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910 PyKOBO/CTBO MOAXOAMT ANA NPOrpaMmbl
M0 Agilent MassHunter Workstation —
nporpamMmma KayecTBeHHOro aHannaa
sepcuun B.06.00 n 6onee no3aHux Bepcuid,
noka He 6yeT 3ameHeHo.

FapaHTua

MpuBeneHHas B aT0M AOKYMEHTe
uHthopmauua npefocTaBnAeTCcA Ha
ycnoBum «kak ectb». OHa Moxxer

6bITb M3MeHeHa 6e3 yBeAoMNeHnA

B crieayrowumx uaganuax. B nanbonbei
CTeneHu, AoNyCcKaemoil AeCTBYHLUMM
3aKoHopaTenbcTBOM, komnanua Agilent
0TKa3bIBaeTCcA OT BCEX rapaHTHid, ABHbIX
UNK Noapa3yMeBaeMbIX, OTHOCUTENILHO
[aHHOTO IOKYMEHTa U NPUBEAEHHO
B HeM MH(hopMaLmu, BKNOYAA, HO He
orpaHMumBaAchb, nogpasymeBaemMyro
rapaHTMIO BbICOKMX KOMMeEpUYeCcKUX
KayecTs ¥ NPUFOAHOCTM ANA KOHKPETHbIX
uenei. Komnanua Agilent He Hecer
OTBETCTBEHHOCTN 3a OWK6GKN B 3TOM
[OKYMEHTe, a TaK)Ke 3a CNyyaiHbIi unu
npegHamMepeHHbIN yuiep6, nony4yeHHbIi
B CBA3M C NpeAocTaBNeHnem,
ucnonHeHnem nu6o ncnonb3oBaHnem
[aHHOTo OKYMEHTa Unu nbbix
NpUBEAEHHbIX B HEM CBEAEeHMIA.

Ecnu mexxay komnanueii Agilent

M Nonb30BaTeNem 3aKn4YeHo
oTAenbHOe NMCbMEHHOe cornalueHue,
coaepkallee yCnoBUA rapaHTuu,
KOTOpble CBA3aHbl C NPMBEAEHHbIMU
B 3TOM A,0KYMEHTe YCROBMAMM

M NpoTMBOpEYaT MM, NPUOPUTETHLIMM
GyayT ycnoBuA rapaHTum, NpuBefeHHbIe
B 0TA€NbHOM COIMaLLeHunn.

"VIIIBH3VII/I Ha TeXHonoruum

O6opyaoBaHWe u/unu nporpammHoe
obecrneyeHune, ONUCaHHOE B 3TOM I0KYMEHTE,
npeaocTasnAercaA No nuueHsun. Ero moxHo
MCMonb30BaTh UMW KONWUPOBATh TONbKO

B COOTBETCTBMM C YCIIOBUAMU NULIEH3UN.

OrpaHuyeHue npas

OrpaHnyenue npas npasutenbscTa CLUA.
Mpasa Ha nporpammMHoe obecrneyeHne

1 TeXHUYECKUE [laHHble, NPe/I0CTaBMeHHble
(heaepanbHOMY NpaBUTENbCTBY, BKNIOYAIOT
TOMbKO Te npaBsa, KoTopble 06bIYHO
NPe0CTaBMNATCA KOHEYHbIM NONb30BaTenam.
Komnanua Agilent npegoctasnaert 3ty
CTaHAapPTHYI0 KOMMEPYECKYIO NMULIEH3NI0 Ha
nporpaMmHoe obecreyeHune 1 TexHUYeckme
JaHHble B cooTBetcTBum ¢ FAR 12.211

(TexHuyeckue aaHHble) 1 12.212
(nporpammHoe obecneyerue ana
KOMMbIOTEPOB), @ ANIA MUHUCTEPCTBA
o6opoHbl — cornacHo DFARS 252.227-7015
(TexHUYEeCKME AaHHbIE — KOMMEpYecKue
anemeHTbl) n DFARS 227.7202-3 (npaBa Ha
KOMMepyecKoe nporpaMmmHoe obecrneyexue
ANA KOMNbIOTEPOB UNK AOKYMEHTaLMI0

Ha Takoe nporpamMmmMHoe obecnedeHue).

Mpegynpexxnpeuua
0 6e3onacHocTH

Haanuce BHUMAHWE!
npeaynpexaaet 06 onacHocTH. 310
coo6LLeHue NpuBneKkaeT BHUMaHue
K npouiesypam U npuemam pa6ortbl,
HecobnoaeHue Unu HenpaBunbHoe
BbIMOMHEHNE KOTOPbIX MOXET
MPUBECTM K NOBPEXAeHUI0 Npubopa
UMW NoTepe BaXKHbIX AaHHbIX.
BbinonHeHne UHCTPYKLUKA,
creAyioLLuX 3a NpeaynpexaeHuem
BHUMAHWE!, nonyctmo Tonbko npu
MONHOM MOHWUMaHWK 1 cobnoaeHnu
yKa3aHHbIX Tpe60oBaHuii.

OCTOPOXXHO!

Hapnucb «OCTOPOXXHO!»
npeaynpe>xaaet 06 onacHoctu. I1o
coo6weHne npuBneKaeT BHUMaHue
K npoueaypam 1 npuemam paborbi,
Heco6nioaeHue Unu HenpaBunbHoe
BbINOMIHEHUE KOTOPbIX MOXKET
NpMBECTH K Cepbe3HbIM TpaBMaM
MnW NpeacTaBnATb Yrpo3y AnA
>KN3HU. BbinonHeHne MHCTPyKuMiA,
CNeayrLLmMX 3a npeaynpesxxaeHnem
«OCTOPO>KHO!», ponyctumo
TONbKO NPU NONHOM NOHNMAHWUK

1 cobnropeHnm Bcex yKasaHHbIX
Tpe6oBaHmit.
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PyKOBOACTBO COEP:KUT HHPOPMALIUIO J/I 00yUeHHsA HCIIo/Ib30Banmio 110
Agilent MassHunter Workstation — mporpamMmma kayecTBEHHOT'O aHAJJIN3a
c nauabpimMu I'X/MC.

IIpexie yeM MPUCTYIIUTD K yIIPAKHEHUAM, IIPOUTHUTE HHCTPYKITUH,
HU3JI0KEeHHbIe B pasjeJsie «[lepe TeM Kak IPUCTYIIUTH K BHITIOTHEHUIO
yIIpasxHEeHUH...» Ha CTP. 5.

3HaKOMCTBO C 0CHOBaMM KauyeCTBEHHOT0 aHanu3a

B IIponecce BBIIIOJIHEHUA 9TOI'0 YIIPpAaKHEeHHUA I10J1b30BaTe/Ib O3HAKOMUTCS

C HEKOTOPBbIMH N3 MHOTHX MOIITHBIX BO3MOIKHOCTEH IIporpamMmbl Ka4eCTBEHHOT'O
aHaJsn3a. BbIImo/THeHHe 9TUX SaﬂaHI/Iﬁ uMeeT 6OJIbIIIoe 3HAUeHIIe He3aBUCHMO
OoT TOro, KaKOH THII JAaHHBIX UCITIOJIb3yEeTCs.

Mouck u onpepenexHune

B nepBhIX ABYX IpyIiax 3aJaHUH B KOMIIJIEKCHON MaTpHIle HEOOXOIUMO HANUTH
¥ OIIPEee/UTh IIpeIapaThl C HU3KOU KOHIIEHTpaIuel cepbl U CO3IaTh UX
dopmyabl gia ganuabix TOF u Q-TOF. KpoMe Toro, 3 ruapoJ/insaTa 60eJKoB
MOHAOO0UTCA U3BJIeYb MHPOPMAITHIO 00 0COOEHHOCTIX MOJIEKYJI (I JTaHHBIX
TOF u Q-TOF). 9Tu 3a1aHUA MOKHO TaK:Ke BBINOJIHATH ¢ JaHHBIMH Triple Quad.

Ncnonb3oBanue paboumx npoueccos, 3KCNOPT U neyatb

IIpu BBIIIOJTHEHUH 9THX 3aJaHUH I10/Ib30BATE b HAYUUTCSI HACTPANBATD

¥ BBIIOJIHATD JIIDOOHM METO[ KA4eCTBEHHOr0 aHaJIu3a. IloMuMo sToro,
II0JIb30BATE/Ib OCBOUT PEJaKTUPOBAHNE METO/1a, II03BOJIAIOIIee
aBTOMATH3HUPOBATDH aHAJIN3 1/UJIH OIpe/IeeHIe COeINHeHNHA. 3aTeM
IIOJIb30BATE/Ib BBIIIOJIHUT JeHCTBUA aBTOMATH3UPOBAHHOIO METO/Ia, IIPHU
OTKpbITHH (pailia JaHHBIX. M, HAKOHEI], II0JIb30BaTe/Ib HAYUYNTCI CO3HABATD
MEeTOJ /1S BBIIIOJTHEHMSA aBTOMATH3UPOBAHHbBIX IeHCTBHUH C UCIO/Ib30BAHUEM
pabouei TaGaubl. 1 BHITOJTHEHUA KaX0T0 3aJaHNs UCIIOJIb3yeTCs
OTHEJbHBIN pabounii mpoIiece.

CnpaBka

B aTom pasaeJsie 1mmoJIb3oBaTeJIb O3HAKOMHUTCA C OCHOBAMH HCITIOJIb3OBAHUA
IIporpaMMbI Ka4Ye€CTBEHHOI'O aHaJIH13A.

KauecTBeHHoro aHanu3sa ana N’X/MC



HoBble BO3MO0OXXHOCTH

Bepcuu B.06.00

Mo:kHO ImMpocMaTpuBaTh HH(MOpPMaIU o coequHeHnAX B Compound Details
View (IlpeacTaBiieHnu cBefeHuii o coequaennn). B Compound Details
View (IlpenacraB/ieHUH CBeJEeHUH O COeTMHEHUN) TOCTYITHbI YeThIpe
JTOTIOJTHUTEJIbHBIX OKHA.

B Compound Details View (IIpeficTaB/ieHUN CBeJeHUHA O COeTUHEHIHN )
MOKHO 3a0aTh Pa3/IMNYHbIE PaspelIarolie CIIOCOOHOCTH 10 TOPU3OHTAJIH
JIJIs1 Pa3IMIHBIX BUJIOB XPOMATOTPAMM U CIIEKTPOB.

HoctymeH anroputMm Find Compounds by Integration (Ilouck coequHeHUI
0 UHTETPHUPOBAHUIO).

MOKHO OCYIIECTBJIATH MIOUCK B HECKOIBKUX OMOINOTEKAX IMPH UCII0/I30BAHUN
asiropuTMa moncka B Search Unit Mass Library (Ilouck B 6u6/1110TEeKe IO
MaCCOBOH €TUHHUIIE).

B asropurme Generate Formulas (Cosganne dpopMys1) MOKHO BHIOPATH,
cJIeayeT i JOOABJITh (POPMYJIbI K IIMKAM CIIEKTPa PParMeHTOB.
AHHOTAIMHU JO0ABJISIOTCI K CIIEKTPaM, KOTOPbIe BbIOUPAIOTCSI HA OCHOBAHUH
aJITOPUTMA MOJIyIeHUS COeTUHEHUH.

AJqropuTM co3gaHus (popMyJT MOKHO BBITIOJTHATD JIJIs COeIMHEHUH,
HaWAeHHBIX ¢ IToMoInbio atropurma Find by Chromatogram Deconvolution
(Ilouck Mo JeKOHBOJIIOIUHU XPOMAaTOIrPaMMBbl).

AqroputMm Generate Formulas (Cosganne ¢oopmyJ1) ObLT H3BMEHEH, 1 Teleph
MOZKHO BBOJJUTH MaKCUMAaJbHOE KOJIUYECTBO COBIAIEHUN MJId KaKIOTO
HOCHUTeJA 3apaaa.

B anroputme Generate Formulas (Co3manue popMyJ1) MOKHO IPYIITAPOBATD
COBNAJIEHUA C OTMHAKOBBIMU (POPMYJIAMHU, HO PA3IUUYHBIMU HOCUTEIIMU
3apana.

CoeauHeHUs MOTYT OBITh CO3[IaHbI C IIOMOII[bIO JIFOOOT'O I10/Ib30BATETHCKOTO
CIIeKTpa. AJITOPUTM MOJIyUYeHHUI COeTUHEHUH, KOTOPBIHA UCIIOIb3yeTCs JJId
TaKHUX COeJHHEHHNH, HAa3bIBAETCS aJIropuTMoM Spectrum Extraction
(A3BJ1eyeHHne CIIEKTPOB).

IIpu coxpaHeHUU Pe3yaAbTaTOB B pailjie JaHHBIX MOKHO BHIOPATh MEKITY
COXpaHEHHEM BCEX Pe3yJIbTATOB COeIUHEHUHN U COXPAHEHUEM MEHBIIIETO
Habopa pe3yJIbTATOB MJId KaKIOT0 coeqUuHeHUA. Bece moab3oBaTe/ IbCKue
XpPOMAaTOTPaMMBbI U CIIEKTPBI BCETTIa COXPAHAIOTCA.
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®opmar (paiisia CEF 6b171 H3MeHeH /19 XpaHeHUd O0JIbIIero oobemMa
NHQOPMAaIIHH.

HNuadopmariud o THIAX KOHOB U 3HAYEHUIX M/Z JOCTYIIHA Ha TIEPBOM YPOBHE
Tabuibl Spectrum Identification Results (PesysibTaThbl oipeneaeHuA
CIIEKTPOB).

Tat6smmita Spectrum Identification (OnpeesieHue ClIeKTPOB) Obl/Ia H3MEHEHA.
Mo:skHO J06ABJIATD K CTOIOHAM (PU/IBTPBI M YIAJISATh CTPOKH.

Termepb MOKHO MAPKUPOBATh MTUKU (DOPMYJIAMH U TUIIAMH HOHOB.

sMeHeHUe CIIEKTPa, MAapKUPOBAHHOTO Kak Best (JIyuiuit) B okHe Spectrum
Identification Results (Pe3y/1bTaThl onipeae/aeHns CIeKTPOB), IIPH OOJIBIIOM
KOJIMUECTBe 3aIlicell 3afiMeT ropasao MeHbIIle BpeMeHH.

Mo:KHO yCTaHOBUTH HaJIO:KEHIE XpoMaTorpaMM coequHeHnd B Compound
Report (OTyeT o coequHEHUAM).

IlTa6s10H oTueTa Formula Confirmation (IlogrBep:kgeHne popMys) mo
YMOJTYaHUIO ObL]T U3MeHeH. Telepb OH COIEPIKUT I[BETHOH cTOJI6eI] D/IaroB
(Tgt) u Tabauily pparMeHTOB CO CTOJIOI[OM IIBeTHBIX (psiaros (FIs).

Mepen TeM KaK NpUCTYNUTb K BbINONHEHUIO YIPa>KHEHUH...

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi

YcTaHOBHTE IIPorpaMMHOe obeciiederue. [ moIydeHus HHCTPYKITHIA
CM. PYKOBOJICTBO II0 YCTaHOBKE.

CronmpyiiTe manky Data ¢ ycTaHOBOYHOTO MMCKA B HECKATOM (popMaTe Ha
JKECTKUH TUCK CBOEr0 KOMITbIOTEPA.

B sTo¥ anke HaXOATCA Bee (PaM/Ibl TaHHBIX, HEOOXOTUMBbIE /T BHITOTHEHHUA
ynpaxHeHuH. MokeT IMOHAT0OUThCS U3BJIeYUb (Daii/Ibl JaHHBIX U3 apxuBa, ZIP.

He ucnonbayiite 06pasubl haiinos aaHHbIX, KOTOPbIE Y>KE UMEIOTCA Ha KOMMbIOTEPE,
€CNU He yBepeHbI, YTo 3TU (haiinbl ABNAKOTCA KONUAMMW OPUTUHANOB, KOTOPble XpaHATCA
Ha AMUCKeE, UMK ecnu HECKOMNbKO YenoBeK Nonb3ykoTcA aTumm haitnamu. Ecnu o6pasupl
(haiinoB aaHHbIX Ha BalleM KOMMbIOTEPE OTIMYAIOTCA OT OPUTMHANOB Ha AUCKE,
pesynbTaTbl, NOMyYeHHble B X0A€ YNpaXKHeHWi, 6yAyT OTNUYaTbCA OT TeX, KOTopble
yKasaHbl B PyKOBO/CTBE.

KauecTBeHHoro aHanu3sa ana N’X/MC
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MO0 Agilent MassHunter Workstation [porpamma kauectBeHHOro aHanusa
PykoBopncTBO N0 03HaKOMINEHUID

1

3HaKOMCTBO C OCHOBaMM
KayecTBEHHOro aHanu3a

3anaHue 1. OTkpbiTHE Nporpammbl kayectBeHHoro aHanusa 10

3apnanue 2. Hactpoiika uHtepdeiica nonb3oBatena ana pabotbl
¢ AaHHbiMu X/MC 13

3apanue 3. YBenuyeHue u yMeHbLIeHUe MacliTaba xpomatorpammsl 19
3apaHue 4. 3akpennenue xpomatorpammbl - 20

3aaanue 5. VIsmeHeHne KOMNOHOBKU OKOH 22

3apanue 6. 13BneyeHne xpomatorpamm 24

3asanue 7. ViHTepaktMBHOE UHTErpupoBaHue xpomatorpammbl FX/MC 26
3apaHue 8. Pacuer 3HaueHmii npuroaHocTn cuctemsl 33

3apanue 9. 13BneyeHne cnektpos M3 xpomarorpammbl 37

3apanue 10. [lo6asneHne npumeyanuin 50

3apanue 11. [lobaBneHne usmeputena ana maccbl 55

B sTOM ynmpasKkHeHHH BbI II03HAKOMHUTECH C HEKOTOPHIMU M3 MHOI'MX MOIITHBIX
BO3MOKHOCTEH MPOrpaMMbl KA4eCTBEHHOI'0 aHaJIM3a, IJ1s1 PA6OThI C JaHHBIMHI
I'X/Q-TOF u I'X/QQQ.

Kaxjoe ylpaxHeHue IPeJCTABACHO B BULe TAOIULLI, COCTOAIEH U3 TPexX
CTOJIOIOB:

e Ilaru — cjaegyiTe 3TUM OOIIUM YKa3aHUAM /I JaIbHEHIIero
CaMOCTOATELHOTO U3YyYeHHs ITPOrPaMMbl.

¢ IlogpoGHBIE MHCTPYKIIUHA — UCIOJIb3YHTE UX, €CJITH HE0OX0UMAa ITOMOIITh UJTH
€CJIU IPEAIIOYUTAETE TONIATOBBIH IIPOIlecC 00yIeHU.

d KOMMeHTapI/II/I — 3J1€Chb BbI Haﬁ}IeTe COBETHI U JOITIOITHUTEIBHYTO I/IH(I)OpMaHI/IIO
O KaKJIO0M oTalle yIIpaKHEeHUd.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3anaHue 1. O'I'Kpr'I'VIe nporpaMmmbl Ka4eCTBEHHOIo aHanu3a

B sTOM 3ajaHuH BbI OTKPOETE HECKOJIBKO (PAH/IOB JAHHBIX C TOMOIIBIO
TEKYIIero MeTo/ia.

3apaHue 1. OTkpoiite NporpaMmy KauyecTBEHHOro aHanuaa ¢ HeckonbKMMM haiinaMm AaHHbIX

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

1 Ortkpoiite nporpammy
KauyecTBEHHOro aHanu3a.
Otkpoiite ¢haiinbl AaHHbIX
Pest - 200 - Scan.d, Pest - STD

a [IBaxabl WwWenkHute 3Hayok Agilent
MassHunter Qualitative Analysis
B.06.00 :

Cuctema oTo6pasuT AManoroBoe 0kHO

+ Oaiin Pest - 200 - Scan.d coaepxut
nAaHHble MC, a daiinbl Pest - STD
200 MRM.d u Pest Strawb-01
SPIKED 1 ppb - 1 ul inj.d coaepxat

200 MRM.d, Pest Strawb-01
SPIKED 1 ppb - 1 ul inj.d n
MSD_mix_4stds_DG_spl200_0
3.d B nanke
\\MassHunter\Data unu

B Marke, B KOTOPYIO Bbl X
cKonupoBanu.

Open Data Files (OtkpbiTe haiinos

NaHHbIX).

Mepeiaute k nanke \\MassHunter\
Data\GC unu k nanke, B KOTOpoO¥
HaxoaaTcA o6pasubl thaiinos.

nAaHHble MC v aanHbie MC/MC
(ce [X/QQQ). ®aiin
MSD_mix_4stds_DG_spl200_03.d
coaepxut aaHHble NX/Q-TOF.
CnpaBKy MOXHO BbI3BaTh ANf
60NbLLUMHCTBA BKNaA0K U OKOH,

B T. Y. ANAJIOTOBbIX, HAXaB KMaBuLLy

F1, Koraa AaHHOE OKHO aKTUBHO.

Y6eautecs, uto kHonka Use
current method (Vcnonb3osatb
TeKyLWii MeToz) Haxara.
Y6epautecs, uto nyHKT Load result
data (3arpyautb pesynbratbl) He
otmeueH. Ecnu nyHkT Load result 5.,.,5
data (3arpyautb peaynbratbi)
HeO0CTYMeH, 3T0 3HauuT, 4To
pe3aynbTatbl He 6bIfM COXpaHeHbl
B thaiine aaHHbIX. Hayuntbca Corre

[T Open Dats File =

Coxpa HﬂTb peayn bTaTbl Bbl h‘ File rame: M50 _mex_datcs_OG_spli00_03.0° "Fem - 200-5c = Cipmn
Metwork Files of type s " d} - anc,

cmoxere B «3asaHue 17. e QP ch:
-

CoxpaHute pe3ynbratbl» Ha Ovtens
cTp. 86, rae coaepxkarca
MHCTPYKLMU MO COXpaHEeHMIo
pesynbTaTos.

Y6eautecn, uto nyHkT Run ‘File

Sargie Fomation
Samgle Nare
@ Use corrent mathod Usér Name
samle braoe
Lend result dats kit

Fum File Open’ nzaens feom Descrigtion

selecied method
Open’ actions from selected
method (Bbinonuutb aeiicteua
npu oTKpbITUN haiina u3 Puc.1 Ortkpbitve chaiinoB AaHHbIX NPU OTKPLITUM NPOrPaMMHOrO0

BbIGpaHHOrO MeTo/a) He obecneyeHus

OTMEYeH.

10 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMoOil
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3HaKOMCTBO C 0OCHOBAaMMW Ka4yeCTBEHHOro aHanusa 1

3apaanue 1. OTkpoiite NporpaMMy KauyecTBEHHOIO aHanu3a ¢ HeCKoNbkUMM halinamu AaHHbIX (NpoaonXkeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
¢ Haxwmure v yaepxuBsaiite knasumiy + Haxas knasuiuy Ctrl, moxHo
Shift npu Boi6ope daiinos Pest - 200 - Bbl6paTh (halinbl, KOTOpbIE He

Scan.d, Pest - STD 200 MRM.d, Pest pacrnonoXeHbl NOAPAA B CrIUCKE.
Strawb-01 SPIKED 1 ppb - 1ulinjd - To, yto 0To6pa3suTcA B rMaBHOM OKHe

1 MSD_mix_4stds_DB_spl200_03.d. Ha 3TOM 3Tare, 3aBMCUT OT METoAa,
d Bbi6epute komaHay Open (OTKpbITb). KOMMOHOBKM OKOH, HaCTpoek

Bce yetbipe haiina aaHHbIX 0To6pasATcA oTo6paxkeHua U coaepiKaHua,

B OKHe HaBuraropa o AaHHbim (Data KOTOpble MCMONb30BanNuUCh A0 TOrO,

Navigator), n ot 1 a0 3 xpomatorpamm Kak Bbl OTKPbINY 3TN halnbil.

oT106pa3ATcA B OKHE pesynbTaToB AnA » Ecnu wenkHytb 3Havok List Mode

xpomatorpamm (Chromatogram Results). (Pe>xum cniucka), ero hoH U3meHuTcA

. Ha opaHXXeBbln.
e Llenknute sHayok List Mode ‘% P

(Pe>xum cnucka) Ha naHenu
MHCTPYMEHTOB B OKHE pe3ynbTaTtoB
Ana xpomarorpamm (Chromatogram
Results).

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMmoi 1"
KauecTBeHHoro aHanu3sa ana XXX/MC



1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 1. OTkpoiite NporpaMMy KauyecTBEHHOIO aHanu3a ¢ HeCKONbKUMM halinamu AaHHbIX (NpoaonkeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

i File Edit View Find Identify Spectra Chromatograms Method Sequence Wizards Actions Configuration Tools Help

i EHag e FMEE Y- PR [EE (AR # L A il T B GG e @ &) 5 5 8 [ Nevigatorview B Compoun Detils View

: % Data Navigator x ||§Achmmalogmnﬂn=|ils s
Sort by Data Fis T2 e tlQBl W ¢IElalo e 2 - [H]E A0S IR% % B e Mine =) 4
5[] MSD_mix 4stds DG _spl200 020 E
5 [@) User Chromstograms x107 |+EI TIC Scan MSD_mix_4stds_DG_spl200_03.0 4\ A
JEARY - TIC Scan| : ]
- ]
0 cctra 0]
] 064
B s
&[] Pest- 200 - Scan.D 044
5[] User Chromstograms | 02
AR - TIC Scan| I o
g x107 |+El TIC Scan Pest - 200 - Scan.D
154>
B noes 125
5[] Pest - 5TD 200 MRM.D 1]
5[] User Chromstograms o]
!
05
025
o
0 oo 3 i 5 3 7 § f 1 2 13 1% [6 . 7 & ® X A
5[] Pest Strawb-01 SPIKED 1 ppb - 1 ul inf D ) : Covmte e P o ] :
i [E: Method Explorer: Defaultm x || 111 MS Spectrum Resulis »
= Chromatogram iz o QB u wEaloc |- [m]HE Q% % Bl =]
[integrate (s) | . .
p— 3uavyok Maximum 3nauok Display Y1061 3aKpbITh
e (00 i Number of List Panes Options T
Integrate (GC)
Integrate (ADC) (MaKcuMal’le()e (ﬂaﬁpamerpbl KHonky X.
i | 7 oToopa>keHun
Bl Konuuecteo obnacreit P )
Exclud Hsss(es)
Calculate Signal-to-Noise CHMCKOB)
Define Chromatograms
Adjust Delay Time
Extraction Data Format
3

Puc.2 (OcHoBHOe OKHO KaYeCTBEHHOT0 aHanu3a ¢ 3arpy>KeHHbIM paboynm NPoLIECCOM CKPUHUHTA
coeauHenuit IX/Q-TOF (GC/Q-TOF Compound Screening Workflow).

12 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMoOil
KauecTBeHHoro aHanu3sa ana XXX/MC



3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apnaunue 2. Hactpoiika untepdpeiica nonb3oBarens ana paborbl
¢ aaHubimu N’X/MC

B 3TOM 3aJaHUH BbI HAYYUTECH IIEPEKII0YATHCI MEXKIY OOITUM PadOINM
nporieccoM (1 mosab3oBaTesnaeil I'X/QQQ) 1 pabovuM IMPOIeCCOM CKPUHUHIA
coequueHni I'X/Q-TOF (nJ1sa mosib3oBaresied I'X/Q-TOF). Ananns qaHHBIX
I'X/MC noamepsKuBaeTcs TOJAbLKO STUMHI JIBYMA PAOOUHNMH IIPOLIeCCAMM.
3areM oTkpouTe auasorosoe okHo User Interface Configuration (HacTpoiika
uHTepdeiica Moab30BaATE ) U OTMETHTE COOTBETCTBYIOIINE ITYHKTDI 17T
cucteMmbl ['X/QQQ uau cucremsol 'X/Q-TOF.

3apanue 2. Hactpoiite uHtepdeiic nonb3osatena ana X

1

LWaru

Moapo6Hble MHCTPYKLMK

Kommenrapuu

1 T[lpu HeobxoammocTn oTKpoiiTe a
nporpamMmmy KayecTBEHHOTO aHanm3a.

[Baxapl wenkHute 3Hayok Agilent
MassHunter Qualitative Analysis
(KauyectBenHbiit ananu3 Agilent
MassHunter) .

Cucrema 0106pasuT AManorosoe OKHO
Open Data Files (OtkpbiTne chaiinos
DaHHbIX).

Haxwmute kHonky Cancel (Otmena)

B Avanorosom okHe Open Data Files
(OTkpbITHE (haiinoB AaHHbIX).

+ CnpaBKy MOXHO BbI3BaTh ANA
no6oii BKNaJKnN UNU OKHa, B T. Y.
[IMarnoroBoro, Haxkas knasuily F1,
Koraa AaHHOE OKHO aKTUBHO.

MO0 Agilent MassHunter Workstation — pykoBoacTBO N0 03HaKOMMNEHUIO ¢ NPOrpaMMOi

KauecTBeHHoro aHanu3sa ana XXX/MC
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apanue 2. Hactpoiite uHtepdeiic nonb3osatena ana X (npogonxxeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

2 [lepekntouyutech Ha 06LKiA
pa6ouwnii npouecc (General
Workflow) unu pa6ouuit npouecc
ckpuHuHra coeamtenuin FX/Q-TOF
(GC/Q-TOF Compound Screening
workflow).

a Ecnu ucnonbayetca MHCTpyMeHT

X/0QQ, sbibepute NyHKTbI
Configuration (Hacrpoiika) > Configure
for Workflow (Hactpoutb pa6ounii
npouecc) > General (06wwmit). Ecnu
ucnonbayetca uHctpyment IX/Q-TOF,
Bbl6epute nyHkTbl Configuration
(Hactpoiika) > Configure for Workflow
(Hactpoutb pabouwnii npouecc) >
GC/Q-TOF Compound Screening
(Cxkpununr coepnnenuin X/ Q-TOF).
Haxxmute kHonky Load workflow's
default method (3arpy3uts meToa
paboyero npouecca no yMmonyaHuto)
n kHonky Load workflow’s default
layout (3arpy3utb KOMMNOHOBKY AnA
pabouero npouecca No yMonyaHuio).
Haxmute kHonky OK.

LlenkHute sHauok List Mode ﬁk
(Pe>xxnm cnucka) Ha naHenu
MHCTPYMEHTOB B OKHe pe3ynbTaToB AnA
xpomarorpamm (Chromatogram Results).

* Ecnu nporpamma c6opa AaHHbIX
(Data Acquisition) ana IX/QQQ unu
'X/Q-TOF ycTaHoBneHa Ha 3TOM
)€ KOMMbIOTEPE, NPOrpamMMHoe
obecneyeHne HacTpomuT UHTEpPCDelic
nonb30BaTeNA aBTOMaTUYECKM.
Pasaen ckpuHuHra coeanmHeHwii
'X/Q-TOF (GC/Q-TOF Compound
Screening) MoxeT yxe 6bITb
JloCTyneH B OkHe 0603peBatens
metogoBs (Method Explorer).

+ [lo ymonyaHuio xpomatorpaMmmol
HaknajbIBaloTCA APYr Ha Apyra.

B aaHHbIM npumepax
XpomaTtorpammbl noka3saHbl B List
Mode (Pexxume cnucka).

14 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrPpaMMOil
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apanue 2. Hactpoiite uHtepdeiic nonb3osatena ana X (npogonxxeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

3 B cnyuyae 'X/QQQ Hactpoiite

uHTepdeiic nonb3oBarena Tak,

4T106bI 0TOGPAXKANUCh TOMNbKO
¢yHkumu ana X/00Q0.

Bbi6epute nyHktbl Configuration
(Hacrtpoiika) > User Interface
Configuration (Hactpoiika
untepcheiica nonb3oBarena).

Cpeav MnoB pasaenenus (Separation
types) otmetbTe Tonbko nyHKT GC (X).
Ecnu ucnonbayerca MHCTPYMEHT
'X/QQQ, ana TMna noHm3aumm
(lonization type) otmetbTe nyHkT El

or other «hard» ionization technique
(El unn ppyroi metop «KecTKom
MOHN3aLMN») U OTMEHUTE BblAeNeHne
nyHkra Cl, APCI, ESI, MADLDI or
other «soft» ionization technique
(Cl, APCI, ESI, MADLDI unu ppyroi
MeTOA (MATKOW MOHU3ALMUNY).

B pa3saene To4yHocTH Macchl

(Mass accuracy) oTMmeHuUTe
BblAerneHue nyHkra Accurate mass
(TOF, Q-TOF) (Tounaa macca (TOF,
Q-TOF)). OtmetbTe nyHkT Unit mass

(Q, 00Q) (Macca eguuunusi (Q, 0QQ)).

B pasgene Optional software features
(MononHuTenbHble cBoiCTBa
nporpammHoro o6ecreyeHua) oTMeHuUTe
BblaeneHue nyHkros Peptide Sequence
Editor (Pepakrop nocnepnoBarenbHocTy
nentupoB) v BioConfirm Software
(MporpammHoe obecneyeHue
BioConfirm).

B pasaene Non-MS detectors

(He netektopbl MC) otmeHuTe
Bblaenenue nyHkros UV u ADC.
Otmertbte nyHkT Show advanced
parameters (Moka3atb
AONONHUTENbHbIE NapaMeTpbl).
Haxxmute kHonky OK.

* Hactpoutb AocTynHOCTb KOMaHA
MO>HO B 1UaNnioroBOM okHe
User Interface Configuration
(Hacrpoiika untepdheiica
nonb3oBarend).

* Ecnu ata Bo3amMoXHOCTb HEAOCTYMHa,
ckopee Bcero, oHa 6bina ckpbiTa
Mpu OTMEHE BbIAENIEHUA MYHKTa
B Ananorosom okHe User Interface
Configuration (Hactpoiika
uHTepdeiica nonb3osatena).

MO0 Agilent MassHunter Workstation — pykoBoacTBO N0 03HaKOMMNEHUIO ¢ NPOrpaMMOi

KauecTBeHHoro aHanu3sa ana XXX/MC
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1 3HaKoMCTBO C 0OCHOBaMM KaueCcTBEHHOI0 aHanu3a

3apaanue 2. Hactpoiite uHtepdeiic nonb3osatena ana X (npogonxxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

User Interface Configuration =

Mark all of the following that apply 1o the data you wish to analyze. Your choices contral the tocls
that are enabled as well as the initial values for some parameters in the default methed

Separation types Mass accuracy

GC 7] Other (for example, CE) 4 Unitmass (@, QQQ)

[ILC A [ None (for example. infusion) A& [T Accurstemass (TOF. Q-TOF) A
lonization type S levels

El or other "hard” ionization technique MS (any)

CI. APCI. ESI, MALDI or other "soft™
I ianization technique A

MS/MS (QQQ. G-TOF)

Optional software features Non-MS detecters
7] Peptide Sequence Editor A Fw A

[]ADC A
Other

Show advanced parameters

Puc. 3 Hactpoiika untepdeiica nonb3osartena ana pa6otbl ¢ gaHHbIMKM [X/Q00Q

16 MO Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMJIIEHMIO C NPOrpaMMoi
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3HaKOMCTBO C 0OCHOBAaMMW Ka4yeCTBEHHOro aHanusa 1

3apanue 2. Hactpoiite uHtepdeiic nonb3osatena ana X (npogonxxeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

4 Ecnu ucnonb3yetcA MHCTPYMEHT
'X/Q-TOF, Hactpoiite untepdeiic
nonb3oBaTtens Tak, 4To6bl
oTo6paxkanuch ToNbKO hyHKUMM
ana [X/Q-TOF.

Bbi6epute nyHkTbl Configuration
(Hacrtpoiika) > User Interface
Configuration (Hactpoiika uxrepdpeiica
nonb3oBarensa).

Cpeav tMnoB pasaenenus (Separation
types) otmetbTe Tonbko nyHKT GC (X).
B pasaene tMnos noHu3auum
(lonization type) oTmeTbTe 06a NyHKTa.
B pasgene yposHeii MC (MS levels)
oTmeTbTe 06a NyHKTa.

B paszene touHoctn maccel (Mass
accuracy) otmeTbTe nyHKT Accurate
mass (TOF, Q-TOF) (Tounaa macca
(TOF, Q-TOF)). OtmeHuTe BblaeneHue
nyskta Unit mass (Q, QQQ)

(Macca eguuunubi (Q, QQQ)).

B pasgene Optional software features
(MononHuTenbHble cBoiCTBa
nporpaMmMHoro o6ecrneyeHua)
OTMEHUTE BbIAENIEHNE MYHKTOB
Peptide Sequence Editor (Pepakrop
nocneaoBaTeNibHOCTU NeNnTUAOB)

n BioConfirm Software (Mporpammnoe

o6ecneuenue BioConfirm).

B pasaene Non-MS detectors
(He netektopbl MC) otmeHuTe
BblaeneHue nyHkros UV u ADC.
OtmertbTe nyHkT Show advanced
parameters (Moka3atb
[ONONHUTENbHbIE NapaMeTpbl).
Haxxmute kHonky OK.

* Hactpoutb AocTynHOCTb KOMaHA
MO>HO B 1UaNnioroBOM okHe
User Interface Configuration
(Hacrpoiika untepdheiica
nonb3oBarend).

* Ecnu ata Bo3amMoXHOCTb HeAOCTYMNHa,
ckopee Bcero, oHa 6bina ckpbiTa
Npu OTMEHE BbIAENIEHUA MYHKTa
B Ananorosom okHe User Interface
Configuration (Hactpoiika
uHTepdeiica nonb3osatena).

MO0 Agilent MassHunter Workstation — pykoBoacTBO N0 03HaKOMMNEHUIO ¢ NPOrpaMMOi 17
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1 3HaKoMCTBO C 0OCHOBaMM KaueCcTBEHHOI0 aHanu3a

3apaanue 2. Hactpoiite uHtepdeiic nonb3osartena ana X (npogonxxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

UserInterface Configuration )

Mark all of the follawing that apply to the data you wish to analyze, Your choices cantral the todls
that are enabled as well 2s the initial values for some parameters in the default method.

Separation types Mass accuracy
@G [7] Other {for example, CE) [F] Uit mass (Q, GQQ) A
[mie [T None (for example, infusion) [¥] Accurate mass (TOF, G-TOF)

larization type MS levels
[] El or other “hard” ionization technique I MS (any)

Cl, APCI, ESI, MALDI or other “soft™

Y ignization technique [7] MSMS (QGQ, G-TOF)

Optional software features Non-MS detectors
[ 7] Peptide Sequence Editor Eluv
- [F1ADC
Other
7] Show dvanced parameters

Puc. 4 Hactpoiika unrepdeiica nonb3osartena ana [X/Q-TOF

18 MO Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMJIIEHMIO C NPOrpaMMoi
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3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a

3apaHue 3. YBenuueHnue m ymeHbLieHne maclutaba
XpomarorpaMmmbl

1

B aTOM 3a1aHIH BbI 03HAKOMHUTECH C (DYHKITUAMH YBEJTUIEHUS U YMEHbIITEeHUT

MaciTada B IIporpamMmMme Kad4eCTBEHHOI'O aHaJIN3a.

MO Agilent MassHunter Workstation — pykoBoacTB0 No 03HaKOMIEHUIO C NPOrpamMMoii
KayecTBeHHOro aHanu3a ana XXX/MC
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apanue 4. 3akpenneHue xpomMarTorpaMmbl

B sToMm 3aaHuu BbI 3aKpenuTe XpomaTorpammy. I[locse 3akpensieHus
XpoMaTorpamma OyAeT IIOCTOSHHO OCTaBaThCA Ha 9KpaHe, B TO BpeMsd Kak
BbI OGyeTe IPOCMATPUBATE U OTOOPAKATH APYTHe XPOMATOIPAMMABI.

3apaHue 4. 3akpenneHne xpoMaTtorpamMmmbl

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

+ 3akpenute xpomatorpaMmmy.
BbiBeaute Ha akpaH Bce
XpoMaTorpaMmbi.

