LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6022.D

Acqg On : 23 Jun 2021 00:46

Operator : CG/JU

Sample 1 M2773-12

Misc . SB-6-A0C-2

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06022.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 402 409 426 rBV 599493 955392 18.23% 5.829%
2 7.093 674 681 706 rBvV 523504 933698 17.81% 5.697%
3 7.916 815 821 833 rBV 232373 389334  7.43%  2.376%
4 9.087 1013 1020 1039 rBV 331858 610194 11.64% 3.723%
5 10.446 1243 1251 1262 rBV3 23193 61949 1.18% ©.378%

6 10.722 1289 1298 1315 rBV 297672 518575 9.89% 3
7 13.175 1708 1715 1734 rBV 1045946 1588727 30.31% 9.694%
8 14.545 1941 1948 1966 rBV 435635 690731 13.18% 4
9 16.034 2194 2201 2223 rBV 1059150 1741811 33.23% 10.628%
10 17.122 2376 2386 2390 rBV3 37987 70023 1.34% 0.427%

11 17.292 2407 2415 2428 rBV 541383 860029 16.41% 5.247%
12 18.175 2560 2565 2570 rBvV2 35295 52768 1.01% 0.322%
13 19.839 2843 2848 2861 rBV 4327057 5242105 100.00% 31.985%
14 21.075 3054 3058 3067 rBV2 107559 220720  4.21% 1.347%
15 21.363 3102 3107 3121 rBV 864254 1181630 22.54% 7.210%

16 23.769 3510 3516 3530 rVB2 601349 1271688 24.26% 7.759%

Sum of corrected areas: 16389374
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Jun 2021 00:46
: CG/JU
: M2773-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
BP006022.D

SB-6-A0C-2

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BP006022.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\

Data File : BP006022.D

Acqg On : 23 Jun 2021 00:46

Operator : CG/JU

Sample : M2773-12

Misc . SB-6-A0C-2

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 1,2-Benzenediamine Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
l0.446  2.39ng 61949 Naphthalene-ds 10.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenediamine 108 ceraNz 000095-54-5 72

uhwNnpR
W Rr =R
[

ethyl ethyl disulfide 108 C3H8S2
4-Benzenediamine 108 C6H8N2
Pyridinamine, 2-methyl- 108 C6H8N2
ris(ethanesulfonyl)methane 292 C7H1606S3

020333-39-5 64
000106-50-3 64
003430-10-2 64
021467-59-4 50

Abundance Scan 1251 (10.446 min): BP006022.D\data.ms (-1243) (- m/z 80.00 100.00%

80.0
5000
—
‘ 47.02 280.9340.9 1050
Obrrrbthdi 114702009 26093409 4182 5122 m/z 108.00  95.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5296: 1,2-Benzenediamine
108.0
5000 R
10.50
m/z 123.00 76.79%
28.0
O‘\\A\A\l{“\m\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5248: Methyl ethyl disulfide
108.0
—
10.50
5000 ITI/Z 53.00 16.46%
29.0
O‘H S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5295: 1,4-Benzenediamine e T
108.0 10.50
m/z 52.00 13.02%
5000
41, |\
O - A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6022.D

Acqg On : 23 Jun 2021 00:46

Operator : CG/JU

Sample : M2773-12

Misc . SB-6-A0C-2

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclotetracosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.075 3.74 ng 220720 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 81
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81

Abundance Scan 3058 (21.075 min): BP006022.D\data.ms (-3054) (-  m/z 83.00 100.00%

83.0
5000
‘ 207.0 o |
283.0 355.0 21.00
o\,lfL‘l‘ml“891549 m/z 57.05 87.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 LT
21.00
m/z 69.05 81.55%
ik
O‘\\"\\’\\‘\‘\\‘\\\‘A\‘I\\"\“I\\Il\‘\2‘|6\5\Tc\)‘¥\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0
N
21.00
5000 ITI/Z 97.05 77 .37%
125.0
} ‘H 196.0 294.0
O‘W, m‘\“"fu“\\u‘\u\‘\u\‘HHWHWHWH‘\
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester — ‘
57.0 21.00
m/z 43.05 75.00%
- /\JL
210.0
OMW\SSGO e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6022.D

Acqg On : 23 Jun 2021 00:46

Operator : CG/JU

Sample : M2773-12

Misc . SB-6-A0C-2

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,2-Benzenediamine 10.446 2.4 ng 61949 2 10.722 518575 20.0
Cyclotetracosane 21.075 3.7 ng 220720 5 21.363 1181630 20.0
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