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« SR 2.15-Q4 2021
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Dashboard \ Get Ready

Dashboard - Delta Q + GC1310

Shut Down .
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Get Ready
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Calibrations
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Instrument \ Collectors and Tuning
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Instrument \ Collectors and Tuning \ Tunning \ CO,

£ Collector Configuration
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Instrument \ Collectors and Tuning \ Tunning \ CO,
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Instrument \ Collectors and Tuning \Tunning \ CO,
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Instrument \ Diagnostics

ﬁ € Diagnostics

Diagnostics
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Instrument \ Diagnostics \ Conflo IV
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Instrument \ Diagnostics \ GC Isolink |l
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State
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LabBooks

LabBooks

I Create LabBook
Create a new LabBook besed on an existing Template or LabBaook

MName !3}2_1 3C_S5L back _10u synnge - 230923 - Classic Method 1.5mimin

Locaion  [LabBooks\Deka Q + Trace GC + RSH\2023\Apr_2023\20230410 332 classic]

(O Create a new LahBook from an existing Template
Tampizle Nams

Sampies i1 | L ot fomESY

C3V name

Mappng Mame

(® Create anew LabBaok from an existing LabBook

LabBock Name  [33-2_13C_35L back _10u symge - 010042023 - Classic Method 1 5mimin_ ~| | . |

(O Create anew LabBaok from & blank Template

Evaluation

4  Open LabBook
Open an existing LebBook
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|@ Browse for LabBook

ThermoFisher

SCIENTIFIC

¢ 20230403 Seroics

| 20230404 Steroids 33-2 classic
|| 20230405 33.2 classic_S0mins exid
[ 20230406 33-2 classic

7 20220421 Cetonznew SGE - 3hs oxid
|47 20230422 Cetona

] [LobBook fles Cimep) |
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LabBookTemplates SETENTIFIC

In resiricted mode the user is only sble o sppend and remove samples in the sample list according to the sample definitions.
¥+ Comment V= Sample Type Reference. N WA Inject Volume (] V2 Inject VA

HBI crester O[3 4 [[F] F f % | Restricied Mode:

Sample Definition

va

Templates

P

% Create Template
Instrument Create 2 blank Template. or ane based on &n existing Temalate or LebBook G

L=bBooks Label V& Comment T8 Sample Type Reference Vi VB Inject Volume [l] 78 Inject
Name [33:2 Classic GC method ] &) ] <Idenifier <Comments Unknown | 1 2 =]

Location | Templates |

RN DBEO N
H
i

e Mnnnoe ) Creste a blank Template
LabBook Guery. c ] Deta + GC1310
- Use curent
Help
E Giega™ lsafcale G

(®) Creste a new Template from an existing Template

Tempiate Name  [Enter 3 Template name or beawse on the fle system v

v ype ¥ Reference Vi ¥ Inject Volume (] V8 Injest ¥

(O Create a new Template from an existing LabBook

LsbBack Mam

Create Template:

1 Open Template
Open an existing Template:

4 (] Templates
4 (] 216547570
[ o= | O caron
(] Dual Inlet
] EAlsolink
|| GasBench Plus
i) Conditioning
) HS-S5L
b CIPTY
v 1 PTVIV
b ] 55LBack
b ] 216547589
B 219576115
] EAIRMS Templates
) GasBench

C Delta series alkane GC [RMS Template 232 KB
H Delta series alkane GC IRMS Template 832 KB

Flename | [Tempiatefles (Cimp) ~~ ~|

ok [ Goed |
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LabBook \ Continues Flow and Peak Detection

ak Detection

Measure Line Peak Finder Parameters

o e COEDCOEDCEED
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Integration Time [oz0071525 -] Start at Sample [ ac:
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I
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Start at Sample | 1
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D -

ToEnd
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Nmber ofSlope DataPoints [ 5 2| MaxmumPeakWidh | 1805]  PedomTimeshit (R
Start Slope Mirimum Peak Height 0005V Extended Time Shit
Top Siope [ seosws|  Pekimitwams [ 0%|  MaamemTmesht | 0ss]
Timeline End Slope [ onozvs|  peskmessibior [ 20w]

-
Backflush (Measure Point) = (0] HE Backilush (Measure Point) Square Peak Settings Post Filler Settings

[ ] O8O o = \ Square Pulse Detection Fraction 055|  UsePostFiter
B S
Maa Peak 180's

(m(m}

e = =
— il |:EB T~ Mininum Peak Height 05V
[ 0s

Number of Puises Pulse Width
Dilution [Targetintensity =] | 2v] mtenal | 30¢] Referencing Background Settings
Background Type Indrvidual .
& Sample Dilution
Mumber of Background History Peinis 2% 2|
Smocth Type Standard -]

Estimated sample runtime: 00:30:00 ‘Numbes of Smoothing Data Points

50005

Backfiush (Measure Point)

= ]
[ ss0s| MM — ]~
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LabBook \ Compound Editor — Drift Correction

I Sample List
—[i Log Messages
—I&F Signing
?-li_'b Query

v-[E@ Reports

i -& Settings

Compound Editor

|.ﬂddHew|| Load... || Save... |

Mame | Retention Time ()| Tolerance (s}

m Time Unit {Seconds / Minutes)

| 5a-an-ac 743.2 10

i Cholestane 1088.2 10

| Andrg-ac 8%6.0 10

| 11 Keto-ac 9484 10

Drift Correction Compourid Name  None
Mone
Bz-an-ac
Cholestane
Andro-ac
11 Kete-ae
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i, Load Compounds

Compound Library

Current Compound Set

Identifier

BTEX TGH24

BTEX + MeOH TG624

BTEX Schimmelmann

Indiana Mix AT

Indiana Mix AT - 03

Indiana Mix A7 - Aux Gas
Indiana Mix A7 70C

Indiana Mix AT PTV Front
Indiana Mix AT SSL-03

Indiana Mix AT $5L 11012023 - 02
Indiana Mix A7 S5L 12012023
Indizna Mix AT S5L 12012023-01
Iindiana BAHs N-P- US method

RS YT EVES L

Identifier | BTEX

Diescription

Savedby | Administrator

Last Saved [ Friday, November 11, 2022 11:13:53 PM

MName Retention Time () | Tolerance (s)
Benzens 298.0 10
Ethylbenzene 3750 10
Teluene 4340 10
o-Xylene 535.0 5
p-Xylene 543.0 L]
m-Xylene 5720 10

| K | Cancel
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LabBook \ Standards and Delta Calculation Paremeters