Y6epautech, 4To ANA cnucka
npocMoTpa Xpomarorpamm
ycTaHoBneHo 3HayeHue 1.

B okHe pesynbtatoB ana
xpomartorpamm (Chromatogram
Results) Bbi6epute BTOpYyio
XpOMaTorpamMmy MosiHoro
uoHHoro Toka (TIC).

3akpenuTe 3Ty Xxpomarorpammy
nonHoro noHHoro Toka (TIC).
lMpokpyTute cnucok
Xpomarorpamm.

OTmeHuTe 3aKpenneHue.

a B HaBuratope no gaHHbiM (Data

Navigator) oTmeTbTe XxpomaTtorpaMmbl,
KOTOpbIe Bbl CKPbINW B NpeaplayLlem
3ajaHnu.

Y6eautechb, YTO ANA MaKCMMarnbHOro
KONWyecTBa NaHeneii B OKHe pesynbTaTos
Aana xpomatorpamm (Chromatogram
Results) ycraHoBneHo sHaueHue 1.

B okHe pesynbTaTtoB AnA xpomatorpaMm
(Chromatogram Results) Bbi6epute
BTOPYIO XpOMarorpaMmy rosiHoro
uoHHoro Toka (TIC).

LlenkHuTe npaBoii KHOMKOW MbILLK

B 0611aCT1 XpOMaTorpamMmmbl 1 Bbibepute
komaHay Set Anchor (3akpenutb).
Vicnonb3yiite nonocy npokpyTku

B OKHe Pe3ynbTaToB Af1A XpOMaTorpaMm
(Chromatogram Results), yto6bl
npocmarpuatb XxpomaTorpaMmbl

B cnucke. Bropaa xpomarorpamma
nonHoro noHHoro Toka (TIC) octaetca
BMAMMOIA Kak nepBan XpoMaTorpamMmma.
Bbi6epute nyHktbl Chromatograms
(Xpomarorpammbli) > Clear Anchor
(OTMeHuTL 3aKpenneHue).

* Ecnu xpomatorpamma 3akpenneHa,
B OKHE HaBMraTopa no JaHHbIM
(Data Navigator) paaoM ¢ uMeHem
3aKpenyieHHo XpoMaTorpaMmbl
NOABMAETCA 3HAYOK 3aKPENIeHuA.

* [locne Toro kak 6Gbina sakpenneHa
0/lHa Xpomartorpamma, B OKHe
pesynbTaToB AnA XpoMatorpamm
(Chromatogram Results) moryt
MOABMTLCA JBE, AAXe ecrnv And
cnucka 0To6paXKeHnA yCTaHOBIEHO
3HayeHue 1. 310 03HavaerT, YTo
Bbl MpOCMaTpuUBaeTe eLle 0AHy
XpomatorpaMmy noM1MmMo
3aKpenneHHoM.

* MoxHO LenKHYTb NpaBoi KHOMKOW
MblILLK B 06nactm xpomarorpammel
u Bbl6path komaHay Clear Anchor
(OT™MenuTL 3aKpennexue)

B KOHTEKCTHOM MEHI0.

20 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOil
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3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a

3apaanue 4. 3akpenneHue xpomatorpaMMbl (MPOAONXKEHUE)

1

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

i /\ Chromatogram Results

(2ot QEHICI[EA e 1o biI]A KL% R B =

Minutes

x107 [+E TIC Scan Pest- 200 - Scan.D
a0

1
05

0

x107
1
075
05
025
0

+EI TIC Scan MSD_mix_4stds_DG_spl200_03.D

3 i g [ 7 g § 1 1 12 1 1 15
Counts vs. Acquisition Time (mir)

16

7 1® 1 2 2

Puc.5 3akpenneHHaa xpomatorpamma (TIC) B okHe pesynbratoB ana xpomatorpamm (Chromatogram Results)
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apnaHue b. VlameHeHne KOMNOHOBKYW OKOH

B sToM 3ajaHNH BBl HAYYHUTECH ITEPEMEINaTh OKHA B OCHOBHOM ITpeCTaBJIeHUH
U CO3aBaTh Pa3/IMYHbIe KOMIIOHOBKH OKOH.

3asanue 5. IameHeHne KOMNOHOBKM OKOH

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

1 V13ameHuTe KOMNOHOBKY OKOH:
iameHuTe pasmep okHa.
CoxpaHuTe KOMMOHOBKY OKOH.
Pa36nokupyitte KOMMOHOBKY.
lameHuTe napameTpbl OKHa
pesynbTaToB AnA XpomMatorpaMm
(Chromatogram Results), 4t06bi
cAenatb ero NnaBakLLuUM.
MepemecTute OKHO pe3ynbTaToB
AnA Xxpomartorpamm
(Chromatogram Results).
BbiBeauTe Ha aKpaH UHCTPYMEHTbI
[NA 3MEeHeHMA NONOoXeHNA OKOH.

Y106bI M3MEHUTL pa3mep OKHa,
nepetalyuTe rpaHULy Mexay OKHaMmMu.
Y106bl COXpaHUTb KOMMOHOBKY OKOH,
Bbl6epute nyHKTbl Configuration
(Hacrpoiika) > Window Layouts
(KomnonoBka okon) > Save Layout
(CoxpaHUTb KOMNOHOBKY).

Y106b1 pa3briokmpoBaTb KOMMNOHOBKY,
Bbl6epute nyHkTbl Configuration
(Hacrtpoiika) > Window Layouts
(KomnonoBka okon) > Lock Layout
(BnoknpoBKa KOMNOHOBKH).

Y106bI cAenaTh OKHO MMaBatoLLMMm,
LLLeNIKHUTE NPaBoi KHOMKOM MbILUK

B 06nacTu 3aronioBka OKHa

1 B KOHTEKCTHOM MEHI0 Bbibepute
nyHkT Floating (Mnasarowee).
Y106b1 NEpeMecTUTb 0KHO, LLIENKHUTE
B 061acT1 3aronoBka OKHa 1 nepetaLuute
OKHO Ha Heob6xoanMMoe MecTo.

Y106b1 0T06pa3nTb MHCTPYMEHTBI ANA
M3MEHEHMA MON0XEHUA, NepeTaLLmTe
OKHO M pa3mecTuTe ero noBepx Apyroro
okHa. Koraa o4HO 0kHO nepekpoet
Apyroe, nporpamma oto6pasut
HECKObKO MHCTPYMEHTOB KOMMOHOBKM
(cm. Puc. 6).

+ Ecnu komnoHoBka
pa3bnokupoBaHa, cuctema He
oTo6paskaeT 3HaK BblAereHuA Bo3ne
nyHkta meHto Lock Layout
(BbnokupoBka KOMMOHOBKM).

» [lonb3oBaTtbcA MHCTPYMEHTaMM AnA
U3MEHEHUA MOMOXEHUA OKOH MOXHO
TONbKO Npu pa3brnokMpoBaHHOM
KOMMOHOBKE.

+ TakxXe, OKHO MOXHO czenatb
MnaBaloLWmMMm, ABaXAb! LLIENKHYB
B 0611acTi 3aronoBka OkHa.

* [lporpammHoe ob6ecneyeHue
COAEP>XMUT MHOTO Pa3NIUYHbIX FOTOBbIX
komnoHoBok. Kpome Toro,
KOMMOHOBKM MO>XHO 3arpy>arb.

+ [lporpammHoe obecneyeHne
COAEPXMUT HECKOMNbKO PasnuyHbIX
paboumnx npoueccos. C kaXxabiMm
paboyum npoLeccoM 3arpyxaerca
oTAenbHas KOMMNOHOBKa.

[pu nepekntoyeHumn Ha apyroii
pabounii NpoLecc MeHAeTCA 1
KOMIMOHOBKa.
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a 1
3apaanue 5. IamMeHeHWe KOMMOHOBKM OKOH (MpoaonxeHue)
Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
| 4| | §<|§'fff|>_§ | I» |
Puc. 6 VIHcTpymeHTbl ANA U3MEHEHUA NONOXEHUA OKOH
2 lameHuTe NonoxeHue okHa « Ecnu Bbl HaBeaeTe Kypcop Ha 0AMH M3 = YT06bl MOMOXEHNE M3MEHUNOCH,
pesynbTaToB Ans XpoMatorpamm 6oree Mernkux 3HauKoB, OKHO, KOTOpOe KYPCOp A0MKeH HaxoAMTbCA Ha
(Chromatogram Results). Bbl NEepeTackMBaeTe, OKaXXeTcA CBEpXY, 0/IHOV U3 CTPEnoK B nore.
MepemecTute 0KHO Tak, YT06bI crpasa, CHM3Yy UNK CNeBa OT BCeX + Ecnu Bbi6patb komaHay Restore
OHO 0Ka3asioCb BBEPXY, CNeBa, ZPYTUX OKOH. Default Layout (BoccranoButb
cnpasa U 3aTeM BHU3Y MO + Haseaute Kypcop Ha Gonee KpynHblii KOMIOHOBKY N0 YMONYaHUI0),
OTHOLLIEHWIO K IPYTMM OKHaM. 3Hayok. Kpome 10ro, 0KHO MOXHO BOCCTaHOBMTCA KOMIOHOBKA, KoTopas
lMepemectute ABa OKHa TaK, MOMECTUTb CBEPXY, CrPaBa, CHU3Y MNN ucronb3yerca ¢ 06LmM pabounm
4T06bI OHM OKa3anNuCb OAHO Haj cresa OT APYroro OkHa, nepemecTus npoueccom 1 paboynm NpoLeccoM
ZApYrUM U 6bINK JOCTYNHbI TONMbKO Kypcop yepes Kpaa 60MnbLLUero 3Hayka. ckpuHuHra coeanHenuin IX/Q-TOF.
C MOMOLLIbK BKIaAOK BHU3Y. * Yr06bl OTKPbITL 1BA OKHA BMecTe Ecnu ucnonb3ayetca apyroii pabounii
BoccraHoBKUTE KOMMOHOBKY MO nepetalyuTe Kypcop B LIeHTp 6onbLuero npouecc, Heo6X0AMMO 3arpy3uTb
YMOTuYaHuio. 3Hauka. Oto6pasurca 3aTeHeHHan COOTBETCTBYIOLLYIO KOMIOHOBKY.
BEPCHA ABYX OKOH, OTKPbITbIX BMECTE.
OTnycTute KHoOMKy MbiluK. [1Ba okHa
0TKpoloTCA BMECTE.
+ Bbi6epute nyHkTbl Configuration
(Hacrtpoiika) > Window Layouts
(KomnonoBka okon) > Restore
Default Layout (BoccraHoButb
KOMMOHOBKY N0 YMONYaHUH0).
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apanue 6. N13Bneuenne xpomarorpamm

B 3TOM 3a/lTaHUU BBI U3BJI€YETE U OOBEIUHUTE XPOMATOTPAMMBI U3 UCXOTHOMN
XpoMaTorpaMmbl OJIHOTo HoHHOTO TOoKa (TIC).

3apaHue 6. /IaBneyeHne xpomatorpamm

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
1 V3Bnekute noHHble a B okHe HaBuratopa no AaHHbIM * Takxe, xpomaTtorpaMmbl MOXHO
xpomartorpammsl (EIC) us ayx (Data Navigator) oTmeHuTe BblaeneHue u3BneKartb 04HUM U3 CrieAyHLLIX

Mmacc B ¢haiine aaHHbIx Pest - 200 Bcex ¢haiinoB AaHHbIX, kpome Pest - cnoco6os.

Scan.d 1 06beauHuTE MX. 200 Scan.d. LLlenkHuTe npaBoit KHOMKOW
3HaueHua m/z pasHbl 129,0 b Ortkpoiite ananorosoe okHo Extract MbILLK B 06MACTM XpOMaTOrpaMmbl
n414,2. Chromatograms (/13BneyeHue u Bbl6epute NyHKT Extract
He o6beaunHaiTe nuku u3 XpoMatorpamm) ¢ NOMOLLbH Chromatograms (3sneub
0TAenNbHbIX Macc B 0AHY napameTpa HUXe WK 0HOTo U3 XpoOMartorpamMmbli).
Xpomarorpammy. napameTpoB crpaBa: B HaBuratope no AaHHbIM

Bbi6epute nyHkTbl Chromatograms (Data Navigator) Bblaenure nyHKT
(Xpomarorpammbli) > Extract TIC Scan (TIC ckauupoBanua)
Chromatograms (A3eneub ana sulfas_PosMS.d, satem
XpoMarorpamMmbi). LLLENIKHUTE NPaBOW KHOMKOM
¢ B cnucke List of opened data files mbiwu komaHay TIC Scan
(Cnucok oTkpbITbIX (halnoB AaHHbIX) (TIC ckaHupoBaHua) u
Bbi6epute Pest - 200 - Scan.d. Bbl6epute NyHKT Extract
d B okHe cnucka Type (Tun) Bbi6epure EIC. Chromatograms (MN3eneub
e B none m/zvalue(s) (3Hauexna m/z) XpomMarorpaMmmbi).
Beeamte 129.0, 414.2 * Mo>Ho ucnonb3osatb yposeHb MC
f Mpu HeobxoaumocTn oTMeHUTE All (Bce) unu MS (MC).
BblaeneHue nyHkta Merge multiple * (06patute BHUMaHMWE, 4TO MOXHO
masses into one chromatogram BblGpaTh aBTOMaTMyYeCcKoe
(06beaMHUTL HECKONBbKO Mace MHTErpMpoBaHue XpoMartorpaMmmbl
B OfHY XpoMarorpammy), nocne U3BneyeHus.
4T06bl 06BEAMHUTL MOHHbIE * MoxHo Takxe u3Bneyb
xpomartorpammbl (EIC). Xpomatorpammy M3 Macc-cnekrpa.
g Haxmure kHonky OK.
h B naHenu uHCTpymMeHTOB OKHa
pesynbTaToB AnA Xpomarorpamm
(Chromatogram Results) yctaHosute
ana napametpa Maximum number
of list panes (MakcumanbHoe
KonuuyecTBo o6nacreii cnucka)
3HauyeHue 3.
24 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOil

KauecTBeHHoro aHanu3sa ana XXX/MC



3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a

3apnanue 6. I3BneyeHne xpomatorpamm (npoJonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

“Bxtract Chromatograms

List of opened data files

Tee [BEL T]A B

A MS Chromatogram | Advanced | Excluded Masses |

MS level: Polarity: [Pasitve v| A

miz of interest: | Any
miz value(s) 129.0, 4142

7] Merge muliiple masses intc one chromatogram

=]

Puc. 7 [uanorosoe okHo Extract Chromatograms
(NsBneyeHune xpomarorpamm)

i /\ Chromatogram Resulls x

te w3 laBu¢Ela o e @ xRl s AR % % s

x107 |+EI TIC Scan Pest - 200 - Scan.D

2 2
| AWMWM
0
x10€ +El EIC{129.0000) Scan Pest - 200 - Scan.D

1R 2

05
x103 +El EIC(414.2000) Scan Pest - 200 - Scan.D

2 2
2 ]L

3 4 5 & 7 & 8§ 1 1 12 13 1+ 15 16 17 8 18 20 2
Counts vs. Acguisition Time (min)

Puc.8 06beanHeHHble U3BNeYeHHbIE MOHHbIE XpomaTtorpammsl (EIC)
B CpaBHEHMM C UcxoaHou xpomatorpammoii (TIC)
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3HaKoMCTBO C 0CHOBAMM KayeCTBEHHOro aHanu3a

3apanue 7. NintepakTnBHoe MHTErpUpOBaHME XpOMaTorpaMmbl

rX/McC

B 3ToM 3aJaHUH BbI HAYYUTECHh PA3IUNIHBIM CII0CO0aM HHTETPUPOBaAHUS
XPOMaTOrpaMMbl, U3MEHEHHIO TapaMeTPOB HHTETPUPOBAHUSA /I
KOPPEKTUPOBKYU PE3yIbTATOB U BHIYUCIEHUIO OTHOIIIEHUS «CUTHAJI-TITYM» I

HHTErpUpPOBAHHBIX NHKOB /11 faHHbIXx MC/MC.

3apanue 7. lntepaktuBHoe MHTErpupoBaHue xpomatorpammel (FX/MC)

LWaru

Moapo6Hble MHCTPYKLMK

Kommenrapuu

1 WHterpupyitte ckaHUpOBaHHYHO

XpomatorpaMmy rnofiHoro MOHHOTO
Toka (TIC) ana dhaiina AaHHbIX
Pest - 200 - Scan.d c nomoLbto
nto60oi M3 onuuit, ykazaHHbIX
cnpasa.

b

OtmertbTe ¢haiin gaHHbIx Mark the
Pest - 200 - Scan.D B okHe HaBuratopa
no aaHHbim (Data Navigator).
Bbiaenute ckaHUpOBaHHYIO
XpoMaTtorpaMMy nofHoro UOHHOro
Toka (TIC) n ucnonb3syire oaHy U3
NpuBEAEHHbIX HUXE KOMaHA.
B KOHTEKCTHOM MeHH0 Bblbepute
nyHkTbl Chromatograms
(Xpomarorpammbli) > Integrate
Chromatogram (MurerpupoBartb
Xpomarorpammy).
LenkHute npaBoi KHONKOW
MbILLIX B NNO6OM MecTe B OKHe
XpOMaTorpaMMbl U BblIGepUTE MyHKT
Integrate Chromatogram
(NuterpupoBatb Xxpomatorpammy).
B okHe HaBuratopa no faHHbIm
(Data Navigator) Bbibepute NyHKTbI
Pest - 200 - Scan.D > User
Chromatograms (Xpomarorpammbli
nonb3oBarena) > TIC Scan
(CxanupoBanHaa TIC), 3atem
npaBoN KHOMKOW MbILUN LLENKHUTE
nyHkT TIC Scan (CkaHuposaHHas
TIC) n BbI6epute komaHzy Integrate
Chromatogram (VuterpupoBarb
Xpomarorpammy).

* (06patute BHUMaHMe, YTO NporpaMma

UHTErpupyeT NpakTMYecKu BCe NUKK
B XpOMatorpamme.

B okHe peaakTopa meTtoa0B
(Method Editor) cneayert Bbibpath
Heo6X0ANUMbIIA MHTErpaTop AnA
nAanHbIX MC, aaHHbix MC/MC

1 AaHHbIX [X.

B paHHbIi MOMEHT ucnonbayertcA
xpomatorpamma MC, noatomy

Mpu ee MHTErpupoBaHUK
MPUMEHAIOTCA 3HAYEHUA,
YCTaHOBMNEHHble B pasaene
Integrate (MS) (Vinterpuposarb
(MC)) peaakropa metogos (Method
Editor).

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrPpaMMOil
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxenue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

2 Otobpasute TONbKO ABe
XpomarorpaMmbl 0AHOBPEMEHHO.

* Bblibepute sHauenue 2 B none Maximum
number of list panes (MakcumanbHoe
KonuuectBo o6nacreit cnucka) Ha
NaHenm MHCTPYMEHTOB B OKHE
pesynbTaToB AfnA XpoMaTorpaMm
(Chromatogram Results).

i /\ Chromatogram Results

‘e e 3 QBHI¢[Ea e

S P Y A T

%107 |+EI TIC Scan Pest - 200 - ScanD

11678 16,38

[T —
mﬁ‘b. Dot i

17584

x10%

+El EIC(129.0000) Scan Pest - 200 - Scan.D

I L

x103 +E| EIC(414.2000) Scan Pest - 200 - Scan.D

25«H‘
0

I

Counts vs. Acguisition Time (min)

o2 3 14 15 15 17 18 18 2 21

Nuterpupyerca MHoXKeCcTBO
ManeHbKNUX NUKOB.

Puc.9 WHrerpupoBaHHaa ckaHupoBaHHaa xpomatorpamma (TIC) ¢ MHOXecTBOM MarneHbKUX NMUKOB

3 lamenute nopor, 4to6bi
WHTETpUpOBaTh MEHbLUE MUKOB.
ameHuTte nopor, 4to6bi
COXPaHUTb TOMbKO TpH
HanBOoMNbLUNX NUKa.

a B okHe 0603peBatena meToA0B
(Method Explorer) BbiGepuTe nyHKTbI
Chromatogram (Xpomarorpamma) >
Integrate (MS) (MurerpupoBarb
(MC)), nocne yero oto6pasurca
Bknagka Integrate (MS)
(WMnterpuposate (MC)).

b Boi6epute unterpatop Agile.
lepeitaute Ha Bknaaky Peak Filters
(®OunbTpbl NUKOB).

d B pasgene Maximum number of peaks
(MakcumanbHoe Konu4yecTBo NUKOB)
otmertbTe NyHKT Limit (by height) to
the largest (Tonbko Haunbonbine
(no BbicoTe)) 1 BBEAUTE 3HAYEHUE 3.

+ [lpu namMeHeHUU 3HaYEeHMA,
COXpaHEeHHOro B TeKyLLEM MeToze,
noABnAeTcA rony6oii TPeyroNbHMK.
Mocne coxpaHeHua meTtoaa
TPEYroNbHUKM UCUE3aLOT.

M0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMEHUI0 ¢ NPOrpaMMOoi
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

! |2 Methed Editor: Integrale (MS) X
i {0} Integrate Chromatogram ~| (3} | ¥ = &4 -| Method tems - | (= 3§
Integrator | Sutabity| A Peak Fiters | Resuls

Fiter on

Peak height @ Peak area

frea fiters
[F] Absolute area >= 10000]  counts
Relative area >= 1000 % oflargest pesk

Maximum number of peaks
Limit (by height) to the largest A ]

Puc. 10 Bknaaka Peak Filters (OunbTpbl NMKOB) C OTMEYEHHbBIM NapaMeTpom
Limit (by height) to the largest (Tonbko Hanb6onbLume (No BbicoTe))

4 TloBTopHOE MHTErpUpoBaHUe e Haxmurte kHonky @j Ha naHenu » (06patute BHUMaHMe, YTO Ternepb
XpomarorpamMmel MHCTPYMEHTOB B OKHe pejaktopa MHTErpUpYyIoTCA TOMNbKO TpU
metonoB (Method Editor), uto6bl HanbomnbLUKMX NUKa.
BbIMONHUTL UHTETPUpPOBaHUE ¢ HOBbIM  * [luk ¢ BpemeHem 2,491 MuHyT
napameTpom. “MeeT 60mbLUYI0 BbICOTY, YEM MUK

¢ BpemeHem 16,858 munyT, noatomy
OH BbI6paH KaK TPeTuil Nuk.

i /A Chromatogram Resulis x
(2o QB W ¢ [aaloc 3 -[C]l A% EMR% % H =

%107 |+EI TIC Scan Pest - 200 - Scan.D
2491

0
x108 +El EIC(129.0000) Scan Pest - 200 - Scan.D

2 ]L 2
0

x105 +El EIC(414.2000) Scan Pest - 200 - Sean.D

3 4 5 & 7 [:3 9 0 1 12 13 14 15 1 17 18 19 20 2

Counts vs. Acquisition Time (min)

Puc. 11 WHrerpupoBaHHaa ckaHupoBaHHaa xpomatorpamma (TIC) ¢ orpaHMYeHHbIM KONUYECTBOM MUKOB

28 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrPpaMMOil
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxenue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

5 Wuterpupyitte xpomatorpammy
TIC MRM ana chaiina aaHHbIX
Pest - STD 200 MRM.D.

a B okHe HaBuratopa no AaHHbIM
(Data Navigator) Bbi6epute TIC MRM
ana daiina aaHHbIx Pest - STD 200
MRM.d.

b Wcnonk3yiite oaHy U3 NpuBeAEHHbIX
fianee KomaHg, 4to6bl MHTErpUpPOBaTH
XpoMatorpaMmbl.

B KOHTEKCTHOM MeHI0 Bbibepute

nyHktbl Chromatograms

(Xpomarorpammsli) > Integrate

Chromatogram (VurerpupoBartb

Xpomarorpammy).

LLlenkHuTe npaBoii KHOMKOM

MbILLIK B NO60M MecTe B OKHe

XpomatorpaMmbl 1 Bbibepute

nyHkT Integrate Chromatogram

(NnterpupoBartb xpomatorpammy).

B okHe HaBuratopa no faHHbIm

(Data Navigator) wenkHute npasoi

KHOMKOW MbILUK BbIAENEHHYIO

XpomatorpaMmmy u Bbi6epute NyHKT

Integrate Chromatogram

(NnterpupoBatb xpomatorpammy).
¢ YeenuubTe macwtab ¢ 5,8 ao

8,5 MuHyT.

d YcraHnosute ana napametpa Maximum
number of list panes
(MakcumManbHoe Konu4ecTeo
obnacreit cnucka) 3HaueHue 2.

* Haxmute knasuwy Ctrl,

uT06bI BbIAENUTL GONee oaHOM
XpoMaTorpaMMbl B OKHe HaBuraTopa
no aaHHbIM (Data Navigator).
06patute BHMMaHKe, 41O NporpaMma
MHTErpuUpyeT NpakTM4ecku Bce Nuku
B XpomatorpaMme.

B aaHHbI MOMEHT McnonbaytoTeA
xpomatorpammbl MIC/MC,

Mo3TOMy NpU WHTErPUPOBaHUM ITOM
XpoMaTorpaMmbl UCMOMb3yHoTCA
3HaueHus, yCTaHOBMEHHbIE B pa3jerne
Integrate (MS/MS) (VHTerpupoBatb
(MC/MC)) peaaktopa meToa0B
(Method Editor). Mo>Ho Bbi6paTth
O/MH MHTerpatop AnAa
UHTerpupoBaHua xpomarorpamm MC
W Apyroii uHTerpatop Ana
MHTErpUpPOBaHWA XpoMarorpamm
MC/MC.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxenue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

¢ /\ Chromatogram Resulis

L2 o 1 QEHI¢I[RAalD c

2 [l L A S 2[5 %6 B B s Mincees x3

%103 +E| EIC(414.2000) Scan Pest - 200 - Scan.D

x105 |+EI TIC MRM CID@" (** ->**) Pest - STD 200 MRM.D
45 B89

5862

05 /\

7he 8352

A A

58 53 6 61 62 63 64 65 66 67 68 69 7 71 72 73 74 75 78 77

Counts vs. Acquisition Time (min) -

78 79 & 81 82 83 B4 85

Puc. 12 VuterpuposaHHbie xpomatorpammbl MRM

6 Bbibepute unterpatop MS/MS (GC)
(MC/MC (IX)). Namenute counbtp
TaK, 4t06bl NEPEHEecTH TONMbKO NUKK
¢ abcontoTHO BbICOTOI 6onbLUe Unu
pasHoii 20000.

a B okHe o6o3peBatena metoa0B

(Method Explorer) BbiGepuTe nyHKTbI
Chromatogram (Xpomarorpamma) >
Integrate (MS/MS) (MurerpupoBarb
(MC/MC).

B pasaene Integrator (Viuterpatop)
Bbi6epute MS/MS (GC)

(MC/MC (IX)).

Mepeiiaute Ha Bknaaky Peak Filters
(OunbTpbl NUKOB).

B pasaene Filter on (lapamerp
thunbtpa) Bbi6epute nyHkT Peak
height (Bbicora nuka).

B pasaene cmnbtpos BbicoTsl (Height
filters) Bbiaenute nynkt Absolute
height (A6contotHaa BbicoTa).
Bseaute 3HaueHne 60000 Ana
napametpa Absolute height
(A6contoTHaa BbicoTa).

* [lpn uameHeHUU 3HaueHMs,
COXPaHEHHOTO B TEKYLLEM MEeTOAE,
NOABMNAETCA roNy6oii TpeyronbHuUK.
lMocne coxpaHeHus metosa
TPeyronbHUKM UCYe3alorT.
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxenue)

1

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

7 TlloBTOpPHOE MHTETPUPOBaHME
Xpomarorpammol

Puc. 13 Bknagaka Peak Filters (OunbTpbl NUKOB) C OTMEYEHHBIM MYHKTOM

5 Method Editor: Integrate (MSMS)
(¥) Integrate Chromatogram =| ¢} | €3 » (4 | Method Items - | (= [y

A Irtegrator | Suitabilty || A Peak Fiters | Reauts |

Fiter on
@ Pesk height & *) Peak area
Height fiters

[V] Absclute height A >= 60000 A counts

[C] Relative height >= 5.000) % of largest peak

nts
" of largest peak

Masimum number of pezks
[ Limit (by height) to the largest 100

Absolute height (A6contotHaa BbicoTta)

LLlenkHuTe KHOMKy (W) * Ha naHenu
MHCTPYMEHTOB B OKHE pejakTopa
metozoB (Method Editor).

%105 [+EI TIC MRM CID@™ ( -> ) Pest- STD 200 MRM.D

i

1

A

57 58 59 6 61 62 63 64 65 66 67 68 69 7

71 72

73 74 75 76 77
Counts vs. Acquisition Time (min)

78 79 & 81 82 B3 84 B5 86

06patuTe BHMMaHMe, 4To Tenepb

WHTErpupytoTcA TONbKo HanbonbLuue

MUKWU.

Puc. 14 WurerpuposanHblie xpomatorpammbl TIC u EIC MC/MC ¢ 6onee BbICOKMMM 3HaYeHMAMMU NOPOroB

8 BoccraHosute napamerpbl,
COXPaHEHHble AnA TEKYLLETO
MeTo/Aa, U 3aKpoiTe peaakTop
metogoB (Method Editor).

Bbi6epute pasaen Chromatogram
(Xpomatorpamma) > Integrate (MS/MS)
(Wuterpuposats (MC/MC))

B 0603peBatene MeToA0B

(Method Explorer).

LlenkHute 3Havok B pejakTope
metoaoB (Method Editor).

Bbibepute pasaen Chromatogram
(Xpomatorpamma) > Integrate (MS)
(Wnterpuposats (MC)) B 0603peBartene
metoa08B (Method Explorer).
LenkHuTe 3HauoK . B peaakTope
metoaoB (Method Editor).

3akpoiiTe 0kHO pesakTopa METO/0B
(Method Editor).

Y106bl OTMEHUTL BHECEHHbIE
U3MeHEHUA 1 BOCCTaHOBMUTb
3HAYEHUA 3arpy>keHHoro MeToza,
LienkHuTe 3Hayok Restore to
last saved values from file
(BoccraHoBUTL NOCNeaHue
COXpaHEHHble 3Ha4YeHuA n3
thaitna) Ha naHenu
MHCTPYMEHTOB B OKHe peJakropa
metoaoB (Method Editor).

B MeHbIIHUI UK C BpeMeHeM 5,8 MUHYT yiKe He
s ) basd BKJIIOYEH B Pe3yJ/IbTaThbl UHTEIPUPOBAHUA,

IIOTOMY YTO a0COJIIOTHAA BBICOTA 9TOTO ITHKA
HKe 60000 emuHMALT.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 7. iHTepakTMBHOE MHTErpupoBaHue xpomatorpammbl (FX/MC) (npogonxenue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
9 Ypanute Bce xpomaTorpammbi, a B pasgene User Chromatograms * Ecnu ucnonbsosats komaHay Clear
Kpome UCXOAHOM. YaanuTe (Xpomatorpammbl nonb3oBaTena) okHa Results (Ounctutb pe3ynbrarbl),
pe3ynbTaTbl UHTETPUPOBAHUA U3 Hasuraropa no AaHHbim (Data Navigator) yAanawTcA He XpoMaTorpaMmbl,
UCXOAHOM XpOMaTorpammbil. BblJIENUTE BCE XPOMaTorpaMmsl, Kpome a CBA3aHHbIE C HUMM PesynbTarbl.
MCXOAHOM. B atom cnyyae 3HayeHus
b LlenkHute npaBoit KHONKOW MbiLLK MHTErpUPOBaHMA 0YMLLLAIOTCA.

BblA€rNEeHHbIe XpOMaTorpamMmmbl
u Bbl6epute komaHay Delete (Yaanutb).

¢ Bbibepute Bce xpomatorpammbi
nonHoro noHHoro Toka (TIC).

d Bui6epute nyHkTbl Chromatograms
(Xpomarorpammbli) > Clear Results
(OumcTuTb pesynbrarbl).

32 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrPpaMMOil
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apanue 8. Pacuet 3HaueHuit NPUroaHOCTN CUCTEMDbI

B sTOM 3aJaHIM BbI HAYYNTECHh PA3IHYHBIM CIIOCO0aM MHTEPAKTUBHOI'O
HHTETPUPOBAHUSI XPOMATOIPAMMbI, U3MEHEHHUIO ITapaMeTPOB HHTETPUPOBAHUA
JIJIsT KOPPEKTHUPOBKYU PE3yJIbTATOB U ITPOCMOTPY OTHOIIEHUS «CUTHAJI-IILyM»
JIJIS KasK0T0 ITHUKA. BhI TaKk:Ke HAYIUTECh BBITOJIHATH PACUEeThl 3HAYEHUHA

HPUTOTHOCTH CHUCTEMBI.

3apaHue 8. MiutepaktuBHoe uHterpuposaHue xpomatorpammbl (MC)

1

Laru

Moapo6GHbIe UHCTPYKLUK

KommeHntapum

1 Vuterpupyiite
MSD_mix_4stds_DB_spl200_03.d
u xpomatorpammy Pest - 200 -
Scan.d, ucnonb3ysa oHy U3 onuui,
NepeymncrneHHbIx crnpasa.

a YcrtaHoBuTe OTMETKY pAAOM ¢ chaiinom
NaHHbIX
MSD_mix_4stds_DG_spl200_03.D
B OKHE HABMraTopa no AaHHbIM
(Data Navigator).

b YcraHoBuTe oTmeTKy paaoM ¢ chainom
AaHHbIx Pest - 200 - Scan.d B okHe

HaBuratopa no aaHHbIM (Data Navigator).

¢ Bbigenurte o6e xpomatorpammel (TIC).
d Wurerpupyiite xpomatorpammsi TIC

Scan (CkaHuposaHHas TIC) ana atux

AByX haiinos, ucnonbaya no6on 3

nepeyncrneHHbix Aanee BapuaHToB.
B rmaBHOM MeH10 BbI6epuUTE NYHKTbI
Chromatograms (Xpomarorpammbi) >
Integrate Chromatogram
(NinterpupoBatb xpomatorpammy).
Bbiaenute xpomatorpammy. 3atem
LLeNKHUTE ee NPaBoii KHOMKOW
MbILWK U Bbi6epuTe NyHKT Integrate
Chromatogram (VurerpupoBartb
Xpomarorpammy).
B okHe HaBuratopa no aaHHbiM (Data
Navigator) Bbiaenute nyHkt TIC Scan
(CkanupoBannaa TIC) ana o6oux
¢haiinos AaHHbIX. 3aTEM LLENKHUTE
npaBoii KHOMKOW MbiLLW No6YHO
U3 XpoMatorpamm u Bbibepute
komanay Integrate Chromatogram
(MinterpupoBarb xpomarorpammy).

[ina obwero pa6oyero npouecca
Mpu UHTETPUPOBAHUU UCMONbIYETCA
uHterpatop General (06wui),
MoTOMY 4TO OH BbibpaH B MeToAe
no ymonyanuio (default.m).

[na paboyero npouecca CKpUHMHIa
coeauHenunii X/Q-TOF npu
MHTErpUpOBaHUM UCMONb3YeTcA
uHterpatop Agile.

9710 3HaUYEHNE MOXHO NMOMEHHATb,
Bbl6paB NyHKTbl Chromatogram
(Xpomatorpamma) > Integrate (MS)
(Wnterpuposatb (MC)) > Bknaaka
Integrator (Mnterpatop).

06paTtute BHUMaHMWe, 4TO NpU
MHTErpUpOBaHUM C NapaMeTpamMm no
yMONYaHUIO ONpeAenaAnTcA 04YeHb
ManeHbK1e MUKU.

M0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 8. IHTepakTMBHOE MHTerpupoBaHue xpomatorpammel (MC) (npogonkeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

: % Data Navigator x
Sort by Data File -
= [¥] MSD_mix_4stds_DG_spl200_03 D

! B [@] User Chromatograms

Assign Random Colors
&l choose Defined Color v
Show »

Hide 3

Extract Chromatograms..

Extract Defined Chromatograms

Use Highlighted Chromatograms b
Integrate Chromatogram

Integrate and Exiract Peak Spectra
Subtract Any Chromatogram

Smooth Chromatogram

Caleulate Signal-to-Noise

Set Anchor

nchi

R Clear Results
¥ Delete

i /\ Chromatogram Resulis

(e o taEE ¢EAalo o

2 =l A B[R] % e B

Minutes

L=

x107

+EI TIC Scan MSD_mix_dstds DG_spl200_03.D

1
0.75.
05
025
0

x107
1

12

13

Counts vs. Acguisition Time (min)

14

Puc. 15 0aHo 13 KOHTEKCTHbIX MEHI0 B HaBuratope no AaHHbim (Data Navigator) u uHTerpupoBaHHble

XpomatorpamMmmbl

2 Bkniouyute BblYMCNEHNUA 3HAYEHUI
MPUToAHOCTU CUCTEMBI ANA
xpomatorpamm MC.

B o6o3pesatene metogos (Method
Explorer) Bbibepute NyHKTbI
Chromatogram (Xpomarorpamma) >
Integrate (MS) (Wuterpuposarsb (MC)),
nocrne yero oto6pasuTca BKnaaka
Integrator (Muterpatop).

b Bbi6epute Bknaaky Suitability
(MpuroaHocT).

OtmeTbTe nyHKT Enable system
suitability calculations (Bknrouutb
pacyeTbl NPUTOAHOCTH CUCTEMDbI).
Bbi6epute nyHkT United States
Pharmacopoeia (USP)
(®apmakonea CLUA).

B none Column void time (Meprsoe
BpeMA KONOHKM) BBeAMTe 3HauyeHune 1.
f B none Column length (Onuua
KONOHKM) BBeAMTE 3HaueHue 3000.

M anI W3MEHEHUN 3Ha4YeHus,

COXPaHEHHOrO B TEKYLLEM METOAE,
MOABMNAETCA rofy6oii TpeyronbHuUK.
lMocne coxpaHeHus metosa
TPeyronbHUKM UCYe3alor.

* Anroputmbl, KOTOpble UCNONb3YHOTCA
JINA YCTAHOBKM HECKOJIbKUX KOTIOHOK
B CMUCKE NMUKOB UHTETPUPOBAHMUA
(Integration Peak List), 3aBucar
oT BblGpaHHOV chapmakoneu.

[na nonyyeHua AonNONHUTENbHO
MH(hOpPMaLMKU CM. OHNaNH-CNpaBKy
(Help).
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3HaKOMCTBO C 0OCHOBAaMMW Ka4yeCTBEHHOro aHanusa 1

3apaanue 8. IHTepakTMBHOE MHTerpupoBaHue xpomatorpammel (MC) (npogonkeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

3 [lloBTOpPHOE MHTErPUPOBaHME
XpoOMaTorpaMmbi.

4 TocmoTtpute pacyeTtbl NPUroAHOCTH
cUCTEMBI.

OTkpoiiTe OKHO cnucKa NUKOB
uHTerpupoBanma (Integration
Peak List).
Mpocmotpute 3HayeHua ana
obnacTu LWyma u paccymtaite
OTHOLLEHUE «CUTHAM-WyMy AnA
MHTErpUPOBaHHbIX MUKOB.

{ [5 Method Editor: Integrate (MS) x
i () Integrate Chromatogram +| (3} [ ¥ ~ (4 - | Method Ttems ~ | EE

[integrator | & Suabilty || Peak Fiters | Resuts|

System suitablty calculations

] Enable system suitability calculaions A

Pharmacopoeia: United States F

sp) -

Column void time 1A min
Column length: W0A om

@akTnyeckoe BpemMa
0cB060>XKAEHMA KONIOHKH

¥ ANWHA KOJIOHKM ANA 3TUX
thaiinoB paHHbIX OTNUYaIOTCA
OT NpepcTaBNeHHbIX 3HaYeHUH.
1M 3HaYeHnA ncnonb3yroTca
TONbKO ANA faHHOTo NpumMepa.

