LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS Vvial : 31 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@16628.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.272 18 21 22 rBV 11607 16987 6.63% 0.481%
2 3.816 76 80 98 rvB 9671 42461 16.56% 1.203%
3 4.093 102 110 123 rVB 14169 51631 20.14% 1.463%
4 4.821 185 189 208 rVB 113149 256345 100.00%  7.264%
5 5.227 229 233 236 rBV 13506 32181 12.55% 0.912%
6 5.503 259 263 275 rBvV2 22898 75635 29.51% 2.143%
7 5.752 284 290 301 rVB2 12500 39982 15.60% 1.133%
8 6.822 403 406 415 rVB2 4145 10765 4.20% 0.305%
9 7.025 424 428 433 rVB 4420 9467 3.69% 0.268%
10 7.264 451 454 459 rVB 6540 12935 5.05% 0.367%
11 7.643 490 495 499 rBV 44234 92918 36.25% 2.633%
12 7.707 499 502 507 rVB 28461 48349 18.86% 1.370%
13 7.864 516 519 524 rVB2 3909 8407 3.28% 0.238%
14 8.251 558 561 565 rBV 3866 10013 3.91% 0.284%
15 8.306 565 567 569 rvB2 6858 6863 2.68% 0.194%
16 8.442 575 578 582 rBV 14309 28305 11.04% 0.802%
17 8.785 602 605 610 rVB 22067 42389 16.54% 1.201%
18 8.886 610 613 616 rBv2 6784 13682 5.34% 0.388%
19 9.456 655 658 662 rBV 6331 12238 4.77% 0.347%
20 9.824 684 687 690 rBV 9611 16317 6.37% 0.462%
21 10.191 713 716 720 rBV 8897 16439 6.41% 0.466%
22 10.407 729 733 736 rBV 94360 168896 65.89% 4.786%
23 10.458 736 737 740 rVB 10675 13774 5.37%  0.390%
24 10.774 759 762 766 rBV2 3279 8969 3.50% 0.254%
25 10.964 774 777 779 rBV3 4100 7918 3.09% 0.224%
26 11.053 779 784 789 rW 28423 56192 21.92% 1.592%
27 11.155 789 792 794 rVv2 3501 9735 3.80% 0.276%
28 11.205 794 796 801 rVB3 4305 8684 3.39% 0.246%
29 11.408 807 812 817 rVB2 5229 13576 5.30% 0.385%
30 11.683 849 859 866 rBV2 10382 15447 6.03% 0.438%
31 11.741 866 872 882 rVB 8648 13474 5.26% 0.382%
32 12.003 922 931 942 rBV 42411 67607 26.37% 1.916%
33 12.079 942 948 957 rvVB2 2181 3721 1.45% 0.105%
34 12.274 986 992 996 rBV 1675 2769 1.08% 0.078%
35 12.569 1046 1049 1051 rVB 6706 9726 3.79% 0.276%
36 12.670 1051 1057 1061 rVB3 5107 16210 6.32% 0.459%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016628.D