Standards
Standard(s) Selected Compound(s) for "CU/PCC 33-2" Selected Delta(s) for "Andro-ac”
‘+ Add -|] W Delee H S Expon Hg Lnl:rary|
| 5a-an-ac |13¢ |-3258 VPDS 13¢/12€ 00111802
| Wl cozuam | Chotestane |180 lo VEMOW 180160 | 0.0020052 |
» lﬂndm-u
| 11 Keto-ac
i, Standard Lib o X
DAL Delta Calculation Parameters
Available Standards Selected Compound(s) for “CU/PCC 33-2" Selected Delta(s) for "Andro-ac”
[0+ (Brand, Assoro & Coplen. 2010) - L]
Select Standards you want to import.
= COx (Brand, Assonow & Coplen, 2010)
B co2uaM 113¢ JET | veDB 13¢/12¢ |001 Standard Name
| B indiena Mix83 GC-IRMS 180 0 |vsmow 1807160 | 0.00 Re5 45C O.0M4C.00 -
B aikane Mix C14-C16 GC-RMS ik
B co PreCon GC-IRMS
B o PreCon GC-IRMS Peference Feak
| H eTXshi Schimmelmann Cetifi QC Limits 1l
B schimmelmann AT 413
| s
B schimmelmann A7 HTC Waming Limit
| . PAHs Schimmelmann Indiana Nzphthalene- Failure Limit
B indianaPiHs = m-Xylene  Schimmelmann Certil i
| B A7+ PAHs Mix Schimmeimann A7 + Napthalens = P Warming Limit
e urec Failure Limit
B ol M
B mxoe2 QupCC Retio Converter - .
B schimmelmann A7 + PAHs HTC. ~"0-comection ————
B re-dindins FAMEs K {constant)
B FaMEsMixUAM 2 H & (fractionation factor)
B schimmelmann BS
W |cupccz Derivatized Steroids i
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Autosampler and GC Methods: Chromcontrol

* Thermo Scientific™ Chromeleon™ Chromatography Data System (CDS) software integration

20

[ Results
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#% Creaté new metho:'..

Any modifications made to the method parameters will not be saved. The LabBook was already measured. I

+ Check Method

Qo |

3 TPlusksH

GC Inlets
(TRACEI300/1310)
~y GC Oven Settings
& (TRACE1300/1310)
| GC Aux Carrier Set
WF raceiz001210)

6C
O (racersooisio
FC System

" scriptEditor

= Insert Stage +

% Incert Time

Settings
colStip

= Incert Commanid

~ Inzert = = Delete |3 View -

[ New |25 Load Template |of Save Template | 25 Load Custom | Zf" Edit Modules

Generdl Washes ‘S | Advanced
Injection port
Injector. | Injector B {S5L) - Tye: S ¥
Ijectionmade
Mode: ~|
Rapid mode.
Rapid mode: Disable: =
Syinge type
oo yoee L1 00 v Needelengh i (57~
Soigii Injection
Sample wolume (L) —— ] Injection depth:
Mt volume (ul): — 1 _0_\,“ Pre-njection dwell time (sec):
Filing strokes count: FE__+] Postiriection dwel tme secy:
Fillng strokes volume (L) 30 | [ Fast ingection
I: Injection depth {mm).
Penetration speed (mmisec):
Injection Speed (ul/sec)
Samping depth in vial Sample viscosty
Sample vial depih fm): Sample type.
] Bottom sense Sample pulup speed (ul/sec)
Height from batiom fmm): 05 Delay aher plunger sirkes (sec):
Viscosty delay fesc)

stom |
o5~
"\5 v

|4 v
B
1550 ~
Custom |
\17“‘

02
oz~

Basc

Air

#+ Create new method,

+" Check Method

o Overview

3 raplusksH
GC Inlets
(TRACE1300/1310)|
-1y GC Oven Settings
l“ (TRACE1300/1310)
GC Aux Carrier Set|
%7 (TRACE1200/1310)

y GC
“—‘ (TRACET300/1310)
#’: System

b4 Script Editor
=

Insert Stage = 7 Insert Time 5% Insert Command 5= Inserdt = = Delete | ] View -
| Frontinlet Options ~ Frontinlet Fow./Pressure Options sk _. Backinlet Flow/Pressure Options
Ui i et | Set defaut vaies
Temperature Settings
Utilifies

Enable temperature corfrol (3}
T [0 19 040

Inlet Parameters

Opesating mode }éﬁil!essmh&m - kz) Retertion time aignment tool

[ Spétflow control (5}

Spit flaw 500 @) [50.12500mmin]
Splft ratio kE ]
Spitiess time | 1.00 15} [0.00..959.99 min]

[ Purge flow cartrol @
(5000 13 0:500..50.000mrin]
[ Constant septum purge (5
Stop purgefor [1.00

Purge flow

13 1.00..999.99 min]
Surge pressure mﬁ’) 10.725...145.038 psi]
Sugeduration (100 [3) [0.00..953.99min]
[ Vacuum compensation G)

[ Ensble gas savermode (&)

Gas SaverFlow (150 [3) [5.0..500.0mimin]

Gas savertime [ 10.00 1% 0.00..553.99min]

Any modifications made to the method parameters will not be saved. The LabBook was already measured.
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LabBook \ Sample List

[

mgple List

= Lzbel W8 Stetus TR Comment W8 FunlD T+ EBvelusie T8 2 SampleType T8 Reference TH Wigl TR Inject Volume [pl] T+

|@ 1 Unknown L] Iy

| @ S ngul 2 [l Delts Standard (CS14) | MXI1E-1 20 10 ]

