LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acqg On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc :

ALS vial : 7 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: BGO55306.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.526 33 40 43 rBv4 54322 124456 1.54% 0.153%
2 4.037 118 127 130 rBvV6 30526 87266 1.08% 0.108%
3 4.125 134 142 147 rVV3 64227 161850 2.00% 0.199%
4 4.255 159 164 175 rVB3 50012 108153 1.33% 0.133%
5 4.360 175 182 185 rBV 56161 99058 1.22% 0.122%
6 4.396 185 188 194 rVB 80037 123662 1.53% 0.152%
7 4.678 227 236 247 rVB6 51726 150883 1.86% 0.186%
8 4.877 266 270 274 rW 68271 114760 1.42% 0.141%
9 5.312 340 344 349 rVB 66361 96849 1.20% 0.119%
10 5.735 407 416 423 rBV 2714990 4855584 59.91% 5.985%
11 5.800 423 427 432 rVW 306309 508757 6.28% 0.627%
12 5.894 432 443 457 rVB 3218429 8104254 100.00% 9.989%
13  6.246 497 503 521 rVB 228230 443709 5.48%  0.547%
14 6.734 579 586 597 rBV 282684 483114 5.96% ©.595%
15 7.233 664 671 680 rBV 494705 841482 10.38% 1.037%
16 7.345 680 690 695 rVW 749626 1284618 15.85% 1.583%
17 7.404 695 700 707 rVW2 970570 1774420 21.89% 2.187%
18 7.480 707 713 725 rVB 1148232 1948981 24.05% 2.402%
19 7.651 730 742 749 rBV 1190393 1992150 24.58% 2.455%
20 7.921 779 788 795 rVB 3738843 6866366 84.73% 8.463%
21 8.273 840 848 852 rBvV2 119735 236698 2.92% 0.292%
22 8.391 860 868 874 rBV 1529296 2652882 32.73% 3.270%
23 8.544 889 894 905 rVB3 98470 206371  2.55% 0.254%
24 8.655 905 913 923 rBV 2203735 3982449 49.14%  4.908%
25 8.761 925 931 936 rBV 334754 525271 6.48% 0.647%
26 8.820 936 941 949 rVB 271652 461583 5.70% 0.569%
27 8.908 949 956 962 rBV2 439218 787156 9.71% ©.970%
28 8.967 962 966 974 rVB 71547 117180 1.45% 0.144%
29 9.078 974 985 995 rVB2 189305 394742 4.87% 0.487%
30 9.225 1004 1010 1015 rBV 313143 518797 6.40% ©.639%
31 9.284 1015 1020 1025 rVB2 201493 331058 4.08% 0.408%
32 9.384 1030 1037 1043 rVV2 946942 1775876 21.91% 2.189%
33 9.466 1043 1051 1059 rVV2 782909 2023921 24.97% 2.495%
34 9.625 1073 1078 1086 rVV6 39711 100416 1.24% 0.124%
35 9.719 1087 1094 1108 rVB2 145314 376297 4.64% 0.464%

36 9.907 1120 1126 1132 rBV 511168 858159 10.59%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acqg On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc :

