LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc :

ALS vial : 9 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-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53843.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.793 63 69 78 rBV 568098 926626 15.48% 0.991%
2 4.057 105 114 123 rVB 441152 787815 13.16% 0.843%
3 4.269 143 150 164 rBV 1038779 1880855 31.41% 2.012%
4 4.504 186 190 195 rBV2 84786 168383 2.81% 0.180%
5 4.563 195 200 205 rVWV 282346 457647 7.64% 0.490%
6 5.062 278 285 295 rBV 229559 531518 8.88% 0.569%
7 5.244 310 316 320 rVV2 414101 769300 12.85% 0.823%
8 5.291 320 324 331 rVWW 368134 702706 11.74% ©.752%
9 5.603 372 377 382 rVWV 203031 393821 6.58% 0.421%
106 5.661 382 387 393 rVV3 141237 307813 5.14% 0.329%
11 5.755 393 403 410 rVV 2195239 5987413 100.00% 6.404%
12 6.008 442 446 452 rVW 101702 162801 2.72% 0.174%
13  6.108 452 463 470 rVV 2842968 5422736 90.57% 5.800%
14 6.178 470 475 478 rVW 150782 286045 4.78%  0.306%
15 6.214 478 481 489 rVB3 189000 324894 5.43% 0.348%
16 6.355 500 505 511 rVB 178265 300121 5.01% 0.321%
17 6.584 533 544 552 rBV 191697 384986 6.43% 0.412%
18 6.760 566 574 581 rBV3 158284 353719 5.91% 0.378%
19 6.842 581 588 595 rVB5 155646 441468 7.37% 0.472%
20 6.925 595 602 605 rBv4 73070 157442 2.63% 0.168%
21  7.142 631 639 640 rVv4 129308 257761 4.31% 0.276%
22 7.183 640 646 652 rVV 1390808 2612318 43.63% 2.794%
23 7.248 652 657 663 rVW2 470992 921333 15.39% 0.985%
24 7.324 663 670 683 rVB 1652494 3296050 55.05%  3.525%
25 7.489 684 698 705 rBV 1433570 2664197 44.50% 2.850%
26 7.583 705 714 718 rVW5 76005 205179  3.43% 0.219%
27 7.641 718 724 730 rVV3 168780 368732 6.16% 0.394%
28 7.747 732 742 751 rVB 2021130 3980472 66.48% 4.258%
29 8.088 787 800 802 rBV5 109210 358156 5.98% 0.383%
30 8.135 802 808 814 rvv2 378458 816766 13.64% 0.874%
31 8.217 814 822 831 rVB 1827984 3567410 59.58% 3.816%
32 8.370 837 848 859 rBvV 596903 1495687 24.98% 1.600%
33 8.476 859 866 872 rBV 795466 1536599 25.66% 1.644%
34 8.593 881 886 889 rvB2 163972 273554  4.57%  0.293%
35 8.740 904 911 928 rVB 622746 1375932 22.98% 1.472%

36 8.916 928 941 951 rBV 624759 1466902 24.50% 1.569%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc :

