LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08 Instrument :
Operator : CG/JU BNA_N

Sample : M3829-02 ClientSampleld :
Misc : RE114D1-20210916

ALS Vvial : 34 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@16666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.161 4 9 11 rBV 711997 1128602 100.00% 27.713%
2 3.364 29 31 47 rVB 75820 232441 20.60% 5.708%
3  3.816 77 80 96 rVB 8074 34586 3.06% 0.849%
4 4.010 98 101 119 rVB 6529 25869 2.29% 0.635%
5 4.821 185 189 200 rVB 51363 118327 10.48%  2.906%
6 5.264 234 237 244 rVB 5309 13874 1.23% 0.341%
7 6.296 345 349 354 rBV 14599 31815 2.82% 0.781%
8 6.637 383 386 401 rW 6313 15832 1.40% 0.389%
9 6.850 403 409 418 rVB3 5693 22287 1.97% 0.547%
10 7.080 430 434 440 rVB 5865 11708 1.04% 0.287%
11  7.264 449 454 460 rVB3 7782 21739 1.93% 0.534%
12 7.633 489 494 499 rVB2 52278 108847 9.64% 2.673%
13 7.864 515 519 526 rBV 19253 39159 3.47% 0.962%
14 8.168 549 552 559 rw 11504 29002 2.57% 0.712%
15 8.3066 563 567 569 rVB 16192 20753 1.84% 0.510%
16 8.785 601 605 609 rBV 24286 48729  4.32% 197%
17 9.114 626 631 635 rVB2 10205 25677  2.28% 631%

18 10.191 713 716 729 rBV 177265 319338 28.30%

R ANO®R
o
N
=
R

19 10.407 729 733 736 rBV 106408 182621 16.18% 484%
20 12.003 918 931 942 rBV 46856 76046  6.74% 867%
21 12.886 1071 1074 1078 rBV 105940 171125 15.16% 4.202%
22 14.269 1180 1183 1186 rBV 135564 203341 18.02%  4.993%
23 14.434 1193 1196 1198 rBV 11146 17062 1.51% 0.419%
24 15.715 1294 1297 1299 rBV 15161 21438 1.90% ©.526%
25 15.766 1299 1301 1305 rVB2 12809 20604 1.83% 0.506%

26 17.018 1400 1403 1406 rBV 111450 167746 14.86%
27 19.063 1688 1696 1714 rBV 137801 188535 16.71%
28 19.679 1813 1820 1840 rBV 135571 173199 15.35%

N B BRD
N
(9]
w
R

29 20.983 1975 1978 1991 rBV2 6476 20711 1.84% 509%
30 21.164 1993 1995 1999 rBV 81270 121267 10.74% 978%
31 21.238 1999 2002 2011 rVB2 124095 202138 17.91% 4.964%
32 22.311 2100 2103 2108 rBV 10938 22226 1.97% ©.546%
33 23.485 2415 2427 2463 rVB 106817 209510 18.56% 5.145%
34 24.087 2593 2603 2620 rBV 6337 12699 1.13% ©0.312%
35 24.854 2817 2827 2850 rVB 5896 13617 1.21% ©.334%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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
Sum of corrected areas: 4072470
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 TIC: BN016666.D\data.ms
800000161

700000
600000
500000

400000

300000

200000 10.191

0.407
100000 3.864 2821

7.633
7. 8.78
3.826010 [\ 5264 6.2966.65785008264 || 7-8648.85806 87859 114

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN016666.D\data.ms

800000

700000
600000
500000
400000
300000

200000

12.886 14.269 17018 19.063  19.679
100000

2.003

4.434 157266

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN016666.D\data.ms

800000

o

700000
600000
500000
400000
300000
200000

21.238
100000 21.164

o 20.98 22.311 24.087 24.854
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