ALS vial : 7 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 9.971 1132 1137 1144 rVB 512940 841632 10.39% 1.037%
38 10.048 1144 1150 1154 rBV 54103 87045 1.07% 0.107%
39 10.171 1161 1171 1181 rBV5 57490 195883 2.42% 0.241%
40 10.283 1181 1190 1194 rBV3 97379 229167 2.83% 0.282%
41 10.336 1194 1199 1206 rBV 573892 958048 11.82% 1.181%
42 10.424 1208 1214 1219 rVV3 42953 91368 1.13% 0.113%
43 10.488 1219 1225 1234 rBV2 1123500 2178757 26.88% 2.685%
44 10.606 1239 1245 1248 rVV2 116469 287662  3.55%  ©.355%
45 10.665 1251 1255 1261 rVV 223709 422533 5.21% ©.521%
46 10.729 1261 1266 1271 rVWV 117525 224102 2.77% 0.276%
47 10.788 1271 1276 1283 rVV2 121319 255585 3.15% ©0.315%
48 11.011 1309 1314 1317 rVV2 72838 135639 1.67% 0.167%
49 11.076 1317 1325 1328 rVV2 201321 571771 7.06% 0.705%
50 11.158 1332 1339 1345 rVV 2343449 4646402 57.33% 5.727%
51 11.205 1345 1347 1354 rVV2 128437 225870 2.79% 0.278%
52 11.276 1354 1359 1368 rVB2 229071 481255 5.94% 0.593%
53 11.458 1383 1390 1394 rBvV4 43422 88014 1.09% 0.108%
54 11.646 1412 1422 1425 rBV7 45973 130062 1.60% 0.160%
55 11.710 1429 1433 1436 rVV3 65100 122904 1.52% 0.151%
56 11.752 1436 1440 1445 rVB 87669 138868 1.71% 0.171%
57 11.998 1476 1482 1487 rBV 120874 200731  2.48% 0.247%
58 12.157 1563 1509 1512 rVV 119834 240260 2.96%  0.296%
59 12.192 1512 1515 1523 rVB4 114998 219979 2.71% 0.271%
60 12.269 1523 1528 1540 rVB5 70666 187682  2.32% 0.231%
61 12.463 1555 1561 1568 rVB2 168956 297428 3.67% 0.367%
62 12.633 1582 1590 1594 rBV3 45585 87438 1.08% 0.108%
63 12.698 1594 1601 1602 rBV3 82028 114306 1.41% 0.141%
64 12.739 1602 1608 1613 rVB 671616 1100123 13.57% 1.356%
65 12.792 1613 1617 1621 rVB 107534 155495 1.92% 0.192%
66 12.833 1621 1624 1634 rVB6 34363 88155 1.09% 0.109%
67 12.950 1634 1644 1655 rBV3 696596 1727140 21.31% 2.129%
68 13.150 1660 1678 1683 rVB 650798 2232978 27.55% 2.752%
69 13.273 1690 1699 1703 rVV2 215183 509764 6.29% 0.628%
70 13.356 1767 1713 1722 rVB3 369953 781442 9.64% 0.963%
71 13.514 1733 1740 1746 rVB 1284220 2011068 24.81% 2.479%
72 13.738 1763 1778 1782 rBvV2 314851 1102563 13.60% 1.359%
73 13.773 1782 1784 1791 rVWV 153143 218323 2.69% 0.269%
74 13.855 1791 1798 1804 rVV 151062 297843 3.68% 0.367%
75 13.926 1804 1810 1819 rvv3 265562 709387 8.75% 0.874%
76 14.020 1819 1826 1829 rVV2 189290 378830 4.67% 0.467%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acqg On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc :

ALS vial : 7 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

77 14.055 1829 1832 1837 rVV2 146626 278163 3.43% 0.343%
78 14.108 1837 1841 1844 rVV2 110630 212402 2.62% 0.262%
79 14.149 1844 1848 1852 rVvV 309568 511634 6.31% 0.631%
80 14.196 1852 1856 1863 rVV5 99118 267471 3.30% 0.330%
81 14.260 1863 1867 1875 rVB3 68715 138855 1.71% 0.171%
82 14.384 1881 1888 1894 rBv2 71720 138303 1.71% 0.170%
83 14.531 1907 1913 1920 rBV 200415 365410 4.51% 0.450%
84 14.883 1962 1973 1980 rVB 361200 633404 7.82% 0.781%
85 15.071 1989 2005 2013 rVB7 109370 344614  4.25%  0.425%
86 15.277 2034 2040 2047 rBV2 58464 113240 1.40% 0.140%
87 15.353 2047 2053 2054 rBV2 109248 154164 1.90% ©.190%
88 15.383 2054 2058 2069 rVW 169364 324239 4.00%  0.400%
89 16.364 2218 2225 2232 rBV 1096001 1624699 20.05% 2.002%
90 16.599 2260 2265 2275 rVB4 41019 89876 1.11% 0.111%
91 17.615 2432 2438 2443 rBV 386394 603655 7.45% 0.744%
92 17.656 2443 2445 2452 rVB 71118 95006 1.17% 0.117%
93 18.015 2496 2506 2511 rBV 114457 176645 2.18% 0.218%
94 18.467 2578 2583 2590 rBV 115644 179471  2.21% 0.221%
95 19.725 2793 2797 2812 rVWVW 61373 126089 1.56% ©0.155%
96 20.189 2870 2876 2883 rBV 2168785 2943779 36.32% 3.628%
97 21.893 3159 3166 3175 rBV2 379797 655466 8.09% ©0.808%