""""""" I Syl 3 ¥ | Unknown 20 10 &2
@ 5 ngul 4 vl Unknown 20 10 [

| @ S ngul 5 [ Lnknown 20 10 I

& S ngul ;] vl Linknown 21 10 [

& S ngul 7 ] Unknown 2 10 [

@ | Sngul e il Unknown 12 0 &7

=) 8 [l Uinknown 53 10 I

e 10 v Linknawn 53 10 ¥

F1_QCN_11-Keto | @& 1 [l LInknown 1 10 [
F2_QCH_Testo |@ 12 [l Linkrown 2 10 [
F3_OCN_11-EaiT | @ 1 I Unknown 3 0 7
F4_QCMN_Bb-dicl | @ 1 wl Unkrown 4 10 ¥
F5_QCHN_Ba-dicl | @ 15 vl Unknown 5 10 ]
F&_QCN_FD & 16 [l Linknown 3] 10 [
ME012-1 & 5 ngul 17 [l Linknown 20 10 (]
MxD18-2 @ 5 ngul ' 18 W Unknowr 2 10 ]
F1_QCP_11-Keto | @ 18 vl Unknown T 10 ¥
F2_QCF Testo. |@ 20 [ Linknown B 10 W
FIQCP_11-EpiT |@ 21 vl Linknown 9 10 [
F4_QCP_5b-diol |@ & [ Linkenown 10 10 [
'F5_OCF Badicl | @ 23 = Unknowr 11 0w =
F& QCP_PD @ 24 vl Uirkenown 12 10 i
MXO18-1 @ 5 ngul 25 [l Lirkriown 20 10 ¥
MED18-2 i & & ngul 26 [l | |infcnowin 21 10/ ]
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LabBook \ Sample List — Sequence Scheduler

= Import/Export Sample Lists (CSV)
=  Ethe sample list when it’s alreay running

*  Add/remove injections

« Partial sequence

»  Change injection volumen

*  Add/modify comments

» Change Sample Type and/or Reference standard
* Change vial position

ThermoFisher
SCIENTIFIC

Please specify the CSV and mapping file to import the samples lines

CSV Filename: CADaten\Training\Exampie Sampie List for Importics E

Mapping Filename: ..o, o0 rm Data\ Therma Gregrat_Application Data\SampleLists) Translation Tabl=\ EA lsalink

History Enies [ Gear enties an star of next quewe

Start Gueue [ Automatic

™ Scheduler

Crn-QOIF AL LIXG%

Progress

N20 Precon NO3_20230820_5Std_30 min react 1 h equil + 24hs Equal

Scheduler Options ®
User Optiona
Stop | Stop after curent sample ~|
iZI Always ask for stop behaviour
Suspend | Suspend afterthe cunert sample ~|
A Always ask for suspend behaviour
System Options
Closedown | Mever closedown aal

Evport Drectory |C.\ProgramData \Themmo'Ctegra,_Application DataWorkspace'| | |

Audio Alarm | Mone v/

Sample Leat
. i'-' Labe! W8 Sahe T2 Comment TH
H20_oncft | o Urknown |
N20_onait ™ <Comments Messure v | Unkngwn [
N20_onoff ia | Comment> Maasure i =] | Unkrawm |
Insert rows ..
Delete selected rows
Fit cells to gnd
Fit cells to content

Export to Excel

T8 Baluate V8 Samphe Type. W0 Reforence e

1 i

154
LB

£ %

P &

Jump to evabuation results

3

Suspend before the rmeasutement of this sample

Time Remamning Infermation
[PreCon - Purge chemical trap and sample path - default 60 []]

B 120 Frecon_onoff_20230520
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ThermoFisher

LabBook \ Sample List

Label F2 Stetus ¥ Comment W8 RAumiD T8 Eweluwie T8 Sample Type W = v TR nject Volume [ul] T8 Inect ¥R
Solvent @ 1 [ | Unknown 54 10 Il
.@E“?—J E.g f_n_gail_ 2 = 'lDeitaStarvdatd (CEla)  [MXD12-1 .2_'3 10 ] at
v TSR [e 5 ngul 3 = | Unknoun = 20 [
MDGD18-1 @ 5 ngul 4 [  |Condioning 2 0
M¥318-1 ) % ngul 5 ¥ | gf,-'f Cii;mLCMJ 20 0 W
Mx018-2 @ 5 ngui 7 =] :iUrIr.ncm'n 21 10 [
Mx018-2 ;@ 5 ngul B W | Unknown 21 10 [l
Salvent ! 9 vl | Unknown 53 10 [l
i Salvent | e 10 [ Unknown 53 10 =
i F1_QCHN_11-Keto | @ n ] | Unknown |1 10 [

Labe! TR Siws TR  Comment TH RunlD TH Eelwe T2 Sample Type T8 Relference T nject Volume [ul] T8 Inject 7

l@ 1 ¥ | Unkerncwn 5 LU
e 5 ngul 2 7 [nenasmmccmm MXD13-1 v |20 W0 -
|@ 5ngul 3 = | Unkriown s 2 0 &
|e 5 ngul 4 [ | Unkenown MX018-1 20 0 @
|@ 5 ngul 5 vl | Unknown MXD1E-2 120 G T
o 5 ngul 8 v |Unkeow 2 0 |

|@ bl B I e L Zb] : i I
'@ 5 ngul ] = | Unikriown b1 T
™ g W | Unbknown B3 10 v
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ThermoFisher

Data Normalization (External Referencing)

25 MX018-1
1181 =23 = == = I =4 =" =
. — = - —se=n=Ssisi=as B EEEEEE
£ I —— 1 = === =] I=] 1l | | | [ !
= O T — s — e S e — i e— | |—|! — l—i' 1 .—, '! : —_ — =
116 l ’
5 |E"-'fl’ﬂnclros
11-Keto
2 Testo
4
S 11-OHE
.-E 3 | | I I | | | [ I I I i |
= — 1 — " 1 y - r - | — - p—
E P =} | [ | [] | B : =5 == T I =
| | B H ,\u =222 | B8 =
| | | | = I — =i ] i\ [ I =S k=
0 o I L S ll i 5 :I S S S e : Y AU L PSS! | WESSSE & W' | F E— H i : 2 : i — RN ; i
0s 2002 4005 500 & EOD s 1000 ¢ 1200 5 1400 &
WA440miz WA m: BL000mz E4500 miz/ 44.00 miz
B Columns - [ H ” H H ¥ Restore peak Q ::I:tch _ggg;
[ | [4400m/ [4400m/ [4500m/ | d600m/ | [ - s Esquaead] ELE
-y Total z z z z d . o
it Area (V) | Amplitud Backgrou Backgrou Backgrou 13C12C E:I‘_ r]:;'} T £
e (V) nd (V) nd (V) nd [V} ! : % 0
Peak 1 487 224 40305 2087 0.002 0.002 0.001 3581 3643 Wi 5
| Peak2 984 224 40462 2086 0.002 0.003 0.003 3742 3805 | 2 .30 .
- Peak 2 1482 226 40416 2086 0.003 0,003 0.002 3,800 3862
Peak 4 197.5 226 40515 2.088 0,003 0.003 0.003 -3.845 -3.907 a0
- Peak 5 2477 226 40373 2083 0.003 0.003 0.003 -3.840 -3.802
| Peak & 297.0 226 40421 2084 0.003 0,003 0.002 3,866 -3.9028 -43 -40 -35 -30 -25 -20 -15 -10 -5 0
Peak 7 3474 226 40,420 2084 0.003 0.003 0.003 -3.860 3031 o Standard Deltas
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ThermoFisher

