LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BGO55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55266.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.735 407 416 422 rBV 1680746 2804648 15.70% 2.634%
2 5.794 422 426 433 rVWV 400610 652104 3.65% 0.613%
3 5.888 433 442 449 rVB2 104056 262574 1.47% 0.247%
4 6.252 496 504 514 rVvB 145490 254863 1.43% 0.239%
5 6.734 578 586 601 rVB 694502 1149461 6.44% 1.080%
6 7.234 664 671 679 rVB 676375 1086015 6.08% 1.020%
7 7.404 694 700 707 rBV2 612096 1089367 6.10% 1.023%
8 7.480 707 713 726 rVB 492535 791035 4.43% 0.743%
9 7.651 726 742 749 rBV 1181693 1971481 11.04% 1.852%
10 7.915 780 787 797 rVB 2779007 4884904 27.35% 4.588%
11 8.274 841 848 850 rBV 154226 249322 1.40% 0.234%
12 8.303 850 853 858 rvv 196562 330473 1.85% 0.310%
13 8.391 858 868 874 rVV2 1399502 2570990 14.40%  2.415%
14 8.456 874 879 889 rVB 157049 266060 1.49% 0.250%
15 8.655 905 913 920 rBV 2809886 5155398 28.87% 4.842%
16 8.761 926 931 936 rBv 403471 611436 3.42% 0.574%
17 8.820 936 941 947 rVB 158767 263548 1.48% 0.248%
18 8.908 947 956 962 rBV 430473 822139 4.60% 0.772%
19 9.079 979 985 996 rBV2 96164 181496 1.02% 0.170%
20 9.225 1003 1010 1015 rBvV2 293728 532965 2.98% 0.501%
21  9.284 1015 1020 1025 rVV 172101 290402 1.63% 0.273%
22 9.384 1032 1037 1042 rVV2 548966 1037509 5.81% 0.975%
23 9.472 1042 1052 1059 rVV2 1756680 3894624 21.81% 3.658%
24 9.719 1088 1094 1099 rBV 165735 288024 1.61% 0.271%
25 9.913 1121 1127 1131 rVV 295106 490423  2.75% 0.461%

26 9.972 1131 1137 1143 rVB 672367 1176043  6.58%
27 10.124 1153 1163 1168 rBV 160797 293318  1.64%
28 10.342 1193 1200 1208 rVB 1236641 2058015 11.52%

ARPROR
(o}
w
w
3

29 10.500 1218 1227 1238 rBV3 1587736 4811571 26.94% 519%
30 10.606 1238 1245 1249 rBV 1885215 4568189 25.58% 291%
31 10.735 1260 1267 1272 rBV 221613 381467 2.14%  ©.358%
32 10.806 1272 1279 1285 rVB 522981 916023 5.13% 0.860%
33 11.064 1309 1323 1325 rVV2 149005 306668 1.72% ©.288%
34 11.100 1325 1329 1332 rVV2 204037 431567 2.42%  ©0.405%
35 11.188 1332 1344 1356 rVB 5997188 17859962 100.00% 16.776%