23.485
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Pyridine, 1-oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.161 4.15 ng 1128600 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 1-oxide 95 C5H5NO 000694-59-7 2
2 3-Pyridinol 95 C5H5NO 000109-00-2 2
3 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2
4 4-Pyridinol 95 C5H5NO 000626-64-2 2
5 2-(Aminomethylene)aminoacrylontrile 95 C4H5N3 167320-31-2 2
Abundance Scan 9 (3.161 min): BN016666.D\data.ms (-4) (-) m/z 95.00 100.00%
95.0
5000 JK
RARaasaEEEas s
3.203.303.403.503.60
b 830 111120 1500 0 99,00 11.13%
miz--> 20 40 60 80 100 120 140
Abundance #2996: Pyridine, 1-oxide
95.0
39.0
5000 T[T T T[T T T[T T[T T T 1T
3.203.303.403.503.60
m/z 63.00 0.19%
‘ 78.0
0\\\\’\“1”\‘\ ‘\\“\‘\6]‘-‘*9\\\‘i\\\!‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2986: 3-Pyridinol
95.0
R iRERRsEEEEEEEE SR
3.203.303.403.503.60
5000 m/z 93.00 0.02%
39.0
68.0
14.0 T |
0l el
miz--> 20 40 60 80 100 120 140
Abundance #2975: 4-Aminopyrimidine AR ERaRaREEAE SR
95.0 3.203.303.403.503.60
5000 420 68.0
O\\\\,\\\\wa“‘w«\\‘\\\l‘\\\\w\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Hydrogen isocyanate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.364 0.85 ng 232441  1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrogen isocyanate 43 CHNO 000075-13-8 4
2 1-Butanol 74 C4H1e0 000071-36-3 3
3 Isobutane 58 C4H1e 000075-28-5 3
4 Hydrogen azide 43 HN3 007782-79-8 2
5 Butane 58 C4H1e 000106-97-8 2
Abundance  Scan 31 (3.364 min): BN016666.D\data.ms (-29) (-) m/z 43.00 100.00%

43.0
- L\a
T

3.20 3.40 3.60 3.80

obr e L AE0US0 1520 /7 a2.00  22.30%

miz-> 20 40 60 80 100 120 140

Abundance #74: Hydrogen isocyanate

43.0
5000 LI EL L L I L L B
3.20 3.40 3.60 3.80
m/z 58.00 7.65%
15.0 ‘ ‘
O\\\‘\‘\“1\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #961: 1-Butano
31.0 56.0
T
3.20 340 3.60 3.80
5000 m/z 44.00 2.48%
‘ 73.0
om A e e
miz--> 20 40 60 80 100 120 140
Abundance #269: Isobutane e B B
43.0 3.20 340 3.60 3.80
m/z 71.00 0.37%
5000
15.0 ‘ ‘
ot e e —— A REERE
m/z--> 20 40 60 80 100 120 140 3.20 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Acetic acid, methyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.816 0.13 ng 34586 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 9
2 Hydrogen azide 43 HN3 007782-79-8 4
3 0-Methylisourea 74 C2H6N20 002440-60-0 4
4 Hydrogen isocyanate 43 CHNO 000075-13-8 3
5 1-Ethyl-1-methylhydrazine 74 C3H1ON2 004986-48-5 3
Abundance  Scan 80 (3.816 min): BN016666.D\data.ms (-77) (-) m/z 43.00 100.00%
3.0
5000 L
74.0 RN e N
‘ 58.0 3.40 3.60 3.80 4.00 4.20
Obrr e e e e e M/Z 74,00 19.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #948: Acetic acid, methyl ester
43.0
5000 L L L L
3.40 3.60 3.80 4.00 4.20
15.0 74.0 m/z 42.00 14.91%
29.0 | 59.0
O\\‘\}\\‘\\\\“‘\\\\‘\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #77: Hydrogen azide
43.0
Ramaa AR AR
3.40 3.60 3.80 4.00 4.20
5000 15.0 ITI/Z 71.00 3.90%
28.0
(( RSNEEINSUNNEE HSNEN
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #886: O-Methylisourea Ramas A o
43|10 3.40 3.60 3.80 4.00 4.20
m/z 44.00 2.92%
5000
74.0
‘ 60.0
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00 4.20