Acqg On : 01 Oct 2021 ©09:34 Instrument :
Operator : CG/JU BNA_N

Sample : M3833-19 ClientSampleld :
Misc : EB02-20210920

ALS Vvial : 31 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 12.810 1066 1068 1071 rWV 9293 14770 5.76% ©.419%
38 12.886 1071 1074 1078 rVB 77540 131697 51.37% 3.732%
39 13.178 1094 1097 1102 rBvV2 25101 51025 19.90% 1.446%
40 13.406 1112 1115 1119 rBV 25995 58289 22.74% 1.652%
41 13.470 1119 1120 1122 rW 10596 14179 5.53% ©0.402%
42 13.520 1122 1124 1127 rVWV2 8236 17036 6.65% 0.483%
43 13.647 1131 1134 1136 rVwv2 8645 22087 8.62% 0.626%
44 13.711 1136 1139 1141 rVV2 25807 56542 22.06% 1.602%
45 13.749 1141 1142 1146 rVV2 14051 26963 10.52% 0.764%
46 13.838 1146 1149 1152 rVB 107031 156539 61.07% 4.436%
47 14.269 1178 1183 1187 rBV2 130941 235193 91.75% 6.664%
48 14.383 1187 1192 1194 rVv4 3300 11208 4.37% ©0.318%
49 14.802 1223 1225 1228 rBV 7676 12796 4.99% 0.363%
50 14.878 1228 1231 1234 rVB 9330 17907 6.99% 0.507%
51 14.954 1234 1237 1239 rBV2 5124 11387 4.44% 0.323%
52 15.005 1239 1241 1246 rVV3 7023 16348 6.38% 0.463%
53 15.106 1246 1249 1252 rVB 89809 116369 45.40%  3.297%
54 15.423 1271 1274 1276 rVB2 5212 7858 3.07% ©0.223%
55 15.639 1288 1291 1296 rBV2 76106 124710 48.65% 3.534%
56 15.766 1296 1301 1303 rVV3 11849 29160 11.38% 0.826%
57 15.855 1306 1308 1312 rWV 16758 28188 11.00% ©.799%
58 15.969 1315 1317 1321 rVB2 6534 11565 4.51% ©0.328%
59 16.628 1369 1371 1374 rBV2 11283 15636 6.10% 0.443%
60 16.908 1391 1394 1398 rBV2 4512 8041 3.14% 0.228%
61 17.018 1398 1403 1406 rBV 97859 172489 67.29% 4.888%
62 17.602 1448 1451 1454 rBV 14030 20608 8.04% 0.584%
63 17.711 1455 1460 1462 rVV2 16859 29627 11.56%  ©.840%
64 17.772 1462 1465 1467 rW 11979 21443 8.36% ©0.608%
65 17.833 1467 1470 1472 rW 4980 7222 2.82% ©.205%
66 17.894 1472 1475 1478 rVWV 18523 27114 10.58% 0.768%
67 18.457 1569 1574 1581 rBV2 2041 3336 1.30% ©.095%
68 18.805 1640 1644 1649 rBV 4421 5290 2.06% ©.150%
69 19.063 1690 1696 1712 rBV 122235 171278 66.82%  4.853%
70 19.679 1814 1820 1835 rBV 105548 133381 52.03% 3.780%
71 20.006 1885 1886 1888 rBV 14578 22645 8.83% 0.642%
72 21.026 1979 1982 1988 rVB 24816 33306 12.99%  0.944%
73 21.174 1993 1996 1998 rVV 29458 41496 16.19% 1.176%
74 21.238 1998 2002 2012 rVB2 114102 182963 71.37% 5.184%
75 22.109 2082 2084 2089 rVB2 7770 11031 4.30% ©0.313%
76 22.396 2109 2111 2112 rVB 10035 12313 4.80% 0.349%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc

ALS Vvial : 31 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

77 23.485 2415 2427 2458 rVB 89092 173682 67.75% 4.922%
78 25.768 3081 3094 3120 rVB5 857 3320 1.30% 0.094%

Sum of corrected areas: 3529044
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Oct 2021 ©09:34
: CG/JU
: M3833-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16628.D

: 31 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
3

0
Time-->
Abundance

300000

250000

200000

150000

100000

50000

TIC: BN016628.D\data.ms
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6.872025264 9.456 9.2410.1@ 458y 10atmns 081684
e A A A A Pagivav= N
T T T ‘ T T T ‘ T T T ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ T T T ’ T 17T

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BN016628.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Butane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.272 0.07 ng 16987 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 5
2 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
3 Hydrogen azide 43 HN3 007782-79-8 3
4 Acetone 58 C3H60 000067-64-1 2
5 Formic acid, chloro-, (3,4,4-tri... 194 C7H11C1l04 107323-92-2 2
Abundance  Scan 21 (3.272 min): BN016628.D\data.ms (-18) (-) m/z 43.00 100.00%
43.
5000 L
T
58.0 3.20 3.40 3.60
Ol e b e B0 mjz 42.00 12.74%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #264: Butane
43.0
5000 290 LIS LA L HL BLL
3.20 3.40 3.60
m/z 58.00 11.54%
15.0 “ 5?0
O\\\‘;\\\‘\i‘\\‘\\1\‘\\\\i\}\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #235: Diazene, dimethyl-
15.0
i man s S
3.20 3.40 3.60
5000 m/z 44.00 1.08%
28.0 43.0
58.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #77: Hydrogen azide T
43.0 3.20 340 3.60
m/z 95.00 0.88%
5000 15.0 M
28.0
Ot e e S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Acetic acid, methyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.816 0.18 ng 42461 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetic acid, methyl ester 74 C3H602 000079-20-9 5
2 Hydrogen isocyanate 43 CHNO 000075-13-8 4
3 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 4
4 Tetramethylammonium acetate 133 C6H15N02 010581-12-1 4
5 Isobutane 58 C4H1e 000075-28-5 4
Abundance  Scan 80 (3.816 min): BN016628.D\data.ms (-76) (-) m/z 43.00 100.00%
T M
5000
74.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 3.40 3.60 3.80 4.00 4.20
Ot 9901520 nyz 42.00  25.68%
miz-> 20 40 60 80 100 120 140
Abundance #946: Acetic acid, methyl ester
43.0
5000 L L L L
3.40 3.60 3.80 4.00 4.20
74.0 m/z 74.08  17.55%
15.0
O\\\‘\‘\\“\\“}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #74: Hydrogen isocyanate
43
R A REARARRE
3.40 3.60 3.80 4.00 4.20
5000 m/z 71.00 5.13%
15.0 ‘ ‘
ol e e e e
miz--> 20 40 60 80 100 120 140
Abundance #988: 1-Propanol, 2-methyl- R A REARARRE
43.0 3.40 3.60 3.80 4.00 4.20
m/z 44.00 3.31%
5000 w
74.0
omlg"q :‘m‘; i R R N R AR
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@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Oxirane, trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.093 0.22 ng 51631 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, trimethyl- 86 C5H100 005076-19-7 9
2 1,2-Ethanediamine, N-ethyl- 88 C4H12N2 000110-72-5 5
3 1,2-Ethanediamine, N,N-dimethyl- 88 C4H12N2 000108-00-9 5
4 beta-Alanine amide 88 C3H8N20 004726-85-6 4
5 Butane 58 C4H1e 000106-97-8 4
Abundance Scan 110 (4.093 min): BN016628.D\data.ms (-102) (-) m/z 58.00 100.00%
58.0
42,0
5000
R EERaEEEEE R
88.0 1120 3.80 4.00 4.20 4.40
Ob e bbb e 2200 m/z 43.00 91.92%
miz-> 20 40 60 80 100 120 140
Abundance #1966: Oxirane, trimethyl-
43.0
5000 UL L B LI L L I LR
27.0 3.80 4.00 4.20 4.40
m/z 42.00 75.68%
59.0
O\\\‘\H“\\““}\\‘\“‘\\‘\\‘8\6‘.\0\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2219: 1,2-Ethanediamine, N-ethyl-
58.0
30.0
R EERaEEEEE R
3.80 4.00 4.20 4.40
5000 m/z 44.00 16.55%
miz--> 20 40 60 80 100 120 140
Abundance #2233 1,2-Ethanediamine, N,N-dimethyl- AR
58.0 3.80 4.00 4.20 4.40
m/z 71.00 5.17%
b J\/NM
30.0
ob-1A0 “ : ““! S ‘8‘58:'9‘ . S
m/z--> 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 1
R.T. EstConc Area Relative to ISTD R.T.
4.821 1.10 ng 256345 1,4-Dichlorobenzene-d4 7.643

