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REYFIRME AR Z R MM ZREUERITIRY, BEREMN
FEEDFTR, FoRERSEEHTLEDARAR AR EE
M EaMETERN. RUEHNBRENEDBEMNI, BERE
A BETLEHB WARB=751E%E, EHRKHUZMESIW
FUEEHIED T ASIFTRA. AM, EEAXEFRIEEN, fR
FEEEERRNEZNR, H—, EERAATS— MEEZH
AR ER N EBEHN BBV R ERIR, LUK ZIE
=HFRRERE. HZ, BERABTIAE. AHEEPRIEE
BEBAF LG, FRFRIFINEE, ERTRZE—EZN
fl, WEPEBEFELEIT. MESETTT. TIERL. /%
AN—HFEA, LT ARERALEESHRAEL,

ZRCT 2023 F£47 7 ChemVista EESIEHHEF, ATEEE
BEZMRRN BN EYEN. KRB EMRIEIET NN RIEE
HE, ZAHRIITEBE UM S AR ORNEIESN, BlER
PUEEIRHROIE S AR (FIE, .mgf 3¢ .msp) FEEF
R TTHIRIRAR. WFEEIRRFT (190, InChiKey/SMILES)
EA s ZREALFR, MMEBAFUESN. FIRNAR
WEBCRIEE. Bal, ChemVista 1.1 ZFLUTEMHIBKI
MIEN: cdb/.cdbx (Z#EfE PCDL) . .csv. .txt (MassBank)
.sdf (MassBank of North America 5 EPA CompTox Chemicals
Dashboard) » PR EREAEELHIES NG, BRI EE
HITEBRNGRE, HRESH IR ERIAE PCOL 8, AT
MassHunter BT EEF D Explorer FRRYRENML SIS E

REWIL, FREENRIERBIT A G EE K
fRR, HIEMETIAAZENFF L H TR Spectraverse!” ME,
EHDTFMBRIRE LR XERKPEFENR S, ZIMENYERE
F, BHEUEMBBRAFE MS/MS BURERI K. REM—2%EH
HRZOESR, #EMEE— 7 2mE. &#EREVIIEERR,
N RN ERIEF 28 F IR EE RILHEUE
Eiitl,

KIARHIBEMNET 79 F A Spectraverse FrtliER S EMEHA
EEEE, L4 ET Bioconductor ESMEYIEEFTE, WH
RES TR B MA R AR THURE BTN S, HMEEA
HAPEZERNRE PCOL EE, X—TEEEZNTREE
ERARECUHEESIFENER, SERRAFEBREE81TH
EHIARGHITTERMMENFIRPMM, &L, ZSELENEE
MassHunter M2 ES, Explorer &/, FEXRIIETESD
WA HEE L BEREENMSY, BRIRARMNLEYHN
UTrBEE,

SRIGER S

IR0 R

BEMZBYARRLE, BT Merck; BERANBRHESR, BT
Sigma; FrASEIRAEKA Millipore Milli-Q BAI/K ARSI EIZH S
AEBTK;, HERATEPHIFTURAAFRENBER,

XEEMigHE
A Agilent 1290 Infinity Il UHPLC 5 Agilent Revident Q-TOF ExX
BARAS, ERRENFEFTIREFIR (AJS).

Hmaihig

FEAFIER: BRI, #REX1 g, B 10 mL Bz
TEEAEREG BU 1 mL &%, £ 10 °C LA 15000 r/min B
&, BX 200 uL E/E®RERE ENDHT.

BIERERS. SEREERER, BK/IE (ON) BR+EE, B
#_EMD.

