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01 Batch creation



| Batch creation

T ~—
g — O >
e Open UnknownProcessor: #Batchsamieport Method  Tools Help |
the Select Batch window @] Select Batch .

older with data files

automatically opens Selector creste a B

(D

2019_04_08_textmixt d Z'test_mit, TOKen
2019_04_15_testmixt.d (2ot e |
2013_04_29 testmint d e [
2015_05_D6_textmixt d # Batch Da th User Comment Saved Samples Peaks
2019_05_13_testmist d 1| MS_2020.. | Zitest Nji... | | |2021-01-... | 0| 0|
2019_05_20_testmixt.d l
2019_05_23_testmixt d

2019_05_25_testmixt d
2019_05_29_testmixt d ..
2019_06_03_testmic d 1) Select the folder containing your data

2019_06_11 ist.d N i
06 11 tesimbt 2) Give a name to your batch

2019_06_13_testmixt.d
i 3) Click on Create /\

2013_06_17_testmixt.d
_1E

Saved

A46_150812_112636_NoBC_testmi
Ad46_150819_193453_NoBC_TestM
A46_190827_005951_NoBC_TestM
A46_150916_150034_TESTMIXd
Ad6_1590923 224505 _TESTMIXd
A46_190930_141713_TESTMIX d

Batch file name
- AR 191007 17417 TFSTMIY A
< = [Test_mix_MRSG

R R Y A A R A A

Refresh Explaore




| Batch creation

H
Batch Report Method Tools Help
# Sample File Sanf
g Add samples
# File CopNes T 5] Type Level TIC &
85| A4E_2UTUUS_ 1412381 ES| MIX, L1 L1 Sample )
86| Ad6_201012_180340_TESTMIX ] ] Blank
87| Ad6_201013_172653_TESTMIX ] ] Sample
28| A46_201202_131410_TESTMIX O O Sample
89| Ad6_201203_154725 TESTMIX ] ] Sample
50| Ad6_201207_123018_TESTMIX ] ] Sample
31| Ade_201214_110523_MoBC_Samplel ] ] Sample
92| Ad6_201221_124732_TESTMIX ] ] Sample
93| Ad6_210104_183851_TESTMIX | | Sample
94| Ade_210111_156922_TESTMIX ] ] Sample
95| A46_210118_120648_TESTMIX [l [l Sample
'y 36| Ad6_210125_125042_TESTMIX ] ] Sample
Madified 97| A46_210201_123528_TESTMIX ] ] v
— ¢ >
Refresh Browse to copy samples ... Explore CEP
Actions | SearchLibrary ~ Include FID  (®) Integration () Deconvolution Libraries enabled: 1
ExtractSignals
FindPeaks
radSectra

2) Select actions to process the data (all the actions
above the selected one will be executed)

1) Select the files you want to add in your batch

\

3) Choose to include or not FID
and choose the type of peak extraction

4) Libraries selection and creation




| Batch creation — Libraries selection/creation

Choose 1 or more libraries you
want to search

Set the priority and match
levels for each library

Method | Tools  Help

Method editor

| Library Jist )

Lineupl/garameters 5

FID' quantitation

l

Create a library if you want to edit it
afterwards

%
] #

3
2

PR ~ [ = F 3
byt b -
On Edit Priority Type Library
| O | 0|Dotl [/ C:ASHARED\Software\Agilent\MS LIBANIST17-NP.L
M | A 10{Xml [ ]| C:\CustomerHome!Library\Tegglix.mslibrary xmi

Match Screening
50| Normal |

50: Normal |+

- O X
RI NPolar RI SPolar RI Polar | Deli Add row
_Reten.“ " .Reten,“ < 'Reten.“ o
_Reten - [l Reten . vl Reten.. | Delete row

Rl MPolar

?Hetentiﬂnlndex

No need to use Library picker, just type the library path and

Nﬂ.n.e ) Create library
- BoilingPoint
For each library, select for each MeltingPoint
polarity the field in which Retention RetentionTime
Index Data are stored ———1 ) Retentionlndex

name with the extension (.I; .xml ...)

CompoundName




| Batch creation - Libraries selection/creation

Set the Rl Delta you allow for your compounds
By ticking Q you take into account the priority levels stored in the Rl decimal
Set the maximum number of hits you allow per

Select the library field in which the Aromatic data and the Rl are stored

I [
| i Library list
' -3 On Edit Priority Type Library Match Screening RINPolar RISPolar Rl Polar RI Delt Add row 1
1 M ] 0|DotL [ }| CASHARED\Software\Agilent\MS LIBANIST17-NP.L =) 50| Normal [\ || Reten_. || Reten_ [ ] Reten_. [ ] ,
2 ™ 10/ Xml |y | C:\CustomerHome\Library\TestMix.mslibrary xml | 50| Normal || Reten_. [ | Reten.. [ | Reten_ [ | " Delete row
. Reload
— O X Import Qual Meth
: Rl Delta Q Factor Comment [%thits Aromatic
Move the scroll bar on the right to access other columns to 0 & 1.000 Al | cueh:y |
o v
set: oo O 10/None |+ Delete row
0 O 1.000 10/None |+
| . Reload

Then click on
Create Library




Batch creation The soft checks if there is a R
calibration for TIC and for FID

uAdd samples / ¥ — ] X
# -ator Copyres_ |Instrument File TIC TRI FID FRI T Level Info UserDef  UserDefl!  UserDef2 UserDef2 UserDefd UserDefS UserDefs A
11 | Ken A46_200114_124021_TESTMIX l %] %] % 0l |
2 Ken A45_200203_114447_TESTMIX N ™~ 0O B \ .
3 'Ken A46_200211_165043_TESTMIX ] M % M O \
| 4 Ken A46_200217_163858_TESTMIX M A & M O \
{5 Ken A46_200224_091225_TESTMIX izl = = Z =l [ | [
5 Ken A46_200224_105717_TESTMIX %] M | 8 | M ] | ‘
‘* 7 |Ken A46_200302_134505_TESTMIX M | M M | M O 1
| & Ken A46_200309_104528_TESTMIX | = M M O
‘* 3 'Ken | A45_200323_120153_TESTMIX M A ™ Ml O {
10 | Ken | A46_200330_142604_TESTMIX i %] %] 4 U [
| 1 | Ken | A46_200406_111728 TESTMIX M %] % 0 f
| 12 Ken | A46_200414_120715_TESTMIX Bz = i O
) <13 Ken | A46 200420 103636 TESTMIX | . v

| Refesh || Browseto copysamples .. | | Buplore | S [ oK ]| Cancel
Actions | Searchlibrary v1hd,deno @ Integration () Deconvokution Click on OK /wwn [_

Progress X

# File Signal extraction Pezk finder Search spectra

1| A46_201207_123018_TESTMIX | commmme— | ————)|———| .

2| A%6_210201_123528_TESTMIX | eommmm—) || Data |Oadlng
Petamare ooty

—
0
-



02 Windows and tables



General view after Batch creation

A 00_alkanes\DEMO BATCH - O X

Batch  Report Method Tools Help

# Sample Ref D File Inst Sample  Operator  Acguired Type Amount Dilution ~ Comment  Volume 151 Amo_ 151 Area ISTRT Int Key FID TIC FRI TRI Phase Int FArea Int FAmo.. Int FAmo..
1 o O 7] | 45200918 213858_ALKANES Ken Sample 1 2020-08- |Sample | | 10000 ] _ 2| 7] M 7 |NonP_ [] 686600
2 1 O /] | A46_200912_002505_ALKANES Ken Sample 1 2020-08-_ | Sample 1.0000 u 27l © ] |NonP_ || 766885
3 2l O /] | A46_210105_123640_NoBC_Samplel | Ken Sample 1 2021-01-_ | Blank 1.0000 0 % [ ] |NenP_ [ 561428

<

Modified
Review peak - A46_200918_213858_ALKANES - Sample 1- 21.954 — O x
1opp -21.95-21.96 (21.89)
2 43 71 sl
£ s00 3 4 &8
w 5
*. | B.% IR 27 ag 254
0 T T T t T T T T T T T T T
100 200 200 400
1000 g 5T :
| 500 o l Fixed X scale
- 99 - -
ool mof U WA TP e 29s , ,
100 200 300 400 [
B EntrylD Match Compound CAS Company Info CocC ClD IUPAC Userindex Report Status
E .‘-h 1 75342 83| dodecane 112-40-3 112-40-3 | 10052760| 00000327 €O Exciude
i 2 75343 24| TRIDECANE £25-50-5 £29-50-5 | 10000180 00000332 C ® Repot
3 85287 86| TETRADECANE 625-55-4 £29-55-4 | 10048629 00000323 o
g 75347 88| OCTADECANE 533-45-3 583-45-3 | 10059826| 00000264 ¢ O Hiahiiaht
- 5 75344 85| PENTADECANE £29-62-3 £29-62-3 | 10072316 00019954 |pentadec.. C Review giatus
3 36289 88| 2-methyldecane 0-00-0 0-00-0 10093710 00144021 €O Unknown
7 75341 85| UNDECANE 1120-21-4 1120-21-4 | 10048376| DOODDIED ® Tortat
g 75345 30| HEXADECANE 544763 544763 | 10072333 0000334 C e
3 36817 26| FARNESANE 3291-38-3 3291-32-3 | 10001315 00022881 (+)-26.1.. ¢ O Approved
10 753458 87| NONADECANE £29-92-5 £29-925 | 10072202| 0ODD0265| NONADE.. c:l
Peak
g - > [ Pr_|| Nea

MS spectra



General view after Batch creation

Q 00_alkanes\DEMO BATCH - SearchReview - 2.67 - - a X

Batch Report Method Tools Help

# Sample Ref D File Inst Sample Operator  Acquired Type Amount Dilution Comment Volume 1S1 Amo_  IS1 Area ISTRT Int Key FID TIC FRI TRI Phase Int FArea Int FAmo.. Int FAmo..
1 0 O B |A46_200918 213858 ALKANES Ken |Sample 1| 2020-09-.. |Sample 1.0000 2 27l E | B [NenP_ [L] 686600
2 1 (] | =] | A46_200912_002505_ALKANES | Ken |Sample 1| | 2020-08-.. | Sample 1.0000 M4 27 1 | M [MonP_ [, |  766885|
3 2 (] ] A46_210105_123640_NoBC_Samplel |Ken Sample 1 2021-01-.. | Blank 1.0000 30 26 M M NenP.. |, 561428

