LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38782.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.669 74 82 88 rBv2 36289 91620 2.61% ©0.178%
2 3.740 88 94 104 rVB 49940 106245 3.03% 0.206%
3 4.963 296 302 310 rBvV 217946 293774 8.38% 0.570%
4 5.440 377 383 390 rBV 657063 959362 27.36% 1.863%
5 5.846 446 452 469 rBV 348414 626418 17.86% 1.216%
6 7.063 653 659 665 rBVY 683989 1008286 28.75% 1.958%
7 7.298 695 699 705 rVB 73510 111281 3.17% 0.216%
8 7.534 731 739 748 rBV 534744 1091735 31.13% 2.120%
9 7.616 748 753 760 rVB 267535 429498 12.25% 0.834%
106 7.881 790 798 807 rBV 208683 320127 9.13% 0.622%
11 8.422 883 890 903 rBV 565904 976960 27.86% 1.897%
12 8.916 968 974 980 rVB3 72192 122299 3.49% 0.237%
13 8.987 980 986 991 rBV 57025 96978 2.77% ©.188%
14 9.063 992 999 1009 rVB 456062 806042 22.99% 1.565%
15 9.157 1009 1015 1025 rBV 202038 468766 13.37% 0.910%
16 9.263 1027 1033 1040 rBV 164132 250038 7.13% 0.485%
17 9.528 1074 1078 1082 rVV 66476 103555 2.95% 0.201%
18 9.657 1093 1100 1104 rBV 195961 304656 8.69% 0.591%
19 9.716 1104 1110 1117 rVWV 686453 1087344 31.01% 2.111%
20 10.122 1167 1179 1185 rBV 300277 567489 16.18% 1.102%

21 10.192 1185 1191 1193 rVV 157076 253442  7.23%
22 10.234 1193 1198 1202 rVV 375434 617154 17.60%
23 10.275 1202 1205 1215 rVB2 51762 100937 2.88%
24 10.398 1217 1226 1233 rVB4 62085 137273 3.91%
25 10.698 1270 1277 1282 rBV 254750 417636 11.91%

COOR®
=
©
o
xR

26 11.210 1349 1364 1371 rBV 641134 1058181 30.18%
27 11.345 1380 1387 1397 rBV 715822 1161696 33.13%
28 11.886 1474 1479 1484 rBV 63577 97845 2.79%

ORr ONN
=
[
®
R

29 12.345 1548 1557 1570 rBV2 381193 756936 21.59% 470%
30 12.504 1579 1584 1592 rBV 232168 348916  9.95% 677%
31 12.592 1593 1599 1605 rVV2 127347 215050 6.13% 0.418%
32 12.751 1620 1626 1630 rBV 156413 235162 6.71% 0.457%
33 12.792 1630 1633 1641 rVB 70239 110993 3.17% 0.215%
34 12.904 1648 1652 1660 rVB 64889 94508 2.70% ©.183%
35 12.986 1661 1666 1675 rVB 260082 382452 10.91% ©.743%

