LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57 Instrument :
Operator : CG/JU BNA_N

Sample : M3833-03 ClientSampleld :
Misc : MW202D1-20210919

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BN@16642.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.502 44 46 59 rBvV 12166 42930 13.62% 1.474%
2 3.825 77 81 98 rvB2 13273 48271 15.31% 1.657%
3 4.821 186 189 196 rVB 67202 134796 42.76% 4.628%
4 5.052 211 214 220 rBV 3013 7192  2.28% 0.247%
5 5.273 234 238 244 rW 9373 20585 6.53% 0.707%
6 5.365 245 248 257 rVB 2995 7886  2.50% 0.271%
7 6.656 383 388 391 rBV 9497 19353 6.14% 0.664%
8 6.850 403 409 420 rVB2 11382 34978 11.10% 1.201%
9 7.265 449 454 460 rVB3 9074 25636 8.13% 0.880%
10 7.643 490 495 500 rBV 56445 106635 33.83% 3.661%
11 7.707 500 502 506 rVB 4118 5845 1.85% 0.201%
12 7.864 515 519 525 rVB 9769 19790 6.28% 0.679%
13 8.177 549 553 555 rBV 5489 11213 3.56% ©0.385%
14 8.3066 565 567 569 rVB2 9619 8834 2.80% 0.303%
15 8.455 574 579 581 rBV2 3040 8821 2.80% 0.303%
16 8.785 602 605 610 rBV 33575 61780 19.60% 2.121%
17 8.949 616 618 621 rVB 4891 7767  2.46% 0.267%
18 9.748 678 681 685 rBvV 4465 8034 2.55% 0.276%
19 10.204 713 717 720 rBV 182536 315213 100.00% 10.823%
20 10.407 730 733 736 rBV 106545 182736 57.97% 6.274%
21 10.774 759 762 768 rBV2 2927 8953 2.84% 0.307%
22 11.205 793 796 802 rVB2 4885 9699 3.08% 0.333%
23 11.307 802 804 814 rVB 3259 7812 2.48% 0.268%
24 12.007 915 932 942 rBV 51993 84157 26.70%  2.890%
25 12.899 1071 1075 1078 rVB2 101225 188838 59.91% 6.484%
26 13.114 1089 1092 1095 rBV 6154 10034 3.18% 0.345%
27 13.178 1095 1097 1101 rVV2 12037 23511 7.46% ©0.807%
28 13.812 1144 1147 1153 rVB3 4381 9687 3.07% 0.333%
29 14.269 1180 1183 1186 rBV 138973 202400 64.21% 6.949%
30 14.434 1193 1196 1199 rBV 11917 17595 5.58% 0.604%
31 14.523 1199 1203 1207 rVB3 2995 7432 2.36% 0.255%
32 15.639 1289 1291 1295 rVB2 4371 8217 2.61% 0.282%
33 15.715 1295 1297 1299 rBV 13674 21845 6.93% 0.750%
34 15.766 1299 1301 1304 rVvB2 17389 27205 8.63% 0.934%
35 15.969 1311 1317 1321 rVB3 5501 26888 8.53% 0.923%
36 16.835 1383 1388 1391 rBV3 13674 25867 8.21% ©.888%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.018 1400 1403 1406 rBV 97114 167423 53.11% 5.749%
38 17.724 1458 1461 1465 rBvV2 3171 7836 2.49% 0.269%
39 17.955 1477 1480 1483 rBV 14457 24932 7.91% 0.856%
40 18.909 1661 1665 1672 rVB 4824 5522 1.75% 0.190%
41 19.063 1690 1696 1718 rBV 136981 189287 60.05% 6.499%
42 19.247 1728 1733 1746 rBV 15176 22049 6.99% 0.757%
43 19.679 1814 1820 1832 rBV 131627 161344 51.19% 5.540%
44 20.017 1885 1887 1889 rBV2 13078 28484 9.04% 0.978%
45 20.378 1919 1921 1923 rBV 5515 6857 2.18% 0.235%
46 20.973 1975 1977 1980 rBV 11666 17979 5.70% 0.617%
47 21.026 1980 1982 1987 rVB 13022 17004 5.39% 0.584%
48 21.164 1993 1995 1998 rBV 46882 65060 20.64% 2.234%
49 21.228 1998 2001 2007 rVB 136621 199965 63.44% 6.866%
50 22.109 2081 2084 2089 rVB 11550 16774 5.32% 0.576%
51 23.420 2403 2408 2414 rVB 4630 5895 1.87% 0.202%
52 23.485 2415 2427 2451 rVB 98043 187675 59.54% 6.444%
53 24.084 2595 2602 2617 rVB 6306 11488 3.64% 0.394%
54 24.854 2820 2827 2842 rVB 5594 11866 3.76% 0.407%
55 25.757 3080 3091 3112 rVB3 2283 6566 2.08% 0.225%
Sum of corrected areas: 2912441
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Oct 2021 18:57
: CG/JU
: M3833-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16642.D

