LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016682.D

Acqg On : 02 Oct 2021 21:57 Instrument :
Operator : CG/JU BNA_N

Sample : M3829-03 ClientSampleld :
Misc : RE114D2-20210916

ALS Vvial : 50 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@16682.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 194322 281404 95.89% 9.050%
2 3.253 17 19 29 rvB 93771 293470 100.00% 9.438%
3  3.364 29 31 42 rVB 48352 86153 29.36% 2.771%
4 3.816 77 80 97 rVB 8385 33790 11.51% 1.087%
5 4.821 185 189 203 rVB 54509 123186 41.98%  3.962%
6 5.263 234 237 245 rVB 5686 14139 4.82%  0.455%
7 5.678 279 282 288 rBV2 1498 4572 1.56% 0.147%
8 6.296 345 349 355 rBV 14633 32063 10.93% 1.031%
9 6.637 383 386 395 rVB3 4476 11077 3.77% 0.356%
10 6.822 403 406 419 rVB3 4351 17232 5.87% 0.554%
11  7.181 441 445 449 rBv2 2858 7401 2.52% 0.238%
12 7.264 449 454 460 rVB3 7611 19195 6.54% 0.617%
13 7.633 490 494 500 rVB 55804 115541 39.37% 3.716%
14 7.864 515 519 526 rBV 16127 32412 11.04% 1.042%
15 8.112 543 546 549 rBvV 2744 6064 2.07% 0.195%
16 8.168 549 552 561 rVW 10446 29902 10.19% 0.962%
17 8.3066 563 567 569 rVB 12995 17184 5.86% ©.553%
18 8.784 601 605 610 rBv 22835 46284 15.77% 1.488%
19 9.088 626 629 632 rBV 6387 10811 3.68% 0.348%
20 10.191 713 716 724 rBV 114659 193051 65.78% 6.208%
21 10.407 729 733 739 rVB 112049 193704 66.00% 6.229%
22 11.205 790 796 803 rBv4 3445 11435 3.90% 0.368%
23 12.003 921 931 942 rBV 44279 71443 24.34% 2.298%
24 12.886 1071 1074 1078 rBV 90652 148542 50.62% 4.777%
25 13.177 1094 1097 1103 rBV2 4508 8695 2.96% 0.280%
26 14.269 1180 1183 1186 rBV 143659 204165 69.57% 6.566%
27 14.434 1193 1196 1198 rBV 6055 9269 3.16% ©.298%
28 15.715 1294 1297 1299 rBV 8026 11746 4.00% 0.378%
29 15.766 1299 1301 1311 rVB2 12528 21847 7.44% 0.703%

5.

30 17.017 1400 1403 1410 rBV 104974 167716 57.15%

31 19.063 1688 1696 1715 rBV 124840 175577 59.83%

5.
32 19.678 1813 1820 1843 rBV 169314 212767 72.50% 6.842%
33 21.164 1993 1995 1998 rBV 30177 39870 13.59%  1.282%
34 21.227 1998 2001 2011 rVB 120672 190529 64.92% 6.127%
35 22.311 2100 2103 2108 rBV 4984 10929 3.72% ©.351%
36 22.841 2232 2239 2259 rVB 3981 6430 2.19% 0.207%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS Vvial : 50 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 23.423 2400 2409 2415 rBV 5627 9845 3.35% 0.317%
38 23.481 2415 2426 2460 rVB 97599 201045 68.51% 6.465%
39 24.087 2593 2603 2624 rBV 6149 12115 4.13% 0.390%
40 24.853 2817 2827 2844 rBV 5787 13423 4.57% 0.432%
41 25.757 3073 3091 3110 rBV 1902 5478 1.87% 0.176%
42 26.818 3385 3401 3424 rBV 1406 4993 1.70% 0.161%
43 28.081 3747 3770 3796 rBV2 760 3023 1.03% ©0.097%
Sum of corrected areas: 3109517
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Oct 2021 21:57
: CG/JU
: M3829-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16682.D

RE114D2-20210916

: 50 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
300000

250000

200000

150000

100000

50000

0

TIC: BN016682.D\data.ms

161

3.253 10.191407

6.296
5.263 5 78 I 66882274804

Time-->
Abundance
300000

250000

200000

150000

100000

50000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BN016682.D\data.ms

19.678
14.269

19.063
17.017
12.886
2. 003
13.177 4.434 157466

0
Time-->
Abundance
300000

250000

200000

150000

100000

50000

Time-->

12.00 12.50 13.00 1350 1400 1450 15.00 1550 1600 1650 1700 1750 1800 18.50 19.00 19.50 20.00
TIC: BN016682.D\data.ms