8270-SIM-BN100121.M Mon Oct 04 18:40:12 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Acetamide, N-ethenyl-N-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.010 0.10 ng 25869 1,4-Dichlorobenzene-d4 7.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-ethenyl-N-methyl- 99 C5HONO 003195-78-6 3
2 1H-1,2,3,4-Tetrazol-5-amine, 1-m... 99 C2H5N5 005422-44-6 3
3 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 2
4 Isothiazole, 3-methyl- 99 C4H5NS 000693-92-5 2
5 Isothiazole, 4-methyl- 99 C4H5NS 000693-90-3 2
Abundance Scan 101 (4.010 min): BN016666.D\data.ms (-98) (-) m/z 99.00 100.00%
99.0
5000
63.0
BRARNEEREE RS
3.60 3.80 4.00 4.20 4.40
‘ || 1120 o
O T e T m/z 63.00  28.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3946: Acetamide, N-ethenyl-N-methyl-
430 °10
99.0
5000 B B AL BURL B B
28.0 3.60 3.80 4.00 4.20 4.40
m/z 95.00 8.11%
15.0
OH“H““H}“HHH“ {\\‘}!‘ 1‘\\\7\%\.\0\\‘8\4\.\0\‘\\\\i\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3851: 1H-1,2,3,4-Tetrazol-5-amine, 1-methyl-
43.0
R A RERAR R
99.0 3.60 3.80 4.00 4.20 4.40
5000 m/z 64.00 3.57%
57.0
0 N Ly 70.0 83.0 |
R A R ARE s o RARRRRS
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3846: 3,5-Diamino-1,2,4-triazole R A RERAR R
43.0 99.0 3.60 3.80 4.00 4.20 4.40
m/z 71.00 1.63%
5000
57.0
0 \‘m | ‘ \\730
e e e e e e e e R R RARRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Butane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.43 ng 118327 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): BN016666.D\data.ms (-185) (-) m/z 43.00 100.00%
3.0
5000 \J\_&
i AaaRmaas
4.60 4.80 5.00 5.20
ol R0 980 1520 nyz sgiee 17.36%
miz--> 0O 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 L B R B R B B
4.60 4.80 5.00 5.20
m/z 42.00 4.58%
15.0 H
O\‘\\\\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #237: Acetone
43.0
i AaaRmaas
4.60 4.80 5.00 5.20
5000 m/z 44.00 2.39%
15.0 MJ\WM
0 “Hu““uw“u““mH‘HH‘HH‘HH‘HH‘HH
miz--> 0O 20 40 60 80 100 120 140
Abundance #255: Ethene, methoxy- R EAREEEE S
15.0 4.60 4.80 5.00 5.20
58.0 m/z 71.08  ©.27%
S G e S
m/z--> 0 20 40 60 80 100 120 140 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@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 6 Hydrogen azide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.296 0.12 ng 31815 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrogen azide 43 HN3 007782-79-8 4
2 Isobutane 58 C4H1e 000075-28-5 3
3 2,3-Octanedione 142 C8H1402 000585-25-1 2
4 Hydrogen isocyanate 43 CHNO 000075-13-8 2
5 Carbonic acid, dipropyl ester 146 C7H1403 000623-96-1 2
Abundance Scan 349 (6.296 min): BN016666.D\data.ms (-345) (-) m/z 43.00 100.00%
43.0
5000
R RRRaEES B
6.00 6.20 6.40 6.60
O b 740 990 1520 ./ a2.00  11.89%
miz-> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
5000 150 LN L L L I L A DL B