BEFN (BFPREAFRIEFR)

BB Agilent ZORBAX RRHD Eclipse Plus C18,
2.1 x100 mm, 1.8 um
TR 0.3 mL/min
R: 40°C
JRENAE A 0.1% BRERAKB T’
JREhtE B: iz
FEEARIR 54l
ISP NI 3 min
BEEIER
AtE] (min) B (%)
0 10
12 100
15 100
15.1 10
17 10




BEXMt (ATFEERER)

BIE: Waters ACQUITY BEH Amide
EIEFE, 2.1x100 mm, 1.7 um
IR 0.3 mL/min
e 40 °C
TENFE A 7k (0.1% BRES + 10 mM ZF45R)
JRENAE B: ZBE/7K (90/10, 0.1% FRER +
10 mM ZE85%)
HEEARR 2 uL
SN EIN 5min
BEEBER
B8] (min) B (%)
0 100
2 100
10 75
12 50
15 50
FRig& 4
R EBETELN
FIRSEE: 250 °C
FIESTER: 7 L/min
E2RET: 35 psi
HRRERE: 350 °C
EIMAUMIR 11 L/min
G- A== YA oV
EMEBE: 3500V
HREBE: 125V
MS RERE: 4 TEIBE/F
MS2 RERE: 10 tRIEE/FD
RESEHE: m/z 100-1200 (MS1);
m/z 40-1200 (MS2)
DBEEEO: =, 913m/z
RiiERES B& m/z sgnmigr (R 3.5;

SMEFRAREBEFR

MS/MS [E)1&E

i 15)
10
10000 M EZ{EF] 0.001%

ETHBEFEENEERE: 40000 MN{E/FRIEE
FIBSFABIRTIC WEBEF: &

B A ERNHBR:
AR
GivE~:tith
BETHE:
EARE

B, BE—R, AEHER 0.1 min

70%, ' 0%
BB T
BREE

FiE, ERE S

FZR5ITE

Spectraverse i FEHI AL IR

Spectraverse Ug& 7R E GNPS. MoNA. MS-DIAL. HMDB #
MSnLib FAHFRINEE, BNERETE T ELREERI
FT EARABIBEFENIR T FUEEHIE, SRFERYZRERRINE
El. Metabolights ZFREHIFECEFTRIRIOEIE. GitHub €F
0 Zenodo 131 R BV IR GE EUE LUK M HH R A0 B 14 P s SR EX B9 1
B, 8%, SHLET 1,672,217 5KERIE MS/MS 1EE, &™
BIFEfS, WETEE 488,630 KEMAEILERM Spectraverse
EE (LU .mgf 805 o 28m, .mgf #8089 Spectraverse &
FELEABEW ChemVista /A8, Lo, HAREABIELD, 1Zig
FEHANE 13 HREER DU EYEIR, AT EI9HIRER
“nan” , BRAX—EENEINEEMAIA, BREERRELS
YIS TERIEFME, AL, 753 Spectraverse EEBRIENATKE
MEEZ R, BATRYEMZTA SRR TR,

TEARMRS, HEFMA Spectra # MsBackendMgf® &1, #
B#a .mgf BIUAY Spectraverse EEIRN, FHE—H 78
KRR MS £RIEE. BEE, 1EBh webchem TH, RIES
KIZERY SMILES T InChiKey, [ PubChem EI1BERT WY
HEMER, FRXEEMITEZREHET. &E, FE
MsBackendMassbank™ €1, JE¥IEZE S HE IRIIH MassBank
txt I, FHSF AN ChemVista A,

BEIESNE ChemVista
SEAY Spectraverse BIFIAMES, BIRIE BRI MassBank txt
BILBBLEES N ChemVista ., BFRISEWE 1 Fimo

Import Files

Select a source type and files to import

Source type MassBank (*.txt) -

Select file(s) Open file(s) 10000 files selected
Create list on import

List name | Spectraverse 431-440

Description

Apply method label to imported data |:|

Import selected files

1. ChemVista 3 &S N\iEI



BfSIELRIE, ChemVista ZEHIKITATEERNE BNETENAREIERLYUE, RILTEETVIED Bhih2(LELEM MS Rl
58, WEAFRTESHIEENEBRENELL (BIg, LC-ESI-QTOF, BINBEREA-BEIAMNERER) M MS K5 HKHITEEFHIT
fifite 59h, ET Spectraverse BFUEEIMERER, —XRIESAEE XN BENANFERRAES, FRIRNERETRHEESIH#S
N FERZ PN EEBIERNTIR, SAEEESATER, BEEA Merge IRENFIRHITEH, K SMILES F InChiKey = EHEREH
BEHETE—HEaYFET,