36 11.946 1469 1473 1478 rVB2 155871 288638 1.62% 0.271%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BGO55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.028 1478 1487 1495 rVB2 91088 246933  1.38% 0.232%
38 12.128 1495 1504 1507 rBV 230867 411532 2.30% ©0.387%
39 12.187 1507 1514 1518 rVv4 281034 796471 4.46% 0.748%
40 12.228 1518 1521 1524 rVV2 215359 357578 2.00% 0.336%
41 12.275 1524 1529 1540 rVB 394413 962935 5.39% 0.904%
42 12.375 1540 1546 1556 rBV3 112277 271919 1.52% 0.255%
43 12.469 1556 1562 1570 rVB2 134142 237292 1.33% 0.223%
44 12.586 1571 1582 1586 rBvV2 176781 386938 2.17% 0.363%
45 12.633 1586 1590 1599 rVB3 222686 479566  2.69%  0.450%
46 12.745 1599 1609 1615 rBV 2911580 5123257 28.69% 4.812%
47 12.968 1634 1647 1653 rBV 4552995 8985897 50.31%  8.440%
48 13.514 1732 1740 1746 rBV 1500128 2252307 12.61% 2.116%
49 13.726 1770 1776 1782 rBV 988382 1510051 8.45% 1.418%
50 13.849 1788 1797 1802 rBV 136085 271234 1.52% 0.255%
51 13.920 1802 1809 1820 rVB 305521 794172  4.45% 0.746%
52 14.067 1820 1834 1840 rBV2 338908 991326 5.55% 0.931%
53 14.208 1849 1858 1863 rBV 781783 1461065 8.18% 1.372%
54 14.261 1863 1867 1876 rVB2 315803 588240 3.29% 0.553%
55 14.443 1888 1898 1902 rBV 423210 712835 3.99% 0.670%
56 14.472 1902 1903 1914 rVB2 134632 208944 1.17% 0.196%
57 14.607 1915 1926 1937 rBV 333953 586901 3.29% ©0.551%
58 14.848 1960 1967 1969 rBV2 116506 187601 1.05% 0.176%
59 14.883 1969 1973 1978 rVvV 327564 522240 2.92% 0.491%
60 14.948 1978 1984 1990 rVB 1428277 2258493 12.65% 2.121%
61 15.271 2033 2039 2046 rVB2 113639 208342 1.17% 0.196%
62 15.348 2046 2052 2060 rBV3 279538 470932 2.64% 0.442%
63 15.489 2067 2076 2081 rBv4 120358 237713  1.33% 0.223%
64 15.747 2115 2120 2125 rVB 194503 289490 1.62% 0.272%
65 15.871 2136 2141 2145 rBV 179181 257419 1.44% 0.242%
66 15.923 2145 2150 2160 rVB 523940 905856 5.07% 0.851%
67 16.364 2214 2225 2232 rBV2 1007233 1796098 10.06% 1.687%
68 17.616 2432 2438 2441 rBV 406702 591118 3.31% ©.555%
69 17.663 2441 2446 2452 rVV 863830 1326301 7.43% 1.246%
70 17.751 2452 2461 2466 rVV 166418 285395 1.60% 0.268%
71 18.679 2611 2619 2623 rBV4 74130 185028 1.04% 0.174%
72 20.189 2870 2876 2882 rVB 2150722 2957246 16.56% 2.778%
73 21.893 3158 3166 3172 rBV 378578 654885 3.67% 0.615%
74 25.283 3733 3743 3756 rVB2 222341 668260 3.74% 0.628%

Sum of corrected areas: 106462532
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
BGO55266.D

: 24 Oct 2022 21:33

: CG/JU

: N5222-01

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

Abundance .
6000000 TIC: BG055266.D\data.ms

5000000
4000000
3000000 7.915 8.655
2000000

1000000

11.188

12.9¢

5.735 9.472

6.734 7.
51794 a4 36908, 9,384
8886.252 ] 8@ 9.
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\/\\\‘\\\\‘\\ \\‘Vi\\/\\\\\ \‘\\\\\\\\
350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50

Time-->

5000000

4000000

3000000

2000000

Abundance
6000000 TIC: BG055266.D\data.ms

20.189

13.514 14.948
3.726 16.364

1000000 14.208 17.663

15.923
17.616 21.893
i N ;

13.50 14.00 14.50 15.00 15. 50 16. OO 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

o

Time-->

5000000

4000000

3000000

2000000

1000000

Abundance .
6000000 TIC: BG055266.D\data.ms

25.283

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.234 87.12 ng 1086020 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
3 1-(Benzylamino)propan-2-o0l 165 C1OH15NO 1000486-84-7 59
4 Benzaldehyde, 4-(phenylmethoxy)- 212 C14H1202 004397-53-9 47
5 Benzenepropionic acid, 4-benzyloxy- 256 C16H1603 050463-48-4 47