MW202D1-20210919

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
350000

300000

250000

200000

150000

100000

50000

0
Time-->
Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: BN016642.D\data.ms

10.204

3.5023.825

L e I B B B Ly L ) L L B B A LB B

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BN016642.D\data.ms

14.269 19.063  19.679

2.007

53348 13812

0
Time-->
Abundance
350000

300000

250000

200000

150000

100000

50000

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BN016642.D\data.ms

21.228

0  24.084 24.854 25.757
L I B By L B L L L L A L L L B B L B B

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1,4-Butanediamine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.502 0.16 ng 42930 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Butanediamine 88 C4H12N2 000110-60-1 5
2 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 4
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
4 2-Amino-2-oxoethyl acetate 117 C4H7NO3 1000500-76-5 4
5 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 46 (3.502 min): BN016642.D\data.ms (-44) (-) m/z 43.00 100.00%

3.0
5000 L
T
“ 3.20 3.40 3.60 3.80
ol A0 880 1120 1500 n/; a4.00  27.06%
miz-> 20 40 60 80 100 120 140
Abundance #2211: 1,4-Butanediamine
30.0
5000 L L R B B
3.20 3.40 3.60 3.80
59.0 m/z 42.00 16.77%
O\\\\“\‘\H\\“‘H\\i“\\“\\‘S\S\-\O\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2289: Butanal, 3-hydroxy-
29.0
T
3.20 3.40 3.60 3.80
5000 m/z 58.00 3.05%
.0
1 70.0
I ...
miz--> 20 40 60 80 100 120 140
Abundance #823: Guanidine, methyl- T
30.0 3.20 3.40 3.60 3.80
73.0 m/z 88.00 0.51%
5000
57.0
m/z--> 20 40 60 80 100 120 140 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Propanol, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.825 0.18 ng 48271  1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 4
2 Acetic acid, methyl ester 74 C3H602 000079-20-9 4
3 Hydrogen isocyanate 43 CHNO 000075-13-8 4
4 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
5 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 3
Abundance  Scan 81 (3.825 min): BN016642.D\data.ms (-77) (-) m/z 43.00 100.00%
T \M\‘/m
5000
74.0 R amma A RAREE
‘ 3.60 3.80 4.00 4.20
Ol e e 2901500 7 42,00 20.89%
miz-> 20 40 60 80 100 120 140
Abundance #988: 1-Propanol, 2-methyl-
43.0
5000 LA L B BRI B
3.60 3.80 4.00 4.20
74.0 m/z 74.00 16.80%
18.0
O\\\‘\“\‘}‘\\‘MU‘H\\HH‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #948: Acetic acid, methyl ester
43.0
R AR
3.60 3.80 4.00 4.20
5000 m/z 71.00 5.67%
15.0 74.0
0‘HM"“m“mu“HH‘HH‘HH‘HH‘HH
mfz--> 20 40 60 80 100 120 140
Abundance #74: Hydrogen isocyanate R AR
43.0 3.60 3.80 4.00 4.20
m/z 44.00 3.34%
h Mﬂ
150 ‘
ot — e SR
m/z--> 20 40 60 80 100 120 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.51 ng 134796 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 Ethene, methoxy- 58 C3H60 000107-25-5 3
4 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 189 (4.821 min): BN016642.D\data.ms (-186) (-) m/z 43.00 100.00%
43.0
B AR
58.0 4.60 4.80 5.00 5.20
b b e a2 0 20 myz 5800 16.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #265: Butane
43.0
5000 L B R B R B B
29.0 4.60 4.80 5.00 5.20