HIEESH 9 PCDL

SR EARTERE, BIeNSEESH A PCOL e ME 2 FEILIEY, AZHUEYNN T AILE—KZRiEE, BTH+-AMHbayas
BEENZRER. BURBNSMHIIEE T TR EMEYTRERBIRERNXREBIEES NIRIE. NHBRABRELETRE
TP EIBTEREN, HBRRRANEIIEE NS RRZARFRLE, BNEFAERERTSHYESYIEERNKA “DitSH. BEGH
AUTREEERR (a0, SHt/RImEI7E 1000 MLE¥LIM) ; BEEFIA PCDL Manager Z#AI “Append to PCDL” LIAEHITH—E A, X—
WETIEREEBRRANIZERGFRERDN PCOL EEFEETRERS| EAM™E MM KHERRE .

= ChemVista Library Manager - ? - 0 X

c o 5| @ QD &

Back Reload  Forward Home Search Import sbs ists System

History Pages

List: spectraversed71-489

Q, [T] 8rowse methads @ Create substance L)
Loaded 6891 of 6891 substances & Edit list 558 Edit columns H ,P

[]  Substance Name Formula CAS Mass InChiKey Agilent ID Spectra Count  ~ / ~ S

[ sulfamethoxazole C10HTIN3O 253.05211 JLKIGFTWXX 29 HiC j ‘y

[0 Amiloride CEHBCINTO 220.04789 XSDQTOBW 27 o- N O

[J  Phenazone C11H12N20 188.09496 VEQOALNA! 27

[] Metodopramide C14H22CIN2 299.14005 TTWIBBZEZ( 27 NH2

O  Losartan C22H23CINE 422.16219 PSIFNNKUM 27

[0 Mefruside C13H19CINZ 382.04239 SMNOERSLT 26

[] Dixyrazine C24H33N20 427.22035 MSYUMPGN 26

[0  Chloramphenicol C1TH12CI2N 322.01233 WIIZWVCIIK 26

[ Valsartan C24H29N50 435.22704 ACWBQPMF 25 cas

[ Isoquercitrin C21H20012 464.09548 OVsSQVDMC 25 Formula CI0H1IN303S

[0 Sulfamoxale CT1H13N30 267.06776 CYFLXLSBHC 25 Inchl InChI=18/C10H11N3035/c1-7-6-10(12-16-7)13-17(14,15)9-4-2-8(11)3-5-8/h2-BH, 11

[] CORTISOL C21H3005 362.20032 JYGXADMD1 24 Inchikey LKIGFTWXXRPMT-UHFEFAOYSAN

[0  GLUTAMINE CSH10N203 146.06914 ZDXPYRIPNI 24 ass 25305211

[J  TRYPTOPHAN C11H12N20 204.08988 QIVBCDLIA! 23

SMILES. CC1=CC{NS(=0)(=0)C2C=CC{N)=CC=2}=NO1

[J  THREONINE C4HINO3 119.05824 AYFVYJQAPC 23

[]  Thiabendazole; LC-tDDA; CE40 C10H7N3S 201.03607 WICNZQLZV 21 Synonyms

[] Cortisone; AF: CE10; MS2Dec C21H2805 360.19367 MFYSYFVPE] 21 b View full compound data

[0  Dothiepin C19HZ1NS 295.13947 PHTUQLWO 21 25 it |yl viewspectra =, addo st [ oport substance

