LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59744.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.275 142 151 157 rVB4 22451 50654 1.59% 0.217%
2 4.410 166 174 180 rBV2 65471 111596 3.51% 0.479%
3 5.380 333 339 349 rVB2 35898 68322 2.15% ©.293%
4 5.773 396 406 411 rBV 290253 472340 14.84% 2.027%
5 5.832 411 416 424 rVB 246883 405520 12.74% 1.740%
6 5.932 426 433 441 rW 181607 299252 9.40% 1.284%
7 6.290 487 494 505 rBV3 256328 446242 14.02% 1.915%
8 7.272 652 661 666 rBV5 22123 49288 1.55% 0.212%
9 7.460 683 693 698 rBvV2 199066 399860 12.56% 1.716%
106 7.518 699 703 708 rVB3 28185 46337 1.46% 0.199%
11 7.689 721 732 739 rBV 198720 342547 10.76% 1.470%
12 7.953 770 777 784 rBV 272900 447958 14.08% 1.923%
13 8.341 837 843 849 rBV5 106277 190175 5.98% 0.816%
14 8.429 851 858 865 rVB2 259093 442290 13.90% 1.898%
15 8.494 865 869 878 rVB8 20458 52353 1.65% 0.225%
16 8.605 881 888 895 rVB4 30711 64638 2.03% 0.277%
17 8.7065 898 905 913 rBV 228726 394622 12.40% 1.694%
18 8.799 916 921 926 rBV6 21310 40172 1.26% ©0.172%
19 8.882 928 935 941 rVB6 28319 68657 2.16% 0.295%
20 8.976 941 951 956 rBv6 29527 86945 2.73% 0.373%
21  9.263 993 1000 1004 rBv4 35985 70724  2.22% 0.304%
22 9.322 1006 1010 1021 rVBS8 36240 83703 2.63% 0.359%
23 9.428 1021 1028 1030 rBvV 51774 92909 2.92% 0.399%
24  9.540 1038 1047 1055 rBvV2 367818 747399 23.49%  3.208%
25 9.898 1098 1108 1112 rBV7 22289 50001 1.57% 0.215%
26 9.951 1112 1117 1124 rVWV5 42823 93013 2.92% 0.399%
27 10.016 1124 1128 1136 rVB3 44894 84294  2.65% 0.362%
28 10.092 1136 1141 1148 rBV7 13732 32610 1.02% 0.140%
29 10.256 1163 1169 1178 rVB7 23559 62174 1.95% 0.267%
30 10.397 1188 1193 1196 rBV5 34987 62820 1.97% 0.270%

31 10.544 1211 1218 1223 rBV3 90729 168904 5.31% ©.725%
32 10.744 1242 1252 1257 rBV8 31614 78764  2.47% 0.338%
33 10.867 1266 1273 1279 rBV1O 16522 33256 1.04% 0.143%
34 11.185 1321 1327 1332 rBV 132877 248877 7.82% 1.068%
35 11.238 1332 1336 1345 rVB 116880 236976  7.45% 1.017%

36 11.367 1351 1358 1363 rBV3 56955 108609 3.41% 0.466%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.655 1399 1407 1410 rBV5 59528 144442  4.54% 0.620%
38 11.790 1422 1430 1431 rBV7 33486 57058 1.79%  ©.245%
39 11.825 1432 1436 1448 rVB2 95704 183840 5.78% 0.789%
40 11.937 1448 1455 1461 rBV8 43276 109735 3.45% 0.471%

41 12.107 1479 1484 1490 rVB4 44243 80919 2.54%  ©.347%
42 12.195 1490 1499 1504 rVVv1o 56673 167569 5.27% 0.719%
43 12.242 1504 1507 1513 rVVé 53988 108599 3.41% 0.466%