58.0 m/z 42.00 4.55%
2o Il
O\\\‘\\‘\\‘\\\\‘H\}i\}\\i\\\‘\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #241: Acetone
43.0
i AaaRmaas
4.60 4.80 5.00 5.20
5000 m/z 44.00 2.38%
58.0
15.0
L 380 ‘
Ot e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #255: Ethene, methoxy- R EAREEEE S
15.0 4.60 4.80 5.00 5.20
58.0 o
280 430 m/z 99.00 0.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Acetic acid, methyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.656 0.07 ng 19353 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, methyl ester 74 C3H602 000079-20-9 5
2 Isobutane 58 C4Hie 000075-28-5 4
3 Acetamide, oxime 74 C2H6N20 022059-22-9 4
4 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 4
5 Pentane, 1-(2-propenyloxy)- 128 C8H160 023186-70-1 4
Abundance Scan 388 (6.656 min): BN016642.D\data.ms (-383) (-) m/z 43.00 100.00%
T WM
5000
74.0
e A RRmaE R o
‘ 99.0 6.40 6.60 6.80 7.00
Ol e b e 2920 myz 42.00 64.63%
miz-> 20 40 60 80 100 120 140
Abundance #946: Acetic acid, methyl ester
43.0
5000 LB L L L I LN L
6.40 6.60 6.80 7.00
74.0 m/z 74.00 30.16%
15.0 ‘ |
O\\\‘\‘\\“\\‘}‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #269: Isobutane
43.0
RN AR Eam R R
6.40 6.60 6.80 7.00
5000 m/z 71.00 22.10%
15.0 ‘
ol
miz--> 20 40 60 80 100 120 140
Abundance #887: Acetamide, oxime e A RRmaE R o
42.0 6.40 6.60 6.80 7.00
m/z 99.00 7.82%
74.0
5000
O\\H‘\\HM\\‘1‘”‘\HH‘HH‘HH‘HH‘HH R e
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-SIM-BN100121.M Mon Oct 04 18:22:53 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hydroxylamine, O-(3-methylb... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.265 0.10 ng 25636 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 9
2 Butanoic acid, 3-hydroxy-, methy... 118 C5H1003 001487-49-6 9
3 1,4-Butanediamine 88 C4H12N2 000110-60-1 7
4 Hex-4-enylamine 99 C6H13N 055108-01-5 5
5 N-(2-Aminoethyl)-N-methylmethane... 152 C4H12N202S 778572-84-2 4
Abundance Scan 454 (7.265 min): BN016642.D\data.ms (-449) (-) m/z 43.00 100.00%
43.0
5000
71.0
R RAEmE R
H 99.0 7.00 7.20 7.40 7.60
b TS0 3520y 71,00 26.81%
m/z--> 20 40 60 80 100 120 140
Abundance #5206: Hydroxylamine, O-(3-methylbutyl)-
43.0
5000 LB L B I N LI I
7.00 7.20 7.40 7.60
710 m/z 44.00  15.05%
O\\\‘\\\\HW\ 1030
miz-> 20 40 60 100 120 140
Abundance #9917: Butanoic amd, 3—hydroxy—, methyl ester
43.0
R RAEmE R
7.00 7.20 7.40 7.60
5000 74.0 m/z 42.00  14.75%
‘ 103.0
o‘H_JH“MH““m‘_‘“H_m_m_m
m/z--> 20 80 100 120 140
Abundance #2211.Jq4—Butanemanﬂne A EAAARaa T
30.0 7.00 7.20 7.40 7.60
m/z 58.00 5.82%
5000
59.0
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\

Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2,3-Octanedione Concentration Rank 6

5 Propanoic acid, 2-methyl-, anhyd... 158

C8H1403

Abundance Scan 519 (7.864 min): BN016642.D\data.ms (-515) (-)

R.T. EstConc Area Relative to ISTD R.T.
7.864 0.07 ng 19790 1,4-Dichlorobenzene-d4 7.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Octanedione 142 C8H1402 000585-25-1 4
2 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 4
3 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 4
4 Methallyl butyrate 142 C8H1402 1000428-83-8 4