[]  HISTIDINE CEHIN302 155.06948 HNDVDQICI 21

[0 Nylidrin C19H25N02 299.18853 PTGXAUBQE 21 Tags

[] Corficosterons C21H3004 346.21441 OMFXVFTZE 20

O Lincomycin C18H34N20 406.21376 QIMMVQQL 20

[ CAFFEINE CBH10N402 184.08038 RYYVLZVUVI 20

[]  Fipronil C12HACI2F6I 435.93871 ZOCSXAVNL 20 Number of spectra 29

[J  GLUCOSAMINE CBH13NOS 179.07937 MSWZFWKN 20 LC | Esl | QTOF POSITIVE

[]  Mycophenolic Acid C17H2006 320.12599 HPNSFSBZB, 20 RIS spectra il g spectra

O Lovastatin C24H3605 404.25627 PCZOHLXUX 20

[J  1H-Benzotriazol-1-ol CBHSN30 135.04326 ASOKPJORE 18 Latest Retention Times

— Methederndaicalana ~IUINNE 374 30037 TADDACAIL 1n e ~

ZEIEP: YU,QING (Agilent CHN), SEZA9RE: Default
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Spectraverse PCDL £ 8EMi

REGHFIRENRL D £ E

7973t Spectraverse PCDL RER B ERA_RIEENETESE, ALK RAEXN MS/MS HIERET HERBANFHRIRFR (I
3) . MfE, 6 MassHunter Explorer SY#IBFHTTIRENFINGTS, HOBURBZHER TCM PCDL 1EZE LK TCM PCDL 5 Spectraverse
PCDL EXBRI AT, XSTEAZRFIL(E BAFIEHTANT, LUT S Spectraverse PCDL FEIRA W &S EBEE A EAE R,

x107  +ESI TIC $3#4 Frag=125.0V shiju_pos.d

441 1
ZAMWWWJ'WWL

0 -
x107 +ESITICMS (Fif) shiju_pos_iterative-r001.d
241 1
‘I -
0 -

x107 +ESITICMS (Fi%) shiju_pos_iterative-r002.d

. e

x107 +ESITICMS (Fif) shiju_pos_iterative-r003.d

241 1
1 -
0 -

x107 +ESITICMS (Fi#) shiju_pos_iterative-r004.d
241 1
’I -
0 -

x107 +ESITICMS (Fff) shiju_pos_iterative-r005.d
241 1
1 -
O -

T T T T T T T T T T T T T

T T T T T T T T T T T T T T T T T T T T
05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 8 85 9 95 10105 1111.5 12125 13 13.5 14 145 15 155 16 16.5
MARZ vs. SREEET(E] (min)

1

3. B IAS MS/MS RENTHAFIREUERR TIC BIEE, HPET, MEEURBANEN, RBRES —_FFANESBFHERZ R

B, (NEAZREM TCM PCDL EEMEHITETE, EERRESHISEWE 4 Fim. BT EEFFAEESRENEEE, EtE
“Contribution to overall score” H Score(RT) BINEIE N 0, FI, BATFEEFEZIARL MBEEWFIEHITE, FLLE “Tolerances
and compound source” IREBR, REZEILAISTEA “Search all databases/libraries” , LU RAIEFIERMEDWILELE R,

o

E Parameters for Database/Library Search - ? - 0 X
Tolerances and compound source lon Species Scoring
M Tolerance + <o p— Positive lons Negative lons . . Weight Expected data variation
Contribution to Score(MS)
[-electron telectron A
100 |56 +2 D:
MS/MS Tolerance + 150 opm v [A+H -H Score(Mass) { Bpm mbDa )
+Na +Cl Score(lso. Abund.} 60 75 %
Database}lerar‘,“ + RT{min) | Score(Fwd) ‘ Score(Rev) +NH4 +HCOO Score(lso. Spacing) 50
221111-1546.cdb 25.00 70.00 O+k ﬁ +CH3CO0 | @
¥ x Contribution to overall Score
Score(RT) ]
Neutral Modifications DB ion type search mode ) 100
[¥]-H20 ~ Neutrals
i =@ Score(Ms/Ms) 100
[v]-coz Cations
@ Search all databases/libraries [1-H3pO4 | Anions(not applicable to CSV databases| Exclude precurser ion from Reverse Score when ratio of precursor
{ pp! ) 50.0 %
O Stop at first database/library match [O-s03 ion intensity to total library MS/MS intensity exceeds
[ Limit to the best hits b-ocH2 v @ Minimum m/z for MS/MS matching 30.0 Da
+