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): BN016628.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 \J\\J
 RAREEES LSS
‘ 4.60 4.80 5.00 5.20
obr e L 7O 990 1520 nyz sgiee 17.24%
miz-> 20 40 60 80 100 120 140
Abundance #236: Acetone
43.0
5000 L B R B R B B
4.60 4.80 5.00 5.20
m/z 42.00 4.44%
15.0
O\\\“\‘\M\‘\\H““}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
i AaaRmaas
4.60 4.80 5.00 5.20
5000 m/z 44.00 2.38%
oLl ol e e e
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  ©.28%
5000 JL
\‘ | 417‘0 i
Ol IS e 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@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 2-Propenamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.503 0.33 ng 75635 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 3
2 3-Methoxyhex-1-ene 114 C7H140 108811-41-2 2
3 Azetidine, 1-methyl- 71 C4HON 004923-79-9 2
4 Azetidine, 2-methyl- 71 CAHSN 019812-49-8 2
5 Aziridine, 2,2-dimethyl- 71 C4HSN 002658-24-4 1
Abundance Scan 263 (5.503 min): BN016628.D\data.ms (-259) (-) m/z 71.00 100.00%
71.0
5000 L
R R ARRERRRN
43.0 5.20 5.40 5.60 5.80
Ob b 980 1120 1500 ./, 43.00 12.03%
m/z--> 20 40 60 80 100 120 140
Abundance #676: 2-Propenamide
71.0
270 440
5000 L L R AL L |
5.20 5.40 5.60 5.80
m/z 42.00 3.71%
O‘\‘H\\“\‘\\M\‘\\‘}\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #8461: 3-Methoxyhex-1-ene
71.0
A EEmamEEEE
5.20 5.40 5.60 5.80
5000 m/z 58.00 1.71%
41.0
0 | 960 | 80 1140
e I E T
m/z--> 20 40 60 80 100 120 140
Abundance #700: Azetidine, 1-methyl- A EEmamEEEE
28.0 5.20 5.40 5.60 5.80
m/z 95.00 0.82%
5000 43.0
71.0
0 L o B T
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 1-Butanol, 4-ethoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.752 0.17 ng 39982 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 4-ethoxy- 118 C6H1402 000111-73-9 9
2 2-Propenamide 71 C3H5NO 000079-06-1 5
3 N-Vinylformamide 71 C3H5NO 013162-05-5 5
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 4
5 1-Butanol 74 C4H1e0 000071-36-3 4
Abundance Scan 290 (5.752 min): BN016628.D\data.ms (-284) (-) m/z 43.00 100.00%
43.0 58.0
71.0
5000
88.0 S
‘ 5.40 5.60 5.80 6.00
Ot rrprrerprerrrrrr b e e e e e e M/Z 44,08 89.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10030: 1-Butanol, 4-ethoxy-
31.0
59.0
5000 L L L L L D LB B
44.0 5.40 5.60 5.80 6.00
720 gg m/z 58.00 88.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #675: 2-Propenamide
44.0 71.0
T
5.40 5.60 5.80 6.00
5000 27.0 m/z 42.00 83.07%
PSRN0 RN ] N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #678: N-Vinylformamide T
42.0 71.0 5.40 5.60 5.80 6.00
m/z 71.00 77.10%
5000
28.0 ‘
0 H,WM‘!‘WHE e — SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.40 5.60 5.80 6.00

