LSC Area Percent Report

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

Data File : BN@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc . DUP03-20210920
ALS Vvial : 16 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@16647.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Oct 2021 21:59
: CG/JU
: M3833-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16647.D

DUP03-20210920

: 16 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS vial : 16 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 4-Pyridazinamine Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.152 0.33 ng 74871 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pyridazinamine 95 C4H5N3 020744-39-2 2
2 2-Pyrimidinamine 95 C4H5N3 000109-12-6 2
3 Pyridine, 1-oxide 95 C5H5NO 000694-59-7 2
4 3-Pyridinol 95 C5H5NO 000109-00-2 2
5 4-Pyridinol 95 C5H5NO 000626-64-2 2
Abundance Scan 8 (3.152 min): BN016647.D\data.ms (-6) (-) m/z 95.00 100.00%
95.0
5000 JK
AR R
3.203.303.403.503.60
Ol rrrrerrrerprrr 0 880 L 80 myz 99.00  10.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2969: 4-Pyridazinamine
95.0
41.0
5000 RN RN RN R R
3.203.303.403.503.60
m/z 63.00 0.30%
H 66.0
O\‘\\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2972: 2-Pyrimidinamine
95.0
R e R Ra
68.0 3.203.303.403.503.60
5000 m/z 44.00 0.05%
42.0
280 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2997: Pyridine, 1-oxide R ERaaaE e Raaa
95.0 3.203.303.403.503.60
m/z 93.00 0.02%
5000 39.0
51.0 68.0
ol prrree B8l el B0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS vial : 16 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.
3.815 0.22 ng 49783 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 5
2 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
3 Acetic acid, methyl ester 74 C3H602 000079-20-9 4
4 Acetic acid, hydrazide 74 C2H6N20 001068-57-1 4
5 Hydrogen isocyanate 43 CHNO 000075-13-8 3
Abundance  Scan 80 (3.815 min): BN016647.D\data.ms (-76) (-) m/z 43.00 100.00%
i K/J\»M
5000
e e A R
740 280 3.40 3.60 3.80 4.00 4.20
Ol e 20 b o A20 L m/z 42.00  38.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #987: 1-Propanol, 2-methyl-
43.0
5000 B B NLALELEL B B
3.40 3.60 3.80 4.00 4.20
27. 4.0 m/z 74.00 16.17%
‘ ‘ 56.0 :
O\H‘\\.\O\’\\}}“\\\‘1}\“\\‘\‘\‘U\“\H\’\‘!\\’\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #945: 2-Propanone, 1-hydroxy-
43.0
Ramas e AR
3.40 3.60 3.80 4.00 4.20
5000 m/z 71.00 6.88%
74.0
R B B a e Ramaae
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #947: Acetic acid, methyl ester e e A R
43.0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 4.11%
15.0
29‘-0 | 590 74"0
o'ttt e R A RRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS vial : 16 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 1
R.T. EstConc Area Relative to ISTD R.T.
4.820 0.36 ng 80921 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 (4.820 min): BN016647.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 \J\w
Ramas e A R o
‘ 4.40 4.60 4.80 5.00 5.20
ob e L AE0 990 1800 /7 sg.00  16.82%
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 4.44%
26 “
O\\\‘\‘\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #241: Acetone
43.0
Ramas e A R o
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.41%
S Y T
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  ©.39%
o w
| 41‘0 |
ol A R e
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20

8270-SIM-BN100121.M Mon Oct 04 18:26:31 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS vial : 16 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 Cyanic acid, ethyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.264 0.06 ng 13836 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 4
2 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 4
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 4
4 Isobutane 58 C4Hie 000075-28-5 4
5 1,6-Heptadien-4-o0l 112 C7H120 002883-45-6 4
Abundance Scan 454 (7.264 min): BN016647.D\data.ms (-451) (-) m/z 43.00 100.00%
3.0
5000 71.0
R RAEmE R
‘ 99.0 7.00 7.20 7.40 7.60
o e S0 1900y 71,00 39.89%
miz-> 20 40 60 80 100 120 140
Abundance #684: Cyanic acid, ethyl ester
29.0
56.0
5000 LB L B I N LI I

7.00 7.20 7.40 7.60
m/z 42.00 14.15%

\ | 72.0
O\\\\‘\\‘\\i‘}\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #15205: dI-Mevalonic acid lactone
43.0
R RARRREE
7.00 7.20 7.40 7.60
5000 71.0 ITI/Z 44.00 5.28%
27.0
bk i 8701030 1300
miz-> 20 40 60 80 100 120 140
Abundance #4850: Butanoic acid, methyl ester A EAAARaa T
43.0 7.00 7.20 7.40 7.60
74.0 m/z 58.080  4.42%
5000
27.0
R O A (Y
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@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS vial : 16 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 Isopropyl isothiocyanate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.07 ng 26450 Naphthalene-d8 10.406
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

2 N-Hydroxymethyl-2-pyrrolidone 115 C5H9NO2 1000426-51-3 7
3 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 5

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

Abundance Scan 716 (10.191 min): BN016647.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
42.0
5000
77.0
AERARRRRREEE RN E Y
129.0 9.8010.0010.2010.40
Orrrrdepete UL TEP1820 2250 L. 45,00 53.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4546: |sopropyl isothiocyanate
41.0 101.0
5000 B DL BN B R R I
9.8010.0010.2010.40
72.0 m/z 77.00  37.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8770: N-Hydroxymethyl-2-pyrrolidone
28.0
115.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
9.8010.0010.2010.40
5000 86.0 m/z 95.00 12.54%
56.0
bbb LA A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4552: Propane, 1-isothiocyanato- R R
43.0 101.0 9.8010.0010.2010.40
m/z 82.00 9.43%
72.0
5000
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 : BN@16647.D

Acqg On : 01 Oct 2021 21:59

Operator : CG/JU

Sample : M3833-12

Misc : DUP03-20210920

ALS Vvial : 16 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|
4-Pyridazinamine 3.152 0.3 ng 74871 1 7.642 90918 0.4
1-Propanol, 2-m... 3.815 0.2 ng 49783 1 7.642 90918 0.4
Butane 4.820 0.4 ng 80921 1 7.642 90918 0.4
Cyanic acid, et... 7.264 0.1 ng 13836 1 7.642 90918 0.4
Isopropyl isoth... 10.191 0.1 ng 26450 2 10.406 161117 0.4
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