21.227
23.481

21.164
22.311 22.841 23.423 24.087 24.853 25 757 26.818 28.081

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

8270-SIM-BN100121.M Mon Oct 04 18:54:36 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 0.97 ng 281404 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): BN016682.D\data.ms (-5) (-) m/z 95.00 100.00%
95.0
5000 J\\
R aa e RRARREEAE e
3.203.303.403.503.60
O 830 1800, 99,00 10.98%
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 T 7T
3.203.303.403.503.60
79.0 m/z 63.00 0.18%
ol B
O\\\\‘\w”\‘[“\\‘\‘\“‘\“\\\M\\\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2986: 3-Pyridinol
95.0
R AARRREAE SRS
3.203.303.403.503.60
5000 m/z 93.00 0.02%
‘ 68.0
obaso o b
miz--> 20 40 60 80 100 120 140
Abundance #2975: 4-Aminopyrimidine R AARRREAE SRS
95.0 3.203.303.403.503.60
5000 420 68.0
O\\\\‘\\\\thw\‘w“\\‘\\\l,\\\\‘\\\\‘\\\\
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 4
R.T. EstConc Area Relative to ISTD R.T.
3.364 0.30 ng 86153 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 Hydrogen azide 43 HN3 007782-79-8 2
5 Butane 58 C4H1e 000106-97-8 2
Abundance  Scan 31 (3.364 min): BN016682.D\data.ms (-29) (-) m/z 43.00 100.00%