8270-SIM-BN100121.M Mon Oct 04 18:11:03 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 2-Aminopropanenitrile, N-ac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.707 0.21 ng 48349 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminopropanenitrile, N-acetyl- 112 C5H8N20 019861-71-3 7
2 Methoxyacetonitrile 71 C3H5NO 001738-36-9 4
3 Azetidine, 2-methyl- 71 C4HON 019812-49-8 4
4 Azetidine, 1-methyl- 71 CAHSN 004923-79-9 4
5 Butane 58 C4H1e 000106-97-8 4
Abundance Scan 502 (7.707 min): BN016628.D\data.ms (-499) (-) m/z 43.00 100.00%
3.0
. A\JL
N A RAREEEEE R
‘ 58.0 71‘-0 66,0 112.0 7.40 7.60 7.80 8.00
b e T m/z 42.00 19.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7099: 2-Aminopropanenitrile, N-acetyl-
43.0
5000 LB L B R I B
7.40 7.60 7.80 8.00
m/z 58.00 14.74%
28.0 71.0
O \\\’]\.ﬁ\.c\)‘ T \‘1 ‘ \H\i‘“\\’\516\.\0‘\\1\“\\\\‘8\?\.(\)’\\9\81.‘()\\ \]-\]‘-}2\.\0\ ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #679: Methoxyacetonitrile
41.0
N A RAREEEEE R
7.40 7.60 7.80 8.00
m/z 71.00 12.45%
5000 20.0 /
15.0 28,0
J 54.0
Ottt e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #699: Azetidine, 2-methyl- e
28.0 7.40 7.60 7.80 8.00
m/z 44.00 4.96%
42.0
5000 -
71.0
0"W‘Hw‘AHWHJWLHM‘m‘uulh‘wu‘W‘HW‘u‘wu‘w T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00

8270-SIM-BN100121.M Mon Oct 04 18:11:03 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Silanamine, N-silyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.442 0.12 ng 28305 1,4-Dichlorobenzene-d4 7.643

Hit# of 4 Tentative ID MW MolForm CASH# Qual

1 Silanamine, N-silyl- 77 H7NSi2 005702-11-4 1

2 Mercaptamine 77 C2H7NS 000060-23-1 1

3 1,5-Hexadiene, 3,3,4,4-tetrafluoro- 154 C6H6F4 001763-21-9 1

4 1-Propyne, 3-chloro- 74 C3H3Cl 000624-65-7 1

Abundance Scan 578 (8.442 min): BN016628.D\data.ms (-575) (-) m/z 77.00 100.00%

71.0
5000

8.20 8.40 8.60 8.80

42.0 9
Ol 2010 1420 2250 4z e5.00 2.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1134: Silanamine, N-silyl-
30.0
76.0
5000 L L B B B B

8.20 8.40 8.60 8.80
m/z 42.00 1.47%

0“‘\‘w‘”\” SRR S S

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1131: Mercaptamine
30.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
5000 m/Z 101.00 0.16%
| 59.0
O\\\‘\\\\“\\\\“i\\\i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31635: 1,5-Hexadiene, 3,3,4,4-tetrafluoro- R e ERERERER s
71.0 8.20 8.40 8.60 8.80
m/z 115.00 0.12%
5000
51.0
0 27‘.0 115.0 1530
\\\‘\\\\‘\\\\“\\\‘\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Formic acid, 2-phenylhydrazide Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.886 0.06 ng 13682 1,4-Dichlorobenzene-d4 7.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, 2-phenylhydrazide 136 C7H8N20 000622-84-4 9
2 Diazene, methylphenyl-, 1-oxide,... 136 C7H8N20 035150-75-5 5
3 Spiro ( 6,6-dimethyl-2,3-diazobi... 136 C8H12N2 135485-30-2 4
4 2,5-Cyclohexadiene-1,4-dione, 2,... 136 C8H802 000137-18-8 3
5 N-(2-Chloroethyl)-N'-methylurea 136 C4H9CIN20 074378-14-6 3
Abundance Scan 613 (8.886 min): BN016628.D\data.ms (-610) (-) m/z 77.00 100.00%
71.0
O EARRNEEESS e
420 95‘-0 1150 8.60 8.80 9.00 9.20
L m/z 136.00  40.57%
miz--> 20 40 60 80 100 120 140
Abundance #18545: Formic acid, 2-phenylhydrazide
77.0
107.0
51.0 136.0
5000 UL DAL R R B
29.0 8.60 8.80 9.00 9.20
m/z 95.00 14.19%
012 \\H\M\\‘M‘\‘\‘!\\‘\\\\“\\\\
miz--> 20 40 60 80 100 120 140
Abundance #18568: Diazene, methylphenyl-, 1-oxide, (E)-
71.0
AR AREERREEEEEE
136.0 8.60 8.80 9.00 9.20
5000 m/z 65.00 4.93%
T M
miz--> 20 40 60 80 100 120 140
Abundance #18672: Spiro ( 6,6-dimethyl-2,3-diazobicyclo [3.1.0] hex- T T T T
39.0 8.60 8.80 9.00 9.20
m/z 101.00 3.89%
5000 77.0
136.0
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20