000097-72-3 4

m/z 71.00 100.00%

71.0
43.0
5000
G
99.0 7.60 7.80 8.00 8.20
ot e b L2280 m/z 43.00 70.60%
miz--> 20 40 60 80 100 120 140
Abundance #22611: 2,3-Octanedione
43.0
5000 L B L B L LA BRI
7.60 7.80 8.00 8.20
27. 71.0 99.0 ITI/Z 99.00 9.59%
O LI ‘ \‘H \‘\‘i“} T f“\”‘ T i“f T ‘ T \“ T \%2\5;()\]\-4‘.2\.(\)\ T ‘
miz--> 20 40 60 80 100 120 140
Abundance #27886: Pentane, 3-bromo-
430 710
SRR R RRRR ERE
7.60 7.80 8.00 8.20
5000 m/z 93.00 7.63%
27,0
0 UL |, 91.0107.0123.0  150.0
e e e P e S
miz--> 20 60 80 100 120 140
Abundance #2009: 3-Buten-2-ol, 2-methyl- e EARRaEEEsS S
71.0 7.60 7.80 8.00 8.20
43.0 m/z 58.00 7.31%
5000
27.0
0 D
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\

Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc . MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 5-Hepten-2-one Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.177 0.04 ng 11213 1,4-Dichlorobenzene-d4 7.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hepten-2-one 112 C7H120 006714-00-7 9
2 Trifluoroacetamidine 112 C2H3F3N2 000354-37-0 9
3 Decane, 4-methyl- 156 C11H24 002847-72-5 9
4 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 9
5 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 9

Abundance Scan 553 (8.1

77 min): BN016642.D\data.ms (-549) (-)

m/z 43.00 100.00%

43.0 71.0
5000
R REEREEIS
112.0 7.80 8.00 8.20 8.40 8.60
Obr kb 880 L njz 71.e0 90.66%
mlz--> 20 40 60 80 100 120 140 160
Abundance #7325: 5-Hepten-2-one
43.0
5000 LA LLN BLELEL L B BB
7.80 8.00 8.20 8.40 8.60
m/z 42.00 20.57%
‘ ‘ 690 g, 1120
O\\\\‘\\\\“}\\“\“\‘}“\\“‘\\\‘\R\\!\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #6980: Trifluoroacetamidine
43.0
R REEAREEIS
7.80 8.00 8.20 8.40 8.60
5000 m/z 58.00 14.52%
69.0
17-0‘ ‘ 112.0
OHH“““H“;uu““H“H‘“H!“HH‘HH_
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- T
43.0 7.80 8.00 8.20 8.40 8.60
71.0 m/z 112.00 12.73%
5000
112.0
oo L L ee T aseo
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60

8270-SIM-BN100121.M Mon Oct 04 18:22:55 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\

Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Propane, 1-isothiocyanato- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.204 0.69 ng 315213 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 5
2 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5
3 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 4
4 3-Aminopropionitrile 70 C3H6N2 000151-18-8 4
5 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 4

Abundance Scan 717 (10.204 min): BN016642.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000
42.0 77.0
R AR REEEE
129.0 10.0010.2010.4010.60
Otrrrprrrr el b e oo s m/z 42,08 31.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4552: Propane, l-isothiocyanato-
43.0 101.0
72.0
5000 LI L L L RO B R
10.0010.2010.4010.60
m/z 77.00  30.94%
O' ‘\\w“l\\”\h\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4549: |sopropyl isothiocyanate
270 600 101.0
R e AAARARN
10.0010.2010.4010.60
5000 m/z 99.00 7.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4506: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro- R AREE L RN
101.0 10.0010.2010.4010.60
m/z 82.00 5.03%
5000 43.0
74.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.0010.2010.4010.60

8270-SIM-BN100121.M Mon Oct 04 18:22:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Vanillin Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.178 0.05 ng 23511  Acenaphthene-die 14.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-

2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-

3 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803 000526-37-

4 3-Amino-2-methylbenzoic acid 151 C8HINO2 052130-17-
5 Furane-2-carboxaldehyde, iminose... 152 C6H8N40 004353-50-

o whowuw
ADuUuiuw

Abundance Scan 1097 (13.178 min): BN016642.D\data.ms (-1095) (-  m/z 151.00 100.00%

151.0
5000

12.8013.0013.201.3.40
510 1050 330 g
o+t e m/z 152.00 23.63%
m/z--> 50 100 150 200 250 300
Abundance #29935: Vanillin
151.0
5000 DL L R R
81.0 12.8013.0013.2013.40

m/z 51.00 5.73%

i
Ot \“‘\‘ "“\‘M“\“h\‘ \““‘\ \“\“\ L B B
miz--> 50 100 150 200 250 300
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
R EEERREEE R
12.8013.0013.2013.40
5000 ITI/Z 105.00 4.72%
81.0
29.0 ‘
bkl ULV
miz--> 50 100 150 200 250 300
Abundance #30060: Benzaldehyde, 2,6-dihydroxy-4-methyl- B
151.0 12.8013.0013.2013.40
m/z 153.00 2.97%
5000
106.0
53.0 ‘
ol b Vo
m/z--> 50 100 150 200 250 300 12.8013.0013.2013.40

