LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN0O16640.D

Acqg On : 01 Oct 2021 17:45 Instrument :
Operator : CG/JU BNA_N

Sample : M3833-14 ClientSampleld :
Misc : RE122D3-20210920

ALS vial : 9 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: BNO16640.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.364 28 31 47 rVB 29890 96671 32.23% 3.421%
2 3.816 76 80 97 rVB 12730 50754 16.92% 1.796%
3 4.240 123 126 140 rVB 21240 66793 22.27% 2.363%
4 4,821 185 189 205 rVB 134812 299952 100.00% 10.613%
5 5.116 217 221 231 rVB2 4958 14645 4.88% 0.518%
6 5.273 234 238 247 rVB 7539 20211 6.74% 0.715%
7 6.296 345 349 354 rW 9583 19242 6.42% 0.681%
8 6.370 354 357 367 rVB2 2339 6337 2.11% 0.224%
9 6.647 384 387 397 rVB 3439 7512 2.50% 0.266%
10 6.850 403 409 418 rVB2 7823 25015 8.34% 0.885%
11 7.265 450 454 460 rVB 6800 14988 5.00% 0.530%
12 7.643 490 495 500 rBV 46544 93531 31.18% 3.309%
13 7.707 500 502 506 rVB 2583 4087 1.36% 0.145%
14 7.864 516 519 526 rVB 3662 7375 2.46% 0.261%
15 8.306 565 567 569 rVB 5371 5074 1.69% 0.180%
16 8.785 601 605 611 rBV 30990 58743 19.58% 2.079%
17 10.191 713 716 722 rBV 31479 53982 18.00% 1.910%
18 10.407 729 733 737 rBV 99625 173821 57.95% 6.150%
19 11.205 794 796 802 rBvV2 3205 8117 2.71% 0.287%
20 12.003 921 931 943 rBV 48990 79641 26.55% 2.818%
21 12.899 1071 1075 1078 rBV 89471 165356 55.13% 5.851%
22 14.269 1180 1183 1186 rBV 130533 193439 64.49% 6.845%
23 14.434 1193 1196 1198 rBV 4797 6839 2.28% 0.242%
24 15.766 1299 1301 1308 rVB2 14032 22611 7.54% ©.800%
25 17.018 1400 1403 1410 rBV 92324 158248 52.76% 5.599%
26 17.943 1477 1479 1483 rBV2 2492 5649 1.88% 0.200%
27 19.063 1689 1696 1707 rBV 135036 186436 62.16% 6.597%
28 19.212 1711 1726 1728 rBvV2 10383 33421 11.14% 1.183%
29 19.679 1813 1820 1841 rVB 124700 162573 54.20% 5.752%
30 20.017 1884 1887 1904 rBV 15558 81214 27.08% 2.874%
31 20.760 1948 1957 1972 rBV 38436 212541 70.86% 7.520%
32 20.973 1974 1977 1980 rVV 5262 8414 2.81% 0.298%
33 21.164 1992 1995 1998 rBV 35162 44431 14.81% 1.572%
34 21.228 1998 2001 2011 rVB 128453 189662 63.23% 6.711%
35 22.109 2081 2084 2087 rBV 3388 4990 1.66% 0.177%
36 22.396 2109 2111 2112 rVB 7799 9636 3.21% 0.341%

8270-SIM-BN100121.M Mon Oct @4 18:21:28 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN0O16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 22.841 2233 2239 2249 rVB 4313 6478 2.16% ©.229%
38 23.420 2400 2408 2414 rBV 5831 9201 3.07% ©0.326%
39 23.481 2415 2426 2464 rVB 92044 180553 60.19% 6.389%
40 24.084 2594 2602 2617 rVB2 6669 12449 4.15% 0.440%
41 24.854 2818 2827 2848 rVB2 6458 14726  4.91% ©.521%
42 25.754 3078 3090 3107 rVB 2054 5515 1.84% 0.195%
43 26.822 3386 3402 3422 rBV2 1611 5318 1.77% 0.188%

Sum of corrected areas: 2826191

8270-SIM-BN100121.M Mon Oct @4 18:21:28 2021 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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: BN016640.D\data.ms
250000
200000