6.00 6.20 6.40 6.60
‘ ‘ m/z 44.00 3.80%

‘\
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #266: Isobutane
43.0
R amEa e AR
6.00 6.20 6.40 6.60
5000 ITI/Z 58.00 2.50%
15.0 ‘ ‘
0"‘\‘uﬂ‘wi1‘Hm“““““““‘H“““‘
m/z--> 20 40 60 80 100 120 140
Abundance #22611: 2,3-Octanedione R RRRaEES B
43.0 6.00 6.20 6.40 6.60
m/z 99.00 0.70%
5000
71.0 99.0
o‘mf?‘w m‘i“mN‘u‘_w‘”_““““‘1‘2‘5:91“}%'9”‘ .
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 7 1,4-Butanediamine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.637 0.06 ng 15832 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 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 5
3 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 5
4 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 4
5 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
Abundance Scan 386 (6.637 min): BN016666.D\data.ms (-383) (-) m/z 43.00 100.00%
43.0
71.0
5000
R RN RaEEE
58.0 99.0 1120 6.40 6.60 6.80 7.00
0 ““““,““,“ m/z 71.00 55.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2211: 1,4-Butanediamine
30.0
5000 430 LB B L I IR L B
6.40 6.60 6.80 7.00
59.0 m/z 42.00 32.98%
O H\‘\]\_Z\.‘OH\‘\‘ ‘\H\‘WH\\‘Hi\“\\\\7"2\.\0\\‘\\8\8\.‘9\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0
R RN RaEEE
710 6.40 6.60 6.80 7.00
5000 ' m/z 99.00 12.17%
27.0
0 14f0 ‘\‘ “\\\ ‘5\ \'O i 84\'0 97.0 112.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #987: 1-Propanol, 2-methyl- P
43.0 6.40 6.60 6.80 7.00
m/z 58.00 11.97%
5000 M
21 74.0
L =
Obrrie pret el el SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-SIM-BN100121.M Mon Oct 04 18:40:16 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 8 Hydroxylamine, O-(3-methylb... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.264 0.08 ng 21739 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 Octane, 2,7-dimethyl- 142 C1OH22 001072-16-8 4
Abundance Scan 454 (7.264 min): BN016666.D\data.ms (-449) (-) m/z 43.00 100.00%
T JJ\f\A/VA&w/MvAJX
5000
71.0
R RAEmE R
H 99.0 7.00 7.20 7.40 7.60
ot b b PRS0 1520 sz 71,00 28.55%
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 42.00 14.66%
miz-> 20 40 60 80 100 120 140
Abundance #9917: Butanoic acid, 3-hydroxy-, methyl ester
43.0
R RAEmE R
7.00 7.20 7.40 7.60
5000 74.0 m/z 44.00 13.33%
o ‘ i AFJL/V
b il ALl L L
miz--> 20 40 60 80 100 120 140
Abundance #2211: 1,4-Butanediamine A EAAARaa T
30.0 7.00 7.20 7.40 7.60
m/z 58.00 5.61%
5000 WM
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@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 3-Buten-2-o0l, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.864 0.14 ng 39159 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 4
2 3-Hydroxypentanedinitrile, acetate 152 C7H8N202 1000506-60-2 4
3 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 4
4 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 4
5 3-Penten-2-o0l 86 C5H100 001569-50-2 4

Abundance Scan 519 (7.864 min): BN016666.D\data.ms (-515) (-) m/z 71.00 100.00%

71.0
43.0
5000
S RALEAEEEENEE RS S
99.0 7.60 7.80 8.00 8.20
o e LA D0 3520 sy 43,00 72.68%
m/z--> 20 40 60 80 100 120 140
Abundance #2009: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 L B L B L AL SR
7.60 7.80 8.00 8.20
270 m/z 99.00  7.92%
0 t
miz--> 20 40 60 80 100 120 140
Abundance #29841: 3-Hydroxypentanedinitrile, acetate
43.0
LA m
7.60 7.80 8.00 8.20
5000 m/z 58.00 7.25%
93.0
1t
miz--> 20 40 60 80 100 120 140
Abundance #35128: Propanoic acid, 2-methyl-, anhydride e EARRaEEESS S
43.0 71.0 7.60 7.80 8.00 8.20
m/z 93.00 6.82%
5000
27.0 ‘
0 H““:HH‘MH‘H‘M‘HH‘HH‘HH‘HH A mamma e e
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@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 4-Methyl-3-heptanol, triflu... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.168 0.11 ng 29002 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-3-heptanol, trifluoroac... 226 C1OH17F302 1000365-51-8 43
2 Decane, 4-methyl- 156 C11H24 002847-72-5 9
3 Octane, 3-ethyl- 142 C10H22 005881-17-4 9
4 1,3-Butadien-1-0l, acetate 112 C6H802 001515-76-0 7
5 Butane 58 C4H1e 000106-97-8 7

