LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acqg On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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: BGOB55273.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.796 421 427 433 rVB 393023 615330 2.77% 0.564%
2 6.736 579 587 598 rBvV 642878 1050373 4.72% 0.962%
3 7.235 665 672 679 rVB 608014 971013 4.37%  0.889%
4 7.406 695 701 708 rBV2 544668 953401 4.29% 0.873%
5 7.482 708 714 722 rVB 176776 291003 1.31% 0.267%
6 7.653 728 743 750 rBV 1224262 2067200 9.30% 1.893%
7 7.917 781 788 805 rVB 3638431 6743774 30.34% 6.176%
8 8.275 842 849 852 rBV 147911 276962  1.25% 0.254%
9 8.387 858 868 875 rvV2 1492014 2812352 12.65% 2.576%
10 8.657 906 914 921 rBV 2646384 4680365 21.05% 4.286%
11 8.763 926 932 937 rVWW 513163 819507 3.69% 0.751%
12 8.816 937 941 948 rVwV 176767 286390 1.29% 0.262%
13 8.910 948 957 963 rVW 606631 1136284 5.11% 1.041%
14 9.080 979 986 996 rBV 135786 245262 1.10% 0.225%
15 9.227 1003 1011 1016 rBV2 352578 637363 2.87% 0.584%
16 9.280 1016 1020 1026 rVV 299727 489577 2.20% 0.448%
17 9.386 1032 1038 1044 rVvVv2 822183 1513900 6.81% 1.386%
18 9.474 1044 1053 1061 rVB2 1610278 3581434 16.11%  3.280%
19 9.721 1089 1095 1100 rVvV 183373 306626 1.38% 0.281%
20 9.909 1122 1127 1132 rW 308390 513848 2.31% 0.471%
21 9.973 1132 1138 1144 rVV 672281 1232825 5.55% 1.129%
22 10.126 1158 1164 1169 rBV 190848 324566 1.46% 0.297%
23 10.344 1194 1201 1210 rVB 1068087 1884845 8.48% 1.726%
24 10.502 1219 1228 1231 rBV2 1206920 2687534 12.09% 2.461%
25 10.602 1238 1245 1250 rBV 1867996 4595135 20.67% 4.208%
26 10.737 1261 1268 1273 rBV 241205 427409 1.92% 0.391%
27 10.808 1273 1280 1286 rVB 534986 960589 4.32% 0.880%
28 11.072 1310 1325 1326 rVV 161441 329769 1.48% 0.302%
29 11.107 1327 1331 1333 rVV2 241408 451124 2.03% 0.413%
30 11.196 1333 1346 1358 rVV 6712758 22230331 100.00% 20.359%
31 11.948 1470 1474 1479 rVV 183527 340638 1.53% 0.312%
32 12.030 1479 1488 1496 rVB2 102936 274641 1.24% 0.252%
33 12.130 1496 1505 1508 rBV 242599 441431 1.99% 0.404%
34 12.188 1508 1515 1518 rVv4 267311 815375 3.67% 0.747%
35 12.224 1518 1521 1525 rVV2 312551 594278 2.67% ©0.544%
36 12.277 1525 1530 1541 rVB 446054 1046726 4.71% 0.959%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acqg On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 12.376 1541 1547 1557 rBv4 117691 294014 1.32% 0.269%
38 12.465 1557 1562 1571 rVB3 124558 223207 1.00% 0.204%
39 12.582 1571 1582 1587 rBV2 164198 383276 1.72% 0.351%
40 12.635 1587 1591 1599 rVvVv3 218314 472715 2.13% 0.433%
41 12.747 1599 1610 1621 rVB 3662336 6605892 29.72% 6.050%
42 12.970 1635 1648 1654 rBV 4360273 8548516 38.45% 7.829%
43 13.516 1734 1741 1747 rBV 1426737 2280065 10.26% 2.088%
44 13.722 1770 1776 1782 rBV 519672 809869 3.64% 0.742%
45 13.922 1802 1810 1821 rVB 564915 1274326 5.73% 1.167%
46 14.051 1821 1832 1833 rBV 366784 533297 2.40% ©0.488%
47 14.210 1850 1859 1864 rVV 853751 1604975 7.22% 1.470%
48 14.262 1864 1868 1878 rVB2 414552 734092 3.30% 0.672%
49 14.445 1893 1899 1902 rBV 439164 643796 2.90% 0.590%
50 14.474 1902 1904 1916 rVB2 153387 264792 1.19% 0.242%
51 14.609 1916 1927 1938 rVB 323949 579126 2.61% ©.530%
52 14.844 1962 1967 1970 rBV 152804 240413 1.08% 0.220%
53 14.885 1970 1974 1979 rW 331466 515436 2.32% 0.472%
54 14.950 1979 1985 1993 rVV 1751581 2825964 12.71% 2.588%
55 15.349 2047 2053 2060 rBV3 242822 387454 1.74%  0.355%
56 15.490 2068 2077 2082 rBV2 108963 235795 1.06% ©0.216%
57 15.749 2116 2121 2126 rBV 248078 365155 1.64% 0.334%
58 15.872 2137 2142 2146 rBV 226004 337682 1.52% 0.309%
59 15.925 2146 2151 2161 rVB 582860 931055 4.19% 0.853%
60 16.131 2181 2186 2191 rBV 146791 232763 1.05% 0.213%
61 16.360 2215 2225 2234 rBV2 998209 1795850 8.08% 1.645%
62 17.617 2433 2439 2442 rBV 407746 614206 2.76% 0.562%
63 17.664 2442 2447 2453 rVB 1019621 1584261 7.13% 1.451%
64 17.753 2453 2462 2467 rBV 182763 288600 1.30% 0.264%
65 18.681 2612 2620 2624 rBV3 92767 231846 1.04% 0.212%
66 20.191 2871 2877 2883 rBV 2375394 3234947 14.55% 2.963%
67 21.895 3160 3167 3179 rVB2 425902 746164 3.36% 0.683%