36 13.104 1678 1686 1690 rBV3 70447 127374 3.63% 0.247%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.157 1690 1695 1701 rVV 1488276 2097762 59.82% 4.073%
38 13.275 1706 1715 1719 rBV 61037 120965 3.45% 0.235%
39 13.422 1734 1740 1746 rBV 345863 594390 16.95% 1.154%
40 13.480 1746 1750 1754 rVB 84562 128482 3.66% 0.249%
41 13.604 1767 1771 1777 rVB 63976 93430 2.66% 0.181%
42 13.663 1777 1781 1785 rBV 79238 117316 3.35% 0.228%
43 13.774 1794 1800 1808 rVB2 115603 203467 5.80% 0.395%
44 13.863 1809 1815 1820 rBv4 55582 115490 3.29% 0.224%
45 13.986 1833 1836 1841 rVB 101571 151941 4.33% 0.295%
46 14.263 1877 1883 1887 rBV 237754 384736 10.97% 0.747%
47 14.427 1906 1911 1915 rBV 122530 215384 6.14% 0.418%
48 14.480 1917 1920 1924 rVV3 113940 214571 6.12% 0.417%
49 14.539 1925 1930 1936 rvV 483609 744435 21.23% 1.445%
50 14.604 1937 1941 1948 rVB2 92737 149653 4.27% 0.291%
51 15.586 2102 2108 2117 rVB2 124628 223891 6.38% 0.435%
52 15.898 2158 2161 2172 rVB3 82168 136312 3.89% 0.265%
53 16.033 2178 2184 2191 rVB 1456010 1917810 54.69% 3.723%
54 16.263 2219 2223 2230 rVB3 50412 104105 2.97% 0.202%
55 16.451 2251 2255 2261 rVB 81346 109388 3.12% 0.212%
56 16.586 2272 2278 2283 rVV5 47074 103211 2.94% 0.200%
57 16.945 2335 2339 2346 rVB3 84468 147377 4.20%  0.286%
58 17.104 2362 2366 2372 rVB 91310 134569 3.84% 0.261%
59 17.286 2392 2397 2400 rBV 590221 785016 22.39% 1.524%
60 17.327 2400 2404 2412 rVB 1407647 1939244 55.30% 3.765%
61 17.421 2415 2420 2424 rVB 262872 354991 10.12% 0.689%
62 17.698 2463 2467 2474 rVB 79294 124304 3.54% 0.241%
63 17.868 2492 2496 2503 rVB4 48179 81394 2.32% 0.158%
64 18.168 2541 2547 2551 rBV2 476710 795135 22.68% 1.544%
65 18.210 2551 2554 2560 rVV 401095 530793 15.14% 1.031%
66 18.292 2564 2568 2573 rVV 120198 157189 4.48%  0.305%
67 18.357 2573 2579 2583 rVV2 359342 677970 19.33%  1.316%
68 18.392 2583 2585 2590 rVB 214466 270361 7.71% ©.525%
69 18.662 2627 2631 2635 rVV 149752 184210 5.25% 0.358%
70 18.715 2636 2640 2648 rVB 119139 162666 4.64%  0.316%
71 18.957 2678 2681 2685 rVV 113029 138909 3.96% 0.270%
72 18.998 2685 2688 2692 rVB 80659 86545 2.47% 0.168%
73 19.080 2697 2702 2706 rBV 257187 399263 11.39% 0.775%
74 19.227 2721 2727 2734 rBV3 123044 291424  8.31% 0.566%
75 19.351 2742 2748 2753 rVB 1968724 2570923 73.32% 4.991%

76 19.445 2760 2764 2769 rBV2 178494 223897 6.38% 0.435%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 19.492 2769 2772 2777 rVB 107227 143263 4.09% 0.278%
78 19.680 2799 2804 2805 rBV 197777 275921 7.87% 0.536%
79 19.709 2805 2809 2817 rVV 2048580 2773892 79.10% 5.386%
80 19.780 2817 2821 2827 rVB 154566 223849 6.38% 0.435%
81 19.909 2838 2843 2847 rVB 3258245 3506610 100.00% 6.808%
82 20.027 2859 2863 2865 rBV4 139046 215843 6.16% 0.419%
83 20.168 2884 2887 2889 rBv4 98722 159200 4.54% 0.309%
84 20.203 2890 2893 2898 rVB2 295787 380007 10.84% 0.738%
85 20.303 2906 2910 2914 rBV 177538 229694 6.55% 0.446%
86 20.362 2917 2920 2923 rVB 265445 310546 8.86% 0.603%
87 20.503 2940 2944 2947 rBV 196394 257400 7.34% 0.500%
88 20.545 2948 2951 2955 rVVW2 159073 202093 5.76% 0.392%
89 20.951 3017 3020 3026 rVB 210464 286540 8.17% 0.556%
90 21.115 3046 3048 3052 rVB4 141522 146752 4.19% 0.285%
91 21.156 3052 3055 3059 rVB2 292798 331230 9.45% 0.643%
92 21.250 3069 3071 3077 rVB 179915 223771 6.38% 0.434%
93 21.462 3102 3107 3112 rBV2 1231198 2568366 73.24% 4.987%
94 21.509 3112 3115 3125 rVB 1104237 1425523 40.65% 2.768%
95 21.686 3143 3145 3154 rVB4 119584 185736 5.30% 0.361%
96 22.045 3204 3206 3210 rVB 212535 238385 6.80% 0.463%
97 23.139 3387 3392 3397 rBV 558960 1275641 36.38% 2.477%
98 23.656 3475 3480 3487 rVB 331279 592109 16.89% 1.150%
99 23.762 3493 3498 3505 rVB 592047 1082491 30.87% 2.102%
100 23.868 3511 3516 3520 rBV 325011 550435 15.70% 1.069%