ALS vial : 9 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-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.010 951 957 960 rBV3 144686 295882 4.94%  0.316%
38 9.051 960 964 969 rVB 212604 335937 5.61% 0.359%
39 9.104 969 973 981 rVB 225790 432686 7.23% 0.463%
40 9.210 981 991 995 rBV 991977 2128935 35.56% 2.277%
41  9.292 995 1005 1010 rBV3 384212 1056637 17.65% 1.130%
42 9.428 1025 1028 1031 rVB2 170991 215394 3.60% 0.230%
43 9.527 1039 1045 1054 rVB2 582307 1237284 20.66% 1.323%
44  9.733 1074 1080 1085 rBV 428713 746822 12.47% 0.799%
45 9.792 1085 1090 1096 rVV 594355 1036462 17.31% 1.109%
46 9.868 1096 1103 1113 rVV3 469923 1237207 20.66% 1.323%
47  9.956 1113 1118 1122 rW5 77224 189362 3.16% 0.203%
48 10.003 1123 1126 1133 rVV3 119372 290470  4.85% 0.311%
49 10.115 1133 1145 1149 rVV 945992 2780178 46.43% 2.974%
50 10.150 1149 1151 1157 rVB 242410 340607 5.69% 0.364%
51 10.309 1170 1178 1190 rBV3 813869 2287255 38.20% 2.446%
52 10.544 1208 1218 1223 rVV3 448432 1107848 18.50% 1.185%
53 10.603 1223 1228 1238 rVB2 292430 683964 11.42% 0.732%
54 10.826 1261 1266 1271 rVB 309550 521359 8.71% ©.558%
55 10.891 1273 1277 1282 rVB2 102568 179448 3.00% 0.192%
56 10.955 1282 1288 1295 rVB2 409414 835667 13.96% 0.894%
57 11.049 1295 1304 1313 rVB3 212293 648991 10.84% 0.694%
58 11.178 1320 1326 1337 rBV3 159212 360255 6.02% 0.385%
59 11.361 1352 1357 1362 rVB 200503 345998 5.78% 0.370%
60 11.455 1366 1373 1376 rBv4 183112 410809 6.86% ©.439%
61 11.531 1382 1386 1391 rBV 360399 573262 9.57% 0.613%
62 11.742 1416 1422 1427 rBV4 137699 331283 5.53% 0.354%
63 11.825 1431 1436 1440 rBV 101461 222046 3.71% 0.238%
64 11.936 1451 1455 1460 rVB 309169 483140 8.097% ©.517%
65 12.036 1460 1472 1477 rVV4 316793 1170193 19.54% 1.252%
66 12.089 1477 1481 1492 rVB8 93936 269341 4.50% 0.288%
67 12.295 1507 1516 1524 rVB 1536111 3081187 51.46%  3.296%
68 12.406 1528 1535 1539 rBV3 107357 257465 4.30% 0.275%
69 12.536 1546 1557 1564 rBV5 287929 985320 16.46% 1.054%
70 12.612 1564 1570 1575 rVV3 262417 520666 8.70% ©.557%
71 12.659 1575 1578 1583 rVv2 97584 155947 2.60% 0.167%
72 12.777 1591 1598 1603 rVB 1107705 1972907 32.95% 2.110%
73 13.064 1641 1647 1657 rVB5 435423 1171811 19.57% 1.253%
74 13.194 1664 1669 1675 rVB3 194410 432191 7.22% 0.462%
75 13.270 1675 1682 1685 rBV3 457254 964156 16.10% 1.031%
76 13.341 1691 1694 1700 rVB 602107 928785 15.51% 0.993%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc :

ALS vial : 9 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-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.534 1718 1727 1728 rBV5 100584 197416 3.30% 0.211%
78 13.746 1758 1763 1768 rBv4 104407 212278 3.55% 0.227%
79 13.822 1768 1776 1784 rBV5 477635 1600378 26.73% 1.712%
80 13.952 1791 1798 1802 rBV3 210365 467959 7.82% 0.501%
81 14.028 1806 1811 1816 rVV4 405103 1105365 18.46% 1.182%
82 14.087 1816 1821 1833 rVB3 707639 1681501 28.08% 1.799%
83 14.292 1846 1856 1872 rVB2 371211 1181280 19.73% 1.264%
84 14.451 1875 1883 1887 rBV 362918 811654 13.56% ©0.868%
85 14.492 1887 1890 1895 rVB2 199690 286516 4.79%  0.306%
86 14.586 1901 1906 1919 rVB6 156682 581974 9.72% 0.622%
87 14.721 1920 1929 1933 rBV2 362985 703394 11.75% 0.752%
88 14.762 1933 1936 1943 rVB3 144821 226852 3.79% 0.243%
89 14.845 1944 1950 1955 rBvV4 167396 398425 6.65% 0.426%
90 15.027 1977 1981 1987 rBV4 86326 167814 2.80% 0.179%
91 15.162 2000 2004 2011 rVB7 90923 215089 3.59% 0.230%
92 15.232 2011 2016 2020 rBV 168945 256698 4.29% 0.275%
93 15.397 2039 2044 2049 rVB5 133897 242269 4.05% 0.259%
94 15.826 2113 2117 2124 rBV2 150783 241262 4.03%  0.258%
95 16.202 2175 2181 2191 rVB 480717 796947 13.31% 0.852%
96 17.459 2389 2395 2400 rBV 262991 421627 7.04% 0.451%
97 18.346 2542 2546 2561 rVB6 70972 185488 3.10% 0.198%
98 20.062 2832 2838 2845 rVB 970446 1301102 21.73% 1.392%
99 21.731 3115 3122 3133 rVB2 296785 529027 8.84% 0.566%
100 24.997 3667 3678 3689 rBV 170530 509377 8.51% 0.545%