Abundance Scan 552 (8.168 min): BN016666.D\data.ms (-549) (-) m/z 43.00 100.00%

43.0 710
5000
R E AR mmmEERET
‘ ‘ 112.0 7.80 8.00 8.20 8.40
0““H“‘m“_“‘_"Nw‘l‘_“‘_“‘_“w“‘w‘ m/z 71.00 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 710
5000 L L L BRI B I
7.80 8.00 8.20 8.40
m/z 58.00 15.58%
112.0
O \1\5\.‘0\‘\‘\ \‘i‘} T H“ \‘\ 1 T “} T \H‘ T !‘\ ‘ TTTT ‘ \1\5\4\..‘0\ TTT ‘ \]\-\9\6‘.0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
43.0 710
R a AR mmmEERET
7.80 8.00 8.20 8.40
5000 m/z 42.00 13.63%
‘ ‘ 112.0 MW
olsol U L T s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22070: Octane, 3-ethyl- R a AR mamEEREE
43.0 7.80 8.00 8.20 8.40
71.0 m/z 112.00 10.71%
5000
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 2-Furanmethanamine, tetrahy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.306 0.08 ng 20753 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 9
2 Butane 58 C4H10 000106-97-8 5
3 Acetone 58 C3H60 000067-64-1 5
4 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 4
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 4
Abundance Scan 567 (8.306 min): BN016666.D\data.ms (-563) (-) m/z 43.00 100.00%
430 710
5000
e EEERRRRES
‘ ‘ 99.0 8.00 8.20 8.40 8.60
o e e e 2920 sz 71,00 85.56%
miz-> 20 40 60 80 100 120 140
Abundance #4620: 2-Furanmethanamine, tetrahydro-
30.0
71.0
5000 L LN B L R I |
8.00 8.20 8.40 8.60
m/z 58.00 18.07%
O\ T \‘\’\H“! 53.¢ T \M \‘!\\]\-0‘2\.(\)\ T ‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
e EEERRRRES
8.00 8.20 8.40 8.60
5000 m/z 42.00 12.95%
2L MMM
Ottt
miz--> 20 40 60 80 100 120 140
Abundance #236: Acetone R EEEEAE
43.0 8.00 8.20 8.40 8.60
m/z 99.00 8.91%
5000
15.0
0“HL,WH‘NM““‘““““““W““““\ R AANEEEREREEEEERRE
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Furan, 2,5-dihydro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.114 0.06 ng 25677 Naphthalene-d8 10.407

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 4
2 1H-Pyrazole 68 C3H4AN2 000288-13-1 4
3 Methane, chlorofluoro- 68 CH2C1F 000593-70-4 4
4 1,4-Pentadiene 68 C5HS8 000591-93-5 4
5 Acetic acid, cyano-, methyl ester 99 C4H5NO2 000105-34-0 4
Abundance Scan 631 (9.114 min): BN016666.D\data.ms (-626) (-) m/z 68.00 100.00%
68.0
5000 e _JL
e RRREEEa e
99.0 157 8.80 9.00 9.20 9.40
Ol prrrrprrre e e e a2 0 m/z 42,08 42.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #618: Furan, 2,5-dihydro-
39,0
70.0
5000 IR L R
8.80 9.00 9.20 9.40
m/z 70.00 32.37%
14.0
0 1\‘H‘\i‘i\‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #469: 1H-Pyrazole
68.0
R  ERARmEREESSREE
8.80 9.00 9.20 9.40
m/z 54.00 6.54%
5000 42.0 /
0 14.0\‘\ ‘
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #537: Methane, chlorofluoro- T T T T T T T
68.0 8.80 9.00 9.20 9.40
m/z 99.00 6.31%
5000
33.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Morpholine, 2,5,5-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.70 ng 319338 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 2,5,5-trimethyl- 129 C7H15NO 1000460-73-8 5
2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5