Sum of corrected areas: 51506244
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 17 Feb 2023 19:53
: CG/JU
: 01552-03

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021723\
BM@38782.D

SB-01-4.0-6.0-DUP

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Time-->
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Time-->
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TIC: BM038782.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.963 18.35 ng 293774  1,4-Dichlorobenzene-d4 7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 302 (4.963 min): BM038782.D\data.ms (-296) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0
R EERARmERES SR
| 83.0 4.60 4.80 5.00 5.20 .
ob———— it o e m/z 59.10 66.56%
miz-> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN B B I
4.60 4.80 5.00 5.20
59.0 m/z 101.00  34.33%
970 H gao 1010
0\\\\‘\“\H\\“H{\\‘i‘\r\\“\r\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
A A RamaaREE
4.60 4.80 5.00 5.20
m/z 58.10  15.96%
5000 101.0
59.0
27. 84.0
Oww‘:_““ﬁ“{‘lH‘M‘iw“““!‘H“HH‘HH‘H
miz--> 20 40 60 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R ARRRA
59.0 4.60 4.80 5.00 5.20

m/z 40.95 8.36%

5000 41.0

126.0
o L 12901420

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_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.534 68.21 ng 1091746  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 90
Abundance Scan 739 (7.534 min): BM038782.D\data.ms (-731) (-) m/z 117.05 100.00%
117.1
5000
91.0
 RRAREEE R
39.0 63.0 770 | 720740760780
Obrrrrrrprreerrdrreefiesty bbbl m/z 118,05 83.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.20 7.40 7.60 7.80
91.0 ‘ m/z 115.00  41.33%
o L

390 880 770
\\‘J\-\SHO‘\H\‘\\H“\\\\HH\1‘}H\\‘H\H‘HH‘HH‘HH‘\H“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0

7.20 7.40 7.60 7.80

5000 ITI z 91.00 32.39%
91.0
30 580 770
o S Y S R PR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl- T T TR
117.0 720740760780
m/z 102.9 12.66%
5000
91.0
P G e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, cyclopropyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.616  26.83 ng 429498  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 94
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 90
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 90
Abundance Scan 753 (7.616 min): BM038782.D\data.ms (-748) (-) m/z 117.10 100.00%
117.1
5000
91.0
A
39.0 63.0 479 7.20 7.40 7.60 7.80 8.00
Obreer ettt bl bl mz 118,10 78.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10210: Benzene, 1-ethenyl-3-methyl-
118.0
5000 ‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\
91.0 7.20 7.40 7.60 7.80 8.00
m/z 115.00  38.64%
39.0 65.0 ‘
O\\‘\\\.\‘\\\‘\‘\\H“\\\\NM\w‘}H\\‘\i‘\u‘HH‘HH\H‘\H‘H} “HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl-
117.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 91.00 33.68%
91.0
51.0 65.0 ‘ ‘
0\\‘\\u‘\2\\7(?\\u“\\\\i‘uHl‘M\‘u\‘1‘\\\\‘Um‘;‘m‘u!\“\m‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl- R e R
117.0 7.20 7.40 7.60 7.80 8.00
m/z 103.00  11.24%
5000
91.0
390 580 770 ‘
Y R T Y SN | P A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.422 61.04 ng 976960 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 94
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 91
Abundance Scan 890 (8.422 min): BM038782.D\data.ms (-883) (-) m/z 114.95 100.00%
115.0
5000 /t
Rmas R
39.0 63.0 61 89.0 8.00 8.20 8.40 8.60 8.80
Ot 8L Ml m/z 116.60  89.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9541: Indene
116.0
5000 [T T[T T T T T
8.00 8.20 8.40 8.60 8.80
m/z 89.00 12.52%
63.0 89.0
0,260 %90  "I" 760 ] |
\\‘\H\‘H\\’\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\’\\\\‘\\ \‘\\H‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9547: Benzene, 1-propynyl-
115.0
REman e R
8.00 8.20 8.40 8.60 8.80
5000 m/z 63.00 12.26%
89.0
o, 260 390 630 760 “" 1020 |,
P e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9545: 1-Propyne, 3-phenyl- RAmaamasss Ea s
115.0 8.00 8.20 8.40 8.60 8.80
m/z 117.00 8.81%
5000
63.0 89.0
N1 M - S N RIS S A 1y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1-ethenyl-3,5-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.157  29.29 ng 468766  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3,5-dimethyl- 132 C1eH12 005379-20-4 95
2 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 95
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 95
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94
Abundance Scan 1015 (9.157 min): BM038782.D\data.ms (-1009) (-) m/z 117.00 100.00%
117.0132.0
5000 /J
91.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
390 63.0 ‘ | ‘ 8.80 9.00 9.20 9.40
0 H_m_m_m‘w‘Umw:‘1‘”_\“‘1‘_”‘_MJ“H,M!_H‘U‘ b m/z 132.00  92.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16154: Benzene, 1-ethenyl-3,5-dimethyl-
132.0
117.0
5000 L LA AL B B B
8.80 9.00 9.20 9.40
91.0 m/z 115.60  48.59%
390 650 | ‘ ‘
OH‘HH‘HH‘\\H“HHH\‘H!‘\‘UH‘\H‘HHH‘\H\‘\‘\‘H’HM‘HH‘ ‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
117.0132.0
P ey
8.80 9.00 9.20 9.40
5000 m/z 91.00 24 .84%
o,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16114: Benzene, 2-butenyl- B ERARRASa e T
117.0 8.80 9.00 9.20 9.40
m/z 131.00 21.86%
132.0
5000 91.0
39.0 65.0
o350 oherebre el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

