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Uvodem
Mili zakaznici,

v nasledujicim dokumentu se vam pokusime ukazat zakladni funkcionalitu a pouzivani chro-
matografického softwaru OpenLAB CDS 2.x. Tento software slouzi k méreni a zpracovani
chromatografickych dat z instrumentace LC, GC, LC/MS SQ a GC/MS SQ. Kompletni prehled
aktualné podporovanych modull a jejich vyrobcu naleznete na adrese https://hpst.cz/soft-
ware/openlab-cds-2x v dokumetu Supported Modules.

Po instalaci softwaru servisnim technikem by kazdy z vas mél najit na ploSe ikonu
Control Panelu, kterd ndm napovida, Ze byl software na pocitaci nainstalovan.
Zdrojem cennych informaci by pro vas kromé této prirucky mél byt Help (F1) a
zaSkolovaci videa, ktera naleznete v nabidce Help v sekci Get Started.
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OpenLAB Control Panel

V této Casti softwaru naleznete zalozky Instruments, Projects a Administration.

Instruments

Tato sekce slouzi k spousténi akvizice . Nezapomerite zde vybrat projekt, jinak bude
tla€itko zaSedlé. VSimnéte si ikon v horni nabidce.

¢ X Ol G| & % g 4| B

Edit Delete Refresh Edit Lock Create Configure Close
Instrument  Instrument All Privileges Instrument  Shortcut  Instrument  Connection

Instruments and Locations Properties Actions Selected Row

Pomoci ikony Create Shortcut mizZete na ploSe vytvofit zastupce pro spusténi akvizice.
Tlacitko Close Connection slouzi k preruseni spojeni mezi PC a instrumentem.

VyuzZijete to pfi problémech s komunikaci nebo pfepinani mezi riznymi konfiguracemi stejného
instrumentu, kdy je toto tlaCitko nezbytné.

Projects

V této sekci se vytvareji projekty a lze spustit vyhodnocovaci Data Analysis software. Projekt
vZzdy obsahuje vlastni metody, sekvence, data a Sablony reportl. Reporty Ize jako jediné také
sdilet napfic¢ projekty Gpravou cesty v CDS Settings.

Novy projekt vytvorite kliknutim na ikonu Create -> Project a vyplnénim nazvu projektu.
Potvrd'te OK.

Projects and Groups Properties Data Analysis
Projects &  Create Project
4 @ Projects .
. Properties (DS Settings
4 [ Organic
[ PAH Name: Prirucka|
test
0 e Project folder path:  C:\CDSProjects\Prirucka
9 Special IgM
Include project groups in project path
b9 TypeA
g skoleni Description:
Applications: OpenLAB CDS

+ 0o XO| @ o | B %

Create Edit Delete  Refresh Edit Edit Signature StartData Create Desktop

v Project  Project All Privileges Levels Analysis sShortcut
———— e—
Projects and Groups Properties Data Analysis
Projects & || test
- @ Projects Properties CDS5 Settings
4 [ Organic ) )
O pan 4File Locations
[ test Methods: C:\CDSProjects\test\Methods
™ Special IgM
£ 3 Sequences: C:\CDSProjects\test\Sequences{b
b9 Type A
[ skoleni Results: C:\CDSProjects\test\Results

Sequence Templates:  C:\CDSProjects\test\Sequence Templates

Report Templates: C:\CDsProjects\test\Report Templates

4 Project Options

Pomoci ikony Start Data Analysis spustite vyhodnocovani dat v daném projektu. Ikona Create
Desktop Shortcut vytvori na ploSe zastupce pro snadnéjsi pristup v budoucnu.
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Administration

V administrativnim okné se pod System Configuration zapina/vypina zplsob autentifikace -

None, Internal nebo Windows Domain.

None Aplikace nevyzaduje prihlaseni. Na reportech a v datech je autorem uzivatel ,,SYSTEM*.
Internal | Vlastni definice uZivatel(l v ramci aplikace. MoZnost vlastnich skupin a roli v aplikaci.
Domain | UzZivatelé a jejich hesla jsou prebirany z domény. Moznost vlastnich skupin a roli v aplikaci.

Pridavani uzivatell se provadi v zaloZzce Users. Nezapomerite novym uZivatelim pridat
odpovidajici Role.

Name (ID): | analytik
Description: | Analyticky chemik
General Group Membership
Password: senee
Confirm password: | eesese
Full name: lan Analytik
Email:

Contact Information:

Create User b4

Role Membership

User must change password at next logon

[J User cannot change password
Password never expires
[ Account is disabled

Account is locked out

Roles
Name Description
[ Everything All privileges
I System Administrator Manage users and security setings
I Instrument Administrator Manage instruments and locations
] Project Administrator Manage projects and project groups
[ Instrument User View and run instruments
I Technician Laboratory technician
I Chemist Analytical chemist
[ Sample Scheduler for OpenLAB Administrator Generic Role for Sample Scheduler Administrators
[ Sample Scheduler for OpenLAB Analyst Generic Role for Sample Scheduler Analysts

Typické nastaveni:

Role

Administrator

Everything

Vedouci laboratore

Project Administrator + Instrument Administrator

Analytik

Chemist + Instrument User

Tip: Detailni informace co za prava obsahuji jednotlivé role najdete v Adminis-
tration Guide https://hpst.cz/software/openlab-cds-2x
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OpenLAB Acquisition

Spusténi aplikace pro akvizici dat Ize provést v Control Panelu nebo z plochy po vytvoreni
zastupce. Akvizice se sklada ze 4 pohledu.

Status

Tato obrazovka slouzi k nahlizeni a ovladani instrumentu pfimo pres Ul (User Interface). Je zde
mozné si zobrazit okna Run Queue, Status, Signal, Spectrum a Activity Log.

Vybér zobrazovanych
parametri v grafu

Ry

Zastaveni analyz, mazani fronty, pauza, nahled bé&zicich
sekvenci a nahled sekvence v Data Analysis

Run Queue
- 'E:‘, -
State Type Hame User Acquisition Met Details
M Completed |Singlesample  test Michal Movatny | skoleni.amx Details
Online Signals ™ X
@'Q Qwerlaid = @
4 Grad. Pump - Grad. Pumg: Pressure (bar) Column Over; Tempersture (°C)

WD Absorbance (mal) st 250 nm
I

I
Signal Display

.Grad. Pump: Pressure (bar)

[ Wl Gred. Purmp: Flow jmlfmin)

[ Ml Grad. Pump: Direction of Fiston A ()
|:| . Grad. Pump: Solwent Ratio A (%)

[0 W Grad. Pump: Solvent Ratio B (%)

Axissertings | ‘Grad. Pump: Pressure (bar)

Grad. Pump: Flow (mL/min

Grad. Pump. Soivent Ratio B [%)

Column Oven

4 Y-axis - Grad. Pump: Pressure (bar)

Signal Selection

O Predictable range

2 M e A R T
fl it Il

AR AR B ‘H||‘\ I|
VWD " ’ 00 R R TN T

From ba

) b [ICKRORTIRTOERR
WWD: Absorbance {mAU) at 250 nm
Mm fmah 4 s 10 15 20 25 a0 ES 40
[1 B vwD: Signal without Referance {mal) at 250 Xeaus range | 60 minutes itme (minutes)

[#] Draw grid

Zakladni nastaveni os,
vykreslovani mfizky

Method

OpenLAB CDS 2.x ma oddélené metody pro méreni (*.amx) a vyhodnoceni dat (*.pmx). Zde se
provadi nastaveni instrumentalni metody (*.amx). Nabidka se liSi v zavislosti na pfipojenych
modulech (LC, GC, MS). Pro posilani méfici metody na stroj a ze stroje je nutné tuto akci

provadét kliknutim na ikony ‘i‘ = | Vypliite potFebna pole méfici metody a metodu uloZte.
Nové metoda, Oteviit, UloZit, Posilani metod z/do instrumentu L]
UloZit jako, Vytisknout Upload from Downlod to
akviziéni metodu instrument instrument
Acquisition Method — Untitled
DEEE &
4 General | 0.9 0.9 —— O BCY
Fropemies “ 065 |06 & |—Coumn2Hz osl
4 Instrumert Setup ¢ 20 0.2 £ 0.3 g Column 2 HE: mLfmin
Agilent 7R304 o | o s

4 [ a n 1z 14 16 18 20 E 24 26
Run Time, min
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MNova sekvence, Otevfit sekvenci,
UloZit, UlozZit jako, Import z
CSV/Result Setu a tisk tabulky

Sequence

Vyplnéni sekvence vzorku. Pro vybér sloupct pouZijte ikonu [T v levém hornim rohu tabulky.
Pro spusténi sekvence je nezbytné vyplnit pouze akvizi¢éni metodu. Pokud néktery ze sloupcl
nevyplnite, systém si jej nahradi vétSinou Udajem datum-¢as atp.