Sum of corrected areas: 93492006
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG053843.D\data.ms
6.108
2500000
5.755
7.747
2000000 8.217
7.324 12.295
1500000 7.18%.489
12.777
4.269 9.210 10.115
1000000 8.476 10.309
8781916 2%E7 11. 531 13.01
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b °T7] S AP 158 0 o UW g MA i @7 iBuy
'AM 1 A il ki A i A i

o

Time--> 350 400 450 5.00 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 1050 1100 11.50 12.00 12.50
Abundance TIC: BG053843.D\data.ms
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1500000
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Abundance TIC: BG053843.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01

Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.183 145.88 ng 2612320 1,4-Dichlorobenzene-d4 8.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 646 (7.183 min): BG053843.D\data.ms (-640) (-) m/z 105.10 100.00%

105.1
5000
120.1

391 630 77‘-0 91‘0 6.80 7.00 7.20 7.40 7.60
Obrrreeprrrerertberetber bl WL m/z 120,05 32.08%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 I L L B
120.0 6.80 7.00 7.20 7.40 7.60

m/z 91.05 14.20%

39.0 77.0 91.0
H\HH%QRH‘«HHﬁHﬁiR\HmewkHWthH‘MHWHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0

6.80 7.00 7.20 7.40 7.60

o

5000 m/z 77.05 13.91%
120.0
77.0 91.0
o 180 390 630
P T T T [ e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene BEEREEaE

105.0 6.80 7.00 7.20 7.40 7.60
m/z 79.05 11.04%

m/z-->

120.0
5000
77.0 91.0
39\ \0 i 93\ \0 ‘\\ | Ll
Ot e e e e e

10 20 30 40 50 60 70 80 90 100110120130

6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.489 148.77 ng 2664200 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 698 (7.489 min): BG053843.D\data.ms (-684) (-) m/z 105.10 100.00%
105.1
5000
120.1
R mmasEE
391 631 77‘-1 91‘-1 7.20 7.40 7.60 7.80
0 H_HwH_H‘MmHM;MmmH‘1“‘Hu‘m“M_www m/z 120.10  33.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L L BN R
120.0 7.20 7.40 7.60 7.80
m/z 77.10 14.37%
77.0 91.0
0 \\‘]\_\5\.(\)‘\H‘\‘\\3\)?‘.(\)\H“H\\6‘:\)"\.‘(\)\‘H\m“H\“M\\N{l\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.10 14.32%
120.0
79.0
39.0 65.0
Ol prrrr e prrrdprerr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.10 12.44%
5000
120.0
0, 0 e 70
Olrrprrm et prrrlprrre e bl e e
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\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.747 222.28 ng 3980470 1,4-Dichlorobenzene-d4 8.094

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-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 742 (7.747 min): BG053843.D\data.ms (-732) (-) m/z 105.10 100.00%
105.1
5000 120.1
e
301 ggo 911 7.40 7.60 7.80 8.00

oH_m_mwH‘,um;‘w”‘,Muwl‘_HW‘HH_‘alww“mW m/z 120.10  43.57%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