8270-BM020123.M Sat Feb 18 ©6:17:43 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.263 15.62 ng 250038 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 97
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 96
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 95
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 95
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 94
Abundance Scan 1033 (9.263 min): BM038782.D\data.ms (-1027) (-) m/z 117.00 100.00%
117.0132.1
5000
91.0
39.0 65.0 ‘ ‘ ‘ 9.00 9.20 9.40 9.60
Y S P ST O N B =y PO C R e £
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 L L R B L B R
9.00 9.20 9.40 9.60
51.0 ‘ m/z 115.00 60.96%
0H‘HH‘HH‘HH‘HH}‘U\H‘\‘H‘H‘\M\‘HH“HH‘H\‘H‘\\M’\H‘Ui\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0

R S AREEEEEE DS

132.0 9.00 9.20 9.40 9.60
5000 m/z 131.00 27 .89%
39.0
63.0
ol T bl
0‘wHM‘HH_‘mwH‘WHHELWAWMHHHMHNHH_HMVH%‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16144: Benzene, (2-methyl-1-propenyl)-
117.0 9.00 9.20 9.40 9.60
m/z 91.00 27.06%
132.0
5000 91.0
39.0 65.0
0HEERHJMwaHAMHMMwm“ﬁuﬂwumeMWW‘uwuuw‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60

8270-BM020123.M Sat Feb 18 06:17:44 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 4-ethenyl-1,2-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.657 14.59 ng 304656 Naphthalene-d8 10.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3,5-dimethyl- 132 C1eH12 005379-20-4 95
2 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 95
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 94

4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 94

Abundance Scan 1100 (9.657 min): BM038782.D\data.ms (-1093) (-) m/z 117.00 100.00%

117.0132.0
5000
91.0
390 650 ‘ | ‘ 9.50 10.00
owH_‘H_m‘_H‘;‘w”W:H‘mmu‘mHH‘w_M‘H,mlwu L m/z 132.00 87.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16154: Benzene, 1-ethenyl-3,5-dimethyl-
132.0
117.0
5000 — ——
9.50 10.00
m/z 115.00 50.30%
300 650 | ‘ ‘
O\\‘\\H‘\\H‘HH“H\\i‘\‘\f{‘\‘UH‘H\‘HH\\‘HH‘\‘\‘H’HM‘HH‘ \H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
117.0132.0 M
S AR RIS
9.50 10.00
5000 m/z 91.00 25.69%
o,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- — 5
117.0 9.50 10.00
m/z 130.95 22.85%
132.0
5000
91.0
27.0
0wm‘m“‘w“uH}‘Um‘M"‘Mﬁ""“"H"1‘1H,H!wul““uw SViWA o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