68 25.285 3734 3744 3759 rVB 254130 743960 3.35% ©0.681%

Sum of corrected areas: 109192689
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
BGO55273.D

: 25 Oct 2022 12:36

: CG/JU

: N5222-16

: 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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 2 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.235 70.12 ng 971013 1,4-Dichlorobenzene-d4 8.275

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 72
3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H2@N2 000140-28-3 64
4 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 59
5 (Benzyloxy)(methyl)amine, N-trif... 233 C10H10F3NO2 1010513-45-0 47

Abundance Scan 672 (7.235 min): BG055273.D\data.ms (-665) (-) m/z 90.95 100.00%

91.0
5000 /\A
1200 “H
39.0 65‘.0 | 7.00 7.20 7.40 7.60
R R RRRRRRAE m/z 120.00  23.17%

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 11.14%
39.0 65‘.0 |
O\\\‘\\\\“‘\\‘\\‘\\\\"\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88775: N-Benzyl-2-phenethylamine
91.0
7.00 7.20 7.40 7.60
5000 120.0 m/z 92.00  10.61%
65.0
0.15.0 39.0 | | 209.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123891: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)- RN R RRRREELEEIE S
91.0 7.00 7.20 7.40 7.60
m/z 77.95 6.37%
5000 120.0
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\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 3 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.653 149.28 ng 2067200 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 743 (7.653 min): BG055273.D\data.ms (-728) (-) m/z 105.00 100.00%
105.0
5000
120.0
30.0 510 65.0 77‘.0 91.0 7.40 7.60 7.80 8.00

o‘wwwwwammmi“m“:m_‘:lww‘uw m/z 120.00  31.84%

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

Abundance #10727: Benzene, 1-ethyl-4-methyl-

105.0
5000
7.40 7.60 7.80 8.00
120. %
79.0 41 4 0.0 m/z 77.00 13.69%
0 21.0 3%0 51.0 6?0 ‘J \. \
\\‘\\\\‘\\\\“\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘i\\\‘\}\\‘\\‘\‘\“\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 13.08%
120.0
27.0 39‘.0 51.0 g5o 770 910
0"_‘ﬁ“u‘ﬁ"WWHMVMMW‘HM,H‘WMH"MEW‘umwu“
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 7.40 7.60 7.80 8.00
m/z 78.95 11.38%
120.0
5000
270 390 510 50 0 RO ||
O e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 4 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.917 486.98 ng 6743770  1,4-Dichlorobenzene-d4 8.275

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 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 788 (7.917 min): BG055273.D\data.ms (-781) (-) m/z 105.00 100.00%
105.0
5000 120.0
260 510 610 77"0 91‘-0 | 7.60 7.80 8.00 8.20
O S0 88O LMLl mz 120,00 47.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 LB L B I I R R
7.60 7.80 8.00 8.20
770 m/z 77.00 16.16%
51.0 ™ 91.0
O\\‘\\\\‘\2\\7\.?\\\\“\\\\i‘}‘\\}“Gﬂ‘.\(\)‘\\\‘U‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 A
o RRREEE A
120.0 7.60 7.80 8.00 8.20
5000 m/z 119.00 14.27%
39.0 77.0 91.0
1 P~ Y ) [
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- R AR
105.0 7.60 7.80 8.00 8.20
m/z 91.00 13.27%
5000 120.0
28.0 77.0 91.0
ob 240 ot AL
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\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.387 203.09 ng 2812350 1,4-Dichlorobenzene-d4 8.275