98 25.289 3734 3744 3757 rVB2 224239 665017 8.21% ©.820%

Sum of corrected areas: 81134332

8270-BG102422.M Thu Oct 27 16:00:16 2022 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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

Abundance TIC: BG055306.D\data.ms
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Abundance TIC: BG055306.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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
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Peak Number 5 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.233  71.10 ng 841482  1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
3 1-(Benzylamino)propan-2-ol 165 C10OH15NO 1000486-84-7 59
4 2,4,6-Cycloheptatrien-1-one, 4-m... 120 C8H80 1000327-34-9 50
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 49

Abundance Scan 671 (7.233 min): BG055306.D\data.ms (-664) (-) m/z 90.95 100.00%

91.0
5000
120.0
39.0 65‘.0 | 7.00 7.20 7.40 7.60
0o bl m/z 120.00  22.87%
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 11.17%
39.0 650
O\\\\‘\‘\\\"‘\\“\\“\\\\“‘\\‘!\’\‘\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
B B RARmaEEAR
120.0 7.00 7.20 7.40 7.60
5000 ITI/Z 92.00 10.45%
65.0
0 9.0 165.0 209.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #40483: 1-(Benzylamino)propan-2-ol R ERRmERSIE L
91.0 7.00 7.20 7.40 7.60
m/z 78.00 6.58%
5000
120.0
15.0 39.0 65.0 \
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\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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
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Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.345 108.55 ng 1284620 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 690 (7.345 min): BG055306.D\data.ms (-680) (-) m/z 105.00 100.00%
105.0
5000
120.0
300  g3o (10910 7.00 7.20 7.40 7.60
Oberprrerprrerprepererireiper et e m/z 120,00 32.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.00 7.20 7.40 7.60
m/z 91.00 13.27%
39.0 77.0 91.0
O H‘HH‘2\\5\.‘1()‘\H\“‘\H\i‘{‘\\ﬁ%\.‘g‘\\\‘H‘HHH\H‘\Hl\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 77 .00 12.63%
120.0
77.0 91.0
0 18.0 1 39\.‘0 . ‘63\0 | | M‘ i
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 9.63%
5000 120.0
28.0 77.0 91.0 JJ\M
51.0 :
o I P PR S Y S AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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
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Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.480 164.68 ng 1948980 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# 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 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 713 (7.480 min): BG055306.D\data.ms (-707) (-) m/z 105.00 100.00%

105.0

E

5000 120.0
51.0 77"0 91.0 | 7.20 7.40 7.60 7.80
Obrrrre oo B0 st el ol bl il mz 120,00 46.51%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

7.20 7.40 7.60 7.80
m/z 77.00 13.94%

9. . .
\\‘H\.\‘\\\‘\‘H\\“‘\\Hi‘i‘\\\6‘\‘\.‘\\‘H\‘H‘\\H“\H\‘\Ml\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene

105.0

o
w
o
@
o
~
~
o
©
=S
o

7.20 7.40 7.60 7.80

5000 120.0 m/z 119.00  13.11%
77.0
51.0 91.0
0H‘HH“Z“?((‘)“H‘WH;‘:u‘1‘_‘“”W“U_m“‘m_‘11“”“““‘””‘”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 91.00 11.24%
120.0
5000
O e e e e 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\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.651 168.33 ng 1992150  1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
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 C9H12 000108-67-8 91
Abundance Scan 742 (7.651 min): BG055306.D\data.ms (-730) (-) m/z 104.95 100.00%
105.0
5000
120.0
o ARAmamE AR
39.0 63.0 77‘-0 91‘-0 7.40 7.60 7.80 8.00
0‘W‘H‘W‘HWH‘qWHuHUH,H‘m‘HMH‘H‘MEW‘Mww‘H‘H m/z 120.00 31.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.40 7.60 7.80 8.00
m/z 77.00 13.69%
39.0 3.0 77.0 91.0
OH‘\2\6\\0’\\\\“‘\\HHVHH\‘\"\\’H\“\“\\H“{H\‘\‘11\’\\‘\‘\“‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 13.43%
120.0
79.0
39.0 650 || 920
o) NN | SN S R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #10710: Benzene, 1,2,3-trimethyl-