<

Modified
Chromatogram - [m] x
L46_200518_213858_ALKANES Sample 1 +TIC All (Cycle-summed) | a g
™
=
wi || | E
% B Signal
E = E [[] Overlay reference
S B . Tc
[ = E g E é = 2 T Left mouse
= BEREES o
| 10 20 - M Undo 5
E AdE _213858_AL KANES Sample 1 FID1B Signal #1
o 3
400 5 iy - Selection
] 3.*:55;3;?3 - ] Forall
350 % . . BYBa8% g
£ 300 4 ¢ E % & @ & 2 . 3z S g Display
2 o T ~ o o ﬁ = 5 E £ - Count 4 ~
250 . g Mames
Zoom all
150 }u I | “ | Aoy &
1|3 :Ia 3|3 ng MR



General view after Batch creation

A 00_alkanes\DEMO BATCH - O X
Batch  Report Method Tools Help

# Sample Ref D File Inst Sample Operator  Acguired Type Amount Dilution Comment Volume IS1 Amo._  IS1 Area ISTRT Int Key FID TIC FRI TRI Fhase Int FArea Int FAmo.  Int FAmo.
1 0 L] ] A46_200918_213858_ALKANES Ken Sample 1 2020-08-.. |Sample | 1.0000 | 32| 27 ] ] NonP_ [, ] 686600 |
2 1O /] | A46_200912_002505_ALKANES Ken Sample 1 2020-09- | Sample 1.0000 A 27l ™ ] |NonP_ || 766885
3 2 L % A46_210105_123640_NoBC_Sample1 |Ken Sample 1 2021-01-. | Blank 1.0000 ] ] NonP_ || 561428

o
Modified
‘eaks - A46_200918_213858_ALKANES - Sample 1
= Rel Report  C. Review RT RI Arez ‘Width Height MHit ‘Compound ‘coc cID Cas Formula MW Match LRI FEMA DRI ARI MRI QRI Comment  FAmount  FAmount. Doy mMARC
1| p——{Bxclu (U] FID | Tentat.. O] O 1
2| L——iReport [»/|[TIC |Teniat...y, Nonane 10000171 111-84-2| CoH20 1283 % o0 [ 0
3| ——Exelu [ [FID |Tentat..[y [ 1
4 L——IReport []|TIC |Tentat..[C Decane 10001748| 00000326| 124-18-5| C10H22 1423 98| 1000 0| o
5| ———Exelu. [ |[FID |Tentat..[v | 1
6| ——Report .. |TIC Tentat_ | Undecane 10049376 00000160| 1120-21-4| C11H24 1863 37' ﬂﬁ' 0| [
7 —Exclu. | | FID |Tentat.[_ ‘ !
8| L——IReport [,|[TIC |Teniat..., Dodecane. 10052760 00000327 112-40-3| C12H26 1703 9| 1200 [ 0
9| ——{Exelu. | FID [Tentat..[o [ 1
10| E——Report [, TIC |Tentat-[_ Tridecane 10000160, 00000332 629-50-5| C13HZ8 1844 = 1300, 0 0
1| ——{Exclu. | FID |Teniai..[y 1
12| ——Report .. |TIC Tentat_ | Tetradecane 10049629, 00000333| 629-59-4| C14H30 1984 93, 1400 0| [
13| i Exclu [ FID | Tentat [ I 3
14| L——Report [+/|[TIC |Tentat..[, Pentadecane 10072316| 00019934  623-62-9| C15H32 2124 9| 1500, 0] 0
15| ——{Exelu [ | FID |Tentat- [ ] | 1
16 || TIC [Tentat. [ Hexadecane 10072333| 00000334| 544-76-3| C16H34 2264 90| 1600 0| o
17 | FID |Teniai..|y, 3
18| [o ]| TIC [Tentat_ [ ]| Heptadecane 10052760] 00000327| 629-78-7| C12H26 1703 %0, 1200, 0] 0
9| [L]FiD [Tentat[L] f
20} || TIC [ Tentat.. [ 805562|  0.037) 326849 Octadecane C18H38 2545 8| 1800| 0] 0
1 7 [P [ Teni [ :
L 2| || TIC | Tentat . [ | 844 Nonadecane 10072202] 0DDOO265| 623-92-5) C19H4D 2685 &l 1300 0| 0
L 23] | FID | Tentat.. [y I 1
24 [« TIC |Tentat. [ ] lcosane 10024872 DDIWGQQ?‘ 112-95-8| C11H231 2822 90| 1338 0| o
25| | |[FID |Tentat_[L | 3
26| || TIC [Tentat [ Heneicosane Cl4H30 1564 80| 1400 [ [
2 [»][ FID [Tentat.[C] 1 1
il 28 [ TIC | Tentat.[U] Docesane CiaH30 1984, 90 1400 0 0
k = | FID [Tentat- [y ;
30| [+ TIC |Tentat. [ ] Tricosane C11H231 2822 1338 0| o
31 [C][FID [Tentat_[o] 1
@ 32| L——Report ||/ TIC [Tentat[,, Tetracosane. T1H231 2822 8| 3 [ [
33| p——fExelie [ | FID |Tentat.[O] ] 1
34| b——Report .. TIC Tentat.|, | Pentacosane C11H231 2822 83 1338 0 0
| 35| ——{Bxelin [ [FID [Tentat- [ 1
36|  L——Report | |TIC Tentat_|. | Hexacosane C14H30 1984 3 1400, 0] 0
3| p——{Bcl [ FID |Tentat_[o] 3
38| L——Report ||| TIC [Tentat [, Heptacosane. ClaH3n 1564 0| 1400 [ [
3| ——JBeu [ |FID Tentat. [ 1
40| L——Report [+, |TIC |Tental__[y/] Octacasane CidH30 1984 & aw 0 [
4| ———{Belu-[L] FID [Tentat- [ 1
42| [« TIC |Tentat. [ ] Nonacosane C11H231 2822 83, 1338 0| o
4 <+ FID |Tentat .o | T
44 || TIC [Tentat [ Triacontane 638-68-6/ CT1H23I 85| 13| [ [
45|  |FID |Tentat..[_ _ 1
46| || TIC [Tentat_[o Hentriacontane 630-04-6| CT1H23I 2822 & 133 0] 0
4 |[FID |Teniat__[ I | I I I 1 N
48] | TIC |Tentat..[_ Dotriacontane 544-85-4| C11H23I 0| o
Pz | FID |Teniai__|, 3
50 |[TIC [Tentat- [ 620-05-7| CTTHZAl 0 0
51  |FID |Tentat.. [ Bl
5 | TIC [Tentat__[o, Tetratriacontane 416759 CT1HZ3l 0 0
5 |FID Tentat_|y, ] 7
4] | TIC |Tentat.. [ C12H2602 0| o
< >

Compound list of selected sample



General view after Batch creation

A 00_alkanes\DEMO BATCH - O X
Batch  Report Method Tools Help

# Sample Ref D File Inst Sample Operator  Acguired Type Amount Dilution Comment Volume IS1 Amo._  IS1 Area ISTRT Int Key FID TIC FRI TRI Fhase Int FArea Int FAmo. Int FAmo..
1 o [ b7l | A46_200918_213858_ALKANES Ken Sample 1 2020-03-. |Sample | | 1.0000 | 32| 271 | ] |NonP_ [ 686600 |
2 1 L h1 A46_200912_002505_ALKANES Ken Sample 1 2020-0%-. | Sample 1.0000 M4 27 ¥ ] NonP_ [ | 766885
3 2 (] ] A46_210105_123640_NoBC_Samplel |Ken Sample 1 2021-01-. | Blank 1.0000 30 26 V] ] NonP_ [ ] 561428

<
Modified ) - 0 X
246_200106_132723_TESTMIX  Al6_200113_111523 TESTMIX  Ad6_200127_140844 TESTMIX &
Samgle 1 Semgle 1 Semgle 1
2 Urew RTNP Aeasum Aveamax Count Compound cas €D COC  Fomds MW Cuve 2000106 123944 2200113102736 220:01:27 132056
1.000 1000 1000
WG e e WA ] 1RO ear e s et e | s s ,, %
Tl TN Ve w136 T | 1316 figd
110 11000 135809 67904 4|2-Methyt5-(hexyn-1-llpyridine 2000827-185 CI2HIEN m:n‘l Ry~ b iOn e o d Litema™ = W f bt D™ 5o o
i I I I 1 WA s | W 1S4 aas| W9 1538
2| 1 1sMe TSNS 1283 6| LPentdymicyclopents 1 Jdkeme 5471512, 00079039 10000711 CIOH1202 | 1642 ”Hh o~ o« o
1 | | | | 1 | | 1 W g, B0 3 208 3MIEH | 2308 311
1Bl 12 318 2868 46198 6 LPendymicyciopents] Tdee 2000150196 C10H12 122 l”" M | 4o et -4+
i} ! ! ! | ! ! |- RS
) 13 a8m 1 H
15| 14 575 2003855 516780 4 Momsnst 126136 CSHIE0
[ 16l 15 338 exame 17000 6 PNENEALPHA 75264 00000194 10000080 CIOM1E
| 16 428 6w 1086827 6 DECANE 124186, 0000026 10001748 CIOH2
[ W 17 S12 207784 1688857 5 ALCOWOLCS 11875 00061947 | 10003669 CEHISO
18| 18 5696 758985 800807  § LINALOL 576261 COUBKS2 | 10060612 CEHICO
J 2] 19 572 6700604 1130185  6|LNALOL 126910 00085345 10065436 C10H120
2| 2 ex3 8 90 6| 26DMETHYLANUNE 74627 00087312 100X232 CHIN
2| 2 8297 808466 1396356 6 dodecane 112403 00000327 | 10052760 C12HZ6
2| 22 872 MIM0, 78 2|PENTYLENDOL (~)- 174618076, 00013507 | 10009260/ CTOH180 [
a4 2 s0%0 wesna| 12| 6|GERANIOL 106241/ 0O0OM3 | 10006150 C1OH120
2| 24 120% 7758 1308383 6| GERANYL ACETATE 105873 00053069 10069800 C12H2002
% s o weem wmn 6 TETRAOECAE 25434 00000333 10043628 C14H0
| 2% 68| 00895 W04 6| (+F2-methyl IH2-pertyi-2<ychperten-! 0400 00148270, 10125321 | C14H2402
v




| User Interface, tables: selecting and moving rows

The tables have common feature, the sample table is used as example:

First column cell turn blue if any cell in the row is selected
Click on first column cell to select all row cells