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 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 868 (8.387 min): BG055273.D\data.ms (-858) (-) m/z 104.95 100.00%
105.0
5000 120.0
300 oo 77‘-0 8.00 8.20 8.40 8.60 8.80
Obrrrprersrerti il el el 3389 sz 120,00 41.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 [T T T T T T I T T T
8.00 8.20 8.40 8.60 8.80
m/z 76.95 13.91%
39.0 77.0
O H‘H\.\‘\\\‘\‘\H\“‘\\\\i‘i‘ﬁ\g"e‘\\‘\H‘H‘\H\"H\\‘\M1\’\\‘\‘\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
8.00 8.20 8.40 8.60 8.80
5000 120.0 m/z 119.00  11.49%
77.0
51.0
0‘wu‘wgaeuﬂwuqbummhwHhh‘uﬂu‘ﬂﬂwuwbuu‘uuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 91.00 11.08%
120.0
5000
51.0 77.0
o) SR 4 SR WV NS S Y —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80

8270-BG102422.M Wed Nov 02 14:10:04 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 6 1Indane

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
8.657 337.98 ng 4680370 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 76
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
Abundance Scan 914 (8.657 min): BG055273.D\data.ms (-906) (-) m/z 117.00 100.00%
117.0
5000 ]\
630 o 0 ' 8.40 8.60 8.80 9.00
39.0 : .40 8.60 8.80 9.
\ NN ?70 \‘ 104.0 J|j, o
0"W‘H‘MH‘W‘HW‘H,HH,HH‘H‘WH‘W‘HW‘H‘MH‘M‘H m/z 117.95 57.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 UL L L I LI L L
8.40 8.60 8.80 9.00
390 g 91.0 m/z 114.95 36.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0
8.40 8.60 8.80 9.00
m/z 91.00 18.56%
5000 910 /
39.0 65.0
0"w‘H‘V‘H,H‘WH‘E‘PMJL‘“??S‘HHM‘%Qﬁﬂ‘ﬂﬂw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120
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 63.00 9.24%
5000 91.0
390 65.0 78.0
Orrr 250 2O T T om0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 7 Benzene, 1,3-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.763 59.18 ng 819507 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 94
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 83
Abundance Scan 932 (8.763 min): BG055273.D\data.ms (-926) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
51.0 76‘ ‘ 8.40 8.60 8.80 9.00
0 H‘WHwH“mﬂeu‘u,m‘wﬂﬁ’”HmH‘:‘!M,MWMW m/z 105.00  97.93%
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 46.39%
39.0 65.0 ‘ ‘ | |
O H‘\\\.\‘H\‘\“\\H“‘\H\i‘{‘\\\’\‘\‘H‘\HH‘H\\“i\H‘\H\\’H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 /\/\
R e o
8.40 8.60 8.80 9.00
5000 134.0 m/z 91.00  28.14%
91.0
i N (Y
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 17.27%
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.910 82.05 ng 1136280 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 94
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 94
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 94
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
Abundance Scan 957 (8.910 min): BG055273.D\data.ms (-948) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 65.0 ‘ 8.60 8.80 9.00 9.20
0 H‘WHwH“mi‘mH,J:‘W‘UWmH‘;‘1M,J:‘elwmw m/z 105.00  61.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 8.60 8.80 9.00 9.20
m/z 134.00 43.69%
41.0 65.0
O \\‘\\H‘??"\9\\H“‘\H\i‘\\\\’\‘\‘H‘\Hm‘H\\“}‘\H‘\H1\’\\‘{‘{l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
Lo AW A T
8.60 8.80 9.00 9.20
5000 m/z 91.00 35.74%
91.0 134.0
39.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 8.60 8.80 9.00 9.20
m/z 77.00 15.84%
5000 134.0
91.0
150 %90 680 L]
O e et b e e ek
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 9 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.227 46.03 ng 637363 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 93
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 93
3 o-Cymene 134 CleH14 000527-84-4 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
5 p-Cymene 134 CleHi4 000099-87-6 90
Abundance Scan 1011 (9.227 min): BG055273.D\data.ms (-1003) (-) m/z 118.95 100.00%
119.0
5000
134.0
91.0
390 650 ‘ ‘ 9.00 9.20 9.40 9.60
0“_HwH‘WHHWHHﬁm‘ﬂﬂw‘Jmu‘wuuwduwhﬂ‘uwhuwu m/z 134.00 31.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.00 21.57%
39.0 65.0 ‘ ‘
O H‘].\?\.\CJ‘H\‘\‘HH“‘\H\i‘\‘\H’HH‘\H‘“‘HH‘HHHH‘\\’H‘\‘\l\\\\‘\\‘\\‘\\
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
5000 m/z 116.95 21.49%
91.0 134.0
39.0 65.0 ‘ ‘
0“%QR‘NW‘HMM‘NWH,HH‘Hhh‘uw‘uum‘“mLLHW‘MW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 9.00 9.20 9.40 9.60
m/z 105.00 15.56%
5000
134.0
91.0
41.0 65.0 ‘ ‘
Obreprrrrprreprrr ety o bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 o-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.280 35.35 ng 489577  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 p-Cymene 134 CleH14 000099-87-6 95
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
Abundance Scan 1020 (9.280 min): BG055273.D\data.ms (-1016) (-) 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
Ol rrrrprrrr e el e e bbb m/z 134,00 27.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.00 16.88%
LA A B
O\\‘H\\‘H\‘\‘H\\‘H\\“H\w‘\‘\‘\\‘\HM“\H\“{‘H\‘\W\\‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.00 9.83%
134.0
91.0
0\\‘]T?’ﬁo‘um‘uf%;\o\\“u\‘1‘6\3\.\0‘\u‘;“\u\‘1‘”\‘M\‘HMHHW‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16995: p-Cymene O s ¥ RULUMA
119.0 9.00 9.20 9.40 9.60
m/z 77.00 8.39%
5000
91.0 134.0
41.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.386 109.32 ng 1513900 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 95
5 o-Cymene 134 CleHi4 000527-84-4 95