8270-SIM-BN100121.M Mon Oct 04 18:22:57 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Methyl 2-benzoylcyclopropan... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.715  e.e5ng 21845  Phenanthrene-d1e 17.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl 2-benzoylcyclopropane-1-c...
2 5-Nitro-6-(2-oxo0-2-phenylethyl)-..
3 3-[2-(Prop-2-en-1-yloxy)phenyl]p...

4 Phenol, 3,5-dichloro-, acetate
5 Phenol, 2,4-dichloro-, acetate

204 C12H1203
. 310 C16H10N205
204 C12H1203
204 C8H6C1202
204 C8H6C1202

006366-30-9 5
1000489-20-6 4
091963-08-5 3
061925-86-8 3
006341-97-5 3

Abundance Scan 1297 (15.715 min): BN016642.D\data.ms (-1295) (-  m/z 105.00 100.00%

105.0
5000
51.0 — ——
15.50 16.00
162.0 204.0
b 02O D 3800 hy; s1.e0  20.05%
miz--> 50 100 150 200 250 300
Abundance #79712: Methyl 2-benzoylcyclopropane-1-carboxylate, cis
105.0
5000 — —
15.50 16.00
51.0 144.0 m/z 63.00  4.82%
5.0
0 \‘\ g “}‘ "“‘\”\m\ { “ \L‘\‘\ T \“\\20"4\0\ L B s B
miz--> 50 100 150 200 250 300
Abundance #211382: 5-Nitro-6-(2-oxo-2-phenylethyl)-2H-isoindole-1,:
105.0
e P
15.50 16.00
5000 ITI/Z 204 .00 3.45%
51.0
0]'4'0\\\ T 163.0 20'\5'0 319'0
il e
miz--> 50 100 150 200 250 300
Abundance #79705: 3-[2-(Prop-2-en-1-yloxy)phenyl]prop-2-enoic acic — ——
41.0 15.50 16.00
m/z 89.00 2.85%
5000 91.0 146.0
204.0
NI 7 7% 1 O S I S
m/z--> 50 100 150 200 250 300 15.50 16.00

8270-SIM-BN100121.M Mon Oct 04 18:22:57 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Phenol, 2,4-dichloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.969 0.06 ng 26888  Phenanthrene-die 17.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-dichloro- 162 C6H4C120 000120-83-2 9
2 Benzonitrile, 4-methyl-2-nitro- 162 C8H6N202 026830-95-5 7

3 5-Nitro-ortho-tolunitrile 162 C8H6N202 000939-83-3 7
4 6-Nitroindole 162 C8H6N202 004769-96-4 7

5 6-Nitro-m-tolunitrile 162 C8H6N202 064113-86-6 7

Abundance Scan 1317 (15.969 min): BN016642.D\data.ms (-1311) (-  m/z 151.00 100.00%
15[1.0

63.0
89.0
5000
—
204.0 16.00
L ze20 | ;
O+ e e e m/z 63.00 80.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38212: Phenol, 2,4-dichloro-
63.0 162.0
98.0
5000 L
16.00
126.0 m/z 162.00 75.08%
o
0 \H‘\Hm“\‘}h‘\‘\ i‘l\w\ ‘”‘\‘\‘H T \‘\‘1 \“‘\ T \\\\“\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38463: Benzonitrile, 4-methyl-2-nitro-
89.0 162.0
116.0
7
16.00
5000 30.0 ITI/Z 89.00 71.38%
63.0
0 - \J‘J S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38444: 5-Nitro-ortho-tolunitrile ——
d ~
89.0 116.0 162.0 16.00
m/z 51.00 61.62%
5000
63.0
39.0
0/15.0 u“ il N I A L
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00