8270-SIM-BN100121.M Mon Oct 04 18:11:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 Pyrrolidine, 1-(1-cyclopent... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.053 0.13 ng 56192 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolidine, 1-(1-cyclopenten-1-... 137 C9H15N 007148-07-4 9

2 S-Triazolo[5,1-a]pyrimidin-7(1H)... 136 C5H4N40 004866-61-9 7

3 Benzenemethanamine, 4-methoxy- 137 C8H11NO 002393-23-9 5

4 6H-Purin-6-one, 1,7-dihydro- 136 CS5H4N40 000068-94-0 5

5 1H-Imidazole, 2-methyl- 82 C4H6N2 000693-98-1 4

Abundance Scan 784 (11.053 min): BN016628.D\data.ms (-779) (-) m/z 82.00 100.00%

82.0 136.0
5000 54.0

=
11.00

Obprrrr e b e e 2200 m/z 136.00 97.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19352: Pyrrolidine, 1-(1-cyclopenten-1-yl)-
136.0
5000 — :
11.00
410 m/z 137.00 52.45%
‘ 67.0 108.0
O\‘\‘\‘\\‘ih\\‘1“‘\‘\‘M\\‘“‘\\\‘i‘\!‘\\i‘\\“\H“HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18406: S-Triazolo[5,1-a]pyrimidin-7(1H)-one
136.0
T 7
11.00
5000 53.0 m/z 54.00  38.24%
108.0
27.0 81.0
0\‘\‘h\““‘\\‘H\‘\1‘”}‘””‘”‘”‘\” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19287: Benzenemethanamine, 4-methoxy- — ‘
136.0 11.00
m/z 70.00 10.02%
5000 106.0
77.0
51.0
0. B — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00

8270-SIM-BN100121.M Mon Oct 04 18:11:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 11 Vanillin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.178 0.09 ng 51025 Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 47
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 37
3 Benzaldehyde, 2,6-dihydroxy-4-me... 152 C8H803 000526-37-4 37
4 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 37
5 2,3-Methylenedioxyanisole 152 C8H803 001817-95-4 9

Abundance Scan 1097 (13.178 min): BN016628.D\data.ms (-1094) (-  m/z 141.00 100.00%

141.0
5000

51‘-0 105.0 128013‘0013‘2013‘40 |

b b L 2820 8800 4z 151,00 83.56%

miz-> 50 100 150 200 250 300

Abundance #29935: Vanillin /\\”J\/
151.0

5000 DT
81.0 12.8013.0013.2013.40

m/z 152.00 57.86%

\\‘\ (M \Md H\ ul ‘ |
L L \ ‘ T \ T ‘ T T T ’ L ‘ T T T ’ L
miz--> 100 150 200 250 300
Abundance #30044. Benzaldehyde, 3-hydroxy-4-methoxy-
151.0 "/\

12&130m32m340
5000 m/z 51.00 14.93%

81.0
43,
miz-> 50 100 150 200 250 300

Abundance #30060: Benzaldehyde, 2,6-dihydroxy-4-methyl- B
151.0 12.8013.0013.2013.40

m/z 63.00 6.36%

5000
106.0
53.0 ‘
|

o““““““ﬂ”““‘” - S
miz--> 50 100 150 200 250 300 12.8013.0013.2013.40

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34

Operator : CG/JU

Sample : M3833-19

Misc

ALS vial : 31 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 12 S-Benzoyl(thiohydroxylamine) Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.406 o0.10ng s§289  Acenaphthene-dle 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Benzoyl(thiohydroxylamine) 153 c7HNOs 025740-80-1

5
000532-27-4 4
027990-74-5 3
002297-14-5 2
1000270-08-6 2

1S

2 Acetophenone, 2-chloro- 154 C8H7C10

3 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12
4 2,2-Bis[4-(benzoyloxy)phenyl]pro... 436 C29H2404
5 1,5,2-Dioxazaspiro[5.5]undec-3-e... 273 C16H19NO3

Abundance Scan 1115 (13.406 min): BN016628.D\data.ms (-1112) (-  m/z 105.00 100.00%