Puc. 16 Chromatogram (Xpomatorpamma) > Integrate (MS)
(WMnterpupoeats (MC)), Bknazka Suitability (MpurogHocTs)

* LlenkHute 3Hayok Integrate
Chromatogram (VuterpupoBarb
xpomarorpammy) (¥! Ha naHenu
MHCTPYMEHTOB B OKHE pejaKTopa
metoa0B (Method Editor), uto6bl
BbINOSTHUTb UHTETPUPOBAHME C HOBbIM
napamMeTpom.

a Bobi6epute nyHkTbl View (Mlpocmorpetb)  °

> Integration Peak List (Cnucok
NUKOB MHTETPUPOBaHUA).
b LllenkHute npaBoit KHONKOW MbiLLK

B o6nacTu 3aronoska okHa Peaks .

(Mukwn) u Boi6epute nyHkT Floating
(Mnasarowee).

¢ LlenkHute npaBoit KHOMKOMA MbILLIK

B o6nacTui 3aronoska nto6oro cron6ua,

KOTOPbI/ HE HYXXEeH, 1 Bbibepute .

komaHay Remove Column (Yaanutb
cronbeu).

d LenkHute npaBoii KHONKOM MblLIK

B o6nacTui 3aronoska nto6oro cron6ua
u Bbl6epute komaHay Add/Remove
Columns ([lo6aButb/yaanurb cTon6upbi),
4T06b! UBMEHMUTL BUAUMbIE CTONOLIbI.

Pacuetbl npurogHocT cuctemsl
BKIHOYEHbI B TaBNULLY CIUCKa NUKOB
uHTerpupoBanma (Integration Peak
List).

Jtn 3HaueHua Bkntovatot k', Tailing
factor (0akTop pasmbiBaHuMA rpaHuL),
Plates ([MnactuHbi), Plates/M
(Mnactuubl/M) n Symmetry
(Cummetpua).

Mo>Ho Takxe BKIOUYNTb pacyeTbl
NPUroAHOCTU CUCTEMBI ANA
xpomarorpammbl MC, MC/MC u TX.
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1

3HaKoMCTBO C 0CHOBAMM KayeCTBEHHOro aHanu3a

3apaanue 8. IHTepakTMBHOE MHTerpupoBaHue xpomatorpammel (MC) (npogonkeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

5

BoccraHoBute 3HaueHus ana
MeTo/a Mo YMON4aHuio 1 3aKkpoite
OKHO peaaktopa metoaos (Method
Editor) n okHo cnucka nukoB
nHterpupoBanma (Integration Peak
List).

i fiyPeaks:+TIC Scan
| Peak RT

Height width

Symmetry

9681480.76

x

K Plates. Plates/M Resolution  Tailing factor

1912708

637569

0.087)| 05

22 1637500 565833

6210356 23
513381.88| 0.06)| 08

9 3268667 108852.2

1
2

3 922] 794268371
1 5983 m{
5

735865958

122887 42 043

473832 167977

Puc.

CUCTEMDI

Y106b1 OTMEHUTL BHECEHHbIE U3MEHEHMA
¥ BOCCTaHOBUTb 3HAUYEHUA U3 MeToAa
M0 YMONYaHuto, LENKHUTE 3HAaY0K
Restore to last saved values from file
(BoccranoButh NnocnepHue
coxpaHeHHble 3HaueHua u3 taina)
Ha NaHenu UHCTPYMEHTOB B OKHe
peaaktopa metoaos (Method Editor).
3akpoiite 0KHO pesakTopa MeTo/0B
(Method Editor).
LLlenkHuTe NpaBoit KHOMKO MbILLIK
B 06nacTyi 3arofioBKa OKHa cnucka
NUKOB UHTErpupoBaHua (Integration
Peak List) u Bbi6epute nyHkT Floating
(Mnasarowee).
Bbi6epurte nyHkTbi View (Mpocmortpers)
> Integration Peak List (Cnucok
NUKOB MHTETPUPOBAHMA).

17 Tabnuua MHTErpMPOBaHHbIX MUKOB CO 3HAYEHUAMU MPUTOAHOCTU

* Ecnu ewe pa3s Bbi6path KOMaHAy
Floating (IMnaBatoLLee) B KOHTEKCTHOM
MeHI0, OKHO Cmu1cka NuUKoB
uHTerpupoBanua (Integration Peak
List) BepHeTcA Ha CBOE MCXOAHOE
MecTo.
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3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a

3apanue 9. VIzBneueHue cnekrpoB u3 xpomarorpaMmmbl

B sTOM 3ajaHNH BbI U3BJIEYETE CHEKTP TOYHO U3 YKA3aHHOT'O BAMH MeCTa

B XpoMaTorpamme. [I[porpaMmma KaduecTBEHHOI'O aHAJIN3a U3BJIEKAET CIEKTD U3
oIpeeJIeHHOA TOYKH JAHHBIX UJIH U3BJICKAET CPETHUH CHEKTP U3 CPETHETO
3HaYEeHUS MHOKECTBA TOYEK JaHHBIX HJIN TUAIIa30HOB.

MO Agilent MassHunter Workstation — pykoBoacTB0 No 03HaKOMIEHUIO C NPOrpamMMoii
KayecTBeHHOro aHanu3a ana XXX/MC

1

37



1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3aaaHme 9. Ni3aBneyexune CIMeKkTpoB N3 XxpomartorpamMmmbl

LWaru

Moapo6Hble MHCTPYKLMK

Kommenrapuu

1 Tlpocmotpute xpomatorpaMmy a Ormertbte cTpoky Pest - 200 - MRM.D  + WHctpyment Walk Chromatogram
W HalauTe pOAUTENbCKUIA UOH B OKHE HaBMraTopa fno AaHHbIM (Mpocmotp xpomatorpammbi)
1 I0YEPHUI MOH ANA HECKOMbKUX (Data Navigator). ocobeHHO noneseH npu pabote
nocneanux nukos B Pest - STD 200 b 3akpoiite 0KHO peaakTopa MeToA0B ¢ AaHHbiMn MC/MC ana
MRM.d. (Method Editor). onpeAeneHna poanuTeNbCKOro
Mpubnusbte obnactb mexay ¢ 3akpoiite 0KHO pe3ynbTaToB cnektpa MC U A0YEPHEro UOHOB.
13 1 16 MuHyTaMum. (MS Spectrum Results). » CnekTp AnAa KaXA0¥ TOYKM, KOTOPYIO
Wcnonb3ayite 3Havok Walk d Bui6epute xpomatorpammy TIC MRM Bbl LLiENKaeTe B OKHE pe3ynbTaToB
Chromatogram (Mpocmotp B OKHE HaBuratopa rno AiaHHbIm ana xpomatorpamm (Chromatogram
XpOMaTorpammbil). (Data Navigator). Results), aBTomatnuecku
MpocmoTtpute cnekTpbl, HauuHaa e LllenkHute sHavok Autoscale Y-axis oTobpaxkaetcA B OKHE NpocmoTpa
npumepHo ¢ 13 MUHyTbI, during Zoom (ABTromartnueckoe cnekTpos (Spectrum Preview)
nepemelLas CTpesnky Bnpaso. macwrabupoBaHue ocu Y) Ha (oTkpbIBaETCA aBTOMATUYECKM).
MaHenm MHCTPYMEHTOB B OKHE * VHorza B okHe npocMoTpa CekTpoB
pesynbLTaToB ANA XpoMaTorpamm (Spectrum Preview) oto6paxkatotca
(Chromatogram Results). ZiBa cnekTpa. Hanpumep, B okHe
f Bbi6epute 3HayeHue 1 ana napametpa npocmMoTpa cnekTpoB (Spectrum
Maximum number of list panes Preview) nokasaHbl ABa cnekTpa
(MakcumanbHoe konuyecTBo ANA KaXKA0ii TOYKK, KOTOPYHO Bbl
obnacreit cnucka). LLIENKHYJIM BO3JIE MUKa Ha YPOBHE
g Yto6bl NpU6NM3NTL HECKOMNbKO MUKOB, 13,431 MUHYTBI.
LLENIKHUTE NPaBOM KHOMKOW MbILIK Haj
nukoM Ha 13 MUHyTe K npoTalimTe A0
16 MuHyTbI, 3aTEM OTNyCTUTE.
h LWenknute sHayok Walk Chromatogram
(Mpocmortp xpomarorpammbl) [ Ha
NaHenu MHCTPYMEHTOB B OKHE
pesynbTaToB AnA XpoMatorpamm
(Chromatogram Results).
i Pasamectute kypcop npocmotpa
XpoMaTorpaMmbl Haj 0cbio X MpUMeEpHO
Ha 13 MuHyTE U LWenKHUTe NeBoi
KHOMKOM MbILLM.
j Yro6bl nepemeluatbca ot cnekTpa
K CMeKTpy, MCNonb3yiiTe KnaBuLLm
C NpaBoii U NIEBON CTPeNnKoii Ha
KnaBsuartype.
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KauecTBeHHoro aHanu3sa ana XXX/MC



3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a 1

3aaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

i /\ Chromatogram Resulis x

(2 e zlaEle¢Ea e 1 x A EE %)% % B e M =)

X103 [+E1TIC MRM CID@= (= -> =) Pest - STD 200 MRM.D i
74 12j2 1314 14[15 18[16 14506

2 12995 15.258

E
15
1
05

13 132 134 136 138 14 ¥z 144 146 148 15 152 154 156 138

Counts vs. Acquisition Time (min) =

! [} Spectrum Preview x
2o tlQBE a0 32 Bl=l

x10% +EIMRM:1(13.423 min) CID@" (387.0000 -> =) Pest- STD 200 MRM.D

,

]
2
1
0

X104 +EI MRM:2 (13.427 min) CID@" (307.0000-> ) Pest - STD 20
€ 237

RM.D

o o w

2fe 2o 202 234 20 238 2% 252 2% 2% 2% 2do 202 oks ole 2ks 280 2% 284 2% 2% b0 2f2 2B 2% 22 2h0 22
Counts vs. Mass-to-Charge (m'z)

Puc. 18 Tllpocmotp xpomatorpammbi u ayx cnektpos MRM ana nuka Ha ypoBHe 13,43 MuHyTbI
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

2 3Bnekute cnekTpbl U3 yKasdaHHbIX
TOYEK AaHHbIX ANA MUKa Ha YPOBHE
5,2 MUHYTbI U MUKa Ha YpOBHE
14,3 MuHyTbI thaiina AaHHbIX
Pest - STD 200 MRM.d.

3Bnekute cnekTp U3 nuka Ha
WNU OKOMO YPOBHA 5,2 MUH.

1 3aTeM U3 0HOW U3 ToYeK
MWUHUMYMa, UCNonb3ya no6oi
13 BapUaHTOB, OMUCAHHbIX

B pasjerne KOMMeHTapues
(Comments).

3Bnekute cnekTp U3 nuka Ha
1nu okono ypoBHA 14,3 MUHYTbI.
(ewwe He Toyka MMHUMYMa)
IameHuTe npescraBneHue,
4T06bl 0TO6PA3UTE MUHUMYM
TpU crekTpa.

LenkHute 3Hayok Range Select
(Bbi6op auanasona) ig Ha naHenu
WHCTPYMEHTOB B OKHE pesynbTaToB
ana xpomartorpamm (Chromatogram
Results).

3akpoiite 0KHO NpocMOTpa CrNeKTpoB
(Spectrum Preview).

LLlenkHute sHauyok Zoom Qut
(Ymenbuwmrs macwira6) A Ha naHenv
MHCTPYMEHTOB B OKHe pe3ynbTaToB AfnA
xpomatorpamm (Chromatogram
Results).

Y106b1 NPUONU3UTL MUK HA YPOBHE

5.2 MUHyTbI, LLENKHUTE NPaBOi KHOMKO
MbILLX HaZ NUKOM Ha ypoBHe 4,0 MuH.
u npotawyute Ao 6,0 MuH., 3aTem
otnycrute.

13 o6nact nuka Ha ypoBHe 5,2 MUH.
M3BMEeKUTe CreKTp NiobbimM U3 crnocobos,
OMnucaHHbIX B KONIOHKE KOMMEHTapueB
(Comments).

Ha Touke MMHUMYyMa Bo3ne ypoBHA
5,1 MUH. u3Bnekute cnextp.
LLlenkHute 3Hayok Zoom Out
(YmeHbmtb Maciutab) @ Ha
NaHenu MHCTPYMEHTOB B OKHe
pe3ynbTaToB AnA XpomMatorpamm
(Chromatogram Results).

Mpubnusbte obnacts Mexay 14

1 15 MuH.

Ha nuke Boane ypoBHa 14,3 MuHyTbI
U3BMeKuTe CnekTp NiobbiM M3 cnocoboB,
OnuncaHHbIX B KONIOHKE KOMMeHTapueB
(Comments). (He nasnekaiite noka
CMeKTp U3 TOYKM MUHUMYMA.)

Ecnun Heobxoaumo, BbibGepute
3HaueHue 4 ana napameTtpa Maximum
number of list panes (MakcumanbHoe
KonuyecTBo obnacreit cnucka)

Ha MaHenyu UHCTPYMEHTOB B OKHe
pesynbtatoB cnektpa MC

(MS Spectrum Results).

Korpa Bbl npubnuxaete unu
oTaansete usobpaxeHue, ybeautecs,
yto napametp AutoScale Y-axis
during Zoom (AsTomaTtnyeckoe
macLutabuposaHme ocu Y)
[#] sknioyen. DoH 3Hauka byaeT
OpaHXeBbIM, i1 NapameTp
BKIIOYEH.
13Bneyb cnexkTp MOXHO 04HUM U3
CneyioLmMx crnoco6oB.
[BaxxAbl LLIENKHUTE TOUKY
JlaHHbIX B XpOMartorpamme.
LLlenkHuTe TOUKY AaHHbIX
B XpomatorpaMme, 3atem
LLienKHMTe NPaBoi KHOMKOI MbILLIM
B Nt060M MecTe XpoMaTorpaMmbi.
Bbi6epute nyHkT Extract MS
Spectrum (/138neyus cnextp MC).
lMoABuTCA AManorosoe 0kHO
Extract Spectrum (/13BneyeHue
cnekTpa). Y6eautech, 4to BblbpaH
aiin Pest - STD 200 MRM.d,
u Bblbepute komaHay Extract
(V3Bneub) B Avanorosom okHe
Extract Spectrum (V13BneyeHue
cnekTpa).
06patute BHUMaHKe, YTO NpU NEPBOM
U3BMEYEHNUN CreKTpa cam CreKTp
MoABRAETCA B OKHE Pe3yrnbTaToB
cnektpa MC (MS Spectrum Results),
a TMn criekTpa v Bpems yaepXaHus
noasnAoTcA B pasaene User Spectra
(Cnektp nonb3osatena). Bce
nocnezyioLme U3BfieYeHHble
CMEKTPbI TakKe MOoABATCA B 060MX
MecTax.
[Mpn naeneyenum cnektpa MC us
nuka Boane ypoBHaA 14,3 MUHYTbI
W3BrEeKalTCA ABa CNeKkTpa, NnoTomy
YTO Ha 3TOM NUWKE NMPOMCXOAAT ABa
nepexoja.
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3HakoMCTBO C 0CHOBaMM KayecTBeHHoro aHanusa 1
3apanue 9. IzBneyeHne cnekTpoB 13 xpoMartorpaMMbl

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (Mpoaonxexue)

Laru Moapo6Hble MHCTPYKLMU Kommenrapuu
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Puc. 19 TnasHoe okHo ¢ AByma cnektpamun MRM u3 nuka Ha ypoBHe 5,2 muH. n asyma cnektpamu MRM
U3 nuka Ha ypoBHe 14,3 MuH.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
3 WasBnekute cnektp MC anatouku  a LlenkHute 3Hayok Spectrum Preview < Koraa BknoyeH npocMoTp cnekTpoB
MUHUMYMa Ha ypoBHe 14,35 MuH. (Mpocmotp cnekTpos) _ﬁ| (Spectrum Preview), cuctema
u3 chaiina aaHHbix Pest - STD 200 b Ha Touke MMHMMYyMma Bo3ne ypoBHA NoKasblBaeT KaXKAblii BblOPaHHbIN
MRM.d. 14,3 MUHYTbI U3BNEKUTE CMEKTP. BPYYHYH CMEKTP B OKHE MpocMoTpa
Bkntounte npocmotp cnekTpos ¢ LlenkHute npaBoit KHOMKOMA MbILLIN cnekTpoB (Spectrum Preview), Ho He
(Spectrum Preview). B OKHE NMPOCMOTpa CreKTpOB B pa3zene CMeKTpoB Nofb3oBatens
13BnekuTe cnekTp M3 TOUKM (Spectrum Preview) u Bbibepute (User Spectra) HaBuratopa no
MUHUMYMa Ha YPOBHE BPEMEHMU komaHay Copy to User Spectra AaHHbiM (Data Navigator).
yaepxanua (RT) 14,3 MuHyTbI. (CxkonupoBarb B cnekTpbl * [lpwu BKNOYEHHOM NpoOCMOTpe
Ckonupyiite 3TOT CNEKTp B Nanky nonb3oBarensa). Cnektpbl 6yayt cnekTpoB (Spectrum Preview)
User Spectra (CnekTpbl CKONUpOBaHbI B pa3aen CnekTpoB nporpamma KayecTBeHHOro
nonb30BaTens). nonb3oBatena (User Spectra) aHanusa nepesanucbiBaet
VamenuTe npeacrasneHue, 4tobbl B HaBUratope no AaHHbIM npeAblAyLLUiA cnekTp, Koraa
oto6pasutb 6 cnekTpos. (Data Navigator) u nokasaHbl U3BneKaeTcA HOBbIW CNEKTP.
Bbikntounte npocmoTp cnekTpoB B OKHe pe3dynbratos crniektpa MC * Pexum npocmotpa cnekTpos
(Spectrum Preview). (MS Spectrum Results). (Spectrum Preview) noneseH, koraa
d UlenkHute cTpenky BHM3 BO31e crucka Heo6xo0AuMo 6bICTPO NMPOCMOTPETh
naHenei cnekTpoB u Bbibepute CMeKTpbl B XxpOMaTorpaMmMe
3HaueHue 6. 1 COXPaHWUTb TONIbKO HEKOTOPbIE
e 3akpoiTe OKHO NPOCMOTPa CMNeKTPoB U3 HUX.
(Spectrum Preview).
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

1

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
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Puc. 20 OkHa pesynbtatoB aAnA xpomatorpamm (Chromatogram Results) u pesynbtatoB cnektpa MC
(MS Spectrum Results)

4 |13Bnekute cnektp, B KOTOPOM a LUlenkHute 3Havyok Range Select * CpeaHuii cnekTp MOXHO U3BMeYb,
YCPeaHAIOTCA BCE TOUKM (Bbi6op auana3zoHa) Ha naHenu [IBaXK/bl LLENKHYB Bbl6pPaHHbIN
B OMpPe/erieHHOM Avana3oHe AfiA MHCTPYMEHTOB B OKHe [/IManasoH B XpomaTtorpaMMe.
nuka Ha ypoBHe 14,3 muH. B chaiine XpomaTtorpamMMmbi. * /Inu MoXHO LenkHyTb NpaBoii
AaHHbIx Pest - STD 200 MRM.d: b LllenkHuTe B NeBOIi YacT OCHOBaHUA KHOMKOM MbILLX B Nto6oM mecTe
YMeHbLuKTe MacLuTab. nuka Ha yposHe 14,3 MuH. 1 npoTaLumTte XPOMaTorpaMmbl U B KOHTEKCTHOM
Wcnone3yite 3Havok Range [l0 OCHOBaHMA NKKa crnpasa. MeHi0 Bbl6paTb komaHay Extract MS
Select (Bbi6op AuanasoHa) ¢ lIsBnekute cpeaHuii cnexTp Spectrum (M3eneys cnektp MC).
Ha NaHenu WHCTPYMEHTOB C MOMOLLbIO 0JHOTO U3 BapUaHTOB, » (06patute BHUMaHMe, YTO NOABATCA
B OKHE XpOMaTorpaMmmol. OMMCcaHHbIX Crpasa. Z1Ba ycpeaHeHHbIx cnektpa MRM.
YctaHoBuTe AManasoH, d YcraHoBuTe 3HayeHue 2 B none
BKIIOYAlOLLUI BECH MUK. Maximum number of list panes
13Bnekute cnekTp ¢ NoMOLLb0 (MakcumanbHoe konuyecTBo
no60oro U3 NepeyncreHHbIx obnacreit cnucka) B OKHe pesynbTaTtoB
cnoco6os. cnektpa MC (MS Spectrum Results).
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
{ /\, Chromatogram Ao *
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Puc. 21 OkHa pesynbtatoB ana xpomatorpamm (Chromatogram Results) u pesynbratoB cnektpa MC
(MS Spectrum Results) ¢ aByma ycpeaHeHHbIMU criekTpamm

5 lI3Bnekute cnekTpbl, B KOTOPbIX
OAHOBPEMEHHO ycpeaHAtoTCA
[AnanasoHbl MUKOB Ha YPOBHE
5,2 MuH. n 14,3 MuH. ana caiina
AaHHbIx Pest - STD 200 MRM.d.

Moackaska. Vicnonbayiite
3Hayok Range Select (Bbi6op
AuanasoHa) v knasuwy Ctrl,
yT06bI BbI6PaATh AManasoH Muka 1,
B3ATbIV U3 TOUKU B LIEHTPE.
13BnekuTe cnekTp ¢ NoMoLLbo
0/HOTO U3 cnocob0B, OMUCAHHBIX
cnpasa.

a LlenkHute 3Hauyok Zoom Out (Orpanurb)
7 Ha NaHenm MHCTPYMEHTOB B OKHe
pesynbTaToB AnA Xpomarorpamm
(Chromatogram Results).

b Haxwmure knaBuwwy Ctrl.

¢ LUlenkHute B neBoii yacTv nuka Ha
YpOBHe 5,2 MUH. ¥ NepeTaLLuTe B NpaByio
yacTb NuKa, 3aTeM OTNYCTUTE KHOMKY
MbILLIN.

d Otnycture knasuwy Ctrl.

e ll3Bnekute ycpeaHeHHbIe CMEKTPbI
C noMoLLbio crieaytolLero crnocoba
unu no6oro Ux oNMcaHHbIX crpasa.

[Baxxabl WENKHUTE BHYTPU
BblIGpaHHOrO AManasoHa no6oro
3 NUKOB.

06paTtuTte BHUMaHUE, YTO BO BTOPOM
MUKe yXe ecTb AManasoH,
BblGpPaHHbIN B Wware 4.

Y106bI U3BMIEYL CMEKTP, MOXHO
TakXXe LLENKHYTb NpaBoW

KHOMKOW MbILLK B Nio6oM mecTe
XpOMaTorpamMmbl U BblbpaTh
komanay Extract MS Spectrum
(N3eneub cnektp MC). Moasutca
AunanoroBoe okHo Extract Spectrum
(MN3Bneuenue cnektpa). LLlenkHute
nyHkt Extract (3Bneun).
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3HakoMCcTBO C 0CHOBaMM KayecTBEHHOT0 aHanu3a
3apanue 9. IzBneyeHne cnekTpoB 13 xpoMartorpaMMbl

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru

Moapo6Hble MHCTPYKLMU

Kommenrapuu
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

6 Bbiuutaiite hoHOBbBIN cnekTp
KaXk/blii pas, Koraa uasnekaerca
cnekTp nuka us Pest - STD 200
MRM.d.

Ypanute Bce ckaHMpoBaHuA

B pa3/erie CrekTpoB Monb3oBatens
(User Spectra) B HaBuratope no
AaHHbIM (Data Navigator).
3Bnekute hoHoBbIN cnekTp,
KOTOpbIiA ABNAEGTCA CPEAHUM
MeXJay creKkTpamu B Havane

1 KOHLIE NuKa.

3Bnekute cnekTp nuka us
MHTErPUPOBAHHbIX MUKOB.

LlenkHute ctpoky User Spectra
(CnekTtp nonb3oBatena) B HaBuratope
no aaHHbim (Data Navigator). LLienkHute
npaBoi KHOMKOW Mblluu cTpoky User
Spectra (CnekTpbl nonb3osatena)

u Bbibepute komaHay Delete (Yaanutb).

Haxmute kHonky Yes ([a).

B o6o3pesatene metoaos (Method
Explorer) Bbi6epute NyHKTbl Spectrum
(Cnekrp) > Extract (MS/MS)
(N3Bneub (MC/MC)).

Bbi6epute Bknaaky Peak Spectrum
Extraction (MS/MS) (WzBneuenne
cnekrtpa nukos (MC/MC)), ecnu ee
He BUJHO.

B none Peak spectrum background
(®on cnekrpa nuka) MS/MS
(MC/MC) Bbi6epute nyHkT Average
of spectra at peak start and end
(CpemHee pana cnekTpoB Hayana

M KOHLA NuKa).

Ha naHenu MHCTpyMEHTOB B OKHe
pe3ynbTaToB AfA XpOMaTorpamMmmbl
(Chromatogram Results) wenkHute
3_|_+3_t|0|< Peak Select (Bbi6op nukoB)

Bbi6epute nyHktbl Chromatograms
(Xpomarorpammbl) > Integrate
(WnterpupoBars).

Bbi6epute nuk Ha yposHe 5,206 MuH.
LLlenkHuTe npaBoii KHOMKOW MbILLK

1 B KOHTEKCTHOM MEHI0 Bblbepute
komanay Extract Peak Spectrum
(N3Bneub cnekTp nuka).

+ (6paTtute BHUMAHMe, YTO B KOHLIE
3T0r0 NpoLiecca U3 BCEX U3BNEYEHHbIX
CMeKTPoB Nuka 6yAeT aBTOMaTUyecku
UCKMIOYEH yKa3aHHbI (hOHOBbI
crekTp.
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3HakoMCTBO C 0CHOBaMM KayecTBeHHOro aHanusa 1
3apanue 9. 13Bneyenne cnekTpoB U3 XxpoMarorpaMmbl

3apanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru Moapo6Hble MHCTPYKLMU Kommentapuu
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1 3HaKoMCTBO C 0OCHOBaMM KaueCcTBEHHOI0 aHanu3a

3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)

Laru

Moapo6Hble MHCTPYKLMU

Kommenrapuu

7 Vnterpupyiite u u3Bnekute
CMEKTPbI NUMKOB U3 (haiina AaHHbIX
Pest - STD 200 MRM.d.

(Data Navigator).

b Bbi6epute nyHkTbl Chromatograms
(Xpomarorpammsli) > Integrate and
Extract Peak Spectra (VurerpupoBarb

a Bbi6epute xpomatorpammy TIC MRM
B OKHe HaBurartopa rno AaHHbIM

U U3BneYb CNeKTpbl HMKOB).
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+ CnekTpbl NMKOB, U3BNEYEHHbIE
BPYYHYIO Ha NpeJblAyluem Lare,
6yayT aBTOMaTM4ECKU YAANEHbI,
TaKk Kak nyHkT Clear previous peak
spectra (Ounctutb npeabiayme
CMEKTPbl MMKOB) OTMEYEH MO
YMONYaHHI0 Ha BKNa/Ke pesyrnbTaTos:
Chromatograms (Xpomatorpammbl)




3HaKOMCTBO C 0CHOBaMM KayeCTBEHHOI0 aHanu3a 1
3apaanue 9. I3BneyeHne cnekTpoB M3 xpomatorpammel (MpoaonxeHue)
Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
8 Ynanute pesynbtartbl a Bubibepute haiin aaHHbIx Pest - Std * JIn60 MoXHO BbI6GpaTh NYHKTbI
MHTETPUPOBaHMUA U CMEKTPbI MUKOB. 200 MRM.d. Chromatograms (Xpomarorpammbi)
Bbi6epute nyHktol Chromatograms > Clear Results (Ouuctutb
(Xpomarorpammsli) > Clear Results pe3ynbrarbl) > Only
(Ouuctutb pesynbratbl) > Include Chromatograms (Tonbko
Peak Spectra (Bkniwouutb cnexrpbl XpoMartorpamMmbl), ecnu He
NUKOB). cneayert yAanatb CMEKTPbl MUKOB.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3ananue 10. lo6aBneHne npumeyaHui

Mo:kHO JOOABUTD IIPUMEYaHNE B BUAE N300PAKEHHA WA TEKCTA K CJIELYIOIIIM
rpadpudecKrM OKHaM.

¢ OrHo Chromatogram Results (Pe3y/ibTaThI /11 XpOMaTOTI'PaMM )

¢ OgrHOo MS Spectrum Results (PesyapTaTs! ciekTpa MC)

IIpu coxpaHeHUH Pe3yabTaTOB /1A (paiia JaHHBIX IPUMEeYAHUA TaKxKe
COXPaHAITCA.

3apanue 10. [lobasneHue npumeyaHus

LWaru

Moapo6Hble MHCTPYKLUK

Kommentapuu

1 Bbibepute thaiin AaHHbIX
MSD_mix_4stds_DG_spl200_03.d.
Ckpolite apyrue XpoMatorpammbi.

2 Bbibepute MecTo B xpomatorpaMme,
KyZa cnegyet 106aBuTb TEKCTOBOE
npumMeyaHue.

a YcTtaHOBWUTE OTMETKY PAAOM C MYHKTOM
MSD_mix_4stds_DG_spl200_03.D
B OKHe HaBurartopa rno AaHHbIm
(Data Navigator).

b Boi6epute komaHabi Edit (1amenutnb)
> Show (Mokasarb) > Only
Highlighted (Tonbko BbiaeneHHbie).

a B okHe pesynbTatoB Ana xpomarorpaMm
(Chromatogram Results) Ha naHenu
MHCTPYMEHTOB BblGepuTe arnemeHT
Annotation (Mpumeyanue) (f).

b TlepemecTute Kypcop Ha MecTo
B 06nacTv xpomarorpaMmol, rae
HeobxoauMo A106aBMTb NpUMEYaHue.

¢ LlenkHute npaBoii KHONKOM MblLLIN
u Bblbepute komanay Add Text
Annotation ([o6aButb TekcToBoe
npuMeyaHue).

* Xpomarorpammbl Ania Apyrux dainos
JaHHbIX ByayT aBTOMaTMYECKH
CKpbITbI.

+ BmecTo Kypcopa noAaBuTCA KPeCTUK.
Vcnonbayite atoT Kypcop ana
Bbl6Opa TOYHOTO NONOXKEHUA
npuMeyaHms.

+ [MaHenb uHCcTpymeHTOB ANA
npumeyanuit (Annotate) goctynHa
B OKHE pe3ynbTaTtoB Anf
xpomartorpamm (Chromatogram
Results).

* Takxe M0oXxHo A06aBnATb
NpUMeyYaHuA K OKHY pe3ynbTaToB
cnektpa MC (MS Spectrum Results).
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3apanue 10. [lo6aBneHne npumeyaHua (npoaonxexue)
Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
3 [lo6asbTe MHbopMauuio a Bseaure Text (Teker) Ana npumeydanua. + K xpomartorpamme WUnu crnektpy
0 TEKCTOBOM NpUMeEYaHnu b Bui6epute nyHkT Text color (LiBer MO>KHO A06aBNATb HECKONbKO
B Avanorosom okHe Add/Edit TeKcra). npuMeyaHui.
Text Annotation ([Jo6asneHue/ ¢ Bbibepute nyHkT Orientation * C nomoulpbto 3HaYyKOB Ha NaHenu
N3MEeHEeHWe TeKCTOBOro (PacnonoxeHxue). MHCTPYMEHTOB ANA NpUMeyaHuit
npumeyaHua). d Buibepute nyHktbl Font style (Annotate) MoxHo BbiGUpaTh Bce
(Crunb wpudra) v Font size npuMeyaHusa, a Takxxe yaanatb
(Paamep wpudra). U U3MEHATb UX.
e LlenkHute nyukt Anchored
(3akpennennoe) unu Floating
(MnaBarowee). B cnyyae BapuaHta
Anchored (3akpennenHoe) Bbi6epute
napameTpbl yKkasaTena Ans TeKCToBOro
npumeyanua. B cnyyae BapuanTta
Floating (MnaBatowee), MOXXHO MeHATb
OTHOCUTENbHOE MonoxeHue. Jlerye
MeHATb NonoXeHue B rpachmyeckom
OKHE B UHTEPAKTUBHOM PEXUME.
f Haxmure kHonky OK.

M0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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3HaKoMCTBO C 0OCHOBaMM KaueCcTBEHHOI0 aHanu3a

3apanue 10. [lo6aBneHne npumeyaHua (npoaonxexue)

usang B daln displapend]
x G54y min
. FEMGE25 [stnrdance)

Upgees lefl cxnres ol B annolnbon (1) wishues uening Bhe daka dhapliyed]

* 558 mn
v 415005527 (nbundance)
Flosrg

Uippes left comer of the annatntion relntive 32 the upper lef comes of the cames

(% caleulnted usieg 4.y
walues from the canvas )

Reedasive X (%

Relsbve Y (%) 6.3

o) ()

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
Add/Edit Text Annotation @ EQCWM =
e R L [E3] € e P I S I O s 4 | 2 e e e )
Tea The firsd pesk - A m
|; 328 % i
B _mux_dsids_DG_sel200_03.0
(Press Crl=Erter or Alt«Erter 1 834 & new ling) ‘ Sost
Text ok [ C el - A a 3
Oriemasion: :_'p: - degrees 5
For style: Roguar = Font size: 0] &
=) B 3220
Anncistion type -
W Anchered :
7| Show pories 7 556
Poirter propeses 3
cor.  EEEDTETEE - A .,
Pattern —_— - 9j“ﬁ9_ 11.400
2 1 e
= 1) 1] 65 H 75 ] BY a5 w W05 n ns
o Courts vs. Acquisition Tiane (min)

Manenb MHCTpYMeHTOB Ana npumeuyanmii (Annotate) pocrynHa,
TOnbKO Koraa Bbi6paH uHcTtpymeHt Annotate (Mpumeuanna).

Puc. 25 [nanorosoe okHo Add/Edit Text Annotation ([Jo6aBneHne/n3meHeHne TEKCTOBOrO NpUMeyaHua)
U OKHO pe3ynbTaToB AnA xpomatorpamm (Chromatogram Results)

4 Bbib6epute MecTo B xpomaTtorpaMme,
KyAa cneayet no6aBuUTb
npumMmeyaHue-usobpaxeHue.

a [lepemecTtute Kypcop Ha MecTo * MoxHo ao6aBnatb ainbl
B 0611aCTM XpoMaTorpaMmbl, rae ¢ n3obpaxeHuamu B hoopmare
HeobxoaMMo A06aBMTb MpUMEYaHMe. JPG unu MOL.

b LllenkHute npaBoit KHONKOW MbiLLIK
u Bblbepute komanay Add Image
Annotation ([lo6aBuTb NpUMevaHue-
u3obpaxcenne).
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a 1
3apanue 10. [lo6aBneHne npumeyaHua (npoaonxexue)
Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
5 [o6asbTe Hopmaumio a Bseawure Text (Teker) ana npumeyvanua. + Qaiin Agilent_Logo.tif coaepxutca
0 TEKCTOBOM NpUMeEYaHnu b Ykaxwute 3HaueHue 50 ana WMpuHbI 8 nanke \\MassHunter\Report
B Ananorosom okHe Add/Edit LuKanbl. Templates\Qual\B.05.00\en-US\
Text Annotation ([Jo6asneHue/ ¢ Ormertbte nyHkT Lock aspect ratio Letter. Ero Heob6xoaumo
N3MEHEeHWe TeKCTOBOro (3adhmkeupoBatb cooTHOLWIEHME npeobpasoBatb B ¢haiin
npumeyaHms). pa3mepos). B hopmare JPG.
d Buibepute nyHkT Floating (MnaBatowee). + K xpomatorpamme unu cnektpy
Mo3kHO M3MEHUTb OTHOCUTENbHOE MO>KHO A06aBNATb HECKONbKO
nonoxexue. Jlerye MeHATb NONoXeHue npuMeyaHuii.
B rpachMyeckoM OKHE B MHTEPaKTUBHOM
pexume.
e Haxmure kHonky OK.
f lepemectute nsobpaxkeHne B BepXHUii
npasblil yron XpoMatorpaMmbl.
Add/Edit Image Annotation @ [, Chromatngrm Hews x
i e lQBMEA0e ¢ o IAAER%ABIS e o)
File path. Lo Massrurter Repord Templales'Gua’l. 04 00en! E ® K
Orientation: [o degree 7 [ 481 THC: Sean MSD_mi_datis_DG_spl20 020
nicth: 1875 Height: % |:: ﬁl . o . ?
Seale width: ) A Seale height: 50 A% 54 i a’!"“"""“"""““ﬂ'ﬂﬂ
| Lock anpoct rafic 034
Aovolation e @7

Anchoced

R iclet

Upper ek comes of the arnctation {ihe ¥, y valus using the data displayed)y

X 3.21 mn
¥ £B10347 (sbundancs)
@ [Flostrg | A

Uppes Ieft comer of the arnotntion relative in the upper lof eoener of the camvas

{% ealeudated using x.y

Pedatroe X (%]
! walhues from the canvas |

ED 1307185542404

Relabve ¥ (%), A7.033EIEITLBAT

==

Puc. 26 [lnanorosoe okHo Add/Edit Image Annotation ([Jo6aBneHue/usmeHeHue npuMedaHuUa-u306paxeHun)
1 OKHO pe3yrnbTatoB Ana xpomatorpamm (Chromatogram Results)

6 YsenuubTe maciutab nepsoro nuka.

=

105 1 1ns

SR, -

85 9 95 0

(Counts vs, Acquisition Time (min)

* YBenuybTe 06nactb Bo3ne nepsoro nuka

Ha ypoBHe 5,5 MuH.
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apanue 10. [lo6aBneHne npumeyaHua (npoaonxexue)

Laru Moapo6HbIe UHCTPYKLUK

KommeHntapum

i ezl @ly % [xlaoc
LB 2 X

2 x Hi&&@@%&;ﬁ. = Minutes s

3 [\ Chromatogran Rosus. x

210% [+81 TIC Scan MSD_smix_isids_DG_spl200_03.0
&

Agilent Technologies

i
f]

S\ s

ol

545 55 555 55 565 57 575 S0 585 5% 535 6 605 61 615 62 625 63 635 b4 645 65

Counts vs. Acquisition Time (min)

Ecnu npumeuanme 3akpenneHo, OHO ocTaerca
B NMONO>KEHUMN, B KOTOPOM 3aKPensneHo.

Mpu nepemeweHun B o6nactb Apyroro nuka
3aKpenneHHoe npuMeyaHue MoXKeT He ObITb
BugHbiM. Ecnu npumeyanue nnasarwuwee,
OHO Bceraa oto6paXkaeTca B 0AHOM 1 TOM Xe
Nono>KeHN 0THOCUTENbHO BEPXHEro Nesoro
yrna okHa.

Puc. 27 [nanorosoe okHo Add/Edit Image Annotation ([JJo6aBneHue/n3ameHeHne npuMedaHna-u3obpaxxeHus)

U OKHO pe3ynbTatoB Ana xpomatorpamm (Chromatogram Results)

7 Tlepeiiante Ha3aa K MHCTPYMEHTY
Bbl6opa AnanasoHa (Range Select)
B OKHe pe3ynbTaToB Anf
xpomatorpamm (Chromatogram
Results). CHauana yaanure
npuMeyaHue.

a Yro6bl yaanuth Bce NpuMeyaHua,
LENKHUTE 3HAYOK 2K .

b LlenkHute 3Hauvok i (Range Select
(Bbibop anana3sona)) Ha naxenu
MHCTPYMEHTOB B OKHE pe3ynbTaToB
ana xpomartorpamm (Chromatogram

Ecnu HeobxoanmMo coxpaHutb
npuMeyaHua ¢ pesynbTatamu
thaiina aaHHbIX, cM.«3aaanune 17.
CoxpaHuTte peaynbTatbl» Ha cTp. 86.
Mo>Ho nepekrntouatbea Mexay
MATbIO PA3NIMYHBIMW MHCTPYMEHTaMM

Results).