PFi vypliiovani poli vyuzivejte funkci Fill Down (klik pravym tlacitkem na zahlavi sloupce). Pro
nékteré sloupce, napriklad Data file, Ize vyuZit predprogramované snippety pristupné pod

G >
Sipkou [} . Priklad <S> kopiruje sloupec Sample name. Vétsinu sloupcl lIze
zmeénit i po naméreni sekvence v Data Analysis, neni tedy nutné vyplfiovat vS§echny sloupce.
Dulezité jsou hlavné polozky - metoda, Cislo pozice vialky a Data file, které uz po naméreni
zmeénit nelze.

VloZit Fadek na konec, nad oznaceny radek, smazat
fadek sekvence, aplikace Sablony sekvence

-

Sequence —i«f%titled
BhpEE a B

[ Y

Apply Template
njection sources  Sample amou Sample name+s Data file

4 General (153 Vial 4+ Sampletype 4 Runtype 4 Llevel & Acq. method 4 Proc. method &  Inj/Vialss Volume ]
Properties 1 1 Blank testamsx Nova_PAH.pmx 1 |Use Method 0.00000 | Blank <S>
Run Options 2 |z Cal.Std Clear all calibration 1 testamx Nova_PAH_ pmx 1| Use Method Als
4 Injections 3 3 Cal. Std 2 testamx Nova_PAH.prmx 1| Use Method Als 5>
Table
4 4 Sample testamx Nova_PAH.pmx 1| Use Method Als 5>
MNova sekvence, Otevfit sekvenci, VloZit fadek na konec, nad oznaceny radek, smazat
UloZit, UloZit jako, Import z fadek sekvence, aplikace Sablony sekvence
CSV/Result Setu a tisk tabulky
[F
I| //
| e
Sequence —et/ﬁtitled Z_(’
AREER & 2 sopy Temsine B>
4 General 1k Vial 4 Sampletype 4 Runtype & Llevel & Acq. method 4 Proc. method & Inj/Vialss Volume 4 Injection source4s Sample amous Sample name-4s Data file
Properties 1 1 Blank testamx Nova_PAH.pmx 1 |Use Method 0.00000 | Blank <5>
Run Options 2 M|z cal. Sid Clear all calibration 1 testams Nova_PAH.pmx 1| Use Method Als
4 Injections 3 |3 Cal Std 2 testamx Nova_PAH pmx 1| Use Method Als 5>
Table
4 4 Sample testamx Nova_PAH.pmx 1 |Use Method Als &
Sloupec Vyznam
Vial Cislo vialky. Staci napsat Cislo, u nékterych samplerd se mlze zadavani lisit
(P1-A1 - HiP Sampler, 101 - 1xx - GC Sampler, atd.).
Sample Tvoe Blank - ur€uje, Ze se jedna o blank. Pokud je v metodé pfi vyhodnoceni
ple lyp nastaveno odedéitani blankl, je nutné zde Blank oznadit.
Cal.Std. - oznacuje kalibra¢ni standard. Nezapomente zadat kalibraéni level.
Clear all calibration se zadava u prvniho standardu, aby doslo k odmazani
predesié kalibrace, pokud néjakou metoda obsahuje.
Sample, System Suitability, QC Check - slouZzi k lepsi prehlednosti sekvence, se
vSemi jiz aplikace pocCita jako s neznamymi vzorky.
Ini/Vial Pocet nastrikd z dané vialky (v pripadé vétsiho poctu nez 1 se k Data File pFidava
! suffix _rep1,_rep2, atd.).
Volume Use method nebo ¢&islo v mikrolitrech.
Injection Source | ALS - autosampler, No Injection - analyza bez nastfiku.
NavaZka vzorku, pokud ma dojit k pocitani % obsahu latky na navazku.
Sample Amount | Nezapomenout pak na sloupce Multiplier (ndsobici faktor) a Dilution (Fedici
faktor).
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Single Sample
Tato sekce obsahuje identické sloupce jako v sekvenci pro jednu analyzu, pouze se zde zadavaji
hodnoty do fadkd, nikoliv do sloupcu.

Prace s bézici analyzou

Jakmile zadate akvizi€ni metodu, 1ze méreni spustit klikem na ikonu Run. Jakmile méfeni
probiha, je mozZné upravovat bézici sekvenci kliknutim na ikonu

Edit. Po Upravach potvrdte zmény klikem na tla¢itko Update.

Sequence run in progress — Priruckal23.rslt

Eﬁ Edit Exit View

4 General T+ State 4 Vial A Sampletype | R
Properties 1 |A|:qu'|r'|ng 1 Blank
Run Options % |pe,-,d-.-.g 2 Cal. 5td. Cle

Béhem analyzy je moZné provést Snapshot a vyhodnotit ¢ast analyzy kliknutim na ikonu fotaku
v okné Online Signal.

Online Signals
@\'Q Overlaid - @ @

g Grad. Pump: Pressure (bar

thauit Reference imal st 2R0nm

Jakmile se ukonci alespori jeden ze fadka sekvence, je mozné tyto analyzy vyhodnocovat
kliknutim na Review Completed Injections v pohledu Sequence.

Sequence run in progress — Priruckal23.rslt

™ S
Eﬁ Edit ExitView Review Completed Injections

4 Ceneral 1E State w Vial & Sampletype & Ru
Properties 1 Completed 1 Blank
Run Options 7 Completed 2 Cal. 5td. Clez
i ions
4 Injections 3 ‘quu]r]ng 3 Cal. Std.
Table
4 ‘Fend'ng 4 Sample

OpenLAB Data Analysis

K vyhodnocovani dat se dostanete nékolika zpUsoby:

Snapshot v Akvizici [e}

Vyhodnoceni bézZici analyzy + dokonenych analyz bézici sekvence

Review Selected Injection v Akvizici #eicvcompe=s niecions | Vyhodnoceni pouze dokonéenych analyz bézZici sekvence

Launch Data Analysis v Akvizici i Vyhodnoceni vSech dat v daném projektu kromé aktualné bézici sekvence

A
Zastupce na plose

Vyhodnoceni vSech dat v daném projektu kromé aktualné bézici sekvence

Start Data Analysis v Control Panelu EZ

Vyhodnoceni vSech dat v daném projektu kromé aktualné bézici sekvence

OpenLAB Data Analysis se sklada opét ze tfi sekci - Data Selection, Data Processing,
Reporting.

HPST, s.r.o. 2018 Strana 8



Data Selection

Tato sekce slouzi pro na¢teni dat k vyhodnocovani. Sekvenci Ize otevfit kliknutim na ikonku
Load Data nebo dvojklikem mysi. V zaloZzkdch Methods a Report Templates Ize prohlizet
existujici metody a Sablony report(. Kliknutim pravym tlacitkem Ize metody z projeku mazat.

Home

Import/Export

Injections.