105.0
5000
510 T [ T [T T T T[T rrTrT
1520 13.2013.4013.6013.80
Ol 2280 38 sz 51,080 17.91%
miz--> 0 50 100 150 200 250 300
Abundance #30688: S-Benzoyl(thiohydroxylamine)
105.0
5000 L L L B B
13.2013.4013.6013.80
51.0 m/z 152.00  1.20%
0 L . 153.0
‘ L ‘ T ‘ UL ‘ L ‘ T T T T ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #32008: Acetophenone, 2-chloro-
105.0
GO T
13.2013.4013.6013.80
5000 m/z 154.00 0.78%
51.0
0 N 154.0
i e o S B e e T e
miz--> 0 50 100 150 200 250 300
Abundance #29713: 1-Pentene, 5-chloro-4-(chloromethyl)- AR amEEEEEE
41.0 13.2013.4013.6013.80
m/z 165.00 0.45%
81.0
5000
020 Mrowseo
m/z--> 0 50 100 150 200 250 300 13.2013.4013.6013.80

8270-SIM-BN100121.M Mon Oct 04 18:11:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 13 S-Benzoyl(thiohydroxylamine) Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.711 0.10 ng 56542  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 5
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 4
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 3
4 Benzenethanamine,4-methoxy-.alph... 165 C10H15NO 023239-32-9 2
5 3-Methoxyamphetamine 165 C1OH15NO 017862-85-0 2

Abundance Scan 1139 (13.711 min): BN016628.D\data.ms (-1136) (-  m/z 105.00 100.00%
105.0
5000 ML
R N REEEE B
51.0 13.4013.6013.8014.00
165.0 206.0 331
r——ttr—>r—— m/z 51.00 15.22%
miz-> 50 100 150 200 250 300
Abundance #30688: S-Benzoyl(thiohydroxylamine)
105.0
5000 L L B B R |
13.4013.6013.8014.00
51.0 m/z 165.00 4.59%
oleo | ) , 153.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #32008: Acetophenone, 2-chloro-
105.0
R A e RRa
13.4013.6013.8014.00
5000 m/z 154.00 0.98%
51.0
0 Ny 154.0
— 71—
miz--> 50 100 150 200 250 300
Abundance #40879: N-Methoxy-N-methylbenzamide R R
105.0 13.4013.6013.8014.00
m/z 153.00 0.64%
5000
51.0
ol50 “ ) 165.0
et R AR RRRE
m/z--> 50 100 150 200 250 300 13.4013.6013.8014.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 14 5-Allyl-2-amino-4-hydroxy-6... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.838 0.27 ng 156539  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Allyl-2-amino-4-hydroxy-6-meth... 165 C8H11N30 006957-86-4 5

2 Ethanone, 1-(2,6,6-trimethyl-1-c... 166 C11H180 001197-92-8 5

3 7-Methyl-6-oxo0-1,2,3,4-tetrahydr... 165 C8H11N30 026955-14-6 4
4 N,N-Dimethyl-2H-1,3-benzodioxol-... 165 C9H11NO2 1000388-48-7 4
5 1-Methyl-4-allylaminocytosine 165 C8H11N30 136308-28-6 4

Abundance Scan 1149 (13.838 min): BN016628.D\data.ms (-1146) (-  m/z 165.00 100.00%
165.0

%

5000
R ARRaRmasmEE SR
510 105.0 13.6013.8014.0014.20
Ot O 2080 p/7 151,00 43.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40712: 5-Allyl-2-amino-4-hydroxy-6-methylpyrimidine
43.0 165.0
138.0 13.6013.8014.0014.20
m/z 166.00 22.70%
67.0

O' ‘\ml“\\‘i“‘”\\‘”“\!‘\\"\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41456: Ethanone, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
43.0 123.0

%%

81.0 151.0 13.6013.8014.0014.20

5000 m/z 152.00 4.04%

o liv a

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40723: 7-Methyl-6-0x0-1,2,3,4-tetrahydro-6H-pyrimido[1 T T T T
165.0 13.6013.8014.0014.20

m/z 105.00 2.54%

o

&

5000

137.0
55.0 110.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.6013.8014.0014.20

?

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 15 Bicyclo[2.2.2]oct-2-ene-1-c... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.106 0.20 ng 116369  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]oct-2-ene-1-carbox... 151 C9H13NO 1000211-27-6 4
2 Ethanone, 2-(formyloxy)-1-phenyl- 164 C9H803 055153-12-3 3

3 5-Dimethylamino-2-methyl-4-oxazo... 151 C7H9N30 049837-48-1 3

4 1-Pentene, 5-chloro-4-(chloromet... 152 C6H10C12 027990-74-5 3

5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 3

Abundance Scan 1249 (15.106 min): BN016628.D\data.ms (-1246) (-  m/z 105.00 100.00%
1