8270-SIM-BN100121.M Mon Oct 04 18:22:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 2,3-Dichloro-7-methylenebic... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.835 0.06 ng 25867 Phenanthrene-die 17.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dichloro-7-methylenebicyclo[... 176 C8H1leC12 1000210-21-0 7
2 2,4-Difluorobenzoyl chloride 176 C7H3C1F20 072482-64-5 5
3 2,2-Dimethylpropanoic acid, 3-ch... 176 C8H13Cl02 1000299-33-9 5
4 2-Chloromethyl-5-methylpyridine 141 C7H8CIN 1000241-93-8 4
5 (4-Chloro-1H-pyrazol-1-yl)aceton... 141 C5H4CIN3 113336-23-5 4
Abundance Scan 1388 (16.835 min): BN016642.D\data.ms (-1383) (-  m/z 141.00 100.00%
141.0
5000 hL
— ——
179.0 16.50 17.00
ob 800 | |l 21502400 3820 ./, 179 06 11.68%
miz--> 50 100 150 200 250 300
Abundance #51358: 2,3-Dichloro-7-methylenebicyclo[2.2.1]heptane
141.0
79.0
5000 — ——
39.0 16.50 17.00
m/z 165.00 9.80%
O \“ “‘H\“ T “\ } ‘ \]-\7‘6\.0\ ‘ T T T T ‘ T T T ‘ T T T T
miz-> 50 100 150 200 250 300
Abundance #51275: 2,4-Difluorobenzoyl chloride
141.0
— ——
16.50 17.00
5000 m/z 142.00 7.99%
63.0
ol lier0 | 1760
e e
miz--> 50 100 150 200 250 300
Abundance #51366: 2,2-Dimethylpropanoic acid, 3-chloroprop-2-enyl — ——
57.0 16.50 17.00
m/z 178.00 7.91%
5000 141.0 ww
ol L‘m T — S
m/z--> 50 100 150 200 250 300 16.50 17.00

8270-SIM-BN100121.M Mon Oct 04 18:22:59 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Atrazine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.955 0.06 ng 24932  Phenanthrene-die 17.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Atrazine 215 C8H14CIN5 001912-24-9 9
2 1-Naphthaleneacetic acid, methyl... 200 C13H1202 002876-78-0 9

3 2-t-Butyl-4-hydroxymethyl quinoline 215 C14H17NO 1000255-75-0 9
4 Hydrazinecarboxamide, 2-cyclopen... 141 C6H11N30 005459-00-7 9

5 4-Chlorophenoxyacetic acid, meth... 200 C9H9C103 1000362-94-5 9

Abundance Scan 1480 (17.955 min): BN016642.D\data.ms (-1477) (- m/z 141.00 100.00%
0

141.
200.0
5000 80.0
—
g || 2smo
o LU L 24802840 3320 s 56000 64.36%
miz--> 50 100 150 200 250 300
Abundance #93482: Atrazine
200.0
5000 T
18.00
m/z 80.00 48.72%
68.0 122.0158%
ob——— “‘ ‘\‘ : ‘HH‘\M “‘ }“\u‘\‘uh\““d‘\ ‘M“ e
miz--> 50 100 150 200 250 300
Abundance #75939: 1-Naphthaleneacetic acid, methyl ester
141.0
—
18.00
5000 200.0 m/Z 166.00 42 .54%

T i T e R AR A

miz-> 50 100 150 200 250 300

Abundance #93312: 2-t-Butyl-4-hydroxymethyl quinoline
200.0

,_‘
o1
o
o
£Qd
o
N
o
N
o

18.00
m/z 167.00  32.82%

5000

410 770 130.0

i

ob— “ i‘m‘ L H\\L L) ih\ e “\‘\ ! ‘m“‘ H‘M o

m/z--> 50 100 150 200 250 300 18.00

8270-SIM-BN100121.M Mon Oct 04 18:23:00 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Urea, N,N-dimethyl-N'-2-eth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.247 0.04 ng 22049 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urea, N,N-dimethyl-N'-2-ethylhexyl- 200 C11H24N20 1010419-88-4 4
2 (Z)-Oct-5-en-1-0l1 200 C11H240Si 1010498-20-3 4
3 Decanoic acid, ethyl ester 200 C12H2402 000110-38-3 4
4 Octan-2-yl (E)-2-methylbut-2-enoate 212 C13H2402 1000373-76-0 3
5 Silane, diethylmethyl-7-octenyl- 212 C13H28Si 062185-52-8 3

Abundance Scan 1733 (19.247 min): BN016642.D\data.ms (-1728) (-  m/z 101.00 100.00%