43.0
5000 L
T

3.20 3.40 3.60 3.80

ok A0 930 1150 1800 p/z a2.00  22.48%

miz-> 20 40 60 80 100 120 140

Abundance #74: Hydrogen isocyanate

43.0
5000 LI EL LA L L I L B
3.20 340 3.60 3.80
m/z 58.00 7.67%
15.0 ‘ ‘
O\\\‘\‘\“1\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 2.43%
‘ 73.0
om A e e
miz--> 20 40 60 80 100 120 140
Abundance #270: Isobutane T
43.0 3.20 340 3.60 3.80
m/z 74.00 0.54%
5000 \
A B
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 5
R.T. EstConc Area Relative to ISTD R.T.
3.816 0.12 ng 33790 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 Acetic acid, hydrazide 74 C2H6EN20 001068-57-1 5
3 Hydrogen azide 43 HN3 007782-79-8 4
4 0-Methylisourea 74 C2H6N20 002440-60-0 4
5 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 4
Abundance  Scan 80 (3.816 min): BN016682.D\data.ms (-77) (-) m/z 43.00 100.00%
43.0
5000 M
74.0 T T T T
‘ ‘ 3.40 3.60 3.80 4.00 4.20
o e 880 1520 w7 74,00 19.25%
miz-> 20 40 60 80 100 120 140
Abundance #948: Acetic acid, methyl ester
43.0
5000 B B NLALELEL B B
3.40 3.60 3.80 4.00 4.20
15.0 74.0 m/z 42.00 13.52%
O\\\‘\‘\\“\\“{\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #892: Acetic acid, hydrazide
32.0
e e A R
3.40 3.60 3.80 4.00 4.20
5000 m/z 71.00 3.74%
15.0
Ll
L
miz--> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide R
43.0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 2.96%
5000 150 bﬁ
0 BN
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 Acetone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.43 ng 123186 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetone 58 C3H60 000067-64-1 4
2 Butane 58 C4H10 000106-97-8 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): BN016682.D\data.ms (-185) (-) m/z 43.00 100.00%
3.0
5000 J\“
R R R
4.40 4.60 4.80 5.00 5.20
obr e A0 990 1900 uy; sgiee 17.47%
miz-> 20 40 60 80 100 120 140
Abundance #236: Acetone
43.0
5000 B AL NLBLELEN B B
4.40 4.60 4.80 5.00 5.20
m/z 42.00 4.43%
15.0
O\\\“\‘\M\‘\\H““}\\E)\“O\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
e e R
4.40 4.60 4.80 5.00 5.20
m/z 44.00 2.37%
5000 270 J\ﬁ
bt il 590
miz--> 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 99.08  ©.27%
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 Isobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.296 0.11 ng 32063 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 4
2 Hydrogen azide 43 HN3 007782-79-8 4
3 2,3-Octanedione 142 C8H1402 000585-25-1 2
4 1,3-Dioxolane, 2,2,4,5-tetrameth... 130 C7H1402 017226-66-3 2
5 Sulfurous acid, dipropyl ester 166 C6H1403S 000623-98-3 2
Abundance Scan 349 (6.296 min): BN016682.D\data.ms (-345) (-) m/z 43.00 100.00%
5000
A RARmE R
6.00 6.20 6.40 6.60
Ol 740 9901150 1500 1/ 2.0 11.75%
miz-> 20 40 60 80 100 120 140
Abundance #269: Isobutane
43.0
5000 L L L I L L LR
6.00 6.20 6.40 6.60
27.0 m/z 44.00 3.93%
miz-> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
A RARmE R
6.00 6.20 6.40 6.60
5000 15.0 ITI/Z 58.00 2.96%
0 ,
miz--> 20 40 60 80 100 120 140
Abundance #22611: 2,3-Octanedione A RARmE R
43.0 6.00 6.20 6.40 6.60
m/z 99.00 0.72%
5000
2r. 710 99.0
Ot N‘J“M‘g“: ; NM ; ‘ T “, m ‘1‘2‘5591“}2"9‘ ‘ AR
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 Hydroxylamine, O-(3-methylb... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.264 0.07 ng 19195 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 9
2 1,4-Butanediamine 88 C4H12N2 000110-60-1 5
3 Hex-4-enylamine 99 C6H13N 055108-01-5 5
4 N-Acetylethylenediamine 102 C4H1eN20 001001-53-2 4
5 Octane, 2,7-dimethyl- 142 C1OH22 001072-16-8 4
Abundance Scan 454 (7.264 min): BN016682.D\data.ms (-449) (-) m/z 43.00 100.00%
5000
71.0
R RAEmE R
H 99.0 7.00 7.20 7.40 7.60
o e 90 1520 7 71,00 30.05%
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
71.0 m/z 42.00  14.35%
m/z--> 20 40 60 80 100 120 140
Abundance #2207: 1,4-Butanediamine
30.0
R RAEmE R
7.00 7.20 7.40 7.60
5000 m/z 44.00 13.01%
59.0
0 Mo o
miz--> 20 40 60 80 100 120 140
Abundance #3962: Hex-4-enylamine R RAEmE R
30.0 7.00 7.20 7.40 7.60
m/z 58.00 5.92%
67.0
5000
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 Butane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.864 0.11 ng 32412 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 4
2 Methallyl butyrate 142 (C8H1402 1000428-83-8 4
3 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 4
4 Hydrogen azide 43 HN3 007782-79-8 4
5 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 4

Abundance Scan 519 (7.864 min): BN016682.D\data.ms (-515) (-) m/z 71.00 100.00%

71.0
43.0
5000
e RABRABERRNEREAE L
58.0 93.0 7.60 7.80 8.00 8.20
Obrrrrrrerprrerprrer e preb e e m/z 43.00 73.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #262: Butane
43.0
5000 290 L L L L L B B
7.60 7.80 8.00 8.20
m/z 93.00 8.20%
15.0 58.0
O H\‘\\‘\\‘H1\‘\Hi“\\‘\\‘H\‘\‘\\\\’\\\\‘H\\‘\H\’\\\\‘H\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22633: Methallyl butyrate
43.0 71.0
A mmm s R
7.60 7.80 8.00 8.20
5000 m/z 58.00 7.69%
27.0
0 \‘ ‘\“\ “Z.O ‘ 89.0
R L s e AR A RA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #35128: Propanoic acid, 2-methyl-, anhydride e RARRaEEESE T
43.0 71.0 7.60 7.80 8.00 8.20
m/z 99.00 7.55%
5000
27.0
ol 140 | I 5o
e e e e e e e e Ammm s AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 4-Methyl-3-heptanol, triflu... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.168 0.10 ng 29902 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-3-heptanol, trifluoroac... 226 C1OH17F302 1000365-51-8 40
2 1,3-Butadien-1-o0l, acetate 112 C6H802 001515-76-0 9
3 Decane, 4-methyl- 156 C11H24 002847-72-5 9
4 Butane 58 C4H1e 000106-97-8 7
5 Trifluoroacetamidine 112 C2H3F3N2 000354-37-0 7