Ha NaHenu WHCTPYMEHTOB B OKHe
peaynbTaToB ANA XpOMaTorpamm
(Chromatogram Results). ina
MoNy4YeHuA A0MNOMHUTENbHOM
UHpopMaLMmM CM. OHNarH-CNpaBKy
(Help). 3tMMu naTbio MHCTPYMeHTaMu
ABNAOTCA:

Bbi6op ananasona (Range Select)

Bbi6op nukos (Peak Select)

PyuHoe uHTerpuposaHue

(Manual Integration)

MpocmoTp xpomatorpammbl

(Walk Chromatogram)

Mbliwb AnA npumedaHmii

(Annotation Mouse)
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3HaKoMCTBO C 0CHOBAMM KauyeCTBEHHOI0 aHanu3a

3ananue 11. [lo6aBneHne namepurena ana Macchbl

1

H3mepuTe b MOKA3bIBAET PA3SHUIYY MEKTY IBYMA TOYKAMU B cIleKTpe. MoKHO
I00aBUTh M3MEPHUTEJIb K OKHY pe3ysibTaToB citekTpa MC (MS Spectrum Results).

IIpu coxpaHeHUHU Pe3y/ILTATOB JiJId (pai/ia JTaHHBIX U3MEPUTETH TaKKe
COXPAHSIIOTCS.

3anaHue 11. [lobaBneHne usmeputensa Ana Macchbl

LWaru

Moapo6HbIe MHCTPYKLUK

KommeHntapum

1 Vuterpupyiite u ussnekute
CMeKTpbl NUKOB U3
MSD_mix_4stds_DG_spl200_03.d.

YcTaHoBUTE OTMETKY PAAOM C MyHKTOM
MSD_mix_4stds_DG_spl200_03.D

B OKHE HaBMraTopa fno AaHHbIM

(Data Navigator).

Bbi6epute komaHabl Edit (1amenutn)
> Show (Mokasarb) > Only
Highlighted (Tonbko BbiaeneHHbie).
Bbi6epute nyHktsl Chromatograms
(Xpomarorpammsli) > Integrate and
Extract Peak Spectra (/luterpupoBarb
¥ M3BMNeYb CNeKTpbl NMKOB).
3akpoiiTe 0kHO peaakTopa MeTo/0B
(Method Editor).

M0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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1 3HaKOMCTBO C OCHOBaMM Ka4yeCTBEHHOro aHanusa

3apanue 11. [lo6aBneHne nameputena aAna maccbl (npoaomnxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
2 [lo6aBbTe UsMepuTenb K CNeKkTpy a B okHe peaynbratos cnektpa MC * Kypcop n3meHuTCA Ha CTpenky.
nuKa, Co3aaHHOMY B NMpeAblayLLem (MS Spectrum Results) Ha naHenu Mcnonbayiite atoT Kypcop, 4To6bi
3ajaHuu. MHCTPYMEHTOB BbliGepuUTe anemeHT 0603HaumTb HayanbHyto U KOHEYHYIO
Delta Mass Caliper (I3meputenn TOYKY M3MepuTens.
norpewHocTy (AenbTa) Ana maccbl) * HeBo3Mo>HO BbI6paTh TMN
(Lab)- M3MepUTEnA, ecliu CekTp ABMAETCA
b (mononHutenbHo) Ha naHenu LIeHTpOM Maccbl, Tak Kak Profile
UHcTpymeHToB uameputena (Caliper) Point to Point (Jlunua ot Touku po
B KayecTBe TUNa namepurtens TOYKM) HMKAK He BNUAET Ha AaHHble
Bbi6epute Profile Point to Point LIeHTpa maccbl.
(Jlunmna ot Toukmn oo TOuKHM). * Ha BepwmHe BbI6paHHOrO NuKa
¢ YsenuubTe mMacwuTab ao 66 k 132 m/z. yCTaHaBMMBaeTCA «TPeyrofbHbIi»
d llepemecTtute Kypcop Ha MecTo Kypcop.
B 06r1acTi cnekTpa, rae Heo6xoaAuMo
£06aBUTb U3MEpPUTEND.
e [leperawute Kypcop K KOHEYHOI TOuke
usmeputena B cnekrpe. Mo mepe
nepeTArMBaHuaA Kypcopa 6yaer
MeHATbCA 3HAYEHUE MOTPELLIHOCTH
(menbta) ana maccobl. Koraa Bbi
OTNYCTUTE KHOMKY MbILUW, U3MEpPUTEND
6yaet nob6asneH.
3 lamenute usmeputens, 4To6bI a LllenkHute nameputens, co3aaHHbINA * K cnektpy MoxHo ao6asnatb
“Cnonb3oBancA Apyroi LBeT. B NpeJblAyLUeM Liare. HECKOMNbKO U3MepuTenei.
b Haxwmure kHonky Caliper Properties + C nomolupblo 3HAaYKOB Ha NaHenu
(Ceoiicta usmeputena) ( ,&:‘) Ha MHCTPYMEHTOB ANA U3MepuTena
naHenyu UHCTPYMEHTOB B okHE (Caliper) moxHo BblGUpaTh Bce
pesynbtatoB cnektpa MC u3MepuTenu, a Takxe yaanatb
(MS Spectrum Results). U U3MEHATb UX.
¢ (monmonHuTtensHo) Beeaute 3HauyeHuA
ansa napametpos Start X (Hauano X)
u Start Y (Hauano Y).
d Bui6epute nyukT Text color
(LiBer Tekcra).
e Bbi6epute nyHkTbl Font style
(Crunb wpudpra) u Font size
(Pasamep wpudra).
f Haxmwure kHonky OK.
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3HaKoMCTBO C 0OCHOBaMM KaueCTBEHHOI0 aHanu3a 1

3apanue 11. [lo6aBneHne nameputena aAna maccbl (npoaomnxeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
Detta Mass Caliper Settings === £ LM Specran .
Caiper = 1 i -
R T = ] 2 ]k i %o Ty B =
s B oot GlElw lEla 00 ¢ i)l [wl% h d) -
: pint te Point LAl T
Start X 85.1014 mz  EndX 91.0547 miz
=104 |kl Se
Text color - A
Orientation 0 = desey 5 r
- | ' T
Font siyle: Bold - Font i -
ortenyle: A I EIcE: 4 X104 B Semn (0.007-8.048, 0.088-0.118 min, 13 Scang] MSD_mix_dstds_DG_spl200_03.0
2
¢ i | 4 ]
$5 MW 1 & & = s 0 e 10 1185 1 s ik
Counts vs. Mass-h-Charge (miz) -

Puc. 28 [nanorosoe okHo Delta Mass Caliper Settings ([Tapametpbl u3meputena norpeLHocTy1 (aenbra)
maccbl) n okHo pesynbtatoB cnektpa MC (MS Spectrum Results)

4 Ypanute pesynbratbl a Bui6epute nyHkTbl Chromatograms » Ecnu Heobxoanmmo coxpaHuTb
MHTETPUPOBAHUA U CTIEKTPbI. (Xpomarorpammbi) > Clear Results M3MEpUTENU C pesynbTatamu
(Ouunctutb pesynbratbl) > Include thaiina AaHHbIX, cMm. «3aganue 17.
Peak Spectra (Bknrountb cnekrpbi CoxpaHute peaynbTatbi» Ha cTp. 86.
NUKoB).

b Bbi6epute unctpymeHt Range Select
(Bbi6op auana3oHa).

MO Agilent MassHunter Workstation — pykoBoacTB0 No 03HaKOMIEHUIO C NPOrpamMMoii b7
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3HaKoMcTBO C 0CHOBAMM KaueCTBEHHOr0 aHanu3a
3apaunue 11. [lo6aBneHne usmepurensa ana Maccbl
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MO0 Agilent MassHunter Workstation [lporpamma kauecTtBeHHOro aHanusa
PykoBopncTBO N0 03HAKOMINEHNID

2
Mouck

3aaanue 12.
3asanue 13.

3agaHue 14.
3aaanue 15.
3asanue 16.

3agaHue 17.

U onpepeneHue

Haliaute coeanHeHua no AeKOHBOMOLUU
xpomarorpammbl 60

Onpeaenutb coeAMHEHUA, UCIONb3YA anropuTM Noucka
B 6ubnuortekax (Search Library) 65

Haiiaute coeanHenua no MRM (tonbko MRM) 71
Haiiamte coeanHeHua no uHTerpupoBanmio 75

Cospaiite hopMynbl ¥ BbINONHUTE MOUCK CMEKTPOB NMUKOB
B 6ubnuoteke 79

CoxpaHnute pesynbTatel 86

B mporiecce BBIMOJTHEHUS 3TUX 3aJaHUH OYIYT OCYIIECTBIATHCA IIONCK
U oIpejesieHHe coeUHeHnH B paiiax gaHHbIx ['X/MC.

Kaxgoe ynpaxHeHue IIPeICTABICHO B BHU/Ee TAOIUIbI, COCTOMAIIEH M3 TPeX
CTOJIOIOB:

e Illaru — cjegyiTe 3TUM OOIIUM YKa3aHUAM I JaJIbHEHIIEro
CaMOCTOATEIFHOTO U3yYEeHUA ITPOTPAMMBI.

d HO}IpO6HbIe HHCTPYKIIYHA — HCHOHBByﬁTe Hnx, ecJIin HeO6XO,I(I/IMa IIOMOIIb UJIA
€CJIh IIpearnovduTaeTe HOIIATrOBbIA Imponecc O6y"‘IeHI/Iﬂ.

¢ KoMmeHTapuu — 37iech BbI HAMAETE COBETHI U JOTIOJTHUTETHFHYI0 MHAOPMAITHIIO
0 KaiKJIOM dTalle yIIPaKHeHUsd.

Agilent Technologies
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2 Mouck v onpepenenue

3apanue 12. Haiigure coeaMHEHNA NO JEKOHBOMNIOLUM
XpoMarorpaMmbl

AgroputMm FindCompounds ompefesisieT coeguHeHua cpequ gaHHbIX ['X/MC
H CO3[]aeT OUYHIIeHHBIH crieKTp MC /1 Kaskaoro coequHeHusA. OTa QYHKITHI
SABJIAETCS TPOCTBHIM CIOCOOOM «TOO0BITH HHPOPMAITUIO U3 OOJILIIOTO
o0beMa JaHHbIX. AJITOPUTM HAXOKIEHUI COeTUHEHUH 10 e KOHBOJIIOIINHT
XpOMaTOrpaMMbl MOKHO HCIIOJIb30BATh TOJIBKO /I JaHHBIX O MIPO0ax,
HOoJIy4YeHHBIX B pexume Scan, Product Ion scan uiu Neutral Loss scan.

ATOo 3a/IaHue IEMOHCTPHUPYET IMOUCK COeTMHEHUH MO JeKOHBOJIIOINH
XPOMATOTPAMMBbI C TOUHBIMH MaCCOBBIMH XapaKTepucTUKaMu. Ilocie
U3MEHEHUs OKHA U3BJI€YEeHUA MOKHO TaKKe HAXOIUTb COeTUHEHUS 110
JIEKOHBOJTIOITAN XPOMATOTPAMMBbI C MACCOBOHM XapaKTEePUCTUKOH ITHKA.

3apanue 12. Hailaute coeanHeHuA, UCnonb3ya AekoHBONOLMIO XxpoMatorpammbl (FX/MC)

Llar Moapo6GHbIe UHCTPYKLUK KommeHntapum

1 Orkpoliite xpomatorpammy nonHoro a Ecnu nporpamma ele He oTKpbITa, * ANroputm HaxoXAeHWA COeAUHEHN
noHHoro Toka (TIC) ana chaiina [BaXKAbl LLENIKHUTE 3HAYO0K Mo ZeKOHBOMIOLMM XPOMATOrpamMmbl
JlaHHbIX kauyecTBeHHoro aHanu3a MassHunter pa6oraert ¢ chaiinamu AaHHbIX KaK
MSD_mix_4stds_DG_spl200_03.d. (Qualitative Analysis). B apyrom 'X/0QQ, rak u 'X/Q-TOF.

cnyyae wwenkHure File (®aiin) > Open

Data File (OtkpbiTb chaiin gaHHbIX).
b Bbibepute haiin AaHHbIX

MSD_mix_4stds_DG_spl200_03.d

B nanke 06pa3LoB chaiinos aaHHbIX [X.
¢ CHumurte otmeTky ¢ nyHkTa Load result

data (3arpy3utb pe3aynbrarbl)

1 Haxkmute Open (OTKpbITD).

¢ /\ Chromatogram Results x
HPAN ogs

P2 o1 Q@AW ¢ [Ealoc] 2e]E A KL% % @ = M =)

x107 |+EI TIC Scan MSD_mix_4stds_DG_spl200_02.D

14
084

064
044
0.2 J‘

od

55 & 65 7 15 3 85 9 95 10 105 1 15
Counts vs. Acguisition Time (min)

Puc. 29 Xpomatorpamma TIC us Pest - 200 - Scan.d
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Mouck v onpepenenune 2
3apaanue 12. Hailaute coeanHeHuna, ucnonbaya aekoHBonouuto xpomatorpammsl (FX/MC) (npogonkenue)
LWar Moapo6Hble MHCTPYKLUK KommeHntapum
2 Hacrtpoiite untepdeiic + Cneayiite UHCTPYKLMAM, OMUCAHHBIM + [lna atux npumepos 3arpyaute

nonb3oBatens Ana paboTbl B «3aaaHue 2. HacTpoiika uHtepdeiica pabounii npouecc CKPUHUHTA
¢ AaHHbIMK [X. nonb3oBatena AnA paboTbl coeanHenuii (Compound Screening)
¢ AaHHbIMU [X/MC» Ha cTp. 14. X/Q-TOF.
3 [owuck coeanHenwni a B okHe o6o3speBatensa metogos (Method + Touck no AekoHBomnoUMM
C UCNonb30BaHWEM anroputma Explorer) Bbi6epute Find (Mouck) XpomaTtorpammbl TakxKe AOCTyneH
JIeKOHBOJTIOLIMKU XpPOMaTOrpaMmbl. Compounds (Coeaunenua) > Find B paszerie CKpUHWUHIA COeANHEHNI
Bbi6epute unterpatop Agile. by Chromatogram Deconvolution (Compound Screening) X/ Q-TOF.
Beeaute noporoBoe 3HayeHue (Haitn no pekoHBonOLMK + Ecnu umeetca maccosan
SNR, pasHoe 20. XpoMarorpamMmbi). XapakTepucTuka nuUKoB, BBeAUTE
Bseaute 3Hauenuna 100 ppm ana b Ha Bknaake Hactpoek (Settings), noa 3HayeHne AMU, paBHoe 0, 3 ana
Left m/z delta (Oenbta m/z ¢unbTpom nukos (Peak) BBeaute uncno Left m/z delta (Oenbta m/z
cneBa) u Right m/z delta 20 anda noporoBoro 3Hayexna SNR. cneBa) u 0, 7 ana Right m/z delta
(Aenbta m/z cnpaea). ¢ Boi6epute PPM ana penbra- (Aenbta M/3 cnpasa)
3HaYeHuin m/z. * Mo>Ho n3Bneyb NomnHblii Habop
d Bseaute 3Hauenne 100 ans Leftm/z pe3ynbTaToB AnA BblAENEHHOMO
delta (Oenbta m/z cnesa) coe/IMHEeHUA Mocrne ero HaxoXaeHua
1 3HauyeHue 100 ana Right m/z delta C MOMOLLbIO NYHKTOB MEHI0
(Oenbra m/z cnpaea). Compounds (CoeauHenua) >
Extract Complete Result Set
(N3Bneub nonHblit Habop
pe3ynbrartoB).
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Mouck v onpepenenue

3apaanue 12. Hailaute coeanHeHuna, ucnonbaya aekoHBonouuto xpomatorpammsl (FX/MC) (npogonkenue)

LWar

Moapo6Hble MHCTPYKLUK KommeHntapum

= 6C/Q-TOF Compound Screening
\Fmd by Chromatogram Decorvolution A A Seftings | Mass Fiters | Compound Fiters | Resuits |
Find by Targeted MSMS Resolution

Find by Formula A
Identify by Library Search A

Il ® Findc dsby C Dec

: [£4 Method Explorer: GC_QTOF.m x HEE'- thod Editor: Find C by Ct x
lution ~| £} [ ¥ ~

RT window size factor. 100.00

Peal fitter:
Excluded m/z 2

Generate Formulas

i

Compound Report example: 46,43

I Chromatogram Spectrum peak threshold b.oo

Integrate (MS) SNR threshold WA

Integrate (MS/MS)

Integrate (GC) Bdraction window

Smooth Left miz delta 100.0000 Right miz delta: 100.0000

Exclude Mass(es) miz delta units: | PPM 2
Caleulate Signal-to-Noise: ot

Define Chromatograms [C] Use base peak shape

Exiraction Data Format Sharpness threshold: 20 %

1+ Spectrum

1+ General =

Puc. 30 Bknagaka Hactpoek (Settings) B pasaene noucka no
nekoHsonouumn xpomatorpammsl (Find by Chromatogram
Deconvolution)

Wcnonbayetca ana ussnedyenna e [lepeitamte Ha Bknaaky Results * [lporpamma KayecTBeHHOro
EIC, cnextpos MC n MC/MC. (Pe3ynbrartbi). aHanu3a (Qualitative Analysis)
f TocraBbTe oTMETKM ANIA NYHKTOB Haiiget 4 coeamHeHua,
Extract EIC, Extract ECC, Extract YAOBrEeTBOPAIOLLME 3aJaHHbIM
cleaned spectrum (M3eneus EIC, YCMOBUAM.
ussneub ECC, n3sneub ounwennoit  * Ecnu He ykasatb haiin gaHHbIX,
cnektp) v Extract raw spectrum BbINOIHEHUE anropuTMa MoXet
(N3Bneuyb HeouMLLEHHDBIHA CREKTp). 3aHATb MHOTO BPEMEHH.
g Lenkuure () ana sanycka
anroputma Find Compounds by
Chromatogram Deconvolution (Monck
COeANHEeHMI N0 AeKOHBONKOLUUK
XpoMarorpammbl) B haiine AaHHbIX.
h Tpu HeobxoaMmocTH LenKHUTE
komaHay View (Mpocmorp) >
Compound List (Cnucok coeanHenui).
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Mouck v onpepenenune 2
3apaanue 12. Hailaute coeanHeHuna, ucnonbaya aekoHBonouuto xpomatorpammsl (FX/MC) (npogonkenue)
LWar Moapo6Hble MHCTPYKLUK KommeHntapum
4 3yyute coeannenuna. Cm. Puc. 31 a Boibepute 2 B none Maximum number + Oto6paxeHue AaHHbIX 060MX
Ha cTp. 64. of list panes (Makc. konuuecTBo CMEeKTPOB ABMNAETCA YAOOHbIM
naveneii cnucka) Ha naHenu cnoco60M NpocmoTpa nonHoi
MHCTPYMEHTOB pe3ynbTaToB creKTpa UHhopmaLmK 0 coeUHEHMN.
MC (Spectrum Results). » Q6partute BHUMaHue, 4TO
b LlenkHure sHauok Hide Empty Columns oTobpaxkatotca AaHHble 060Mx
(CkpbITb NycTbIE cTON6UBI) B OKHE CMeKTPOB — OUYULLIEHHOTO
cnucka coeanHenuit (Compound List). 1 HEOUMLLIEHHOTO.
¢ LlenkHuTe Ha nepBoM coeanHeHUH
B OKHE HaBMraTopa fno AaHHbIM
(Data Navigator).
d [pu akTMBHOM OKHE HaBuratopa no
naHHbim (Data Navigator) ucnonbayiite
KNaBULLIM CO CTpenkamu Ans
NepeKNYEHNUA COEANMHEHMIA.
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Mouck v onpepenenue

3aaanue 12. Hailaute coeanHeHuna, ucnonbaya aekoHBonouuto xpomatorpammsl (FX/MC) (npogonkeHue)

LWar

Moapo6HbIe MHCTPYKLMU Kommenrapuu

Agilent MassHunter Qualitative Analysis B.06.00 - Defauttm

File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

ER= M W B NP R A MW E R A RN

I@_ﬁﬂr ol S il W @I@ 1 & | By |[F8 Navigator View |BE Compound Details View

i 2 Data Navigalor

Sott by Data File

D_mix_tstds_DG_spl200_03.D
User Chromatograms

x ”@c.-m.-im x
~||; [ Automatically Show Columns | P3| | Gff S | 53 G| @ &% | s F&Il .4

ShowHide & Cpd’ ¥ RT 7+ miz T Polarity ¥ lons 78 Height 75
| | 1| 5581 54| 1000190
2 1541 3401874

Width V-8 BasePeak ¥& Algerithm e
57.1|_Find by Chromatogram Deconvolution|
154.1] Find by Chromatogram Deconvolution

ind by Chromatogram Deconvolutio

Find by Chromatagram Decanvelution| Cpd4:98
L3
x
B J% 2 [F] % B Bl = Minutes =l
%106 |Cpd 3: 8.221: +El EIC{43.5-515. 60.0 .. ) Scan MSD_mix_2stds_DG_spl200_03D o
{,J ’L |
55 8 65 7 75 8 25 9 95 10 105 1 15
Counts vs. Acquisition Time (min) -
[k Method Explorer: Defaultm L4 [HES Find C Deconvolui_ % [} 1| Resulis
Chromatogram 20 Find e by Ch D - & Pa et O F

Spectrum A Settings | Mass Fiters | Compound Fiters | A Resuks | %105 |Cpd 3: 9.221: +El Compound Spectrum (3.196-9.301 min) MSD_mix_4stds_DG_spl200
# General Previows results B s 188.0
— Delete previous compounds i b
= Find Compounds New resuits el
|| ® Highiight first compound
Cl D 3
Find by 4l Highiight all compounds 0
Find by MRM £(ff  x105 [Cpd 3:9.221: +E1 Scan (9.196-9.301 min. 32 Scans) MSD_mix_stds_DG_spl200_03D |
Find by Integration Jreoe e 2 et 5 188 |
Extract EIC 1 3
R e e 2 4 y 1521
Extract ECC g
X g Extract cleaned spectrum 1
Compound Automation Steps || @ Extractraw spectum A il ) AL 2810
= 50 100 15 200 250 300 350 400 450 500 550 600
[+ Worklist Automation o |l T | s i v Moo o T () 4

Puc. 31 Tlouck coeanHeHuii no peaynbTatam AeKOHBONIOLUN XPOMaTOrpamMmmbl
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Mouck v onpepenenune 2

3apanue 13. Onpepenntb coeaUHEHUA, UCNONb3YA aNnropuTM
noucka B 6ubnuorekax (Search Library)

B mporiecce BBIIOJTHEHUS 3TUX 3aJaHUH OYIyT OCYIIECTBJIATHCA OIpee/IeHIe
U reHepHpoBaHUe (pOpMYJI /I COeqUHEeHUH, HAIeHHbIX B «3agaHue 12.
Haiimure coeuHeHUA 10 JeKOHBOJIIOIIUN XpOMaTOrpaMMbIl» Ha cTp. 60.

BbI cMoOKeTe IPUCTYIUTDh K BBIIIOJTHEHHIO 3TOT0 3aJaHUsA, €CJIU IIPUOOPesH
ouoanorexky NISTO0S.l niau uciosabsyere 0UO0JIu0TeKy demo.l. Ecn mocTyIHbI
IBe OMOJIMOTEKH, MOMKHO HUCIIOJIb30BATh 00€.
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2 Mouck v onpepenenue

33AaHMB 13. Onpeaenmb COeANHEeHUA, NCNosib3ya anropntMm NoOuUcCKa B 6ubnuotekax

(Search Library)

LWar

Moapo6Hble MHCTPYKLMK

Kommenrapuu

1 BbInonHuTe NoUCK BCEX COeAUHEHWI
B 6ubnuoteke thaina AaHHbIX
MSD_mix_4stds_DG_spl200_03.d.

66

Bbiaenute coeanHenua B chaiine AaHHbIX
MSD_mix_4stds_DG_spl200_03.D B okHe
HaBwuratopa no AaHHbIM (Data Navigator).
B okHe o603peBatena metogos (Method
Explorer) wenkHute Identify Compounds
(Onpepenutb coepuHenna) > Search
Unit Mass Library (Mouck B 6ubnuorexke
MaccoBOi XapaKTepUCTMKK NUKOB).

Bo Bknaake HacTpoek (Settings) HaxxmuTe

kHonky Add Library ([lo6aButb
6nbnumorexy). Boibepute 6ubnmoteky
demo.l u HaxxmuTe kHonky OK.
(Heob6azatenbHo) Bo Bknaake HacTpoek
(Settings) Haxxmute kHonky Add Library
(Do6aButb 6ubnmoteky). Boibepute
6ubnuoteky NIST08.1 n Haxkmute
kHonky OK.

lMepeiiaute Ha BKNaaky pesynbTaTos
noucka (Search Results).
(HeobasatenbHo) Bbibepute Stop When
Found (OcraHoBUTb Npu HaxoXxAeHUM)
npy noMcke B HECKONbKNX 6ubnuotekax
(Multi-Library search).

Boi6epure Identify (Onpepenuts) >
Search Library for Compounds (Mouck
coepfuHeHuii B 6ubnuoreke) B rmaBHOM
MeHi0. MOXHO TakXe LLEnKHyTb 3Ha4oK
Search Library for Compounds (Mouck
coeauHenwii B Guénuorexe), () uToGbI
3anycTuTb anropuTMm.

LLenknure View (Mpocmorp) > Difference
Results (Pa3xuua pesynbratoB).
Lenknute View (Mpocmorp) > Structure

Viewer (CpepncTtBo npocMotpa cTpyKTypbl).

LlenkHute View (Mpocmorp) > Compound
Identification Results (Pe3aynbratbl
onpeneneHna coeauHeHui), ecnu
Heo6x0AMMO 0T06Pa3UTb 3TO OKHO.

Ecnun Heobxoanmo, nepeiianTe Ha BKNaaKy
okHa Compound ldentification Results
(Pe3ynbrartbl onpeaeneHna coeauHeHHit).
970 OKHO pa3AeneHo Ha BKNaAKM OKHa
pesynbTaToB XpoMaTorpammbl
(Chromatogram Results).

KauyecTBeHHoro aHanu3sa ana XXX/MC

* MoxxHo Takxe Bbl6paTh CKPUHUHT
coeanHenuii (Compound Screening)
'X/Q-TOF > Onpeaenutb ¢ NOMOLLbIO
novcka B 6ubnuoteke B 0603pesarene
metoaos (Method Explorer). B okHe
peaaktopa metoaos (Method Editor)
oto6pakaetca ToT e pasjen.

* Demo.l u Nist08 gonxHbl 6bITb

yctaHoBneHbl nanke \MassHunter\

Library.

06patuTe BHUMaHMe, 4T0 MHOTUE

COEAMHEHMA onpesenaAtTcA nocne

noucka B 6uénuorteke NIST08.1.

Ecnu y Bac Het 6ubnunoteku NISTO08./,

BblibepuTE ApYrylo AOCTYMHYHO

6ubnuoteky.

* Ecnu BbI BbIGpanu aAse 6ubnuotekmn

(unu 6onee), U y Bac ycTaHOBNEH

napameTtp «0cTaHOBUTb Npu

HaxoxaeHuuy (Stop When Found),

anroput™m noucka B 6ubnuotekax

HayHeT nouck ¢ 6ubnuotekun, nepBo

B cnucke. MNounck octaHaBnueaetca

M0 HaXx0XAEeHUN COEANHEHMA.

Ecnu coeamHenue He onpeaeneHo,

HauMHaeTcA MOUCK B CreayloLLen

6ubnuoteke. Mouck 3akoHumMTCA,

Korja coeauHeHue 6yaeT HaileHo,

UMW KorAa Nouck A0MAET A0 KoHua

nocneaHein 6MbnmoTexku.

Wcnonbayiite nporpammy

peaaktMpoBaHua 6ubnuotek (Library

Editor) ana uameHenua 6ubnuotek,

KOTOpble UCMONb3YOTCA anropuTMom

noucka B 6ubnuoTeke MaccoBoii

xapakrepuctuku nukos (Search Unit

Mass Library). 3ta nporpamma

ycTaHaBMMUBaeTcA BMecTe

C NporpaMmoii KayeCTBEHHOTO aHanm3a

(Qualitative Analysis) Agilent

MassHunter. LLlenkHute 3Hauvok

, yT06bI 3anycrtutb nporpammy.
1:
ry
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Mouck v onpepenenune

3aaaHue 13. Onpeaenutb coeanMHeHUA, UCNONb3yA anropuTM noucka B 6ubnMoTekax
(Search Library) (npogonxeHnue)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

2 OrobpaxeHue cTon6LoB peaynbtatoB a Haxmute kHonky «Oto6paaTtb CTON6LIbI

cnekTpanbHoii 6ubnuotekm (Spectral
Library Results) B okHe cnucka
coeanHeHuii (Compound List)

1 B OKHE pe3ynbTaToB onpejeneHus
coeauHenuii (Compound
Identification Results).

noucka B 6ubnuotekey (Show Library
Search Columns, ﬁ} ) Ha naHenu
MHCTPYMEHTOB OKHa CMKCKa COeaNHEHWIA
(Compound List) n Ha naHenu
MHCTPYMEHTOB OKHa pe3ynbTaToB
onpeaenenua coeauHenuit (Compound
Identification Results).

Haxxmurte kHonky «CKpbITb nycTble
cron6upi» (Hide Empty Columns, Iﬂﬁl)
Ha NaHeny UHCTPYMEHTOB OKHa CrMcKa
coeauHeHuii (Compound List) u Ha
naHernyu MHCTPYMEHTOB OKHa Pe3yrnbTaToB
onpeaenenuna coeauHenuit (Compound
Identification Results).

MO0 Agilent MassHunter Workstation — pykoBoacTBO N0 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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2 Mouck u onpepenexne

3aaaHue 13. Onpeaenutb coeanMHeHUA, UCNONb3yA anropuTM noucka B 6ubnMoTekax
(Search Library) (npogonxeHnue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m =
i File Edit View Find Identify Spectrs Chromatograms Method Wizards Actions Configuration Tools Help

(32 W B FEE Y- PR [B]E][A] @[] #] s | A s R G (B[R] 4[2)]) 8 B NevigotorView | compound beails View

% Data Navigator % [ G Compound List x
Sort by Dta File B ically Show Columns | 45| Ol Gl | G G2 | 1, @ | 5o, Fﬂg\lﬂ ¥

E [¥] MSD_mix_stds_DG_spl200_03.D
ser Chromatograms

[/, +TIC Sean

ShowHide + Cpd” ¥+ RT ¥+ miz ¥+ Score (Lib) V4 Polarity ¥4 lons T4 Height 7+ Width ¥+ BasePeak ¥+ Algorithm 8
811|  Positive| 23| 1000190 | 0.08| 57.1| Find by Chromatogram Deconvolution
Positive 19 3401874 0084 1541 Find by Chromatogram Deconvolutio
1683244

71681 0.047]

&

<
~
3
g
F
8
&

Positive
87 6358  Positive|

Find by Chromatogram Deconvolution

[ | 4] 9383] 7]_Find by Chromatogram Deconvolution

L« , ] 3
pd 3: 4-Chlorobiphenyl (7% Compound Identification Results: Cpd 2: Biphenyl % ||} & Structure Viewer: Biphenyl x
pd 4: Methy! palmitate
[El Matched Sequences { || Automatically Show Columns |9/ 6 5| Gt 6 | @ @ | 5 5% [[s2] Stnucture [MOL Text
Best ¥4 Neme # Formula® Score RT + ID Source + Library = Score (Lib) + =l
o |F | Biphenyl| C12H10|  935| 8.061| LibSearch| demo | 935
CE & Name 5 Library 1 Num Pesks 8 Score (Lib) ® B
| | Biphenyl| demol | 78| 935 L
'\ Chromatogram Results [ Compound ldentification Results: Cpd 2: Biphenyl
{ 5} Method Explorer: Defaultm X |} = Method Editor: Search Unit Mass Library  ||: 444 Spectral Difference Results: Cpd 2: Biphenyl x
| Chromatogram 2| (%) sesreh Library for Compounds =| ¢} | 19 = o4 H S S
Spectrum A Ly Search | A Search Resuts | 108 |Cpd 2: Biphenyl: +El Compound Spectrum (8.037-8.121 min) MSD_mix_4stds_DG_spl200..
General Library selection e 25

(C:\MassHunter\Lbran\demol |
1 Reports AT g 510 630 0 sso 1020 |1151] 1281 154.1
# Find Compounds A 3 106 |Cpd 2 Biphenyl: +El Compound Spectrum (8.037-8.121 min) MSD_mix_4stds_DG_spl200.
25

Find Compounds by Formula
[y

= 1dentify Compounds es o 510 630 760 890 1020 1151 1281 154.1
x102 |Biphenyl C12H10 + Scan demol

I

|Search Unit bass Library al ; i
Combine Identification Resulls . _

Search crteda 280 330 510 631 761 ggq 1021 1151 1281 1381 |
Compound Automation Steps 0

] Enable screening [] Adiust Score M 40 5 60 70 80 % 10 10 120 130 140 150
¥ Worklist Automation . Counis vs. Mass-io-Charge (miz)
% Export - < m | ' "ty Speciral Difference Results: Cpd 2: Biphenyl [ ]| MS Specirum Results |

Puc. 32 CoeauHenus B chaiine agaHHbix MSD_mix_4stds_DG_spl200_03.D u pesynbratbl noucka B 6ubnuotekax

3 [epexoa k oTobpaxeHuto ceeseHnii a LlenkHute Bl Compound Details View Ha

o coeanHenmnax (Compound Details rMaBHOW NaHenn UHCTPYMEHTOB.
View) ana paccMmotpeHua b 3akpoiite 0KHO pe3ynbTaToB cnekTpa
COEIMHEHWHA. thparmenra coepmnnennii (Compound

Fragment Spectrum Results).
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3aaaHue 13. Onpeaenutb coeanHeHUs,

ucnonb3ya anropuMtMm noucka

(Search Library) (npogonxeHnue)

Mouck v onpepenenune

B 6ubnuotekax

2

Moapo6Hble MHCTPYKLUK

KommeHntapum

LWar
4 Paccmotpute pesynbTatbl a
B NpeACTaBNeHUu CBeAEHM
o0 coeanHenunax (Compound
Details View).
b

LLlenkHuTe 3HaYOK HanoXeHus
(Overlaid) B okHe pe3ynbTaToB
XpOMaTorpaMmbl COEAMHEHUA
(Compound Chromatogram Results).
PasBepHute pesynbTatbl B OKHE
pesynbTaToB onpejeneHua COeAMHeHU
(Compound Identification Results).

* bonblue nHdopmaumu
0 NpeAcTaBNeHnn CBeAEHWIA
o0 coeanHenuax (Compound Details
View) MOXHO HaliT1 B UHTEPAKTUBHOW
cnpaeke (Help). Mpeacrtasnexue
cBezieHuii o coeanHenunax (Compound
Details View) MoxeT 6biTb 04€Hb
MONe3HbIM Mpu NpOCMOTpe
pe3ynbTaToB, BO3BPaLLEHHbIX
anropuTMom noucka rno gopmyne
(Find by Formula), ecnu chaiin
[laHHbIX MOJTyYeH B pexxMume BCeX
uoHos (All lons).

MO0 Agilent MassHunter Workstation — pykoBoacTBO N0 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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2 Mouck u onpepenexne

3aaaHue 13. Onpeaenutb coeanMHeHUA, UCNONb3yA anropuTM noucka B 6ubnMoTekax
(Search Library) (npogonxeHnue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum

Agilent MassHunter Qualitative Analysis B.06.00 - GC_QTOF.m = e |
i File Edit View Find Identify Method Wizards Configuration Tools Help

il W I NP R R | (58 [ [ f_\@lml& | B8 Navigator View |EE] Compound Details View

(3. Compound List X ||} % Compound Identification Results: Cpd 2: Biphenyl X
i 8 Automatically show Columns | 1611 &4 S8 @ 8 I[a=] 9] 1) [ Automatically Show Columns | 15 Gt 51| @ % |[a]
Label TR Cpd’ ¥4 DSource ¥R Neme W& Formula w8 RT¥H mz ¥R Score 74 Score(Lib) 7+ D Techniques Applied 1
& Cpd 1: Dodecane 1| LibSearch| Dodecane C12Hg| 5581 | 811 81| = fw LibSearch
G2 Eyker] B CIZI0 RETE S R Best T+ Name + Formula® Scores RT 48 1D Source 4 Library 4
Best ¥+ IDSource ¥ Name V- Formula W+ Score™ W Score (RT) T+ RT Diff ¥4 Diff (ppm) ¥ Score (Lib) 5| = \G | E\pneny\{ mzmoi 535\ xnswi Lm3earch| demoll
5 5 q
a2 |« | LibSearch| Biphenyl| Ci2H1g| 935| | | | g P NPYRSEDR e - T ——
miz{prec) W8 CEVH  Name v Score(lib) ¥ Forward | | Biphenyl| deme | 78 935
| | | Biphenyl | 935
Label ¥ Cpd” V8 DSource VR Name VR Formula ¥R RTYH mz ¥R Score v Score (Lib) 7-|
o} | Cpd 3: iChIcmh\pheny\l 3| LibSearch | 4-Chlorobiphenyl | CWZHBCI; 9.221| 188.0384| 898| 89
@ | Cpd& Methyl paimitate| 2| LibSesrch| Methylpaimitate| C17H3202| 9989) 670442 6958 695|
|| <1 n ] r
} [Z Method Editor: Search Unit Mass Library x || % ||} i|Compound MS Spectrum Results X
i (B} Search Library for Compounds ~| {3 | ¥ ~ 4 H I NS | \AIE b=l
A Lbrary Search | Search Resuits | 108 |Cpd 2: Biphenyl: +El Compound Spectrum (8.037-8.121 min) MSD_mix_dstds_DG_spl200.
Library seection - 1540777
099 3 IC12 0k
€\MassHurier\Lbran'\demol
084
E 2
07
1
L4 064
o by
[ Remove Lic 05 x105 |Cpd 2 Biphenyl: +El Scan (2.037-8 121 min, 26 Scans) MSD_mix_4stds_DG_spi200_02.0
o 044 2067 5 * 1540776
ings | Scoring 03]
4
024
Search crtena
014 2
7] Enable screening 7] Adiust Score i ° o s 13122810493
< n, | ’ p— ; - ; - ; + ; -
205 806 807 208 203 &1 811 10 150 200 280 3o 3|0 400 450 sk sk edo
5 Method Explorer: GC_GTOF._. [ Method Editor: Search Unit M. Counts vs. Acquisition Time (min) Counts vs. Mass-to-Charge (miz)

Puc. 33 OtobpaxeHue coeanHeHuit B dhaine aaHHbix MSD_mix_4stds_DG_spl200_03.D B npeactaBneHuu
cBeseHuin o coeauHenmnn (Compound Details View)

5 Mepekniountecs ¢ npeacrasnedne * Haxmure KHONKY B Compound Details View

Hasuratopa (Navigator View). Ha rMaBHOI NaHenyu UHCTPYMEHTOB.
6 3akpoitte haiin AaHHbIX. a LUlenknute File (Dain) > Close Data  * Y706bI y3HaTb, Kak COXpaHUTbL
File (3akpbitb haitn paHHbIX). pesynbTartbl, cM. «3aaaHue 17.
b LenkHute No (Her). CoxpaHute pesynbTatbl» Ha cTp. 86.
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Mouck v onpepenenune 2

3apanue 14. Havigure coepunenua no MRM (tonbko MRM)

Aaroputm mtoucka coequHeHn mo MRM (Find Compounds by MRM) ompenesiser
coequHeHUs cpeau MaHHbIXx MRM, moJry9eHHBIX ¢ HOMOIIBIO TPOMHOT'O
KBapyHoJIA. AJITOPUTM OCYIIIECTBJISIET ITOUCK COeTMHEHUM, MCIOJIb3Y A
nepexoabl MRM. Bee coeimHeHus, 110/ IyYeHHbIE 9TUM METOJIOM, U3BJIEKAIOTCS

¥ oToOpaskarTcd B crucke coequaennii (Compound List). Coequnenus

He MCKJIIYAIOTCS U3 ITOMCKa HA OCHOBAHUU Pe3yJIbTATOB HHTEIPUPOBAHUA
XpomaTorpaMMbl. Aroputm roucka coeguaeHud mo MRM (Find Compounds

by MRM) M0O:KHO UCIOJIb30BATh TOJIBKO C JAHHBIMH, ITOJYY€eHHBIMUA

c ucroJib3oBaHueM 1epexogoB MRM. Anroputm MRM ucnosbsyeT
HH(OPMALIKIO, KOTOPas MOKeT ObITh HaleHa B (pailjie JaHHBIX, €CJIU

9TOT (pai1 JaHHbIX — MRM.