8270-BM020123.M Sat Feb 18 ©6:17:45 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

SB-01-4.0-6.0-DUP

Peak Number 9 Benzenemethanethiol, .alpha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.716 52.07 ng 1087340  Naphthalene-d8 10.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanethiol, .alpha.-met... 138 C8H10S 006263-65-6 91
2 3,4-Dimethylthiophenol 138 C8H1eS 018800-53-8 78
3 2,4-Dimethylthiophenol 138 C8H1eS 013616-82-5 78
4 Ether, p-methylbenzyl vinyl 148 C10H120 026437-10-5 72
5 3,5-Dimethylthiophenol 138 C8H1es 038360-81-5 72
Abundance Scan 1110 (9.716 min): BM038782.D\data.ms (-1104) (-) m/z 105.00 100.00%
105.0
5000 A
77.0 T
51.0 ‘ 138.0 9.50 10.00
121.0
o"W‘H‘m‘H"H“‘Hw“k‘uwum‘_‘ m/z 77.00 19.73%
m/z--> 20 40 100 120 140
Abundance #20082: Benzenemethanethiol, .alpha.-methyl-
105.0
5000 T
9 50 10.00
m/z 79.00 16.50%
51.0 77.0 138.0
O \\\‘2\7\()\\“ \‘\“\\‘\\\\H‘\\\\ ‘1‘\‘\]:2“]_\.0\\\“\\
miz-> 20 40 60 100 120 140
Abundance #20056:3A~DnneﬂwkMopheno
105.0 138.0
‘
9 50 10.00
5000 m/z 103.00 16.27%
45 77.0 123.0
ol 0 il L
miz--> 20 40 100 120 140
Abundance #20057.2A=Dnneﬂwhmophenol = ——
105.0 138.0 9.50 10.00
m/z 106.00 8.67%
5000
450 77.0
: 123.0
ol Ll A L
m/z--> 20 40 60 100 120 140 9.50 10.00

8270-BM020123.M Sat Feb 18 06:17:46 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Indene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.122  27.18 ng 567489 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
2 2-Methylindene 130 C10H1e 002177-47-1 91
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 91
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 90
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 90
Abundance Scan 1179 (10.122 min): BM038782.D\data.ms (-1167) ({ m/z 130.00 100.00%
115.0 130.0
5000
— .
390 63.0 77.0 102.0 ‘ 10.00 10.50
0"H‘WH‘M‘HJMH‘HWH_UW‘HNHHHVM‘WHEW‘J‘LH‘M m/z 115.00  99.07%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 /L“‘ 71 U
10.00 10.50
51.0 m/z 129.00 84.17%
70 640 770 1020 |
O \‘\\\‘\.’\\\‘\"\\\\"‘\\\\"\H\‘\\‘\‘\M\“\‘H\‘\“\\\\“1‘\\\‘\\1\‘\\}\ ‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15022: 2-Methylindene
130.0
115.0 —_ —
10.00 10.50
5000 m/z 128.00 42.73%
51.0
0"Huﬂ‘uﬂw‘uw‘H,NMW‘NH‘HM“‘HVMH,HEW‘A‘“H,
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- A — ==
1150 130.0 10.00 10.50
' m/z 127.00 19.26%
5000
51.0 64.0
27.0 ‘ ‘ 77.0 102.0 ‘
0"mu,"‘“,HH‘,\m,\““"‘\‘\‘\“m“‘m“lm‘ul“uh‘mm ZAV SR P
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 10.00 10.50