4. Explorer WEUIBRE /IS FORIGE



EALRECE A HTFRARKATYT AN EBILE, TCM PCOL MiZOEBETERSNETE ERE. ATEEE2RTAHREXS
AEERPTNETE, RARKRIENHUEMSEHENER, B/LFHRTEERBRAEMNBMEETIN. WE 5 Fir, XERALRER TCM
PCDL JEEH{TILECEY, 2 ﬁ104 MFIETE 2R B Fﬁﬁ“ﬂmao HERITERAYSERRET &2 E NIST 5 SIRIUS #HTILE iR, RE
SIRIUS A& MSRINEERTERE, BASHAFNMATIENEEERZILECRIHE, MIERBUTEHFUNREIAL &YEE,

= Agilent MassHunter Explorer A ? - 0O x

T= All Compound Groups > TCM only
e @

Project
PCDL Test Compounds Groups (104) [ @ - Comp05|te MSS... @ | L-Phenylalan...
- € 2L-Phenylalanine (COH11NO2) : Composi
\dentn‘y Parameters Compound Group  Mass(avg) mfz RT(avg) Species | IDSource - MS/MSc A || o, e
Add one or more compound databases or » 831 155.0770‘ 135.0552| 2.197‘ ‘ (M3H)+ | MS/MS : 166.0383
(i) libraries. Add a RT tolerance for each that ' 5 e -
e exmectacl Bre, them ek Aum idonaty 1078 4241345 425.1418 a.355 (sl MS/MS : + o
== 1451 1600524 161.0597 a.189 (sl MS/MS
- 6 3540852 3551025 3832 [M#H} MS MS/MS .
o
Tolerances and compound source 20 1480524 149.0597 1.300 (M+H)+ WS, MS/MS o "
46 3721421 3901760 3778 (M+NHA+  MS,MS/MS
Ms Tolerance + 50 —
53 4540955 4651028 6.024 (M4H)+ MS,MS/MS Com pOSIte MS/MS Spectrum Dj H.._ Q 2 -
59  148.0524 149.0597 1858 (M4H}:  MS,MS/MS
MS/MS Tolerance = 150 ppm_ * 60 5361379 597.1451 5354 (M+H)+ (.. MS,MS/MS
x104
Database/Libr... | RT(min) | Score(Fwd) | Score(Rev) 7] 3421162) 3601501 0961 (MNH4K  MsMs/Ms
80 302.0426 303.0499 5.354
21111-1546.cdb 25.00 70.00 (M} | MS.MS/MS o
81 267.0068 268.1041 1401 (M+HI+ WS, MS/MS o 3042 149040
98 3020426 3030499 6.023 [M4H} MS MS/MS vl .
< >
- =5 Putative Compound Identifications [  [Cepstr: mag vem e
Selected Rank Name Formula 1D Source Score score(RT)  Scoreims) | B
® Search all databases/libraries ) | 1 eonenyt. o, | wsyms | [E8| | 100
O Stop at first database/library match 0.75
0. 50
- 135. 08
0.25 .
‘ Show additional parameters |
0.00 h
0 20 140 160 80
[ Run Identify I, N

2
Validated License  Build 2.0.960.0

[ 5. %R TCM PCDL SHZ R FHRBURIVHEHITEE

NT FAFFE Explorer S‘Z%ﬂﬁﬂ“%y N — 524 TCM PCDL 5 Spectraverse PCDL Bx&1ER, XTHHZ A7
IREUE P BNSIEHT IR (WE 6) o ERETR, E*EIEE’JIE@E’%%ZWET, HE 365 MFERBTILE, BEBEEESIEERA. 5
R1EA Eﬁﬁ)ﬁiﬂéﬁﬁtt, EIPN Spectraverse PCDL /&, ,.‘\rL%EPiE%D%E’J"FE%%FEgEI)'ETﬁﬂE?EﬂO IXEELERIONF T RO E
SHSEAKNE, REBLRERGENENE=ZAFREER, EBERNCEYNSEEETLEEMERE. 2%