105.0 7.40 7.60 7.80 8.00

m/z 79.00 11.33%
5000 120.0
39.0
77.0
630 9L.0

o‘wgﬁbw‘mﬂuuﬂw‘qﬂﬁ‘wwﬂhu‘qhu‘ﬂﬂ‘wumhu‘w“ SWATAVE VS LN M-

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.921 580.18 ng 6866370 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
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-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 788 (7.921 min): BG055306.D\data.ms (-779) (-) m/z 105.00 100.00%
105.0
5000 120.1 |
R RREEE B
51.0 710 91‘-0 | 7.60 7.80 8.00 8.20

Ol 380 it L gz 120005 47.07%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10692: Mesitylene
105.0
5000 120.0
7.60 7.80 8.00 8.20
m/z 77.00 16.37%
. 7.0 910
O H\‘H\\‘\2\\7\.’0\\\\“\\\\"M‘\\M\‘\‘H‘\\\‘U‘\\H“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 j\
R e RRER
7.60 7.80 8.00 8.20
m/z 119.00 14.45%
5000 120.0 /
39.0 77.0 91.0
0\\\‘1\\5\'9‘\\\\,u\1‘\\\\‘,‘M\1?%‘9\‘\\\m‘\\u‘\m‘\m‘m‘\“\m‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 91.00 13.94%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
0m‘w‘wm‘\,mu“m‘,‘lm M"MU"‘H“1m‘“l!“mu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.391 224.16 ng 2652880 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
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, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 868 (8.391 min): BG055306.D\data.ms (-860) (-) m/z 105.00 100.00%
105.
5000 120.0
R AR
510 77‘-0 8.00 8.20 8.40 8.60 8.80
Ol prrreperstiere it el bl m/z 120,00 40.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200

8.00 8.20 8.40 8.60 8.80
m/z 76.95 13.80%

77.0
51.0
O H‘H\\‘%\7\.‘()\\\\‘\H\i‘}‘\\}“\‘\‘H‘\H‘U‘HH"HH‘\M1\‘\\‘\‘\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
Rammn e A EARS
8.00 8.20 8.40 8.60 8.80
m/z 91.00 11.25%
5000 1200 /
39.0 77.0
b2 et S0 el eregherepshrprdie e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A/\
Abundance #10718: Benzene, 1,2,4-trimethyl- e TR P
105.0 8.00 8.20 8.40 8.60 8.80

m/z 119.00 11.09%

120.0
5000
77.0
0 27.0 I 5]TO il ‘\\ N I
T T T T T T T T T T T e T

\ | \
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\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, cyclopropyl-

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
8.655 336.50 ng 3982450 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
2 Indane 118 CO9H1e 000496-11-7 93
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H1e 007785-10-6 68
Abundance Scan 913 (8.655 min): BG055306.D\data.ms (-905) (-) m/z 116.95 100.00%
117.0
5000
91.0 T T T T T
39.0 63.0 77.0 ‘ 8.40 8.60 8.80 9.00
b bt st m/z 117,95 55.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 LI L L B L L B
91.0 8.40 8.60 8.80 9.00
51.0 g5 m/z 115.00 35.06%
OH\‘\\\\‘%\7\‘0\\H“HH"‘\\H’l‘\‘\\’\m”‘\H\‘“H\‘MH\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
8.40 8.60 8.80 9.00
5000 ITI z 91.00 18.44%
39.0 58.0 910
| 77.0
oHWH“HmHwHH,“HH,H‘H,‘m_m_wmw!“ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0 8.40 8.60 8.80 9.00
m/z 63.00 9.11%
5000 91.0
39.0 65.0
0“W‘Hw‘HW‘HJMH‘W‘HV‘HV‘N‘HHHM‘WN‘WHEM‘HW“ H“_“‘_“W“H“H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

