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BBepneHue

CWHTE3 aKTUBHOIO (hapMaLeBTMYECKOrO NHIPeaNeHTa
(ADW) TpebyeT MOHUTOPUHIa MHOTOYNCIEHHbBIX 3TaMNoB
peakunn. Kaxkabi aTan HeobxoanmMo NpoBEPUTb Ha Bxon
OBLLYH YNCTOTY COEAMHEHMS 1N BbIXO, YTOObI 0BeCnevnTb B cUCTeMy
yCTaHOBMNEHME HAAEXXHOIO M 9KOHOMMUYHOIO MyTW CUHTE3A.
BbicTpoe nonyyeHne pesynbTaToB IEXUT B OCHOBE
onpeaeneHns NOAXOAALLMX PeLIeHUA ANA CNeayroLLero
aTana. To »Ke caMOe MOXHO CKa3aTb O pa3paboTKe HOBbIX
NeKapCTBEHHbIX MPenapaToB, paspaboTKe MPoLECCOB U
KOHTPOJIE U 06eCneYeHnn Ka4yecTBa, Koraa boicTpoe
NONyYeHMEe aHaMUTUYECKMX pe3yibTaToB AaeT
BO3MOXHOCTb CKOpee NprHMMaTb PELLIEHNS, a TaKXe
3KOHOMUTb BPEMSA 1 AeHbru. Jlyyiunin cnocob
YAOBNETBOPUTb 3TU NOTPEOHOCTN — 3TO NPUMEHATH
NPOCTOM B MCMOIb30BAHNN aHaUTUYECKMI NpUoop,
NO3BONAOLLMIA O6bICTPO MOYUNUTb BbICOKOKAYECTBEHHbIE
pesynbTaTbl. BOXXX-MC/ iQ Agilent InfinityLab ¢ 10
Agilent InfinityLab npeacraBnseT cob6om UMEHHO TakoM
NPUOOPHbIA KOMIMEKC.

e Beegute nms nosb3oBartesns

<

* Bbibepute MeToq U3 cnmcka
[OCTYMNHbIX METOA0B

Bbi6op “ BBEAMTE NOAPOGHbIE

meToaa cBefieHus o npobe

¢ [lomecTuTe Npoby B MECTO,
ykasaHHoe 10

e B nto6oM 13 crnegyrowmx
dopmatos: PDF, ASR, Excel,

MODECRUER  Job report u ap.
oTyeTa

A y A 4 4

B cucTeme ¢ OTKPbITbIM AOCTYNOM CyLLECTBYET IBa BWUAa
Nnosib3oBaTesNen: dOMUWUHNCTPATOP M NMOJIb30BaTE/b.

AOMUHUCTPATOPOM ABMSAETCS 9KCNEPT, YNPaBAstOLLMA ; ;
A PaTop BT, YTp H Puc. 2. CTaHAapTHbIM pabo4yunii NpoLece Nonb3oBaTens

cnctemMon. OH co3aaeT MEeTO/bI, MPUMEHAEMbIE ) .
NoNb3oBaTeENAMN ANA aHanmaa Npob. CUCTEMY MOXKHO cuctembl BRKX-MCA 1Q Agilent WalkUp.

«3alMUTUTb» TakUM 06pa30oM, YTOObI MONb30BaTENb
B3aMMOAENCTBOBAN UCKNHOYUTENBHO C 9KPaHaMu Nogaum
npo6 (Puc. 1).

Secure Mode OFF ~ == Secure Mode ON CraHpapTHoe 060pyp,OBaHVIe WaIkUp

9KCﬂepl/IMeHTaﬂbHa$:l 4aCTb

2 Cuctema ana BOXX-MC/ iQ Agilent InfinityLab
= - WalkUp cocTtonT 13 cneayrowmx Moaynen:

+  [pagneHTHbIN Hacoc
Agilent 1290 Infinity Il High-Speed Pump

(G7120A)
S : » Astocamnniep Agilent 1290 Infinity Il
Puc. 1. dyHkumsa 6esonacHoro pexxnma WalkUp Multisampler (G7167B)
5 nnu aBTocamnnep Agilent 1290 Infinity Il
[1pW BbIKHOYEHHOM 6€30M1aCHOM PEXXUME Vialsampler (G71298)
nonb3oBaTeNb nMeeT focTtyn k CDS Openlab u
APYrM NporpaMMamM Ha KOMMbIOTEPE. * TepMocTar KOJTOHOK
Agilent 1290 Infinity Il MCT (G7116B)
«  [1pK BKIHOYEHHOM 6€30MaCHOM PEXXUME 5
NoNb30BaTeNb OrPaHNYEH UCKTOYUTENBHO Noaadel * [leTexTop Ha AMOAHOM MaTpuLe
npo6 Walkup. Bce ocTanbHble Nporpammbl 1 Agilent 1290 Infinity 11 (G71178B)
KOMaHAb! onepaLyoOHHON CUCTEMbI 3a6NOKNPOBAHbI. « B3XX-MCL iQ Agilent (G6160AA)