Data Selection « | Injection List
T+ Order No

4 [ skoleni 1

B 171122_A04_066_01 )

Bf 171202_A01_178 01a ;

R 7890A-2017-10-18 08-26-58+01-00 .

il Content_Uniformity_10

i Example_Data_for_ESTD

i Example_Data_with_100Injections
T Isoccratic Stds-Samples-Stds

Pokud v zéaloZce Report Templates nevidite Zadné

Inj.# ~ Sample

1 TRPA_dilu

-

TRPA_dilu

-

TRPA_ress

-

Cal_stdl_

-

Cal_std1_

-

Cal_stdl_

-

Cal_stdl_

reporty a chcete pouzivat nékteré z

vychozich, prejdéte pod zalozku Import/Export a naimportujte vychozi Sablony stiskem

Import Default Templates.

Methods & Templates

G O

ChemsStation EZChrom

A
Raw data Archive Report templates

Data Selection «

File name

Data Processing

Select templates to import

e

[ Lemer

Methods & Templates

oK

Pro vyhodnoceni sekvence oteviete poZzadovanou sekvenci. Pro potfeby pfirucky je zpracova-
vana sekvence Example_Data_for_ESTD, kterou najdete v archivu s pfiru¢kou. Tato sekvence
nema provazanou zadnou vyhodnocovaci metodu, proto se po jejim nacteni aplikace zept4, o
jaka data jde, a bude se snazit vytvorit novou metodu. Vyberte poZadovany typ metody dle

typu instrumentace a zamysleného pouZiti.

Create New Processing Method

Selection contains unprocessed data. What type of
method do you wish to use?

Select method configuration

GC/LC Area Percent M3

This methed configuration supports:

- Integration & Aread/Height% calculation
- Signal alignment

- Blank subtraction for GC, LC, A/D data

- Chromatogram extraction

- Manual M5 spactra extraction

- Compound identification

- Calibration

- UV Impurity check & spectra confirmation
- M5 Library search

- System Suitability

- Custom Calculation

- Reporting

GC/LC Quantitative
3D UV Quantitative
M5

LC/MS Sample Purity

None

New method name MS_DefaultMethod. pmx

| Load and link data Load and process data

az pfi vyhodnocovani.

Tip: Toto automatické okno Ize deaktivovat v nastaveni File -> Options. PouZziva
se to hlavné v pfipadé&, pokud nevypliiujete procesni metodu v akvizici, ale vZdy
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©

New

Options

Open

Save Reset
Reset user settings

Save as

_ Loading unprocessed data

Print

Do not prompt user

Do not show a dialog for unprocessed data.

Report preview settings
i) About [_] Report only selected signals

Lock

Exit

Po nacteni sekvence musime vytvorit novou procesni metodu. Zalozka Processing -> New
Method. Vyberte typ metody 3D UV Quantitative, potvrd'te a metodu ihned ulozte tlacitkem
Save Method As.

Home 1 ing Audit/E-Sign

e NE T (T

New Open

Li
Method « od Method

Processing Method

ﬂ} New Method from EZChrom New method 1 & - Info | Global

Jo | by Sequence

4 ™ Example_Data_for_ESTD 4 General Location
Properties —
tF- Calbration 1.1-_001_008-0101.D p Signals Description
tF Calibration 1.2 - _002_008-0201.D p 4 Extraction

£} Calibration 2.1-_003_008-0501.D P Chromatogram
P Instrument Traces
4 Methods

Prirucka

Poté je potfeba novou metodu ,prolinkovat® s analyzami, které se budou danou metodou
zpracovavat. Prace s vyhodnocovacimi metodami je kritickym bodem pro pochopeni Data
Analysis, vénujte této ¢asti naleZitou pozornost. Oznacte libovolnou analyzu levym tlacitkem
mysSi a pak kliknéte pravym tlacitkem mysi na metodu. Zvolte Link selected injections to
selected method. Analyza se prolinkuje s metodou. Obdobné prolinkujte celou sekvenci.
MuZete oznacit vSechny runy pomoci drZeni klavesy Levy Shift a oznaceni prvni a posledni
analyzy.
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Data Processing &« Data Processing &
5| by Sequence - 5 bysequence -

4 B E=npls PeE i F5 4 T Example_Data_for ESTD

& Calbration 1.1-_001_008-0101.D0 & o Calbration L.1- 001_008-010 / b
& Calibration 1.2-_002_008-0201.0 » & % Calibration 1.2 - 002 008020 /' b
& Calibration 2.1-_003_008-0501.D » & % Calibration 2.1- 003 008-05C ' b
- Calibration 2.2-_004_008-0701.0 » & % Calibration 2.2 - 004 008-07C /' b
& Calibration 3.1-_005_008-1001.D p & % Calibration 3.1- 005 _008-10C /' b
- Calibration 3.2-_006_008-1101.D » & % Calibration 3.2- 006 008-11C /' b
£F Sample 1-_007_008-0301.D » & o Sample 1- 007 00803010 /)
£F Sample 2 - _008_008-0401.D » & oF Sample 2- 008 008-0401.0 /)
£F Sample 3 -_009_008-0801.D » & o Sample 3- 009 00802010 /b
£F Sample 4 -_010_008-0901.D 4 & o Sample 4- 010 00809010 /)

4 Signals Link selected injections to se 4 Signals

DAD1 A, Sig= DAD1 A, Sig=254,4 Ref=360,100
P Instrument P Instrument Traces
4 Methods Close Method 4 Methods
Prirucka Prirucka ﬁl

Data Processing Data Processing

Master metody vs. Sequence metody

V OpenLAB CDS 2.x rozliSujeme dva druhy metod. Metody Master nachazejici se ve slozce
/Projekt/Methods/ a metody Sequence nachazejici se spolu s daty v sekvencich, kde byly
pouzity. Typicka cesta je Projekt/Results/NazevSekvence/ a poznate ji tak, Ze vedle nazvu

metody je ikona tFi vialek ﬁ.

V okamziku, kdy dojde k provazani oteviené Master metody s jakoukoliv analyzou, probéhne
na pozadi odkopirovani Master metody do sloZky sekvence a tim vytvoreni Sequence metody.
VSechny Upravy jsou pak provadény v sekvenéni metodé. V pripadé, chceme-li Master metodu
aktualizovat pro dalSi pouzivani, stiskneme tlacitko Update Master Method, které prepise
Master metodu metodou sekvencéni. Takto se dosadhne toho, Ze je vzdy mozZné dostat se k
datlm s jejich aktudlni metodou, ktera se neprepisuje, jelikoZz sekvencni metody zlstavaji
naporad v kontejnerech u svych dat.

Prace s okny
NejCastéji pouzivanymi okny je Chromatogram, Injection List, Injection Results a samoziej-
mé Processing Method.

Acquisition Setpoints | Injection List Peak Details UV Spectrum

Calibration Curve Injection Results Sample Information

Chromatograms Processing Methed Peak Explorer

Windows

Integrace

Automatickd Po prolinkovani poZadované metody miiZzeme prejit k vlastnimu zpracovani
dat. Integrace se provadi pfi otevienych oknech Chromatogram a Processing method.
Automatické integraCni parametry je mozné pridavat a upravovat v tabulce Integration Events
-> Standard. Nezapominejte po kazdé zméné integracnich parametrd kliknout na tlacitko
Reprocess All nebo Reprocess Selected.
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Chromatograms X
@ E ﬁ ﬁ ﬁ M & ﬂ @Q‘. E @ Display mode | Separate = @

[>Sample 4 | DAD1 A Sig=254 4 Ref=3

= x102 § v "
2 03 y -
= o8 <
g o4 3
g2 o2 =
& 0
V] 0.5 1 2 25 3 35 4 48 & 55 & 6.5 7 75 8 8.5 9 85 10 105 11 116 12
Retention time [min]
Processing Method X
Properties * | signals Global parameters are used for all not specific signals
Signals
4 Extract Global Use  Time {min) ~ Event Value
raction
DAD1A 0.000 Slope sensitivity - 1.000(
Chromatogram
Spectrum Peak width - 0.020(
4 Integration Events ChemStation 0.000 | Area reject - 1.0000
Standard Height reject - 1.700(
Advanced
g
Manual Integration IELEES TR v oF
4 Compounds 0.000 | Area%s reject - 0.0004
Identification
Calibration Add integration event
Spectra

4 System Suitability

Injections o Processing Reports Add-ons

Pro grafické zadavani integrace povolte funkci Edit timed events v nastaveni chromatogramu.
Po kliku pravym tla¢itkem mysi v chromatogramu je pak mozné pfidavat parametry.