Drag mouse down to select multiple rows

Click on a blue first column cell and drag up or down to move
rows

Use shift and ctrl keys with mouse click to select multiple
cells

Use shift and ctrl keys with cursus keys (up, down, left, right)
Click top left cell ‘# to select all cells

Click top cell ‘column header’ to select all cells in the column

Batch  Report  Method  Tools  Help
# 4  Sample File: Sample Fef  Type  Operator Inst Acquired Comment  UserDef  UserDefl g
1 | 0| Wetiver_S1 Sample 1 [ | 5ample Ken 2020-10-20 192700 - | HEE
2 1| Wetiver 52 Sample 1 [ | Sample Ken 2020-10-20 16:21:00 E E
3| 2| Wetiver 53 Sample 1 [ | Sample Ken 2020-10-20 17:14:00 [
4| 3| Wetiver_54 Sample 1 [ | Sample Ken 2020-10-20 18:08:00
5| 4 | Vetiver_55 Sample 1 [ | Sample Ken 2020-10-20 19.02:00 =
BI 5| Wetiver_SE Sample 1 [ | 5ample Ken 2020-10-20 19.56:00
TI B |Wetiver_57 Sample 1 [ | Sample Ken 2020-10-20 20:50:00
EI 7 |Wetiver_58 Sample 1 [ | Sample Ken 2020-10-20 21:42:00
£ >
Modified

Batch  Report  Method  Tools  Help

#a  Sample File: Sample Fef Type  Operator Inst Arquired Comment  UseriDef  UseiDefl g
1| 0| Vetiver_S1 Sample 1 [ | 5ample Ken 2020-10-2015:27.00 ===l == S
2| 1| Wetiver_52 Sample 1 [ | Sample Ken 2020-10-2016:21:00 E
3| 2 | Wetiver_53 Sample 1 [ | 5ample Ken 2020-10-2017:14:00 ™ EeH
4| 3 MWetiver_54 Sample 1 [ | 5ample Ken 2020-10-2018:08:00
5| 4 "etiver_55 Sample 1 [ | 5ample Ken 2020-10-2013:02:00 =
BI 5 Yetiver_SE Sample 1 [ | 5ample Ken 2020-10-2013:56:00
?I B | Yetiver 57 Sample 1 [ | Sample Ken 2020-10-20 20:50:00
BI 7 Metiver_58 Sample 1 [ | 5ample Ken 2020-10-20 21:42:00

£ >

Modified




| Tables, columns moving and width

Click and drag column header to move columns * Double click on a column header to sort
Click and drag between column headers to adjust the width * Ctrl double click another column to add an additional sort
Double click between column headers to auto width * Column width and sorting is stored in the user profile

Ctrl and double click between columns headers to auto width all

Batch  Report  Method  Tools  Help B h B Method Tool el
# 4 Sample File Sample  Ref Type  Operator  Ingt Comment  UserDef  UserDef? U atc Epl:II"t etho aols elp
1I 0] Wetiver_51 Sample Ken g #  Sample File Sample . Ref  Tuwpe  Operator Inst Acquired FN Comr
2 1| Wetiver_52 Sample 1 Sampl K
A Zlveiver 53 e T e o E 1 0|vetiver 51 |Sampl ~ Sort 0-10-20 15:27:00 | &
4 3| Wetiver_54 Samplz 1 | [ Ken = 2 1|¥etiver_52 | Samp ; P0-10-2016:21:00 | &
5| 4| Wetiver_55 Sample 1 | [] | Sample Ken 3 2 Wativer 53 | Sam i ety ) GV PO-10-20 171400 | A
BI 5| Wetiver_S6 Sample 1 | [] | Sample Ken 1 2 Vet _84 f P Freeze column L I ‘o
?I B Wetiver_S7 Sample 1 | [] | Sample Ken etiver_ amp
8 7| Vetiver_38 Sample 1 | [ | Sample Ken 5 4 | Vetiver_55 | Samp ShowHide columns 20-10-2019:02:00 | C
o iR | . .
g A Vet!ver_SEi Sampl Show all colurmns 20-10-2019:66:00 | D
7 B Yetver 57 | Samp _ PO-10-20 20:50:00 | D
. R 8 7 Wetiver_58 | Samp Hide °0-10-20 21:4200 | D
Saved

Drag to resize multiple columns

A B c\\c-l- D




| Tables, sorting rows, column header menu

Double click on a column header to sort

Ctrl double click another column to add an additional sort

Column width and sorting is stored in the user profile

Batch  Report  Method  Tools  Help
#  Sample File Sample  Ref Type  Dperator  Inst Acquired - Comment &1 zeDef  UseDefl  UserDef2
1 0|Wetiver_51 | Sample 1 | [] | Sample Ken | LA 6 e
2 1|Wetiver_52 |Sample1 | [] | Sample Ken [ 2020-10-20 16:21:00 | A
3 2|Wetiver_53 | Sample 1 | [] | Sample Ken [ 2020-10-20 17:14:00 | A
4 3|Wetiver_54 |Sample1 | [] | Sample Ken | 2020-10-20 18:08:00 |C
5 4|Wetiver_55 |Sample1 | [] | Sample Ken | 2020-10-20 19.02:00 |C
E 5| Wetiver_SE | Sample1 | [] | Sample Ken | 2020-10-20 19.56:00 | D
7 | Wetiver_57 |Sample1 | [] | Sample Ken | 2020-10-20 20:50:00 |D
8 7| Wetiver_58 |Sample1 | [] | Sample Ken | 2020-10-20 21:42:00 |D
£ >
Modified

Right click on a column header to show the column menu
Show/Hide columns to open a column editor
Show/Hide columns dialog

Use the Find text box to search
Move multiple rows up and down

# Wiz Mame Header Drezcription
1| ] | 5amplePrimarylndex Sample Sample index
2| [ | FileM ametw/ithoutE stension File File name
3| ] | Sampletame Sample Sample name
4| [ | IsReferences ample Fief Feference sample
5| [ | SampleType Type Sample type
6| [ | DperatorMame Operator Acquizition operator
7| [ | Instrument Inst Instrument name
2| ] | AcoD ateTime Acquired Acquigition time
9| [ | Comment Comment Uszer comment
10| [ | UseiDefined UserDef User defined
11| ] | UseiDefinedt UserDef1 Uszer defined 1
12| [] | UseiDefined? UserDef2 User defined 2
13| ] | UseiDefined3 UserDef3 User defined 3
14| [] | UseiDefinedd UserDefd User defined 4
15| [] | LeveMame Level Level name
16| [+] | Samplelnformation Info zample information
17| [] | UseiDefineds UserDefs User defined 5
18| [ | TicPeakCount TIC TIC peak count
19| [] | UseiDefineds UserDefg User defined &
20| [~ | UseiD efined? UserDef? Uszer defined 7
21| ] | UseiDefinedd UserDefd User defined 8
22| [ | UseiDefinedd UserDefq User defined 9
23| [ | Display n} Dizplay chromatogram
24| [ | TicTatalPeaksrea T ArSum TIC tatal peak. area
Up Down Frozen columnz |1 ~ | Frozenrows |0 ~ | Find Apply

Cancel




| Tables, freeze columns, rows and body menu

Right click column and toggle Freeze * Right click on a cell: table body menu (combined with context
Here 5 important columns are frozen add the left side of the menu)

table * Note: Keyboard shortcuts, Copy with header, Fill down, Find text
And 2 important rows are frozen ad the top of the table
Frozen column and row count are stored in the user profile

Batch  Report  Method  Tools  Help Batch  Report  Method  Tools  Help
# D File Acquired 4 TRl FRI TaASum  TICP  Dilution Phase Barcode  ExpectedBarcode  Amount  Wolume g i # D File Acquired a TRI FRI  Ta&ASum  TICPtz  Dilution Fhaze Barcode  ExpectedBarcode  Amount  Volume g W
1 Wetiver_51 | 2020-10-20 15:27.00 |134430808 9224| 1.0000|MorPolar |+ | ERR =H =) 1 i EETEFERECECERS i Liasasnang|  9224| 1.0000) MonPolar [ | ERR ==
2 ;| vetiver_S2 F20E0 050 BT [135530531 | 9224| 1.0000) NarPolar [ | ERR E 2 Lreezelio Ctrl+Shift+T  bogay| a224] 1.0000( NonPolar [ | ERR
3| Vetiver_53 | 2020-10-20 17:14:00 [123772262]  9224] 1.0000] NorPolar [ | ERF |\ dia ffj=== 3 Veti Freeze colurnn Ctrl+T F2z62|  9z24| 1.0000 MorPolar [ | ERR
4 Wetiver_54 | 2020-10-20 18:08:00 |148852285 9224| 1.0000|MorPolar |+ | ERR 4|l Vet B2265|  9224| 1.0000|NonPolar [+ | ERR
5 Wetiver_55 | 2020-10-20 19:02:00 |1533448?B 9224| 1.0000|MorPolar |+ | ERR 5[] Vet ht lct 44876 9224 1.0000|NonPolar |- | ERR
g Yetiver_S6 | 2020-10-20 19:56:00 |2D4?93543 9224| 1.0000|MorPolar |+ | ERR £ |[v] Vet Copy Ctrl+C 93543 9224| 1.0000|NonPolar |- | ERR
7 Wetiver_57 | 2020-10-20 20:50:00 |192?1 4843 9224| 1.0000|MorPolar |+ | ERR 7 |l et Copy with header  Ctrl+Shift+C 14843 9224| 1.0000|NonPolar |- | ERR
8 Yeliver_58 | 2020-10-20 21:42:00 |183E|34252 9224| 1.0000) MonPolar | | ERR g et Past ey 4262 9224 1.0000|MonPolar |+ | ERR
aste ]+
/\ Clear Del
Select all Ctrl+4
< > < Fill dowen Ctrl+D >
Madified Modified Find text Ctrl+F




03 Alkanes processing




| RI calibration setup

« Create batch in the folder with data files * Tools — Settings
e Add n-Alkane series sample * Zoom, ignore solvent
* TRl and FRI show invalid Rl calibration files * Inthe chromatogram window, Zoom FID and TIC to show n-Hexane