101.0
5000
— B—
200.0 ” 19.00 19.50
Obrrrrrerrrrereprrre et b m/z 200.00  15.13%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75570: Urea, N,N-dimethyl-N'-2-ethylhexyl-
74.0
5000 — ——
1010 19.00 19.50
m/z 122.00  7.42%
44.0 156.0 /
O \\\‘\\‘\\“‘H‘\\w‘\\ ‘\‘\1‘\\“‘\\\\‘\\\.\O‘\\\!“\\‘\\‘\%??\9\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75578: (Z)-Oct-5-en-1-ol
75.0
— —
129.0 19.00 19.50
5000 m/z 104.00  1.60%
41.0
101.0 157.0 185.0
0150 wl»mk T SN G
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75757: Decanoic acid, ethyl ester — —
88.0 19.00 19.50
m/z 203.80  1.59%
5000 W
29.0 SSOH wso 200.0
oHwHNM“‘UM TR S A e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 19.00 19.50

8270-SIM-BN100121.M Mon Oct 04 18:23:01 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Tricyclo[4.3.1.0(3,8)]dec-4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.017 0.06 ng 28484 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.3.1.0(3,8)]dec-4-en-1... 248 C17H200 1000197-67-3 9
2 2-Benzyl-3-phenylpropanoic acid 240 C16H1602 000618-68-8 7

3 Acetic acid, 2-(1-methyl-2-oxohy... 252 C10H12N404 1000327-59-6 5
4 Bicyclo[2.2.1]hept-5-ene-2-aceti... 236 C13H1604 077828-47-8 5

5 2,2,5,5-Tetramethyl-4-(p-fluorop... 236 C13H17FN20 090277-88-6 5

Abundance Scan 1887 (20.017 min): BN016642.D\data.ms (-1885) (- m/z 91.00 100.00%

Abundance #137270: Acetic acid, 2-(1-methyl-2-oxohydrazino)-, N'-[(I
44.0 20.00

m/z 126.00  21.07%

91.0
5000 149.0
120.0 ‘ 229.0 — ‘
20.00
‘ ‘ ‘ 279.(
0 _Hww,w,w,w_m_m‘W‘?‘Q‘O‘j?wM‘HHUW“W m/z 149.00  45.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123947: Tricyclo[4.3.1.0(3,8)]dec-4-en-10-benzyl ether
91.0
149.0
5000 — :
121. 20.00
m/z 167.00 24.80%
41.0 ‘ 240.0
O ‘\H\“‘H‘\“\"\M\Hh’HU\’\“H‘M“HM\‘\HH‘\\\%gg\(‘)\\\\‘H\\l\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123777: 2-Benzyl-3-phenylpropanoic acid
91.0
T I
20.00
5000 131.0 m/z 229.00  21.28%
240.0
ot L L L 17802080 "0
m/z--> 20 40 60 80 lOO120140160180200220240260280
- I

5000

77.0

L, 1200 1830 5050 2520
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m/z--> 20 40 60 80 100120140160180200220240260280 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16642.D

Acqg On : 01 Oct 2021 18:57

Operator : CG/JU

Sample : M3833-03 :
Misc : MW202D1-20210919

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,4-Butanediamine 3.502 0.2 ng 42930 1 7.643 106635 0.4
1-Propanol, 2-m... 3.825 0.2 ng 48271 1 7.643 106635 0.4
Butane 4.821 0.5 ng 134796 1 7.643 106635 0.4
Acetic acid, me... 6.656 0.1 ng 19353 1 7.643 106635 0.4
Hydroxylamine, 7.265 0.1 ng 25636 1 7.643 106635 0.4
2,3-Octanedione 7.864 0.1 ng 19790 1 7.643 106635 0.4
5-Hepten-2-one 8.177 0.9 ng 11213 1 7.643 106635 0.4
Propane, 1l-isot... 10.204 0.7 ng 315213 2 10.407 182736 0.4
Vanillin 13.178 0.0 ng 23511 3 14.269 202400 0.4
Methyl 2-benzoy... 15.715 0.1 ng 21845 4 17.030 167423 0.4
Phenol, 2,4-dic... 15.969 0.1 ng 26888 4 17.030 167423 0.4
2,3-Dichloro-7-... 16.835 0.1 ng 25867 4 17.030 167423 0.4
Atrazine 17.955 0.1 ng 24932 4 17.030 167423 0.4
Urea, N,N-dimet... 19.247 0.0 ng 22049 5 21.228 199965 0.4
Tricyclo[4.3.1.... 20.017 0.1 ng 28484 5 21.228 199965 0.4
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