Chromatograms X
Q E ﬁ ﬁ ﬁ m & ﬂ @Q E @ Display mode Separate - @
[»Sample4 | DAD1 A, Sig=254,4 Ref=3 0 1.0
®102 v
@ v =z 3

s
m

Chromatogram Properties

Chromatogram Properties

Response [mAL]
oo o
[=1S I -]

o 05 1 2 25 3 as Chromatograms Change integrator timed events options
peEltonevensy 4 Display options
Processing Method S Ty Show timed events
Properties A Sional Maniiallinteqts o Restrict to focused injection
Signals Expected compounds . _
. = [] show initial events
4 Extraction DAl Compound windows [ show signal specific information
Ch i i
fomatogrsm AIEEiS [] show method information
Spectrum
. . +| Show annotation box
4 Integration Events ChemStation
Standard Annotation| Event name -
Advanced 4 Tools
Manual Integration Edit timed events
4 Compounds Show command hints
Identification
Calibration
Spectra
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Chromatograms
(9\ E ﬁﬁﬁ\ﬂ& & & : @) Display mode | S
[>Sample 4 | DAD1 A, Sig=254,4 Ref= 010, 0901.D
= %102 =
2 08 % < -
S os a : : "
Ry -
?u‘ 0.2 Add integration event »
g 0
0 05 1 2 26 3
. Copy to clipboard
Processing Method
: Export to file ...
Properties A . .
Signals
Global Use  Time (min)
4 Extraction

Area sum

Area sum slice
Auto peak width
Baseline at valleys
Baseline backwards
Baseline hold
Baseline next valley
Baseline now
Detect shoulders
Fixed peak width
Height reject

Integration

Manualni Manualni integrace se aktivuje ikonou &y okné chromatogramu. Pak je mozné
smazat jakykoliv pik a libovolné nakreslit novou baseline. Po nataZeni baseline Ize body jakkoliv
posouvat, rozdélovat a spojovat. V pfipadé, chcete-li pouzit manualni zasah i pro dalsi analyzy,
méZete kliknutim na ikonu £ manualni zasahy uloZit.

Pokud chcete smazat manualni zasahy, pouZijte Reprocess All - Clear corrections.

Timto zplsobem spravné integrujete chromatogram. V tomto pripadé nas budou zajimat piky

od 4. do 7. minuty.

Chromatograms X
jmu AN ny .
a A t an ﬁ /\‘I"II & 00)( GOY @) Display mode |Separate = SEB
P Sample 4 | DADA A, Sig=254 4 Ref=350,100 |_010_008-0901.D
=10 Integraion Inteqgrafion 7 - Integration
=) r
= 7
£ 4
=]
Iy
o 2
or
1 15 2 25 3 35 4 45 5 5.5 6 65 7.5 i 8.5 9 95 10 10.5
Retention time [min]
Processing Method X
Prirucka o" ~ signals Global parameters are used for all not specific signals
4 General Global Use  Time [min) - Ewvent Value
Properties DAD1A 0.000 | Slope sensitivity - 1.00000
Signals 0.000 | Peak width - 0.02000
4 Extraction
0.000 | Area reject - 1.00000
Chromatogram
Spectrum 0.000 | Height reject - 1.60000
4 Integration Events ChemStation 0.000 | Shoulders mode - off -
Standard 0.000 | Area% reject - 0.00000
Advanced 1108 1 ) or
o
Manual Integration < i ntegration - T
4 Compounds 2.021 | Integration - on -
Identification 7.73% | Integration - off
-

Calihratinn

Identifikace

Pokud mame pozadované integrace, latky identifikujeme. Pfepneme se v metodé do Com-
pounds -> ldentification. Klikneme pravym tlacitkem mysi na integrovany pik a zvolime

Add peak as compound to method. Pik v tabulce prejmenujeme. Obdobné identifikujeme

vSechny latky.

B Tip: Pomoci drZeni klavesy Levy Shift Ize oznacit prvni a posledni pik a pfidat
ﬁ vS8echny piky zdjmu najednou.

HPST, s.r.o. 2018
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Chromatograms X

a |£ E ﬁ ﬁ m & & @QY |E % Display mode Separate @

P Sample 4 | DAD1 A, Sig=254.4 Ref=360,100 | _010_003-0901.D
x10 4 Integration Integration peak@4 065min]i | |peak@5.583min| [Integraiion
5 1 1 7 ] ak @b Ba Tmin
T o038 wi I
E T |
# 06 1 ! Add integration event 3
- | |
a 0.4 i |
@ i i
¥ 02 i i
= i i Extract spectrum
v [ 1 1 |
1 15 2 25 3 15 4 45 BB & 85 N
Retention time [mir] Add multiple peaks as compounds to method
) Add reference spectrum to method
Processing Method
. ~ i hr
Prirucka & Compound Table | Qualifier Setup  General
T # Type Name
4 General It
Properties 1| @ | peak@4.069min Copy to clipboard
signals 2| @@ | peak@4.225min Export to file ..
4 Extraction 3| P | peak@5.056min ‘ DADIA
Chromatogram 4| @ | peak@s.s93min ‘ DADIA
Spectrum
. 5 eak@6.687Tmin ‘ DADIA
4 Integration Events ChemStation GB P
Standard
Advanced
Manual Integration
4 Compounds
Identification
. S

Pokud by naSim cilem bylo reportovat procentualni sloZzeni poméru analyzovanych latek, po
identifikaci jsme u konce a miizeme prejit do ¢asti Reporting. V naSem pfipadé budeme chtit
metodu nakalibrovat a vypocitat % obsah latky ve vzorku.

Kalibrace

Pro nakalibrovani metody musi byt spinény tfi podminky:

_

V Injection List musi byt definovan minimalné jeden kalibra¢ni standard.
Piky musi byt integrovany a identifikovany.
3 | V kalibrac¢ni tabulce musi byt vyplnény hodnoty koncentraci pro dané latky.

N

Injection List

Bracketing mode None -

[[* OrderNo Ini.# Sample name Sample type Run type Level Injection ime (yyyy-MM| Modification date (yyyy-  Sample an
i 1 |Calbration 1.1 Cal. 5td. Clear all calibrat... 1| 2011-03-30 12:17:10+01.... | 2017-12-29 14:03:40+01... 0.00000
2 1 |Calibration 1.2 Cal. Std 1| 2011-03-30 12:30:47+01 2017-12-29 14:03:40+01 0.00000
3 1 |Calibration 2.1 Cal. 5td. 2 0.00000
4 1 |Calibration 2.2 Cal. 5td. 2 0.00000
5 1 |Calibration 3.1 Cal. 5td. 3 0.00000
6 1 |Calibration 3.2 Cal. Std 3 0.00000
7 1 [Sample 1 Sample 30.00000
8 1 |Sample 2 Sample 32.00000
9 1 Sample 3 Sample 2011-03-30 13:52:54+01... 31.00000