8270-BG102422.M Thu Oct 27 16:00:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzene, 1,3-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.761 44.38 ng 525271 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eHi4 000105-05-5 97
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 91
5 o-Cymene 134 CleHi4 000527-84-4 81
Abundance Scan 931 (8.761 min): BG055306.D\data.ms (-925) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
51.0 76‘ ‘ | 8.40 8.60 8.80 9.00
Ol rrrerprerrerberretbr e POl L L gz 165,00 94.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
8.40 8.60 8.80 9.00
91.0 m/z 134.00 45.16%
39.0 65.0 ‘ ‘ | |
O \\‘\\\.\‘H\‘\“\\H“‘\H\ih‘\H’\‘\‘H‘\HH‘H\\“i\H‘\H\\’H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
A e
8.40 8.60 8.80 9.00
5000 134.0 m/z 91.00 26.02%
91.0
41.0 65.0
Ol 280 T 2 W
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 17.59%
5000 134.0
91.0
39.0 65.0
L v T P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00

8270-BG102422.M Thu Oct 27 16:00:31 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzene, 1-propynyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.820 39.00 ng 461583 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-propynyl- 116 C9H8 000673-32-5 93
2 Indene 116 C9H8 000095-13-6 93
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 90

4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 81
5 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 81

Abundance Scan 941 (8.820 min): BG055306.D\data.ms (-936) (-) m/z 115.00 100.00%

115.0
5000
39.0 67'0 89‘-0 13?-0 8.40 8.60 8.80 9.00 9.20
Obeprrrrprreepreetprreeties et bl e b m/z 116,00 90.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl-
115.0
5000 RN RN R

8.40 8.60 8.80 9.00 9.20
m/z 105.00 57.84%

300 630 800

O\\‘HH.‘HH‘\H\“HHi‘HH‘HH‘HH‘\H‘\’HH‘HH’\‘} \‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 63.00 14.66%

39.0 63.0 89.0

m/z--> 1‘0 2‘0 3‘0 4‘0 5‘0 6‘0 7b Sb 9’0 1(50 1:’LO 12‘0 13‘0 14‘10 /\
Abundance #9550: 3-Methylphenylacetylene R RRANNE RS R
115.0 8.40 8.60 8.80 9.00 9.20
m/z 134.00  13.52%

5000

30.0 63.0 89.0

15.0
O b 1“‘”_1‘”‘mu‘,H‘wH,m‘wuww s A e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20

8270-BG102422.M Thu Oct 27 16:00:33 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.908 66.51 ng 787156  1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 91
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91

Abundance Scan 956 (8.908 min): BG055306.D\data.ms (-949) (-) m/z 119.00 100.00%

119.0

Q

5000
91.0 134.0
39.0 65.0 ‘ 8.60 8.80 9.00 9.20
Oreperrrerrpersiriy e bbbl m/z 105.00  53.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0
8.60 8.80 9.00 9.20
m/z 134.00 42.44%
300 g50 M0
O \\‘].\\5\\(]‘\\\‘\‘\\H“‘HH“\‘\\\’\‘\‘H‘\HM“HH“\\H‘\WH’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0 /\
prpeen et A
134.0 8.60 8.80 9.00 9.20
5000 m/z 90.95 35.74%
39.0 65.0 91.0
0‘wH‘wuMM‘JﬂHWWHWmh‘uﬁwu‘»uwuhwﬁﬁku‘JNW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- e L Al

119.0 8.60 8.80 9.00 9.20
m/z 76.95 14.29%

5000 134.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20

o
w
e
o
1 O
E G
o
©
S
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.225 43.84 ng 518797 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 95
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
Abundance Scan 1010 (9.225 min): BG055306.D\data.ms (-1004) (-) m/z 119.00 100.00%
119.0
5000
134.0
91.0
39.0 65.0 ‘ ‘ 9.00 9.20 9.40 9.60
Obreprereprresprersvrer g rteresierr bbbl e |+ m/z 13400 31.32%
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 91.00 17.29%
39.0 65.0 ‘ ‘
0 \\‘1\?)\.\0‘\\\‘\‘\\H“‘\H\NUH\’MH‘\\iU‘H\\“1‘\\\HH‘M’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 104.95 14.49%
91.0 134.0
39.0 65.0 ‘ ‘
0 H%%ﬂumM\JﬁHﬂhHHHHMJWHHMWHNmWHML\HMﬁwH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 9.00 9.20 9.40 9.60
m/z 77.00 10.15%
5000
91.0 134-0
39.0 65.0 ‘
0 ‘“1“5(‘0“‘m‘HH“uH‘i‘m",“1‘”“H‘l“H‘m‘H‘1‘1‘1‘,Hmuu_mw e R A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60