Abundance Scan 671 (7.234 min): BG055266.D\data.ms (-664) (-) m/z 90.95 100.00%

91.0
5000
120.0
390 920 7.00 7.20 7.40 7.60
oHH‘w‘,mhwu‘m“ml‘,mwuMw,w_m_m m/z 120.00  22.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000

7.00 7.20 7.40 7.60

120.0 m/z 65.00 11.62%
39.0 650
0\\\\‘\‘\\\"‘\\“\\“\\\\“‘\\‘!\’\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
120.0 7.00 7.20 7.40 7.60
5000 m/z 92.00 10.81%
65.0
0 39.0 o I 165.0 209.0
e A AR RAES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40483: 1-(Benzylamino)propan-2-ol DS NDVAVANINAT
91.0 7.00 7.20 7.40 7.60
m/z 78.00 6.51%
5000
120.0
150 390 20 /\
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.480 63.45 ng 791035 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 713 (7.480 min): BG055266.D\data.ms (-707) (-) m/z 105.00 100.00%
105.0
5000 120.0
300  g30 (0 910 7.20 7.40 7.60 7.80

o‘ww_m‘w“umi‘m‘mwH‘HWH“m_M!wm“mw m/z 120.00  44.14%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0
120.0
5000
7.20 7.40 7.60 7.80
m/z 77.00 12.87%
39.0 77.0 91.0
0 \\‘\H.\‘\\\‘\‘\H\“‘\\Hi‘i‘\\\6‘:\3‘\.‘9‘\H‘H‘\\\\“\H\‘\Ml\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
7.20 7.40 7.60 7.80
5000 120.0 m/z 119.00  12.80%
77.0
51.0 91.0
0 H"H‘“2“7((‘)‘H“_‘H{‘wul“““u_u‘l“‘m“m““1!‘,”“““‘””,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl- A RAREE S
105.0 7.20 7.40 7.60 7.80
m/z 91.00 10.29%
120.0
5000
51.0 77‘-0 91.0
O 210
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.651 158.15 ng 1971480 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 742 (7.651 min): BG055266.D\data.ms (-726) (-) m/z 105.00 100.00%
105.0
5000
120.0
300 510 650 77‘.0 91‘.0 7.40 7.60 7.80 8.00

o‘wH_m“u‘Hg‘mwmmd“wwW‘:lww‘uw m/z 120.00  32.53%

m/z--> 20 30 40 50 60 70 80 90 100 110 120

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 7.40 7.60 7.80 8.00
m/z 77.00 13.97%
27‘.0 39‘.0 51.0 650 77‘.0 91‘.0 ‘
OH‘HH‘HH“\H\“‘Hi“\‘\‘H“HH‘HHHH\‘\HH‘H‘H“‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 13.34%
79.0 610 120.0
ol 270390510 680 || “|°
R AR R e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.00 11.78%
5000 120.0
39.0
77.0
27.0 51.0 63.0 ‘ 91.0
0"_‘“‘H‘1w‘HHUHuHUH“mMM“qMH“Mlw‘umbu“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BGO55266.D