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

105.0
120.0
5000
7.40 7.60 7.80 8.00
m/z 77.10 14.37%
39 77.0 91.0
OH‘J\-\S\\O‘HH‘HH"‘HH“\‘H\6’?\‘(\)\‘\\\‘}“\\H“HH‘\M1\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
e Y
7.40 7.60 7.80 8.00
5000 120.0 m/z 119.05 12.61%
77.0
. 91.0
0 27.0 510 64.0
R RARAR T e R ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10724: Benzene, 1-ethyl-2-methyl- e
105.0 7.40 7.60 7.80 8.00
m/z 91.10 12.58%
5000
120.0
77.0 91.0
7o g
Ol b O8Ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01

Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 7 Mesitylene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.217 199.21 ng 3567410 1,4-Dichlorobenzene-d4 8.094
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 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 822 (8.217 min): BG053843.D\data.ms (-814) (-) m/z 105.05 100.00%

105.1
5000 120.1 A

77.1 910 7.80 8.00 8.20 8.40 8.60
Otrreerrrer S0 it i m/z 120.05  40.50%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\

7.80 8.00 8.20 8.40 8.60
m/z 77.10 14.14%

1. 710 910
”\””\%ze‘”%‘?w?“ww‘w”wwww‘”wﬂww”“«”‘ww‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0

7.80 8.00 8.20 8.40 8.60

o

m/z 91.05 11.61%
5000 120.0
77.0
15.0 39.0 63.0 91.0
O P P e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 8.20 8.40 8.60