8270-BM020123.M Sat Feb 18 ©6:17:48 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene,l-methyl-1,2-propad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.234  29.55 ng 617154  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 93
3 2-Methylindene 130 C10H10 002177-47-1 91
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 91
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 90
Abundance Scan 1198 (10.234 min): BM038782.D\data.ms (-1193) (- | m/z 115.00 100.00%
115.0130.0
5000
630 — 5
390 % 8.0 | | ‘ | 1460 10.00 10.50
Oteprrerprres et et et pebep e Ml m/z 130,00 99.49%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0 130.0
5000 T ‘
>0 / 10i2(; 00 1(;2003"
- 770 m/z . . 0
O \‘\HH‘HH“\H\‘\H\‘\”‘H‘\MM‘\H?E\H‘\\H‘H!\‘HH ‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
— —
10.00 10.50
5000 m/z 128.00 42 .89%
0 \ﬁ??”w"H‘M‘H"dlu"\m‘ww_?ﬁﬁmw
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene T I
130.0 10.00 10.50
115.0 m/z 127.00  20.19%
5000
51.0
28.0 | 70 o |
0“Hmwu‘_Hw‘HWNM‘NMM‘HMHWQHWH‘WHM“H_H‘_H - At
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 10.00 10.50

8270-BM020123.M Sat Feb 18 ©6:17:49 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 o-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.210 50.67 ng 1058180  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 81
2 p-Cymene 134 C1oH14 000099-87-6 81
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 74
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 72
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 1364 (11.210 min): BM038782.D\data.ms (-1349) (- | m/z 119.05 100.00%
119.1
5000
91.0
— —
390 650 ‘ 152.0 11.00 11.50
Ol ML L Tm/z 9@.95 29.22%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
11 OO 11 50
91.0 l m/z 117.00  19.96%
41.0 65.0
O \J-\S\O‘\ \ T \“‘\ \‘\\“\‘\ T \“ T \\“H\ \‘\‘l T \1\‘\6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
= —r—
11.00 11.50
5000 m/z 114.95 9.89%
91.0
41.0 65.0 :l
Ol el 1360
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 11 00 11 50
m/z 120.10 9.59%
5000
91.0
0150“”6501460 . |
m/z--> 20 40 60 80 100 120 140 11.00 11 50

8270-BM020123.M Sat Feb 18 ©6:17:50 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 1-methyl-3-(1-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.345 55.63 ng 1161700  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 76
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 p-Cymene 134 C10H14 000099-87-6 62
4 .alpha.,.alpha.-DIMETHYLBENZYL I... 206 C13H1802 1000429-51-9 59
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 59
Abundance Scan 1387 (11.345 min): BM038782.D\data.ms (-1380) (1 m/z 119.85 100.00%
119.1
5000
91.0
300 650 “‘ | 13591520 11.00 11.50
0ttt b WL P m/z 91.08 30.94%
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000
11. 00 11 50
91.0 m/z 117.00  21.75%
4o, s | e
0 ‘\‘\\\‘\\‘\\H“\\\\‘\\\\‘m\\i“\\\‘\’\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
— —r—
11.00 11.50
5000 m/z 115.00 12.04%
91.0
0, 8so Il 145-0
o R D 1 ) R T IR 1| i
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0 1100 1150
m/z 120.05 9.80%
5000
91.0
AL
m/z--> 20 40 60 80 100 120 140 160 11. 00 11 50

8270-BM020123.M Sat Feb 18 ©6:17:51 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 trans-Cinnamyl bromide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.345 36.25 ng 756936  Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 64
2 3-Bromo-1-phenyl-1-propene 196 CSH9Br 004392-24-9 56
3 (R)-3-Ethyl-2-phenylpentanenitrile 187 C13H17N 1379452-56-8 50
4 (S)-3-Ethyl-2-phenylpentanenitrile 187 C13H17N 1000482-83-0 50
5 (R)-2-Cyclopentyl-2-phenylaceton... 185 C13H15N 1379452-54-6 50
Abundance Scan 1557 (12.345 min): BM038782.D\data.ms (-1548) (- | m/z 117.00 100.00%
117.0
- k
91.0 00 1250
39.0 63.0 ‘ M 150.0 12.00 12.50
O R RN m/z 115.00 52.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
11v.0
5000 = SUANA
12.00 12.50
91.0 m/z 116.00  16.43%
oliso %0 630 || 169.0 196.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72302: 3-Bromo-1-phenyl-1-propene
117.0
= Py
12.00 12.50
5000 m/z 91.00 11.37%
91.0
39.0 63.0 ‘
0889 bl 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62001: (R)-3-Ethyl-2-phenylpentanenitrile — —
117.0 12.00 12.50
m/z 118.00  10.59%
5000
43.0
89.0
0 _ | 850 | 140.0 187.0
e e e e e e e == =
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 3,4-Dimethylcumene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.504 16.71 ng 348916 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 78
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 72
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 64
4 2,4,6-Trimethylbenzyl mercaptan,... 238 C13H22SSi 1000469-60-9 64
5 1-methyl-1-indanol 148 C10H120 064666-42-8 64

