LSC Area Percent Report

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

Data File : BN@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL
ALS Vvial : 14 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@16609.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max total
1 3.253 16 19 21 rBV 45997 69333 37.42% 3.974%
2 3.364 29 31 47 rVB 31761 95611 51.61% 5.480%
3 3.816 78 80 97 rVB 4469 20426 11.03% 1.171%
4 4,396 140 143 154 rVB 1959 7832  4.23%  0.449%
5 4.821 185 189 202 rVB 35126 88280 47.65% 5.060%
6 5.263 234 237 245 rVB 2986 8752 4.72% 0.502%
7 6.296 345 349 354 rBV 25601 52986 28.60% 3.037%
8 6.821 404 406 410 rBV 1514 3388 1.83% 0.194%
9 7.264 451 454 460 rBV 3358 7543 4.07% 0.432%
10 7.642 490 495 500 rBV 46522 96749 52.22% 5.545%
11 7.863 515 519 527 rVB2 3536 7741 4.18% 0.444%
12 8.177 550 553 562 rwv2 1850 9439 5.09% 0.541%
13 8.3066 565 567 569 rVB 5646 5571 3.01% 0.319%
14 8.784 602 605 610 rBV 10305 20354 10.99% 1.167%
15 10.191 713 716 728 rBV 33077 60218 32.50%  3.451%
16 10.406 730 733 737 rBV 99151 173020 93.39% 9.917%
17 12.007 922 932 943 rBV 20605 33850 18.27%  1.940%
18 12.898 1071 1075 1078 rBV 38594 70219 37.90% 4.025%
19 14.268 1180 1183 1186 rBV 126345 185264 100.00% 10.619%
20 15.766 1299 1301 1305 rVB2 4280 6966 3.76% ©0.399%
21 17.017 1400 1403 1407 rBV 82989 148285 80.04%  8.499%
22 19.068 1689 1697 1716 rBV 50973 74280 40.09% 4.257%
23 19.678 1813 1820 1842 rBV 51834 66530 35.91%  3.813%
24 21.025 1980 1982 1993 rVB 8076 12483 6.74% 0.715%
25 21.163 1993 1995 1998 rBV 27148 38857 20.97% 2.227%
26 21.227 1998 2001 2011 rVB 110728 177804 95.97% 10.191%
27 22.109 2081 2084 2089 rBV2 7412 9960 5.38% 0.571%
28 22.841 2235 2239 2252 rVB2 1674 2432 1.31% 0.139%
29 23.423 2403 2409 2414 rBV 1858 2547 1.37% 0.146%
30 23.484 2415 2427 2458 rVB 93111 181649 98.05% 10.411%
31 24.087 2596 2603 2615 rVB 2237 3967 2.14% 0.227%
32 25.760 3072 3092 3109 rBV 755 2382 1.29% 0.137%
Sum of corrected areas: 1744718
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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: BN016609.D\data.ms
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Abundance TIC: BN016609.D\data.ms
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Abundance TIC: BN016609.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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
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Peak Number 1 Hydrogen isocyanate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.364 0.40 ng 95611 1,4-Dichlorobenzene-d4 7.642

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 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 2
5 Methane, diazo- 42 CH2N2 000334-88-3 2
Abundance  Scan 31 (3.364 min): BN016609.D\data.ms (-29) (-) m/z 43.00 100.00%
43.0
o \\‘Jkﬁ\\\/
T
3.20 340 3.60 3.80
ol et A0 930 1180 1520 py; 42,00 21.81%
miz-> 20 40 60 80 100 120 140
Abundance #76: Hydrogen isocyanate
43.0
5000 LI EL LA L I L B
3.20 340 3.60 3.80
m/z 58.00 5.49%
15.0 ‘
O\\‘\“\‘\H}‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #961: 1-Butano
31.0 56.0
T
3.20 3.40 3.60 3.80
5000 m/z 44.00 2.04%
‘ 73.0
om A e e
miz--> 20 40 60 80 100 120 140
Abundance #269: Isobutane T
43.0 3.20 340 3.60 3.80
m/z 71.00 0.32%
5000
15.0 ‘ ‘
ot e e —— e
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@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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
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Peak Number 2 Acetic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.816 0.08 ng 20426 1,4-Dichlorobenzene-d4 7.642
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 1-Ethyl-1-methylhydrazine 74 C3H1ON2 004986-48-5 3
5 Urea, methyl- 74 C2H6N20 000598-50-5 3