44 12.295 1513 1516 1523 rVV3 38090 75192 2.36% ©.323%
45 12.377 1523 1530 1536 rVB1O 23010 60785 1.91% 0.261%
46 12.565 1557 1562 1568 rVB7 55881 100712 3.16% 0.432%
47 12.648 1570 1576 1582 rVB5 55535 90780 2.85% ©.390%
48 12.748 1589 1593 1598 rVB2 65716 102150 3.21% ©.438%
49 12.806 1598 1603 1607 rBV7 24934 46070 1.45% 0.198%
50 12.953 1621 1628 1631 rBvV8 26350 56197 1.77% 0.241%
51 13.041 1631 1643 1647 rBV6 167401 483306 15.19% 2.074%
52 13.094 1647 1652 1657 rVB 210793 394591 12.40%  1.693%
53 13.282 1677 1684 1690 rVV3 144601 303767 9.55% 1.304%
54 13.347 1690 1695 1697 rVv3 35119 55891 1.76%  ©.240%
55 13.394 1697 1703 1707 rVV3 138936 249712 7.85% 1.072%
56 13.447 1707 1712 1717 rVB 118934 195428 6.14% 0.839%
57 13.594 1730 1737 1745 rBV 1125128 1684027 52.92%  7.227%
58 13.676 1745 1751 1755 rBV6 57076 92610 2.91% ©.397%
59 13.729 1755 1760 1765 rVB2 66622 98689 3.10% 0.424%
60 13.846 1777 1780 1781 rBV2 27971 33687 1.06% ©0.145%
61 13.964 1792 1800 1809 rBV3 353381 728651 22.90%  3.127%
62 14.075 1813 1819 1823 rBV3 134569 248222 7.80% 1.065%
63 14.111 1823 1825 1828 rVW4 36051 40075 1.26% 0.172%
64 14.164 1828 1834 1842 rVB7 242208 683821 21.49%  2.935%
65 14.310 1855 1859 1866 rVB8 46372 96267 3.02% 0.413%
66 14.440 1875 1881 1884 rVV 157724 265390 8.34% 1.139%
67 14.475 1884 1887 1895 rVB7 73030 120280 3.78% ©.516%
68 14.587 1900 1906 1912 rVV2 270051 492139 15.46% 2.112%
69 14.657 1912 1918 1927 rVV3 74792 188873 5.93% 0.811%

70 14.775 1927 1938 1945 rVB10 81106 252028 7.92%  1.082%

71 14.851 1945 1951 1952 rBV5 31762 47739 1.50% ©.205%
72 14.880 1952 1956 1960 rVV3 81781 125394  3.94%  0.538%
73 14.922 1960 1963 1966 rVW4 47962 73366 2.31% ©.315%
74 14.969 1966 1971 1980 rVVv2 205138 420063 13.20% 1.803%
75 15.080 1982 1990 1995 rVV5 122951 265861  8.35% 1.141%

76 15.133 1995 1999 2007 rVVv4 125853 232101 7.29%  0.996%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.198 2007 2010 2016 rVB5 45891 62375 1.96% 0.268%
78 15.256 2016 2020 2022 rBV5 21735 35678 1.12% 0.153%
79 15.292 2022 2026 2027 rVV4 35306 48390 1.52% 0.208%
80 15.321 2027 2031 2038 rVB8 92222 169549 5.33% 0.728%

81 15.444 2047 2052 2061 rBV7 87856 209595 6.59% .900%
82 15.574 2067 2074 2079 rBV6 93012 166642 5.24% 0.715%

()

83 15.803 2108 2113 2120 rBV1e 27868 70394  2.21% 0.302%
84 16.026 2147 2151 2153 rBV3 52975 70477 2.21% ©0.302%
85 16.185 2174 2178 2182 rBV7 33869 49874  1.57% 0.214%
86 16.455 2217 2224 2231 rBV 1043487 1591191 50.00% 6.829%
87 16.667 2255 2260 2265 rBV5 46434 77684  2.44%  0.333%
88 16.790 2277 2281 2286 rVB8 27287 46707 1.47% ©.200%
89 17.718 2433 2439 2447 rVB 284678 446926 14.04% 1.918%
90 18.529 2573 2577 2582 rVB5 62002 91578 2.88% ©.393%
91 18.629 2590 2594 2598 rVB7 24959 36869 1.16% ©.158%
92 19.786 2788 2791 2799 rBV7 50295 69031 2.17% 0.296%

93 20.298 2871 2878 2884 rBV 2419954 3182417 100.00% 13.658%
94 22.043 3168 3175 3183 rVB2 248757 440984 13.86% .893%
95 25.627 3776 3785 3795 rVB2 143835 443416 13.93%  1.903%

[y

Sum of corrected areas: 23300604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059744.D\data.ms
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Abundance TIC: BG059744.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 6
R.T. EstConc Area Relative to ISTD R.T.
7.689 36.02 ng 342547 1,4-Dichlorobenzene-d4 8.341

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 2,4-Nonadiyne 120 C9H12 063621-15-8 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 83