3apaHue 14. Haiiaute coeaunenua, ucnonbaya MRM (tonbko MRM)

Llar

Moapo6GHbIe UHCTPYKLUK

KommeHntapum

1 Ortkpoiite XxpomaTorpaMmy NofnHoOro
uoHHoro Toka (TIC) ana daiina
nAaHHbix Pest - STD 200 MRM.d.

a Ecnu nporpamma elwue He 0TKpbiITa,
ABaXx/pl LienkHUTe 3Hauyok Mass
Hunter Qualitative Analysis

(KauectBenHnblii anann3 Mass Hunter).
B apyrom cnyvae LienkHUTe

File (®aiin) > Open Data File
(OTkpbITb thaitn paHHbIX).

b Boi6epute chaiin aaHHbix Pest - STD
200 MRM.d B nanke o6pa3Los
thaiinos aaHHbix IX.

¢ CHumute otmetky ¢ nyHkTa Load
result data (3arpy3utb peaynbrarbi)
u Haxkmute Open (OTKpbITD).

* 06wuit pabounit npouecc (General
Workflow) ucnonbayerca npu
pabote ¢ aaHHbiMu X/Q0QQ.

IMpu pa6ote ¢ aaHHbIMKM [X/Q-TOF
MO>KHO Tak>e UCMorb30BaTh
06wmii pabounii npouecc (General
Workflow) unu pa6ouuit npouecc
CKpUHUHra coeanHennii NX/Q-TOF
(GC/Q-TOF Compound Screening
workflow).

; /\ Chromatogram Results =
ie ot G E#C[KADC 3 zl[m]E A KL% % B s e
x103 [+EI TIC MRM CID@™ (™ ->) Pest- STD 200 MRM.D
82 |2 5 5[¢
l
ol
5l
oL L L} L
3 i 5 & 7 g ] 10 1 2 15 6 1 18
Counts vs. Acquisition Time (min)
Puc. 34 Xpomatorpamma TIC u3 chaiina Pest - STD 200 MRM.d
MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMoi n
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2 Mouck v onpepenenue

3apanue 14. Hainaute coeannenua, ucnonbaya MRM (tonbko MRM) (nposonxeHue)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

2 Hacrtpoiite untepdeiic

nonb3osarena AnAa paﬁOTbI

¢ AaHHbIMK X,

3 Tlounck coeanHeHmii
C UCnonb30BaHUEM
anroputma MRM.

Cneayiite MHCTPYKLMAM, ONMUCAHHBIM
B «3asaHue 2. Hactpoiika uHtepdeiica
nonb3oBatena AnA paboTbl

¢ aaHHbIMu [X/MC» Ha cTp. 14.

B okHe 0603peBatena meToA0B
(Method Explorer) Bbibepute Find
(Momnck) Compounds (CoepnHenna)
> Find by MRM (Haiitu no MRM).
Haxxmute kHonky Group transitions
by compound name (I'pynnosbie
nepexoabl N0 MMEHU COEAUHEHUA).
Mepenaute Ha BKknaaky Integrator
(Wnurerparop).

Bbi6epute unterpatop Agile.

{ (5 Method Explorer: Default m

& Chromatogram

: [ Method Editor: Find Compounds by MRM x
i (¥) Find Compounds by MRM =| {3 | ¥ =

+ Spectrum

 General

+ Reports

=! Find Compounds

| Sgnalto Nose.

| Peal Spectum | Fesults |

| Options

A Integrator | Peak Fiters |

Find by Targeted MS/MS

Find by Chromategram Deconvelution

Find by MRM

Find by Integration

+ Find Compounds by Formula

+ Identify Compounds

i Compound Automation Steps.

[ Agie

-Ja-

i

m x| 3

* MoxHo BbI6paTb peruoH
XpoMaTorpaMmbl, B KOTOPOM Bbl
npeaAnonaraeTe HaWTM CoeAUHEHUA.

* Mo>XHo n3Bneyb NomnHblii Habop
pesynbTaToB AnA BbIAENEHHOMO
COoeAMHeHNA NoCNe ero HaxoXaeHna
C MOMOLLbIO MYHKTOB MEHI0
Compounds (CoeauHenunsa) >
Extract Complete Result Set
(N3Bneub nonHblit Habop
pe3ynbTartoB).

Puc. 35 Bknaaka uHterpatopa B pasaene noucka no MRM (Find by MRM) peaakTtopa meTtonoB

(Method Editor)

e Llenknure {i_‘; AnA 3anycka anroputma  * [porpamMmMa KayecTBeHHOro
noucka coeguxenuit no MRM (Find aHanusa (Qualitative Analysis)
Compounds by MRM) B chaiine aaHHbIX. Haiaet 28 coeamHeHui,

f Tpu HeobxoaMMOCTH LLENKHUTE YI0BNETBOPAIOLIMX 3a4aHHbIM
komaHay View (Mpocmorp) > YCMOBUAM.

Compound List (Cnucok coeanHenui).

g Ecnu Heobxoaumo, wenkHute View
(Mpocmorp) > Compound Identification
Results (Peaynbratbl onpegenesma
COeMHeHMWiA).
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Mouck v onpepenenune

3apanue 14. Hainaute coeannenua, ucnonbaya MRM (tonbko MRM) (nposonxeHue)

2

LWar Moapo6Hble MHCTPYKLUK

KommeHntapum

4 Wsyuute coeamHenus. Cm. Puc. 36 a
Ha cTp. 74.

Bbi6epute 2 B none Maximum number
of list panes (Makc. konuuecTBo
naHeneif cnucka) Ha naHenu
MHCTPYMEHTOB pe3ynbTaToB creKTpa
MC (Spectrum Results).

LlenkHute 3Hayok Automatically
Show Columns (ABTomatuuecku
noka3blBaTb cTON6LbI) B OKHe crucka
coeanHeHuii (Compound List) u B okHe
pe3ynbTaToB ONpeAenieHUA CoeanHeHN
(Compound Identification Results).
LlenkHute Ha NepBoM coeaMHEHUM

B OKHE HaBMraTopa no AaHHbIM

(Data Navigator).

[Mpun akTMBHOM OKHe HaBuratopa no
naHHbIM (Data Navigator) ucnonbayiite
KNaBuLLM CO CTperikamu AnAa
nepeKnioyeHUa COeAMHEHMNIA.

* B okHe pe3ynbTatoB onpeaenexus
CoeAMHeHuA B cTonbue
«Poautenbckuii (Metoa nonyyeHus)»
(Precursor [Acq Method])
oto6pa3nTcA poANUTENbCKUIA UOH,

a B cTon6ue «[ouepHuii (Metog
nonyyenusa)» (Product [Acq Method))
0T06pa3nTCA A0YEPHUIA UOH.

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMoi
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2 Mouck u onpepenexne

3apanue 14. Hainaute coeannenua, ucnonbaya MRM (tonbko MRM) (nposonxeHue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum

Agilent MassHunter Qualitative Analysis 8.06.00 - Default.m EI@
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Cenfiguration Tools Help

i 2 dagh-MEIFI9-0] L |ﬂ4p\j§]&ﬂ % [@]E] % & | B[ Nevigator View | Compound Details View

i %A Data Navigaor x H@Cwmmihﬂ L
Sor by Data Fie M ically Show Columns || P | S Sl | @ &\\ |

- STD 200 MRM.D

E ShowHide & Cpd’ W8 IDSotrce ¥4 Name T4 RT V8 miz V8 Polsrity 78 Height V5 Widh ¥4 miz(prod) T8 CE W& Algorithm ¥,
5] E] Acq| trifualin| 5863|  306]  Pesitive 57388  Di1gs 264 10 MR
Acq| chlorpropham | 558|  213|  Positive 76755 0.143 71 5 WF

BHC Beta| 6645 Fositive 65583 0122 183 10 WF
Cpd 1: Dichlorvos
Cpd 2: propaxur L
Cod 3 trifluzlin e
Cpd &: chlorpropham

Cpd 5: BHC Beta { 73 Compound ldentification Resuls: Cpd 6: Carbofuran x
Cpel e & 8] Automatically Show Columns | 5] | G Saf | @ & [

Ced & BHC gama delia N
Cpd 3: chlorpyriphos methyl

Positive
Pesitive | | 7 79| A

I
=

diazinon|

1D Techniques Applied 8

Cpd 10: malaoon e
EWE ’””f'fhz"“" Score (Aca) 8 Precursor (Aca) ® Find by MAM Productlon 8 Best™ & Name & Score® RT & 1D Source &
:Eu it P | 100| 16| G | Carbofuran| 100 6554 Acq
Cpd 14: pendimethalin
Cpd 15: mecarbam
Cpd 18: isofenphos-methyl - ||"Zi Chromatogram Results G Compound Identification Results: Cpd 6: Carbofuran |
; [Z4 Method Explorer- Defaultm x ||} [ Method Editor: Find Compounds by MRM x i 1]| MS Spectrum Results x
# Chromatogram A ~|l ® Find Compounds by MRM +| £ | 9 » 0 (e tla@BuC[EA0e 20
Spectrum Signal to Noise | Peak Spectum | Results I x104 Cpd 5: BHC Beta: +El MRM:1 (6.584-6.707 min, 19 Scans) CID@™ (219.0000 -> =) Pe.  *
Options A Integrator Peak Fiters 24 1830000
+ General
Integrator selection - 159 3
'+ Reports lﬂg\\e v].7 1 =
£ Find Compounds 059
= = 04
Find by Targeted MSMS a4 %104 |Cpd 6: Carbofuran: <l MRM:2 (6.492-6.683 min, 23 Scans) CID@™ (164,000 -> ) P.
Find by Chromatogram Deconvolution Ey 145.0000
Find by MRM A i 2]
Find by Integration F- 1
'+ Find Compounds by Formula | @
Jdexify Comvmes | SR e ettt B
/*| Compound Automation Steps B K i D it Spectral Difference Results 1| MS Spectrum Results
Puc. 36 Towuck no pesaynstatam MRM
5 3akpoiite thaiin aaHHbIX. a Lenknute File (Daiin) > Close Data  *+ Y706bI y3HaTb, Kak COXpaHUTb
File (3akpbitb haiin paHHbIX). peaynbTatbl, cM. «3aaaHue 17.
b LlenkHute Close (3akpbiTb). CoxpaHute peaynbTatbi» Ha cTp. 86.
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Mouck v onpepenenune 2

3apanue 15. Haligute coeaMHeHUa No MHTETPUPOBAHUID

AJropuTM IIoHCKa coequHeHUH 110 nHTerpupoanuio (Find Compounds by
Integration) onpesnesisieT coeUHEHNS HA OCHOBAHUU PE3YJIbTATOB
uHTerpupopanusa. CoefuHeHUE CO3JaeTCd /I KaKI0T0 MUKA, OIpe e IeHHOTO
HHTErpaToOpPOM.

3apaHue 15. Haiiaute coeanHeHua, Mcnonbaya UHTErpupoBaHue

LWar

Moapo6HbIe UHCTPYKLUK

KommeHntapum

1 Ortkpoiite xpomatorpammy
nonHoro noHHoro Toka (TIC)
Ana aiina faHHbIX
MSD_mix_4stds DG_spl200_03.D.

a Ecnu nporpamma elue He oTKpbiITa,
ABaxKAbl LienkHuTe 3Hayok Mass
Hunter Qualitative Analysis
(KauectBeHHbIii aHanus Mass Hunter).
B apyrom cnyvae wenkHute File
(®aiin) > Open Data File (OtkpbITh
thaiin panHbIX).

b Bebi6epute chaiin aaHHbix Pest - STD
200 MBRM.d 8 nanke o6pasuos taiinos
AaHHbIx TX.

¢ CHumwute oTmeTKy ¢ nyHkTa Load result
data (3arpy3utb pe3synbrarbl)

u Haxkmute Open (OTKpbITD).

* 06wuit pabounit npouecc (General
Workflow) ucnonbayerca npu
pabote ¢ aaHHbiMu 'X/Q0QQA.

IMpu pa6ote ¢ aaHHbIMKM [X/Q-TOF
MO>KHO TaK>Ke UCMONb30BaTh 06LLMI
pa6ounii npouecc (General
Workflow) unu pabouuit npouecc
cKpuHuHra coeaunenuin X/Q-TOF
(GC/Q-TOF Compound Screening
workflow).

i /A Chromatogram Resulls
A

ia ot Q[Ew €[a]a o e

1z e [ 2% 62 (%)% % |

a3

Minutes

%107 |+ TIC Scan MSD_mix_dstds DG_spl200_03.0
o

05

L

L

55 3 65 7 75

g 85 9 95 [ 105 1 115

Counts vs. Acquisition Time (min)

Puc. 37 Xpomatorpamma TIC us chaitna MSD_mix_4stds_DG_spl200_03.d

2 Hacrtpoiite uHtepdeiic
nonb3oBatens AnA pa6otbl
¢ AaHHbIMK X

+ Cneayiite MHCTPYKUMAM, ONUCAHHbIM
B «3asaHue 2. Hactpoiika uHtepdeiica
nonb3oBatena Ana pa6otbl
¢ aaHHbIMM [X/MCy» Ha cTp. 14.

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMmoi 75
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2 Mouck v onpepenenue

3apanue 15. Hailaute coeanHeHuMA, UCNoNb3ya HTErpUpOBaHUeE (NPoAONKeHUE)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

3 lownck coeanHeHni
C UCMOsb30BaHUEM anroputma
MHTErpUpPOBaHMA.

a B okHe o6o3peBatena meToa0B
(Method Explorer) Bbi6epute Find
(Mouck) Compounds (Coeaunenna) >
Find by Integration (Haittn no
MHTETpUPOBaHMUK).

b Bbi6epute nnterpatop MS/MS (GC)
(MC/MC (IX)).

! (54 Method Explorer: Defaultm x Hi@mﬂmﬁﬁm Find Compounds by Inlegration x
| Chromatogram “|| ® Find Compounds by Integration =| {3 | ¥ = 4 - | Method Items =
| Spectrum | Adiust Delay Time | Peck Spectum Exraction | Crerge Siate | Resuts |
= A tegrtor | PeakFites | Chromatogram Bxraction | Exclude Massfes) |
1 General

Integrator selection =
| Reports
i [ms/ms &0) -la
= Find Compounds

2 Options |

Find by Targeted MS/MS
Find by Chromatogram Deconvelution

Find by MRM

Find by Integration A

| Find Compounds by Formula

7 1dentify Compounds

7 Compound Automation Steps. -

This is 2 parameter less integrator.

* MosHo BbiGpaTb pervoH

XpomatorpaMmbl, B KOTOPOM Bbl
npeAnonaraere HauTu CoeAUHEHUA.

* MoxxHo u3Bneyb NonHbli Habop

pesynbTaToB AnA BblAENEHHOT0
COeJMHEHMA NMOCIIE er0 HAX0X/AEHMUA
C NOMOLLbIO NYHKTOB MEHI0
Compounds (CoeauHenua) >
Extract Complete Result Set
(N3Bneub nonHblit Habop
pe3ynbrartoB).

Puc. 38 Bknaaka uHterpatopa B pasaene noucka no uxterpuposanuio (Find by Integration) peaaktopa

metoaos (Method Editor)

¢ Lenkuure () ana sanycka anroputma
noucka coegvHeHuii no
unterpupoBanuto (Find Compounds
by Integration) B chaiine AaHHbIX.

d Mpn Heo6XoAMMOCTH LLENKHUTE
komaHay View (Mpocmorp) >
Compound List (Cnucok coeanHenui).

« [lporpamma KayecTBEHHOIO aHanu3a
(Qualitative Analysis) HaiiaeT
6 coeanHeHWiA, ya0BNETBOPAIOLLINX
3aaHHbIM YCIOBUAM.

76
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Mouck v onpepenenune

3apanue 15. Hailaute coeanHeHuMA, UCNoNb3ya HTErpUpOBaHUeE (NPoAONKeHUE)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

4 Wsyuute coeamHenus. Cm. Puc. 36 a
Ha cTp. 74.

Bbi6epute 2 B none Maximum
number of list panes (Make.
KONMYecTBO NaHenei cnucka) Ha
naHenu MHCTPYMEHTOB pe3ynbTaToB
cnektpa MC (Spectrum Results).
LLlenkHute 3Havok Automatically
Show Columns (ABTomatuuecku
noka3blBaTb cTON6LbI) B OKHe crucka
coeanHeHuii (Compound List).
LLlenkHuTe Ha NepBOM COEAMHEHUU

B OKHE HaBMraTopa fno AaHHbIM

(Data Navigator).

[Mpu akTMBHOM OKHe HaBuratopa no
nanHbim (Data Navigator) ucnonbayiite
KNnaBuLLM CO CTpenkamu AnA
nepeknyYeHna coeAMHEHUN.

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMmoi

KauyecTBeHHoro aHanu3sa ana XXX/MC

77



2 Mouck u onpepenexne

3apanue 15. Hailaute coeanHeHuMA, UCNoNb3ya HTErpUpOBaHUeE (NPoAONKeHUE)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum

Agilent MassHunter Qualitative Analysis B.06.00 - Default.m =
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

(3l sl aFEE 9 R[R][EE][A] [ #] 5 ) A s i GRS % & | & [ NavigstorView | B Compound Desils View

{ 24 Data Navigator x”@c.-m.du X
Sort by Data File - ‘Automatically Show Colurnns | 14|/ G | G2 G | @ | 52 5 \l i 1]
=1 [9] MSD_mix_4sids_DG_spl200_03 D =

ShowiHide +# Cpd’ v File V8 RT ¥R Polarity v Width V-2 BasePesk Y8  Algorithm V&  Label ¥+

=M@

er Chromatograms

An +TIC Scan

MSD_mix_4stds_DG_spl200_ 03D 5. Find by Integration 3 B
2| MSD_mix_éstds_DG_spl200 03D BOB1|  Fosifive| 0015 154.0763 | Find by Integration| Cpd 2: 8.061 ‘s
3| MSD_mix_4stds_DG_spl200_03D 8113 Positive 0 78.0467| Find by Imegration| Cpd3: 9,113,
4| MSD_mix_&stds_DG_spl200_03.0] 9221 Positive 0018 188.0377| Find by Integration]  Cpd 4:9.221
| 5| MSD_mix_dstds_DG_spl200_03D| 9988 Fositive 0 780483 Find by Integration| Cpd 5 9.928| -
< i ] »
i /A Chromatogram Results x

(2o tlaEwl ClEaloc 1o e[T]d A 2B % K s Mine =

%107 |+EI TIC Scan MSD_mix_4stds_DG_spl200_03.0

Oeeaa

55 6 65 3 75 2 85 9 95 10 105 1 15

Counts vs. Acquisition Time (min) -
 [£} Method Explorer: Defaultm % ||} [ Method Editor: Find Compounds by Integration x ||} 1l MS Spectrum Resutts x
[+ Chromatogram *| (® Find Compounds by Integration ~| {3} | ¥ r (4 -| Method ltems ~ G SRS @M\Q\A\O @ 2 '\JE !
Spectrum Adust Dely Tme | Pesk Spectum Edtction | Chamge State | Resuks ||| x10% |+El Soan (55585565, 5,558-5.608 min, 7 Scans) MSD_mix_tstds_DG_sp..|
A Integrator | Peak Fiters | Chromatogram Bxiaction | Exclude Mass(es) |
+| General 29
Integrator selection u 2070300 =
ZResocts [Ms/ms Gy ~a &
= Find Compounds | l 281 0478 " i
=l o 0 [ . i 0842
: 7 Iptions =
Find by Targeted MSMS %104 +El Scan (8 044, 2.088-8.091 min, 4 Scans) MSD_mix_4stds_DG_sp.
Find by Chromatogram Deconvolution This is 2 parameter less integratar. 1840769
Find by MRM &
Find by Integration A 2 T

[+ Find Compounds by Formula

{1,: bty ¥

50 100 150 200 250 300 350 400 450 500 550 600

Identify Compounds
Counts vs. Mass-to-Charge (miz) -
¥ Compound Automation Steps = = ||| Spectral Difference Results: Cpd 1 ]| MS Spectrum Results

Puc. 39 Tlouck no peaynbTatam MHTErPUPOBAHUIO

5 3akpoiite thaiin aaHHbIX. a Lenknute File (Daiin) > Close Data  *+ Y706bI y3HaTb, Kak COXpaHUTb
File (3akpbitb haiin paHHbIX). peaynbTatbl, cM. «3aaaHue 17.

b LlenkHute Close (3akpbiTb). CoxpaHute peaynbTatbi» Ha cTp. 86.
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Mouck v onpepenenune

3ananue 16. Co3paiite hopmynbl U BbINONHMTE NOMCK CNEKTPOB
nukoB B 6ubnuoreke

B mporiecce BBIIOJTHEHU 3TOTO 3aJaHUA OYAyT CHAYa/Ia OCYIIEeCTBIAThCI
WHTErpupoBaHHe U U3BJIeYeHHEe CIIEKTPOB IMUKOB U3 pailjia JaHHbIX
I'X/Q-TOF. A moToM, co3gaBaThbCs BO3MOKHbBIE POPMYJIBbI IJI KasKIOT0O
CIIEKTPa IIHUKOB.

3apanue 16. Cozpaiite hopmynbl 1 BbINOMTHUTE NOMCK CMEKTPOB NMUKOB B 6UbNUoTEKE

LWar Moppo6Hble MHCTPYKLUMU

Kommenrapuu

1 Orkpoiite TIC ana chaiina gaHHbIX @
MSD_mix_4stds_DB_spl200_03.d.

2 |nTerpupoBaHue u U3BneYeHue a
CMEKTPOB MUKOB.

Ecnu nporpamma ele He oTKpbITa,
ABaxKAbl LienkHuTe 3Hayok Mass
Hunter Qualitative Analysis
(KauectBenHblit ananus Mass Hunter).
B apyrom cnyvae wenkHute File
(®aiin) > Open Data File

(OTkpbITh thaiin paHHbIX).

Bbibepute thaitn gaHHbIX
MSD_mix_4stds_DB_spl200_03.d

B nanke 06pasuoB ¢ainos aaHHbIX IX.
CHumute otmeTKy ¢ nyHkTa Load result
data (3arpy3utb pe3aynbrarbl)

u Haxxmute Open (OTKpbITh).

LenkHute Chromatograms
(Xpomartorpammel) > Pasaen
uHterpuposanua (MC) B okHe
o6o3pesarena metoaos (Method
Explorer).

Mepeiiaute Ha Bknaaky Peak Filters
(OunbTpbI NUKOB).

Haxmurte kHonky Peak height (Bbicora
nuka).

OtmetbTe nyHkT Relative height
(OTHoCMTENbHAA BbICOTA).

Otmertbte nyHkT Limit (by height) to the
largest (Orpannuuts (no BbicoTe) A0
MaKCUMyM) 1 BBeauTe 3HaueHue 4.
Bbi6epute nyHktbl Chromatograms
(Xpomarorpammbli) > Integrate and
Extract Peak Spectra (/uterpupoBarb
¥ U3BNeYb CNeKTPbl NMMKOB).

* Ecnu nyHkr Load result data
(3arpy3utb pe3synbrarbi)
HEeAOCTYNeH, 3T0 3HaUUT, 4To
pesynbTatbl He 6bIN COXPaHEHbI

B (haiine AaHHbIX. CM. «3azaHue 17.

CoxpaHuTte peaynbTaTtbl» Ha cTp. 86
ANA NofyYyeHUA MHCTPYKLUMIA Mo
COXpaHEHWI0 Pe3ynbTaTos.
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2 Mouck v onpepenenue

3apaanue 16. Cospaaiite hopmyrbl M BbINOMHUTE NOUCK CNEKTPOB NMUKOB B 6ubnuUoTEKE (MPoAonKeHue)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

3 TeHepauma hopmyn Ana KaXKaoro
CMeKTpa MUKOB.
Mpocmotp cnucka peaynbTaTos
onpejerneHua cnekTpa.
3akpoiite 0KHO pe3ynbTaToB
cnektpa MC (MS Spectrum
Results).

Moackaska. [inA nonyyeHuna Takmux
Xe pesynbTatos, kak B Puc. 41,

yb6eautecb, YTo AnNA U30TOMHOM MOAENK

BbI6paHo 3HayeHne Common organic
molecules (MpocTbie oprannueckue
MOneKynbl).

a B okHe o6ospesatena metoaos (Method

Explorer) wenkuute Identify Compounds
(Onpepenutb coepunenun) > Generate
Formulas (Co3patb chopmynbi).

B okHe peaakTtopa metoaos (Method Editor)

nepeiiaute Ha Bknaaky Charge State
(3apapoBoe coctoanue) u BbiGepute
Common organic molecules (MpocTble
opraHuyeckue MoneKynbl) B KauecTse
M30TOMHOM MoZenu.

B okHe HaBuratopa no AaHHbIM

(Data Navigator) Bblaenute Bce CneKTpbl
B pasaene User Spectra
(Monb3oBarenbckue cnextpbl).

LLlenkxute komaHay Identify (Onpeaenuts)

> Generate Formulas from Spectrum
Peaks (Co3patb thopmynbl no nukam

CNEKTPOB) UnM HaxkmuTe KHonKy Generate
Formulas from Spectrum Peaks (Co3patb

thopmynbI no nukam cnexTpoB), {_t}
yT06bI 3aMyCTUTb ANTOPUTM.
Ecnn Heobxoanmo, LienkH1Te 3HauoK
Spectrum Identification Results
(Pesynbtatbl onpeaeneHua cnekTpos)

k4 unu komanay View (Mpocmorp) >
Spectrum Identification Results
(Peaynbrartbl onpepenexna cneKkTpoB).

B OKHe pe3ynbTaToB onpeeneHms CnekTpoB

(Spectrum Identification Results) Haxxmute

kHonky Automatically Show Columns
(ABTOmMatnuecku nokasbiBatb CTONOLbI)
Ha MaHeny UHCTPYMEHTOB.

LLlenknute sHavok Hide Empty Columns
(CkpbiTb nycTble cron6upl), [, B okHe
pesynbTaToB OnpeAerneHuA CriekTpoB
(Spectrum Identification Results).
Boi6epute C6 H13 kak Best (Jlyuwmit)
pesynbrar.

PassepHure Tabnuuy Ans atoro pasa.
3akpoiite 0KHO peJakTopa MeToA0B
(Method Editor).

Paccmotpute chopmynibi u TMMbI MOHOB,

KOTOpble 0T06paSﬂTCH noBepx MHOIMX NUKoB

B OKHe peaynbTaToB cnektpos MC
(MS Spectrum Results). ®opmynbi 1 TURbI
MOHOB MMEIOT TOT XKE LIBET, YTO U CMIEKTPbI.

porHosupyemyio creneHb
pacnpocTpaHeHHOCTU M30TOMNOB
MOXHO YBUAETb Ha CMEKTPaNbHOM
rpachuke, ecnu npubnuauts
COOTBETCTBYIOLLUME 3HAYEHNUA M/Z.
[ina nonyyeHua AONONHMTENbHOM
MHC(OPMaLMM CM. OHMaWH-CNpaBKy
(Help).

3nayok Run (3anyctus) ()

Ha NaHenu UHCTPYMEHTOB OKHa
penaktopa metoaoB (Method Editor)
MHOrAa No3BonAeT BbiGpaTh AeiicTBME
U3 CMcKa BO3MOXHbIX AENCTBUN.
Hanpumep, Bbi6op komaHabl Run
(3anycTtutb) B aTOM pasaene Aaet
BO3MOXHOCTb BbINOMHEHUA ABYX
AeiictBuid. Ecnu wenkHyTb cTpenky,
noABUTCA CMIUCOK eACTBUM, KOTOpbIE
MO3KHO Bbi6paTb. Bbibop HoBOrO
[EeNCTBMA U3 CMMCKa MeHAeT
npeablAyLLee AeHCTBUE N0 YMONYaHHUIO.
Ecnu cpasy Haxatb kHonky Run
(3anycTutb), BEINONHKTCA AelicTBUE

M0 YMONYaHuH0.

LLinpuna cTonbua nameHserca nytem
nepeTackMBaHMUA NUHUM, KOTOpan
pasaenaet cocefHue cTonbupl.
Cron6eu MOXHO nepeABUHYT.

[na atoro nepertaiimTe 3aronoBok
cton6bua.

Ynanutb ctonbew MoXHo, ecnu
wenkHyts Remove column (Yaanutb
cronbew) B KOHTEKCTHOM MEHI0
Tabnuubl.
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Mouck u onpepenenue
3apanue 16. Cospaiite hopmynbl ¥ BbINONIHUTE NOMCK CNEKTPOB NUKOB B Gubnuoreke

3apnanue 16. Cospaaiite hopmyrbl M BbINOMHUTE NOUCK CMEKTPOB NMUKOB B 6UbNMUOTEKE (MPOAONKEHNE)

2

Lar Moapo6HbIe MHCTPYKLMU Kommentapuu

_au,num.

= M ! sm ]
B ME0.mix Srice.OC o Besl T€ I Source T4 r-.mla T Soeces TE f
™ Cl
Species. T miz T8 Score {1k, sher) T+ Score (mass] T Score (MFG. MSMS) T+ Score (M5} T+ Score (MFG)Y T+ Score (ino. sprarg) T+ Hey
s M ]!&I[m ) | sz | [ |z|s
il 1 Sean (DTS BIED min) ub he) ) Cale B iisight Sun
ial ¢ min] -
[F] Backgroumd Specirs el i”"“* -
| Compesmds 38 1096 [F] ] sa n'm
[l Matihed Sequerces 402 §7.108 19 02
Besl T+ DSuce TH  Fomuls T4 Speaes TH mie T Sooe’ T8 D (ppn) T8 Scoe (MFG) T
[} | = | MFG. | c5H1 | {70061 | | 632 | %31 |
+ m, 3
e |
: i
; |a 0 e 2 =lmflehE S %)% % 5
,121 C6 H13 <1 Scan (5 568, 5586 man, 7 Scarm) MSD_nux_Seide_DG_spid00_03 0 Scbiract 3
5 =01
2 16 13k
15 £3.0852
[CEHT1Tj» &
1 2o ["-"""i' 1
BLOT0Y (06 HIge 96,1084 SICAA e SAGEE S40411
05 06 Ml | [CEHige [CTHT=  [CTHEl  |C7 HBs (C6 HE Ol
n Il L
213 El Sean (B037-0.044. 8.008-8.11 min. 13 Scens) MSD_mix_&sids_DG_scl200_03.0 Subirect
21 0has
15 B51011 &7 e
1% [CEHIN.
1
a7 RO gapyry S3lEE ET
| Wik EopE [C7 Kl
05 I8 Hae Co o P 060147 gTORaS =
0z rcsnm [E7Hil | ST 3 54,0471
ol A \ . 1 | | el e 2 L | il
805 aimamnmamasmsﬁsa:n!swasmmsususms\.snmnmmmﬁ
Counts ve. Mage-te-Change (miz) =

Puc. 40 Cospaiite pesynbTatbl hopmyn ana nukos 1-4
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2 Mouck v onpepenenue

3apaanue 16. Cospaaiite hopmyrbl M BbINOMHUTE NOUCK CNEKTPOB NMUKOB B 6ubnuUoTEKE (MPoAonKeHue)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

4 BbInonHuTte NoUCK CNekTpos AnA
nukoB 1-4 B 6ubnuoteke.

5 lameHute BuaUMbIE CTONGLbI.

a B okHe HaBuratopa no aaHHbiM (Data

Navigator) wenkHute User Spectra
(Monb3oBarenbckue cnexrTpbl).

B okHe o603peBatensa metogos (Method
Explorer) wenkuute ldentify Compounds

(Onpenenutb coepnHenuna) > Search

Unit Mass Library (Mouck B 6ubnuoreke

MaccoBoii XapaKTepUCTUKMN MUKOB).
Y6eautecs, yto 6ubnuoteka BbibpaHa
MpaBUIbHO.

Bbi6epute Identify (Onpenenurs) >
Search Library for Spectra (Mounck
cnekTpoB B 6ubnuoreke) B rmaBHOM
MEHI0.

3akpoiiTe 0kHO pesakTopa METO/0B
(Method Editor).

LLlenkHuTe NpaBoit KHOMKO MbILLIK
Ha OKHe pe3ynbTaToB onpejeneHuna
cnekTpoB (Spectrum ldentification
Results), a 3aTem LienkHuTe
Add/Remove Columns ([o6aButb/
Ypanutb cron6ubl). B avanorosom
okHe «(Enhanced) Add/Remove

Columnsy («(PacwmpenHbie) o6asuts/
Ynanute cTon6ubi»), oTMeTbTe CTON6LbI
Aana otobpaxenua. Haxxmure kHonky OK.

3akpoiiTe 0KHO peaakTopa MeTo/0B
(Method Editor).

LlenkHute 3Hayok Hide Empty Columns
(CkpbITb MycTble cTONGLbI), Iﬂﬁl B OKHE

pesynbTaToB onpeAeneHnA CrekTpoB
(Spectrum Identification Results).

Paccmotpute hopMynbl U TUMbI MOHOB,
KoTOpble 0T06pa3ATcA NoBEpX KaXAoro
nuKa B OKHe peaynbTatos cnekTtpos MC

(MS Spectrum Results).

Peakrop metoaoe (Method Editor)
OTKPbIBAeTCA aBTOMATUYECKM NpK
Bblbope pa3aena B o6o3pesatene
metogoB (Method Explorer).

[Mpu yaanexnum cronbua, KoTopbii
COZeP>XUT AaHHbIE, C NOMOLLbIO
komaHzabl Remove Column (Yaanutb
cron6eu), nporpamma aBTOMaTM4YeCKu
oTo6pasuT atoT cTonbeLl, ecrnu
BKntoyeHa yHkuma Automatically
Show Columns (ABTomaTtnueckm
nokaabiBatb cTon6LbI).

Anroputm LibSearch umeet 6onbuioit
BEC B pasaene KOMOUHUpPOBaHMA
pesynbtatoB onpegenenua (Combine
Identification Results) atoro metoaa.
Mo>xHo BpyuHyto BbIGpaTh NyyLLmit
pesynbtat MFG unu usmenuts metoa
KOMOWUHUpPOBaHUA PE3yNbTaToB
onpejeneHua.
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Mouck u onpepenenne 2

3apanue 16. Cosaaiite opmyrbl M BbINOMHUTE NOUCK CEKTPOB NUKOB B 6UbNMoTEKE (MPOAONKEHME)

Lar Moapo6HbIe MHCTPYKLMU Kommenrapuu

] Agilent MassHunter Qualitative Analysis B.06.00 - GC_QTOF.m E=R ==
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help
(3 d sl aFER 9 R[] [EE (Al [u]#] s i G 6 B[R | & [ NavigstorView | B Compound Desils View
% Data Navigator | : 8044 .. min) Sub x
Sort by Data Fis = |\¢ [ Automatically Show Columns | #8168 5 | Gt G | @ @ I[ee]
—

£ [¥] MSD_mix_zstds_DG_spl200_03.D
]

[y + Sean (5,568, 5.595 min) Sub.

TP - Scan (8.037-8.044 . min) Sub

1t +Scan (9.203 .. min) Sub

Best ¥# IDSource TH Formula Y8 Species TR miz V8 Score™ T8 Diff ([ppm) W8 Score (MFG) ¥ 8

=l o LibSearch-MFG C12H10 M+ 154.0769 762 402 95.56

Name W- Library 78 Num Pea

|7

\ Biphenyl \ demal

o »

2 Species T miz ¥ Score (iso. sbund) T+ Score (mass) T4 Score (MFG, MSMS) T4 Score (S) W+ Score (MFG) ¥ ¥+ Score (iso. spacing) ¥+ Abu

Ae A '5?5"[55;”'533 ook B M | 1540769 | 88.12 |54 | 9556 3556 23 187!
Oc Height (Calc) ¥+ Height Sum ¥+ Height % (Calc) T8 miz (Calc) ¥+ Diff (mDa) 78 Height 7+ Height % ¥R Height Sum % ¥ miz ¥+ D
&l 19758.8 7.8 100 1540777 08 18304 | 100 862 1540769 | 5
25672 115 X 85,0811 0 7663 | 143 23 55,0811 | <

1555 07 [B e 2% 5 3 156.0869 | -1

57 0 [} 570879 |37 546 [} 02 T57.0876 |

Best 78 IDSource T8 Formuls W Species Y4 miz W Score¥ - Diff (ppm) W8 Score (MFG) ¥4

U= i

/. Chromatogram Results 1} Spectrum Idenification Resulls: + Scan (8.037-8.044 _min) Sub |

: [} Method Explorer: GC_QTOF.m

i 11| MS Spectrum Resulis

ie e tlaB s g [Ealoc 1 xm]H]E D% % B el

Combine |dentification Results

[+

und

GC/Q-TOF Compound Screening A || xi0+ [Biphenyl: +EI Scan (8 037-2.044 B.088-8.118 min, 13 Scans) MSD_mix_4stds_DG_spl200_03.0 Subtract

224
Chromatogram A 2
'+ Spectrum 1.8
4] General 164 1 [ B
« Repors I / \ .
7

3 124

¥l Find Compounds: 1 - N
Find Compounds by Formula A 0.8 N /

064 76,0311 R s
= Identify Compounds ]| CB Hape 1[15 39
Search Unit Mass Library 4| 024 l : ] 2070311 2530146 331.0601
Generate Formulzs i 0-bithic dalll debndidaudllll L colaa s

60 @ 100 120 10 160 160 200 250 2d0 200 200 300 200 o 200 Mo 4o 420 sdo 4% 480 sbo sk sko Sho 5H0

Counts vs. Mass-te-Charge (miz)

it Spectral Difference Results: + Scan (2.037-8.044 _ min) Sub_gl] MS Spectrum Results

Puc. 41 Pesynbratbl noucka B 6ubnuoteke (Library Search) u reHepaumu chopmyn (Generate Formulas)
ANA CNeKTPoB NepBoro nuka
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2 Mouck v onpepenenue

3apaanue 16. Cospaaiite hopmyrbl M BbINOMHUTE NOUCK CNEKTPOB NMUKOB B 6ubnuUoTEKE (MPoAonKeHue)

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

6 Paccmotpute peaynbratbl ana a
KaXz0ro cnekTpa B okHe nukos MC
(MS Peaks One).

Wenkuute View (Mpocmortp) >
MS Spectrum Peak List 1 (Cnucok 1
cnekTpoB nukos MC).