m/z 119.10  10.05%
120.0

5000 /\j\
77.0 91.0
270 510 I |

o

m/z-->

10 20 30 40 50 60 70 80 90 100110120130

7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.370  83.52 ng 1495690 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 87
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 50
3 1,4-Pentadiene, 3-methyl- 82 CeH1e 001115-08-8 46
4 4-Methyl-1,3-pentadiene 82 CeH1e 000926-56-7 45
5 2,4-Hexadiene, (E,Z)- 82 C6H1e 005194-50-3 45
Abundance Scan 848 (8.370 min): BG053843.D\data.ms (-837) (-) m/z 67.10 100.00%
67.1
110.1
5000
39.1 95.0
H 53 ‘(" 811 | 1200 8.00 8.20 8.40 8.60
0 mwwwwlhuw“mHWJ‘,JH“\“HWww”www:m m/z 110.10  64.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6633: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0 110.0
5000 L L L B L BN B
82.0 8.00 8.20 8.40 8.60
m/z 39.10  27.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
67.0
B AREAREEEE R
8.00 8.20 8.40 8.60
5000 82.0 m/z 41.10 21.26%
39.0
53.0
0 15.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1418: 1,4-Pentadiene, 3-methyl- R Ran e AaRmEE
67.0 8.00 8.20 8.40 8.60
m/z 95.00  19.24%
5000
41.0
27.0 ‘ 82.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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, cyclopropyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.476  85.81 ng 1536600 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
2 Indane 118 C9H10 000496-11-7 93
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
5 Deltacyclene 118 C9H1e 007785-10-6 50
Abundance Scan 866 (8.476 min): BG053843.D\data.ms (-859) (-) m/z 117.05 100.00%
11y.1
5000
91.0
39.1 63.0 771 ‘ 8.20 8.40 8.60 8.80
Obrerprerrprrrrpreetpbrebee ke st et m/z 118.16 53.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 R R e e i
91.0 8.20 8.40 8.60 8.80
51.0 g5 0 m/z 115.00  34.09%
0 \H’\H\‘%7{.?\\}“\\HH}H}’EH\\‘\MH‘H\‘\‘“\HM‘\H’HH“HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
117.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 17.38%
39.0 559 91.0
13.0 77.0
Ot prretlieree et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0 8.20 8.40 8.60 8.80
m/z 63.05 9.04%
5000 91.0
39.0 65.0
0 m,m“HH‘Hm“um}‘ml,l‘;“‘m“MHH‘ilm‘;“u,u“‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.740 76.83 ng 1375930 1,4-Dichlorobenzene-d4 8.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 o-Cymene 134 CleH14 000527-84-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
Abundance Scan 911 (8.740 min): BG053843.D\data.ms (-904) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
39.1 561 8.40 8.60 8.80 9.00
) SR | N AL m‘u‘ Al b m/z 134.05  32.07%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 UL L B I BB
134.0 8.40 8.60 8.80 9.00
m/z 91.05 20.27%
91.0
150 300 459 |
O\\\‘\ T \‘\ T \“‘\ \“1‘\ “i‘\ T \‘H‘ T “}“\ \M T T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
8.40 8.60 8.80 9.00
5000 m/z 105.10 14.24%
91.0 134.0
. 15.0 39.0 65.0
T e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.40 8.60 8.80 9.00
m/z 77.10 10.69%
5000
134.0
91.0
ol 150 40 889 L .ol
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Phenol, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.527 137.90 ng 1237280  Naphthalene-d8 10.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 97
2 Phenol, 2,3-dimethyl- 122 C8H1e0 000526-75-0 95
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 93
4 Benzenemethanol, 4-methyl- 122 C8H100 000589-18-4 70
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 68
Abundance Scan 1045 (9.527 min): BG053843.D\data.ms (-1039) (-) m/z 107.00 100.00%
107.0122.1
5000 77.0 J
39.1
ez | e | 050
b gl i Ml L m/z 122,100 91.51%
miz-> 20 40 60 80 100 120 140
Abundance #11318: Phenol, 2,6-dimethyl-
107.0122.0
5000
77.0 9 50
390 m/z 119.10  42.02%
O T \J-\S\()‘ \ T “‘ \6‘2‘\P\ T \“ 94.0’ T “\ LI ‘ T
m/z--> 20 80 100 120 140
Abundance
107.0122.0 M J\
‘ —f—
9.50
5000 m/z 77.05 41.58%
77.0
39.0
0 18.0 62.0 92.0
e w B  a E o
miz--> 20 40 60 80 100 120 140
Abundance #11322: Phenol, 2,5-dimethyl-
107.0122.0 9 50
m/z 91.05 37.94%
5000 39.0 77.0
ao | ) Jos | b
I O 1 .Y
m/z--> 20 40 60 8 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01

Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 12 Benzene, 1,2,4,5-tetramethyl-
R.T. EstConc Area

9.733  83.24 ng

Hit# of 5

1 Benzene, 1
2 Benzene, 1,
3 Benzene, 1
4 o-Cymene

Concentration Rank 17

Relative to ISTD R.T.
746822  Naphthalene-d8 10.908

Tentative ID MW MolForm CASH# Qual
2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

134 C1eH14 000527-84-4 93
ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93

5 Benzene, 1-

Abundance Scan 1080 (9.733 min): BG053843.D\data.ms (-1074) (-) m/z 119.05 100.00%
119.1
5000 J\/\
911 L 9 50 10 oo
39.1 65.0
OF e bbb L 3011980 7934 95 41.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 — /\7 e
10.00
91.0 m/z 91 10 17.24%
39.0 65.0
O \]-\5\.0‘\‘\ T \“‘\ \‘\ T “\‘\ T \“‘ T T T “\‘\ \Ul T \1\‘\6‘0\ 1T ‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0
9.50 10.00
5000 ITI/Z 120.10 9.78%
91.0
41.0 63.0
1 AR VN, R Huir AR T VT A A
m/iz--> 20 40 60 80 100 120 140 160 j\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A 1 — /‘\‘
119.0 9.50 10.00
m/z 133.05 9.27%
5000
40 wo T ,ka\
o289 L e B Ll age0 A AN YL I
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