4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 64

Abundance Scan 732 (7.689 min): BG059744.D\data.ms (-721) (-) m/z 105.10 100.00%

105.1
5000

7.40 7.60 7.80 8.00

39. ‘
on B 2sszee 302 403 "o 10 29.sa
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\\‘/\\\'/\\\\‘\\\\’\\\\‘\\\\
7.40 7.60 7.80 8.00
m/z 91.00 19.43%
39.0 ” ‘ ’
O’\\‘\J\i\‘\”\u\‘\l“‘\h\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10697: 2,4-Nonadiyne
105.0
7.40 7.60 7.80 8.00
5000 ITI/Z 77.10 17 .80%
39.0
o,mull,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.10 15.53%
5000
o
0,‘M;\u“m*‘wwH“m,uH‘mwm‘m‘,m“mwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.953 47.11 ng 447958  1,4-Dichlorobenzene-d4 8.341

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
Abundance Scan 777 (7.953 min): BG059744.D\data.ms (-770) (-) m/z 105.10 100.00%
105.1
5000
VN L G L S—
39.0 } J ‘ ‘ 7.60 7.80 8.00 8.20
Obrokpidddd 2073 275.4 34644053 542 ., 179 10  41.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0
5000 \'/\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

7.60 7.80 8.00 8.20
m/z 91.10 17.96%

39.0 }
O‘\\\J\4"\“\&\“1\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20
5000 ITI/Z 77.10 16.31%
39.0 |
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.60 7.80 8.00 8.20
m/z 103.00 13.56%
5000
39.0 } ‘ ‘
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.705 41.50 ng 394622 1,4-Dichlorobenzene-d4 8.341

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 76
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64

Abundance Scan 905 (8.705 min): BG059744.D\data.ms (-898) (-) m/z 117.10 100.00%

117.1
5000
R R
39.1‘ ‘ 8.40 8.60 8.80 9.00
Ol lhidpd 2080 3858 4354 530! ;118 10 47.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10181: Indane
117.0
5000 L B B I B L R
8.40 8.60 8.80 9.00
m/z 115.10 36.16%
39.01
O‘H'\H‘\}\“\H‘HH‘HH‘\\H‘HH’HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10197: Benzene, cyclopropyl-
117.0
8.40 8.60 8.80 9.00
5000 m/z 91.10 27.76%
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene

117.0 8.40 8.60 8.80 9.00
m/z 63.10 15.73%

5000

39.0

=

fo] S J ULy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00

8270-BG111623.M Mon Nov 20 11:35:42 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Cyclopropane, 1-methyl-1-ph... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.544 13.57 ng 168904 Naphthalene-d8 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 89
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 76
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 76
Abundance Scan 1218 (10.544 min): BG059744.D\data.ms (-1211) (- m/z 117.10 100.00%
11y.1
5000 /\
SVASVALIBNST -
o1l 360.0417.8 489.6 1050
Ol bl 2350 360.04178 4896 . 11016 49.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
11v.0
5000 Loy M}\ \M/\N‘”\ }
10.50
51.0 m/z 119.05 37.25%
O’\\Jl\‘\‘J[‘I‘IH\I“\JI“JL\\”\“\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16113: 2,4-Dimethylstyrene
117.0 J\
ALY
10.50
5000 m/z 132.20 29.47%
39.0
o,"""'"'ﬂ“‘“,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- At bl g ‘AM Al
117.0 10.50
m/z 91.00  28.21%
5000
39.0 M/KM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1@ Ethanone, 1-(3,4-dimethylph... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.825 14.77 ng 183840 Naphthalene-d8 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 96
2 Ethanone, 1-(2,5-dimethylphenyl)- 148 C1@H120 002142-73-6 94
3 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 91
4 m-Ethylacetophenone 148 C10H120 022699-70-3 91
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 87

Abundance Scan 1436 (11.825 min): BG059744.D\data.ms (-1432) (- | m/z 133.00 100.00%
138.0