Y70 KacaeTca Nob3oBaTeNemn, TO UM He TpebyeTcs
3HaHuM 06 Agilent OpenlLab CDS n gaxke o npuHLUmMnax
paboTbl Npubopa. bnarogaps WalkUp nonb3oBaTesb
MOXXET MPOCTO NOAOMTM K Npnbopy, nogaTb Npoby
BEPHYTbCHA K CBOEMY CTOJY, YTOObI MONYYNTb MO
3/IEKTPOHHOM MOYTE OTYET C aHaNUTUYECKMMM
peaynbtaTamn (Puc. 2). 3To gaeT BO3MOXHOCTb
nabopaTopusM COKPaTUTb BPeEMS Ha 0bydeHme U
MNOBbICUTb 9MMEKTUBHOCTL PaboThl.

Puc. 3. BOXXX-MCJ, iQ Agilent ¢ KoHCTpyKumen BOXKX
InfinityLab Il Prime



PesynbTaTbl U 06CyXAEHME

MNMpocTas nogayva npob ons nonb3oBaTenen ¢ nobon
KBann@dukaumen

CyLlecTByeT ABa crnocoba nogadym npod B 3aBUCUMOCTM OT
NpeayCMOTPEHHOr0 nabopaTopmen NPUMEHEHNSA CUCTEMD
WalkUp. bbicTpasi nogaya rnpob crneumanbHO pa3paboTaHa
AN51 UCNONb30BaHMS COBMECTHO C pabounM NpOLLECCOM
YncToTa npobbl unn loaTeepxaeHwe Lenesok macch! (Puc.
4). Torga kak Krnaccuyeckas nogada npob ncnonb3yeTtcs Ans
60o1ee COXHbIX pabodmnX NPOLECCOB, TPEOYHOLLIMX
HECKOJIbKMX METOA0B, UK A1s coopa MpakLmii Ha OCHOBE
macc (Puc. 5). O6a paboumx npoLiecca nogayn Npob TpedyroT
BbIMNOIHEHWSA NOIb30BATENAMM OHMX U TEX XKEe 3Tanos:

«  VMoeHtnouumpoBaTbes B cucteme WalkUp 1 BBeCTH
[OMNOSTHUTENbHbBIN Naposb

«  BeecTu npocTyro MHPOpMaLmMo 0 Npobe
- Bbi6paTb 13 cnMcka aHannTUYecKnx MeTo40B
- BBecTu LeneBble Macchbl (AONOAHUTENBHO)

+  3arpyauTtb npobdy B NPOH6OOTOOPHMK COrNacHO yKasaHUsm
CUCTEMDI

+  [lony4nTb OTYET C pesysibTaTaMu Mo 3/1EKTPOHHOM NnoYTte

0
Rapid Sample Submission

Queue Runtime

User Name: Agilent WalkUp Chemist Select Method
Rxn Monitoring @ Sample Purity @
E-Mail e
WalkUp Generic ®
Password ~ eessssssese 1
2500
Sample Name Sulfa Mix
Sample Count [+ =
WalkUp Method
Mass Confirmation 270,278,284,310
' Subr C:
Please contact WalkUp Administrator in case of any errors\wamings.
No Samples in Queue

Puc. 4. bbicTpas nogada Npob: BCe BBOAb! BbIMOSHAKOTCS C
3TOro eAMHOro akpaHa. [NpaeBas CTopoHa AEMOHCTPUPYET
MeTO/Abl, AOCTYMHbIE AN NOb30BaTeNen, a ans
MCMOSb30BaHNA CEHCOPHOIO 3KpaHa MMEOTCHA «KHOMKN» AN
Bbl6bOpa MeToAa.