SCIENTIFIC

Drift Correction (Time correction)

Compound Editor

|AddNew|| Load.. || Save,. |

Name

Retention Time (}| Tolerance (s)

@D  Time Unit (Seconds | Minutes)

Sample List

Comment

TR RuniD T Evelus

v&

Sample Type
Unknown

&

Reference @8

TR InjectVolume [il] TH  Inject TR

P

| 5a-an-ac 7432 10 ] v! 153 vl
| Cholestane w2 10 o | I E -
| Andro-ac 027 10 @ 10 ngul 3 i Drift Correction 1 2 m
i Joata i ® 10 ngul 4 7 Delta Standard (CSIA) | CUPCC 332 Ik 2
9 10 ngul 5 I Unknown i 2 Il
Drift Correction Compound Name  Sa-an-ac b ® 10 ngul B o Unknown 1 ) Fl
@ 10 ngul 7 Unknown 1 2 Il
= e st e — S
(ERT R S Corrocied Dot | o o - - : £
‘}" — o 10 ngul 10 Unknown {7 2 Il
-5 Dets | d13ch2C * a 10 ngul 1 Unkcnown i1 2 Fl
10 Shift 0665 @ 10 ngul 12 Unknown ] 3 =
i it e ey = i ; i ==
PRL . RSquared 1,000 = z
£ ) 10 ngul 14 v Drift Correction 1 2 =l
% -20 I e 15| (7] Unknown 53 2 vl
i g -2
R o
-35
40
-45
45 -40 -35 -30 25 20 15 -10 -5
Standard Deltas
; 44.00 m/= 46,00 m/z d 13CH12C (ext.
Ret Time (s Width Total Area [V i
etention Time {s) icth {5 Dot Area (vt Amplitude (V) Background (V)
ELRE] GJ 1A .l CEREEY] (TETET ¥ET s =y B rr) =2
E Peak 14 706.0 240 43229 2233 0.031 0.035 0.040 =317 -3859 -3.253
i (15) 5z-an-ac T445 1746 4003 1312 0.035 0040 0.045 -30.748 -32.034 -30.825
j (16) Cholestane ag7.2 16.7 5482 1642 0.056 0066 0074 -23.808 -23.058 -23.974
! {17) Andro-ac 924.0 158 4497 1289 .069 0.080 0091 =351 -32.810 -31.588
: (18) 11 Keto-ac 1003.2 1.9 4,159 1001 0.068 0079 0.090 -15.616 -16.625 -15.602
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Data Visualization

|H'Tﬁndros
| 11-Keto
[Testn
I | I 11-OHE
==
| 1 I | ‘
f || B=
|
" H |
\ M all A I
600 s
= Add Compound
pou
|,O Zoom Background I
Etio
slete Deak || 4 Festore peg Andros
y | 44,00 m/z | Hicketa

Amplitude (V)
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720 70 7 7 P PR R P P

1000 s

EL]

a
Overview
XTI v Ovevi
Peak Detection Modification
Ratios -
|+ .C-..dd| | Load Default | | Save as Default
45.00 m/z / 44.00 m/'z
Compound List -
load.. | | Save..
Mame | Retention Time (s) | Toleranice (s)
Etio B6B7.0 3
Andros 708.0 3
11-Keto T67.0 5
Testa 8160 5
11-0HE 860.0 10
Sb-diol 681.0 2
Sa-diol T03.0 3
PC 7820 5
EpaT 808.0 5
11-0HA 06.0 10
Drrift Correction Compound Name
-

Chart

ThermoFisher

SCIENTIFIC

L]

- A

Overview

Time Unit (Seconds: | Minutes)
Retention Time

Peak Number

Compound Name

Rotate Label

Slope Setfings

Baseline

Cresshair
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Data Visualization

ThermoFisher

SCIENTIFIC

Stacked and overlayed chromatogram view = better insight for method development

) 1 Solvent

() 2 mx018-1

[ 3:mx0181

[ 4:mx018-1

) 5 Mx018-1

] & mx018-2

(1 7-Mu08-2

() & mxois-2

Ij %: Solvent

() 10: Solvent

() 11:F1_QCN_11-Keto
() 12:F2_QCN_Testo
|_:I 13: F3.QCN_11-EpiT
[ 14: F4_QCN_Sb-diol
() 15:F5_QCN_Sa-disl
[ 16:F6.QCN_PD
) 17: Mxp18-1

() 18:Mxo18-2

() 19:F1.QCP_11-Keto
[ 20:F2_0CP Testo
(") 21:F3_0CP_11-EpiT
() 22:F4.QCP_Sb-diol
(] 23:F5.0CP_Sa-dial
() 24:Fs.0CP PD
) 25:Mx018-1

() 26: Mx018-2

(5 s [l e | <]

3 MXD18-1+4 MX0D18-1+

AXD18-1+25 MXD18-1

1.161
1161 F_J ]_! i, Pesk Finder Results Statistical View 2 - O x
.§ 118 | i ’_1 l—l ! B Columns =
Boo =11 s=s= L |
116 , Statistic d 13C/12C (ext. ref)
£ ' ' -27826 |
T Sqrium 3097.128 |
. 1| Eﬁng','r%ss Std Dev 0.089
& ! g ) Max -37725
- L "“%'E 8 Min 27920
= 4 E510 E = |
i- I ﬁj%g]% Regression Slope (vs Peak ID) 0019 |
5 I ! | I I I I l Regression Cifset (vs Peak ID) -27.872
= 2
= Regression Coefficient {vs Peak ID} 0.269
0 Androy Regression Slope (vs Main Mass Amplitude [V} -0.247
o L ARk B0t = = Regression Offset (vs Main Mass Amplitude [/V]) =27.1095
3 : Regression Coefficient (vs Main Mass Amplitude [/V]) 0.766
W4400miz BWA500miz Wee00mz 4500 miz/ 4400 m/z