Abundance  Scan 80 (3.816 min): BN016609.D\data.ms (-78) (-) m/z 43.00 100.00%
3.0
5000 M\
74.0 R
‘ 3.40 3.60 3.80 4.00 4.20
o 2201900 yyy 74,00 21.96%
m/z--> 20 40 60 80 100 120 140
Abundance #946: Acetic acid, methyl ester
43.0
5000 [TT T T oo rs
3.40 3.60 3.80 4.00 4.20
74.0 m/z 42.00 13.08%
15.0
O\\\‘\‘\\“\\‘}‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
R
3.40 3.60 3.80 4.00 4.20
5000 15.0 ITI/Z 71.00 3.30%
0 j\\VN“NJd&N\ﬁM\\JJ\
m/z--> 20 40 60 80 100 120 140
Abundance #886: O-Methylisourea Rammn s RS T
43,0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 2.67%
5000 V&\\NxﬁvvJ\ﬁ\wwwvw,m
74.0
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@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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 0.36 ng 88280 1,4-Dichlorobenzene-d4 7.642

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): BN016609.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 JW
Ramas e A R o
‘ 4.40 4.60 4.80 5.00 5.20
ol L 70980 1520 pyz sglee 17.11%
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 L L R L
4.40 4.60 4.80 5.00 5.20
m/z 42.00 4.57%
26 “
O\\\‘\‘\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #239: Acetone
43.0
Ramas e A R o
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.35%
ol
miz--> 20 40 60 80 100 120 140
Abundance #255: Ethene, methoxy- R AR
15.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 71.08  ©.32%
- M/\/\
\‘ | 417‘0 i
ol A R e
m/z--> 20 40 60 80 100 120 140 4.40 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@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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 Isobutane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.296 0.22 ng 52986 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 4
2 Hydrogen azide 43 HN3 007782-79-8 4
3 2-(3,3-Dimethyldiaziridin-1-yl)e... 115 C5H13N3 139223-40-8 2
4 2,3-Octanedione 142 C8H1402 000585-25-1 2
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 349 (6.296 min): BN016609.D\data.ms (-345) (-) m/z 43.00 100.00%
43.0
5000 ;L
R RAEmE R
6.00 6.20 6.40 6.60
Ob b 740990 1520 .y a2.00  12.02%
miz-> 20 40 60 80 100 120 140
Abundance #270: Isobutane
43.0
5000 UL L L L I L L I LR
6.00 6.20 6.40 6.60
m/z 44.00 3.82%
O\\]-\5\.0‘\‘\‘\\“}\\a\p‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\ '\/J\/\W\A
miz-> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
R RAEmE R
6.00 6.20 6.40 6.60
o I i:i./e/i/\jj%
0
miz--> 20 40 60 80 100 120 140
Abundance #8741 2-(3,3-Dimethyldiaziridin-1-yl)ethanamine A AR AR T
30.0 6.00 6.20 6.40 6.60
m/z 99.00 0.63%
- Jh
56.0 85.0
Oyl i L RO S
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@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc . RE132D2-20210914DL

ALS vial : 14 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 Propane, 1-isothiocyanato- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.14 ng 60218 Naphthalene-d8 10.406
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 5

2 4-Methyl-1,2,5-oxadiazol-3-amine 99 C3H5N30 1000411-31-0 5
3 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5

4 Morpholine, 2,5,5-trimethyl- 129 C7H15NO 1000460-73-8 5
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5

Abundance Scan 716 (10.191 min): BN016609.D\data.ms (-713) (-) m/z 101.00 100.00%
0

101.
soo0| 17
77.0
RE EEEmammans
1290 9.8010.0010.2010.40
O e 222 e e 220 m/z 42.08 53.21%
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 BN R
9.8010.0010.2010.40
m/z 77.00 37.43%
O' ‘\\‘}“1\\”\“\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3859: 4-Methyl-1,2,5-oxadiazol-3-amine
42.0
R ARRR
9.8010.0010.2010.40
5000 m/z 99.00 7.12%
69.0
‘ 99.0
OFrree H‘“nwWH“w‘_HWHwwwww
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- A B maa eI e
101.0 9.8010.0010.2010.40
m/z 54.00 6.49%
42.0
5000
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.8010.0010.2010.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN0@16609.D

Acqg On : 30 Sep 2021 20:58

Operator : CG/JU

Sample : M3782-03DL 2X :
Misc : RE132D2-20210914DL

ALS Vvial : 14 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 95611 1 7.642 96749 0.4
Acetic acid, me... 3.816 0.1 ng 20426 1 7.642 96749 0.4
Butane 4.821 0.4 ng 88280 1 7.642 96749 0.4
Isobutane 6.296 0.2 ng 52986 1 7.642 96749 0.4
Propane, 1-isot... 10.191 0.1 ng 60218 2 10.406 173020 0.4
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