: 24 Oct 2022 21:33
: CG/JU

: N5222-01

: 17  Sample Multiplier: 1

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,4-trimethyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.915 391.86 ng 4884900 1,4-Dichlorobenzene-d4 8.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 787 (7.915 min): BG055266.D\data.ms (-780) (-) m/z 105.00 100.00%
105.0
5000 120.0
510 77"0 91.0 | 7.60 7.80 8.00 8.20
by 380 e 880 LM mz 120,00 45.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.60 7.80 8.00 8.20
m/z 77.00 14.89%
77.
90 o PO ||
O \\’\\\\’\\\\’\\\\"\\\\"\‘\\\‘\‘\‘H‘\\\}‘\\\\‘\\H‘\MH‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
‘W‘H“H‘w‘u‘_“w
7.60 7.80 8.00 8.20
5000 120.0 m/z 119.00  13.83%
77.0
51.0 91.0
NN T W1 SO N RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl- 'AH“H“‘H‘,H“_“W
105.0 7.60 7.80 8.00 8.20
m/z 91.e0 12.21%
5000 120.0
28.0 77.0 91.0
N N . O O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.391 206.24 ng 2570990 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 868 (8.391 min): BG055266.D\data.ms (-858) (-) m/z 105.00 100.00%
105.0
5000 120.0
R A RARL S
510 77.0 8.00 8.20 8.40 8.60 8.80
0 HwWwmme‘Mmw‘i‘w“w‘M‘_‘uu‘pm‘lﬁs‘:?“ m/z 119.95  41.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 I L R B

8.00 8.20 8.40 8.60 8.80
m/z 76.95 13.30%

77.0
51.0
O \\‘\\\\‘%\7\.‘()\\\\“\\\\i‘}‘\\}“\‘\‘\\‘\H‘U‘\H\“\H\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 M
[T e e
8.00 8.20 8.40 8.60 8.80
m/z 119.00 12.56%
5000 120.0 /
39.0 77.0
0 H‘lusﬁo‘m1‘H‘““H"{‘M?ﬁru‘“Hm"H"‘m‘“‘!‘WMH“‘HHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 91.00 10.97%
120.0
5000
51.0 77.0
R T M N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.655 413.55 ng 5155400 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 76
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
Abundance Scan 913 (8.655 min): BG055266.D\data.ms (-905) (-) m/z 117.00 100.00%
117.0
5000
91.0
39.0 63.0 770 8.40 8.60 8.80 9.00
‘ L |l ) |l 104.0 || o
0"w‘H‘WH‘W‘HM‘H,HH,HH‘H‘WH‘W‘HW‘H‘MH‘M‘H m/z 118.00 57.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 LB B L I I N L
8.40 8.60 8.80 9.00
m/z 115.00 36.29%
39.0 g0 91.0 /
O \\\]’-\3\\0\’\2§"W?\H‘\’H\\"‘\H‘\"\‘\‘\\‘\7\\7\?\H“‘\\\\]_‘q\ﬁ\()‘\\l\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0
8.40 8.60 8.80 9.00
m/z 91.00 19.13%
5000 910 /
39.0 65.0
0"w‘H‘V‘H,H‘wu‘i‘eMﬁm‘“?ﬁf‘uum‘ﬁQﬁﬂ‘Jﬂw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10193: Benzene, 1-propenyl-
117.0 8.40 8.60 8.80 9.00
m/z 63.00 9.60%
5000
91.0
oy 210 a0 IO a0a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 9 Benzene, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.761 49.05 ng 611436 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 931 (8.761 min): BG055266.D\data.ms (-926) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
51.0 74‘ ‘ 8.40 8.60 8.80 9.00
Obrrrrrrrrere et P8 b ML b myz 105,00 98.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
8.40 8.60 8.80 9.00
91.0 m/z 134.00  45.27%
39.0 65.0 ‘ ‘
0 \\‘\H\‘\H‘\“H\\“‘\\Hi‘“\\‘i’\‘i‘u‘\HU‘\H\‘HH\‘N!\‘Hwiluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
R RAARREE RS
8.40 8.60 8.80 9.00
5000 134.0 m/z 91.00  28.40%
91.0
41.0
050 e hreramarriresbrespllerblereepdrerr
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.00 17.99%
5000 134.0
91.0
39.0 65.0
LTy N |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00

8270-BG102422.M Wed Oct 26 15:13:52 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Benzene, 1,4-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.908 65.95 ng 822139 1,4-Dichlorobenzene-d4 8.274