= Agilent MassHunter Explorer - ? - 0O x

. F= All Compound Groups > TCM+Spectraverse
Project g =

PCDLTest Compounds Groups (365) - [ - Composite MS S... [» | kaempferol-3...

- Cpd 828: 534. 1585 & 6kasmpferol-3-0-rutinoside (C27H300]
\denhfy Parameters Compound Group  Mass(avg) m/z RT(ave) Name Species | IDSource A |0, e -
e
Add one or more compound databases or 524 5801429 5811502 5913 3(253R. (M+H)+ MS/M . +
(i) Iibraries. Add a RT tolerance for each that | o
have expected RT's, then click "Run Identify 533 2171314 2181386 0895  3-propa... (M+H)+ MS/M P e ol =L
— E 562 2860477 287.0550 5913 5 Luteolin (M+H)+ MS/M 2 G- 517. 147 VEAQ 5. -
- 620 16111200 8065673 15317  PCl18:2/. (MH)+ MS/M 0 | ‘ 1 R S W
Tolerances and compound source 648 3202352 3212424 10348 5 22’44, (V)4 Ms/M 45 500 605 60
881 5232993 5243065 6556  2{[3.4d. (MeNHE) Ms/M
MS Tolerance £ so0 ppm
» 928 5941585| 5951658 s,s73| | kaempfe.. (M+H)+ MS/M 1 -
961 3062553 307.2632 12795 t Epi(13)T. (M+H)+ MS/M
MS/MS Tol + M onwiéth] CE= 367 (Zseans
/M Tolerance 150 ppm 1020 3581416 359.1489 5354 ; Dehydro. (MsH)+ MS/M 7530015, Resmpferal-3-0-rutinoside
104
1039 3202351 3212424 11.407 - o 287 0552
Database/Libr... | +RT(min) | Score(Fwd) | Score(Rev) b 51243 (M Ms/M 267.0552
5552316 556.2389 4558 2 N
21111-1586.cdb 25.00 70.00 ot HlELEh mennd s/ 0.8
1133 2311471 2321544 2061 Isobutyr. (MeH)+ Ms/M
pectraverse.cdb 25.00 70.00 0.8
1137 286.0477 287.0550 6.810 5 Luteolin (M+H)+ MS/M |,
ectraverse2.cdb 25.00 7000 ||| N 0.+
ectraverse3.cdb 25.00 70.00 02
B - H 443,504 549.3027 o
- Putative Compound Identifications [ 2.0
Selected Rank Name Formula 1D Source Score Score(RT)  Score{Ms) = -0.2
® Search all databases/libraries » ® | 1| kaempte.. |cozmso.. | msyms | (NSRS | s
O Stop at first database/library match o 2| nicattfior.. | C27H30. wsis | [INSESA e
@] 3 Kasempfe.. C27H30. MS/MS. 9193 s
-0.8
[ T o e e | o 4 3(253R. C27H30. Ms/MS 8638 . s
‘ Run Identify ‘ < 5 0 100 200 500 500 700,

Validated License  Build 2.0.960.0

6. {FAZHE1C TCM PCDL # Spectraverse PCDL XFFZ AL FIR BURBIESHEHITEE
6



BEIERPEILFE D EE
N7 #—H U Spectraverse PCDL IEFEFEEMMNAERE, FAREEENAFEILBERFRFRALDBIIFLED DT,

EERBRAMHR, BFRZEIME T TARNAIN T BRIEEE, WRFERNFDRNFEERRAYS. KARRAEREXTBE
R TEUR RS, HER Explorer SYRHIEHITIREFIEE, £ERMNE 7 AE 8 Pim. HTFRAEITINNAE R PCOL AIMERE,
EIhE#EF Spectraverse PCDL XHFE#HITETE . Explorer WILEER SR, HHE 62 MHLEEILA, X—4558%EH, Spectraverse
PCDL MXEEMPIKATYHRF RIS, MBEBEIIEREZ T MRE S BTARA M THERQNEMNE, B8 REFNERENE.