8270-BG060222.M Wed Jun 08 17:58:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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, 1,2,3,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.792 115.52 ng 1036460 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1090 (9.792 min): BG053843.D\data.ms (-1085) (-) m/z 119.10 100.00%

119.1
5000 A}\

91.0 ‘

39.1 65.1 | 135.0 9.50 1000
Y S N PR ¥ I PRSI SIS S m/z 134.05  41.47%
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000 \A —
9 50 lO 00
m/z 91.05 .33%
39.0 65.0 91.0
0 \]-\5\0’\\\\“‘\ \‘\ T “\‘-\ T \“‘ T T ‘ \ T \‘\“‘ T \“\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
= e
9.50 10.00
134.0 .
5000 ITI/Z 120.10 10.06%
91.0
41-0 63.0
O+ e
miz--> 20 40 60 80 100 120 140 ]\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- — — /\ —
119.0 9.50 10.00

m/z 77.05 9.28%

5000 134.0
91.0
15.0 39.0 65.0 |
0 | Ll Ly Ll Ly I H‘ ‘\

m/z--> 20 40 60 80 100 120 140 10 00

8270-BG060222.M Wed Jun 08 17:58:38 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Phenol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.868 137.89 ng 1237210 Naphthalene-d8 10.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 97
2 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 86
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 86
5 2-Isopropylpyrazine 122 C7H1ON2 029460-90-0 59
Abundance Scan 1103 (9.868 min): BG053843.D\data.ms (-1096) (-) m/z 107.00 100.00%
10y.0
5000
770 122.0 J\
— —
39.1 551 ‘ 91.1 9.50 10.00
Ot bbb b w2 122,00 40.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11293: Phenol, 2-ethyl-
107.0
5000
122.0 9.50 10.00
77.0
‘ m/z 77.05 35.20%
39.0
91.0
O H‘J-HS\.\O‘HH‘HH‘“H\ﬁﬁ\.?‘“\‘\\‘\Hl“\\\\“\\\\‘\‘\\l‘HH‘\‘H\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
107.0
= —
9.50 10.00
m/z 79.10  15.95%
5000 122.0
77.0
39.0
15.0 630 o
Oyl e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11328: Phenol, 3,4-dimethyl- T T
107.0 9.50 10.00
1220 m/z 39.10 10.72%
5000
77.0
51.0 910
0 0
Oy e e R e e P e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

8270-BG060222.M Wed Jun 08 17:58:39 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On 7 Jun 2022 19:01

Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.309 254.92 ng 2287260  Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 70
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64

Abundance Scan 1178 (10.309 min): BG053843.D\data.ms (-1170) (- | m/z 117.05 100.00%
117.1
5000 ﬂ
91.1 134.1 — s
51.1 ‘ ‘ ‘ 10.00 10.50
R PR TOOF ‘7‘4‘&9‘ e Mgl gz 119,10 53.79%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 10.00 10.50
51.0 m/z 132.00 35.07%
27.0 ' ‘ 1# 0
O ™ \‘\ T \““\ \“U\““H\?fl“‘iﬁ e ‘M\ T \“ \‘U\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0 J\
— —
10.00 10.50
5000 m/z 115.00 34.26%
91.0
39.0
63.0
15.0 133.0
L
m/iz--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 10.00 10.50
m/z 91.10 23.58%
5000
91.0
o
0 "w%?Q‘H‘HM‘HW?%R‘Hi‘pW‘N“‘HWM““‘ — -
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BG060222.M Wed Jun 08 17:58:40 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Phenol, 2,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.544 123.47 ng 1107850  Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 95
2 Phenol, 2,3-dimethyl- 122 C8H1e0 000526-75-0 95
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 87
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 81
5 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 81
Abundance Scan 1218 (10.544 min): BG053843.D\data.ms (-1208) (1 m/z 107.00 100.00%
107.0
122.1
5000
77.0
39.1 ‘ L
5.1 10.50
) U ﬁd” M“‘m‘g“u?Mw A 11‘3?}9‘ . m/z 122.05 74.19%
m/z--> 20 40 60 80 100 120 140
Abundance #11332: Phenol, 2,6-dimethyl-
122.0
107.0
5000
39.0 m/z 77.05 34.09%
0 \1\5‘\.0‘ \“\‘\ \“i“\ \“1“\65‘\9\ T \H‘ \9\%”9‘”‘1 LN B
miz-> 20 40 60 80 100 120 140
Abundance
107.0
122.0
T [
10.50
5000 m/z 104.10 30.59%
77.0
51.0
0 27.0 92.0
T e T e e
miz--> 20 40 60 80 100 120 140 A
Abundance #11319: Phenol, 2,5-dimethyl- e
107.0122.0 10.50
m/z 91.10 29.96%
5000
77.0
39.0
o280 L w0 | szo . | il
m/z--> 20 40 60 80 100 120 140 10.50