Additional Results &

B Columns -

| I n n ||

4400 m/z Amplitude

4400 mfz 4500 miz 4600 miz

Retention Time (5) Width (s) Total Area {Vs) o Background (V) Background (V) Background (V) d 13C12C
| 15 Tests 917.0 157 11962 3235 0034 0040 0046 -27.848 27877
i | {15) Testo 8161 153 9.953 2837 0.033 0.039 0.045 -27.6596 =27.725
|03 Testo 8182 108 8777 2625 0032 0037 0043 21752 -27.781
|03 Testo 8180 13 10,505 3116 0031 0036 0041 -27.891
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ThermoFisher

SCIENTIFIC

Data Visualization

CEEA 5 5= [l seiics | <]

16 F6_OCN_PD+24 F6_QCP_FD

1.16 {
H
IPD
3
6
5 ,u'"{
% 3 B
B /
£ o [
i f II
2 |
i PD ||
1 f
0 e & /\\ - orm— = — — =
. 7205 1405 _feds 780s 800s 820s 8405 8605 880
W 2400m/z W4500mz ERLE00mz  IR4500 miz/44.00 m/z

Additional Results €
(@ coumms -] | | I [

Sample Retention Time {s) Width (s) Total Area (Vs)

z i 44.0 fz I 4 fz 46.00 fz
44,00 m/z 44.00 myz 45.00 my 46.00 my d 13CH2C (ext. ref)

Amplitude (V) Background (V) Background (V) Background (V)

| 16 Fo_QCN PD {10) PD 7838 140 17.739 3.287 0.023 0.026 0030 -23.828 -23.932

24: F6_QCP_PD (1m PR 7812 10.2 2854 0999 0.021 0.025 c.0z8 =23.617 =23.652
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Data Visualization

| 1: Solvent
| 2:Mx018-1
[ ] 3:M%018-1
| 4:mxo184
(] 5:Mx018-1
() &mx018-2
] 7: MX018-2

() & mxo1s-2

I:] % Sobvent

| 10:Solvent

() 11:F1_GCN_11-Keto
") 12:F2_QCN_Testo
] 13:F3_QCN_11-EpiT
(] 14: F4_QCN_Sb-diol
() 15:F5_0CN_Sa-dial
[ 16: F6_QCN_PD
[ 17 Mx018-1

) 18 mx018-2

) 19:F1_QCP_11Keto
(] 20:F2.0CP Testo
() 21:F3_0CP 11-EpiT
() 22: F4.QcP_Sh-dial
(] 23:F5_QCP_5a-dial
(] 24:F6.0cP.PD
] 25 Mx018-1

) 26: Mx018-2

(O overer | [T |l Siisics

3 MX018-1

ThermoFisher

SCIENTIFIC

iT‘

g ¢ ELir
£ g | st | T1-OHE
: S ki EEE=E E——
< o Ji=1 ol |! i ({—]i 53 1[_‘]1 lf_l L =1 Llll-_lli:l_l n'll.l 1.!”'| |_||u i =l 9r—L L ll
E 8
EtioAnd ]
: Uy Andros R m°lTﬁt° 11-OHE
: = = = = = e | ! =
2 o =% =% i I| =3 J i J li Jﬁ_ll = _l-"'ll”-]_l-i_il = i Ul'kl 4% | = =i
E 5
EtioAndros  11-Keto

F | '? | Testo

4
£ == A A A 0 === 4 0 A
= 0 EEE e e e e = FLrarie = =00 =

8 Etio Andros
: = e g
i i L 1 P M | L phy gl uly ol Uiy = i L
T o_ = e e e e i A = A
E Os 200s 400 800s 800s 1000 s 1200 s 1400 s

{15) Testo
| (15 Testo
(13) Testo
|03 Testo

Retention Time (s}

817.0
8161
8182
8180

Width {s)

157
153
10.9
13

44.00 m/z Amplitude 44,00 mfz
(v | Background (V)
3.235 0034
2.837 0033
2625 0032
3116 0031

4300 m/fz
Background (V)

0040
0.039
0037
0.036

W0 miz
Background (V)
0046 27848
0045 2759 | 2]
0,043 -27.752
0.041 -27.801
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Data Visualization

Continuous Flow Results

(] 1:Solvent [ overy [ 5o | Compaund: Eto -1 [€

) 2mx0181

» = — - ; . o = s = - =
= o G d 13Cf12C d 170/160

(] 3:mxo18-1 | o) {36) (%) ?

[:] 4: MX018-1 ﬂ 3: MXD18-1 Unknown -26.601 -13.617 -27.859 -13.572 =13 x:i -27.988
I__:I 5: MX018-1 4: MX018-1 Unknown -26483 -13.712 -27.829 -13.667 —?.ﬁ 1i-Keto -2T 858
) & Mx018-2 17: MX018-1 Unknown -26678 -13842 -28032 -13797 73D -28.061
|:] T MXD18-2 25 MX018-1 Unknown -26.592 -13.730 -27945 -12.685 A?.le EpiT -27.973
) &:mxo1s-2 Testo

() s 11-0HE

= 11-0HA

|| 10: Solvent

() 11:F1_QCN_11-Keto
) 12:F2_OCN Testo
] 13:F3_QCN_1-EpiT
] 14: F4_QCN_Sb-dicl
() 15:F5_QCN_Sa-disl
() 16:F6_QCN_PD [ e
(] 17: Mx018-1
() 18:M¥018-2 -2719
(] 19:F1.0CP_11-Keto
() 20:F2_aCP Testo
() 21:F3._QCP_11-EpiT
() 22:F4_QCP_Sb-diol
[ 23:F5.0CP Sa-dial
() 24 F6.0CPPD

[ ] 25:Mx018-1

) 26:Mx018-2 i

d 13CH12C (ext. ref)

-27.85

-27.95

Delta Value [¥io]

-28.05

Sample #
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Data Export

P P[] S 2PV . B35S G G- S o2 - 2011 -ac |
HBAIO| create- [B 184 4 |1 [F

I Antant Dlovase Dasdt

Export 'Steroids 13C_PTV LVI DB35MS_AuxGas inGC - Sintered liner - 25ul - 20230201 - KCL - BO1 - QCs’ {Ctrl+E)