150000 4.821

10.407

100000

7.643

50000

8.785 10.19

663%6.647850 7.265 7/mg64 8.306

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: BN016640.D\data.ms

250000

200000

150000 14.269 19.063

19.679

100000

50000 2.003

Ot 0 T e T T e T e T T e

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: BN016640.D\data.ms

250000

200000

150000 21.228

100000

50000

22.102.396 22 841 23.420 24.084 24.854 25754 26.822

0 T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T 1T ‘ T T T T ‘ T TT ’ T T T T ’ T T 17T
Time--> 21.00 2150 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Hydrogen isocyanate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.364 0.41 ng 96671 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 Butane 58 C4H1e 000106-97-8 4
3 1-Tetrazol-2-ylethanone 112 C3H4N40 051410-11-8 2
4 N-Acetylethylenediamine 102 C4H1eN20 001001-53-2 2
5 Hydrogen azide 43 HN3 007782-79-8 2
Abundance  Scan 31 (3.364 min): BN016640.D\data.ms (-28) (-) m/z 43.00 100.00%
3.0
5000 L
T
210 3.20 3.40 3.60 3.80
o S 3900 sz 42,00 22.78%
miz--> 0O 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 9.48%
15.0 ‘ ‘
O\‘\\\‘\‘\Ml\\‘i\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #264: Butane
43.0
T
3.20 3.40 3.60 3.80
5000 m/z 44.00 2.74%
15.0
0 “Hw““ ‘“i‘lmw“uu‘HH‘HH,HH,HH
miz--> 0 20 40 60 80 100 120 140
Abundance #6997: 1-Tetrazol-2-ylethanone R R B e e e
43.0 3.20 3.40 3.60 3.80
m/z 74.00 1.33%
5000
0 26“0 “‘ _69.0 113.0
e o R A e I e e e e
m/z--> 0 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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
3.816 0.22 ng 50754 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 9
2 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
3 Acetic acid, methyl ester 74 C3H602 000079-20-9 4
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 3
5 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 3
Abundance  Scan 80 (3.816 min): BN016640.D\data.ms (-76) (-) m/z 43.00 100.00%
43.0
5000 M
Ramas A o
4.0 3.40 3.60 3.80 4.00 4.20
O e 930 1800 /7 42,00 44.00%
miz-> 20 40 60 80 100 120 140
Abundance #988: 1-Propanol, 2-methyl-
43.0
5000 L L L L
3.40 3.60 3.80 4.00 4.20
27 4o m/z 74.00  15.49%
O\\\‘\“\‘}‘\r“f“\\w‘[\\\‘\‘\\\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #945: 2-Propanone, 1-hydroxy-
43.0
Ramas A o
3.40 3.60 3.80 4.00 4.20
5000 m/z 71.00 7.45%
15.0 ‘ 74"0
o—tr—r-——tr—
miz--> 20 40 60 80 100 120 140
Abundance #947: Acetic acid, methyl ester Ramas A o

43.0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 3.91%

5000

!