Abundance Scan 1584 (12.504 min): BM038782.D\data.ms (-1579) (- | m/z 133.00 100.00%
138.0

=

5000
105.0
39.0 57 77.0 ‘ ‘ 166.0 12.50
o879 i L LM nz 1es.00 16.71%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26348: 3,4-Dimethylcumene
133.0
5000 A ‘
12.50
105.0 m/z 91.00 14.69%
41.0 77.0 ’
0 \‘\\1\5\-?\‘\ T \“‘\ \‘i‘\‘”‘\ T \‘”‘ T \‘\‘\ “\‘\ \MH‘ T i‘\‘\ T i [T
m/z--> 0 20 40 60 80 100 120 140 160

Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0

-

T
12.50

5000 m/z 115.00  12.75%

150 390 5o 910

.

) NN Y RN O P N N
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26381: Benzene, 1,4-diethyl-2-methyl- = !
133.0 12.50

m/z 134.00 11.73%

5000
105.0
el A
39.0
0 15.0 | §8q ‘H . l Ll ‘ I

m/z--> 0O 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 1-Phenylethanethiol, S-hept... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.422 15.97 ng 594390  Acenaphthene-d10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenylethanethiol, S-heptafluo... 334 C12H9F70S 1000469-38-2 83
2 5-Nitro-m-xylene 151 C8HO9NO2 000099-12-7 72
3 D-.alpha.-Methylbenzyl isothiocy... 163 C9HINS 024277-44-9 64
4 Benzene, (1-methyl-3-butenyl)- 146 C11H14 010340-49-5 59
5 1-Phenylethanethiol, S-pentafluo... 284 C11H9F50S 1000469-38-3 59
Abundance Scan 1740 (13.422 min): BM038782.D\data.ms (-1734) (- | m/z 105.05 100.00%
105.1
5000
65# 13.50
. “‘ ; ““u e m/z 77.00 19.95%
m/z--> 0 50 100 150 200 250 300
Abundance  #240805: 1-Phenylethanethiol, S-heptafluorobutyryl-
105.0
5000 U
13.50
m/z 79.00 17.01%
oL 27.0 690 | 169.0 2130 334.(
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300
Abundance #28751: 5-Nitro-m-xylene
105.0 151.0
—
13.50
5000 m/z 103.00 15.90%
39.0
ol bbb b
m/z--> 0 50 100 150 200 250 300
Abundance #39153: D-.alpha.-Methylbenzyl isothiocyanate e
105.0 13.50
m/z 106.05 8.50%
5000
510 ‘ 163.0
m/z--> 0 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.168 20.26 ng 795135  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 2547 (18.168 min): BM038782.D\data.ms (-2541) (- | m/z 192.00 100.00%
192.0
5000
—— =~
129.0 . 18.00 18.50
ol.3% L 202920 395 hy 191,00 63.24%
m/z--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 —r— .
18.00 18.50
m/z 72.95 36.24%
0 390 . 96\\0 1399 ML Ll
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
= ==
18.00 18.50
5000 m/z 189.00 33.87%
L300 990 1390
\\\‘\\\\‘\\\\“\H\‘\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #67028: Anthracene, 1-methyl- — =
192.0 18.00 18.50
m/z 59.95  28.49%
5000
o %60 1550 |
L T T A —— —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Anthracene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.209 13.52 ng 530793  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 2554 (18.209 min): BM038782.D\data.ms (-2551) (- | m/z 192.00 100.00%
192.0
1800 1850
94.5 . .
139.0 |
ol 220 Ll Tl 2891 2909 384 y; 191,00 59.67%
m/z--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 —r— e
18.00 18.50
m/z 189.00  32.63%
0 390 . 96\\0 1399 1
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67023: Anthracene, 2-methyl-
192.0
— =
18.00 18.50
5000 m/z 165.00 17 .60%
96.0
bl 2OOLM
m/z--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 18.00 18.50
m/z 190.05 16.22%
5000
94.0
ol 510 " 1520
— e e e — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 5H-Dibenzo[a,d]cycloheptene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.357 17.27 ng 677970  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 80
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
3 1H-1,2,4-Triazol-5-amine, 3-brom... 190 C4H7BrN4 1000460-85-7 50
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
Abundance Scan 2579 (18.357 min): BM038782.D\data.ms (-2573) (- | m/z 189.00 100.00%
189.0
94.6 — e
18.00 18.50
50.0 139.0 230.0
0 e 80680 855 n7 189.95  89.75%
m/z--> 50 100 150 200 250 300 350
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 - e
18.00 18.50
m/z 192.00  88.36%
0 2&0 96"0 152‘ ‘
\\\\‘\f\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
— ——
18.00 18.50
5000 m/z 191.00 63.81%
95.0
0 u4%.9 Loyl “ 137 0 Al
et e
m/z--> 50 100 150 200 250 300 350
Abundance #64962: 1H-1,2,4-Triazol-5-amine, 3-bromo-N,N-dimethy — ==
15.0 18.00 18.50
m/z 165.00  22.16%
5000
190.0
1T st |
owww“mww_mHH_W,HH_ e —r—
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.656 21.51 ng 592109  Perylene-d12 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91