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 956 (8.908 min): BG055266.D\data.ms (-947) (-) m/z 119.00 100.00%
119.0
5000 134.1
91.0
39.0 65.0 ‘ 8.60 8.80 9.00 9.20
0 H_‘Hw_‘H“mUm,m‘”_HU_Hu‘lm‘;‘HW“;‘elw,mw m/z 105.00  60.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 8.60 8.80 9.00 9.20
m/z 134.05 42.28%
41.0 65.0
0 H‘\\H‘??"\?H\\“‘\\Hi‘\\H’\‘\‘H‘\Hm‘\\\\“}‘H\‘\H1\‘\\‘{‘{l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 \
A R
8.60 8.80 9.00 9.20
5000 m/z 91.00 35.16%
91.0 134.0
39.0 65.0 ‘
0 ‘“1“5(‘0“m‘H‘““HHi‘m",“1‘”"H‘l“u‘w‘1H"1‘1‘1‘W‘Muu,mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- v\‘w“‘w“‘w“‘w“‘w
119.0 8.60 8.80 9.00 9.20
m/z 77.00 15.50%
5000 134.0
91.0
0 \\‘1&\0‘\u‘\‘f?‘.‘\o\ui‘;‘\\\,63\.\0‘\u‘}“\\\\“\u\‘M\‘u‘i‘il\m,\‘\‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20

8270-BG102422.M Wed Oct 26 15:13:54 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.225 42.75 ng 532965 1,4-Dichlorobenzene-d4 8.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
2 p-Cymene 134 C1leH14 000099-87-6 87
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 81
4 o-Cymene 134 C1eH14 000527-84-4 81
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 81
Abundance Scan 1010 (9.225 min): BG055266.D\data.ms (-1003) (-) m/z 118.95 100.00%
119.0
5000
134.0
91.0
390  65.0 ‘ ‘M 9.00 9.20 9.40 9.60
0“_HW‘HWHHWHHwMuNWW‘JMH‘quHHm_ﬂw‘uuWMwu‘ m/z 134.00 30.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
9.00 9.20 9.40 9.60
91.0 134.0 m/z 117.00  23.43%
39.0 65.0 ‘ ‘
0 \\‘1\?\.\0‘\H‘\‘H\\“‘\\HN”\\\’m‘u‘HiU‘\H\‘H‘H\‘M‘}\‘waluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene
119.0
e
9.00 9.20 9.40 9.60
5000 m/z 90.95 22.08%
91.0
134.0
390 650 ‘
0"%%ﬂuﬂuHHW‘HWHuﬂmeMHHNMM‘Mwwuwﬂuuwwuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 9.00 9.20 9.40 9.60
m/z 115.00 15.58%
5000 134.0
39.0 90
: 65.0
0"%%ﬂuﬂwuuw‘uwuwﬂmwuhuuumH‘wauwwuuwhuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.384 83.23 ng 1037510 1,4-Dichlorobenzene-d4 8.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C10H14 000099-87-6 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 1037 (9.384 min): BG055266.D\data.ms (-1032) (-) m/z 119.00 100.00%
119.0
5000
134.0
91.0
390 650 ‘ 9.00 9.20 9.40 9.60 9.80
0 ‘wWWHHw”H_‘H_JH_H‘w_m_m_u“w‘ulwwuuw m/z 134.80  29.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
010 134.0 9.00 9.20 9.40 9.60 9.80
. m/z 91.00 20.21%
65.0 ‘
O \\‘]-\\5\\0‘\\\\‘\ﬁ\g‘\()\\\i‘\‘\\\‘\\\\‘\H‘“‘HH‘HH‘\H‘H‘HH\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 117.00 19.54%
134.0
91.0
41.0 65.0
O brprrrrprrterrerblere it et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene R e
119.0 9.00 9.20 9.40 9.60 9.80
m/z 115.00 10.66%
5000
91.0 134.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60 9.80