Agilent MassHunter WalkUp Console

6 mins 29

1290 LC/MSD 01 EC-C18_2min_For.amx Agilent WalkUp Chemist Current Run Number. 146
PIEOIF Active Samples (3)

Sample Name  UserName:  Sample Positon  Completion Time  pharel Torget Masses  ection - Number of
1

1 fa Resempine Agilent Wal.. DIF-A1 10:48 AM Sample Purity 608 1
11 @@ Reserpine Agilent Wal... DIF-Al 10:48 AM Sample Purity 608 1 1
2 fb Sulfa Mix Agilent Wal..  DIF-A2 10:51 AM WalkUp Ge... 270278284310 1 1
3 b PhamaMix  Agilent Wal.. DIF-A3 10:53 AM WalkUp Ge... 3853712773.. 1 1

N Submit Samples PN

Puc. 5. Knaccuyeckas nogada npob: MOXHO nofaBaTb Cpasy
HECKOJTbKO NPO6 C MCMO/Ib30BaHMEM ONpeaesieHHbIX
METOZ0B 415 Kaxk4om npobbl. O4epeb akTUBHbIX NPO6
NoKasbIBaET, Kakasi Npoda aHanM3npyeTcsa B AaHHbIN
MOMEHT.

MNpeumywecTsa gns pykoBoacTea nabopatopum

HekoTopble 13 OCHOBHbIX NpenmyLlects WalkUp ans
aOMUHUCTPaTOpPa CUCTEMDI:

*  DYHKLUMOHaN CEHCOPHOIro 3KpaHa npu MCNoib30BaHNN
ObICTPOM NoAaun Npod

* YnpaB/ieHune npaBamMu 4oCTyna rpymnn v nosb3oBaTenein
(Puc. 6)

¢ B0O3MOHOCTb MMMOPTUPOBATL OMNpeaeneHHble patoyme
CMUCKM NPU KIlacCuYeckon nogade npob

*  BHeWwHW NoToK Ansa npob ans 6ecrnepebornHomn nogadn
npo6

* O4epeib Npob M COCTOSAHME 0OOPYAOBAHMA B PEXXMME
peanbHOro BpEMEHU B HEOOMbLLNX U KPYMHbIX
nabopaTopusx

* YnpaB/ieHne HECKONTIbKUMWN CUCTEMaMM C MOMOLLIbHO
obLero goctyna K cepsucam CDS Openlab B
KOH®UIypaLmm KpynHom nabopatopum

*  Bepudukaums KOHQUrypaLmm CUCTEMbI NOCSIe BHECEHUS
N3MEHEHWNN

* OnoBeLLUeHNs Mo 31eKTPOHHOW noyTe niamn SMS npu
BO3HMKHOBEHWM NPOBEM B CUCTEME

Edt Group - Aglent Privileges
Group Name Privlege Agilent
» [WalkUp. Allow to manage Wak . |
Descrption Aglent Testing Group WalkUp: Allow to manage Syste.

WalkUp: Allow to manage Users.
WalkUp: Allow
WalkUp: Allow 1

Group Type: Sample Submitter - Priorty.  1-Highest ~

Group Sub-folder AglentChemest

Full Data Path E\CDS_Projects\Walkup\Resuls\AgilerdChernist 1201903-04\ iitsdnsall

i WalkUp: Allow t
= WalkUp: Allow 1
onfigueation WalkUp: Allow ¢

Samgle Submission Settings 1o WalkUp: Allow t
1 WalkUp: Allow ¢
12 WalkUp: Allow t
13 WalkUp: Allowto st

14 WalkUp: Allow to run
15 WalkUp: Allow 1o abort executin

[ — 24041

Sample Name Template
Require sample information Allow speciied UV wavelength for channel A

4 Pormitted © WalkUp Method Namo Description
1 v 1 Rxn Monitoring |LPH EC-C18..

2 Sample Purty EC.C1825
Hagh prority samples per day 5 Allow 10 reprocess other user sample(s) 3 v WalkUp Generic EC-C18.25

Aitocopy down set to ON by default Allow multiple injections fom a sample

7 Allow specified injection volume for each method

Password required for sample submission.  Yes v Max. samples per day. No Limit

Group Configurations

Adlow import

¥ Emad repont Max WalkUp Methods per sample: 1
V. Allow user to disable emad report m sample submission Max. vials per logn 0

Send mad notifications for Succeeded submitted sample(s), Faded submitted sample(s), Succeede

Puc. 6. Bknagka rpynnoBbIX pa3peLleHnini Coaep>XnT Crmncok
BCEX FPYyNn 1 1Ux Nonb3oBaTenen. Kaxkgom rpynne MoXXHO
3a71aTb HAbOp NpaB AOCTYMNa 1 METOA0B, KOTOPbIE OHN MOTYT
MCMNOJSIb30BaTb.