10 1 |Sample 4 Sample 2011-03-30 14:06:37+01 29 00000
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Chromatograms X
a E ﬁ ﬁ ﬁ m _/& £ 9‘\)' |nﬂu % Display mode Separate - @
P Sample 3 | DAD1 A, Sig=254.4 Ref=360,100 | _009_008-0801.D
%102 Integraion] Integrafion] Latka 4| |peak@5.893min|  [peak@é.687min| Integraion]
1 £ |peak@4.225min | | I |
i i
0.8 i:ﬁ . .
. | |
5 08 i et .
% 07 4 éi | g& el
2 086 "'F: i g
S 05 i 1 L5
2 ol | |
g 04 | 1 |
o 0.3 I I I
| | |
0.2 ] ! E
0.1 | Al
0
“01 I Ll L
1 12 14 186 18 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54 56 55 © 62 64 66 68 7 72 74 76 78 & 82 84 86 88 9 92 94 9& 9§ 10 102104
Retention time [min]
Processing Method X
Prirucka & A Compeound Table | Qualifier Setup  General
4 General [E+ # Type Name Signal Exp. RT 4 Absolute RT window [min) Relative RT window (%)
Properties 1 9’ Latka A DADI1A 4.069 0.000 1.00d
5i I
anas 2 | @ | peak@4.225min DAD1A | 4225 | 0.000 | 1.00¢
4 Extraction
3 | @ peak@5.056min |DAD1A | 5055| DCH]D| 1.004
Chromatogram
Spectrum 4| @ |peak@5.3‘}3min |DAD1A | 5.893 | oum| 1.00§
4 Integration Events ChemStation 5 | @ |peak@5.587min | DAD1A | 6.687 | 0.000 | 1.004
Standard
Advanced
Manual Integration
4 Compounds
Identification
Calibration v £ b
Processing Method X
Prirucka & A Compound Table | General
4 General |:|} # Type Name Multiplier Level 1 Level 2 Level 3 Level 4 Level 5
Properties 1 g Latka A | 1.00000 10.000000000 20.000000000 30.000000000
Sienals 2| [~ |peak@4.225min | | 1.01]]4]0‘ 1u.uucumcm| zomucumm| ao.cmucmm| |
4 Extraction
3| GD peak@5.056min | | 10001]0‘ 1oum|mcm| IDCHIHIHIHI!| EDCH]IHIHIID| |
Chromatogram
Spectrum a| [ |peak@5.593min | | J.CIIHII‘ 10.0m|mm| zocmcnmm| ao.cmmmm| |
4 Integration Events ChemStation 5 | [ |paak@5.5&?min | | 1.00000 ‘ 10.000000000 | 20.000000000 | 30.000000000 | |
Standard
Advanced
Manual Integration
4 Compounds
Identification
Calibration v £ »
. >z ~ - - . PR
Pak je mozZné po Reprocess All dostat v okné Calibration Curve kalibra¢ni krivku.
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Data Processing &

5 by Sequence

4 - Example_Data_for_ESTD
tF Calbration 1.1-_001_0084
tF Calibration 1.2 - _002_008-

o cm s

3 Calibration 2.1- _003_008-
& Calibration 2.2 - _004_008-

tJ- Calibration 3.1- _005_008-
I Calibration 3.2 - _006_008-

> Sample 1- _007_008-0301.

tF Sample 2 - _008_0D0D8-0401.

]

- Sample 3 - _009_DDB-0801.

LA AL LN s
e ] .-
v v W W W W W v v W

- Sample 4-_010_008-0901.

el

4 Signals
DAD1 A, Sig=254,4 Ref=360,100
P Instrument Traces
4 Methods
& *Pprirucka
Data Selection
Data Processing

Reporting

Calibration Curve X

peak@4.069min, 4.068 min

Formula: y=56336x -6.4309 Residual standard deviafion : 913385
r:0.99472 COrigin : Indude

R*:0.98947 ‘Weighting method : Mone

o1 2 3 4 5 6 T @& g 10 11 12 13 14 15 16 17 1§ 19 20 21 22 23 24 25 26 27 28 29 30 31 32 33
Amourt
4 Calibration table
Level AvE. response Avg. amount Residual per level Rel. residual Rel. residual % Response Amount Use | &
37.358 10.000000000
1 43605 10.000 -6.2956 -0.1262 -12.6232
49853 10.000000000
B6.803 20.000000000
2 99.548 20.000 -6.6935 -0.0630 -6.3003
112.292 20.000000000
150.550 30.000000000 o
< >
V okné Injection Results si prohlédnéte vysledné hodnoty Amount.
Chromatograms X
jmu Y Y Y nw .
Qe MEEWIA ALK & & oispiaymose separaiz -
P Sample 1 | DAD1 A, Sig=254,4 Ref=360,100 |_007_003-0301.D
x102 Integraion| Integration
1
2 o8
E
® 06
=
2 04
o
@
E 02 A
o
i
1 1.5 2 25 3 35 4 45 5 55 ] 6.5 7 75 g 8.5 ] 8.5 10
Retention time [min]
Injection Results X
J Peaks |5ummarv
|:|} # 4«  Name Signal¢ RT (min) Area Area% Height Height% Amount Concentration
1 peak@4.068min DADI AL 4067 62.190 14.861 24780 1375 12.181 12,181
2 peak@4.225min DADI AL 4222 100.029 23.903 45.021 2458 12.183 12.183
3 peak@5.056min DAD1 A 5051 92343 22.066 40603 2252 12219 12219
4 peak@5.8%3min DADI AL 5.888 83.208 20.048 36.254 20.11 12.135 12.135
5 peak@6.687Tmin DADI AL 6.680 80.019 15121 33.601 18.64 12.263 12.263
< »

Amount vs. Concentration

Sloupec Amount vZdy pocita hodnoty odectené pfimo z kalibraéni kfivky. Sloupec Concent-
ration navic zapocitava také sloupce Multiplier a Dilution Factor. Pokud v nastaveni General
povolime pocitani Calculate Mass %, aktivuje se prepocet koncentrace na % ze Sample
Amount dle vzorce:

AmountxMultipliersxDil. factors
Sample Amount

Concentration =
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Processing Method X

Properties o Compound Table | Genera
5 =
Sienais @ External standard O Internal standard ~
| Tt
Extraction Number of Ievels 5
Chromatogram
Curve calculation From average per leve v
Spectrum
RF definition Response per amount v

4 |ntegration Events Chemstation
fyou change the RF definition, you need to clear your calibration curve otherwise your results will be wrong.

Standard
Advanced Use the "Clear all calibration" RunType for the 1st standard in the injection list to remove the old calibration ¢
Manual Integration
Normalize to %
4 Compounds o
dentification Concentration calculation Amount * Multipliers * Dil. factor  + Calculate mass %
Calibration v
Spectra v |4 »
Injection Results
Peaks | Summary
|:|} # - MName Signal ¢ RT(min) Area Areat Height Height¥ Amount Concentration
1 Latka A DADL A 4067 62.190 14861 24780 13.75 12.181 40.602 %
2 peak@4.225min DADL AL 4222 100.029 23.903 45.021 2458 12.183 40.610 %
3 peak@5.036min DADL AL 5.051 92.343 22.066 40.603 22.52 12.219 40729 %
4 peak@5.883min DADL A 5.888 83.898 20,048 36.254 20.11 12.135 40.450 %
5 peak@6.687min DADL AL 6.680 80.019 19121 33.601 18.64 12.263 40.877 %

Po vypocéteni vysledkl provedte uloZeni pomoci ikony Save all Results. Ta uloZi data i metody.

System Suitability
Pro podcitani riznych chromatografickych parametri je potfeba v metodé v zaloZce System
Suitability aktivovat pocitani Column Performance a Signal to noise.

Pridejte si pak pomoci ikony v levém hornim rohu poZadované sloupce do tabulky Injection
Results.

Processing Method X
Advanced ~
Manual Integration Column performance||| All peaks -
4 Compounds Pharmacopeias EP usp P
dentification
Calibrati
alibration Signal to noise All peaks -
Spectra
. . Noise calculation pP2p -
4 System Suitability
—. Noise range () Automatic (On blank recommended for EP)
Column (@) Fixed from 200 to 3.00 | min  oncurrent ¥
4 Tools () Relative from to min
Custom Calculation
4 Rannric vl |€ >
Injection Results
Peaks | Summary
|:|:+ Concentration Start time (min) End time {min) SN Symmetry Tailing Width 5% Width 5 Sigma Width
12.181 40.602 % 3.958 4156 108.06694 0.96504 1.02541 0.083 0.085 0.198
12.183 40.610 % 4157 4297 196.33500 091697 1.07140 0.075 0.077 0.141
12.219 40.729 % 4982 5.157 177.07065 092571 1.06531 0.076 0.078 0.175
12.135 40.450 % 5.821 5.993 158.10338 0.90880 1.07438 0.078 0.080 0.178
12.263 40.877 % 6.613 6.808 146.53373 0.89499 1.07973 0.080 0.082 0.195

Specificka nastaveni

UV DAD V pripadé UV spekter Ize pouzit funkce UV Purity a UV Confirmation factor.
Referencni spektra se ukladaji a zlistavaji v metodé. Neni zde knihovna UV spekter!