8270-BG060222.M Wed Jun 08 17:58:41 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Ethanone, 1-(4-methylphenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.603 76.23 ng 683964 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 95
2 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 76
3 0-Toluic acid, 3,5-difluoropheny... 248 C14H10F202 1000293-77-2 52
4 m-Toluic acid, 3,5-difluoropheny... 248 C14H10F202 1000293-76-6 52
5 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 49

Abundance Scan 1228 (10.603 min): BG053843.D\data.ms (-1223) (- | m/z 119.00 100.00%
91.1 0
5000
431 651
‘ ‘ L] ‘ 1481 10.50 11.00
0 M,HH‘, - ““ - u‘ gl LT m/z 91.10  82.67%
m/z--> 20 100 120 140
Abundance #17604.Eﬂmﬂone,l{4—memymhenwy
119.0
91.0
5000 . A
10.50 11.00
65.0 m/z 65.10 21.13%
15.0 I “ 135.0
O\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 20 40 100 120 140
Abundance
91.0 119.0
Fe o
10.50 11.00
5000 m/z 134.00 20.75%
65.0
43.0
0 15.0 135.0
T T T T T e S T
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #133022: o-Toluic acid, 3,5-difluorophenyl! ester e —r
119.0 10.50 11.00
91.0 m/z 43.10 17.30%
5000
65.0
39.0
O bbbl gl | 1350 e e
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Phenol, 2,4,6-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.049 72.33 ng 648991 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 95
2 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 94
3 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 93
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 91
5 3,4-Dimethylanisole 136 CS9H120 004685-47-6 91
Abundance Scan 1304 (11.049 min): BG053843.D\data.ms (-1295) (- | m/z 121.00 100.00%
121.0
5000
91.0
39.1 65.1 ‘ 11.00
Y AN TR TP n‘u sl AHEO 0 myz 136,05 74.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18859: Phenol, 2,4,6-trimethyl-
121.0
5000
91.0 11.00
m/z 91.00 27.66%
39.0 65.0 ‘
O \]_\4.\()‘\‘1‘\\““ \‘\‘\‘““\“““"}““‘\“\“\“““““““
m/z--> 20 40 100 120 140 160
Abundance
136.0
RN \
11.00
5000 m/z 135.05 26.47%
91.0
. 39.0 650 117.0
— e e e e e
m/z--> 20 40 60 80 100 120 140 160 /\A
Abundance #18864: Phenol, 2,4,5-trimethyl- AWATAVANS Y it ‘
136.0 11.00
m/z 77.00 14.98%
) M\MAAAﬂ/\/\AﬁuAJ\/Uﬂ
91.0
39.0
65.0
| ‘Mu VRN R N« A VYL
m/z--> 20 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Benzoic acid, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.036 130.42 ng 1170196 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 81
3 Benzeneacetic acid 136 C8H802 000103-82-2 60
4 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 49
5 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 49
Abundance Scan 1472 (12.036 min): BG053843.D\data.ms (-1460) (- | m/z 91.05 100.00%
91.0
136.0
119.0
5000
65.1 e :
Tt
[{— umu“m ‘M - an W el 1820 s 136,00 72.37%
m/z--> 20 40 100 120 140 160
Abundance #18705.Benzom:add,4—methW—
91.0
136.
119.0 36.0
5000 — :
12.00
65.0 m/z 119.00 57.86%
39.0 ‘
O‘\\\\“\‘\H\\“‘\\\“\\M\‘\‘\\\‘}\\\\“\\\\|\\\\
m/z--> 20 80 100 120 140 160
Abundance
91.0 136.0 \\
‘ ——
119.0 12.00 .
5000 m/z 121.00 25.24%
65.0
39.0
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #18695: Benzeneacetic acid T
91.0 12.00
m/z 65.10  23.32%
5000
136.0
65.0
0 45'9 \“ ‘\‘ 118'0 L
_““““‘““““““““““““““‘ ——
m/z--> 20 40 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BG@53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.295 343.41 ng 3081190 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 Styrene 104 C8H8 000100-42-5 92
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 70
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 58
Abundance Scan 1516 (12.295 min): BG053843.D\data.ms (-1507) (- | m/z 104.05 100.00%
104.1 132.0
5000 78.1
51.1
‘ ‘ ‘ 12.00 12.50
b e M ML 1600 ;132,60 89.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 78.0
51.0 12.00 12.50
m/z 103.10 55.15%
27.0 ‘
0 \\\‘\“\\\“‘i\\‘l\““{‘\\‘ "\\‘\\‘U'U\\\‘\\\‘\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance
104.0
S —
12.00 12.50
5000 78.0 m/z 78.10 44.92%
51.0
27.0
oAbty e
m/z--> 20 40 60 80 100 120 140 160
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene . —
104.0 12.00 12.50
m/z 77.10 33.22%
5000 78.0
51.0
20 ||
o‘H_um“H‘!‘p‘m“w,Hu“UUH“HH_m,H St ~
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060722\
Data File : BGO53843.D