15.0
74.0

OH\‘\‘H“m“mu“\H‘\‘HH,HH‘HH‘HH R S RRNN
m/z--> 20 40 60 80 100 120 140 3.40 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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Hydrogen azide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.240 0.29 ng 66793 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 Cyacetacide 99 C3H5N30 000140-87-4 3
3 1H-1,2,3,4-Tetrazol-5-amine, 1-m... 99 C2H5N5 005422-44-6 3
4 Hydrogen isocyanate 43 CHNO 000075-13-8 2
5 4-Methyl-pent-3-enylamine 99 C6H13N 013296-28-1 2
Abundance Scan 126 (4.240 min): BN016640.D\data.ms (-123) (-) m/z 43.00 100.00%
3.0
5000 J\%j\.K
400420440460
99.0 : : : :
63.0
OF e b e O M/z 42,00 9.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #77: Hydrogen azide
43.0
5000 150 LI L L L L L IR B R
28.0 4.00 4.20 4.40 4.60
‘ ' m/z 99.00 6.51%
O\\\‘\\\\‘\\\\“\\\\‘1}\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3852: Cyacetacide
3110
R m i ST e
4.00 4.20 4.40 4.60
5000 m/z 63.00 2.61%
2.0 68.0
99.0
ol 240 ol 288 ML
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3851: 1H-1,2,3,4-Tetrazol-5-amine, 1-methyl- R  ARAmEaEE
43.0 4.00 4.20 4.40 4.60
m/z 44.00 2.30%
5000
57.0
0 iy [ 70.0 82,0 |
e e e e e e e e A REma R o
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Butane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.821 1.28 ng 299952 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): BN016640.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 RJ\\&
R RERREEEEEE S
‘ 4.60 4.80 5.00 5.20
ol L 7L0 980 1520 pyz sgee 16.91%
miz-> 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 4.38%
26 ‘ ‘
O\\\‘\‘\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #239: Acetone
43.0
i AaaRmaas
4.60 4.80 5.00 5.20
5000 m/z 44.00 2.37%
15.0
ol
miz--> 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 99.08  ©.26%
5000 iﬂ
\‘ \41\"0 i
ol A e i Ea
m/z--> 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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Morpholine, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.116 0.06 ng 14645 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 5
2 Acetone 58 C3H60 000067-64-1 4
3 Acetamide, N-(2-methylpropyl)- 115 C6H13NO 001540-94-9 4
4 Cyclopropanesulfonamide, acetate 163 C5HINO3S 1010507-55-0 4
5 1,3-Dioxolane, 2,2,4,5-tetrameth... 130 C7H1402 017226-65-2 4
Abundance Scan 221 (5.116 min): BN016640.D\data.ms (-217) (-) m/z 43.00 100.00%
43.0

:

5000
58.0 115'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 240 930 4.80 5.00 5.20 5.40
O e e e e e e e m/z 42.00 29.68%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8857: Morpholine, 2,6-dimethyl-
30.0
71.0
5000 L B L L L BN L B R
56.0 115.0 4.80 5.00 5.20 5.40
' m/z 58.00 28.13%
50 | || e 100
OH\‘HH’H‘H‘\H‘\‘HHi\H\‘\H‘\’H\H}H\‘\H\’\\Hi\\\\‘\\}\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #237: Acetone
43.0
i o
4.80 5.00 5.20 5.40
5000 ITI/Z 115.00 24.05%
15.0
58.0
29.0 ‘
Om_m,wm‘HlﬁuH“‘lm_m,uwmwm,mwmwm‘m
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8878: Acetamide, N-(2-methylpropyl)- R R EEmmEREEE
30.0 4.80 5.00 5.20 5.40
m/z 44.00 3.94%
5000
72.0
58.0 100.0 115.0
0,15-04‘-0186-9
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 8
R.T. EstConc Area Relative to ISTD R.T.
6.296 0.08 ng 19242 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 Hydrogen isocyanate 43 CHNO 000075-13-8 2
3 Propanenitrile, 3-ethoxy- 99 C5HI9NO 002141-62-0 2
4 Hex-5-enylamine 99 C6H13N 034825-70-2 2
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 2
Abundance Scan 349 (6.296 min): BN016640.D\data.ms (-345) (-) m/z 43.00 100.00%
43.0
5000 J\u
R RARaEEs B
6.00 6.20 6.40 6.60
Ol oo 740990 1520/, 42,08 11.50%
miz-> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
5000 150 LN L LI L L BN I B B
6.00 6.20 6.40 6.60
‘ ‘ m/z 44.00 2.69%
O\\\\‘\\‘\\‘M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #76: Hydrogen isocyanate
43.
R RARaEEs B
6.00 6.20 6.40 6.60
5000 m/z 99.00 0.87%
15.0 ‘
o‘w“‘w:m_m‘HH_MWH_MWH
miz--> 20 40 60 80 100 120 140
Abundance #3925: Propanenitrile, 3-ethoxy- R R
31.0 6.00 6.20 6.40 6.60
m/z 74.00 0.47%
54.0
5000
b
S ) — A
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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Hex-4-enylamine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.265 0.06 ng 14988 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hex-4-enylamine 99 C6H13N 055108-01-5 4
2 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 4
3 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 4

4 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 4
5 1-Butanol 74 C4H100 000071-36-3 3