UV Purity Zapnéte pocitani UV Purity pro vSechny piky v metodé v Compounds ->
Spectra. Pridejte si do tabulky Injection Results pole UV Purity.
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Processing Method X

Advanced »~ Compound Table | UV Impurity Check | UV Confirmation

Manual Integration

4 Compounds Calculate UV Purity O None
Identification O Identified peaks
E:L‘;Znon @® All peaks
4 System Suitahility Lower wavelength [nm]
Properties Upperwavelength [nm]
Column
4 Tools Sensitivity unidentified peaks [3] 50
Custom Calculation
4 Ranartc N
Injection Results X
Peaks | Summary
[IE3 Concentration Start ime (min) End time (min) UV Purity 5/N symmetry Tailing Width 5% Width 5 Sigma L
12.181 40.602 % 3.958 4.156 108.06694 0.96504 1.02541 0.083 0.085
12.183 40.610 % 4157 4297 I - 196.33500 0.91697 1.07140 0.075 0.077
12.219 40.729 % 49882 5.157 I - 177.07065 092571 1.06531 0.076 0.078
12.135 40.450 % 5.821 5.599 I - 158.10338 0.50880 1.07438 0.078 0.080
12.263 40877 % 6.613 6.808 _ 146.53373 0.89499 107973 0.080 0.082

UV Confirmation factor Oznacte si poZadovany standard, ujistéte se, Ze mate prolinko-
vanou spravnou metodu, a pfidejte v tabulce Compounds table pod zdloZkou Compounds ->
Spectra referencni spektrum, a to pravym tlacitkem mysi Auto extract UV spectra. Pak si v
tabulce Injection Results pridejte pole UV Conf. Match factor pro zobrazeni shody. Projdéte
si vzorky, abyste vidéli, jak se jejich spektra shoduji se standardem.

Data Processing « | Processing Method %
_ Advanced ] ) Compound Table | UV Impurity Check UV Confirmation Spectrum at RT: 4071
& by sequence M Manual Integration |:|} #- Type Name Impurity sensitivity [%] UV refe 94
4 BF Example_Data_for_ESTD 4 Compounds 1 @ lakaa | 50 < )
- Identification -
- Calbration 1.1-_001_008-010 A\ b enneas: 2 @ peask@s2zsmin | % oy
& Calibration 1.2 - _002_008-02C /i » . .
- = Spectra 3| @ | peak@5.056min | 50
& Calibration 2.1-_003_008-05C »
- & 4 System Suitability 4 @  peak@5.823min | 50
t+ Calibration 2.2-_004_008-07C /\ b Sropertios
P 5| @ peak@6.687min | 50 ision.
t- Calibration 3.1-_005_008-10C A\ b Column
£+ Calibration 3.2-_006_008-11C 4 Tools
=== &r Add compound
t+ Sample 1-_007_008-0301.0 /My b Custom Calculation
R v € Add named group
- Sample 2-_008_008-0401.D /B | | 4 Renorfs
Add timed group
tt Sample 3 -_00S_008-0801.D » H :
i & Injection Results e e
&+ Sample 4 - _010_008-0301.D » Add/Update M> compoun
v - - & Peaks | Summary
|I:+ Concentration Start time {min) End time [min) UV Conf. Matct  S/N Symmetry Tailing Delete selected compounc
34.457 34457 % 3.893 4160 n 22796671 094342 103277
H Auto extract UV spectra
4 Signals 54.291 34.491 % 4,160 4307 - - 21660320 0.92265 107346 £
i Delete selected reference
LEIETLA, S ) AR I 54.202 34.402 % 4990 5233 - - 393.21957 0.91866 106152
P Instrument Traces 34.398 34398 % 5.815 6.013 - - 357.88662 0.50822 1.06106 0.078 0.080
4 Methods 34.488 34.488 % 6.607 6.841 “ 33273770 0.50053 1.06508 0.07% 0.081
& *Pprirucka W &

MS

Kvalitativni analyza V pfipadé vyhodnoceni MS dat je potfeba zvolit typ metody MS.
Timto dostaneme v procesni metodé zalozku MS Library, kde miZeme vybrat knihovnu, kterou
chceme pouzivat.
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Processing Method

& ayISnauLaunLy

~
Properties Autornatically search TIC peaks
Column
4 Tools 5 Library CHMISTLAMSSEARCH mainlib
Custorn Calculstion . )
Maxirnurn number of hits returned 5
4 NS Library Search
Propertes Minirnur spectrum match score GO0
4 FReports
Injection Report w

Vyhodnoceni je naprosto identické s obsahem vySe, pouze po integraci si miZzeme latky
identifikovat ruéné a nechat prohledat shodu s knihovnou

nebo pouzit funkce automatického vyhledani a extrakce chromatogramu pomoci funkce
Add/Update MS Compounds (klik pravym tladitkem na seznam analyz).

Kvantitativni analyza Kvantita se spravné provadi z plochy SIM chromatogramu o dané
m/z. Zaéneme extrakci m/z chromatogrami bud’ manuainé,

Data Processing « || Processing Method
= GCMS_PAH £ MS | uv
JF bySequence Arbit
1tral Sp
4 B PAH_Scan_62315 4 General roitrary =p
o Properties Background m
£t PAH_Scan.amx51-PAH_Scan.: /\ b Signals
& PAH_Scan.amx52-PAH Scan.: AP | | L Crarsinn Peak spectr:

£+ PAH_Scan.amx33 - PAH_Sce Link selected injections to selected method

LEEI S = L Reprocess selected injections
Clear manual corrections and reprocess selected injections
Copy processing log to clipboard
Extract Chromatograms x
Lock
Chromatogram extraction parameters
Signal type Scan -
Scan mfzvalue(s)  |152.00
View PDF... Polarity Positive A
lonization E -
Signals

Show sequence audit trail...

MS1Back TICEI [ Auto re-process when extracted

STE RS Add selected injections to new result set
Methods

&° GCMS_PAH Cancel

Extract Chromatograms...| N

nebo automaticky pomoci Add/Update MS Compounds. Nesmime zapomenout zkontrolovat
signaly, ze kterych jsou jednotlivé latky kvantifikovany,

Processing Method X
GCMS_PAH & " Compound Table | Qualifier Setup  Genera
4 General 0 i W= EmE signal Exp
Properties 1 & |Naphthalene-D8 | MS1Back TIC E
signals 2 GD Biphenylene M51Back EIC(151.7-152.7) EI -
A Extraction 3 & | Acenaphthene | MS1Back TICE
fhrmatcgra” 1| @ | peak@E.308min |r-.-|SJBa:k_ CE
4 n_::;::i:n Events ChemStation 5 GD 2,3-Dihydrofluoranthene | MS1Back TIC E -
Standard 8 @ |Pyrene |r'-IE:lEEa:k.’ CE

Advanced

doplnit koncentraéni hladiny a oznacit v Injection Listu spravné standardy. Vysledek po kalibraci
dostaneme opét v Injection Results, obdobné jako v sekci kalibrace vySe.
Reporting

V zéaloZce reporting maZeme nasim vysledkim dodat formu a pfipadné doplnit rizné dalsi
vypocty a prepocty vysledku. V praxi je mozné nahradit excel v témér 90 % pfripadu.
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Reporting
Reporting &«

4 Injection
& Calbration 1.1-_001_008-0101.[ ~
- Calibration 1.2 -_002_008-0201.
- Calibration 2.1 - _003_008-0501.
- Calibration 2.2 -_004_008-0701.
- Calibration 3.1 - _005_008-1001.
- Calibration 3.2 -_006_008-1101.
&+ Sample 1-_007_008-0301.D
tF Sample 2- _008_008-0401.D
&+ Sample 3-_009_008-0801.D
& Sample 4-_010_008-0901.D

P Report ltems
4 Report Templates

C\CDSProjects\Prirucka\Report Templates  ~

[H qualitative_nBiggestPeaks.rdl -~
[H aualitative_short.rdl

[H sequencesummary_Extended.rd|

[H sequencesummary_Short.rdl

[H short_area.rdl

[H short Estd.rdl

Report Preview

Jak to funguje?