Workflows

“ | Edit Workflow - Rxn Monitoring

4 +0 WalkUp Waorkflows =
+ <Add New Workflows Workflow Name: Rxn Monitoring

2 Rxn Monitoring Workflow Description:  Enter precursor and product masses

*« Sample Purity
Instrument Scope

@Al Instruments

O Specific Instruments:

Workflow Columns

Update Waorkflow Column Types

Column Type Column Display Name Mandatory  Custom Values

1 » [Mass Confirmation | Precursor Mass I v [Target1
2 Mass Confirmation Product Mass v Target 2
* Click here to add new column in Workflow. @

Puc. 7. Pabounin npouecc Ans MOHUTOPUHIa peakunn. Ha
9KpaH noga4yv Npod [06aBAAKTCA ABE KONOHKM A8 Macc
LieNneBbIX UCXOAHbIX MOHOB Y MOHOB-MPOAYKTOB.



PesynbTaTbl U 06CyXAeHME

ABTOMaTHYECKOE NJIaHMPOBaHME BaXKHbIX COObITUN
CUCTEMDI

OCHOBHbIe COBbITUS MOXHO 3an1aHMpOBaThb MO BPEMEHM
(HanpuMep, Kaxkablil AeHb, HEAENHO, PAaboYMiA AeHb) UK MO
nogave nNpo6 (HanpuMmep, Nocse 3ano/IHEHMS MaHLLETa,
nocne N aHannaoB) (Puc. 8). MoxHo BbI6paTh tob6oe
konundecTBo MeTogoB WalkUp. Buanbi ¢ npo6ammn MOXXHO
XPaHUTb B 3TA/IOHHbIX MO3MLNAX, KOTOPbIE HE MCMOMb3YHTCH
NOCNeA0BaTEIbHOCTHIO NMPO6. HECKObKO NPUMEPOB 3a4ay
KOTOPbIE MOXHO BbIMOHUTD:

+  AHanua aTasioHHbIX CTaHZapPTOB B TeYeHue pa6oqero AHA

- KanubpoBO4Hble CTaHAaPTbI, FapaHTUPYHOLLME TOYHOCTb
yKa3aHHbIX KONMNYeCTB

- [poBepka NpUrogHOCTN CUCTEMbI A1 CTaOUTbHOCTH
Npuoopa 1 KOMOHKM

+  XONOCTble aHanm3bl 415 NPOBEPKM Ha nNpeamMeT addekTa
NaMSTU 1 3arpsa3HeHns

+  bnarogaps BOXXX-MC/ iQ gocTynHbl 3anaHnpoBaHHas
aBTOHACTPOMKa MM NpoBepKa HaCTPOMKMU.

Events Configuration
OpenLab CDS

Folder for runs acquired during events:  E:\CDS_Projects\Walkup\Results

Load 100 Vials 40 2mL 156mL 2 Well Plus Multi Sampler
Duration Tray Half Tray ~ Half Tray 10 Vials Tray  Tray

1 »iSystemSuit | Every N Runs |20 | RUN | WalkUp Generic o
% |Click here to add new event

Event Name Frequency Time/Event  Action WalkUp Method

[No-inje... [No-injec . [No-inje".. |No-injection |3 |

Puc. 8. 9KkpaH cobopa aaHHbIx OL CDS.

OTyeTbl ¥ flaHHble OTNPaBAAIOTCA NOJSIb30BaTesNIO NO
9J1IEKTPOHHOM MnoyTe.

[ony4yeHHble AaHHble aBTOMAaTUYeCKN 06pabaTbliBatOTCS
MEeTOAOM aHanm3a AaHHbIX, KOTOPbI CO3aeT OTYET 06
aHanm3e faHHbIX. 3aTeM aIMMHUCTPATOP HAaCTPaMBaEeT, YTo
MMeHHO 6yaeT oTnpaBieHo nonb3oBaTento (Puc. 9).
[Tonb3oBaTeNb NoMy4YaeT OTYET, CO34aHHbIM
aAMWHUCTPATOPOM, MO 9NeKTPOHHOK noydTe (Puc. 10).