+ OparmeHTapHble MOHbI 0TO6GpakatoTcA
3€eM1eHbIM LIBETOM B OKHE pe3yrnbTaToB
cnektpoB MC (MS Spectrum Results).

b LUWenkHute npaBoit KHONKOW MbILLK, + [one tuna noxos (lon Type) moxer
a 3atem Bbl6epute Add/Remove UMeTb 3HAYEeHUA: MONEKYNAPHbIA
Columns (Jdo6asutb/Yaanute ctonbuel).  (Molecular lon), dhparmeHTapHbiii
¢ Y6eautech, uto cTonbupbl, 0To6paskeHHble (Fragment lon) unu 6bITb NycTbiM.
8 Puc. 42, rakxe npucyrcraytor B cnyuae dparmeHTapHbIX MOHOB
B cnucke Show these columns (Fragment lon) B cTon6ue chopmynbi
(Mokasartb 3atu cTon6ubi). notepb (Loss Formula) u maccel
d BbinonHute copTupoBky no ctonbuy notepb (Loss Mass) oto6paxatotca
lon Type (Tun noHoB). ¢hopmyna u macca, HeobxoauMble
e Ecnu tun noHoOB - hparmeHTapHbIi ANA NonyYyeHUs Takoro UoHa U3
(Fragment lon), chopMynbl M TUNbI MOHOB  MOMNeKyNApHoro uoHa. «®opmynel
oTobpaxkatoTcA 3eneHbIM LBETOM Ha ¥ TMMNbI MOHOBY OToBpaxkaeT
KaXkioM N1Ke B OKHEe pe3yrbTaTtoB uHchopmaLmio AnA 3TOTO MOHa.
cnektpoB MC (MS Spectrum Results).
1} MS Peaks One: +Scan (8.037-8.044 ... min) Sub x
miz & Species @ Abund A Abund % 1 Z8 Formula Diff (ppm) ®  Formulz & lon Species 0 Loss Formulz 48 Loss Mass 5 lon Type ¥ -8 =
154 0769 M+| 19390.38 100 1| Ci12H10 502 | [C12 H10}+ Malecular lon ‘
155.0811 M+| 276628 1427| 1| C12H10 -029| [C12 H10}+ Melecular lon =
156.0869 M+ 95 97 | 153 1| C12H10 -16.58| [C12 H10}+ Molecular lon ‘
» [ E1038 [ LEI 504 1 CiHs 3024 | [C3 HEj+ 113 Fragment lon 7
43.085 M+ 866.15| 4470 1 C3H7 -17.85| [C3H7}+ m Fragment lon
500158 M+ 729.18 376 1 C4H2 -14.44| [C4 HZ}+ 1041 Fragment lon
51.0224 M+| 209354 108 1 CaH3 975 [C4 H3J+ 1031 Fragment lon
520275 M+ 210,44} 16 1 C4H3 -22.03| [C4 H3] 1031 Fragment lon
52.02%8 M+ 183£| 095 1 C4H4 19,09 [C4 H4l+ 102 Fragment lon
53.0388 M+ 182,17} 078 1 C4H5 -4.42| [C4 HE}+ 101 Fragment lon
540472 M+ 183.45) 095 1 C4HE -14.24| [C4 HE]+ 100 Fragment lon
55.0551 M+ 63113 3% 1 C4H7 -1571| [C4HT]+ 9 Fragment lon
56.0626 M+ 404,95 208 1 C4HS -963| [C4 HE}+ 98 Fragment lon
620152 M+ 1 092 1 C5H2 -145| [C5 H2}+ 921 Fragment lon
630234 M+| 102198 527 1 C5H3 -7.31| [CE H3}+ 911 Fragment lon
64.0309 M+ 51123' 284 1 C5H4 -3.01| [C5 H4J+ 80 Fragment lon
65.039 M+ 670.14| 346 1 C5H5 -6.86| [C5 HB]+ a9 Fragment lon
67.0548 M+ 609 95| 315 1 C5H7 -8.15| [C5 HT}+ 87 Fragment lon
69.0706 M« 141151 728 1 C5H9 -11.16| [C5 HY}+ 85 Fragment lon
70.078| Me 519.14} 268 1 C5H10 -365 ICS H10}+ & Fragment lon
740157 M+ 238.29| 432| 1 C6H2 -7.82| IC6 H2J+ 801 Fragment lon
75.023) M+ 928.71 479 1 CE6H3 -0.85| [C6 H3J+ 791 Fragment lon -
Puc. 42 Ta6nuua 1 nukos MC (MS Peaks One) coaepxut cton6ubi: lon Type (Tun nonos), Loss Formula

(®opmyna noteps), Loss Mass (Macca norepb) 1 Formula & lon Species (®opmynbi v TMNbI HOHOB)

7 (Heo6asatenbHo) 3akpoiite caiin  a
[DaHHbIX.
Y106b1 y3HaTb, KaK COXpaHATb b
pesynbTartbl, nepenaute
K CresyloLeMy 3afaHuio.

LenkHute File (Dain) > Close Data
File (3akpbitb thaitn paHHbIX).
WenkHute Close (3akpbitb).

* Yr06bl Y3HATb, KaK COXPaHUTb
pesynbTartbl, cMm. «3aaaHue 17.
CoxpaHuTte peaynbTatbl» Ha cTp. 86.
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Mouck u onpepenexnue 2
3apanue 16. Cospaiite hopmynbl ¥ BbINONIHUTE NOMCK CNEKTPOB NUKOB B Gubnuoreke
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2 Mouck v onpepenenue

3apanue 17. Coxpanure pe3synbrartbl

B mporecce BHIIOJTHEHUS 3TOT0 3aJaHUA OYAeT OCYIeCTB/IIThCI COXPaHEeHHE
pe3yIbTaToB /14 TeKylero daisia JaHHbIX.

3apaHue 17. CoxpaHute pesynbraTbl

LWar Moapo6HbIe UHCTPYKLUK KommeHntapum
1 CoxpaHnute pesynbTatbl AnA a LUlenknute File (Dain) > Save * imen oanH thaiin aaHHBIX MOXHO
TeKyLlero daiina AaHHbIX Results (CoxpaHutb pe3ynbrarbl). COXPaHMWTb TONbKO 0AUH Habop
¥ 3aKpoiiTe ero. b LWenkHure File (®aiin) > Close Data peaynbratoB. [pu NoBTOpHOM
File (3akpbitb haiin paHHbIX). COXpaHeHUW pe3ynbTaToB

¢ nomolupto komaHzp! File (Daitn) >
Save Results (CoxpaHutb
pe3ynbratbl) AnA Tekyulero taina
JaHHbIX, HOBblE JaHHble 6yayT
3anucaHbl MOBepX AaHHbIX
NpeAbIAyLLEr0 COXpaHEHU .

2 Orkpoitte chaiin aaHHbIx v 3arpysute  a Llenknure File (@aiin) > Open Data
peaynbTarbl. File (OtkpbiTb haiin gaHHbIX).

Otkpoetca auanoroBoe okHo «Open
Data File» («OTkpbITb thaiin AaHHbIXY).

b Bui6epute caiin gaHHbIx. [Ana atoro
npumepa Bbibepute haitn gaHHbIX
MSD_mix_4stds_DG_spl200_03.d.

¢ Otmetbte nyHkT Load result data
(3arpy3uTb aaHHble pe3ynbTaToB).

d Haxmute kHonky Open (OTKpbITb).
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Mouck v onpepenenune 2

3apaanue 17. CoxpaHute pesynbraTtbl (NpoAonxeHue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum
Open Data File ==
Look in GC =

L1 MSD_mix_4stds_DG_spl200_03.D

| Li Pest - 200 - Scan.D

L. Pest - 5TD 200 MRM.D

L Pest Strawb-01 SPIKED 1 ppb - 1ulirf.D

&)

Recent ltems

Deocuments

P

Deskiop

o
ﬁi Filename:  MSD_mix_dstds_DG_spl200_03.0 -
Hetwork Files of type: Data Fles (d) -] [ Concel ]
Options
Sample Information
(© Load results method Sample Name
@ Use current method User Name GCMSTRAINING1Diagmin

Sample Position: 1

[¥] Load result data 4
B B % v none o Beseripton: Mynkr «Load result data» («3arpy3utb paHHbie

pe3ynbTaToB») AOMKEH GbITh 0TMEYEH.

Puc. 43 Ortkpoiite ananorosoe okHo Open Data File («OTkpbITh chaiin AaHHBIXY)

3 lsyuute pesynbrathbl. a LllenkHute Ha OKHe pe3ynbTaToB
onpeaeneHua cnekTpos (Spectrum
Identification Results).
b Paccmotpute pesynbTartbl.
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2 Mouck u onpepenexne

3apaanue 17. CoxpaHute pesynbraTtbl (NpoAonxeHue)

Lar Moapo6HbIe MHCTPYKLMU Kommenrapuu

Agilent MassHunter Qualitative Analysis B.06.00 - GC_QTOF.m =
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

iz dasia-FMER o PR [BE [Almlu]m]s ] & R G @ @52 | & [F Navigstorview |HJ Compound Detils View

§ B4 Data Navigolor x [ : 804 . min) Sub
Sort by Data Fils | (R y Show Colurnns ||| &t & | &2 ﬁl%&\

L

£ [¥] MSD_mix_4stds_DG_spl200_03.D - . -
Best ¥8 IDSource T8 Formuls ¥ Species T miz W8 Score¥ w4 Diff (ppm) W8 Score (MFG) ¥ 5

=] LibSearch-MFG C12H10 M+ 1540769 762 402 9556

s

+ Scan (5.568, 5,595 min) Sub

ame W+ Library T4 Num Pesks ¥4 Sc b) T8

+ Scan (3.037-8.044 _min) Sub Nome ¥+ Library ¥ Num Pesks ¥4 Score (Lib) ¥
+S5can (9203 .. min) Sub | Biphenyl | demal |76 |38 |

S (AN ) Species W miz VB Score (iso. sbund) ¥B Scors (mass) ¥ Score (MFG. MSMS) 7+ Score (MS) W+ Score (MFG) ¥ ¥+ Score (iso. spacing) ¥ Abu

B M | 1540769 | 3812 | 542 | 9556 | 9556 528 187!

Best VA IDSource ¥ Formula ¥+ Species T8 miz 78 Score™ T4 Diff (ppm) 75 Score (MFG) v+

(s MFG Cl1H120 s 1600878 | 17.31 247 8653
© MFG CsH1 M 7i0es0 | 1656 5 281
c MFG CIHO e 101.0011 | 1496 1135 7478
© MFG CiH5 [ BIIEs | 1472 02 7362
C MFG CiRas W 1189931 | 1247 1504 7237
fal MES CAH2 M RIM04 |14 A1 T1TR >
f« [ . | [
'\ Chromatogram Results 1} Spectrum Identification Results: + Scan (8.037-8.044 ... min) Sub |
i 111 MS Spectrum Results x
[ Method Explorer GC_QTOFm x[i2 o tla@Bw €[ oc 1o [m]e]R B % % @l =l
6C/Q-TOF Compound Screening A |l 10 [Biphenyl: +El Scan (2.037-2.04 8.088-8.118 min. 12 Scans) MSD_mix_4stds_DG_spl200_03.D Subtract 5
224
Chromatogram A 2
+I Spectrum 16
[+ General 164 —
@ iy / \ E
¥ Reports
E 124
(¥ Find Compounds 14 / M
Find Compounds by Formula A 08 4 ?
064
- Identify Compounds il
Search Unit Mass Library Al 024 20703112
Generate Formulas b oAl ST A R TR PR
10 1d0 160 180 200 200 240 260 2%0 abo 30 M0 k0 3%0 400 420 440 %0 4B0 s00 50 540 560 540
Combine Identification Results i et D )
(i = ~ | [ Speciral Difference Results: = Scan (8.037-8.024 _ min) Sub fl] MS Spectrum Results

Puc. 44 Pesynbratel noucka B 6ubnuoteke (Library Search) u renepaumn dopmyn (Generate Formulas)
ANA CNeKTpoB NepBoro nuka

4 3akpoiite haiin AaHHbIX. a LUlenkHute File (®ain) > Close Data
File (3akpbith haitn paHHbIX).
b LenkHute Close (3akpbitb).
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3apaanue 17. CoxpaHute pesynbraTtbl (NpoAonxeHue)

Mouck v onpepenenune

2

LWar

Moapo6Hble MHCTPYKLUK

KommeHntapum

5 CHoBa oTkpoiiTe haiin AaHHbIX, a
HO He 3arpyxaiite pesynbrarbl.

s

- is 0.06.00 - GC_QTORm
I File Edit View Find Mentify Spactrs Chromatograms Methed Wizrds Actions Configuration Tools Help

LlenkHute File (®ain) > Open

(OTkpbiTb). OTKpOETCA AManoroBoe

okHo «Open Data File» («OTkpbITb

thaiin aaHHbIXY).

Bbibepute haiin aaHHbIx. [Ana atoro

npumepa Bbibepute ain aHHbIX
MSD_mix_4stds_DG_spl200_03.d.
CHumute otmeTky ¢ nyHkta Load

result data (3arpyautb pe3ynbrartbl).
Haxmute kHonky Open (OTKpbITh).

+ Ecnu He 3arpyxartb peaynbrarthbl,
npu oTKpPbITMM (haiina AaHHbIX Mo
ymonyanuio otkpoetca TIC. Ecniun
B Morie 3anycka BblopaHHOToO MeToAa
MoCTaBUTb OTMETKY ANA OTKPbITUA
thaiina (File Open), BbinonHuTcA
oTkpbiTHe haiina. [inAa nonyyeHua
[IOMONHUTENLHON UHOPMaLNUK
cM. oHnaiiH-cnpasky (Help).

eleies

i e EE e e R [FE (L] o 3 GG R[] @ | 8 (B megsiervien | compound Detais e

i /1 Chromatogram Resuits

x

¥ MED_mo:_tstds_DG_selal0_03.0
=1 || User Chematngrames

HAE S NS [ ‘d,j G

(e 3 Q@ CilEao e o ozieElh o RIR] % R Bl s sines zlicd
w07 |1 THC Scan MSD_ynux_dstds_DG_sgldl0_03.0
114’
14
054
o
074
us4
s
044
034
024 |
o) S S, 1) S S S
- ”
55 3 0 H 75 Y L 10 105 1 115
ek Re d-lﬁ- i |
i ||| MS Spectrum Resuls x

='@.E‘Jﬁ’ﬂ.ﬁé"’_&.&‘§ @l 4

+ GC[( TOF Compaund Screening A
= Chramatogram A
+ Spectrum

! Reports

*/ Find Campounds

i Find Compounds by Formula A
- ldentify Compounds

Semnch Urit Mass Libvary A
Generats Formudas

Combine Identification Rescits

| Compound Automation Steps.

- || ¥ Soectral iference Mesults | | MS Seactrum Resuhs |

Puc. 45 Pesynbratbl noucka B 6ubnuoteke (Library Search) u reHepaumn chopmyn (Generate Formulas)
ANA CNEeKTPOB NepBoro nuka

6 3akpoiite chaiin AaHHbIX.

a Uenknure File (®aiin) > Close Data
File (3akpbitb thaitn paHHbIX).
b LenkHute Close (3akpbitb).
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2 Mouck u onpepenexne
3apanue 17. Coxpanute pe3ynbrarbl
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MO0 Agilent MassHunter Workstation [lporpamma kauecTtBeHHOro aHanusa
PykoBopncTBO N0 03HAKOMINEHNID

WNcnonb3oBaHue pabounx npoueccos,
° 3KCNOPT U neyartb

3apanue 18. Hactpoiika v BbinonHeHue MeTo/a KayecTBEHHOrO aHanusa
¢ ucnonb3oBaHueM o6uero paboyero npouecca 92

3apanue 19. HacTpoiika 1 BbinonHeHe MeTo/a C UCNOJb30BaHUEM
npouecca ckpuHuHra coeauHenuin IX/Q-TOF 99

3apanue 20. Ikcnopr daiina CEF 104
3apaHue 21. lMeyatb oTyeta o pesynbratax aHanusa 106
3aaanue 22. [evatb otyera no coegnHeHmam 112

B 3Tux 3aJjaHUSIX BbI HAYYHUTECh HACTPANUBATD U BBIIIOJIHATH METO/T
Ka4eCTBEHHOI'0 aHAJIN3a. 3aTeM BbI BBITIOJTHATE OIIEPAITMU B PAMKAX
aBTOMATHU3UPOBAHHOT'O METO/Ia ITPU OTKPBITHH (DaijIa JTaHHBIX.

JIJ1sl 9THX IIPUMEPOB HCIIOJIb3YIOTC ABA PA3INYHBIX Pa00YHX IIPOIlECCa.
JIJ1s1 MOJIyYeHUs JOMOJTHUTEIbHON HH(popMamun cM. «<Padodne nporecchbl» Ha
cTp. 127.

OO0t padounii mporecc noafep:xkusaet nanusie I'X/QQQ, I'X/Q-TOF
u JKX/MC. Pabounii nmponecc ckpuaunra coeguaennii I'X/Q-TOF (GC/Q-TOF
Compound Screening workflow) mogaepsxupaeT nanubie ['X/Q-TOF.

Kaxgoe ympakHeHHe IPeCTAaBACHO B BH/Ie TaOIUIbI, COCTOMIEH U3 TPeX
CTOJIOIOB:

e Illarm — ciaemyiTe 3TUM OOIUM YEA3AHUAM /1A JAJTbHEHIIIEro
CaMOCTOATEILHOIO U3yUeHHs ITPOrPaMMbl.

¢ TloapoOHbIe MHCTPYKIIUH — UCHOJIb3YHTE UX, €CJIH HEOOXOHUMAa IIOMOIIH
WJTM €CJTU MPEIIIOUYNTAETE IIOMIaroBbIi IIpoIfecc 00yUeHus.

¢ KoMMeHTapuu — 37eCh BbI HaliJleTe COBEThI U IOMIOJTHUTEIbHYIO
WH(OPMAITHIO 0 KaKIOM dTalle yIIpasKHeHUA.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apanue 18. Hactpoiika n BbinonHeHne mMeTofa KayecTBEHHOIO
aHanu3a ¢ ucnonb3oBaHuem obwero pabouero npouecca

IIpu mepBOM HCIIO/IBL30BAHUH ITPOTpamMMbl IIporpaMma KadeCTBEHHOI'O aHAJIN3a
sarpy:xkaercs merop default.m. BbI MoskeTe BHECTH H3BMEHEHHUS B OTKPBITHIHN
MeTOJT 1 COXPAHUTDb €r0 UJIN OTKPBHITh HOBBIH METO/, BHECTH U3MEHEHUA

U COXPaHUTDb 9TOT MeTo/. Bbl He MoskeTe nepesamnucaTh metos default.m.

BbI Takke MOKeTe HACTPOUTD BBIMOJTHEHYE ONpefe/IeHHbIX TeHCTBUIA B MeTO/e
OPHU OTKPBLITHH (paiijia MaHHbIX. IIpu oTKphITHH (paiijia JaHHBIX Bbl TAKKe
MOJKeTe 3arpysuTh METO, KOTOPBIA ObLJI HCIOJIb30BAH /151 CO3MAHMS
Pe3yJIbTaTOB, KOTOPBIE XPAHATCA B pailjie JaHHBIX. OTOT METO]T ABTOMATHYECKH
coXpaHsaeTcd KamJIbIi pa3, KOra Bbl COXpaHdeTe Pe3yIbTaThbl ¢ PaiaoM
maHHBIX. OO Pa00YHil IPOLIECC MOKET ObITh HCIIOJIL30BaH Kak ¢ paiiaMu
nanubix ['X/MC, tak u JKX/MC.

3ananue 18. Hactpoiika u BbiNnonHeHne MeTo/la Ka4eCTBEHHOTo aHanuaa ¢ Mcnomnb3oBaHMeM o6LLlero
pabouyero npotecca

Laru Moapo6GHbIe UHCTPYKLUK KommeHntapum
1 Ortkpoiite xpomatorpammy nonHoro a Ecnu nporpamma elie He OTKpbITa,  [lpu paborte ¢ aaHHbIMK [X/MC
uoHHoro Toka (TIC) ana daiina ABaXx /bl LienkHute 3Havok Mass ucnonb3ayite o6Lmii paboynii
AaHHbix Pest - STD 200 MRM.d. Hunter Qualitative Analysis npouecc (General Workflow) unu
(KauectBenHnblii anann3 Mass Hunter). pabounii npouecc CKpUHUHTIA
B apyrom cnyvae LienkHUTe coeauHenuii IX/Q-TOF (GC/Q-TOF
File (®aiin) > Open Data File Compound Screening workflow).

(OTkpbITb thaitn paHHbIX).

b Boi6epute chaiin aaHHbix Pest - STD
200 MRM.d B nanke o6pa3Los
thaiinos aaHHbix IX.

¢ CHumute otmetky ¢ nyHkTa Load
result data (3arpy3utb peaynbrarbi)
u Haxkmute Open (OTKpbITD).

2 Hacrtpoiite untepdeiic » Cneayiite UHCTPYKLMAM, ONUCAHHBIM » [na atoro o6pasua Bbibepute
nonb3oBatensa Ana pa6orbl B «3asaHue 2. Hactpoiika uHTepdpeiica 06Lwmii paboumii npouecc
¢ AaHHbIMK [X. nonb3oBatena Ana paboTbl (General workflow).

¢ aaHHbIMu [X/MC» Ha c1p. 14.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb

3anaHue 18. HacTpoiika 1 BbinonHeHWe MeToaa KayecTBEHHOro aHanusa ¢ ucnornb3oBaHmem o6LLero
pabouero npouecca (npogonxexue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

3 Hacrpoiite metoa Ha u3BneyeHue
xpomatorpammbl TIC.
Onpeaenute xpomatorpammy
TIC ana aaHHbIx MC.

4 Buibepute metoa ana
MHTErPUPOBAHUA AaHHbIX.
YcraHoBuTe npeaen
MHTErpUpOBaHUA [0 YeTbIpex
HauBbICLLUX MUKOB.

a B okHe o6o3peBatena meTo0B
(Method Explorer) Bbibepute
Chromatogram (Xpomarorpamma) >
Define Chromatograms (Onpepenutb
Xpomarorpammbl).

b Yaanute xpomatorpammy BPC.
Bbi6epute TIC (xpomatorpamma
NOMIHOTO UOHHOTO TOKA) B nore
Type (Tun).

d Y6epautecn, yto yposeHb MC
yctaHoBneH Ha MC/MC.

e LlenkHute Add ([lo6aButb).

a B okHe o6o3peBatena metoaoB
(Method Explorer) BbiGepute
Chromatogram (Xpomarorpamma) >
Integrate (MS/MS) (MurerpupoBarb
(MC/MC).

b MMepeiante Ha Bknaaky Peak Filters
(®OunbTpbl NUKOB).

¢ B pasgene «MakcumanbHoe
KonuyecTtBo nukoBy (Maximum
number of peaks) oTmeTbTe NyHKT
Limit (by height) to the largest
(Orpannuuts (no BbicOTE) KO
MaKcuMyma).

d Bsegute 4.

» (06HoBneHWe 3HAaYeHUA BO BKIaAKe
«Ounbtpbl nukosy (Peak Filters)
B paszene XpoMaTtorpammbl
(Chromatogram) > Integrate (MS)
(Muterpuposarts (MC)) Takxe
06HOBMT 3HAYEHUA B APYTUX
pasaenax o6o3pesarena MeToAa
(Method Explorer). ina Bblaenexnua
3TUX APYIMX pa3JenoB noABnAlTCA
rony6ble TPeyronbHUKK.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3anaHue 18. HacTpoiika 1 BbinonHeHWe MeToaa KayecTBEHHOro aHanusa ¢ ucnornb3oBaHmem o6LLero
pabouero npouecca (npogonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

} £ Method Explorer: Defaultm X ||} [Z] Method Editor: Integrate (MSMS) x

= Chromatogram 21l () Integrate Chromatogram ~| (5} | ¥ ~ 0 | Method ltems~ | (= 3

Integrate (IS) [ ntegrator | Sutabiy | & Peck Fiters | Resuts | B

Integrate (MS/MS) Al Fiter on bl MOXXeTe LLEeNKHYTb

. N | Peak height @ Peak area

eareie (50) 3HaA4Y0K ((COXDaHMTb mertoa»
Smesth

Exclude Mass(es) E - counts (saVe Method), 4y100DI

Calculete Signal-to-Naise - % of largest peak "

e Gl e COXpaHUTb TEKyLLUu metop.
Extraction Data Format el —

[7] Absolute ares 5= 10000]  counts

= [7] Relative area = 1000 % of largest peak

| General

- Masimum number of peaks

Sficports [¥] Limit (by height) to the largest A, 4 A

I Find Compounds

I Find Compounds by Formula

Puc. 46 Bknaaka Chromatogram (Xpomatorpamma) > Integrate (MS/MS) (Wuterpuposats (MC/MC)) >
Peak Filters (OunbTpbl NUKOB)

5 [lpoBepbTe MHTETpUpOBaHUeE,

yT06bI Y6EAUTLCA, YTO MOABATCA

TONbKO 4 nuka.

6 CoxpaHute meTop

B iii_GCexercisel, rae «iiiny —

BallW UHMLUKarnbI.

7 WameHute hoHOBLINA CNekTp Nuka, a

4T06bI UCMONb30BATh CnekxTp
B Hayane nuka.

* LlenkHute 3Hayok Integrate
Chromatogram (MurerpupoBartb
xpomatorpammy) [}, uto6bi
MHTErpuMpoBaTth hain AaHHbIX.

a B BepxHem meHio Bbi6epute Method

(Metogn) > Save As (CoxpaHutb Kak).

b Bseaure iii_GCexercisel.
¢ Haxmute kHonky Save (CoxpaHutb).

B o6o3pesatene metoaos (Method

Explorer) wenkHute Spectrum

(Cnektp) > Extract (MS/MS)

(N3Bneub (MC/MC)).

b LlenkHute Peak Spectrum Extraction
(MS/MS) (W3Bneuenune cnekrpa
nuka (MC/MC)).

¢ [InAa doHOBOro cnekTpa nuka ebibepute

Spectrum at peak start (Cnektp Ha

Havane nuka).

* OﬁpaTMTe BHMMaHUe, 410 coxXpaHeHne

MeTo/a npuBejeT K TOMy, YTo
UCYE3HYT BCe ronybble TpeyronbHUKK,
03HavaloLLMe U3MEHEHUE 3HAaYEeHUH
B OTKPbITOM METOZE.

+ Ecnu Bbl BHeceTe A0NONMHUTENbHbIE

M3MEHEHUA MOCIe CoXpaHeHUs
MeToAa, NoABATCA ronybble
TPeyronbHUKM.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3

3anaHue 18. HacTpoiika 1 BbinonHeHWe MeToaa KayecTBEHHOro aHanusa ¢ ucnornb3oBaHmem o6LLero
pabouero npouecca (npogonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
: [£ Method Explorer: pih_GCexercisel.m x ” 5 Method Editor: Extract (MSMS) x
(% Chromatogram |1} () Extract Peak Spectrum ~| (3} | ¥ - 4 - | Method ktems - | Bla‘-j |
it A Peak Spectnum Exraction (MS/MS) | Peals Location | Peak Fiters | Charge State |
. Spoctato hoids 3 Bbi Mo>XeTe WenkHyTb
Extract (MS) s o
ot (4SS E]| [ O sexcteem S 3Hauyok «Coxpanutb metogy
3 % of pack g
Extraction Data Format
- T0F speca (Save Method), 4T06bI
Siecncrl 7] Exclude if above 100 % of saturation o
¥ Reports j ® Inthe miz ranges used in the chromatogram L COXPaHUTb TEKYLLUN MeETOA.
e e A I3

°) Anywhere

+ Find Compounds by Formula
= Identify Compounds

Search Unit Mass Library

© Inthese miz ranges

[] Never return an empty spectrum

Peak spectrum background

Generste Formulas U
MSMS  [Spectrum at peak start -la

Combine |dentification Results

# Compound Automation Steps L) | Vimerenee — -

Puc. 47 Bknaaka The Spectrum (Cnekrtp) > Extract (MS/MS) (/13neus (MC/MC) > Peak Spectrum Extraction
(MS/MS) (N3BneueHue cnektpa nuka (MC/MC)

8 [posepbte nssneyenune cnektpa MC, -« LenkHute sHayok Extract Peak

4T06bI Y6EANTLCA, YTO POHOBBIN Spectrum (/13Bneyb cnexTp nuka)
CMEKTP BblYMTaAETCA. (I}, utoGbI 3anycTuTh AeiicTBUe Ha

BbIGpPaHHOM NuKe B (haiine AaHHbIX.

9 CoxpaHute metoa. + CoxpaHute meTo[ 0HUM U3 Tpex + 3Hayvok «CoxpaHutb MeToA»
cnoco6oB: (Save Method) nokasaH B Puc. 47
i LLlenkHute 3Hayok Save Ha cTp. 95

Method (Coxpanutb metopn)
B peAaKkTope MeTo/0B
(Method Editor).
LLlenkHuTe npaBoi KHOMKOW MbILUK
Ha peaaktope metogos (Method
Editor) u Bbi6epute Save Method
(Coxpanutb metop).
B BepxHem MeHio Bbi6epute Method
(Merton) > Save (Coxpanutb).
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apaHue 18. Hactpoiika 1 BbinonHeHne MeToaa KayecTBEHHOro aHanusa ¢ ucnonb3oBaHmem ob6Lero
pabouero npouecca (npogonxexue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

10 Hacrpoiite meToa Ha aBTOMaTMyeckoe
BbINONHEHUE AeWCTBUIA, Ybn
napameTpbl Bbl TONbKO YTO
U3MEHUNW Npu OTKPbITUM haiina
JlaHHbIX.

[epeumncnure aeicTeua, Kotopble
JONXHbI 6bITb BbINOMHEHbI NPU
OTKPbITUW 3TOTO UMK APYroro
thaiina AaHHbIX.

Moackaska. Cmotpu noa O61ime
(General) B 0603peBatene MeToA0B
(Method Explorer).

11 MNpoBepbTe AWCTBUA MPU OTKPLITUN
taiina (File Open Actions).

a B okHe o6o3pesarens metoaos (Method
Explorer) Bbi6epute General (06wme)
> File Open Actions ([JeiictBua npu
oTkpbiTUK thaitna).

b Bui6epurte Integrate and Extract Peak
Spectra (uterpupoBatb u u3Bneub
cnekTpbl NMKoOB) n3 cnucka Available
actions ([loctynHbie aeiicTBuA).

¢ Haxmute kHonky Add ([lo6aButb),
(=]}, urobb1 nepemecruts Bbi6patHoe
Aeiicteue B cnucok Actions to be run
(MeificTBMA K BLINONHEHUIOD).

Bbl Takxxe MoxeTe LenkHyTb ABa pa3a
Ha BbI6PAaHHOM JeHCTBUM, YTOObI
nepeMecTuTb ero B APyroi Cnucok.

* LlenkHute 3Hayok Run File Open
Actions Now (Bbinonuutb geiicteua
npu oTKpbiTMM thaiina cenvac) {_i_}
4T06bl BLINOMHUTL AEACTBUA HAA
¢haiinom AaHHbIX.

i [ Method Explorer: pih_GCexercisel.m X ||i 5 Mel

1o Run Opesi ile

+ Chromatogram

i (B) RunFile Open ActionsNow = | (3} | 3 « (4 -| Method Items ~ 13§

- Spectrum

Available actions

> % |

Extract (MS)

Extraction Data Format

- General

File Open Actions A

+ Reports

Extract Peak Spectra

BExtract Defined Chromatograms

Extract (MS/MS) Integrate Chromatogram:
tegrate

Smooth Chromatograms

Generats Compound Report

Generate Analysis Report

Find Compounds by Targeted MS/MS

Find Compounds by Molecular Feature

Find Compounds by Formula

Find Compounds by MAM -

m

+I Find Compounds
+! Find Compounds by Formula

'+ Identify Compounds

# Compound Automation Steps

[ Worklist Automation

+ Export

Actions to be run

[Extract Defined Chromatograms
Integrate and Exract Pesk Spectra

m

==

* Xpomartorpammbl 1 CneKTpbl He ByayT
nepesanucatbl. byayt no6asneHsbl
HOBbIE XpPOMaTOrpaMMbl U CMEKTPbI.

YacTtbio cnucka aencTeui

K BbinonHenuto (Actions to be
run) ABAAIOTCA ABa pPa3NNYHbIX
neicteua. Mepsoe peiictBue —
u3BneyYeHue onpeaeneHHbIX
Xpomartorpamm. 3atemM arta
XpomarorpamMm MHTEerpupyerca
M U3BNEKaKTCA NUKK.

Puc. 48 Pasaen «06wumen (General) > File Open Actions ([eiictBua npu oTkpbiTun haiina) B peaaktope

metoznoB (Method Editor)
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3
3apanue 18. Hactpoiika 1 BbinonHeHUe MeToAa KayecTBeHHOro aHanu3a ¢ Ucrnonb3oBaHUeM obuiero
pabouero npouecca (npogonxexue)
Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
12 Coxpanute metoa. * UlenkHute sHayok Save Method
(CoxpaHuTb MeTOR) B OKHe peaakTopa
metogoB (Method Editor),
13 HacTpoiite MmeToa Ha aBToMaTMyeckoe a B okHe o603peBatena MeTo40B
BbIMNOJTHEHUE AENCTBUIA NpK (Method Explorer) BoiGepute Worklist
BbINOJTHEHUM MeToAa Ha Automation (ABTomaTn3auua pabouen
npotaxeHun paboueii Tabnuubl. tabnuubi) > Worklist Actions
Mepeuncnute aeicTema, Kotopble (eiicTBuA pa6oueii Tabnuubl).
JIOTXKHbI 6bITb BbINONHEeHbl pu b Yaanute Generate Analysis Report
OTKPbITUW 3TOTO UMK APYTOro (Co3parb oTyer no pesynbratam
thaiina AaHHbIX. aHanu3a) u3 cnucka Actions to be
run ([lecTBUA K BbINONHEHUID).
Moackaska. Cmotpute B OKHe
o6o3pesatena metoaos (Method
Explorer) noa «AsTomatusauma pabouyeit
Tabnuubly (Worklist Automation)
14 lMposepbTe aeiicTBua paboyeii * LenkHute 3Ha4yok Run Worklist * Xpomarorpammbl 1 CNEKTPbI He
Tabnuupl. Actions Now (Bbinonxutb aeicteua 6yayT nepesanucatbl. byayt
paboueii Tabnuubi ceiivac) (), no6aBneHbl HOBble XpOMAaTOrpaMmbl
4T06bI BbINOMHUTL AWCTBUA HAA W CNEKTPbI.
¢haiinom AaHHbIX.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3anaHue 18. HacTpoiika 1 BbinonHeHWe MeToaa KayecTBEHHOro aHanusa ¢ ucnornb3oBaHmem o6LLero
pabouero npouecca (npogonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
 [Zk Method Explorer: PPHexercisel.m x H 57 Method Editor: Assign Actions o Run from Worklist x
»11 (® Run Worklist Actions Now ~| (3% | ) ~ © - | MethodItems~ | (= 3y
- Spectrum E o ks B MeTop, BKNOYEHbI ABa
i Available zctions o -
e e pa3snNYHbIX CNUCKaA AeHCTBHIA.
Extract (MS/MS) Extract Defined Chromatograms | - - -
Euract (1 ggg;:;g;;gy;;mgz o 4 MepBbiii cNUCOK aeiicTBU
Deconvolute: Resolved |sotoy moot] romatograms - - -
s S it (File Open Actions ([eiicteua npu
- | Find Compounds by Auto MS/MS -
e i OTKPLITHM haiina)) MOXer GbiTe
 Reports ]| [Frcomoreorromic 2 BbINONHEH NpPK OTKPbITUM (haitna
41 Find Compounds = < ~ ~
—— i o s naHHbIX. Bropoii cnucok pencrBumii
# Tdentify Compounds e and B Foak S (Worklist Actions ([deiictBua
[ comeom Mtomalan Sicps paboueii Tabnuubl)) BbiNoNHAeTCA
S = 3anycke Meroaa
epering Options E npu 3anycke meroaa.
[ worklist Actions al
Selected Ranges o E

Puc. 49 Paszpen «Astomatusauma paboueit Tabnuubly (Worklist Automation) > Worklist Actions
(OevictBna paboueit Tabnuubl) B peaaktope metoaos (Method Editor)

15 CoxpaHute mMeToz 1 3akpoiite
thaiin AaHHbIX 6€3 coxpaHeHuA
pesynbTaToB.

a LUlenkHute sHauok Save Method
(Coxpanutb Metop) B peaaktope
metoz08B (Method Editor),

b LUWenkHure File (®aiin) > Close Data
File (3akpbitb thaitn paHHbIX),

u otBeTbTe No (Her) Ha Bonpoc
0 COXpaHeHUM pesynbTaTos.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3

3apanue 19. HaCTDOﬁKa U BblNOJIHEHUEe MeTo4a C UCNOoJiIb30BaHUEM

npouecca ckpuHuHra coeguiennin X/ Q-TOF

B sToM 3ajaHUH BbI HACTPOUTE METO/ KAUYeCTBEHHOT'O aHAJIN3a, COIe DKM
CITHCOK JIeMCTBUH aHAJIN3a, KOTOPbIe HEOOXOIMMO BbIIIOJIHUTD B OIIPENe/IEHHOM
nopsnke. OHU BEJIIOYAIOT HU3BJIeUeHNe U MHTETPUPOBaHIE XPOMATOIPAMM,
W3BJIeYeHNe CIIEKTPOB, IIOKUCK 110 OUOJINOTEKEe CIIEKTPOB ITHKOB, CO3qaHMe
dopMyJI /I CHEKTPOB U pacledaTKy oTdeTa 1o pesysabTaTaM aHaJIu3a.

3apaHue 19. Hactpoiika 1 BbinonHeHWe MeToaa ¢ UCMONb30BaHMEM MpoLiecca CKPUHUHTA COeAUHEHMIA

'X/Q-TOF

LWaru

Moapo6Hble MHCTPYKLMK

Kommenrapuu

1 Orkpoiite xpomatorpammy
nonHoro noHHoro toka (TIC)
Ana cdaiina AaHHbIX
MSD_mix_4stds_DG_spl200_03.d.

2 Hacrtpoiite uHtepdeiic nons3osarens
Aana pabotbl ¢ AaHHbIMKM X,

Ecnu nporpamma elle He oTKpbITa,
ABaxKAbl LienkHuTe 3Hayok Mass
Hunter Qualitative Analysis
(KayectBeHHbIi aHanus Mass Hunter).
B apyrom cnyvae wenkHute File
(®aiin) > Open Data File (OtkpbiTh
thaitn panHbIX).

Bbibepute thaitn gaHHbIX
MSD_mix_4stds_DG_spl200_03.d

B nanke 06pa3uoB ¢ainos aaHHbIX [X.
CHumute otmeTky ¢ nyHkta Load
result data (3arpy3utb peaynbrarbi)
u Haxxmute Open (OTKpbITL).

Cneayiite MHCTPYKUMAM, ONUCAHHBIM
B «3asaHue 2. Hactpoiika uHTepdpeiica
norb3oBatena Ana pa6otbl

¢ aaHHbIMu [X/MC» Ha cTp. 14.

* [na storo o6pas3ua Bbibepute

pabounii npouecc CKPUHUHTA
coeauHenuii (Compound Screening
workflow) IX/Q-TOF.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3aaaHue 19. Hactpoiika 1 BbinonHeHWe MeToAa ¢ UCMONb30BaHMEM MpoLiecca CKPUHUHTA CoeAUHEHWI
'X/Q-TOF (npoaonxexue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

3 Y6eautechb, 4To XxpoMarorpaMmma
nomnHoro noHHoro Toka (TIC)
u3BneyeHa.

4 TlposepbTe NapameTpbl anroputMa
noucka no AeKoHBOMOLMM
xpomMatorpammbi (Find by
Chromatogram Deconvolution).

B okHe o6o3peBaTtena MeTo/10B
(Method Explorer) Bbibepute
Chromatogram (Xpomarorpamma).
Bbi6epute pasaen Define
Chromatograms (Onpepenutb
XpomarorpaMmmbl).

B okHe peaaktopa meTtoaos (Method
Editor) y6eautecb, uto BbibpaHHadA
xpomatorpamma B pasaene Defined
chromatograms (OnpegenexHbie
XpoMarorpaMmmbl) - xpomarorpamma
nonHoro noHHoro Toka (TIC). Ecniu Her,
Bbl6epute TIC (xpomarorpamma
NOMIHOTO UOHHOTO TOKA) B nore

Type (Tun). Haxxmute KHonky
Change (13meHutn).