K dispozici jsou dvé zakladni okna - Report Editor a Report Preview. Otevrete si obé. V pravém
postrannim okné oznacujete reportované analyzy. Bud' jednu nebo pomoci drzeni levého CTRL
nebo Shift vice analyz. Ty se pak reportuji po stisku ikony Refresh Preview.

Report Editor

2 @ copy
p; - Delete

= e
¥ ) Reset v

[E
New Saw
Template« Templates T

E @

t Document
e Template

!

Preview

[

Report Preview
Editor
Report Editor

Layouts Windows

Report Editor - Short_Estd.rdlI X Report Preview
= =1 = )
%@%ﬁ ﬁﬁu@.ﬁ[ﬁ 1o - 1 ofl Fing
| Header ol 3
Single Injection Report i
| Body m
Samnls nama* Samnla 1 Sample name:
Nata fila- AN7 ANR-N3N1 N " Onaratars SYaTEM Data file:
Instrimant- warit1RA Iniactinn data- 20111330 19-44-32+01-AN Instrument:
Ini_vnlime- an . laratinn: Vial 2 )
Inj. volume:
Acn mathnd- PERF NI M . Tune- Samnla
Draraceinn mathad: *Brinirka nmy . Calihl aual- E Acq. method:
. . - ! Ramnla amannts | 2000 Processing metho
Manualhe modified: Nana R,
...................................................... Manually modified
DADT A Sig=254.4 Ret=360,100
4 e Q@@ @vﬁ & il o
. & ; o
3‘; & q# ;50& q#_@? @zﬁ_@ o DAD1 A, Sig=25
30 & i & & - 215
5 25
Edi] 225
£ 20
e — 17.
10 1
] S

Podle toho, zda chceme reportovat pouze vysledky z jedné analyzy nebo kombinovat vysledky
ze dvou a vice analyz, volime typ reportu - Single Injection report nebo Single Sequence
Summary report. V nasledujicich sekcich si ukdZeme, jak vytvorit zakladni reporty. VSechny
vytvorené reporty naleznete v zipu spole¢né s pFiruckou. Muizete je tak snadno prekopirovat
do své instalace a pouZivat nebo upravovat dle libosti.

Single Injection report

Pro prvni report vyuzijeme vychozi report s nazvem Short_Estd.rdl. Nenajdete-li jej v nabidce
pod Report Templates, opakujte Import Default Templates ze sekce Data Selection vyse.
Po otevreni reportu dostanete v okné Report Editor vzhled reportu, ktery lze jakkoliv upravovat.
Jednoduchym oznacenim objektu (obdélnicky) Ize objekty mazat. Pripadné chybéjici objekty
Ize pretahovanim levym tlaCitkem mysi brat z pravé nabidky Report Items.

Priklad:

Na tomto vychozim reportu chceme prepsat nazev, vymeénit obrazek, smazat néktera pole
a naopak pridat informaci o Multiplier a Dilution faktorech. Provedeme klikanim a mazanim
potifebné Upravy a nova pole pretdhneme z Report Items > Fields > Sample >Multiplier
Factors.
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Reporting « | Report Editor - Short_Estd.rdl X
= == =
- M o - H@EEH T ToEO T :
4 Injection
B Calbration 1.1 - _001_008-0101.[ ~ | Header Il
£+ Calibration 1.2 - _002_008-0201. Ch atoram Reort .
” # . [
- Calibration 2.1-_003_008-0501. Krasna F"‘md :
B Calibration 2.2 - _004_008-0701. -
| Body
Bk Calibration 3.1- _005_008-1001.
Bk Calibration 3.2 - _006_008-1101. Camnla nama- Samnla 1
& Sample 1-_007_008-0301.D Nata fila: nn7 ANR-n3n1n . Oneratar- avYaTEM
- Instrumant- warktl1RR © Uniaction data: 2011-N17-30 17-44°98+01°00
t+ Sample 2-_0D08_008-0401.D . : B i
Ini_wnlima- a0 " Laeatinn: Vial
t+ Sample 3-_009_008-0801.D Arn mathad- PFRF N M

- Sample 4-_010_008-0901.D

4 Report ltems

Search: Entersearch text here

=1

~

Proressinn mathord-

*Prinirka nmy

DADT A, Sig=254,4 Ref=360,100

=

DA Resp Factor Update

m

.= DA Retention Time Updat
=
=

DA Run Types
DA Update Interval

=1
=

mAL
e
B &
Fli

.= Description
.= Dilution Factors
=
=

Expected Barcode

< >

b Report Templates L 95 10 wWs 11 115 12

Time [min]

Vysledek mate pak v okné Report Preview. Pokud potfebujete pfidat/odebrat néjaky sloupec v
tabulce, Ize to jednoduse kliknutim pravym tlacitkem mysi na sloupec a vybérem Delete column
nebo Insert new column. UloZte report. V zipu jej najdete pod nazvem Prirucka_ESTD.rdl.

Sample name: Sample 2
Data file: _00&_008-0401.D0 Operator: SYSTEM
Instrument: wadti166 Injection date: 2011-03-30 12:58:08+01:00
Inj. volume: 6.0 Location: Vial 8
Acqg. method: PERF_N.M Type: Sample
Processing method: *Prirucka.prmx
9 P Sample Multipliers ~ 1:1;1:1:1
Manually modified: None
DAD1 A, Sig=254,4 Ref=360,100

55 & & & &

501 3 ;ff &

45 || Ears o+ - &

407 S (SN (SPS R S

35 + & & |

30
% 25

20

154

10

5

of "

5

10

0s 1 15 2 25 3 35 4 45 & &% €5 7 75 & &5 6 @5 10 108 11 115 12
Time min]
Signal: DAD1 A, Sig=254 4 Ref=360,100
Name RT [min] RF Area A Ci Group
i] %1
Latka A 4.06 5.186 74.585 14.381 44 940
peak@4.225min 422 8.344 120.143 14.399 44 996
__oeak@$5.056min 5.05 1678 111.243 14.488 45275

Sequence Summary Report

V tomto pripadé budeme pouzivat data z vice analyz. Jako prvni si pfipravime report, ktery
dle oznac¢enych analyz prameéruje vysledek plochy/koncentrace a zobrazuje RSD. MuZete jej
pouZit pro opakovatelnost (oznacte napf. 6 nastfikl a dostanete priméry a RSD) nebo pfri
vyhodnoceni jednoho vzorku pfi vice nastficich, zpravidla dvou.
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New

Vytvofime novy Report pomoci ikony BEtESE. Vybereme mozZnost Single Sequence Summary
a dostaneme cisty report. Zménime nazev a obrazek a pretdhneme na zacatek Samples >
Sample Info Short a upravime dle potreby. Pak pfetdhneme do téla reportu objekt Chroma-
tograms > Multi Signal Plot Overlay a nakonec tabulku Tables > Peaks and Compounds >
Peak Results.

Oznacime alesporn dveé analyzy a zobrazime report.