5000
il P e
11.5 12.
1 337.7 433.2 498.6
oo bbbl 211 sr7 amzesse R BT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26275: Ethanone, 1-(3,4-dimethylphenyl)-
138.0
5000 A i ey M
11.50 12.00
m/z 77.10 40.44%
51.0“
O’\J\J\“\‘M‘L\‘h\”\l\l“}\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26278: Ethanone, 1-(2,5-dimethylphenyl)-
133.0
A —
11.50 12.00
5000 ITI/Z 148.05 36.64%
43.0
O,LMWl’,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26271: Benzaldehyde, 4-(1-methylethyl)-
133.0 11.50 12.00
m/z 79.05 25.03%
5000
51.0
0,\“'J}J,, AMY W —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Benzeneacetic acid, .alpha.... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.094 18.79 ng 394591  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-methyl- 156 C9H1002 000492-37-5 72
2 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 59
3 m-Tolylacetic acid 150 C9H1002 000621-36-3 50
4 p-Tolylacetic acid 150 C9H1002 000622-47-9 50
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 46

Abundance Scan 1652 (13.094 min): BG059744.D\data.ms (-1647) (- | m/z 105.05 100.00%

105.1
5000

ptl 227.0 3399 422 1300
bbb 2270 339.9 4227 8096 n/z 150.00  36.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #28399: Benzeneacetic acid, .alpha.-methyl-
105.0 M
A A J

5000 I

o

m/z 77 05 32.85%

L H hn \ ‘
‘\\\\‘f\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0

o

1300
5000 m/z 103.10 23.56%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ¢N4A¢MN
Abundance #28267: m-Tolylacetic acid L !
105.0 13.00
m/z 91.05 18.74%
5000
il
S — VAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzoic acid, 3,4-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.282 14.46 ng 303767  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 91
2 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 91
3 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 86
4 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 64
5 2-Carbamoyl-3,5-dimethylpyridine 150 C8H1ON20 007584-15-8 53

Abundance Scan 1684 (13.282 min): BG059744.D\data.ms (-1677) (- | m/z 150.00 100.00%

150.0
91.1
5000 J\ /L
W00 13s0
39.0 . .
231. N
IV - ALY AI89AE  les.e5  98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
5000 - et
13.00 13.50
510 m/z 91.10  62.30%
O\\‘\L“[‘“\Jh\h"\‘\““‘\\‘\A\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28338: Benzoic acid, 3,5-dimethyl-
150.0
e —
13.00 13.50
5000 91.¢ ITI/Z 77.10 51.24%
39.0 \
0 ‘“ul“‘“‘m“"“M‘HH‘ S ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28342: Benzoic acid, 2,3-dimethyl- e —
150.0 13.00 13.50
m/z 103.05 36.51%
5000 77.0
0 JIN' || e ‘ ‘M\/
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Benzoic acid, 2,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.394 11.89 ng 249712  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 87
2 Benzoic acid, 2,6-dimethyl- 150 C9H1002 000632-46-2 58
3 Benzamide, 2-(methylamino)- 150 C8H1ON20 007505-81-9 46
4 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 43
5 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 42

Abundance Scan 1703 (13.394 min): BG059744.D\data.ms (-1697) (- | m/z 132.00 100.00%

132.0
77.1
5000
Lauchap\

1300 13.50
‘ uL“‘ }‘ kil 19682531 3142 3881 498 . 1o4.e6  91.10%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28333: Benzoic acid, 2,5-dimethyl-
104.0
51.0
L T I

o

5000 T
13.00 13.50
‘ m/z 105.00 79.61%
O‘\\\\‘\“\"\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28329: Benzoic acid, 2,6-dimethyl-
132.0
P =
13.00 13.50
5000 77.0 ITI/Z 150.00 77 .46%
o‘ l‘”H‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 ﬂ /L
Abundance #28161: Benzamide, 2-(methylamino)- P Pl ey
150.0 13.00 13.50
m/z 77.10 65.20%
5000 770
o'm'"*l : s
m/z--> O 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 14 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.964 34.69 ng 728651  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 25
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 18
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 18
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 15