WalkUp

Email

@ ¥ Enable Email

WalkUp Methods SMTP Credentials

EE_WE Email Server:

Departments

cos.smtp.agilent.com User Name:  kycovert

Port: 25 Passwaort d

1
LI'J Sender Email Address: WalkUp@agilent.com V! Authorization ¥/ Use Secure Connecf tion
Autosampler

@ Recipient

Events

Data File Naming
5‘1
i}
Sample Submission
J-C
Workflows

Preferred Email Address:  Email Name

V| Restrict email addresses to domain

Dormain Name: agilent.com

Recipient email address  (If you have already entered your domain name in Domain Address, do not enter your domain here):
Send Test Email

Note: Recipient email address is used to send test email only

Content

Send mail notifications for: led event
52 ASR Report

I with position specified, Failed event sample(s) wit v

B°§;€E

Users And Groups Send attachments as a zip file
Zl DataFile(ZIPPED)

V! Job Summary Report
Status Notification

Import Maps

Attachment wait time for email: 1 minutes

OpenlLab CDS

V! Custom * e.g. pdfitxt (Enter * to send all files as attachments]

FER A e

Puc. 9. MNonb3oBaTensaM MOXHO OTNPaBUTb MO
3/1EKTPOHHOM NMoYTe Gaisibl JaHHbIX, OTYETbI MO aHan3y
LOaHHbIX 1 hannbl ASR.

NHbopmMauma MoxeT 6biTb U3MeHeHa 6e3 yBeJOMEHUS.

© Agilent Technologies, Inc. 2019
3paHo B CLUA, ntoHb 2019 1.
5994-1070RU

Sample Purity Report Agilent Technologies

Data file: ErythromycinEC-C18_3min_For_PosOnly_ MultiSampler.amx20190417 133931.dx
Sequence Mame: LCMSDiQ Sample Purity Day 2 Full Run Acquired on: 2019-04-17 13:40:08-07:00
20190417 132342

1.053 - 0,988 (EnythromycinEC-C1
g

=1

=

Sample Purity Results

Target mass Target found in analysis Purity (%)  Purity result

* DAD1ASig=265.0,5.0 Ref=360.0,180.0 [b]
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Puc. 10. OtyeT WalkUp 0 ynctoTe npobbl, OTNpaB/ieHHbIN
NOSIb30BATESNIO MO 3/IEKTPOHHOW NOYTE, IEMOHCTPUPYET
YUCTOTY NPOOLI LieeBo Maccbl m/z 733,9
(apuUTpOMULIMH), @ TakxKe YD-xpomaTorpaMmmy 1 MOMHbINA
NOHHDbIM TOK MC. LIBETHbIE MOMOCHI NOA NUKaMU OBLLEN
MOHHOWM XpOMaTOrpaMMbl MOKa3bIBatOT, ABAAETCA M MUK
MC 4ncTbIM (3eM1eHbIM) UK C NPUMECAMM (KPacHbIM).

BbiBOAbI

« bnarogapst BO3MOXHOCTAM 6bICTPO, YHUBEPCANbHON U
MOHATHOM NoAaudn NPobd B COYETAHUM C TMOKMMU
BO3MOXHOCTSAMM co3aaHuns otyeToB MassHunter WalkUp
[JaeT BO3BMOXXHOCTb MCMOb30BaTh MPOCTON B paboTe
PEXMM C OTKPbITbIM AOCTYNOM C O6LLUMPHbLIM
(OYHKLUMOHANOM Ansa nofib3oBaTenen 1 aqMmMHUCTPaTOPOB.

* B codvetaHun c BOXKXX-MC/L iQ InfinityLab nonb3oBaTenu
MONy4atoT AaHHble O Maccax Asia 60/ee TOYHbIX
NMOEHTUPUKALNNA.

*  BbICOKOTEXHONOMMYHbIE MHCTPYMEHTbI
aAMUHUCTPUPOBAHMUSA MO3BOASKOT CUCTEMHOMY
adMUHNCTPaTOPY KOHMMIypnpoBaTb paboyme NpoLEecesl,
KOTOPbIE MOXHO BbINOMHNTb MPaKTUYECKN 6€30 BCAKOrO
0by4YeHuUs.

Tonbko Ansa nccnegoBaTenbCkux Lenen. He ansa ncnonb3oBaHus
B AMarHOCTMYECKNX NpoLeaypax.

Agilent
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