Abundance Scan 454 (7.265 min): BN016640.D\data.ms (-450) (-) m/z 43.00 100.00%

3.0

%

5000

71.0
R A RAEaEEEEE
‘\ 99.0 7.00 7.20 7.40 7.60
rt+-——r-r-—r————r m/z 71.00 37.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3962: Hex-4-enylamine

30.0

-

0

67.
5000 .
7.00 7.20 7.40 7.60
m/z 42.00 13.78%
b U Jood I e
\\\\‘\1\\ ‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
40 60

:

miz--> 20 80 100 120 140 160
Abundance #125670: Oxalic acid, allyl octyl ester
41.0
e
7.00 7.20 7.40 7.60
5000 71.0 m%
ol 970 1m0 1570
R e B e
miz--> 20 40 60 80 100 120 140 160
Abundance #15205: dI-Mevalonic acid lactone A EAAARaa T
43.0 7.00 7.20 7.40 7.60
m/z 58.00 5.13%
5000 71.0 %
15.0
m/z--> 20 40 60 80 100 120 140 160 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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 2-Oxazolidinone, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.12 ng 53982 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 5

2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5

3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5

4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 5

5 3-Aminopropionitrile 70 C3H6N2 000151-18-8 4

Abundance Scan 716 (10.191 min): BN016640.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 42.0
77.0
REaEE e AREREE T
129.0 9.8010.0010.2010.40
O prrre bt o e a2t m/z 42.08 48.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4525: 2-Oxazolidinone, 3-methyl-
101.0
42.0
5000 L B B
9.8010.0010.2010.40
150 m/z 77.00 36.78%
BT
O\\\\’\“\‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
e R
42 9.8010.0010.2010.40
5000 0 m/z 99.00  7.49%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4549: |sopropyl isothiocyanate [T T T
27.0 60.0 101.0 9.8010.0010.2010.40
m/z 82.00 6.65%
O\u“\‘,\‘\‘u‘\‘m“‘u“!\‘Mu}“mWm‘\m‘\m‘\m‘\m‘m Rmaas e EARAREA R
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@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 p-Trifluoromethylphenylisot... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.212 0.07 ng 33421 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Trifluoromethylphenylisothiocy... 203 C8H4F3NS 001645-65-4 9

2 Pyridinium, 1-amino-2,6-dimethyl... 122 C7H1@N2 051135-76-3 9

3 Acetamide, 2,2,2-trifluoro-N-(4-... 203 C9H8F3NO 1000351-68-4 7
4 3-Amino-4,6-dimethylthieno[2,3-b... 203 C1OHIN3S 052505-57-4 7

5 9-Cyanophenanthrene 203 C15HSN 002510-55-6 7

Abundance Scan 1726 (19.212 min): BN016640.D\data.ms (-1711) (- m/z 122.00 100.00%

122.0
203.0
5000
— —=
2aac 19.00 19.50
OFrrrr e e e e M/z 20300 59.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #79127: p-Trifluoromethylphenylisothiocyanate
203.0

%

5000 145.0
75.0

PN [ ‘h I n‘\ ‘\ \ m mh%uo H‘ 1 0‘ |

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11255: Pyridinium, 1-amino-2,6-dimethyl-, hydroxide, inr
122.0

19.00 19.50

50.0 m/z 106.00  38.13%

o

-

19.00 19.50
5000 79.0 m/z 202.00  13.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79270: Acetamide, 2,2,2-trifluoro-N-(4-methylphenyl)-
208.0

o

?

106.0 19.00 19.50
‘ m/z 244.00 5.59%
5000
77.0 134.0
0670 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 :
Misc : RE122D3-20210920

ALS vial : 9 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 Methanesulfonamide, N-(3,4-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.017 0.17 ng 81214 Chrysene-d12 21.228

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanesulfonamide, N-(3,4-methy... 229 C9H11NO4S 184041-99-

2 Benzenepropanoic acid, .alpha.-(... 206 C13H1802 053483-12-

3 Oxazolidine, 3-phenyl- 149 CO9H11NO 020503-92-

4 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-
5 Benzaldehyde, 4-methyl-, O-methy... 149 C9H11NO ©33499-39-

N b~ oo oo
O OV OV Vv v

Abundance Scan 1887 (20.017 min): BN016640.D\data.ms (-1884) (-  m/z 149.00 100.00%