8270-BG102422.M Thu Oct 27 16:00:36 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.384 150.05 ng 1775880 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
2 o-Cymene 134 C1oH14 000527-84-4 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 91
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 87
Abundance Scan 1037 (9.384 min): BG055306.D\data.ms (-1030) (-) m/z 119.00 100.00%
119.0
5000
134.0
91.0
30.0 650 9.00 9.20 9.40 9.60 9.80
O “‘W“W‘q‘ﬂ“W\‘w;“ﬁw“hi“ﬂw - m/z 134.00  29.72%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 9.00 9.20 9.40 9.60 9.80
91.0 134.0 . : 409. :
. m/z 116.95  23.55%
65.0 ‘
0 \1\5\.0‘ T \3\9“‘0\ \“i‘\ “i‘\ T r‘H‘ T “H“\ \M" T T
miz—-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 91.00 21.82%
134.0
91.0
41.0 65.0 ‘
O+t “\“ SRR R I T \‘H T
m/z--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 9.00 9.20 9.40 9.60 9.80
m/z 115.00 12.20%
5000
91.0 134.0
39.0 65.0 ‘ ‘
1N O N Y W I A . WO . 1 P
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80

8270-BG102422.M Thu Oct 27 16:00:38 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53

Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
10.336  33.51 ng 958048  Naphthalene-d8 11.105
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90

5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87

Abundance Scan 1199 (10.336 min): BG055306.D\data.ms (-1194) (- | m/z 117.00 100.00%
117.0
5000
— e
510 _, 91‘-0 ‘ 10.00 10.50
Oy 740 L ALl 14707 132,08 38.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — AL A
91.0 10.00 10.50
51.0 m/z 115.00 27.92%
27.0 ' ‘
74.
0 \\\‘\‘\ T \“i‘\ \\LJ\““H\ \”ﬁ‘)’\\u\"m\\ ’\‘U\‘\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 4AA
— -
10.00 10.50
5000 m/z 131.00  21.39%
390 g5o 910
Oh b e L B850
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene ‘ AR‘ =
117.0 10.00 10.50
m/z 91.00 14.05%
5000
91.0
390 450 ‘ M
0 \H‘\\\\‘\NM‘W\\NU\HM,M\\ I R S = =
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53

Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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
TIC Integration Parameters:

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
10.488 76.21 ng 2178760  Naphthalene-d8 11.105
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81

Abundance Scan 1225 (10.488 min): BG055306.D\data.ms (-1219) (- | m/z 117.00 100.00%
11v.0
5000 /\
91.0 L —
51.0 750 ‘ 1#4.0 10.50
ol 780l Al —  m/z 132.80  36.63%
miz--> 20 40 6 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0 J\
5000 1 /\‘
91.0 10.50
51.0 m/z 119.00 32.78%
270 | ‘ 133.0
Ly o \H‘ m 1 H‘ ‘ il ‘
O\\\‘\\\\‘\\ [\f!\‘ ‘\\\‘\\\
miz--> 20 40 80 100 120 140
Abundance #16151.lHJndene,Zs—mhydﬂ»54neﬂwh
117.0
10.50
5000 m/z 115.00 31.57%
39.0 65.0 91.0
AR A A o . L
m/z--> 20 40 6 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 1050
m/z 91.00 19.29%
5000
91.0
390 g0 ‘ 1#‘30
0 \H‘\‘\ e \“1‘\ “1‘\ \ 1““ it “‘1‘\ \ H‘ S
m/z--> 20 40 6 80 100 120 140 10,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53

Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Benzoic acid, 2,6-dimethyl- Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
13.156 70.51 ng 2232980  Acenaphthene-d10 14.883
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzoic acid, 2,6-dimethyl-
2 Benzoic acid, 2,4-dimethyl-
3 Benzoic acid, 2,5-dimethyl-