; ; 4 il HE]
Select or create & Batch in & folder with data files =
Peak table URLs v Peak )
No Peak height window [min 0.2
» -« ProgramData ~ Falder Peak height windaw [min]  0.04
. 2 Zoom in on peak Tiue
h SHARED CASHAREDAD atabSearchR eview Exampleshalkanes v Salvent
H * - Eomponents " |gnare solvent peak True
w. | Data Batch files Solvent begin time [min] 3.2
Pou . Other data # Batch sger Saved w Samples  Peaks  Comment Datap Salvent end time [min] 43
- SeachRevie
w . Alkanes Ignore solvent peak
; Ignore solvent paak response when zooming out
i » - alean < >
P o Pu'!t-"' Che Batch file name e
b Metiver v
< > |Alkanes{
Refresh Explore Open Catcel Cyciesummed] [ 2 a
=]
o0 s HOl |
& z R H Signal
§* : : £ <
# File T B Twye TIC TRI FID FRI Sample [l Operator  Amount Ingtrument Acquired & level Info U R _ f F H ?\:W !
1| sleanes_300117 |O|CiSampie s 4 | [ | & | [ | alcane_300117 | 1.0000viGR | | GCMS 5977 | 2017-01-3011:36:24 | | H W™
o @ 2: ig g g H —i Left mouse
o L PO o =3 I S -5
Selection [Ess] v
B i = . ; :
aleanes_300117 aleane_300117 FID14 Signal #1 Unda 1
Selection
O Forall
- Display
2 Cont |2 v
Names
Quant names
o o . - - Zoom all
z 2 N S = ~F Aoy | &
> 2 3 a 5 5 7 ] v Ll bl
Refresh Browse to copy samples .. Explore Cancel
Actions | Searchlibrary ~ Include FID (@) Integration () Deconvolution Selected samples: 1 Libraries enabled: 2

The recomended Retention Index feature requires a sample with an R calibration.
Firzt load only the Rl calibration sample and setup Rl calibration, then add more samples.




| RI calibration setup

The Shift + Left Drag combination is kind of magic.
It selects peaks that are intersected (see screenshot) and also peaks that are fully contained in the selection.
Now you can select large peaks (or small peaks). This is useful for n-Alkanes. Right click and ‘Delete all non-selected’

50 41000 Monadecans 33‘14‘3. Eicosane) Loigdos | byl decyl ester
H 90 1390F Honadecare stadlecl 2-progeyl aster

11584 Manadkcarf

117978 )odecane-, 2.5, 11-tirmethy]-

50

1073y

30+

20




| RI calibration setup

* Click on the n-Hexane peak, right click: Delete all smaller than * Click on the n-Hexane peak, right click Set well known compound
20% * Select n-Hexane and click Set series, for both FID and TIC signals
* Select and delete all non n-Alkane peaks

Chromatogram Selection for all

Ad6_210312_184825_ALKANES Zoom Y Z
Use selected time range v

1 Review hit
Accept hit info for in line peaks  Ctrl+Enter
2
:::r';::::’a . % # On M arme CAS RI & Faomula i Cornrment A
S o 1 Methare 74808 00| CH4 1E0

Delete all smaller than selected 2 Ethane 74-84.0 200 C2HE 301
Delete all smaller than 20% of selected | 1 3 Propane 74-98-5 00| C3IHE 141
oo e b 4 Butane 105-37-8 400 | C4H10 FE.1

— : i 5 Pertane 109650 500 | CAH12 722

2 20 | Decarolite : N B Hexare 110543 EO0 | CEH14 BE2
FrR—— K E 7 Heptane 142-825 700/ C7H1E 100.2
Bresk corelton shk : i : 8 Octare 111659 800 CBH18 114.2
B e o S q Nonane 111842 900 | CaH20 1283
Match i - 10 Decare 124185 1000 | C10Hz22 142.3 Successive onls

1 o o : 11 Undecane | 1120214 1100 C11Hz4 1563 lizsiatd 2
et ineus oL 12 Dodecans | 112-403 1200| C12H26 1703 l Sl series |
P—— p— 12 Tridecane E29-50-5 1300| C13H28 1844
ol Report Ctrl<2 14 Tetradeca.. E29-59-4 1400|C14H30 1954 Set curent

Highlight Ctrl+3 . 15 Pertadec . E29-52-9 1500 C15H32 2124
ke s 16 Heradeca..| 544.76:3 1600 C16H34 2265 v Cancel




| RI calibration setu

e All n-Alkanes are labeled * Tools — Rl Calibration
* Select all rows and press Delete row button
* Import All peaks from current sample, and Save to selected samples

alcanes 300117 alcane_300117 +TIC Scan [Cycle-summed] | m H Compound Cas Rl RTTIC « RTFID
L 1| Hexane 110543 | BO00|  4080) 4438 Ao
25 = 2| Heptane 142625 | 700] 5637 6148 Delete row
e 3| Octane 11653 | 800)  &741| 935
204 4 - i HHE B 4| Norane 111842 | 900 13283 1395 ficlad
N . F B E now e 5 oGl EE o] 5| Decane 124155 1000 18443 12981
F s Y .5 kO EIE I | B|Undecane 1120214 | 1100]  23610] 24.091 Import ol peaks
= . : o EE B Dow Y H ?f;”“ referene 7|Dudecane 112403 1200 28538 28965 fom cutent
0] |l B E H : 3 B EoK 3 F . 8| Tridecare 23505 1300 32705 33025 S
ARG : 2 5 9| Tetiadecane | E29634 1400 38073 .35 ,
054 10|Pentadecane | 623625 | 1500 38863 39201} el ey
T T =R 11|Heradecane 644753 | 1600  #1.545) 417611 € data file
oo 4 — L . . | : _ N 12| Heptadecane 620767 1700 430832 aapmi|| 2
0 w0 w0 a o a0 70 13| Octadecane | 533453 1000 46006 46285 -
lcanes_300717 alcane_300117 FIDT& Signal BT Undo 5 14|Nonadecane | 623-925 | 1300 43133 48291 £ RT windaw
12 15| Eicosane 112858 2000 50084) 60226 02z
09 ] Selection 16| Hereicosane | 623947 | 2100 51.931| 52081} © —
oo . O Foral 17|Docosare 623970 | 2200 5a6a3| 5asis prellvele wih
. HE 18 Tricosane E3675 2300  E5.M5) 5565 SeEE
o I . u —_— 5 7 l3 8 2] ) 19| Tewacosane  |G46-31-1 2400 57.435 57568
1 IEE & , . . Eoor o2 B R BB miEihiE D 20| Pentacosans 620932 2500 53781 54805
5 os ] : E H L Bl v “r:"ames 2 21|Heracosane | 630-01-3 | 2600 61.544] BLENT Savalo s
wal = H £ = AR i 22| Heptacasane | 593437 | 2700 62.807| 62868 -
( |’ [ l [ l ‘ ( [ [ { [ & 23| Octacosane | 630024 | 2800 G3.534| 63908 S
224 24| Nonacosane | B30-03-5 | 2300 B4.842) B4.931 samples
0z Zoom all 26| Triacontane 638-68-6 | 3000 E5.898) EL.9B2
or 1 11 “I[] ey |4 26| Hentriacontane | 630-046 | 3100 £7.023) EA121 10'00 15'00 20'00 25'00 30'00 Close




| RI calibration setup

Next Rl re-calibration is just one click
Calibrate with RTs from current sample
The RT of largest peak within the RT window will be used

Ads
%  Compound 045 Rl RTTIC « RTFID
1| Hexane 110-54-3 E00 4060 4.498
2| Heptane 142-82.5 700 BE37| E14B
3| Octane 111659 | 800 8741 9315
4| Monane 111842 | 500 13283 13858
5| Decane 124185 | 1000 18.443) 18.921
E | Undecane 1120-21-4 | 1100 23610 24.091
7 | Dodecane 112-40-3 | 1200 28539 28965
8| Tridecane 529505 | 1300 32705 33028
9| Tetradecans E29-63-4 | 1400 36073 36345
10| Pentadecane  |B23-62-3 | 1500 38963 33.201 —
11| Hesadecane | 544-76-3 | 1600 41.545 41.791 E
12| Heptadecane | 629-78-7 | 1700 43892 44.0 2
13| Dctadecans 593-45-3 | 1800 48,088 4B.255 :
14| Monadecane E23-925 | 1300 48133 48.291 .E
15| Eicosane 112958 | 2000 50.084) 50.225 b
16| Hengicozane | 623-34-7 | 2100 51.931] 52061 =
17| Docosane £29-97-0 | 2200 B3E93 B3E18
18| Tricosane B38-675 | 2300 55,446 55.5E5
19| Tetracosane B46-31-1 | 2400 57435 57.568
20| Pentacosane | 629-93-2 | 2500 59761 59.885
21| Heracosane | B30-01-3 | 2600 £1.544) E1EN
22| Heptacosane  |593-49-7 | 2700 62807 E29E8
23| Octacosane E30-02-4 | 2800 63834 £3.908
24| Monacosane | 630-035 | 2300 64842 B4.93
26| Triacontane E38-68-6 | 3000 £5.898) E5.988
26| Hentriacortane | 630-04-6 | 3100 67.029) E7121 15'00

2000

2500

2000

Add rowe
Delete row
Reload
Import &l peaks

fram current
sample

Import calbration
from another
data file

RT window
0.21%

Calibrate with
RTs from current
sample

Save to acq
methad...

Save to selected
zamples

Cloze

e Save batch
* Enter meaningful text to the logbook

# Time

*  User  Comment
1]3/6/2021 817:20PM | riels | |

Comment

Rl Calibrated

Cancel




04 Data Reviewing



I Data Reviewing — Main Window (samples) g

This module allows you to navigate between the samples

KA Ken\TestMix_KEN_MRSG - ] X

Batch Report Method Tools Help

% Sample File Sample Ref Type Level Operator Inst Acquired  Comment Info UserDef  UserDefl UserDef2 UserDef3 UserDefd UserDefS UserDefé UserDef7 UserDef8 UserDef3 Barcode Expected D Amount Volume Dilution RefAmor g
1 | 0|A46_201.. ; ; 2020-12-... EHH B
2 1/Ad6_210.. O 2021-02- ki

E M E

<
Modified

—

Select the reference
) Go from a module to another
sample if needed

A Ken\TestMix_Ken_MRSG - SearchReview - 2.62 - Firmenich E1 Ken'\TestMix_Ken_MRSG - SearchReview - 2.62 - Firmenich
Batch | Report Method Imls Help Batch  Report | Method | Tools Help
T , ]
e e i Pe B Sample Method editor Type
Open ... | . 0| A2 . .
N —— ~ Library list
Save E P2 1| Ad ]
Saveas.. v Lineup parameters
FID' quantitation
Add samples ...
- Remowve samples ... |/\5 <

Batch log ... Modified

Edit Method, Library and Lineup parameters

Add or remove samples from the batch




| Data Reviewing — Peaks Window

Peaks - A46_201207_123018_TESTMIX -

Chrom

& Rel
8 TIC
9 'FID
10 ITIC
1 'FID
12 TIC
13 'FID
14 ITIC
15 'FID
16 TIC
T ' FID
18 ITIC
19 | 'FID
20 TIC
a1 | 'FID

rs

3.405|
3.412|
3580 |
3585
4.306 |
4.308|
5.216
5.218|
5.328|
5.332
5.586
5.592 |

5.727

5.728|

Selected sample

Compou...
932: PINENE .