Exports the data from 'Steroids_13C_PTV LVl DB35MS AuxGas inGC - Sintered liner - 25ul - 20230201 - KCL - BOT - OCs'
. = -

Reports

bostonions3 I X

31

25 Tategones sy & PeskNumberd4. -5 RetentionTime 44 7 Width4400miz  + FeakAmpliide 4400m/z &  PeakArsa 400mz -+ CD2Bac d13 A COBacdilexref -+
Iy Method Paramet:
i s i Label 7 Sample Type W Value Unit Value Unit Value Unit Value Unit Value Unit Value Unit Value Unit&
1% E_"f'““““" fout hedlan MXII18-1 ; ChromReference 13524350016 | 22 571993600000042 s 2 1043414149375907; V 40 143974685544467 Vs | -3 6744578912948356 %
‘EP‘ B L (?‘3’2"3( e MX018-1 | ChromPleference 1402 ©33362895300000114 & 21096338592429176 VT A0 237428 TETET Vs (3. 760L56 108711647 B
[ Dela Values tl el feetiueand Coplen 1 MXOT8-1 * Unknown 1 186969984 s 22.571983600000003 s 211ATHISAAT VT ADT92122743682958 Vs | -3 5A40204628400764 7. T -360B53E372790437
() ChromControl 2 G181 Unknéwn 3 SEB4B &1 2 BT 006365905553 & FTi47ATS 168630621}V N0 3EI044B3BI5T IS Vs T S V107421 305988088 K. 477301138088 241
I Sample List 3 MXD18-7 ; Unknown 3 1483900082: s . 22.572006400000021 s 21134575800488708. V 403120758193663 Vs | -3.733374670536583 7. | -3.795622565553436
Columns A MNOTE T Unknown 4 1581330064 5 373638857 5 21160125917082483! A0 337180651301374 Us T 3 7E15638600505741 . T3 8437450714735108 AL
HEL 5. MR8 Unknown 5 247 BTA0006: s 22 5TIB53E00000013" 5 2 i096585346032968: A0FTI401B0TEIE6E Vs I ETII0IETIIIAB0TT
| R B X011 | Unknown [ 297616 s | 22571993599599585 < 210573444885083081 V 40335983711968757 Vs -3.B012454081792768 %
5 7: MXD18-1 ; Unknown ) 3473580033 s 32 B73008400000021 5 310765142437 71887: 40 308957176453136 Vs T 3 B1B41TRR11088447 K.
TPeak Fesulis BUMXD1ET " Unknown g 357600064 s 22 B72006400000021] s 2098815347593662; A5 206175389503322 Vs T -1 55BE253089204566 1.
E5|
. 9. MX018-1 : Unknown ] 4468430096 233629852 s 2108984807 7483513 V 40250378215062658 Vs B7E 3 Temanisaring
[l Eea““,”"’:"'““mmm’?i 10; XGE-T " Unknown 0 (o R VAV T R R 1y T T A 0P et L AV T e oy gt o M T e g A
ol ot eirin e b AL 1 RGTET T Uriknown i 6867356006475 TSR TV 1755118573037 Vs FErRiE i
1| RetentionTime 45.00 miz il L
- 12 MRETEST | Urnown i3 707 6740056 5 3 GBI 115304 A T TARRRI TS He
]| RetentionTime 46.00 miz 5 =
T SartTime HO0mE 3 MRETET T Unknown i3 7110180056 5 FR kel eyl o ] 095169548 16T4554 Vs T2 SR3RAAEREAITIRY K,
[ StortTime 45.00 miz 14 MM1841  Unknown 14 7676569984 5 s 37963876 1444670081 V 12699624015787534 Vs | -13.589334611760485 L
|7 StartTime 46 00 miz 15 MXTE-T * Unknown i5 5169810048 5 3 [ 1779812570051 Vs T BARITOTE0RAE
- |CI[ EndTime 44.00 miz 6 Mx018-1 " Unknown & 86108 s B 2 6420021702505505! 10,1784 78217440361 Vs -39 415307075850681 L - 20 446011057226624
][ EndTime 45.00 miz 17 MHO1E-1 | Unknown i7 1302 2730016 s s 210571102551782533 A7 R A ennanTeaTI
+{C]| EndTime 46.00 miz 18! MTIE- | Unlnown 18 3596481 s 515083188 1013541 A BEIT08RIATIATRE KT TR
g :ﬁ:zx"‘m’z 5 WGBS Unknown i3 403 3560033 5 ST iGS1BEEIRIN0TIE V] A 24807 4004584738 Ve T 3 7AA0BRAET 0630 YT B0G2E0B04TTETET K
o ».r: . 1 M8 | Unknown 1 436969984 5 s 271385520426543921 V¢ 40.199061865068922 Vs | -3 B2BB4INETAAIITE K. T A E0I4AI013319893 X
C Totolfvea 44.00 miz 2 MX0187  Unknown 2 934389088 5 s 21170667 786609303 V 4037664496735578 Vs | -3.643209789276803 7. | -3.7115735514464965 7.
[T TotalArea 85,00 miz 3T MX018-1  Unknown 3 1477635853 5 E] B T1IB404TIATT7E 40330850853 4438067 " Via | -3 FBRBTIITALREIE 3 BB TTR060T 71175
|| Totalbrea 46.00 miz £ X081 Unknown 4 19813189361 s H pARI T AT R 40.344361680030715" Vs 5 -3 BAg50R523233856 T Y
1| TotalRawhrea 44.00 miz B MX0187  Unknown 5 2478739568 5 s 2T1IEETIRARTIIRETV 4027910714408 Vs % A ETITT00678 145466 1.
|| TotalRawihrea 45.00 miz & MXD18-1 ; Unknown € 257616s s 31142548553336583 4 303770735274405 Vs #. A BE 0040547603781
|| TotsIRawires 48.00 miz 7 WG T Unknown 7 ettt LT 311346 TE4TE 344G 43960350 16540388 | Vs § . Re 534
vl Eﬁm":!‘ﬁgﬁ"‘m& & MX018-1 - Unknown g 3570999936 s 22572006398959964 5| 21119434796693639 VT 40254678848950736 Ve | -3.8379130884776957 . | -3.9000163245353913
S PeakAmplf: e 3! MXD18-1 | Unknown k] 4470509553 s 395858564 5 3 1105618056477885! 40 317158445337885 Vs i S vV i
] Backgmz e ;MR8 Unknown i BE7 8639536 5 5 FiGITIETRAATITIEN VS BAETEIIIIBNTTAE Vs 00 1A000BIA40153Y KT 0E 21 An0 37 Fesa3s
T Backqround 500 miz T3 MRG18-1 | Unknown 1 BE550 s s 3 5468677933571461 V/ 260540497209292 Vs | -27.829329957168468 7. | -27.858234168050874
1| Background 45.00 mz 12 MHG18-1 | Unknown 12 706 8379504 5 s 339132965564 32087 V 2 BB 1420202407
|| Peakirea 4400 miz 4! MR- | Unlnown i3 76 s 5 SR 130169648 Z
- || Peakirea 45.00 miz 14 MX018-1: Unknown 4 7666119536 s B v ; = i
]| PeakArea 46.00 miz 15 MXO18-1 | Unknown 15 B16.1449984 5 s [ 9.7986703614597648 Vs | -27.695B27B9133651 L. | -27.72431684171678
+{C]| PeakRawArea 44.00 m'z 16 MKTIE * Unlnown i i s s VB e579350016510658 Vs 100 4421533849083 .09 46RATRTRT 148558 L
E Emtgxmﬁxmm’z 7 W Unknown i F F LV RNy R VIR B AT
= R:D = oe;mc == 18 MXO18-1 | Unknown 18 s s 2T1I0488T72951148: V402015077 70752286 Vs -368752005800721 . “374583140607335
[P Reto 8506 075000 18! MRT1E- | Unknown 1§ s 5 Rl L R i {85S4GRNRNGAETY Vs T BOGTRRTIARIATIRE T BT DGR 4BETIA4ER
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Data Report