3 4-Methyl-1,2,5-oxadiazol-3-amine 99 C3H5N30 1000411-31-0 5
4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 5

5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5

Abundance Scan 716 (10.191 min): BN016666.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 420
77.0
R AR
129.0 9250 9.8010.0010.2010.40
Ol et e e e e e m/z 42,00 50.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14875: Morpholine, 2,5,5-trimethyl-
42.0
5000 EEEEEEEEEE R
84.0 9.8010.0010.2010.40
m/z 77.00 36.97%
90 | L |y e
O \\‘\‘\M‘\\‘ih\\‘\‘\\{\‘\\\\“‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4504: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101.0
T e
42 9.8010.0010.2010.40
5000 0 m/z 99.e0  7.11%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3859: 4-Methyl-1,2,5-oxadiazol-3-amine P T
42.0 9.8010.0010.2010.40
m/z 54.00 5.96%
5000
69.0
‘ 99.0
] B H‘Hn‘w‘w‘_m‘mWwwwwwm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.8010.0010.2010.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 Phenyl tert-butyl ketone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.715 0.05 ng 21438  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenyl tert-butyl ketone 162 C11H140 000938-16-9 3

2 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 2
3 2-(Dibenzoylmethyl)-4-p-toluenes... 533 C32H23NO5S 300360-29-6 2
4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 2

5 Propanoic acid, 2-(benzoylamino)... 283 C17H17NO3 074923-17-4 2

Abundance Scan 1297 (15.715 min): BN016666.D\data.ms (-1294) (-  m/z 105.00 100.00%

105.0
5000
51.0 P —_
162.0 15.50 16.00
0 b e e e e m/z 51.00  20.30%
mlz--> 50 100 150 200 250 300 350
Abundance #37804: Phenyl tert-butyl ketone
105.0
5000 — —
15.50 16.00
m/z 63.00 5.54%
41.0 /
O\“‘\‘T‘i“‘\\“\\““\\\\]-‘6\‘2;0\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #175360: Benzofurazan-5-carbohydrazide, N2-benzoyl-
105.0
—— —
15.50 16.00
5000 ITI/Z 89.00 3.37%
51.0
Ot L 470 2202080
miz--> 50 100 150 200 250 300 350
Abundance #342178: 2-(Dibenzoylmethyl)-4-p-toluenesulfonylimino-1 e ——
105.0 15.50 16.00
m/z 162.00 2.23%
5000
51.0
0 \“h‘ ‘n \‘ I ‘\ A | 155.0 300.0 378.
B e i R e —r —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 1,2,4-Benzenetriol, triacetate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.983 0.04 ng 20711 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Benzenetriol, triacetate 252 C12H1206 000613-03-6 4
2 1,2,3-Benzenetriol, triacetate 252 C12H1206 000525-52-0 4
3 1H-Pyrrole-2-carboxylic acid, 4-... 167 C8H9NO3 1000362-61-5 4
4 0-Ethyl N,N-dimethyl-P-methylpho... 167 C5H14NOPS 276694-08-7 4
5 4-Morpholinopiperidine, N-(2-met... 240 C13H24N202 1010469-51-1 4

Abundance Scan 1978 (20.983 min): BN016666.D\data.ms (-1975) (-  m/z 126.00 100.00%
2

126.0
5000
167.0
—r
252.0 21.00
. 212.0 o
b e e e e o b e M/Z 167.00 26.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137518: 1,2,4-Benzenetriol, triacetate
126.0
43.0
5000 TT
168.0 21.00
m/z 252.00 6.57%
210.0
01 0 97.0 | ‘ 25?.0
\H‘H\\‘\\i\‘H\\i\\H“H\\‘\H\’\\H‘H‘\\‘\H\‘\\\\‘\H\’\\H‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137521: 1,2,3-Benzenetriol, triacetate
126.0
—r
21.00
5000 43.0 168.0 ITI/Z 122.00 5.37%
210.0
J14.0 970 | | 2520
T T e e e e e e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42790: 1H-Pyrrole-2-carboxylic acid, 4-formyl-3,5-dimetl e
39.0 148.0 21.00
' m/z 236.00 3.23%
5000 93.0
O, T T T
m/z--> 20 40 60 80 100120140160180200220240260280 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08