05.0
5000
51.0 151.0 Arfre
‘ ' 14.8015.0015.2015.40
0L A 2040 8800wy 51,00 23.30%
miz--> 50 100 150 200 250 300
Abundance #29012: Bicyclo[2.2.2]oct-2-ene-1-carboxamide
105.0
5000 UL L R R
51.0 14.8015.0015.2015.40
151.0 .
‘ m/z 151.00 14.95%
O' ‘\L ‘“\ \‘\ T “ L ‘ T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #40395: Ethanone, 2-(formyloxy)-1-phenyl-
105.0
R
14.8015.0015.2015.40
5000 ITI/Z 63.00 5.50%
51.0
| | 164.0
o0+ttt
miz--> 50 100 150 200 250 300
Abundance #28682: 5-Dimethylamino-2-methyl-4-oxazolecarbonitrile AR REE R
42.0 14.8015.0015.2015.40
m/z 164.00 3.38%
5000
Tg'o 151.0
ofﬁm S e
m/z--> 50 100 150 200 250 300 14.8015.0015.2015.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 16 Benzoic acid, 2-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.639 0.21 ng 124710  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methoxy- 152 C8H803 000579-75-9 9

2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 5

3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 5

4 3-(4-Methoxy-1,2,5-oxadiazol-3-y... 182 C6H6N403 1000459-91-2 3
5 Benzeneethanamine, 4-methoxy- 151 C9H13NO 000055-81-2 3

Abundance Scan 1291 (15.639 min): BN016628.D\data.ms (-1288) (-  m/z 105.00 100.00%
1

05.0
5000 182.0
51.0 —— ——
15.50 16.00
152.0
Ol b e e e b i m/z 182.08  39.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29982: Benzoic acid, 2-methoxy-
105.0
77.0 1520
5000 1550 1600
39.0 : R
15.0 m/z 51.00 22.55%
O' i‘\\‘\“\‘\‘h\‘\\}H}\\H}‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32009: Acetophenone, 2-chloro-
105.0
— —
770 15.50 16.000
5000 ITI/Z 152.00 4.,25%
51.0
27\0 il \‘ 1l L ‘ ‘ 1540
LB mmAES T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide — ——
105.0 15.50 16.00
m/z 153.00 4.14%
77.0
5000
51.0
ol... 280, \‘ A | 1340 1650
R A B B e e AR E AR —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 17 E-2-Hexenyl benzoate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.855 0.07 ng 28188  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-2-Hexenyl benzoate 204 C13H1602 076841-70-8 5
2 Ethanone, 2-bromo-1-phenyl- 198 C8H7BroO 000070-11-1 4
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 4
4 Benzeneethanamine, 4-methoxy- 151 C9H13NO 000055-81-2 3
5 1-Chloro-4-methoxy-2-phenylbutane 198 C11H15C10 1010216-63-6 3

Abundance Scan 1308 (15.855 min): BN016628.D\data.ms (-1306) (-  m/z 105.00 100.00%

105.0
5000
— P
51.0 108.0 15.50 16.00
O e 25101720 1980 0 5y g 12.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79859: E-2-Hexenyl benzoate
105.0
5000 — A -
15.50 16.00
77.0 m/z 198.00 1.86%
55.0
ol290y | ‘ 151.0 175.0 204.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74379: Ethanone, 2-bromo-1-phenyl-
105.0
P b
15.50 16.00
5000 ITI/Z 63.00 1.46%
77.0
51.0
0 My Ll | 19?0
T R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester — ——
105.0 15.50 16.00
m/z 204.00 1.12%
5000 77.0
51.0
0L27.0 L 141.0 198.0
R B A BARRS B, P Co
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 18 Isopropylphosphonothionic d... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.711 0.07 ng 29627  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylphosphonothionic dichlo... 176 C3H7C12PS 001498-60-8 9

2 Hydrazine, (2,5-dichlorophenyl)- 176 C6H6C12N2 000305-15-7 9

3 1,2-cyclohexanedione, 3-(1H-imid... 178 C9H10ON202 1000404-77-5 9
4 2,4-Dichloro-5-methylphenol, 0O-e... 248 C10H10C1203 1000487-29-9 9
5 Acetamide, N-methoxy-N-2-naphtha... 215 C13H13NO2 086412-55-7 9

Abundance Scan 1460 (17.711 min): BN016628.D\data.ms (-1455) (-  m/z 176.00 100.00%

176.0
5000 141.0
800 250 1750 1800
0 | [ L 2480 28ac 7178 00 89.85%
T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T ’ T T T T . . (]
miz--> 50 100 150 200 250
Abundance #51044: Isopropylphosphonothionic dichloride
43.0
176.0
5000 134.0 — —
17.50 18.00
m/z 173.00 61.38%
98.0
O T T T }‘ ‘ ‘f ‘\‘\ T M“\ T \H\‘ T T ‘1 T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #51156: Hydrazine, (2,5-dichlorophenyl)-
176.0
—r —
133.0 17.50 18.00
' m/z 179.08  59.09%
5000 75.0
28.0
o u”!“ ———
miz--> 50 100 150 200 250
Abundance #53511: 1,2-cyclohexanedione, 3-(1H-imidazol-1-yl)- e ——
178.0 17.50 18.00
m/z 165.00 50.63%
94.0
5000 41.0
(1) oo
oH“ | I 0 i N — — ——
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 19 6,6-Dimethyl-1,3-diazaadama... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.894 0.06 ng 27114  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6-Dimethyl-1,3-diazaadamantane 166 C1OH18N2 051805-77-7 56
2 N,2-Dimethyl-4-nitroaniline 166 C8H10ON202 010439-77-7 9
3 Benzaldehyde, 2,5-dimethoxy- 166 C9H1003 000093-02-7 9
4 (4-Methoxy-3,5-dimethylpyridin-2... 166 C9H14N20 130000-78-1 9
5 Durohydroquinone 166 C10H1402 000527-18-4 9