B okHe 0603peBaTena MeTo0B
(Method Explorer) Bbibepute pasaen
GC/Q-TOF Compound Screening
(Cxpunuur coegunennii IX/Q-TOF) >
Find by Chromatogram Deconvolution
(Momnck no pekonsontouMu
XpoMarorpamMmbi).

Bbi6epute Bknaaky Mass Filter
(®unb1p Macc).

YctaHoBute 3HayeHue Absolute height
(A6contoTHaa BbicoTa) Ha 13000.
Mepeiiaute Ha Bknaaky Results
(Peaynbtarbl).

Haxwmurte knasuwwy Highlight all
compounds (Bbigenutb Bce
cOefuHeHuna).

MpoBepbTe pe3ynbTaThl Ha KaXAoM
BKNazkKe.

+ [Mpocmotpute pasaensl Ana
pabouero npoLecca CKpUHUHTIA
coeanuennii NX/Q-TOF (GC/Q-TOF
Compound Screening workflow).

» (Q6patute BHUMaHUE, YTO ANA 3TOTO0
npoLecca cyLecTByeT WecTb
pa3saernos. Bce atn pasaensl —
KOnuu pa3fernos, KoTopble yxe
ABNAIOTCA YacTblo 0603peBaTens
MeTOAOB.

» Q6patute BHMMaHue, yTo ronybble
TPEyronbHUKW NOABNAOTCA B APYTUX
pa3saenax o6o3pesarena MeTo/0B
(Method Explorer). OHu o3Havator,
4YTO Te K€ 3HaYeHUA napameTpoB
6bINu U3MEHEHBI TaKXe rae-T0
B APYromM MecTe.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb

3aaaHue 19. Hactpoiika 1 BbinonHeHWe MeToAa ¢ UCMONb30BaHMEM MpoLiecca CKPUHUHTA CoeAUHEHWI
'X/Q-TOF (npoaonxexue)

3

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

5 [lposepbTe napameTpbl AnA
onpezeneHna ¢ NoMOLLbLO
anroputma noucka B 6ubnuortekax
(Identify by Library Search).

6 CoxpaHute meTop
B iii_GCexercise2, rae «iiiy —
BalLW MHMLMATbI.

Bubnuoteka demo.l unu NIST08.1
(unn apyraa Bepcua 6ubnuoTekm
NIST) ycraHoBneHa B nanke
\MassHunter\Library.

B okHe o6o3peBaTtena MeTo/10B .
(Method Explorer) Bbi6epute pasaen
GC/Q-TOF Compound Screening
(Cxpununr coegunenni X/ Q-TOF) >
Identify by library search
(Onpepenutb ¢ NnoMoLIbLIO NOMCKA

B 6ubnuorekax).

Haxxmute kHonky Add Library
(Mo6aButb 6ubnuoteky). Boibepute
6ubnuoteky u wenkHute Open
(OTKpBITS).

(mononHutensHo) Ecnu Bbl He xoTuTe
1cnonb3oBatb 6UGNUOTEKY, HAXKMUTE
kHonky Remove Library (Yaanutb
6ubnuoreky), utobbl yaanuTb ee.
MpoBepbTe NapameTpbl Ha KaXA0M
BKMazKe.

B BepxHem meHio Bbi6epute Method
(Merogn) > Save As (CoxpaHutb Kak).
Beeawure iii_GCexercise2.

Haxmute kHonky Save (CoxpaHutb).
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3aaaHue 19. Hactpoiika 1 BbinonHeHWe MeToAa ¢ UCMONb30BaHMEM MpoLiecca CKPUHUHTA CoeAUHEHWI
'X/Q-TOF (npoaonxexue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum
7 Hacrpoiite metoa Ha a B okHe o6o3peBatena meToa0B
aBTOMaTM4ecKoe BbIMoNHeHMe (Method Explorer) Bbi6epute General
ZleNcTBUIA NpuW OTKpbITUK baiina (06wme) > File Open Actions
JaHHbIX. (OeiicTBuA npu oTKpbITMK haiina).
Mepeuncnute aeiicteua, b Ynanute Generate Analysis Report
KOTOpble A0MXHbI 6bITh (Co3patb oTuer no pesynbraram
BbIMOMHEHbI NPYU OTKPLITUM 3TOTO aHanum3a) u3 cnucka Actions to be run
unu apyroro aiina AaHHbIX. (MdeiicTBMA K BLINONHEHUID).

¢ Ypnanute Integrate and Extract Peak
Spectra (WnterpupoBartb n u3Bneyb
CNEKTPbl NUKOB).

d Ypanute niobbie Apyrue gencTsua
U3 cnucka.

e [lo6asbre Extract Defined
Chromatograms (A3eneub
onpeaeneHHbie XpOMaTorpaMmbi).

f [o6asbte Find Compounds by
Chromatographic Deconvolution
(Haittn coeauHenmna no
xpomarorpachuueckoi
AEKOHBONKOLMK).

g [o6asbte Search Spectral Library for
Compound (Mouck coepnnenuin no
6ubnuorteke cnexkTpoB).

Moackaska. CMoTpy B 0KHe
o6o3peatena metoaos (Method
Explorer) noa O6wue (General)

8 T[lposepbTe geiictBua npu otkpbitun  *  LlenkHute 3Hayvok Run File Open * Xpomartorpammbl U CNEKTPbl He
taiina (File Open Actions). Actions Now (Bbinonuutb geiictena 6yayT nepesanucatbl. byayt
npu oTKpbiTMM chaiina ceivac) {_i_} n06aBreHbl HOBbIE XpOMaTOrpaMMbl
4T06bI BbINOMHUTL AWCTBUA HaA W CNEKTPbI.

¢haiinom AaHHbIX.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3
3a.anMe 19. HaCTpOﬁKa W BbiNOJIHEHUEe MeTo4a C ucnoJsib3oBaHuem npouecca CKpUHUHra COB,EWIHEHVIﬁ

rX/Q-TOF
3apanue 19. Hactpoiika 1 BbinonHeHne MeToAa ¢ UCMOMNb30BaHMEM NpoLecca CKPMHUHTA COeAUHEHUMN
'X/Q-TOF (npoaonxexue)
Laru Moapo6Hble MHCTPYKLMU Kommenrapuu
" BB Agient Massunter Qualitetive Analysis BIG00 - GCerercisem e

i File Edit View Find Identify Spectra Chromstograms Method Wizards Actions Configuration Tools Help

iz E e gl a-MEEY-c LR [BE][ALRL]# 4 b T B[S]S ¥ & | & I Navigstor vien | B Compound Detais View

£ 5 Data Navisser [ G2 Compourd i v
oty Dtn Fle hd | ically Show Columns | 4| G 2| @ & I[a] 9] 1)
51 [¥] MSD_mix_4stds_DG_spl200_03.0

st?ﬁhronfa]ogr;fnz B ShowHide + Cpd’” V-8 File s 4 IDSource ¥ Name W+ Formula ¥+ Saturated 74 RTY+ miz W5 Mast

A +TIC Scan C2\Builds\Data\GC\MSD_mix_dstds_DG_spl200_03.D

C1\Builds\Data\GC\MSD_mix_dstds_DG_spi200_03D  LibSearch Dodecane  C12H26
C2\Builds\Data\GC\MSD_mix_dstds_DG_spi200_03D LibSearch Biphenyl  CI2H10
C2\Builds\Data\GCIMSD_mix_dstds_DG_spi200_ 03D LibSearch 4-Chlorobiphenyl  C12HSCI
C1\Builds\Data\GCIMSD_mix_dstds_DG_spl200 03D LibSearch  Methyl palmitate  C17H3402

-0

}

i /\ Chromatogram Results "
pd 4: 4-Chlorcbipheryl Cm—— ] | 2 el T o =
pd 5: Methyl palmitate QEH Y 3 2R [ 2 o2 * inutes =)
108 |Cpd 1: 5.118; +EI ECC Scan MSD_mix_4tds_DG_spl200_03. a2

J 1 II\ 1
0
%108 |Cpd 2: Dodecane: +EI ECC Scan MSD_mix_dstds_DG_spl200_02.0

A |

]

55 [ 65 7 75 [ £5 [ 95 10 105 1 115

Counts vs. Acguisition Time (min) -
 [£: Method Explorer: GCexercise2m YHE Assign Acti ingaDamFile % || L e =
& GC/Q-TOF Compound Screening A *]|i &) RunFile Open Actions New =/ ¢4 | 1~ = - g e ot QBwC[Ealoc 2 -lmle]enlF% %[
Chromatogram Available actions i %105 |Cpd 2: Dodecane: +E| Compound Spectrum (5.558-5.619 min) MSD_mix_4stds_DG_spl20.. | *
= Spectrum 1} gremo
Bract Defined Chromatograms = | [C4 Hle
= - o) 851105 1
File Open Actions Al 025 = 121243

ol Il nl [Calel =

File Save Options

%108 |Cpd 3: Biphenyl: +EI Compound Spectrum (8.037-8.121 min) MSD_mix_4stds_DG_spl200

Reports 154.0777
—— Find Compounds by MRM i 2
2
Find Compounds by Formula A - 760315
et Horom =0 GET ol
pelegt iy Compound. Bdract Defined Chromatograms ol ks .
= Find Compounds by Chromatographic Deconvolution - 50 60 70 8 S0 100 190 120 130 140 150 160 170 160 190 200 210 230
(Compound Automation Steps |l T I ] v Counts vs. Mass-to-Charge (miz) -

Puc. 50 Pesynbrathl BbinonHeHUA aeiicTBuii paboyeid Tabnuubl Hag aaHHbimu [X/Q-TOF

9 CoxpaHute meToz a B menio Bbi6epute Method (Metopn) > « Ecnu atoT meToz BbinonHaetcA
B iii_GCexercise2, rae «iiinv — Save As (CoxpaHuTtb Kak). B TeueHue paboyein Tabnuupl
BalLUM MHULMANbI. b Bseawure iii_GCexercise2. cbopa AaHHbIX, AeicTBMA paboyeit
¢ LlenkHute Save (Coxpanutb). Tabnuubl Ha 3TOM BKNaake

BbIMOMHAKTCA B AaHHOM nopAaake.

10 3akpoiite chaiin aaHHbIX 6e3 a LUlenkHute File (®ain) > Close Data
COXpaHeHnA peaynbTaTos. File (3akpbitb thaitn paHHbIX).
b Ortsetbte No (Her) Ha Bonpoc
0 COXpaHeHUM pesynbTaTos.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apanue 20. Ikcnopr hana CEF

BrI MoskeTe sxcropTupoBaTh (aitsi CEF, KOTOPBIHA coJiep:kUT HHPOPMAITHIO

o coeguHeHnAX. OToT daitsi CEF MoskeT ObITh HMIIOPTHPOBAH B ApyTHe
nporpammbl, HanpuMep, MassHunter Quantitative Analysis u Mass Profiler
Professional. BpI Tak:;ke MoskeTe UMIIOPTHUPOBATE COEIUHEHMUS, KOTOPbIE ObLIN
dKCITOPTUPOBaHbI B aiiy CEF.

3apnanue 20. Ikcnopr daiina CEF

LWaru

Moapo6Hble MHCTPYKLMK

Kommentapuu

1 Ortkpoiite caiin aaHHbIX
MSD_mix_4stds_DG_spl200_03.d
W BbIMOJIHUTE AeWCTBUA NpK
oTkpbITMK thaiina (File Open)
ana metopa iii_GCexercise2.m,
KoTopbIi 6bIN co3aaH B «3aaaHue
19. Hactpoiika v BbinonHeHue
MeTo/a C UCMOJIb30BaHUEM
npoLecca CKPUHUHTA COeAUHEHU
'X/Q-TOF» Ha cTp. 99.

2 dkcnoptupyiite caiin CEF.

a Ecnu nporpamma ellie He 0TKpbITa,

ABaxabl LienkHuTe 3Havok Mass
Hunter Qualitative Analysis
(KayectBenHbit ananu3 Mass
Hunter). B apyrom cnyyae wenkHute
File (®aiin) > Open Data File
(OTkpbITh thaiin paHHbIX).

Bbibepute thaitn gaHHbIX
MSD_mix_4stds_DG_spl200_03.d

B nanke o6pa3LoB chaiinos aaHHbIX [X.
CHumute otmeTky ¢ nyHkTa Load
result data (3arpy3utb pesynbratbi).
Otmetbte nyHkT Run ‘File Open’
actions from selected method
(BbInonHuutb AeicTBUA Npyu OTKPbITUM
thaiina u3 BbiGpanHoro mertopa).
Haxxmute kHonky Use current method
(Nicnonb3oBartb Tekywmii metoa)

u wenkuute Open (OTKpbITH).

Yro6bl 3KcropTMpoBaTh thaiin WenkHuTe
File (®aiin) > Export (3kcnoprupoBars)
> as CEF (kak CEF).

Haxmute kHonky All results

(Bce pesynbrarbl).

Bbibepute mectononoxexue Ana
akcnopTupyemoro ¢aina.

Haxmure kHonky OK.

Mocne BbinonHexnua «3aaanue 19.
Hactpoiika u BbinonHeHue metoaa
C Ucnonb3oBaHMEM npolecca
CKPUHUHTA COEAUHEHUN
[X/Q-TOF» Ha ctp. 99, Tekywum
metogom 6yaer iii_GCexercise2.m.
10T METO/1 HACTPOEH Ha BbINONHEHME
anropuTMa noucka coesMHeHuit no
[eKOHBONMIOLUMM XPOMaTOrpaMMbli
(Find Compounds by Chromatogram
Deconvolution) n 3atem Ha
BbIMONHEHME anropuTMa noucka

no 6ubnuotekam Ana KaXKaoro
COEAMHEHMA.

Oaiin CEF 6yaet ucnonb3osaH aAnA
aKcropTa coeAMHEHNIA.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb

3apanue 20. Ikcnopt daiina CEF (npogonxexue)

3

Laru Moapo6Hble MHCTPYKLMU Kommenrapuu
Export CEF Options
List of opened data files:
MSD_mix_4stds_DG_spl200_03.0 Export contents
) Only highlighted results
@ Al results
Export destination
One export file per data file:
(@ Atthe location of the data file
() At specified directory
C:\MassHunter\Data
I export file already exists
() Overwrite existing export file
@ Auto-generate new export file name

Puc. 51 [uanorosoe okHo «Mapametpbl akcnopta CEF» (Export CEF Options)

MO0 Agilent MassHunter Workstation — pykoBoacTB0O No 03HaKOMJIIEHMIO C NPOrpaMMoii
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apanue 21. lleyatb oTyeTa 0 pe3ynbratax aHanusa

Eciz BBI 3aX0THUTE pacIievyaTaTh OTUYET O Pe3y /IbTaTaX aHAJN3a IT0CsIe
BBIIIOJTHEHHUS JIF0O0T0 3aJaHUS B 9TOM HJIH CJIEAYIOIIEM YIIPaKHEeHUH,
HCHOJIL3YyHTE 5TH HHCTPYKITHH.

OTueT 0 pe3y/IbTaTax aHAJIU3a MOKET BKJIIYATDH Pe3yJIbTaThl U3BJI€UEHUA
U MHTETPUPOBAHUSA XPOMATOTPAMM, U3BJI€YEHHU CIIEKTPOB, ITOMCKA
COeMHEHHUH, IOKNCKa 0a3 JaHHBIX /IS CIIEKTPOB [IUKOB HUJ/INA CO3MAHMI
dopmyJ1 U3 CIEKTPOB THUKOB.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3

3anaHue 21. lMeyatb oTyeTa 0 pesynbTaTax aHanusa

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

1 Ecnu caiin gaHHbIX
MSD_mix_4stds_DG_spl200_03.d
He 3arpyeH, 0TKpoiiTe aToT hain
[JlaHHbIX U BbIMOJIHUTE JeiicTBUA
npu oTkpbiTMK thaiina (File Open)
ana metopa iii_GCexercise2.m,
KOTOpbIi 6bIN co3aaH B «3aAaHue
19. Hactpoiika v BbinonHeHue
MeTo/a C UCMOJIb30BaHUEM
npoLecca CKPUHUHTA COeUHEHUH
['X/Q-TOF» Ha cTp. 99.

2 WameHute BbiGpaHHbIE 3NEMEHTbI
AINA oTYeTa 0 peaynbTaTax aHanuaa
B MeToje:
OTmeTbTe XxpoMaTorpaMmbl,
CMEeKTPbl UnK Tabnulibl, KOTopble
Bbl XOTUTE pacrievaratb.
CHUMMTE OTMETKM
C XpoMarorpamm, CrekTpoB uUnm
Tabnu, KoTopble Bbl HE XOTUTE
neyaratb.

a Ecnu nporpamMmma etle He OTKpbITa,

ABaxAbl LienkHuTe 3Hayok Mass
Hunter Qualitative Analysis
(KauyectBenHbit ananu3 Mass
Hunter). B apyrom cnyyae wenkHute
File (®aiin) > Open Data File
(OTkpbITb thaiin paHHbIX).

Bbibepute thaitn faHHbIX
MSD_mix_4stds_DG_spl200_03.d

B nanke 06pa3Los chaiinos aaHHbIX [X.
CHumute otmeTKy ¢ nyHkta Load
result data (3arpy3autb peaynbrarbi).
OtmetbTte nyHKT Run “File Open’
actions from selected method
(Bbinonuutb peicTBUA Npyu OTKPbITUM
thaitna u3 BbiGpaHHoro mertopa).
Haxxmute kHonky Use current method
(Ncnonb3oBatb TeKywuit meton)

u wenkuute Open (OTKpbITH).

B okHe 0603peBatena MeTo40B
(Method Explorer) BbiGepute Reports
(Otyetni) > Analysis Report

(Otyer o pesynbratax aHanusa).
OtMeTbTe BCe AOMONTHUTENbHbIE
paszenbl, KOTOpbIe Bbl XOTUTE
pacnevartarb.

CHuUMUTE OTMETKM CO BCEX
XpoMaTtorpaMM W CNekTpoB, KOTOpble
Bbl He XOTUTE neyvararb.

Mocne BbinonHeHnua «3aaanue 19.
Hactpoiika u BbinonHeHue metoaa
C UCMonb3oBaHMeM npotiecca
CKPUHUHTA COEANHEHWI
['X/Q-TOF» Ha cTp. 99, Tekywwmm
metoaom 6ynaer iii_GCexercise2.m.
JT0T MeTo/ HaCTPOEH Ha
BbIMONHEHUE anropuTMa noucka
COEANHEHWIA N0 AEKOHBOMIOLINK
xpomartorpammsbl (Find Compounds
by Chromatogram Deconvolution)
1 3aTeMm Ha BbIMONHEHUe anroputMa
noucka no 6ubnuotekam Ana
KaX/10T0 COeIMHEHMA.

Otyer o pesynbTtatax aHanuaa 6yaet
cojep>kaTb ToNnbKo Ty MHopmaLuio,
KOTOPYIO Bbl OTMETMTE B 3TOM paszene.
Ecnu HekoTopble pesynbratsl
He/Z0CTYMHbI, 3HAYUT 3TW pe3ynbTaThl
He BKII0YEHbI, 1aXKe eclin OHM
OoTMeueHbl B 3TOM pasjene.
Hanpumep, ecnu Bbl He
MHTErpMpoBanu xpomarorpammy,
Tabnuua nukoB He GyAeT BKNOYEHa.

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apanue 21. MNeyvatb oT4yeta 0 pesynbTatax aHanu3a (NPoAonxKeHue)

Laru

Moapo6HbIe UHCTPYKLUK

KommeHntapum

{ [ Method Explorer: pih_GCexercise2 m

xHi@mmEdim:mW x

Generate Formulas
Compound Report

[#) Chromatogram

i (%) Print Analysis Report =| 74 | 9= 04 | Method kems~ | (5 4

User chromatograms

i Spectrum

[¥] Show user chromatograms

7] Vith peak tables

 General

| [F] With signal to noise results

File Open Actions

- Reports

User specia

[¥] Show user spectra

Analysis Report

I 7] With peak tables

Compound Report
Commen Reporting Options

'+ Find Compounds

[T] Wiith library spectrum
[] Wiith difference spectrum

Compounds

¥ Find Compounds by Fermula

[7] Show compound chromatograms

'+ Identify Compounds

[7] With peak tables
[7] Show compound specira

+ Compound Automation Steps

7] Viith peak tables

Mo ymonuaHutio okHo pepakTopa
metopoB (Method Editor) asnaerca
nnaBarowum. Bol BuguTe ero kak
oTAEnbHOE OT 0CTaNbHOI YacTu
nporpaMMbl Ka4ecTBeHHOro aHanu3a
0KHO. Y106bI 3aKpenuTb OKHO,
WeNKHMTE NPaBOA KHONKOW MbILUK
Ha 3aronoBKe OKHa M HaXXKMuTe
«Mnasaroween (Floating). Bl Takxe
MO>KeTe ABaXKAbl WENKHYTb Ha NaHenu
3aronoBKa 0KkHa, 4to6bl 3aKpenuTb ero.

Puc. 52 Pasaen otyeta o pesynbratax aHanusa (Analysis Report) B okHax o603peBatena MeTo/108
(Method Explorer) u peaaktopa metoaos(Method Editor)

108 MO Agilent MassHunter Workstation — pykoBoacTBOo No 03HaKoMIIeHMI0 C NPOrpaMMoit
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3

3apanue 21. MNeyvatb oTyeta 0 pesynbTatax aHanu3a (NPoAonxKeHue)

Laru Moapo6HbIe UHCTPYKLUK KommeHntapum

3 Pacneuaraiite otyer. a Bbl Moxete pacneyatatb otyer

pasnuyHbIMK crocobamu:
B rnasHom meHio BbiGepure File
(®aiin) > Print (Mevarb) > Analysis
Report (Otuer o pesynbrarax
aHanu3sa).
Ha rnaBHoii naHenu MHCTPYMEHTOB
LLieNKHUTe 3Ha4oK npuHTepa (Printer).
LLlenkHute 3Havok Print Analysis
Report (Mevaratb oryer no
peaynbTatam ananusa) | B Ha
MaHenm WHCTPYMEHTOB peZiakTopa
metozoB (Method Editor) npu
BbI6paHHOM pasaene oTyeTa
0 pesynbTatax aHanu3a (Analysis
Report).
B peaaktope metozos (Method
Editor) wenkxute npaBoii KHOMKOM
MbILLIW pa3aen oT4yeTa o0 pesynbratax
aHanusa (Analysis Report)
u Bbl6epute Print Analysis Report
(Meuararb otuer 0 peaynbratax
aHanusa).
B koHTekcTHOM MeHto haiina AaHHbIX
B HaBurarope o AaHHbIM (Data
Navigator) wenkHute Analysis Report
(Oruer o pesynbTarax aHanu3a).
Bbi6epute Report contents
(Copep>kanue oryera).
OtmerbTe nyHkT Print report
(Meyararb otuer) u BbibepUTE NPUHTEP.
OtmertbTe nyHKT Print preview
(Mpocmortp pokymenta).
Haxmwure kHonky OK.

* 3uauok Run (3anyctut) (#) =
Ha NaHenu UHCTPYMEHTOB OKHa
peaaktopa metoaos (Method Editor)
MHOrZia No3BoniAeT BbibpaThb AeiicTBue
U3 CMUcKa BO3MOXHbIX AEACTBUIA.
Hanpumep, ecnu B 0kHe pesakTopa
metoaoB (Method Editor) Bbi
nepekntountecs B pasaen «0tyetbin
(Reports) > Common Reporting
Options (06wwue napameTpbi
0TYETOB), MOCIE HAXaTuA KHOMKK
«BbinonHutby (Run) Bam cranyr
JOCTYMHbI YETbIPE PasNUyHbIX
nevcteua. Ecnu wenkuyte cTpenky,
MOABUTCA CNUCOK AeWCTBMIA, KOTOpbIE
MO>KHO Bbl6paTb. Bbibop HoBoro
[JiefcTBMA U3 CrIMCKa MeHAeT
npeapigylLiee AeiicTeue no
ymonyanuio. Ecnn cpasy Haxatb
kHonky Run (3anycTtute), 6yaet
BbIMONTHEHO TeKyLLee AeiicTBUe Mo
yMOMNYaHuio.

MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOi
KayecTBeHHoro aHanu3sa ana XXX/MC
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apaanue 21. MNeyatb oT4yeta 0 pesynbTatax aHanu3a (NPoAonxKeHue)

Laru Moapo6Hble MHCTPYKLMU Kommenrapuu
" Print Analysis Report =
List of opened data files:
MSD_mix_dstds_DG_spl200_03.0 Ty
@ All results & ] Separate report per data file
(@) Only highlighted results
Prirtt report
Print report
Printer name: [ <Default> -
Frint preview A
Save report
[] Save report as Excel file ] Save report as PDF file
@ oy S B
C\MassHurter'reports
;

Puc. 53 [nanorosoe okHo «[levatatb oTyeT 0 peaynbratax aHanusay» (Print Analysis Report)
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb

3apaanue 21. MNeyatb oT4yeta 0 pesynbTatax aHanu3a (NPoAonxKeHue)

Laru Moapo6Hble MHCTPYKLMU Kommenrapuu

f Mpocmotpute otyer.

g LenkHute 3Hayok Close Print Preview
(3akpbiTb NpoCcMOTP AOKYMEHTA) Ha
naHemnn MHCTPYMEHTOB.

AnahysisReport] - Micresoft Bxcel IERICEia® -« © =
=@

b vet Page a
\

Close Print
Snow MITGINS Preview

Preveen: Fage 1 of 4 Zeomin 100

Puc. 54 OkHo npocmotpa aokymenta (Print Preview) ¢ oTyuetom o pesynbratax aHanusa

MO Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMJIEHMIO C NPOrpaMMoi
KayecTBeHHOro aHanu3a ana XKX/MC
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3anaHnue 22. [leyatb oTYETA NO COEAUHEHUAM

CJiegyiiTe STUM HHCTPYKIIMAM, KOI'Ja BaM [OHAJ00HUTCS pPaclIevyaTaTb OTYeT
0 COeTUHEHUIM.

3aganue 22. [eyatb oTyeTta Mo COeAMHEHUAM

LWar

Moapo6HbIe UHCTPYKLUK

KommeHntapum

1 Ecnu caiin gaHHbIX
MSD_mix_4stds_DG_spl200_03.d
He 3arpyeH, 0TKpoiiTe aToT hain
[JlaHHbIX U BbIMOJIHUTE JeiicTBUA
npu oTkpbiTMK thaiina (File Open)
ana metopa iii_GCexercise2.m,
KOTopbIi 6bIN co3aaH B «3aAaHue
19. Hactpoiika v BbinonHeHue
MeTo/a C UCMOJIb30BaHUEM
npoLecca CKpUHUHTA COeUHEHUH
['X/Q-TOF» Ha cTp. 99.

2 WameHute HekoTopble BbibpaHHble
3NeMeHTbl B MeTo/ie 1A 0TYETOB
N0 COEANHEHNAM:

Bbiknounte npocMoTp cnekTpoB
MC, npubnuxeHHbIX Ha
onpeAerieHHbIX NuKax.
Bbikntounte napamertpbl
MC/MC B otuerte.

112

a Ecnu nporpamma elue He 0TKpbITa,
ABaxKAbl LienkHuTe 3Hayok Mass
Hunter Qualitative Analysis
(KauyectBeHHbit ananu3 Mass
Hunter). B apyrom cnyyae wenkHute
File (®aiin) > Open Data File
(OTkpbITb thaiin paHHbIX).

b Bei6epute caitn gaHHbIX
MSD_mix_4stds_DG_spl200_03.d
B nanke 06pa3Los chaiinos aaHHbIX [X.

¢ CHumute otmetky ¢ nyHkTa Load
result data (3arpy3autb peaynbrarbi).

d OmmetbTe nyHkT Run ‘File Open’ actions
from selected method (Bbinonnurb
AeicTBUA npy oTKpbiTUK thaitna us
BbiGpaHHOro Metopa).

e Haxwmure kHonky Use current method
(Ncnonb3oBarb Tekywuit meton)

u wenkuute Open (OTKpbITH).

a B obospeBatene MeToA0B LUENKHUTE
Reports (Otuets1) > Compound
Report (Otyer no coeguHeHuam).

b Cnumute BbieneHue ¢ nyHkTa Show
MS spectrum (Moka3sartb cnektp MC).

¢ CHumute BbigeneHue ¢ nyHkra Show
MS/MS spectrum (Moka3artb cnekrp
MC/MC).

d CHumute BblaeneHue ¢ nyHkta Show
MS/MS peak table (lokasatb Tabnuuy
nukoB MC/MC).

KauyecTBeHHoro aHanu3sa ana XXX/MC

* [locne BbinonHenusa «3aaaxue 19.
Hactpoiika 1 BbinonHeHue metoaa
C UCMonb3oBaHMeM npotiecca
CKPUHUHTA COEANHEHWI
['X/Q-TOF» Ha cTp. 99, TeKywwmm
metoaom 6yaer iii_GCexercise2.m.
JTOT MeTO/ HaCTPOEH Ha BbIMONHeHUe
anropuTMa noucka coesuHeHuit no
ZIeKOHBOMIOLMM XPOMATOrPaMMbli
(Find Compounds by Chromatogram
Deconvolution) n 3atem Ha
BbIMONHEHUE anropuTMa noucka
no 6ubnuotekam Ana KaXxKaoro
COeANHEHMA.

*  JTW NYHKTbI NO3BONAIOT BaM
yka3sbiBaTb MH(OpPMaLWIO, KOTOPYHo
Heo6X0ANUMO BKITHOUMTD B OTHET, ECIN
oHa aoctynHa. Ecnu undgopmauma
HeAoCTynHa, 3ToT pasaen 6yaet
aBTOMAaTMYeCKM NponyLleH.
Hanpumep, pesynbratel MC/MC He
6yayT BKIOYeEHbI, ecnu aiin AaHHbIX
COAEPXXMT TonbKo AaHHble MC.
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3
3apaanue 22. [Neyatb otyeta No coeAnMHeHUAM (NpoJoneHue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum

i [Z} Method Explorer: GCexercise2m x Hil?"eﬂmdﬁlimr'ﬁlmmmm x
# GC/Q-TOF Compound Screening A ||i & Print Compound Report =/ 3 | ¥3 ~ 5 - 34
1+ Chromatogram Compounds
= /] Show compound table
= v Sartby
2 teeery Stoer  [pmssng ] g naaabix ['X/Q-TOF Heo6x01mMO
mhons [ Exclude details for o
— = ! CHATD BbIfeJieHHe C ITyHKTa «<Has1okeHue
et [ XpoMaTorpaMM coeguHeHui» (Overlay
-ommen Reporting Options =
— [ Show compound chromatogram(s) compound chromatograms).
[C] Overlay compound chromatogram(s)
Find Compounds by Formula A
o - Compound spectrum (MS)
i+ Identify Compounds ] Show MS spectrum & ] Show MS peak table
Compousd Astomation ek A [] Show predicted isotope match table
'+ Worklist Automation ] Show MS spectrum (zoomed in on special peaks)
171 Export Zoom padding: - 00 + 300 m:
[¥] Overlay predicted isctope distribution

Compound spectrum (MS/MS)

[C] Show MS/MS spectrum &[] Show MSIMS peak table A

Library search results

[] Show library spectrum [] Show difference spectrum

Puc. 55 Paszgen «Otyer no coeamnennamy» (Compound Report) B peaaktope metoaos (Method Editor)

3 (mononHutensHo) Bbibepute a B okHe pepakropa metogos (Method  + 3t0 nporpaMmMHoe obecneyeHne
Apyroii wabrnoH otyeTa no Explorer) wenkHute Reports (Oruersbi) CO/EPXNUT HECKOMNbKO LLa6broHOB
COEAIMHEHMNAM. > Common Reporting Options 0TYETOB.

(06wme napamMeTpbl 0TYETOB). * Bbl MoXeTe U3MeHUTb LabnoH
b Bbi6epute CompoundReport oTYeTa C MOMOLLbIO NMPUMNOXEHUA
WithldentificationHits.xIsx Excel n BcTpoeHHoro gononHexHua
B KayecTse LabnoHa oT4yeTa no Report Designer.
COeIMHEHNAM.
MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrpaMMOoi 113
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb

3apaanue 22. [Neyatb otyeta No coeAnMHeHUAM (NpoJoneHue)

KommeHntapum

LWar Moapo6Hble MHCTPYKLUK
: [ Method Explorer: GCexercise2m x Hi@mmsdnm:(:nmmmouﬁm x
# GC/Q-TOF Compound Screening A~ ||i & printAnalysis Report | (3 | 9 - (% | Methodltems ~ 3
o A Templates | Optons|
= Report template folder
't Spectrum
ey A {Hunter\Report Templates \Gual 8,08 00'en-US Letter i)
lcnact Report templates
Analysis Report Analysis report femplate
Compound Report A Ef| [AnohssRepotsix -

Commen Reporting Opticns A| Compound repert template:
e CompoundRepert Withidertfication Hes -a
o Im—— A Qualitative method report template

[QuaitativeMethodRepert o -
+| dentify Compounds

Acquisition method report template:
i+ Compound Automation Steps A T = ‘

[ portrdc =
'+ Worklist Automation

Bb1 mo>kete ucnonb3oBarb
npuno>xxenue Excel n BctpoeHHoe
pononHeHue Report Designer,
4106b1 3MEHMUTb N6 WabnoH
oryeta ¢ pacwupenuem XLTX.
Bbl He Mo>keTe U3MEHUTb OTueT
MeToa NoNyyYyeHNa AaHHbIX.

Puc. 56 Pazpen o6wmx napametpos otyetos (Common Reporting Options) B peaaktope MeTo08
(Method Editor)

4 Pacnevartaiite oTyer.

114

Lenknurte File (®ain) > Print
(Mevarb) > Compound Report (Otuer
N0 COeAMHEHUAM) UNU LLENTKHUTE
cTpenky Ha 3Hauke Print Analysis
Report (Meyaratb oTuer pesynbrarax
ananusa) (B} u naxwure Print
Compound Report (Meyaratb oTyer no
coeAMHeHMAM), yTo6bl pacnevaraTb
OTYeT M0 COeAMHEeHUAM.

OtmeTbTe nyHKT Print preview
(Mpocmortp mokymenTa).

Haxxmute kHonky OK. Mpocmotpute
OTyer.

LWenkHute 3Hauok Close Print
Preview (3akpbiTb npocmotp
[OKYMEHTa).

* B ananoroeom okHe «leyatatb
oTyeT no coeanmHeHuamy (Print
Compound Report) Bbl MmoxeTe
BblOpaTh APYroi npuHTEp,
coxpaHuTb otyeT B haiin PDF
unu Excel, Bbibpatb AnA nevatu
BCE pe3ynbTaTbl UMW TONbKO
BblAENEHHbIE pe3ynbraThbl
1 06beanHUTL pasHble ainbl
[laHHbIX B OIMH OTYeT.

* [Ina nony4yeHnA A0NOMNHUTENbHOM
uHchopmaLmm cM. oHNalH-cnpaeky
(Help) unu obyvatowumii DVD-auck
Mo CO3JaHMI0 OTYETOB.

MO0 Agilent MassHunter Workstation — pykoBoacTBo No 03HaKoOMMNEHUI0 ¢ NPOrpaMMmoit
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Wcnonb3oBanne pabounx npoueccos, aKCNOPT U Nevarb 3

3apaanue 22. [Neyatb otyeta No coeAnMHeHUAM (NpoJoneHue)

LWar Moapo6Hble MHCTPYKLUK KommeHntapum
[FAIN" | = Comp: P Hitsl - M@l e ==l -~ & x
| Fie \ Print Preview o @

, b € F!
= ) [ Mext Page
[ A 5 L)
Print  Page | Zoom | _ Close Print
Setup [ show Margins |~ preview
Print Zoom Preview

e

Previews: Page 1 of 4 | ZoomIn 1003

Puc. 57 OkHo «[lpocmotp aokymeHTay (Print Preview) ¢ otyetom no coeanHeHMAM

5 3akpoitte thaiin aaHHbIX 6€3 a LUlenkHute File (®ain) > Close Data
COXpaHeHWA peaynbTaTos. File (3akpbitb thaitn paHHbIX).
b Orsetbte No (Her) Ha Bonpoc
0 COXpaHeHUM pesynbTaTos.
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3 Ncnonb3oBaHue pabounx npoueccos, aKCNOPT U nevatb
3apanue 22. lleyatb oTyeTa NO COEAUHEHUAM

116 MO Agilent MassHunter Workstation — pykoBoAcTBO N0 03HaKOMAEHUIO C NPOrpamMmoi
KavyecTtBeHHoro aHanu3a ana XXX/MC



MO0 Agilent MassHunter Workstation lporpamma kauecTBeHHOro aHanu3a
PykoBoACTBO N0 03HAKOMMNEHUIO

CnpaBka

Pa6ota c okHamn 118

Pa6ota c pesynstatamu B Data Navigator (HaBuratop no agaHHbim) 121
BbinonHeHue onepauuit Ha xpomatorpamme 122

BbinonHenune onepauuit Ha cnektpax MC unu MC/MC 124

Pa6ota c BU3yarnbHbIMu Xxpomatorpachmyeckumu aaHHbimu 125
Pa6ota c Bu3yanbHbIMU cneKTpanbHbIMU AaHHbIMK 126

Pa6ouune npoueccbl 127

Hactpoiika wa6bnona otyeta 131

o
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Pa6ora ¢c okHamu

IIpu mepBoM oTEpBITHH TporpaMmbl [I[porpamMmma kKavecTBEHHOTO aHAJIN3a BbI
YBHUOUTE YeThIPe OKHA, PACIIONIOKEHHBIX M0 yMordanuto: Data Navigator (HaBuraTop
o gaHuabIM), Method Explorer (O6o3peBaresis MeTo10B), Chromatogram Results
(PesysbTarsl xpoMmaTorpammbl) 1 MS Spectrum Results (Pesysibrars ciiekTpa MO).
Mok HO TepekIoYaThcsa Mexk Iy npeacTapieHuamu Navigator View (IlpeacraBieHue
HasuraTopa) u Compound Details View (IIpencraBieHre cBeIeHUH O COeTUHEHUIX).