Abundance Scan 3480 (23.656 min): BM038782.D\data.ms (-3475) (- | m/z 252.05 100.00%
25p.1

52.
5000

——
125.1 23.50 24.00

ol 740 02000 | 30313551 417.2 497 4,7 250.00  31.60%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138563: BenzolK]fluoranthene
252.0

5000 N
23.50 24.00
m/z 253.10 22.87%

126.0
74.0 || 200.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0

T
23.50 24.00

o

5000 ITI/Z 125.05 10.57%
125.0
0 74.0 4 \| 200.0 |
R N o e B S R AR EENR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138561: Benzo[j]fluoranthene T 7
252.0 23.50 24.00

m/z 251.00 10.33%

5000
126.0
74.0 | \‘ 200.0 ‘

L N — —— —
miz--> 50 100 150 200 250 300 350 400 450 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21723\
Data File : BM@38782.D

Acqg On : 17 Feb 2023 19:53

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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|
2-Pentanone, 4-... 4.963 18.4 ng 293774 1 7.881 320127 20.0
Benzene, 1l-ethe... 7.534 68.2 ng 1091740 1 7.881 320127 20.0
Benzene, cyclop... 7.616 26.8 ng 429498 1 7.881 320127 20.0
Indene 8.422 61.0 ng 976960 1 7.881 320127 20.0
Benzene, 1-ethe... 9.157 29.3 ng 468766 1  7.881 320127 20.0
Benzene, 2-ethe... 9.263 15.6 ng 250038 1 7.881 320127 20.0
Benzene, 4-ethe... 9.657 14.6 ng 304656 2 10.698 417636 20.0
Benzenemethanet... 9.716 52.1 ng 1087340 2 10.698 417636 20.0
1H-Indene, 1-me... 10.122 27.2 ng 567489 2 10.698 417636 20.0
Benzene,1-methy... 10.234 29.6 ng 617154 2 10.698 417636 20.0
o-Cymene 11.210 50.7 ng 1058180 2 10.698 417636 20.0
Benzene, 1-meth... 11.345 55.6 ng 1161700 2 10.698 417636 20.0
trans-Cinnamyl ... 12.345 36.3 ng 756936 2 10.698 417636 20.0
3,4-Dimethylcumene 12.504 16.7 ng 348916 2 10.698 417636 20.0
1-Phenylethanet... 13.422 16.0 ng 594390 3 14.539 744435 20.0
Phenanthrene, 1... 18.168 20.3 ng 795135 4 17.286 785016 20.0
Anthracene, 2-m... 18.209 13.5 ng 530793 4 17.286 785016 20.0
5H-Dibenzo[a,d]... 18.357 17.3 ng 677970 4 17.286 785016 20.0
Benzo[e]pyrene 23.656 21.5 ng 592109 6 23.868 550435 20.0
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