Abundance Scan 1475 (17.894 min): BN016628.D\data.ms (-1472) (- m/z 166.00 100.00%

166.0
5000
= —
80.0 17.50 18.00
ol A 2150 2640 m/z 151.00  62.21%
miz--> 50 100 150 200 250
Abundance #41358: 6,6-Dimethyl-1,3-diazaadamantane
166.0
5000 — ——
108.0 17.50 18.00
70.0 m/z 167.00 14.85%
oL “39\}”\8\\\\“ \m‘ “1“”\““”‘ \w }h‘\‘ \“ “ ‘\“ L S e S B
miz-> 50 100 150 200 250
Abundance #41922: N,2-Dimethyl-4-nitroaniline
166.0
P o
17.50 18.00
5000 m/Z 179.00 4.43%
AT Y N
miz-> 50 100 150 200 250
Abundance #42151: Benzaldehyde, 2,5-dimethoxy- — —
166.0 17.50 18.00
m/z 165.00 3.08%
5000
123.0
51.0 } ‘
9210
N ‘\H I i \h ' H“ H S — L
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS vial : 31 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 20 Benzothiazole, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.026 0.07 ng 33306 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4
2 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
3 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4
4 Pyridine, pentamethyl- 149 C1OH15N 003748-83-2 4
5 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4

Abundance Scan 1982 (21.026 min): BN016628.D\data.ms (-1979) (-  m/z 149.00 100.00%
149.0

5000
21.00 |
229.0
b e L 200052190 myz 229.00 3.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27281: Benzothiazole, 2-methyl-
149.0
5000 e :
108.0 21.00
69.0 m/z 122.00 1.39%
39.0 ‘ ‘
O ‘\‘H\‘w\‘\”\\“"‘}\\“\"“H\‘\’}‘\‘\i“‘\\\\‘H“H‘HH‘HH‘\H\‘\H\‘\\H‘\\H‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27262: 3-Hydroxy-2-pyridin-3-yl-propenal
149.0
T T
21.00
5000 ITI/Z 120.00 0.18%
92.0 120.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27276: m-Tolyl isothiocyanate T ‘
149.0 21.00
m/z 202.00 0.11%
5000 91.0
B L o |
Ol prrreptsbrhesipreteptreb el e e e —r
m/z--> 20 40 60 80 100120140160180200220240260280 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016628.D

Acqg On : 01 Oct 2021 09:34
Operator : CG/JU

Sample : M3833-19

Misc :

ALS Vvial : 31 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|
Butane 3.272 0.1 ng 16987 1 7.643 92918 0.4
Acetic acid, me... 3.816 0.2 ng 42461 1 7.643 92918 0.4
Oxirane, trimet... 4.093 0.2 ng 51631 1 7.643 92918 0.4
Acetone 4.821 1.1 ng 256345 1 7.643 92918 0.4
2-Propenamide 5.503 0.3 ng 75635 1 7.643 92918 0.4
1-Butanol, 4-et... 5.752 0.2 ng 39982 1 7.643 92918 0.4
2-Aminopropanen... 7.707 0.2 ng 48349 1 7.643 92918 0.4
Silanamine, N-s... 8.442 0.1 ng 28305 1 7.643 92918 0.4
Formic acid, 2-... 8.886 0.1 ng 13682 1 7.643 92918 0.4
Pyrrolidine, 1-... 11.053 0.1 ng 56192 2 10.407 168896 0.4
Vanillin 13.178 0.1 ng 51025 3 14.269 235193 0.4
S-Benzoyl(thioh... 13.406 0.1 ng 58289 3 14.269 235193 0.4
S-Benzoyl(thioh... 13.711 0.1 ng 56542 3 14.269 235193 0.4
5-Allyl-2-amino... 13.838 0.3 ng 156539 3 14.269 235193 0.4
Bicyclo[2.2.2]o... 15.106 0.2 ng 116369 3 14.269 235193 0.4
Benzoic acid, 2... 15.639 0.2 ng 124710 3 14.269 235193 0.4
E-2-Hexenyl ben... 15.855 0.1 ng 28188 4 17.018 172489 0.4
Isopropylphosph... 17.711 0.1 ng 29627 4 17.018 172489 0.4
6,6-Dimethyl-1,... 17.894 0.1 ng 27114 4 17.018 172489 0.4
Benzothiazole, ... 21.026 0.1 ng 33306 5 21.238 182963 0.4
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