Abundance Scan 1800 (13.964 min): BG059744.D\data.ms (-1792) (- | m/z 146.05 100.00%
146.1
5000
77.
T ‘ T \Nl
“ M ‘ 14.00
oL ldlill, | 12060 28203418 4504  549. ;164 05 54.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 D
14.00
91.0 m/Z 91.05 53.26%
O ‘\ZZ\.\P‘M\“‘\\LJ‘V\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10186: Benzene, 2-propenyl-
117.0
—
14.00
5000 m/z 117.10 53.25%
39.0
0 IHJM..M‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10207: Benzene, 1-ethenyl-3-methyl- L“ﬁ“&M‘ 1
117.0 14.00
m/z 118.10  43.92%
5000
39.0
Y Y ) NG [ (WY WY PVAY.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl4.076 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.076 11.82 ng 248222  Acenaphthene-die 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethenyl-1,2-dimethoxy- 164 C10H1202 006380-23-0 45
2 Phenol, 2-methoxy-4-(1-propenyl)- 164 C10H1202 000097-54-1 43
3 1-o0-Tolylprop-2-en-1-one 146 C1@H1e0 039627-60-6 38
4 Benzene, 1-ethenyl-3-nitro- 149 C8H7NO2 000586-39-0 35
5 1,4-Benzenediamine, N,N,N',N'-te... 164 C10H16N2 000100-22-1 18
Abundance Scan 1819 (14.075 min): BG059744.D\data.ms (-1813) (- m/z 119.10 100.00%
119.1
5000
51.0 \ B
14.00
7.2 . 26. 440.1 526.:
o_"‘«‘}}‘JHMH‘MJ m‘w}ﬁw‘_2‘3‘4“1‘M?’H??HH_H:_me m/z 164.10  80.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39351: Benzene, 4-ethenyl-1,2-dimethoxy-
164.0
5000 Abnd |
91.0 14.00
m/z 131.05 66.22%
Ol‘-ﬁ\.?lf“lh\‘n\'\\U‘J‘\lf‘\\]‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39367: Phenol, 2-methoxy-4-(1-propenyl)-
164.0
14.00
m/z 149.05 63.06%
5000 770 /
O‘MH\.M}\HM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\MMJ\A
Abundance #24920: 1-o0-Tolylprop-2-en-1-one T ‘MA‘
91.0 14.00
m/z 91.00 59.70%
5000
.0
U — ¥ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl4.164 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.164 32.56 ng 683821  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 49
2 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 45
3 p-Ethylbenzylchloride 154 C9H11Cl 001467-05-6 43
4 N-Methyl-o-toluamide 149 C9H11NO 002170-09-4 38
5 Aziridine, 1-phenyl- 119 C8HSN 000696-18-4 27

Abundance Scan 1834 (14.164 min): BG059744.D\data.ms (-1828) (- ' m/z 119.10 100.00%
119.1

5000
481 ‘ ‘ ‘ 14.00 1450
0 Hu\“;‘w“w“ M | AFSL 26903244 3919 455 ;9110 71.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39278: 2,5-Dimethylphenylacetic acid
119.0
5000 L S
14.00 14.50
m/z 164.05 52.51%
39.0
O’.Hl\H
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39223: Ethyl o-methylbenzoate
119.0
AN WY WA
14.00 14.50
5000 ITI/Z 104.05 33.89%
65.0
0%5911\ 1679
miz--> 0 50 100 150 200 250 300 350 400 450 M
Abundance #32062: p-Ethylbenzylchloride ”%Y“% P =
119.0 14.00 14.50
m/z 117.10 32.90%
5000
0,‘H“I‘Sﬁ‘.‘(‘)“\“"‘"u“‘u‘}u”‘H‘“‘H‘HH‘HH‘HH‘HH‘H /\M‘ LA -
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 17 3,5-Dimethylphenylacetic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.440 12.64 ng 265390  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 72
2 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 53
3 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 53
4 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 49
5 Diglycolic acid, 2-acetylphenyl ... 322 C17H2206 1000382-72-0 49

Abundance Scan 1881 (14.440 min): BG059744.D\data.ms (-1875) (- | m/z 119.05 100.00%

119.1
5000
14.50
SLZ‘ \ :
7.9 494.6
o‘m\uw'wULLlJ'-“Mﬁm‘_‘2“59'9“‘?"”75‘19‘49?:9“‘Hu_m_ m/z 91.10 42.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39277: 3,5-Dimethylphenylacetic acid
119.0
5000 T
14.50
m/z 164.10 42.007%
39.0 H
O‘\\‘\l\hih\”\h\\‘J\L\\’\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39252: Acetic acid, (2,4-xylyl)-
119.0
J A £
14.50
5000 ITI/Z 77.10 24.97%
390 |,
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39278: 2,5-Dimethylphenylacetic acid ——
119.0 14.50
m/z 115.10 23.14%
5000
39.0 H
o"J‘Ll‘;\whhw",wm‘H"_m"‘H_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 18 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.587 23.43 ng 492139  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 95
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 68
3 1H-Indole-2,3-dione 147 C8H5NO2 000091-56-5 60
4 7-Methylindan-1-one 146 C10OH100 039627-61-7 38
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 30