Reporting « | Report Editor - %
- M o c-mEShxm T o T -
4 Injection
tF Calbration 1.1-_001_008-0101.[ * | Header q

& calibration 1.2 - _002_008-0201. System Suitability Report S e
=} Calibration 2.1 - _003_008-0501. Krasna F"

=t Calibration 2.2 - _004_008-0701.
Body
m_ Callbraﬁﬂn 3'1 _—ms—mg—lml ...............................................................
&} Calibration 3.2 - _006_008-1101. . S
. | Instrument: wadti166 oo Sambletvoe: Calibration -
:]_ Sample 1 '_DD?_DDS'D3D1D Acu_ melhw. PERF NM ..........................
&+ Sample 2 - _008_008-0401.0 - | Analvsis method: *Prirucka omx -+ - Aco.operator: SYSTEM
& Sample 3-_009_008-D201.D . |Seauence Name _  Examole Data for ESTD ..,
- - | Last chanaed: 2017-12-29 15:05:22+01:00
tF sample 4-_010_008-0901.0  «
DADY &, 5ig=254.4 Ref=360,100 DAD1 A, Sig=254.4 Ref=360,100
4 Report Items 140 2 = SR z
. awt = s
Search: | Enter search text here Go : 120 i ksl & £
£ reanneus oy g s o004 | A R
B Peak Results By Signal (157 : - 04 - a Q
B Peak Results CE J
: ol
E Number of Peaks Per Sign
04
E Sample statistics
o
b B System suitability - = -
. . 0 05 1 15 2 25 § 35 4 45 & 65 6 65 7 75 & &5 4 95 0 w05 11 15 12
p B Chemstation specific . .
. Time inl -
BE ESUMS emks v  ——————— I R
< ? . Sample Name Name RT Area Amount Unit Concentrati...
b Report Templates - Calibration 3.2 Latka A 4.071 187.6883 34457 344574
o
. Calibration 3.1 Latka A 4.075 150.5901 30.196 301965
- Calibration 3.2 peak@d.. .. 4227 302.5598 34.491 34.4907
. Calibration 3.1 peak@d. . 4231 2422945 30.196 30.195€
fin] n

Vidime, Ze v tabulce jsou smichany vSechny piky, dokonce i neidentifikované. Musime pfejit
do vlastnosti tabulky - pravym tlaitkem mysi a Properties. V zaloZzce Peaks and Repeating
vySkrtneme neznamé piky a pod Repeat Table On vybereme polozku Compound > Name.
Timto se ndm tabulka pékné roztfidi.
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Table Properties - Table_PeakResultsl

Columns

Peaks and Repeati

Sorting

Filtering

Grouping

Format

Style

Advanced

Repeat Table On

Customize the peaks and repeating properties

‘

(7 =

™ Missing Peaks

¥ Identified Peaks

[ Unknown Peaks

™ Remove Duplicate Peak(s)

Area Rejection -

™ Donotreport peakswith arealess than

™ Compounds used for quantitation (Main Peak)

—

0 noLreport peakswith areas less than
[ Donotreport peakswith area% less than |0

| =Compound_Name LI Repeat On Field Properties
Sort On:
I =Compound_Name LI IASCEndIng ;I

Set Filter On Peak Types

0K Cancel Apply
Compound Name Latka A
Sample Name Name RT Area Amount Unit Concentration
Calibration 3.2 Latka A 4071 187.6883 34 457 34 4574
Calibration 3.1 Latka A 4075 150.5901 30.196 30.1965
Compound Name peak@4.225min
Sample Name Name RT Area Amount Unit Concentration
Calibration 3.2 peak@4.2 4227 302.5599 34,401 34 4907
25min
Calibration 3.1 peak@4.2 4231 2422945 30.196 30.1956
25min

Nakonec prejdeme do vlastnosti sloupce, u kterého chceme pocitat Primér a RSD - pravym
klikem mysi -> Column Properties a v sekci Summary Calculations zapneme pocitani

Average a RSD.
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a5 Column Properties - Area @
MITE Customize the summary calculation properties
Font _ ; -
Summary Calculations For Detail Rows ~
Header Format Detail Row : [First Row 2|
[T —— summary Calculations ~
Select Summary Calculation Label Variahle Name (Optional)
Summary Calculations
™ sum [5um |
Adv ™ Min [¥in [
Conditional Formatting ™ Max |Max | =
¥ Average |Averaga |
I Standard Deviation |standard Deviation [
¥ RsD [rsD |
™ Number ofrecords |I‘Iumbal of records |
Number Format forSummary Calculations S
Summary calculation : |Average j
Number Format ~
[ Number | [12340.00 =| I show GMTOffset
Rounding : [Decimal Places v [4 —] =
oo s

A vysledek opét zobrazime v Report Preview. UlozZte report. V zipu jej najdete pod nazvem
Prirucka_SysSuit.rdl.

Instrument: wadt166 Sample type: Calibration
Acq. method: PERF_N.M

Analysis method:  *Prirucka. pmx Acq. operator: SYSTEM
Sequence Name Example_Data_for_ESTD

Last changed: 2017-12-29 15:05:22+01:00

Instrument: wadt166 Sample type: Calibration
Acq. method: PERF_N.M

Analysis method:  *Prirucka. pmx Acq. operator: SYSTEM
Sequence Name Example_Data_for_ESTD

Last changed: 2017-12-29 15:05:22+01:00

DAD1 A, Sig=254,4 Ref=36

00 DAD1 A, Sig=254 4 Ref=360.100
B 5

140 E 2
1204 S g ]
1004
L : - :
2
1 B
404
20
o A
— T T T T T T T T T T T T 1T
05 1 15 2 25 3 35 4 45 5 55 6 65 7 75 B 85 9 95 10 105 11 115 12
Time [min]
Compound Name Latka A
Sample Name Name RT Area Amount Unit Concentration
%]
Calibration 3.2 Latka A 4071 187.6883 34 457 34 4574
Calibration 3.1 Latka A 4075 150.5901 30.196 30.1965
Average 169.1392
RSD 15.5094

V zipu pfiruc¢ky naleznete také CalibrationTable report. Ten se pouziva tak, Ze oznacite
v8echny kalibraéni standardy a zobrazite report. Dostanete tabulku se vSemi standardy,
jejich teoretickymi koncentracemi a redlnymi plochami. CalibrationCurve zase po oznaceni
posledniho standardu ukaze kalibraéni kiivku se smérnici a koeficientem RA2.
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Calibration Table per Compounds

Instrument: wadll166

Acq. method: PERF_N.M

Analysis method:  *Prirucka.pmx

Seq Name  Example_Data_for_ESTD
Last changed: 2017-12-29 15:05:22+01:00

Compound Name

Sample Name
Calbration 1.1

Calibration 1.2
Calibration 2.1
Calibration 2.2
Calibration 3.1
Calibration 3.2

Compound Name

Sample Name
Calbration 1.1

Calibration 1.2
Calibration 2.1
Calibration 2.2

Latka A

Level Calib Amount
1 10.000

1 10.000

2 20.000

2 20.000

3 30.000

3 30.000
peak@4.225min
Level Calib Amount
1 10.000

1 10.000

2 20.000

2 20.000

Sample type:
Acq. operator:

RT Area
4.082 37.3579
4.088 49 8530
4.089 86.8032
4.088 112.2919
4075 150.5901
407 187 6883

RT Area
4235 50.2781
4221 80.0910

4224 140.1595
4224 180.4457

Calibration Table per Compounds

Sample type:
Acq. operator:

Latka A

K Krasnd Firma

Calibration
SYSTEM

K Krésna Firma

Calibration
SYSTEM

Level: 3

AvgRes 169%/
X

Level: 2
AvgRes: 99 548

Lewvel: 1
AvgRes: 43.60:

Instrument: wadt166
Acq. method: PERF_N.M
Analysis method:  *Prirucka.pmx
Seq Name  Example_Data_for_ESTD
Last changed: 2017-12-29 15:05:22+01:00
Compound:  Latka A
Signal: DAD1A
Exp. RT: 4,069 200
Corr. Coeff..  0.994720 :::
Residual: 9.18985 140
RF RSD%: 1204
RAZ: 0.08047 £ 100
Formula: y=ax+hb il
a: 563360 ol
40
b: -6.43090 204
c: 0.00000 o
d:
Compound: peak@4.225min

2 4 6 & 1012 14 16 18 20 22 24 26 28 30 32 34
Amount

Dalsi typy reportd, jako i specialni vypocty s proménnymi a parametry se Ize naucit na externich
Skolenich poradanych spole¢nosti HPST, s.r.o., nékolikrat v roce. Aktualni informace naleznete

na http://hpst.cz.
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