91.0 149.0
5000 206.0
120.0

| ‘ ‘ | 550 20.00 ]
0 ek b e M/Z 91,00 96.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110675: Methanesulfonamide, N-(3,4-methylenedioxybe
149.0
5000 —— :
79.0 20.00
2290 m/z 206.00 42.48%
O 120’ ‘H‘H\\‘]\-9\5‘9\\‘H‘H’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #82645: Benzenepropanoic acid, .alpha.-(1,1-dimethyleth
149.0

&

910 20.00

5000 m/z 120.00 34.03%
010,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27333: Oxazolidine, 3-phenyl- 1 ‘
91.0 149.0 20.00
m/z 126.00 18.02%
5000
120.0
51.0 ‘
o iR 0 1 A SN OSSNOOOO— —
m/z--> 20 40 60 80 100120140160180200220240260280 20.00
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Library Search Compound Report

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

Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45

Operator : CG/JU

Sample : M3833-14 g
Misc . RE122D3-20210920

ALS vial : 9 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 11 Acetamide, 2,2,2-trifluoro-... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.760 0.45 ng 212541 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetamide, 2,2,2-trifluoro-N-met... 203 C9H8F3NO 000345-81-3 7
2 Pyrimidine-2-carboxamide, 3,4,5,... 203 C11H13N30 156309-07-8 5

3 Acenaphtho(1,2-b)pyridine 203 C15H9N 000206-49-5 4
4 2,3-Dichlorophenyl isothiocyanate 203 C7H3C12NS 006590-97-2 4
5 Glutarimide, N-(3-methylphenyl)- 203 C12H13NO02 1000360-92-6 4
Abundance Scan 1957 (20.760 min): BN016640.D\data.ms (-1948) (-  m/z 203.00 100.00%
208.0
5000
0 2050  21.00
120.0 149.0 : :
Ot e e o0 298 myz 91,00 14.16%
m/z--> 40 60 80 100120140160 180200220 240 260 280
Abundance #79269: Acetamide, 2,2,2-trifluoro-N-methyl-N-phenyl-
208.0
770 106.0
5000 ’ 134.0 — —
20.50 21.00
m/z 120.00 5.98%
50.0
OHH‘Hﬂ}\‘w\‘\w“‘\\‘\‘\‘!H\H“\\\‘\‘\\\116‘\4’\.9‘}\\\“\\\\‘\H\‘HH‘\H\‘\\
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #78600: Pyrimidine-2-carboxamide, 3,4,5,6-tetrahydro-N-
43.0
T e
20.50 21.00
5000 ITI/Z 149.00 5.65%
84.0 203.0
119.0 1610
O el ot e e e e
m/z--> 40 60 80 100120 140160 180200220 240 260 280
Abundance #78975: Acenaphtho(1,2-b)pyridine — —
208.0 20.50 21.00
m/z 122.00 4.98%
5000 88.0 \VN/«“xJ/\\\IJ/\AA
176.0
oS80 | Jweore0 | |
m/z--> 40 60 80 100120140160 180200220240 260 280 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16640.D

Acqg On : 01 Oct 2021 17:45
Operator : CG/JU

Sample : M3833-14

Misc :

ALS vial : 9 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|
Hydrogen isocya... 3.364 0.4 ng 96671 1 7.643 93531 0.4
1-Propanol, 2-m... 3.816 0.2 ng 50754 1 7.643 93531 0.4
Hydrogen azide 4.240 0.3 ng 66793 1 7.643 93531 0.4
Butane 4.821 1.3 ng 299952 1 7.643 93531 0.4
Morpholine, 2,6... 5.116 0.1 ng 14645 1 7.643 93531 0.4
Hydrogen azide 6.296 0.1 ng 19242 1 7.643 93531 0.4
Hex-4-enylamine 7.265 0.1 ng 14988 1 7.643 93531 0.4
2-Oxazolidinone... 10.191 0.1 ng 53982 2 10.407 173821 0.4
p-Trifluorometh... 19.212 0.1 ng 33421 5 21.228 189662 0.4
Methanesulfonam... 20.017 0.2 ng 81214 5 21.228 189662 0.4
Acetamide, 2,2,... 20.760 0.4 ng 212541 5 21.228 189662 0.4
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