B npencrasinenuu Navigator View (IlpefcraBiieHne HaBuraTopa) MOKHO
CO3/1aTh CEMHAIIATh APYTUX OKOH ¢ moMmolbio MeHio View (IIpocmoTp):

Method Editor (PegakTop MeTOI0B) — II03BOJIAET PEIAKTHPOBATH IapaMeTpPhI
MeTOJIOB, HaxXodAlrecad Ha Pa3HbIX BKJAIKAX

Spectrum Preview (IlpeaBapuTebHbIA IPOCMOTP CIIEKTPOB) — MO3BOJIIET
OBICTPO CKAHUPOBAThb CHEKTPHI B (haiiie TaHHBIX

MS Spectrum Results (PesysibTars! ciiekTpoB MC) — oToOpakaeT CIeKTPbI
MC u MC/MC

Difference Results (Pe3y/1bTaThI 110 pasHHUIlE) — OTOOPAKAET PE3yIbTAThI IO
pasHuUIle IIoc/Ie MOUCKa B GUO/IHOTEeKe

Deconvolution Results (Pe3y/1bTaThbl JeKOHBOJIIOIIHMI ) — OTOOPaKAET CIIEKTPBDI,
apoItieanue 1eKOHBOTIOINI0

Deconvolution Mirror Plot (3epkajbHBII rpadUK JeKOHBOJIIOIIN) —
3€PKaJIbHO 0TOOPAKAET [ABa CIIEKTPA, IPOLIEAIINX TeKOHBOJIIOIIHIIO

UV Spectrum Results (PesysibTaTsl ciiekTpa YD) — oToOpaskaeT cuekTp Y D;
IOCTYIHO TOJIBKO JJIs JaHHbIX KX/ MC

Integration Peak List (CIicok IMHKOB HHTEIPUPOBAHUA) — OTOOpaKAET
TaOIUILYy PE3yIbTATOB HHTETPUPOBAHUA

MS Spectrum Peak List 1 (Crmcok 1 nukoB cuexrpa MC) — oTro6paxkaer
TAO/INILY IIMKOB /I IIePBOT'0 BBIOPAHHOT'O CIIEKTPA

MS Spectrum Peak List 2 (Crcok 2 nukoB cuexkTpa MC) — oToGpasxkaeT
TaOJINIY IIHKOB /I BTOPOI'0 BEIOPAHHOTO CIIEKTPA

MS Actuals (PakTudeckue ganubie MC) — oToOpaxaeT HHPOPMAIIHIIO
0 IIOJIyYE€HUH [JIs BBIIEJIEHHOTO CIIEKTPa

Compound List (CIucok coequHeHNI) — 0TOOPaKaeT COeqUHEeHMN,
HaleHHbIe ¢ MOMOIIbI0 oHOT0 13 ajaroputTmMoB Find Compounds
(ITouck coeMHEHMUIT)
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¢ Compound Identification Results (Pe3ysibTaThI OIIpeie/IeHUs COeJUHEHMH )
— oTobpaxkaeT HHPOPMAIIO 06 oIpeaeIeHIH /11 BLIOPAHHOTO
COeTUHEHU

¢ Spectrum Identification Results (Pe3y/ibTaThl olipegesieHUA CIIEKTPOB) —
oToOpaskaeT HH(pOPMAINI 006 OIpeIe/IeHHH /11 BbIOPaHHBIX CIIEKTPOB

¢ MS/MS Formula Details (CBemenus o popmysiax MC/MC) — oro6paxkaer
TAO/IHILY BO3MOKHBIX POPMYJI, BBIYMC/IEHHBIX /i PPArMeHTOB B CIIEKTpe
MC/MC

e Structure Viewer (CpegcTBO IIpOCMOTPA CTPYKTYPHI) — OTOOpaKaeT
CTPYKTYPY, CBA3AHHYIO C TEKYIIIUM COeIMHEHNEM UJIU CIIEKTPOM

¢ Sample Information (MadpopMaIua o mpobdax) — oToOpaxkaeT HH(POPMAIIHIO
0 BbIJeJIEHHOM (paiijie JaHHbIX

¢ Sequence Editor (PegakTop moc/ie1oBaTeIbHOCTEN) — IT03BOJIAET
PeTaKTHPOBATh MOCIEI0BATETbHOCTD METOIOB

Kpome Toro, MoxHO 0TOGPa3UTh TPU OKHA HHCTPYMEHTOB, KOTOPHIE

OTKPBIBAIOTCA IIPU MUCIIOAb30BAHNHU COOTBETCTBYIONIET0 HHCTPYMEHTA:
¢ Formula Calculator (KasibkysnaTop doopmys)
¢ Mass Calculator (KasbkyJsiaTop macc)

* Recalibrate (Ilepexa/iu6poBKa)

3HauKM OKOH Ha rMaBHOW NaHenu WHCTPYMEHTOB

C moMoIIbI0 3TUX 3HAYKOB HA IVIABHOH IIaHEeJ M HHCTPYMEHTOB OTKPBIBAIOTCS

¥ 3aKPBIBAIOTCA COOTBETCTBYIONUE OKHA. [[OMMO/THUTEIbHbIE 3HAYKU JOCTYIIHBI
ocJie yCTaHOBKH ITporpaMMHoro obecrnedenus MassHunter BioConfirm. [Tys
OTKPBITUSA OKOH TaKiKe MOJKHO HCIOJIL30BATh KOMaH/AbI B MeHIO View (IIpocMmoTp).
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Ha | = Bl
il l @' Method Editor

Data Navigator

(HaBuratop no gaHHbIM) Method Explorer

(Pepakrop meTtopoB)

(0603pesarenb meTopo0B)
Chromatogram Results |
(Pe3synbrarbl
XpomarorpaMmmbl)

| UV Spectrum
Results

.."E'.. Jﬁ _|J_|_ 'I'I'I' _'|1 %‘ E (Pesynbratbl

l

Spec_tl’llm MS Spectrum Difference Results Deconvolution Deconvolution
Preview (Mpe-  Results (Pesynbrartbl no Results Mirror Plot
ABaputenbHblit  (Pesynbrartbl pasHuue) (Pesynbratel (3epkanbHblii
npocmortp cnekrpa nekonsonioyuu) TPatuK
cneKTpoB) MC) _.ﬂ} _dﬁ ﬂ# % | AEKOHBONHOLMK)
Integration Peak List | | MS Actuals
(Cnucok nukos MS Spectrum Peak List MS Spectrum (maxmqt'z\;;:ue
WHTErpUpoBaHyA) 1 (Cnucok 1 nukoB Peak List 2 (Cnucok 2 Aannpie MC)

cnekrpa MC) nukoB cnektpa MC) Sequence Editor
Compound List I | | (Penaxrop
(Cnucok coepuHenmii) T r Gl ~ nocneposa-

@ﬁ = &F &: % LFF.. TenbHocTei)

Compound Spectrum MS/MS !
Identification Identification  FormulaDetails Structure Sample .
Results Results (Ceepenna Viewer Information
(Pesynbratel (Peaynbratel o hopmynax (Cpeacteo (Nuchopmauma
onpegeneHuna onpeneneina  MC/MC) npocmotpa 0 npo6ax)
coeauHeHnit) CNeKTpoB) CTPYKTYpbI)
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Pab6ora c pesynoratamu B Data Navigator (HaBuratop no ganubim)

OxHo u uHctpymentol Data Navigator (Hasuratop no ganHbim)

Data Navigator (HaBuraTop 1mo JaHHBIM) YIIOPAJOYHUBAET BCE PE3YJIbTATHI
HM3BJI€UYEHUS U BHIOOPA CIIEKTPOB 110 paiijiaM TaHHBIX UM TUTIAM JTaHHBIX.

i 22 Data Navi - . -
: Sk ik % 3nauok Linked Navigation
Sort by Data File -
&[] sulfas_Poshisd @ (CBasanHaa HaBurauua)
| E-[¥) User Chromatograms |
[+ TIC Sean
| =[] User Spect
| TRE e Ecnu ata dyHKumA akTMBUpOBaHa (3HaueHune no
7+ Sean (0502-0.522 min) Sub YMOMNYaHuIo), Npu BblaeneHun xpomatorpammbl B Data
H [#]ulw + Scan (0.775-0.838 min) Sub .
[Vl + Scan (120841272 win) Su Navigator (HaBuratop no AaHHbIM) TakKe BblAENAOTCA

COOTBETCTBYIOLLME CMEKTPbI. A TakxKe BblAeNAITCA
s COOTBETCTBYIOLLME XpOMaTorpamMma U rpachuyeckume
ju@er/\,fhfrﬁ'ﬁgs?aﬁ pesynbratbl cnektpa. Linked Navigation (CAsaHHan
i HaBurauya) paboTaeT TONbKO NpK UCMOMb30BaHUN
nyHKTOB MeHio Integrate and Extract Peak Spectra
(WHTerpupoBaHuWe 1 M3BneyeHne CNeKTpoB NUKOB)
B MeHto Chromatograms (Xpomarorpammbl) unu npu
3anycke anropuTMoB Anfl COeAVHEHWIA.

{ %A Data Navigator x

S . “ n VHCTpYMEHTbI 0TMETOK
- Pest- 200 - Scan D f f

- Pest - STD 200 MRM.D
Pest Strawb-01 SPIKED 1 ppb - 1 ul inf.D

E'f'm: OpvHapHaA oTMeTKa — CTaBUT OTMETKM ANA BCex

[\, + TIC MRM (= -> ™) - Pest - STD 200 MRM.D
[ + TIC MRM (" -> =) - Pest Strawb-01 SPIKED 1 ppb- 1 BbIAENEHHbIX AaHHbIX.

- [7] User Spectra
[Pl + Scan (3.200 mir) - Pest - 200 - Scan.D

JEIMMY - Scan (16,906 min) - Pest- 200- ScanD | ﬂBoﬁHble O0TMEeTKHU, oaHa cepaA — CTaBUT OTMETKU
[Z11ly + Sean (20,895 min) - Pest - 200 - Sezn D
B ecira ANnA BblAeNeHHbIX AaHHbIX N CHAMaeT OTMETKU AnAa

APYTUX AaHHbIX.

ﬂBOﬁHble OTMEeTKU — CTaBUT OTMETKU Be3/je.

XpomartorpaMmbl M cnekTpbl oTobpaxatorca,
€Cnu 0TMeYeHbl.
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BoinonHeHue onepaumit Ha XxpomarorpamMmme

CJieyronye olepaIii MOKHO BBIIIOJTHUTDH Ha BCEH XpoMaTOrpaMMe HJIH Ha ee
BBIOPAHHOM Y4YaCTKe IMPU MOMOIIH ITyHKTOB MEHIO:

DeiictBue

MyHKT MeH0

ameHeHue MapKUPOBKU NUKOB
Ha XpomMarorpammve

3Bneyenue Xpomatorpammbl

VsBneyeHune onpeaeneHHbIx
Xpomarorpamm

WNHterpuposanue
XpoMaTorpamMmbl

MHTBFDMDOBGHMB n ussneyeHue
CMNeKTpoB NnKoB

WuterpuposaHue u
[JIeKOHBOJIOLMA CMEeKTPOB NUKOB

CrnaxusaHue XpomMatorpamMmmbl

BbluntaHue xpomarorpammbi

BbluncneHue oTHoLIEHMA
CuUrHan-wym

Mouck coeanHenuit no
aBTomatuyeckoi MC/MC

Mouck coeanHeHuii B JaHHbIX
uenesoit MC/MC

Mouck coeanHenuit ana
nanHbix MC(1)

Mouck coeauHenuit ana
AaHHbix [X/MC

Configuration (Hactpoiika) > Chromatogram Display Options
(MapameTpbl 0To6pakeHUA XxpoMaTorpammbi)

Chromatograms (Xpomatorpammbi) > Extract Chromatograms
(MsBneyb xpomatorpammbl)

Chromatograms (Xpomartorpammbl) > Extract Defined
Chromatograms (/13Bneyb onpeAeneHHbie XpomaTorpaMmmbl)

Chromatograms (Xpomatorpammbl) > Integrate Chromatogram
(MnTerpupoBath Xxpomatorpammy)

Chromatograms (Xpomatorpammel) > Integrate and Extract
Peak Spectra (/IHTerpupoBath ¥ U3Bnedb CNEKTpbl NUKOB)

Chromatograms (Xpomartorpammel) > Integrate and
Deconvolute Peak Spectra (ViHTerpupoBatb 1 BbINONHUTL
[IeKOHBOJIOLMIO CMIEKTPOB MUKOB)

Chromatograms (Xpomatorpammbl) > Smooth Chromatogram
(Crnaautb xpomatorpammy)

Chromatograms (Xpomarorpammsl) > Subtract Any
Chromatogram (Bbluectb xpomatorpammy)

Chromatograms (Xpomatorpammsli) > Calculate Signal-to-Noise
(BblYncnuTb OTHOLLIEHWE CUTHAN-LUYM)

Find (Mowuck) > Find Compounds by Auto MS/MS (Haiitu
coeanHeHua no astomartuyeckot MC/MC)

Find (Mouck) > Find Compounds by Targeted MS/MS
(Haiitn coeauHenua no uenesoit MC/MC)

Find (Mowuck) > Find Compounds by Molecular Feature
(HaitT coeamHeHua no MonekynapHbiM 0co6eHHoCTAM)

Find (Mowuck) > Find Compounds by Chromatogram
Deconvolution (Haittn coeanHeHua no AekoHBonUKUM
XpoMaTorpammbil)
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DeiictBue MyHKT MeHIo

Mouck coeanHenuit ana Find (Mowuck) > Find Compounds by MRM (Haiitn coeaunenus
AaHHbIx MRM no MRM)

Mouck coeanHeHuit no Find (Mowuck) > Find Compounds by Integration

pesynbTataM UHTErpupoBaHuA (Haiitn coeanHeHnA no MHTErpMpoBaHULo)

Mouck coeanHeHmid, koTopble Find (Mowck) > Find Compounds by Formula (Haiiti coeanHeHua
COOTBETCTBYIOT ONpeZeNeHHbIM  No chopmyne)
topmynam

Bblﬁop onepauuﬁ C AMana3oHoOM B KOHTEKCTHOM MEeHH

ITocste BbIOOpa XpoMaTorpaduyecKkoro QHanasoHa MOMKHO U3BJ/IeUb CIIEKTP, U3BJIeYb
criekTp PoHAa, a TaKKe BBIIIOJHUATH OIEPAIUH, YIIOMIHYTbIE BbIIIIEe, U APyTHe
OIlepaIlHH.

1 i qocTyma K 9THM ollepallisaM BbIGepuTe HHCTPYMeHT Range Select (Bbi6op
[IANa30Ha, ¥4 ) Ha MaHes M HHCTPYMeHTOB okHa Chromatogram Results
(PesyspTaThl XpOMaTOrpaMMBbI).

2 IlleskHHUTE B TOM MECTE, I'le XOTUTE HauaTh JUAIla30H, IPOBEINTE KyPCOPOM II0
BCeH JIJITMHE qUaIla3oHa, a 3aTeM OTIYCTUTE KHOIKY MBIIIIH.

3 IllesxkHHUTE IPaBOl KHOIKOM MBIIIKH B JIJIOOOM MeCTe€ XPOMATOIPAMMABI,
a 3aTeM BbIOEPHUTE OIIEPAIlMI0O B KOHTEKCTHOM MEHIO.

CoxpaHeHue pe3ynbraToB B (haiinbl faHHbIX

¢ IllesnxkauTe 3Ha4YoK Save (COXpaHUTD, H) nim File (®aiin) > Save Results
(CoxpaHuTh pe3yJabTaThI).

ITpu BBIXO/Ie M3 ITPOrPAMMBbI BbI IOy YUTE MIPE/IIOKEHINE COXPAHUTD PE3YIbTAThI
B (paiil/I JAHHBIX, €CJIH 9Ta (PYHKIH He BHIK/II0YEHA (BHIK/IIOYAETCI B JUATIOTOBOM
OKHe mapameTpoB cooOienuii (Message Box Options))
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BoinonHenue onepaumii Ha cnektpax MC wnu MC/MC

Caeayromue oneparnui MOKHO BBITOJHATEL Ha BceM criekrpe MC mmu MC/MC,
a TaKiKe Ha ero BhIOPAHHOM YYACTKe IPH ITOMOIIU IIYHKTOB MEHIO:

DeiictBue MyHKT MeHIo

Mpocmotp 3HaueHmit m/z, uxtencusHoctH,  View (Mpocmotp) > MS Spectrum Peak List 1
3apAj0BOro COCTOAHUA W ApYroi (Cnucok 1 nukos cnektpa MC)
MHhopMaLMmM 0 NUKAX CrekTpa

lameHeHne MapKUPOBKM CMEKTParnbHbIX Configuration (Hactpoiika) > MS and MS/MS
MUKOB Spectra Display Options (lMapametpbl oTo6paxeHua
cnektpos MC n MC/MC)

Bblunutanue choHoBoro cnekrpa Spectra (Cnektpbl) > Subtract Background Spectrum
(Bblyectb hoHOBbIN crnekTp)

Bbluntanue noboro cnektpa Spectra (Cnektpbi) > Subtract Any Spectrum
(BbiuecTb ntoboii cnekTp), a 3aTeM BbIGpaTh APYroi
CneKTp

Cno>xxeHue AByX CNeKTpoB Spectra (Cnektpbl) > Add Any Spectrum (Jo6aButb

nto6oi cnekTp), a 3aTem BbiGpaTb APYroii cnekTp

Mouck B 6a3e AaHHbIX 3aNuCei, KoTopble Spectra (Cnektpbl) > Search Database for Spectrum
COOTBETCTBYIOT OnpeAeneHHbIM 3HayeHnaM  Peaks (Mouck nukoB cnektpos B 6a3e AaHHbIX)
Macchl B crnekTpe

Cospanue chopmyn ana 3HayeHuidi maccol  Spectra (Cnektpel) > Generate Formulas from
B BbI6paHHOM AWana3oHe crnekTpa Spectrum Peaks (Co3aatb hopmynbl M3 nukoB
cnektpa), ecnu B cnektpe MC Bbi6paH Anana3oH

Mouck B 6ubnuoteke Identify (Onpeaenuts) > Search Library for Spectra
(Mouck cnektpa B 6ubnuoTeke) unu
Spectra (Cnektpbl) > Search Library for Spectra
(Mouck cnekTpoB B 6MbnuoTeke)
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Pabora c Bu3yanbHbIMU XpomarorpacmueckumMu faHHbIMU

OkHo Chromatogram Results (Pesynbratbl gna xpomartorpamm)

x103

i /\ Chromatogram Results N
ie e 218 B Ao e s [BlE A RIR]% R B s M =1

x107 |+EI TIC Scan Pest - 200 - Scan.D -
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Counts vs. Acguisition Time (min)

WNuctpymentsl ana pa6otbl ¢ pesynbTataMu XpoMarorpaMmbl

Nuctpymentbl macwirabupoBanua
no nopaaky

2 o Q[

Bbi60p MHCTPYMEHTOB No Nopaaky

R e

Bcerpa ponxxen 6biTb BbiGpaH
OAVH U3 3TUX UHCTPYMEHTOB.

MO0 Agilent MassHunter Workstation — pykoBopacTtBo no
KauecTBeHHoro aHanu3sa ana XXX/MC

ABTomatuueckoe Mmacwrabuposanmue ocein X u Y
Asromatnuyeckoe macwrtabupoBanue ocu X
ABTomMaTtnueckoe maclutabupoBanue ocu Y
YMeHblueHue maciutaba

ABTomaTtnueckoe maclutabupoBaHue ocu Y Bo Bpemsa
yBenu4yenua macwraba

Pe>xum npusaskm no ocn Y

Range Select (Bbi6op amanasona) — ecnu dyHKLMA
BKJIHOYEHA, MOXHO 0603HauuUTb AManasoH XpomMaTtorpammbl,
K KOTOPOMY HY>XHO NPUMEHUTL AeWCTBUA.

Peak Select (Bbi6op nukoB) — ecnv hyHKLMA BKNIOYEHa,
MO>HO BblGpaTh CNEKTP Ha BEPLLUMHE UHTETPUPOBAHHOIO
nuka.

Manual Integration (PyuHoe uHTerpupoBanme) — ecnu
(hyHKUMA BKNKOYEHA, MOXHO BbINOMHATL UHTETPUPOBAHME
B MHTEPAKTUBHOM PEXuMe.

Walk Chromatogram (Ocmorp xpemarorpammbi) — ecru
(hyHKUMA BKNKOYEHA, MOXXHO YBW/ETb OTAESbHbIE CMEKTPbI
Mo mMepe NepeABMKEHNA MEeX/Y TOUKaMU C MOMOLLbIO
MbILLM UNM KNaBULL CO CTPENKamu (BMEBO M BMPaBo) Ha
KnaBuarype.

Annotation (AHHOTUpPOBaHME) — ecniv (DyHKLVA BKIHOYEHa,
MO3KHO 106aBnATbL U306paKeHNA U TEKCTOBbIE
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Pa6ora ¢ BU3yanbHbIMM CNEKTPanbHbIMN AaHHbIMMU

OkHo MS Spectrum Results (Pe3synbtatbl cnektpa MC)

i J]| MS Spectrum Results x
ie o tlaByelEaloc o[ o %% % El =l
X103 [+ESI Scan (0.341 min) Frag=125.0v sulfas_PosMS.d
Z 2710320
5
5
4
3 121.0508
5630379
2
1 224.1284 5220083

Nuctpymentbl gna pa6otbl ¢ pesynbtatamu cnekrpa MC

ABTomatuyeckoe Macwrabuposanme ocein X u Y
Nuctpymentbl macwirabupoBanua

no nopapxy Aromarnyeckoe maciutabuposanmne ocu X
ABTomatuyeckoe Mmaciwrabuposanue ocu Y

ol t | E_l |§| tajﬁ E YMeHblienve macurtaba

ABsTomartnyeckoe maclutabupoanue ocu Y Bo BpeMa
npubnuxxeHua

Pexxum cBa3anHom ocu Y

Bbi6op nHcTpymeHTOB

0 NopARKY Range Select (Bbi6op amanasona) — ecnu hyHKUMA BKNOYEHA,

MO>HO 0603HauYUTb AMana3oH XpPOMaTorpamMmmbl, K KOTOPOMY HYXXHO
% J.E .IT]_ NPUMEHUTb AeiCTBUA.

Annotation (Kommentapuu) — ecnu hyHKUMA BKIKOYEHA, MOXHO
[ina oTMeHb! BbIGopa [n06aBnATb U306paxKeHUA U TEKCTOBbIE KOMMEHTapUW K XpomatorpamMmMam.
MHCTPYMeHTa BbIGEpUTE  Calipers (Cuertunkn) — ecnu (yHKUMA BKIKOYEHA, MOXHO 406aBUTb
ApYroi MHCTPYMeHT CYeTymMK aenbTa-Macc kK BbibpaHHoMy cnekTpy. B okHe Deconvolution
UNK WenKHuTe ApYroi Results (PeaynbTathl AekOHBONIOLMKM) MOXKHO Tak>e A06aBUTb
3HauoK. CYETYMK aMUHOKMCIIOT UMK cyeTunK moancmukaumid. ina nonyyenus

JONonHUTENbHOW MH(OpMaLMK cM. oHnaiH-cripaeky (Help).

126 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUIO ¢ NPOrPpaMMOil
KauecTBeHHoro aHanu3sa ana XXX/MC



Pa6ouue npouecchbl

Pa6oumne mmpoItecchl IIOMOTYT HACTPOUTH HHTEP(ENC M0JIH30BaTE I TPUIOKEHU.
KaskapIii paGoduil IIpoIiece 3arpyskaeT TOT METO/I, TapaMeTPbl KOTOPOTO
COOTBETCTBYIOT 3TOMY paboueMy Ipoiieccy. Kpome Toro, paboduii mpoiiecc
3arpyskKaeT CBOI0 KOMIIOHOBKY, KOTOpasd IIOIpasyMeBaeT U3MeHEeHHe CTOJIOIIOB,
oTOOpaskaeMbIX B KamI0H TadauIle. I HAKOHeIl, B YeThIpeX KOH(MUTypaIuax
mo6GaBJ/IeH CIIeluaIbHBIA pasaes peJakTUPOBAHUSI METOIOB, B KOTOPOM
CoIepIKaTCsA KOIMUH Pasie/IOB MeTo1a, UMEIIe 3HAUYeHHE [JII 3TOTO
pabouero mpoiiecca. ['pynnmupoBka PYHKITNH, HCIIOJIb3yEeMbIX IPH
oIIpeieJIEHHOM paboveM Ipoliecce, 00JIEMrYUT HACTPOUKY METO/Ia.

B mporpamme Qualitative Analysis (kauecTBeHHbBIH aHaJIN3) TOCTYIHBI
HECKOJIbKO Pa3IMYHBIX PA00UHX IIPOIIECCOB. JTO:

¢ General (o61rue)

¢ BioConfirm — sTu pa6oune HpoLecchl JOCTYIIHBI TOJIBKO IOC/IE YCTAHOBKHU
mporpaMmMHOro odecrederus BioConfirm u oTMeTKEN COOTBETCTBYIOIETO
MyHKTa B JUAJI0TOBOM OKHE HACTPOUKU HHTePdelica Mo Ib30BaTe A
(User Interface Configuration). B BioConfirm moxHO BbIOUpPATH MEXKTY
HECKOJIbKMMH BO3MOKHBIMU PAOOYHNMH IIPOLIECCAMH, B 3aBHCHMOCTH OT THIIA,
aHaJIM3a, KOTOPBIN Hy:KHO mpoBecTu. BioConfirm ucnoJsissyercs ¢ dpaitiamu
nauubIx KX/ MC.

e IIpocMOTp MUKOB XPOMATOTPAMMbI
e IlogrBep:xaeHne POPMYJI U YUCTOTA IIPOO
e CKpUHUHT IieJIeBbIX coequHeHu MC

¢ CkpunuHT coequuenuii 'X/Q-TOF

IIpu padore ¢ maaabIiMH ['X/MC MOKHO HCIIO/JIb30BATH PAOOUHH IIPOIECC
General (O6muit) mim GC/Q-TOF Compound Screening Workflow (Padoumnit
nporiecc ckpuauHra coeaquHenuii I'X/Q-TOF). IIpu pa6ore ¢ manabimu JKX/MC
MOKHO BBIOPATH JI000H padounil mpoIlece, KpoMe padouero mpoiiecca
ckpuHuHTa coequnenuii I'X Q-TOF.
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Oco6bin MmeTop,

Kaskap1ii pabodnii IIPOIlece 3arpyKaeT 0CoOObIH MEeTO, KOTOPBIH HCII0/Ib3yeTCs
10 YMOJTYAHMUIO, C HACTPOMKAMH, COOTBETCTBYIOIIMH 5TOMY padodeMy IIPOoIieccy.
Hampumep, eciiu BbIOpaTh OOUH U3 pabouux mpoiieccos BioConfirm,
napametp Target data type (TpeOyeMbIii THII JAHHBIX) /15 a/ITOPUTMA,

Find Compounds by Molecular Feature (Ilouck coequHeHHI 11O
MOJIEKY/IIPHBIM 0COOEHHOCTSIM) yCTaHAB/INBAETCSI Ha 3HaYeHne Large
molecules (proteins, oligos) (Bouabiue MoeKyabI (0€/JIKH, OIUIOMEpPHI)).
Takas HacTPOUMKa MOAXOOUT A/ pabouero mpoitecca BioConfirm, Ho He
MOAXOIUT /IS NCIIOIb30BAHUS C APYTUMH PAGOYNMH IPOL[ECCAMU II0
YMOJTYaHUIO.

Oco6aa komMnoHoBKa

KaxgpIii pabouni IMpoLece 3arpysKaeT CBOI0 0COOYI0 KOMIIOHOBKY.
KoMII0HOBEKa OIIpe/iesseT:

e TlososxeHUe U pasMep KasKI0r0 OKHA

¢ Kakwme okHa OyaQyT OTOOPAKATHCA KaK BRIATKH

¢ Kakue okHa OyayT IJIaBaIOIUMU

e Kakoe oKHO Ha BEKJIaJIKe OyIeT CBEPXY

¢ Kakwme okHa OyayT OTOGPAKATHCA 10 YMOJTIAHUIO

e Bynet qiu 0T00pakaThCI CTPOKA COCTOIHUS

g kaskgoro okHa rpadukoB (okHO Chromatogram Results (Pesy/ibTaThbI
XpoMmaTorpaMmmsbl), Spectrum Preview (IIpeaBapuTeabHBIA IIPOCMOTP
craekTpoB), MS Spectrum Results (Pesysbprarh! cuekTpa MC), UV Results

(PesysabpTaTsl Y®), a Takke okHO Deconvolution (JlekoHBOJIIOIUA)),
coXpaHseTcd C/Ieayolee:

¢ HagJiampIBaroTCA U APYT HA Apyra rpacduku

e BEJIIOYEHO JIM aBTOMAaTHYeCKkoe MacIITa0upoBaHue och Y B pPeKruMe
U3MeHeHnd MaclTada

¢ BEKJIIOUEH JIU PEKUM CBI3aHHOU ocH Y

128 MO0 Agilent MassHunter Workstation — pykoBoacTBO No 03HaKOMMNEHUI0 ¢ NPOrpaMMoOil
KauecTBeHHoro aHanu3sa ana XXX/MC



JIJ1 Kasaoro OKHa TaGJIUL COXPaHIeTCs Cieayolee:
¢ Kakwue cT0OJ/I0IIBI OTOOPAKAIOTCSA

¢ ITopaAmok cToJIOI0B

e IMMupuHA KamI0r0 CTOJI0LA

¢ OUIBTPHI, J0OABJIEHHbIE B TAOIUITY (IOCTYIIHO TOJBKO JIJI TAOIUITbI
Compound List (Crircok coemuHeHuit), Tadaumbl Compound Identification
Results (Pe3ysbTaThl ollpeae/eHUI COeTUHEHUH ) U OKHA Spectrum
Identification Results (Pe3ysipTaThl oItpee/ieHUs CIIEKTPOB)).

Oco6bie pa3pensbi B o603peBarene metonoB (Method Explorer) u pepakrope
metogos (Method Editor)

Hcnoabsys Method Editor (PegakTop MeTOI0B) C OGIIHM PaGOUYHUM IIPOI[ECCOM
(General), MOXKHO U3MEHATD MIPAKTUYECKU BCE ITapaMeTpPhbl METOA.

Kaskaplil u3 yeThbIpex IPYIrux padouynX HPOLeCCOB U3MEHAET Pasesibl,
moctymHable B Method Explorer (O603peBaTesb MeTo10B). Kamkap1ii HOBbIM
pasfies1 comepsKUT TOJIBKO BEJIATKN U pasfesabl Method Editor (PemgakTop
METO/OB), KOTOPhIE MOI'YT ObITh II0JI€3HBI B 9TOM pabodeM IIpoIecce.
H3MeHeHHe mapaMeTpa B pasfiesie pabouero mporecca Takke H3MeHsIeT
STOT IMapaMeTpP B COOTBETCTBYIOIEM MecTe o01ux pasgesaoB Method Editor
(PepakTop MeTO/10B).

JIBe BKJIQOKH He MOTYT IIOBTOPATHLCA B 001X pasmaesnax Method Editor
(PemaxTop MmetonoB). Pasges1 Chromatogram Peak Survey Workflow (Padoumnii
poIiecc MpocMOTpa MUKOB XpoMaTorpamMmal) > Spectrum Peak
Identification (OmpeneneHne NMKOB cCIEKTPOB) U BK/IaJaka Chromatogram
Peak Survey Workflow (Pa6oumnii mpoiecc mpocMoTpa INKOB
xpomaTtorpamMmsl) > Chromatogram Extraction (3BieuyeHue
xpomaTorpaMmmsbi) > Chromatograms (XpoMaTorpaMMbl) €CTh TOJIBKO B
paboueM mporecce IIPOCMOTPa MUKOB XPOMATOTPAMMBI. OTU Pa3iesibl UMEIOT
BJIMSHME TOJILKO Ha aJITOPUTM IIPOCMOTPA MUKOB XpOMATOTPAMMBbI. OTOT
aJITOPUTM HCIIOIb3yEeTCA TOJIBKO B TAHHOM paboyeM IIpoIiecce, a TaKKe

Opu BbIIoIHeHNHU AericTBuii Chromatogram Peak Survey without Report
(IIpocMOTp NMMKOB XpoMaTorpaMMsbI 6e3 oTueTa) 1 Chromatogram Peak
Survey with Analysis Report (IlpocMoTp MHKOB XpOMaTOrpaAMMbI

C OTYETOM O Pe3yJIbTaTaX aHAJU3A).
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Mertoabl ¥ KOMNOHOBKM Ana paﬁoqux npoueccos

JIJ1s1 Kasqoro padodero mpoliecca IIpeaoCTaBISIOTCS JOIIOJIHUTE/IbHbIE
MeTOIbl 1 KOMITOHOBKH, UCITOJIb3YIOIIHECA 10 YMOJTIYaHUIO.

Pa6ouuit npouecc  Mertop KomnonoBka Pazpen B Method Editor
(Pepakrop metopoB)

General (06wwiA) default.m Default.xml Het

Chromatogram ChromPeakSurvey- Default.xml Pa6ouuit npouecc
Peak Survey Default.m npocMoTpa N1KoB
(Mpocmotp nukos Xpomarorpammel
XpoMartorpammbil)

Formula SamplePurity- SamplePurity- Pa6ouuit npouecc
Confirmation and Default.m Default.xml noatBepxaeHua popmyn
Sample Purity ¥ YncToTbl NPo6
(MoatBepxaeHue

thopmyn u unctoTa

npo6)

MS Target Screening-Defaultm  Screening-Default.xml Pa6ouuii npouecc
Compound CKPUHMHTA LieneBbIX
Screening coeanHeHuii MC

(CKpWHMHT LeneBbIx
coeanHenuii MC)

GC Q-TOF GC_Q-TOFEm QTOFData.xml CKpPWUHMHT coeAnHeHui
Compound 'X/Q-TOF

Screening

(CkpuHUMHF

coeanHeHuii I'X

Q-TOF)
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Hactpoiika wa6nona oryera

JI/151 TTOJIyYeHus HOAPOOHON HH(POPMAIH 00 M3MeHEeHUH Iab/JI0Ha 0TYeTa
cM. oHJsatiH-cipaBKy (Help) BcTpoenHnoro gomosHennsa MassHunter Report
Designer Add-in, pykoBojicTBO 1Mo o3HaKOoMJIeHHIO ¢ Report Designer uin
oOy4aroiue MaTepuasbl Ha DVD-aucke Reporting Training. IIpu BBITTOJTHEHUH
CJIEYIOIINX TeHCTBUH BbI 03HAKOMHUTECH C HACTPOMKOI IIa0JI0HOB.

1 IlepeiiguTe B IIAIKY ¢ MA0GJI0HAMH OTYETOB. II0 YMOJJIUYAHHIO 5TO IAIKA
\MassHunter\Report Templates\ Qual\B.05.00\en-US\Letter. Mo:xHO BbIGPATH
npyryto nmanky B Method Explorer (O6o3peBaTesib METO0B) Ha BEKJI1agKke General
(O61me) > Common Reporting Options (OO01iie mapaMeTpbl IIPECTABIEHII
otdeToB) > Templates (I1laG/10HBI).

2 CospaiiTe KOIHIO MIa0JI0HA, KOTOPBIA HY:KHO H3MeHUTh. Il[e/IKkHUTE IpaBoit
KHOIIKOH MBIIIH KOIINIO U BbIOepuTe MyHKT Properties (CeoiicTsa). Eciin
HeoO0XO0AUMO, CHUMUTEe OTMeTKY myHKTa Read-only (Toibpko uyreHue). 3aTeM
IEeJTKHATE ITPABOY KHOITKOM MBIIITH KOITUIO U BbIOepuTe MyHKT Open (OTKPHITH)
B KOHTEKCTHOM MEHIO.

@-‘\Jr » Computer » Wind G4bit (C) » MassHunter » Report Templates » Qual » 80500 » en-US » Letter » w | dy || e Lette pad
Eile Ede \iew Jook Hep
Organice = [u|MNew »  Print  E-mail  Bumn  New folder == [ @
MassHunter * -
_ Config Subepees
STemg$ RE: ot iR
appitone
A ! i e
Eneipelg & Acqethodfeporidlc ___ Al Logos
ChemicalDataictionary %

configuration

— - el AnsboticRann vite
Contets B0 1] et ftce x| v
dsmethods gl 55 Open
Data AnstpinReportasd Print o
databases L . B
Examples | 162 4E i= Scan with ESET Smart Security

sty 5 Bl enfarn(: amp Advanced of L
2 undRapormite
Layouts B S s e e Open with...

Libsary

) BinConfrmProtrinDigestCompoy O previous versians 3

= 28] dRepartadts Sendi 1
Miethads LY | erasoft D8 T Send to
e o ompaundRepont dtx Cue
Frpest Templates E2d) 1] Micronat Ofice Exeel Template Copy
AcquaionMethod 10 KE <
qror ——1 CompoundRepomiahidentificati Tt shavteut
ol B ] mhsaie Delete

BOS00 e Heraene

Foates_lint.gd
Ll F File Properties
M 264 byte —— priy:

Letter TN Geaphic st Ceaphicssd
Config B3] picrosctt Offce Excel Template N ke
SubReports ey TR
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Ecsi oTEpBITS A6/ I0H TakUM 00pasoM, Excel pacriosHaeT aToT a1 Kak 1M1abJ/I0H.
ITocsie OTKPBITHS MIA0I0HA MOMKHO HU3MEHATD 3ar0JI0BKH U KOJIOHTHTYJIBI, 8 TAKMKe
100aBJIATh, YAAJISATh U IEPEMEIATh CTOJIONbI HapaMeTpOoB. JIJj1d IoIydeHus
IOIIOJIHUTEbHON nH(popMaruu cM. oHIaiH-cipaBky (Help). Bee 1ma6/10ub1
KadecTBeHHOTO aHasm3a otMedeHbI «Read-only» («Tosapko urenne»). Caemyer
H3MEHHUTD 3TO CBOMCTBO Iepe/ peJakTUPOBAHHEeM 1Ia0JI0HA.

MHoro nma6/I0HOB YCTaHAaB/INBAIOTCI BMeCTe ¢ ImporpaMmoi Qualitative
Analysis (kauecTBeHHOr0 aHa/IU3a). /1 MO/TydeHusd JOIMOJTHUTETbHOU
UHQOPMAINH O COJIEPKAHUH KAKTOTO0 IIA0T0OHA OTUYETA CM. OHJIAHH-CIPABKY
(Help) mporpammbl Qualitative Analysis (KauecTBeHHBIN aHAIN3).

l:\_a'I o 5 sisRepent - Copyadtn - Microsoft Extel e
a
— | Home | Inuemt Pageisyout  Foemula Oats  Reaew  View Addnt P - A
4 | [ - i } | dwinsen - Z-?
Asial -l - - S Wirap T Text - ! = I - i
el L -yl ® i WepTet @ h;, R e id )
Paite B A | I G| MegehCenter - || S - % o [%d 2§| Condiional Fomat  Cell | ., " Sorlk Find&
- ¥ & - 3318 £ Sl erme & conte et Formatting = a4 Table = Stytes = | (SHFormat~ | L2~ Fier~ Sehect+
Chpbows Fant : Alignment : Sumber d itples Ceits Eating
As6 - g 1
1]z} A 8 & 1} E F G H 1 J K [
ez l
2 ovpRepest tesT
3 0 = Data Filenam « | Sample Namd = Sample Type = | Position = | Instrumd = | User Ramd = | Acq Metho = | Acguired Time = 1M Calibr « | DA phethy « ||
4
=] | & owoseest ItesIn
76 |1remy =] actrz - - -
o7
+ | 8 ODEedepmat Tresio
4 |CunEndRepent  Itemin
10
11 osepest InesmiD)
12
3 <l eagmantor Yol:] Comkion Uasds] loairation Mok
15 p.
16 1t = Patfile =
17 J
18 integration Peak List . i b i . i i
19 ;{l\-.k _-rm 41" ;ir.-a _-]u#.l _]A.-. _-{Anu“ L= [ Sagral Ta Noine ﬂ
20 . |
21 Mok Feasureents - r :
22 ;jmwp %mlm_-{mnm;imnw %
23
24 bk Regions
25 i - [Start = [Fnd =
% 1 1 v
27 Crondepeat  lnemiD
29
30 cvoesepeat
13 [wern <] Spretium Sowd -l sagmenton Vel s Colliseon Lnerf=]  lontrstion Mods |+
> .
36 [1zemy > Spectrum |
3% 5!
ar
38 Library Spectrum
38 1e = Library Spect = m
40 u
41
42 pdference Spectram
43 1tenn * Differemce 3¢ ¥ trum
MR Y Dasign ~Opons oLy il N
Rendy  Fied Decimat JEE e ik o

3 CpesaiiTe HeOOXOMUMbIE U3MEHEHU.

JI71 TToJTyYeHus TOTMOJTHUTEIbHON HHPOPMAITUH O TOM, KaK U3MEHATH
1rabJI0HbI, cM. oHJIaliH-cripaBky (Help) BCTPOEHHOIO OO THEHH
MassHunter Report Designer add-in uiu o6y4daromire MaTepHaJsIbl
Agilent MassHunter Reporting - Training DVD.
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4 YT006bI COXpaHUTH HOBBIH IIA0/I0H, HAKMUTE KHONKY Microsoft Office
Save (CoxpanunTh) uiu Save As (Coxpanuthb Kak) > Other Formats
(Apyrue popmMaTshl).

5 Bsemure HasBanue (paiyia u meakHuTe Save (COXpaHuTD).

File name: ;ﬁnna.lj,rsi.sﬂepnrt - Cup}r.ﬁltx

Save as type: | Excel Template (*xltd)
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Hacrpoiika wa6noHa otuera
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