port content
4 % Report Settings

i Image

% Page

Page header

Page foter
4 f§ Content

[ Table:LabBook

T Text:Sample List Title

% Page Bresk:Space

[TT] Table:Sample List

4 Page Break:Page Break

4 7= Grouping:Loop through Sample List
[T Table:Sample line Data

Graph:Ratios
Graph:Main Chromatogram

4 Page Bresk:Page Break

ThermoFisher

SCIENTIFIC

Common

Name: | Peaks Data |

Table with basic Peaks Data and delta values

Use in Report

[N Calculations Layout Bookmark

Source: ‘Peaks - ‘ [Tl Select Unique Yalues
Columns; Result colurnns == X | P & &
E[H AT%13C112C Merge Format Calculstions
Em AT 13CH2C Unit Repeat Visible Wicith Column - Separator Column Text Use for label
(I} a7 1801160 (O Fea Number Pesk ID O | e |aute <lone> <hone> 0
E[Ij AR ACHIED: nn Compound Name Compound Name O ¢l |auto =None> <None> (]
H}] Compeund Hame Refention Time Retention Time 5] O | @ |s000pt <None> Hone> &)
% diniec Peak Width Width [s} O vl | 50.00pt <Mene> <None> O
- d 13CH2C (ext. ref) = -
Peak Intensity 4400 m'z Intensity 44 miz [V] ¥ |50.00pt <Nonex <None> | 2
{1} d 13C/12C fext. ref) Unit LI g
[T]] ¢ 1acH2¢ Uit Peak Background 44.00 miz | BGD 44 miz [V] O [ |50.00pt <Nene> <None> | 13 m
E[lj 41701160 Peak Area 4400 miz Area 44 miz [Vs] O | 50.00pt <None> <None> | {3 O
HT d 1701160 Unit d13Cn2C B13C ) O Il | 50.00pt <Nene> <None> | 12 ]
HH d 1801160 d TICH2C (ext. ref) 613C [ae] (Bt Ref Corr) | [ vl |50.00pt <Nene> <None> | {2 O
[ 4 1807180 Unit d180/160 5180 [%] O [ |50.00pt <None> <None> | {2 ]
[T} d 45c02144C02 :
Sorfi Conditio
[T} ¢ 45C02/44C02 Unit il XD L Coiiies| I
E[H d 46002144002 Unit = Compound Name ?s ﬁn list Etio, Andros, 11-Keto, Testo, 11-0OHE. 5b-diol, Sa-dicl, PD, EpiT, 11-DHA
E[Ij Delta Calculation Label is in list ;
[ Filename [T Solvent
[T1] Is selectable as Stendard Peak g mﬂ:;
|§[|] Is Square Peak [ F1_QCN_11-Keto

Is Standard Pezk
Label |

HH Messurement

[ Peak Area 44 00 iz
[T1] Peak Area 45.00 miz
[T} Peak Area 46.00 miz
[T Peak Area Unit 44.00 miz

=] F2_QCH_Testo

i rn new ae e
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Data Report

GC Report
gigmﬁﬁgg‘gz o 911872023 1224:32PM
«QTEGRA
LabBook Steroids_13C_PTV LV|_DB35MS_AuxGas inGC - Sintered finer - 25ul - 20230201 -
. KCL - B07 - GCs imexp
Sample List Sample Index 12
Label F2_QCN_Testo
Comment Sample Type  Unknown
1 Sohvent Unknawn 2023-02-01 06:26 Start Time  2023-02-01 11:37:54
2 MX018-1 ChromReference  MX018-1  2023-02-01 0654 5ngul Comment
3 MX018-1 Unknown 2023-02-0107:22 Sngul —
4 MX018-1 Unknown 2023-02-01 0750 5ngul e nd v:rbr
5 MX018-1 Unknown 2023-02-01 08:18 S5ngul 16 H i
6 MX018-2 Unknown 2023-02-01 0846 5 naul 3 | | | | |
7 MX018-2 Unknown 202302010514 Snoul Tie | | | (S | i . . g LB
8 MX018-2 Unknawn 2023-02-01 0942 5 ngul I
wg %EBM U":""W" gggggﬁ“g{ﬂ 196 L LR -] LLL)
HIE) Sgu 11Keto Uniioun 2023-02-01 1109 i 1005 L o L T T
12 F2ZQCN Testo  Unknown 2023-02-01 11:37 45,00 m
13 F3/QCN_11-EpiT  Unknown 2023-02-01 12.05
14 F4_QCN Bb-diol  Unknown 2023-02-01 12:33 6
15 F5QCN Sa-diol  Unknown 2023-02-01 13:01
16 F6_QCN_PD Unknawn 2023-02-01 13:29
17 MX018-1 Unknown 20230201 1357 Sngul 5
18 MX018-2 Unknown 2023-02-01 1425 Sngul
19 F1.QCP_11-Keto Unknown 2023-02-01 14:53 y
20 F2_GCP Testo  Unknown 2023-02-01 1521 Testo
21 F3_QCP_11-EpiT Unknown 2023-02-01 15:49 4
22 F4_GCP 5b-diol  Unknown 2023-02-01 16:17
23 F5_QCP 5a-diol own 2023-02-01 1645
24 |F6 QCP PD Unknown 2023-02-01 17:13
25 MX018-1 Unknawn 2023-02-0117:41 Sngul
26 MX018-2 Unknawn 2023-02-01 18:09 5ngul
s W s 12005
PeakID CompoundName Retention Width[s] Intensity
PR SETP:
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Data Integrity / Access Control