Abundance Scan 1906 (14.587 min): BG059744.D\data.ms (-1900) (- | m/z 164.10 100.00%
91.1 164.1
T \
[ } H M 263.6 326.0 390.5 512.2 14.50
0br :*“M'u“qu b P e e e m/z 146.00  97.76%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 M T ’M\
14.50
91.0 m/Z 91.10 91.26%
O ?Z\.\Pi\‘ﬂ\l\\dlf‘J[“\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
T \
14.50
5000 m/z 118.10 85.30%
91.0
NEERUI NI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26015: 1H-Indole-2,3-dione ALV, SV
119.0 14.50
m/z 119.10 77 .01%
5000
64.0
S 1 A
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl14.775 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.775 12.00 ng 252028  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-7-methoxy- 160 C11H120 052178-91-3 38
2 1-Methyl-1H-indazole-4-carboxald... 160 C9H8N20 1053655-56-3 30
3 1-Naphthalenethiol 160 C1OH8S 000529-36-2 27
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 27
5 2-Naphthylamine, N-hexyl-1,2,3,4... 231 C16H25N 023853-49-8 27

Abundance Scan 1938 (14 775 min): BG059744.D\data.ms (-1927) (- | m/z 131.05 100.00%

MAMW

” 2320 3450 4319 504.8 14. 50 15.00
0 D oLl m/z 115,180 95.06%
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #36182: Naphthalene, 1,2-dihydro-7-methoxy-
160.0

5000 AL LS
15.0 14.50 15.00

91.0 m/z 160.10 60.50%
L JA Jh IﬁuJ‘ | n“ ‘

‘\\\r‘\\rr‘\\r\‘ TT T[T T T T[T T T[T I T [ TT T [ TT T T TITT[TTTT]

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36981: 1-Methyl-1H-indazole-4-carboxaldehyde

o

e

160.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl5.080 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.080 12.66 ng 265861  Acenaphthene-di10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Methylenedioxypropiophenone 178 C10H1e03 028281-49-4 38
2 Phthalic acid, 1-(3-bromophenyl)... 418 C21H23Bro4 1000377-87-8 35
3 1-(benzo[d][1,3]dioxol-4-yl)prop... 178 C10OH1003 1000456-65-5 30
4 Methyl hydrogen phthalate 180 C9H804 004376-18-5 27
5 hydrazine, 1-formyl-2-[4-(2-hydr... 180 C9H12N202 1000404-83-8 27
Abundance Scan 1990 (15.080 min): BG059744.D\data.ms (-1982) (- | m/z 148.95 100.00%

148.9
91.1
5000
P bt
‘ 15.00
0 ,"'1’“\’\"““242,'0320'6416'2538' m/z 91.10  79.45%
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Abundance #52316: 1-(benzo[d][1,3]dioxol-4-yl)propan-1-one /W\N‘ e \
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59744.D

Acqg On : 18 Nov 2023 00:19
Operator : MA/JU

Sample : 05331-06

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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, 1-ethy... 7.689 36.0 ng 342547 1  8.341 190175 20.0
Mesitylene 7.953 47.1 ng 447958 1  8.341 190175 20.0
Indane 8.705 41.5 ng 394622 1 8.341 190175 20.0
Cyclopropane, 1... 10.544 13.6 ng 168904 2 11.191 248877 20.0
Ethanone, 1-(3,... 11.825 14.8 ng 183840 2 11.191 248877 20.0
Benzeneacetic a... 13.094 18.8 ng 394591 3 14.969 420063 20.0
Benzoic acid, 3... 13.282 14.5 ng 303767 3 14.969 420063 20.0
Benzoic acid, 2... 13.394 11.9 ng 249712 3 14.969 420063 20.0
Benzoic acid, 2... 13.964 34.7 ng 728651 3 14.969 420063 20.0
unknownl14.076 14.076 11.8 ng 248222 3 14.969 420063 20.0
unknownl4.164 14.164 32.6 ng 683821 3 14.969 420063 20.0
3,5-Dimethylphe... 14.440 12.6 ng 265390 3 14.969 420063 20.0
Benzoic acid, 2... 14.587 23.4 ng 492139 3 14.969 420063 20.0
unknown14.775 14.775 12.0 ng 252028 3 14.969 420063 20.0
unknown15.080 15.080 12.7 ng 265861 3 14.969 420063 20.0
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