4 Formic acid, 1-phenylethyl ester

150 C9H1e02
150 C9H1e02
150 C9H1002
150 C9H1e02

000632-46-2 94
000611-01-8 94
000610-72-0 76
1000368-94-1 49

5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 43
Abundance Scan 1678 (13.150 min): BG055306.D\data.ms (-1660) (- | m/z 132.00 100.00%
132.0
150.0
104.0
5000 77.0
51.0
iﬂ H ‘ 13.00 13.50
0 \\\,\\\HMH\ ‘HW‘HW“J“,‘u“p“‘M“MM““ m/z 150.00  75.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28337: Benzoic acid, 2,6-dimethyl-
132.0
150.0
104.0
5000 A —
13.00 13.50
5 m/z 104.00  55.58%
27.0 ' ‘
Ot \\’\‘\ T \“‘”\ \\LJ\ “‘\M\ \”i“‘ T \“\ T " L . T \“\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0150.0
T —
105.0 13.00 13.50
5000 m/z 105.00  49.74%
77.0
27.0 °1.0 ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #28333: Benzoic acid, 2,5-dimethyl- —— ==
510 77.0 104.0 13.00 13.50
' m/z 133.00 41.42%
132.0
150.0
5000
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BG@55306.D

Acq On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc

ALS VvVial : 7 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzoic acid, 3,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.738 34.81 ng 1102560  Acenaphthene-d10 14.883
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 98
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 97
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 87
4 o-Tolylacetic acid 150 C9H1002 000644-36-0 76
5 m-Tolylacetic acid 150 C9H1e02 000621-36-3 76

Abundance Scan 1778 (13.738 min): BG055306.D\data.ms (-1763) (- | m/z 105.00 100.00%

105.0
150.0
5000
77.0 133.0

.
51"0 ‘ M 13.50 14.00
bbbl m/z 150.00  75.35%

m/z--> 20 40 60 80 100 120 140 160
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0

5000 =
77.0 133.0 13.50 14.00
51.0 m/z 91.08  39.08%

T ‘2\7‘\.0\ \““ T \\L T “‘i‘ T \M{“‘ Py “M\ T “ T M\ T \H\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #28340: Benzoic acid, 3,5-dimethyl-
105.0 150.0

—T
13.50 14.00

o

o

5000 m/z 77.00 31.54%
133.0
77.0
260 510 ‘ ‘

0 ‘H“\l , “‘\‘\‘\‘}\‘ ‘\“\‘\‘u““ s “HH‘ T

m/z--> 20 40 60 80 100 120 140 160
Abundance #28343: Benzoic acid, 2,5-dimethyl- e e
105.0 132.0150.0 13.50 14.00

m/z 133.00  31.39%

5000
77.0
51.0
70 hopd \
Al m N in

= 7
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102622\
Data File : BGO55306.D

Acqg On : 26 Oct 2022 19:53
Operator : CG/JU

Sample : N5222-04

Misc :

ALS vial : 7 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- 7.233 71.1 ng 841482 1 8.273 236698 20.0
Benzene, 1l-ethy... 7.345 108.6 ng 1284620 1  8.273 236698 20.0
Benzene, 1,2,3-... 7.480 164.7 ng 1948980 1 8.273 236698 20.0
Benzene, 1l-ethy.. 7.651 168.3 ng 1992156 1  8.273 236698 20.0
Mesitylene 7.921 580.2 ng 6866370 1  8.273 236698 20.0
Benzene, 1,2,4-... 8.391 224.2 ng 2652880 1  8.273 236698 20.0
Benzene, cyclop... 8.655 336.5 ng 3982450 1  8.273 236698 20.0
Benzene, 1,3-di... 8.761 44.4 ng 525271 1  8.273 236698 20.0
Benzene, 1-prop... 8.820 39.0 ng 461583 1  8.273 236698 20.0
Benzene, 1,2,3,... 8.908 66.5 ng 787156 1  8.273 236698 20.0
Benzene, 2-ethy... 9.225 43.8 ng 518797 1 8.273 236698 20.0
Benzene, 4-ethy... 9.384 150.1 ng 1775880 1  8.273 236698 20.0
Benzene, 2-ethe... 10.336 33.5 ng 958048 2 11.105 571771 20.0
1H-Indene, 2,3-... 10.488 76.2 ng 2178760 2 11.105 571771 20.0
Benzoic acid, 2... 13.150 70.5 ng 2232980 3 14.883 633404 20.0
Benzoic acid, 3... 13.738 34.8 ng 1102560 3 14.883 633404 20.0
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