LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BNO16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS Vvial : 15 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@16646.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 5 9 12 rBV 1175899 1829703 100.00% 50.647%
2 3.825 77 81 97 rVB 9544 37285 2.04% 1.032%
3 4.821 185 189 203 rVB 44051 93854 5.13% 2.598%
4 6.831 403 407 421 rVB2 5761 19011 1.04% 0.526%
5 7.642 490 495 500 rBv 48233 97065 5.30% 2.687%
6 8.784 601 605 612 rBV 25213 49373  2.70% 1.367%
7 10.191 713 716 725 rBV 31544 54818 3.00% 1.517%
8 10.407 729 733 737 rBV 101029 173432 9.48% 4.801%
9 12.003 919 931 943 rBv2 43356 71079 3.88% 1.968%
10 12.886 1071 1074 1078 rBV 81130 151684 8.29% 4.199%
11 14.269 1180 1183 1186 rBV 128152 188162 10.28% 5.208%
12 17.018 1400 1403 1410 rBV 88595 153863 8.41% 4.259%
13 19.068 1689 1697 1720 rBV 111199 159205 8.70% 4.407%
14 19.678 1813 1820 1843 rBV 109140 138238 7.56% 3.827%
15 21.164 1993 1995 1998 rBV 28590 40966  2.24% 1.134%
16 21.238 1998 2002 2011 rVB2 108493 173515 9.48% 4.803%

17 23.484 2415 2427 2457 rVB 91315 181392 9.91% 5.021%

Sum of corrected areas: 3612645
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Oct 2021 21:23
: CG/JU
: M3833-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16646.D

DUP01-20210920

: 15  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@16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS vial : 15 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 Pyridine, 1-oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.161 7.54 ng 1829700 1,4-Dichlorobenzene-d4 7.642

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): BN016646.D\data.ms (-5) (-) m/z 95.00 100.00%

95.0
5000

3.203.303.403.503.60
O 830 111120 1500 ., 99,00  10.57%

miz-> 20 40 60 80 100 120 140
Abundance #2996: Pyridine, 1-oxide
95.0
39.0

5000 SRR ———
3.203.303.403.503.60

79.0 m/z 63.00 0.28%

ol B
\\\\‘\“1”\‘ [‘\\‘ \“‘\“\\\ \\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 100 120 140
Abundance #2986:3—Pynmnol

93.0

3.203.303.403.503.60

o

5000 m/z 93.00 0.03%
39.0
‘ 68.0
ol4owHH
m/z--> 20 80 100 120 140
Abundance #2975.4~Anﬂnopynnﬂmne R AARRREAE SRS
95.0 3.203.303.403.503.60
5000 420 68.0
O,
miz--> 20 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@16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS vial : 15 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 2 Acetic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.825 0.15 ng 37285 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 Methoxyacetonitrile 71 C3H5NO 001738-36-9 4
3 0-Methylisourea 74 C2H6N20 002440-60-0 4
4 Hydrogen azide 43 HN3 007782-79-8 4
5 1-Ethyl-1-methylhydrazine 74 C3H1ON2 004986-48-5 3
Abundance  Scan 81 (3.825 min): BN016646.D\data.ms (-77) (-) m/z 43.00 100.00%
T /\kkw\
5000
74.0 A
| ‘ 3.60 3.80 4.00 4.20
Obrrrprrrr e 28 b o O R0 m/z 74.00 21.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #948: Acetic acid, methyl ester
43.0
5000 LA L B BRI B
3.60 3.80 4.00 4.20
15.0 74.0 m/z 42.00 13.73%
29.0 | 59.0
O H\‘\}\\‘HH“‘\H\‘H‘\\‘HH“\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #679: Methoxyacetonitrile
41.0
R RRAREEE S
3.60 3.80 4.00 4.20
m/z 71.00 4.11%
5000 0.0 /
15.0 28,0
\‘ ‘ 540
Ottt et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #886: O-Methylisourea AR A Ramma
43|10 3.60 3.80 4.00 4.20
m/z 44.00 2.93%
5000
74.0
‘ 60.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS vial : 15 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 3 Butane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.821 0.39 ng 93854 1,4-Dichlorobenzene-d4 7.642
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 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): BN016646.D\data.ms (-185) (-) m/z 43.00 100.00%
3.0

5000 J\¥ﬁ\
R R RRRE
4.40 4.60 4.80 5.00 5.20
b e L RO 990 1500 py; sgiee 17.00%
miz--> 0 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 B AL NLBLELEN B B
4.40 4.60 4.80 5.00 5.20
m/z 42.00 4.47%
26
O\‘\\\‘\‘\ \\“i‘}\‘\\“‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #237: Acetone
43.0
R R RRRE
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.37%
T \Mmﬁwxﬂwﬂ\wwﬁww/w
0"‘H“"‘mﬁ““‘1‘H‘HH‘HH‘HH,HH,HH
miz--> 0 20 40 60 80 100 120 140
Abundance #255: Ethene, methoxy- R A RAARE R
15.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 71.08  ©.31%
w W/\MN
J 4110 ‘
ol SRS
m/z--> 0 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@16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS vial : 15 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 4 N-Hydroxymethyl-2-pyrrolidone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.191 0.13 ng 54818 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Hydroxymethyl-2-pyrrolidone 115 C5H9NO2 1000426-51-3 7
2 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5
3 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5
4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 5
5 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 5

Abundance Scan 716 (10.191 min): BN016646.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 42.0
77.0
P T T
o ‘129.0 P 9.8010.0010.2010.40 N
O bt e e 255 m/z 42.00 48.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8770: N-Hydroxymethyl-2-pyrrolidone
28.0
115.0
5000 860 [ DL L B B N I
9.8010.0010.2010.40
56.0 ‘ m/z 77.00  35.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4549: |sopropyl isothiocyanate
27.0 60.0 101.0
TR R AR AL
9.8010.0010.2010.40
5000 ITI/Z 99.00 7.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4505: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro- AR AR ma R
101.0 9.8010.0010.2010.40
m/z 82.00 7.28%
42.0
5000
74.0
by h‘“‘”‘““‘ R R RRNERE
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 : BNO16646.D

Acqg On : 01 Oct 2021 21:23

Operator : CG/JU

Sample : M3833-11

Misc : DUP01-20210920

ALS Vvial : 15 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 7.5 ng 1829700 1 7.642 97065 0.4
Acetic acid, me... 3.825 0.2 ng 37285 1 7.642 97065 0.4
Butane 4.821 0.4 ng 93854 1 7.642 97065 0.4
N-Hydroxymethyl... 10.191 0.1 ng 54818 2 10.407 173432 0.4
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