932

945| CAMPHE

945 |
1000 DECANE
1000

1050 | ALCOHO .

1050

1056 | CIS-LINA_.

1056 |

1070 CIS-LINA__

1070|

1078 | CIS-LINA .

1078 |

Visual correlation between TIC

and FID

Formula

|C10H16
|C10H16
|C10H22
|C8H180
|C10H1802 |
|C10H1802 |

|C8H100

Mw/

1362
1362
1423
1302
1702|
1702

1222

CAS
7785-26-4|

79-92-5)
124-18-5|
111-87-5|

5989-33-3|
5989-33-3|

576-26-1|

FEMA

2902 |

2229 |

2800 |
3746 |
3746 |

3249 |

CocC

10000080 |
10000223
10001748 |
10003663 |
10063894
10063894

10060612

Freeze column

Hide

Show all columns

Show/Hide columns

Sort

Auto width all columns

Right click on a

column to access

these actions

/

Left click on a column
and move it to right

CID Ares  hightndth
00000194| 3165606 0.019
| 2621251 0.019]
00000461 37018 0.020
“ 30464| 0.020
00000326 3118323] 0.023|
| 2762747 0.023]
00061947 4223225 0.028
| 3824302| 0.028|
00069640,  102311] 0.025|
| 6%653|  0.024]
00069640 68236 0.028
“ 59473 0.027|
00084052 2323865| 0.028|
| 1998718| 0.028]

“AAFTAA

A A |

or left

Height Dec Report MReport Review
2563888| []  |Report |~| [] | Tentat. |y |
2120076 [ [Bxelu. || [J |[Tentat.[o]
27442 Report || L[] |Tentat. ||
23883] [0 |Bxelus | | [0 |Unknot, |
2128648] [ |Report || L[] | Tentat.| ]|
1894686| [ |Exclu. || [0 | Tentat. | ]|
2345405 [ |Report |v| [] | Tentat_ |y |
2130572 (O |Bxelus o [ | <l
5793 (] |Repont || [ [Agpro=l ] |
a53) O [Belu. ol [0

38155 [ Report | [] Tentative
34301 [J |Bxcdw. o] [
1321236 [J |Report «| [J entat [
12336 [0 [Bel o] O '
~rroean (] T = ] (]

Compound status




| Data Reviewing — Peaks Window AY

Fields related to internal standard: possibility to

B Peaks - Ad6_201207_123018_TESTMIX - quantitate
# DoU MARC cRRF mRRF
11 1
12 0 0.72584 E8 Peaks - A6 201207_123018_TESTMIX -
13 1
4 0 087053 # IRRF [Conc mlConc ISTD Iz
15 1 1 [l
16 2 0.99507 2 []
17 1 3 L
18 2 0.99507 4 []
19 1 5 []
20 4 0.97100 g N
71 1 - (]
77 1
a
23 2 0.86838 L
9 [ ]
24 1 = O
p gL i 10RM7T o =

The library can contain the RRF

If you work with another library without RRF data, it can be
adjusted by filling in the mARC: manual Aromatic Ring Count, with
help of DOU: Degree Of Unsaturation




Data Reviewing — Peaks Window

H Peaks - A46_201207_123018_TESTMIX -

. Rel Chrom —_— Freeze row Ctrl+Shift+T
8| p—TiC 3405 Freeze column Ctrl+T
8] be—FID 1412

0] p=—TIC 3.580 Cut Ctrl+ X

11| E—FID 31585

Copy Ctrl=C
Copy with header Ctrl+Shift+C
Paste Ctri+V
Clear Del
Select all Ctrl« A
Fill down Ctrl«D
Find text Ctrl+F
Search spectra

Review hit

Merge peaks Ctel+M

Delete selected peaks Ctrl+Del
Delete all smaller than selected

Delete all smaller than 20% of selected
Delete all after selected

Manual correlate K
Break correlation Shift+K
Reset manual correlation Ctrl+K

Add (approved and selected) to library

Exclude Ctrl+1
Report Ctrl+2
Highlight Ctrl+3
Unknown Ctrl+4
Tentative Ctrl+5

Approved Ctrl+6




| Data Reviewing - Chromatogram :

+TIC Scan (Cycle-summed) | A g i

BE

[ Ovenay reference

1E .IC|3-|__|HAL00L OXIDE (furan deriv.)

der

DFRANS-LINALOOL QXIDE (furan

] (4 ZETHYLHEAANDIC ACID

Add ref spectrum in dotted lines on
other samples

TIC {
O F|Dt -

Left mouse |

Selection (Esc) ~i

Undo 3

Selection

g

Select TIC and/or FID

Undo until 5 last actions

] Forall 47 {

Display '
Court 2 e
Peak label

Rotation |30
Quant names

Zoom all

“ B Aoy | A

220 w | = = = L

Apply the selected action on all
spectra

Select the number of chromatograms you
want to see in the window

Add compound names above peaks




Data Reviewing - Chromatogram

&
o
[
-l
-
[
[
-l
-l
[

Chrormatogram
Ade A10201_123528_TESTMIX

3822 TESTMIEX

i
=]
=]

0
o

o

] ]

e dadecar

Zoom in by right
click-and-drag

= TETHEADL

=]
=]

= DECANE
SALCOHOL © 8
dodecar

= METHYL CAPI

GERANICL

v
ful
=]
(=]
|

S GERANIOI

[&]]
=]
=]
|

(103

(10933

<

2, 6-DIMETHY LANILIME
Ju
=]
=]
|

]
=]
=]

Zoom out by right
double click

|38
=]
=]

= 2 B L TAMN O ME , (- HY DEOQOAYFHE MY L)

p—y (- kil [(2-penty F2- cyclopenten- 1-whosxoyg]-1-but

qil?,-‘rﬂl CADIEN-1-0OL(E,E}

A — i G EEARNY L ACE TATI

FACFAATEMLAENT

T 1454
1720
o157

=]

& RN

TS

T T T T T = T T T T T T T
10 20 o 5 l}
A

N

A J L4

* Left click on x/y axis and move from left to right / up
Foom all to down by dragging the mouse or with keyboard

arrows
- her zoom and navigation .
futo Y| & O;nzl oom and navigatio * Double click to zoom out
e || s || me || e P * Right click and move to zoom in / out on the

selected axis




I Data Reviewing - Chromatogram

Chromatogram - O X
246_201207_123018_TESTMIX +TIC Al {Cycle-summed) | A g
20 o

=
=]

13 T e

Signal
%) [] Oveday reference
g
et TIC
FID

Left mouse

Selection

Manual int
Peak spectrum

Review peak - A46_201207_123018_TESTMIX - - 20,348 - o x BaCkgmund Epec
- 20.33:20.35 (20.29) . Q
T = =
= 600 ] E
G a0 ] i 3
200 J 394552 O h = 136 oo @
. Wbl [ ‘ : :
. 100 200 300 400 Fixed X scale
1000 4 80 1015 45012
= &0 4 Zoom out
£ 00 4
— 00 4 7 Search
200 ] » 67 «m 33‘ Lo, 1 192
, s H"l. 197 121 | ves s : .
e 200 00 00 Add to library
# EntrylD Match Name Compound cas Compamny Info coc cio IUPAC  Report Status

s 82 (+)-ETH.. | (+)-ETHYL (2-FENTYL-2-CYCLOPENTEN-1-YLOXY)ACETATE 0-00-0 0-00-0 10026470| 00075889 O Brclude

Left mouse in Selection Mode
(Keyboard shortcut: Esc.):
select a peak and display its
spectrum in Review peak
module




| Data Reviewing - Chromatogram

Chromatogram
246201207 _123018_TESTMIX

(1073

+TIC All [Cye

e-summed] | A
) g Y AN

Signal
[ Overday reference
TIC
FID

Left mouse

Manual irt e

Selection

20.1 2 20.3 20.4 20.5
Review peak - Ad6_201207_123018_TESTMIX - - 20.348 Feak spectrum
Y T20.33-20.36 (20.29)
. 20.29) . Background spec
= 800 o al
@ 400 4 E
200 3 394553 07 7 136 o
o by | | . . . 20348 1720
f— 200 =00 00 -] Fixed ¥ scale
1000 10| 4501
. 200 ]
= Zoom out
% 600 4
400 4 Search
200 67 7 153
0 M| lﬁs |_ 189 183
T T T "
200 300 400 il aliey
EntrylD Match Mame Compound CAS Company Info coc CID IUFAC  Report Status
] 24075 82| (+)-ETH.. | (+)-ETHYL (2-PENTYL-2-CYCLOPENTEN-1-YLOXY)ACETATE |  0-00-0| |o00-0 | 10026470| 00075889 O Exclude

—_——

Left mouse in Manual int Mode
(Keyboard shortcut: m):
integrate a peak and display its
spectrum in Review peak
module




Data Reviewing - Chromatogram

Chromatogram
Adb_201207_122018_TESTMIX

+T1C All [Cycle-summed) | »

(103

O X I Left mouse in Peak spectrum

Kl Mode (Keyboard shortcut: s):
=] display the selected spectrum

= (scan by scan or average of peak

zone)

Signal

[] owveday reference

TIC
FID

Left mouse

‘ Peak spectnm 5:

Selection
Manual int

Background spec




Data Reviewing - Chromatogram

Chromatogram | ~— P X 1| Left mouse in Background spec
Ade 201207 _123018_TESTMIX +T1C Al (Cycle-summed) | A Q MOde (Keyboard ShOI"[CU'[ b)
20 3 E select a t?ackground zone, and
8| subtract it to the selected peak
] spectrum in Review peak
Signal module
7 15 [é [] Overay reference
Z TIC
14 FID _lJ_I_

Left mouse

Background spec

Selection

T . . . . .
20.1 20.2 203 20.4 20.5

Marual irt
Peak spectrum
Review peak - A46_201207_123018_TESTMIX - - 20.348 Background ‘c
Y 20.33-20.36 (20.09-20.18)
1000 =0
o 800
E 600
“ ap0 -
200 38, 53 67 ‘| | 93 136
- 5 - 153
o o ||h| e Qi ||1:|l | I