8270-BG102422.M Wed Oct 26 15:13:56 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.972 54.50 ng 1176040  Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 o-Cymene 134 C1eH14 000527-84-4 93
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
5 p-Cymene 134 C1oH14 000099-87-6 91
Abundance Scan 1137 (9.972 min): BG055266.D\data.ms (-1131) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 65.0 ‘ ll 10.00
O et e e Ml sz 134,00 40.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /L ——
10.00
91.0 m/z 91.00 18.41%
39.0 65.0
0 \\‘1\\5\.9\H‘\‘H\\"‘HHi‘i‘\\\’\‘m\‘\HM“H\\"i\\\‘\WH’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
.
10.00
5000 134.0 m/z 117.60  13.90%
15.0 39.0 65.0 91.0
0 \\‘H‘\.\‘\\\‘\‘H\\’\\Hi‘“u\’\‘1‘\\‘\\\‘“‘H\\"\\H‘\W\\’H‘mluu‘\‘\‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene N L
119.0 10.00
m/z 115.00 10.96%
5000 91.0
134.0
39.0 65.0 ‘
0“%%SHNWHHM‘HMH1M‘wuhh‘wmuwMMwJ$MH‘MMW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00

8270-BG102422.M Wed Oct 26 15:13:57 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\

Data File : BG®55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 3-Phenylbut-1-ene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.342 95.37 ng 2058020  Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 1200 (10.342 min): BG055266.D\data.ms (-1193) (- | m/z 117.00 100.00%
117.0
5000 132.0 /\j\
i —
s 91‘0 10.00 10.50
owH‘HwHuHHi‘mH_UwPw,wmW!\_m!wm,m m/z 132.00  39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
10.00 10.50
91.0 132.0 m/z 115.00  28.76%
390 50 M
O\\‘\\\\‘\H\‘H\\“HHH“\H‘HH‘\HH“\H\’\\H‘\‘\‘\\‘HH‘\H”‘\‘\H’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16120: Benzene, 2-butenyl-
117.0
132.0 i?OO 10.50
m/z 131.00 22.36%
5000 91.0
39.0 65.0 ‘
o"_"w‘H“‘H‘“"‘H;‘m"‘J:“w"“1"Hu,:WMHWHMM‘m,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- — =
117.0132.0 10.00 10.50
m/z 91.00 15.12%
5000
910
1 66.0
270 | 0T |
oH_m_”wH‘u‘H‘w‘mWW,‘wu_umum,m L e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50

8270-BG102422.M Wed Oct 26 15:13:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 p-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.500 222.98 ng 4811570  Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 60
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 60
3 o-Cymene 134 C10H14 000527-84-4 60
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 53
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 53

Abundance Scan 1227 (10.500 min): BG055266.D\data.ms (-1218) (- | m/z 119.00 100.00%
119.0

5000
91.0 DN
51.0
0 e | e
O L Tt e R TRt 1 AR m/z 116.95  47.47%
miz--> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
118.0
5000 j\

91.0 10.50
m/z 134.00 39.38%

39.0 65.0

20 ko
O\\‘\‘\‘1\\‘\\\\“\\\\‘\\w‘\““\\{‘\\\‘\‘\\\

m/z--> 20 80 100 120 140

Abundance #17105.Benzene,lwneﬂwh3414neﬂwkﬂhwy
119.0
1050
5000 m/z 114.95 35.43%
91.0 4
410 650
miz--> 20 40 60 80 100 120 140
Abundance #16991: o-Cymene
119.0 10.50

m/z 91.00 24.19%

5000 91.0
39.0 65.0
15.0 el | 1350
0 L Ll I i Im

m/z--> 20 40 60 80 100 120 140 1050

8270-BG102422.M Wed Oct 26 15:14:00 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 2-Methylindene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.606 211.70 ng 4568190 Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 93

Abundance Scan 1245 (10.606 min): BG055266.D\data.ms (-1238) (- | m/z 115.00 100.00%