Operator : CG/JU

Sample : M3829-02 :
Misc : RE114D1-20210916

ALS Vvial : 34 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 16 6,11-Undecadiene, 1l-acetoxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.311 0.04 ng 22226 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,11-Undecadiene, 1-acetoxy-3,7-... 252 C16H2802 1000150-66-0 4
2 1,2,4-Benzenetriol, triacetate 252 C12H1206 000613-03-6 4

3 (3aR,3bS,6S,6aR,6bS)-6-Isopropyl... 206 C14H220 013844-03-6 4
4 1,2,3-Benzenetriol, triacetate 252 C12H1206 000525-52-0 4

5 (6S,12aR,E)-2,2-Dimethyltetrahyd... 236 C14H24N20 155975-43-2 4

Abundance Scan 2103 (22.311 min): BN016666.D\data.ms (-2100) (-  m/z 126.00 100.00%
2

126.0
5000
P P
91.0 167.0 206.0 240.0 22.00 22.50
| | L] g 279 9
O e b e e s m/z 122.08 30.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138374: 6,11-Undecadiene, 1-acetoxy-3,7-dimethyl-
43.0 81.0
5000 — —
22.00 22.50
1230 m/z 149.00  25.45%
Otrm T \‘\‘\ \“‘ tT \HU “\‘!“\ \‘“ ‘\ \‘\M“ \W T ‘H} T \‘1‘, I “\].\?K\c\)\ \2‘;\(\)\‘0\ TT \’2\5\%.‘(\)\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137518: 1,2,4-Benzenetriol, triacetate
126.0
P b
43.0 22.00 22.50
5000 m/z 91.00 9.73%
168.0
210.0
014:0 97.0 | | 2520
T T e e e e e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82861: (3aR,3bS,6S,6aR,6bS)-6-Isopropyl-3b-methyloci — 1
81.0 22.00 22.50
m/z 240.00 9.56%
5000
123.0
41.0
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16666.D

Acqg On : 02 Oct 2021 11:08
Operator : CG/JU

Sample : M3829-02

Misc :

ALS Vvial : 34 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|
Pyridine, 1-oxide 3.161 4.1 ng 1128600 1 7.643 108847 0.4
Hydrogen isocya... 3.364 0.9 ng 232441 1 7.643 108847 0.4
Acetic acid, me... 3.816 0.1 ng 34586 1 7.643 108847 0.4
Acetamide, N-et... 4.010 0.1 ng 25869 1 7.643 108847 0.4
Butane 4.821 0.4 ng 118327 1 7.643 108847 0.4
Hydrogen azide 6.296 0.1 ng 31815 1 7.643 108847 0.4
1,4-Butanediamine 6.637 0.1 ng 15832 1 7.643 108847 0.4
Hydroxylamine, 7.264 0.1 ng 21739 1 7.643 108847 0.4
3-Buten-2-01, 2... 7.864 0.1 ng 39159 1 7.643 108847 0.4
4-Methyl-3-hept... 8.168 0.1 ng 29002 1 7.643 108847 0.4
2-Furanmethananm. .. 8.306 0.1 ng 20753 1 7.643 108847 0.4
Furan, 2,5-dihy... 9.114 0.1 ng 25677 2 10.407 182621 0.4
Morpholine, 2,5... 10.191 0.7 ng 319338 2 10.407 182621 0.4
Phenyl tert-but... 15.715 0.1 ng 21438 4 17.018 167746 0.4
1,2,4-Benzenetr... 20.983 0.9 ng 20711 5 21.238 202138 0.4
6,11-Undecadien... 22.311 0.0 ng 22226 5 21.238 202138 0.4
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