100
I |



| Data Reviewing - Chromatogram

lot of actions

Right-clicking on a peak allows a

Hide selected sarmple Shift+ Ctrl+H
Show all samples Shift+ Ctrl+G
Hide non-selected samples Ctrl+G
Same Y scale for all ¥
Selection for all

Zoom Y £

Review hit

Accept hit info for in line peaks  Ctrl+Enter

Search spectra

Merge peaks Ctrl+M

Delete selected peaks Ctrl+Del
Delete all smaller than selected
Delete all smaller than 20% of selected

Delete all after selected

Integrate

Deconvolute

Manual correlate
Break correlation

Reset manual correlation
Match

Manual lineup
Break lineup

Reset lineup
Exclude
Report
Highlight
Unknown

Tentative

Approved

Append approved to library

K
Shift+K
Ctrl+K

L
Shift+L
Ctrl+L

Ctrl+1
Ctrl+2
Ctrl+3

Ctrl+4
Ctrl+3
Ctrl+6

a

_ X
+TIC Scan (Cycle-summed) | A ﬂ

LY

Signal

[] Oveday reference
TIC

[JFD

Left mouse

Selection (Esc)

<

Undo 3

Selection
[ Farall

Display
Court 2 ~
Peak |abel
[] Mame

Name w |

Rotation |90 v

Quant names

Zoom all
* =] Aute Y | A

NIENIESRIES




| Data Reviewing — Chromatogram

KX 00_testmi\DEMO
Batch  Report ﬁe&hodﬁl Tools Help

P s NS
Local deconvolution: right click 2 deconvolute 1 1 Library list }_091225_TESTMIX
2 0 : f_163858_TESTMIX
R— . Lineup parameters '
e 200218 TESTHIX Sangle 1 T
o FID quantitation
S o -
z 500 - < %
: i .
'n 3 Modified
0
400 ] Method - O X
E‘ LE(:::TDIE actions o B ‘ =
i LLFD v Deconvolution
Integration High sensitivity False
300 o Deconvolution Sinal noise 10
o ) Peak fiter Window size factor
e 9 . LD pcecctnm
g (= TIc Max spectrum peak count 30
T é ; Spectrum extraction
200 - - i Equivalent response facto
- 6 ‘.- FID Quartitation
R
100
0 4 Window size factor
= = Extracted ion peaks with similar RT belong to the same comelate. The default value
3 = ! ' ) < 5 of 150is good for wider peaks in 60 min runs. Determine empirically.
56
Integration Deconvolution

Adjust deconvolution parameters: in the main
window, click on Method = Method editor =2
Deconvolution Tab




| Data Reviewing — Chromatogram

X 00_testmi\DEMO - SearchReview - 2.76 -

Lineup parameters
FID quantitation

Batch  Report " Method ‘. Tools  Help

1 ’, | Library list
:2_1 oISl |

File g

|_091225_TESTMIX
_163858_TESTMIX

Several other parameters can be adjusted through the Main window:

Method

- Load sample actions
(= Extract chromatogram
BFID
(= Integration
FID
-TIC
Deconvolution
Spectrum extraction
Equivalent response facto
FID Quanttation

®9. A 1

= Z i

v Reduce data points
Desired data rate [Hz]
Enabled

True

FID: desired data rate for extraction and do we went to extract FID or not

Method

- Load sample actions
(=) Bxtract chromatogram
- FID
(=) Integration
-~ TIC
Deconvolution
Spectrum extraction
Equivalent response facto
FID Quantiation

Area threshold

Height threshold

Maximum peak count
v Time limit

Begin time min]

End time fmin]

%

Integration parameters :Area threshold and height threshold for peak exclusion and time range

for integration to be on or off

Modified ks
~Load sample actions | 22 4| ‘ 7
= Bxtract chromatogram |
LED ¥ Peak
& Integration Ma: spedrun peak count
L FID ﬁwmﬂﬂ’u
LTic FApex -
- Deconvalution Forerage Uppet joFct
- Spectrum exdraction
- Equivalent respanse facto
FID Guanttation

Spectrum extraction type: 1 scan from the apex or average scan for scan upper of 25% peak hight

Method

- Load sample actions
(=)~ Extract chromatogram
-FID
(=~ Integration
FID
- TIC
Deconvolution
Spectrum extraction

FID Quantiation

Equivalent response facto

g2l |3

v  Defaults
FID area RRF
Orphan MS area RRF

08
08

FID quantification: Default RRF used if no rrf could be caculated or extract from Librarie




| Data Reviewing — Chromatogram

When you modify any method or library parameter, right click on the samples and select «Integrate»,
«Deconvolute» or «Search spectra» according to the modification you made to reintegrate data.

A Ken\Testhix_KEN_MRSG

Batch Report Method Tools Help
-4 Sample File Sample Fef Type Level Operator Inst Acquired  Comment Infe UserDef  UserDefl  UserDef2 UserDefd  UserDefd  UserDefS  UserDefé  UserDef7 UserDefd  UserDef  Barcode Expected
Bl s o A —— —E———
2 1|A%6_210_ | W 102 |
Freeze row Ctrl+Shift+T
Freeze column Ctrl+T

:ﬂodiﬁed Cut Ctrl+X
Copy Ctrl+C
Copy with header  Ctrl+5hift+C
Paste Ctrl+V
Clear Del
Select all Ctrl+ A
Fill down Ctrl+D
Find text Ctrl+F
Display Chromatogram
Hide non-selected Ctrl+G
Show selected Ctrl+H
Show all Shift+Ctrl+ G
Hide selected Shift+Ctrl+H
Remove from Batch
Explore
Integrate FID
Integrate TIC
Deconvolute
Search spectra

D

="

Amount

Volume Diluion ~ Refiman

(

|

[u] X

A

=

@
>




I Data Reviewing — Review Peak

P Rei k - Ad6_201207_123018_TESTMIX - - 12.134 - O x o .
e 1) Select the best hit, if available
oo Al
‘ HRE RT and LRI 2) Select the status
o Selected peak an
= elected pea E .
Eeo ] Lis 3) Click on accept
© 400 3 33 SpeCtrum |§| | d h h |
oy Jo T t updates the chromatogram colors
0 i Y 12134135
100 200 300 400 _ Fixed ¥ scale
1:M holel|[ 4s0l2
= ] Library spectrum 2o Chromatogram
S wd @ - Seareh LAG_201207_123018_TESTMIX
200 J & 121435
:73H Saakm? Addtolb 25
o A2 bl L . , , = 7] Approved
100 200 300 400 . . . g
EntrylD Match MName Compound 4 = e R|ght CIle on the fl I'St row a o
1 75217 92| GERANY... | GERANYL ACETATE O Exclude . — 5
2 40237 91| LAVAND... | LAVANDULYL ACETATE ® Report > ShOW/HIde columns =F T
3 B8150 91| NERYL A | NERYL ACETATE e
4 85581 89/ (25137 | (2E)-3.7-DIMETHYL-2.6-OCTADIENYL CYCLOPROPANECAR O Highlisht
) 47508 23 |SOBUTY . [ ISOBUTYRATE DE GERANYLE Review status a5 <
6 42508 27| BUTYRA_ | BUTYRATE DE GERANYLE O Unknown ~
7 62855 87| GERANY... | GERANYL CROTONATE @ Tertai -
g 19148 50| NERYL F. | NERYL FORMATE ive ]
9 12581 95/ (E)-3.7-DI_ | (E)-2,7-DIMETHYL-2,6-OCTADIENYL 2-METHYL-2-FROFENO_ ) Approved 10 ]
10 2141 25| GERANY_. | GERANYL VALERIANATE
Accept
Accept for i
T = 05 ] Unknown
Delete peak -
Library hits Peak = & g
Prewv Mext . ] ;-"u, h L ;:',
Aoor + || Ao + Switch from a 0.0 -
Prew Next 4/ T T T
Uk | Uk peak to another
Prew MNext



| Data Reviewing — Review Peak

Review peak - 446_201207_123018_TESTMIX - - 12,134

e

1000
200
G500

Sampla

400

200

121
833‘1:].‘- | 195
i |

T92.13-12.14 (12.08)
o3

3 3M 535
b

a3

Add a peak to your
own editable library

3 12.134 1359
T T T
100 200 300 400 _ Fixed ¥ scale
1000 3 a3 fiojs| 4s0f2
- 200 Zoom out
-ji_ 500 4 Search
400 3 41 & a3
0 4 33% 121425 :
0 S| I T I]?' | : : : Add te library
100 200 300 400 Lib DEMO.mslibrary
22 EntrylD Match MName Compound i
1 75217 92| GERANY... | GERANYL ACETATE O Exclude
2 40237 91 LAVAND.. | LAVANDULYL ACETATE @® Report
3 B2150 91 NERYL A. |MERYL ACETATE e
4 EEEE1 28| (2E)-3.7-.. |(2E)-37-DIMETHYL-2,6-0OCTADIENYL CYCLOPROPAMECAR.. O Highlight
5 42508 88| ISOBUTY.. | ISOBUTYRATE DE GERANYLE Review status
& 42506 87 BUTYRA.. |BUTYRATE DE GERANYLE O Unknown
7 E285E 87 GERANY.. | GERANYL CROTONATE @ Tertai
3 19143 30/ NERYL F_ | NERYL FORMATE e
9 12581 28| (E)-2.7-0I... | (E)-2,7-DIMETHYL-2 6-0CTADIENYL 2-METHYL-2-PROPENO.. O Approved
10 214 85| GERANY.. | GERANYL VALERIANATE
Accept
Accept for lineup
Delete peak
Peak
Prev Next
Appr+ || Appr+
Prev MNext
Unk + Unk +
Prev Mext

KX Ken\TestMix_Ken_MRSG

Batch Report | Method | Tools Help

# Sample

Method editor Type
Library list

0lA
1:A4

Lineup parameters

FID quantitation

Access libraries parameters at any time via the

Main Window




| Data Reviewing — Lineup

E Lineup

-4 Compound

54 |PINENE ALPHA

55|CAMPHENE

56 |DECANE

57|ALCOHOLC 8

58|CIS-LINALOOL QXIDE (furan deriv.)