115.0 130.0
5000
— —
260 51“0 Gﬂ'o 770 1020 10.50 11.00
o‘_H‘,mJ,HH,‘mH,\mW\‘\‘uwM‘HH“!uwulwm‘mw m/z 130.00  98.48%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #15022: 2-Methylindene
130.0
115.0
5000 L —
10.50 11.00
510 m/z 129.00 84.03%
28.0 ' 64‘1\'0 7.0 102.0 |
O\‘\\\”\’\\\1"\\\\"‘\\\\"1\‘\\‘\‘\H\“\‘\\\\“\\\\“1\\\‘\\1\‘\\}\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
30.0
115.0
i e
10.50 11.00
5000 ITI/Z 128.00 44.01%
51.0 64.0
27.0 ‘ ‘ 77.0 102.0 ‘
0"m‘f,‘m‘,m“,\m,\“““‘\‘\‘\,‘m‘,‘m,‘lm,ul‘,uh e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15031: 1H-Indene, 1-methyl- /\f I 1
1150 130.0 10.50 11.00
’ m/z 127.00 20.41%
5000
51.0
. 640 770 1020 | J\
0"Hﬂhu‘m‘HJ\HWJM‘MMMMHNM‘HM‘H‘HM‘Hl‘M‘W‘ /\‘, e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1,4-Dihydronaphthalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.806 42.45 ng 916023  Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 97
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 96
3 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 91
5 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 90
Abundance Scan 1279 (10.806 min): BG055266.D\data.ms (-1272) (- | m/z 129.95 100.00%
129.9
5000
— ——
51‘0 | 770 1020 10.50 11.00
) I I M At Ay Al 1480 7 129 00 98.97%
m/z--> 20 40 80 100 120 140
Abundance #15034. 1,4-Dihydronaphthalene
130.0
5000
10.50 11.00
m/z 115.00 56.76%
5.0 770 1020
O\\\’2\7\9\"\\“ ‘H‘\\HM“\‘\‘\\““\\\1‘\‘ ‘\\‘\\\\
miz-> 20 40 80 100 120 140
Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
— —=
10.50 11.00
5000 m/z 127.95 56.15%
64.0
102.0
0 M,H?F’,?’w_mmmmmm:_w —
miz--> 20 40 80 100 120 140
Abundance #15045.Naphthdene,lZ—dMydro— A ——
130.0 10.50 11.00
m/z 127.00  25.74%
5000
200 63.0 102 0
Al U T SSSENN DY, S
m/z--> 20 40 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG@55266.D

Acqg On : 24 Oct 2022 21:33

Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
: 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 1H-Indene, 1,3-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.275 44.63 ng 962935 Naphthalene-d8 11.111
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 94
2 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 90
3 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 89
4 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 81
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 76

Abundance Scan 1529 (12.275 min): BG055266.D\data.ms (-1524) (- m/z 129.00 100.00%
129.0
5000
— o
51.0 77.0  102.0 70 12.00 12.50
o T O O N Kl A Free m/z 144.00  65.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
5000 fV/\ ‘ e
12.00 12.50
m/z 128.00 60.93%
39.0 63.0 102.0 | m |
OHH‘\‘\\\i\\“\\“‘\\\‘\“\\‘\\“\\\\‘\‘ \\“‘\‘\H‘H\
m/z--> 20 60 80 100 120 140 160
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
— o
12.00 12.50
5000 ITI/Z 131.00 24.97%
15.0 51.0 770 102.0
1 Pl Y O
m/z--> 20 40 60 80 100 120 140 160
Abundance #23556: 1H-Indene, 2,3-dimethyl- = P
129.0 12.00 12.50
m/z 115.00 19.48%
5000
o 20 030 g30 1020 | | 4 e
m/z--> 20 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BG®55266.D