Abundance Scan 552 (8.168 min): BN016682.D\data.ms (-549) (-) m/z 43.00 100.00%

430 71.0
5000
e A RAREE RS
112.0 7.80 8.00 8.20 8.40
L 1T 1500 ;
L T m/z 71.08  87.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
5000 L LA L B B R
7.80 8.00 8.20 8.40
m/z 58.00 15.69%
112.0
O\\l\5\-‘0\‘\‘\ \‘i‘} T 1‘1“ \‘\ ‘1 T “} T \H‘ T !‘\ ‘ TTTT [ \175\‘4!..‘()\ TTT ‘ \]\-\9\6‘.9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7232: 1,3-Butadien-1-ol, acetate
43.0
e A RAREaEET
7.80 8.00 8.20 8.40
5000 m/z 42.00 13.49%
70.0
15.0 ‘ 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl- e A RAREaEEE
430 710 7.80 8.00 8.20 8.40
m/z 112.00 10.27%
5000
‘ ‘ 112.0
obasol ol dy T wseo UM
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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 2-Furanmethanamine, tetrahy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.306 0.06 ng 17184 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 9
2 Acetone 58 C3H60 000067-64-1 5
3 Butane 58 C4H10 000106-97-8 5
4 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 4
5 Hexamethylenimine 99 C6H13N 000111-49-9 4
Abundance Scan 567 (8.306 min): BN016682.D\data.ms (-563) (-) m/z 43.00 100.00%
43.0 71.0
5000
e EEERRRRES
‘ ‘ 99.0 8.00 8.20 8.40 8.60
bl b e 2820 sz 71,00 83.36%
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 18.59%
O\ T \‘\’\H“! 53.¢ T \M \‘!\\]\-()‘2\.(\)\ T ‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #236: Acetone
43.0
e EEERRRRES
8.00 8.20 8.40 8.60
5000 m/z 42.00 13.41%
OH““,“‘mw““‘;H“"H,HH‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140
Abundance #265: Butane R EEEEAE
43.0 8.00 8.20 8.40 8.60
m/z 99.00 9.52%
5000
e )
O bbb R R n n e
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@16682.D

Acqg On : 02 Oct 2021 21:57

Operator : CG/JU

Sample : M3829-03 :
Misc : RE114D2-20210916

ALS vial : 50 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

4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-
5 2-Pyrrolidinethione 101 C4H7NS 002295-35-

Peak Number 10 2-Oxazolidinone, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.191 0.40 ng 193051 Naphthalene-d8 10.406
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
8 5
4 4

Abundance Scan 716 (10.191 min): BN016682.D\data.ms (-713) (-) m/z 101.00 100.00%

101L.0
5000 42.0
77.0
T T
129.0 9.8010.0010.2010.40
O prrrr e b e e m/z 42,08 46.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4525: 2-Oxazolidinone, 3-methyl-
101.0
42.0
5000 [T T[T rrrrprrrrpot
9.8010.0010.2010.40
150 m/z 77.00 35.46%
| ‘\ | 730 |
O\\\\‘\“\‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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-
101.0
T T
9.8010.0010.2010.40
5000 42.0 m/z 99.00 6.97%
74.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4549: |sopropyl isothiocyanate R e A ERARERE
27.0 60.0 101.0 9.8010.0010.2010.40
m/z 54.00 5.53%
5000 —/L/\\’
Om“\“\‘\‘u‘\m‘ ‘u“!wl‘m“‘\m‘mmm‘\m‘\m‘mwm BEARARARRAREEEEEEEES S
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 : BN016682.D

Acqg On : 02 Oct 2021 21:57
Operator : CG/JU

Sample : M3829-03

Misc :

ALS Vvial : 50 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 1.0 ng 281404 1 7.642 115541 0.4
Hydrogen isocya... 3.364 0.3 ng 86153 1 7.642 115541 0.4
Acetic acid, me... 3.816 0.1 ng 33790 1 7.642 115541 0.4
Acetone 4.821 0.4 ng 123186 1 7.642 115541 0.4
Isobutane 6.296 0.1 ng 32063 1 7.642 115541 0.4
Hydroxylamine, 7.264 0.1 ng 19195 1 7.642 115541 0.4
Butane 7.864 0.1 ng 32412 1 7.642 115541 0.4
4-Methyl-3-hept... 8.168 0.1 ng 29902 1 7.642 115541 0.4
2-Furanmethananm. .. 8.306 0.1 ng 17184 1 7.642 115541 0.4
2-Oxazolidinone... 10.191 0.4 ng 193051 2 10.406 193704 0.4
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