Acqg On : 7 Jun 2022 19:01
Operator : CG/JU

Sample : N3202-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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, 1l-ethy... 7.183 145.9 ng 2612320 1 8.094 358156 20.0
Benzene, 1l-ethy... 7.489 148.8 ng 2664200 1 8.094 358156 20.0
Benzene, 1,2,3-... 7.747 222.3 ng 3980470 1 8.094 358156 20.0
Mesitylene 8.217 199.2 ng 3567410 1 8.094 358156 20.0
2-Cyclopenten-1... 8.370 83.5 ng 1495690 1 8.094 358156 20.0
Benzene, cyclop... 8.476 85.8 ng 1536600 1 8.094 358156 20.0
Benzene, 2-ethy... 8.740 76.8 ng 1375930 1 8.094 358156 20.0
Phenol, 2,6-dim... 9.527 137.9 ng 1237280 2 10.908 179448 20.0
Benzene, 1,2,4,... 9.733 83.2 ng 746822 2 10.908 179448 20.0
Benzene, 1,2,3,... 9.792 115.5 ng 1036460 2 10.908 179448 20.0
Phenol, 2-ethyl- 9.868 137.9 ng 1237210 2 10.908 179448 20.0
Benzene, 2-ethe... 10.309 254.9 ng 2287260 2 10.908 179448 20.0
Phenol, 2,3-dim... 10.544 123.5 ng 1107850 2 10.908 179448 20.0
Ethanone, 1-(4-... 10.603 76.2 ng 683964 2 10.908 179448 20.0
Phenol, 2,4,6-t... 11.049 72.3 ng 648991 2 10.908 179448 20.0
Benzoic acid, 4... 12.036 130.4 ng 1170190 2 10.908 179448 20.0
1H-Inden-1-one,... 12.295 343.4 ng 3081190 2 10.908 179448 20.0
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