59|ALDEHYDE

B0|ALDEHYDEC 9

61|LINALOL

62|(+)-2-ETHYLHEXANOIC ACID

63|2.6-DIMETHYLANILINE

64 |dodecane

B5|PENTYLENDOL. (+)-

66|GERANIOL

Formula

C10H16

C10H16

C10H22

CB8H180

C10H1802

C8H100

C3H180

C10H180

CBH1602

CBH1IN

C12H26

C10H180

C10H180

Mw

1362

1362

1423

1302

1702

1222

1422

1542

1442

1212

170.3

1542

Curve

Adb_201207_123018_TESTMIX

2020-12-07 12:30:03

0.000
IE ALPHA
96
0
945 3580
T aa
0
1000 4308
T es
0
1050 5216 s
ALCOHOLC &
0
1078 5727 o
96
0
1081 5781
LDEHYDE 9
a1
0
1083 5815 oo
LINALOL
30
0
1110 635 =
+)-2-ETHYLHEXANOIC ACID
96
0
o 6862
26-DIMETHYLANILINE
96
1200 833
ne
0
1233 91
GERANIOL
0

1306 10.864
THY] CAPRATF

Ad6_210201_123528_TESTMIX A

2021-02-01 12:35:12 =

=65
1050 5192 2
AT
=67
1056 5.309 4
CIS-LINALOOL OXIDE (furan d
80
1078 5703
96 i
1081 5761 s
DEHYDE C9
-8
1083 5791 743843
T a0
=65
1105 6219 187255 |
+)-2-ETHYLHEXANOIC ACID
95
=67
1133 6.842  sgsess
DIMETHYLANILINE
96
=67
1200 8312
97
-£6
1220 67
1233 9.082 1077472
GERANIOL
=57
7| 1306 10834 aszenz|

Peaks lineup/comparison between chromatograms

Parameters can be adjusted by clicking on Method -> Lineup
parameters in the main window

Q Ken\TestMix_Ken_MRSG - SearchReview - 2.62 -

Batch Report | Method | Tools Help
#  Sample Method editor Type
1| 0|Ad  Library list
4 1o [ Lineup parameters
FID quantitation {$
<
Modified

& Lineup parameters - O >

# On Phasze Signal DRT DRI Match Mainhit Hitlist Comment
|A| & [ &4 | |20 s | |

T Reload

N
Delta Retention Time / Index

Test

Cancel




| Data Reviewing — Lineup

46_200114_124031_TESTMIX
Sample 1
2020-01-14 11:52:44

1.000

1306 10820

96 FiDa}

1316 11.030
1 RS
RAACETR L

91
1400 13077
a6 i

1867 23266
PEs Floue T e
1220 8765
83 FiDe)

2308 31193

932 3383
EnEALPHa
1000 4275
1050 5180
T99
1078 56%
R
1083 5781
B
1134 6832
MeTHLANTN
1200 2%
%7
1233 907
1562 16827

A46_200127_140844_TESTMIX ALE_ A

Sample 1

2020-01-27 13:20:56

O
Shis
1318
PV

B L

91

932

96

| 1000

o9
1050

& 99
1078
9
1083
" e
1133
a7

: 1200

97
1233
ERANIQL
1561

1.000
10.808

11.021

12.085

43

T

TE'-R»‘«D;E;‘«NE TETR

E; Freeze row

Freeze column

Hide column(s)
Copy

Copy with header
Clear

Select all

Fill down

Find text

Search spectra
Review hit

Accept hit info for all in line  Ctrl+Enter

Delete selected peaks

Delete all smaller than selected

Delete all smaller than 20% of selected

Delete all after selected
Match
Manual lineup
Break lineup
Reset lineup
Exclude
Report
Highlight
Unknown
Tentative
Approved

Set as reference sample

AL

EnEe—

Export: Export lineup window to excel file

Parameters

Reset and lineup .

Reset and Lineup: remove all the lineups and
“refresh” with latest parameters

Ctrl+Shift+T
Ctrl+T

CtrleX
Ctrl+C
Ctrl+Shift+C
Ctrl+V

Del

Ctrl+ A

Ctrl«D

Manual lineup or break lineup:

Select the compounds you want to lineup or reset lineup (Ctrl + left
click)

Press “L”—> Manual Lineup

Press shift +“L” - Break Lineup

Ctri+F

Ctrl+Del

L
ShifteL
CtrlsL

Ctrl+1
Ctrl+2
Ctrl+3
Ctrl+4
Ctrl+5
Ctrl+6

>




| Data Reviewing — Lineup

E Lineup - Chromatogr
A46.201207_123018 TESTMIX = A46_210201_123528_TESTMIX A (A46_201207_1220
25
# Compound Formula Mw Curve 2020-12-07 12:30:03 2021-02-01 12:35:12
o
0.000 0.000 ) -
56 JAMPHENE CI10H16 136.2 — |CAMPHENE ; LAMFHENE 1
| ' Reset
= 1000 4
57|ECANE C10H22 1423 - Freeze row Ctrl+ShiftsT
! E Freeze column Ctrl+T
58} COHOL C 8 C8H180 1302 - [AL Cut CtrleX
|— I 5 Copy Ctrl+C
59/IS-LINALOOL OXIDE (furan deriv) | CT0H1202 1702 |CIS-LINALOOL OXIDE (furarf ~ Copy with header CtrlShift+ C
| Paste Ctri+V
‘ _ F_:gn 5 1078 5703 Clear Del
60|LDEHYDE C8H100 1222 ALDEHYDE C2 4| ALDEHY] .
| 0 Ry Select all Ctrl+A
I [ 1081 __ 5781 tsisw 1081 5761 £ill down CtrisD
61LDEHYDEC 9 CSH120 1422 i 5 Gt i
[ [ Search spectra
62|NALOL C10H180 1542 l %0 R
‘ — 1 1110 Accept hit info for all in line  Ctrl+Enter
631-)-2-ETHYLHEXANOIC ACID C8H1602 1442 - [T 9 § Delete selected peaks Ctrl+Del
i T 1 e 1133 6842 Delete all smaller than selected
646-DIMETHYLANILINE CEH1IN 1212 — [~oHiME [ ALINE Delete all smaller than 20% of selected
| ! !, - 0 : smm——7 Delete all after selected
‘ | 1200 8337 s 1200 8312
cane | ne
65bdecane C12H26 1703 - [°°"°‘ o7 sz‘m o Match %
t = = 1220 ?795» Manual lineup L
S6ENTYLENDOL. (+-)- C10H180 1542 ‘ [ERNTRLERDOL . Break lineup Shift+L
RS e R Reset lineup Ctrl+L
‘ 1233 916 9.082
67[eranioL C10H180 1542 - |REBANES " Exclude Ctrl+1
| | 0 ——f] Report Ctrl+2
‘ 306 10864 1 108% g
|METHYL CAPRATE METHYL CAPRATE Highlight Ctrl+3
68|ETHYL CAPRATE C11H2202 1863 - [MEVHYLCAPRATE JNEROT NI i
| 0 ~66 Unknown Ctrl+4
[ |- 71401 13128 amezes| 1400 13098 .
Tentative Ctrl+5
TETRADECANE TETRADECANE
69 ETRADECANE C14H30 1984 - 95 FiDM a7l 95 FiDef Agproed i

Spectrum Match:

Select a compound Left double click:

All the compounds with a close spectrum
highlight in green.

ie: If DECANE is selected, DODECANE has a
match of 90

Retention Index - Retention Time - Area

1200
dodecane
97 FID+MS
0

Library Match

8337 45855T7H

v
90
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| Quantitation

KX OpenLab202 a - kkm - o x
Batch  Report  Method Tools  Help
# | sample Folder DataPath RelativePath File Sample | Amount | ISkey |ISAmount| ISResp | Ref | Level | Operstor Inst quired | AcaMethod | Type FD
i 7 Ref Zsirsh JpenlLab20220226 L0 _R... Ref_2sirsht _Ref 2 openlab2_ Ref 20000 29476163  (J SYSTEM.. 2023-10-05 19:43:20 20220875 =
2 6 QO310.sirsht Jpenlab202402261R0310. . QO3 10sirslt Q0310_openlab?_ Qu3io 1000000  TOL 20000 92547308 () SYSTEM.. 2023-10-17 14:00:10 20220815.. =
3 4 QSBTC.sirsht Ipenlab20240226/Q88TC. . GI3TC sirsht Q98TC_openlab2_ Q98TC 1000000  TOL 20000 85386710 () SYSTEM.. 2023-10-17 7 20220815.. =
4 1 QO31S sirsit Jpenlab20240226\Q0315. . QO31S sirsh QD315 _openlab2_ Qu3is 1000000  TOL 20000 77250703 (O SYSTEM.. 2023-10-17 20220815.. =
5 0 QIBTB.sirsht Jpenlab20240226\Q3B78 . GQSETB.sirsht Q9B7B_openlab2_ QIB7B 1000000  TOL 20000 5912432 (O SYSTEM.. 2023-10-17 18:14: 20220815.. =
6 5 Q9BTK.sirsht Jpenlab20240226\Q38TK . QE8TK.sirslt Q98TK_openlab2_ QsaTk 1000000  TOL 20000 77025175 O SYSTEM.. 2023-10-17 19:41:34 20220815.. =
7 3 Q98QTsirsht Ipenlab20240226\Q88QZ. . GIBQZ.sirslt Q98QZ_openlab?_ Q9sqz 1000000  TOL 20000 738177 O SYSTEM.. 2023-10-17 21:08:07 20220815.. =
8 2 QSBGF sirslt e~ Jpenlab202402261Q98QF. . Q9BQF sirslt Q98QF _openlab?_ QsBaF 1000000  TOL 20000 102291337 O SYSTEM.. 2023-10-17 22:34:36 20220915... v
E8 Well known compounds - a X B Peaks - Q9ETC_openlab?_ - QIBTC -
#|on| Name | cas | Ri|Formula| M| Comment| IS Amount 15| 1Skey T # i | Endr | Stnl | Endel |Rel| Report frea Rsp Rsp% Amt | smt% | %ofRef% | %ofRef|  Dominant Dom% | RT | cas Name |
1|8 Toluene 102-88-3 745 C7HE 92 20000 @ TOL 638508 31462 31288 31477 — Exclude v 321013 921013 02007 00216 00216 13.468
2| @ Toluen=-D8 2037-2. 745 Cypg 0. 3.0000 @ DTOL Deleterow || gaglhig 10235 10489 10469 b= Report + 203965 21013 02007 00216 00216 55 56 67 70 81 46 13484  2243-98-3 1-Undecyne
3| @ pylene 108-42-3 745 C7H8 92 20000 @ Px = 640525 120383 31573 32443 = Exclude 47685 665 01620 00175 00175 13748
841991 91252 9964 9964 L= Report 693737 747665 0.1630 0075 00T 3367798196 65 13741  1528-22-9 Cyclobutane, (1-met.
647983 135922 32443 33121 = Exclude - 985578 985578 02148 00231 0.0231 13.858
643252 103648 9964 9964 L= Report 861976 985578 02148 00231 0.0231 6796 63 1385  694-35-3 Cyclopentene, 3-cth.
22 68306 33205 35583 — Exclude 85386710 85336710 136101 20000 2.0000 14238
8 42519 16776 26762 b= Report ~ 108554733 85386710  18.61011 oo, 2.0000 659152 74 14233 108-83-3 Toluene
B46(585 42292 41171 40823 = Exclude - 187600 187600 0.0403 00044 0.0044 14,558
647(068 31750 31068 31750 L= Report 39484 187600  0.0409 00044 0.0044 415556 63 70 61 14564  4253-00-1 Cyclopentane, 1.1.2.
B4B195 142297 40765 40482 —|Exclude | 1241573 1241573  0.2706 00251 0.0281 14772
643[312 115202 46658 50061 L= Report 937753 1241573 02706 00231 0.0281 55 67 68 81 96 60 14764  591-43-1 Cyclohexene, 1-met.
Spplyto selected || 65057 55253 40482 40257 p— Exclude - 786604 7BEED4 01714 00184 0.0182 14,855
samples 651202 58433 50061 52941 L= Report 555851 736604 01714 00184 00182 4142435770 63 14848  592-27-8 Heplane, Z-methyl-
_ B52[259 33971 40257 39966 r— Exclude - 167380 167380 0.0366 00033 0.003% 14.962
. 653[315 19603 33315 13603 L= Report - 35706 167380  D.0366 00035 0.003% 4143557071 69 1435 583537 Heplane, 4-methyl-
o 654032 52991 39505 39905 r— Exclude - 131980 131380 0.0288 00031 0.0031 15,288