%107 +ESI TIC $3$# Frag=125.0V P05_ms1_pos-r001.d
4 1 1
2 -
O -
x107 +ESITICMS (Fi#) iterative_PO5_hilici_pos-r001.d
241 1
1 -
0 -
x107 | +ESITICMS (Frf) iterative_P05_hilici_pos-r002.d
21 1
‘I -
0 -
x107 | +ESITICMS (Fi#) iterative_PO5_hilici_pos-r003.d
21 1
pr———T Y
O ;i}
x107 , +ESITICMS (Fr%) iterative_PO5_hilici_pos-r004.d
91 1
‘I -
0 -
%107 | +ESITICMS (Ffi%) iterative_PO5_hilici_pos-r005.d
241 1
’I -
O -

T T T T T T T T T T T T T T T T T T T T 1

T T T T T T T
05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 8 85 9 95 10 105 11 11.5 12 125 13 13.5 14 145
MERZ vs. SREEET(E] (min)

7. @ITIEA MS/MS REREIERD TIC BIEE]

Agilent MassHunter Explorer

- ? - 0 X

All Compound Groups > Spectraverse PCDL
O | T2 A Compound Groupe > Spe

Project
Spectraverse_Test Compounds Groups (62) [- [ - Composite MS S... [¥ | Caprolactam
- 12: 113, 381.17T8C CEH11NO) : Composity
Identify Parameters Compound Group | Mass(ave)  m/z RTlave) i Formula = Name | Species A .. 1
Add one or more compound databases or 78 1010475  74.0599 8088 5 C4H7N.. IT-AMINO.. (M+HJ- : A
(i) libraries. Add a RT tolerance for each that N
have expected RT's, thon click ‘Run Identfy 89 4842841 4852914 0908 3 C29H4C.. [la-hydr.  (M+H)( 2
= 5 10z 1881165 189.1238 5280 44 CBHIGN. 692-04-6 (M#H+ 1 1150520 / OH
= e
105 1220847 123.0920 2388 39 C7THION2 N,N-dime. (M#H+ 0 T N
Tolerances and compound source 139 1271364 128.1437 1.830 23 CBHIZN  N-Ethylc. (M+H)+ e 5.00 11525
180 108.0689 109.0762 2658 37 C6HBN2  6-Methyl (MeH}+
MS Tolerance + 50 f—— .
179 750683  76.0756 4570 54 C3HINO N-Methyl. (M+H)+ COmpOSIte MS/MS Spectrum D, |+.,. Q 1 -
188 3012991 3023063 1212 22 C18H39.. 2,2'(Tetr. (MeH}+
+ . cot 14,0916 (0% fsols £- 197 (2scans)
RIS TerERS 150 ppm 208 1711627 1721700 2701 40 C10H21.. 12,2,66. (M+H}+ ity 114.09145/ 1%, . reane
=102 1140921
Database,‘L\br...l iRT(mm)l SCOrE(Fwd)l score(Rev) | * 212| 1130843] 1140916 1'”B| ?Olcan [ | @t JLEDy Py
218 610526  62.0598 1576 21
pectraverse.cdb 25.00 70.00 GH7NO | Ethanala (Mt} s o
236 610525  62.0598 5847 21 C2H7NO Ethanola (MeH}+ [
ectraverse2.cdb 25.00 70.00 o R =
242 730639 740712 3.310 9 C2H7N3  METHYLG. (MeHM 1O 55.054 63.0704 *
ectraverse3.cdb 25.00 7000 || N
0.5 ‘
. . X 50.0:52 ‘ 860062
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