Key elements:

« Audit Trails for traceability of all actions

* Access authorization for system operation and results generation

« Checks and controls for analytical procedures

* Secure retention and retrieval of records

« Electronic signatures for full control of data generation, review and approval
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ThermoFisher

Data Integrity / Access rights

Ao Faghts

Rorpl atron Nt

Canfigurator | Altowed E Brohited Prahnaes
istrumentCanirsl Probibited Prohttes Frobited
| Pronsined Aiewes Aewed Allewed Aowrd

USER GROUPS

Confqurstor Name

| ccess Conteol Klassia) | Prohibnes Amiatic history ewies
Aceees Rights | Alowed s = P
Access Control 216200 120200 DESKTOP-2VGSSS8..  DESKTOP-2GSS58
Fie Accers Rights 2AG0N120126  DECKTOPVGSSSE  DESKTOP AGSSSE
Bemets

Experiment Configurater

B
|| Harchmare Dingrars | Prohibited Prahited
aroware Panel Confgurator Praniiea r—
o 2 { > Aophcaton foces Rights
Swript e Pronoited Pronbeed =
l Setongs Prohbiled Prohitited
i Commert
Sgrsture Wordiow Prohibited Srehited e — - Dota ) =
: ososs ihta srved Application Name A e | Administator |, O | aager Supervirar
Confiqurator Allowed Allowed Prohibited Prohibited Prohibited Prohibited Prohibited
InstrumentControl Prohibited Alowed Prohbited Fronbited Prohibited Prohibited Prohibited

Allowed Allowed Allowed Aliowed

Qtegrs Prohibited

nfigurator Access Rights:

; System Data
Configurator Name Adristatoe | Adminktator | S8 ‘ | |
rohibites ol . S
| Access Control (Classic) | Prohibited | Prohibited | Prohibited R s
| Access Rights | Allowed | Allowed | Probibited Dat 4 Apphications.
Access Control Allowed Allowed Prohibited 4 Qligra
o low | Prol Eal D - Allowed Prohitied
File Access Rights | Aliowed Aliowed Prohibited Ea
Elements | Prohibited Allowed | Prohbited
Expenment Configurator Prohibited Allowed Profhvbted
Hardware Disgrams | Prohibited Allowed | Prohibited
| Hardware Panel Configurator | Prohibited | Allowed | Prohibited
Script Editor | Prohibited Allowed | Prohibited
Settings. Prohibited Allowed Prohibited
| Signature Workfiow Prohibited | Aliowed | Prohibited =
12 Show dfferences orly Close | [
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ThermoFisher

View history

Comparison
Name Version... Version ..
4 ProjectHistoryEntry
. . Comment Createdfrom_.  <empty>
LabBook changes history login Sl
Sample Type DeltaStandard .  Unknown
Reference MX018-1

inGC - Sintered - 25ul - 20230203 - KCLOT2a x

[ Newm | Skissien Z00{U3 2807 P L Vol A 2R 54 I
2 Projectbisicey vty
& Serrple List
£ 13_PTV LVI_DB35MS_AuxGas inGC - Sintered - 25ul - 20230203 - KCLOTa' B e =4 s
User comments
easure Line Peak Finder Parameters lfl-lc_m :::ln
- Evaluzte True
& Ty Unknown
_ e
Vial 1
Inject Volume ] 10
y = Inject True
a Sample 7 NiA Sample insened
= " - =2 = 5 z ‘Sample Numbor x
User comments
Available history entries Label mﬂ
Evalute True
g Date User Computer —
2023 2:52:48 PM OPTIPLE-E63D54V\Administrator OPTIPLE-EBSD54V :f:d A :n
-44:09 PM OPTIPLE-EE9D54V \ Administrator OPTIPLE-EGID54V l-i-#‘ A it
232023 2: PM WORKGROUP\SYSTEM OPTIPLE-EG9D54V = i ke 8
2/3/2023 243:54 PM OPTIPLE-E6SD54V\Administrator OPTIPLE-EGSDS4V f::f‘""’“ MX0122
217 M OPTIPLE-EESD54V\Administrator OPTIPLE-EEID54V Comment Snsul
2/3/2023 24107 PM OPTIPLE-E69054V\ Administrator OPTIPLE-E69D54V iz b
2 7-48 PM 9054V \ Administrator OPTIPLE-E6ID54Y Refermce:
Wial 2
lnject Ve ful] 10
Tnject Teue
4 Sample 9 NIA Sample inseried
Sample Number el
User comments
Label MX0182
Comment 5
Comment: Evaluste T-:.I
Sample Type Unknown
Referonce
Wial 2
Inject Volume Bd] 10
Insect T
%} .
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ThermoFisher

Digital Signature

Signature Workflow

‘»E&ml ‘@WeWhistor_-y ‘ "I'Add ‘

Available signature workflow items

Display Name Acquired By: Maria de Castro
Signing locks the LabBook [

Display Name ‘ Verified By: |
Signing locks the LabBook [ ]

Display Name ‘ Approved By: |
Signing locks the LabBook [
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Instruments compatible with Qtegra ISDS Software

DELTA™ series IRMS:

« DELTAQ IRMS

« DELTAYV Plus IRMS

« DELTAV Advantage IRMS

253 Plus™ 10 kV IRMS and MAT 253 IRMS
ConFlo IV™ Universal Interface

TRACE™ 1310 GC and GC IsoLink™ || Conversion Interface with:
* TriPlus™ RSH Autosampler

or

» AI/AS 1310 Autosampler

GC-MS-IRMS Hyphenated System with Thermo Scientific™
ISQ 7000 with GC IsoLink Il Conversion Interface
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Thank you
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