Quantitation:

Example: Toluene equivalent base on FID response

Add rows to the Well known compound table

The default IS Amount can be overridden per sample

The sample IS key should correspond with the Well known compound




Quantitation

B8 Peaks - Q98TC_openlab2_ - Q98TC

646
647
648
649
650
| 651

| 652
| 653
554

| £56
652

659
660

Area is the integrated peak area

Response (Rsp) is the area of the correlated FID peak. If 2 MS peaks are
correlated with 1 FID, the FID area is divided per MS area.

If there is no correlated FID peak, the response is just the MS area.
Rsp% is the normalized Response

Amt is calculated with the Well known response factor
Amt% is (peak Amount / sample Amount) * 100%

# tv | EndY |StartBl | EndBl |Rel| Report Area Rsp Rsp Amt% Dominant | Dem% | RT CAS Name
22 68906 32205 35583 — Exclude ~ 85386710 85336710 186101 20000 20000
42519 16776 26762 bw Report - 108554793 85386710 126101 20000 2,000 659192 7428 108-82-3 Toliene
BE5 42090 41171 40823 p— Exclude | 127600 187600  (0.0409 00044 00044 14558
068 31750 31068 31750 k= Report 99484 187600  0.0409 00044 00044 4155566970 61 14564  4259-00-1 Cyclopentane, 1.1.2.
195 142297 40765 40482 — Exclude v 1241573 1241573 02706 00231 00291 14772
812 115202 46658 50061 bm Report - 937753 1241573 0.2706 00251 00291 55 67 68 81 96 60 14764  591-49-1 Cyclohexene, 1-met.
097 55269 40482 40057 - Exclude - 786604 7EEED4 01714 00124 00184 14.855
202 52433 50061 52941 b= Report . 555861 726604 01714 00124 00134 4142435770 68 14848  592-27-8 Heptane, 2-methyl-
259 29871 40257 38966 p— Exclude ~ 167980 167980 00266 00039 00039 14.962
315 19609 39315 19609 L= Report 95706 167380 00386 00033 0003 4143557071 69 14956  583-53-7 Heptane, &-methyl-
032 52931 39905 39905 p— Exclude 131980 121380  0.0282 00031 00031 15.288
€96 32232 16832 16397 b= Report . 125634 131380  0.0288 00031 00031 3941556796 57 16279  2146-33-5 1-Ethylcyclopentene
591 54747 39905 39905 p— Exclude . 295053 395263 (0.0861 000S3 00083 15.398
237 34395 16397 15829 L= Report . 423825 235253 (.0861 D00S3 00083 4143565785 75 15334  583-81-1 Heptane, 3-methyl-
747 75962 39905 39905 p— Exclude . 960857 960257 0.20%4 00225 00225 15.568
395 52577 15833 15094 ke Report . 1013333 960857  0.2084 00225 00225 41556957 112 74 16563 591-21-8 Cyclohexane, 1.3-di.
SEE 38743 38667 22406 p— Exclude -~ 271811 371211 0.0810 00087 00087 15.702
Quantitation:
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| Export Data

Available for:

g Samples (Main Window)
MY Peaks

—
———
——

Lineup

Exports Data to an Excel File in the batch folder

TestMix_Ken_MRSG_Lineup_20210210095501
TestMix_KEN_MRSG_Samples_20210203134944
TestMix_Ken_MRSG_A46_210201_123528 TESTMIX_Peaks_202102101016



| Report ‘@\ from the Samples window

B Ken\TestMix_Ken_MRSG

Batch | Report | Method Tools Help

N —TInETEm. B | A46_200217_163858_TESTMIX Ken Sample 1
i R‘J 0 [ 4 | A46_200203_114447_TESTMIX Ken Sample 1

Sample

Mind to tick the reference and to select the sample to compare (highlighted line)

Report ot
Template
|C:\Users\F‘uinc\DncumemﬂSearmHeview\Hepnrt Templates\Compare-2_62 xlsm | Explore
Design template with cument sample Repor selected samples

Cloze

Editable report /

4

Select a template




| Report

Sample and ref data

Chromatogram

Template settings

Compound data

Hepained
Comspaison mode

Gample
Ioem
Lol
LIMS_ I
Feurtsse
Chasrunel
Timehane

Relerence
[T
Lol
LiM5_n
Feuriimmas
Chamnne]
Timehase

G |

08 |

fu-
5
F
|
|
Y

L
B

SEHE-00158
Peifums

Zheman_mi_igalFemAdE_Z020N_1E350E TESTMECD

o102 2021 1235
HEFE_B
 Sorr_ e _igatblentA4E_STNEDT_1230E_TESTMEC D

OT. 2. 2020030

HPPER

i

41
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B
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3 1362 T 0Loos Eiten pask sl
q 1342 T 0005 Paak missireg
5 1392 ki) 0.00Z Eptra paral: Mak
E 1435 TEZ 55 E3E Peskmirrirg
7 1438 T2 33,52 Erta paral: Hah
B 1906 oy -] 00 Peakmissing
9 1308 == 01 Di0s3 Enirn paak sl
0 138 B2z 0. Eraia paral: Hah
ul 1352 a1 0.053 Peak mirsing
L] ZET E3E 0000 Fask minrirg
o 2AES -] 0,000 Erata paral: Nah



| Report @

Top right corner of the report

Reformat Create PDF ‘

Names Save as teTIate ‘

Save new settings in
a template

Mames

Mames

1)
2)

3)
4)
5)

Select a cell in the report where you want to add a new field

Click on Name: a table with fields concerning the sample, the reference
sample or compounds found in the sample or in the reference opens

Select the desired field by double clicking
Click on «Save as template» and give it a name

Re open the report by selecting the new Template

Sample ICumpcundl ReEarrﬂe' REI‘Cump-m.n:II

. DataFile
DataPath
BatchMame
FileName
AnalysisMethod
AnalysisMethodMName
SampleName
IsReference
SampleType
LevelName
OperatorMame
InstrumentMName
AcgDateTime
SampleComment
SampleInformation
Barcode
ExpectedBarcode
SampleAmount
Volume
Dilution
RefAmount
RefResponse
Istd1Amount
Istd1Area
Istd1Rt
CompoundOfinterestkKeyword
InterestArea
FidAmount
FinalFidConcentration
FidPeakCount
TicPeakCount
FidRiCalValid
TicRiCalvalid
FidDataPointCount
TicDataPointCount
ColumnPhase
PlateCode
RackCode
PlatePosition
RackPosition
SamplePosition
Vial
ActualFidOverTicAreaRatio
ManualFidOverTicAreaRatio
ReportTime

Select a cell and double dick on a name.

. RetentionTime
RetentionIndex
Area
FidCorrectedAreaPercent
AreaPercent
Width
Height
Deconvoluted
ReportCalculation
ManualReportCalculation
ReportHighlight
ReviewStatus
StartX
EndX
FidCorrectedRetentionTime
ChildrenArea
FidCorrectedArea
Amount
FinalFidConcentration
Reportindex
AmountByRef
AmountByRefPercent
Degree0fUnsaturation
AromaticRingCount
CalculatedRrf
ManualRrf
IstdConc
ManuallstdConc
IstdMame
IsIstd
ReferencePercentDifference
Rrf
Name
HithName
HitCoc
HitCid
Hitlupac
FirmenichFema
FirmenichRrf
FirmenichItemNumber
HitCas
HitFormula
MolWeight
HitMatchScore
HitRetentionIndex
HitDeltaRetentionIndex
HitRetentionIndexDependability
Comment
DetectorType
HitLibrary

Select a cell and double dlick on a name.

Le




| Report @

m Select the signal you

EID want to display

LowerLimit
] rLirmit

Full
SetinChartAxisScale

Scaling options for x axis

Signal selection M5

MS nfa

FID nfa

Time selection BothLimit
LowerLimit 5
UpperLimit 25

BothLimit nfa

Full nfa
SetinChartAxisScale n/a

Overlap 0.5

Label selection Reportindex
Any nfa
Comment farmat

Name format

CAS format
Reportindex format
Retentionindex format
RetentionTime Format
Response Max selection HighestPointAfter
HighestPointAfter 0

Fixed 2800000
ChartNumber 2
Chartsindividual n/a
SetinChartAxisScale nfa
Response Min selection SetinChartAxisScale
LowestPointAfter 0

Fixed 0
ChartNumber 2
Chartsindividual n/a

SetinChartAxisScale

nfa

Ay
Cormment
Marme
CAS

Reportindex
Fetentionindex
RetentionTime

HighestPointAfter
Fixed

ChartMNurmber
Chartsindividual
setinChartAzisScale

LowestPointAfter
Fixed
ChartMumbser
Chartsindividual

SetinChartAxisSc

Chromatogram labelling
options

Reformat

Click on reformat to apply
the new settings

Scaling options for y axis
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