Acq On 24 Oct 2022 21:33

Operator : CG/JU

Sample : N5222-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Naphthalene, 2,6-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.067 37.96 ng 991326  Acenaphthene-di1e 14.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1834 (14.067 min): BG055266.D\data.ms (-1820) (- | m/z 156.00 100.00%
156.0 A
5000
115.0
51.0 77.0 14.00
0 ‘“““H“ﬂ“ﬂuuWH‘wgzn“‘v“ 2 m/z 141.00 71.15%
m/z--> 20 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 S :
14.00
770 115.0 m/z 155.00  38.16%
270 510 | | w7 ||
O\H‘\‘H\“\\‘\\“‘\\‘\”\“\‘\‘\\“H\i‘\‘\\\‘\\‘ T
miz-> 20 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
e
14.00
5000 m/z 115.00 17.55%
115.0
270 510 T sz ||
) LR N N PR 11
m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl- —— ‘
156.0 14.00
m/z 128.00  15.20%
5000
770 115.0
51.0 :
N L ol A= | N Avl
m/z--> 20 60 80 100 120 140 160 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BGO55266.D

: 24 Oct 2022 21:33

: CG/JU

: N5222-01

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Met

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\

hods\8270-BG102422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Naphthalene, 2,3-dimethyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.208 55.95 ng 1461070  Acenaphthene-d10 14.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1858 (14.208 min): BG055266.D\data.ms (-1849) (- | m/z 156.00 100.00%
156.0
5000
115.0
510 760 ‘ ‘ 14.00 14.50
| R Y - £/ uk@M‘ ~  m/z 140.95 89.72%
m/z--> 20 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
14.00 14.50
115.0 m/z 155.00 31.48%
76.0 ‘
51.0
Ot ‘2\7‘\.0\\“ T \“\ \“‘M‘\‘\‘LUJ‘ b "\ -t T \“!‘\ \"‘\ \M‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
e
14.00 14.50
5000 m/z 115.00 20.67%
770 115.0
51.0 :
27.0
N L T A .Y | I
m/z--> 20 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl- —— —
141.0 14.00 14.50
m/z 128.00 16.70%
5000
6.0 115.0
7
I < R T N VAV 0L WA
m/z--> 20 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102422\
Data File : BGO@55266.D

Acqg On : 24 Oct 2022 21:33
Operator : CG/JU

Sample : N5222-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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|
Benzene, propyl- 7.234 87.1 ng 1086020 1 8.274 249322 20.0
Benzene, 1,2,3-... 7.480 63.5 ng 791035 1 8.274 249322 20.0
Benzene, 1l-ethy... 7.651 158.2 ng 1971480 1 8.274 249322 20.0
Benzene, 1,2,4-... 7.915 391.9 ng 4884900 1 8.274 249322 20.0
Mesitylene 8.391 206.2 ng 2570990 1 8.274 249322 20.0
Indane 8.655 413.6 ng 5155400 1 8.274 249322 20.0
Benzene, 1,3-di... 8.761 49.0 ng 611436 1 8.274 249322 20.0
Benzene, 1,4-di... 8.908 66.0 ng 822139 1 8.274 249322 20.0
Benzene, 2-ethy... 9.225 42.8 ng 532965 1 8.274 249322 20.0
Benzene, 4-ethy... 9.384 83.2 ng 1037510 1  8.274 249322 20.0
Benzene, 1,2,4,... 9.972 54.5 ng 1176040 2 11.111 431567 20.0
3-Phenylbut-1-ene 10.342 95.4 ng 2058020 2 11.111 431567 20.0
p-Cymene 10.500 223.0 ng 4811570 2 11.111 431567 20.0
2-Methylindene 10.606 211.7 ng 4568190 2 11.111 431567 20.0
1,4-Dihydronaph... 10.806 42.5 ng 916023 2 11.111 431567 20.0
1H-Indene, 1,3-... 12.275 44.6 ng 962935 2 11.111 431567 20.0
Naphthalene, 2,... 14.067 38.0 ng 991326 3 14.884 522240 20.0
Naphthalene, 2,... 14.208 56.0 ng 1461070 3 14.884 522240 20.0
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