Abundance Scan 1038 (9.386 min): BG055273.D\data.ms (-1032) (-) m/z 119.00 100.00%

119.0
5000
134.0
91.0

9.00 9.20 9.40 9.60 9.80

39.0 650 ‘ L
O brrprrr e e et e el m/z 134,00 30.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-

119.0

/\M I

5000 A s Ee
9.00 9.20 9.40 9.60 9.80

91.0 134.0 m/z 91.00 18.17%
-

39.0 65.0 ‘
\\‘].\?HCJ‘H\‘\‘\\H“‘\H\Nw\\\’\\H‘\H‘U‘H\\‘\\H‘m‘\\’\\‘\‘\‘\H\‘\\‘\\‘\\
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 9.80

o

5000 ITI/Z 117.00 14.28%
91.0 134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- A R e
119.0 9.00 9.20 9.40 9.60 9.80
m/z 120.00 10.37%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.973 54.66 ng 1232830  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91
Abundance Scan 1138 (9.973 min): BG055273.D\data.ms (-1132) (-) m/z 119.00 100.00%
119.0
91.0 \ e -
39.0 65.0 ‘ | 10.00
0“_HwH‘WHHWHHwm‘NMW‘Jmu‘wmuwwuwmu‘uwﬂhwu m/z 134.00 40.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /L P 4
10.00
91.0 m/z 91.00 19.26%
39.0 65.0
0 \\‘1\\5\.\0‘\\\‘\‘\\H“‘\H\i‘i‘u\’\‘M\‘\H‘“‘H\\“i‘\u‘\W\\’\\M\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene
119.0
—
10.00
m/z 117.00 15.64%
5000 910 /
134.0
39.0 65.0 ‘
0“%%ﬂ‘wwu‘hu‘ﬂu‘lMM‘HMUHHMMHHWHPMMLH‘_MW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 10.00
m/z 115.00 10.92%
5000
91.0 134.0
39.0 65.0 ‘ ‘
Ll P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 3-Phenylbut-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.344 83.56 ng 1884850  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 1201 (10.344 min): BG055273.D\data.ms (-1194) (- | m/z 117.00 100.00%
117.0
- o ij\j\
o i
510, 91"0 ‘ 10.00 10.50
oH‘HwH_m_mi‘mw“w‘;19‘HH‘,HH‘m,"Hw!umw m/z 132.00  39.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
10.00 10.50
91.0 132.0 m/z 115.00  28.37%
390 450 ‘
OH‘\H\‘\H‘\‘\H\“HHH“H\‘\H‘H‘\\iH“HH‘H\HHWH’HH‘H\w“\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
10.00 10.50
5000 132.0 m/z 131.00 22.52%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- B T
117.0 10.00 10.50
m/z 91.00 15.23%
5000 132.0
390  gsg 910 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50

8270-BG102422.M Wed Nov 02 14:10:19 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 p-Cymene Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
10.502 119.15 ng 2687530  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 64
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
3 o-Cymene 134 C1eH14 000527-84-4 64
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 60

Abundance Scan 1228 (10.502 min): BG055273.D\data.ms (-1219) (- | m/z 119.00 100.00%
119.0
5000
91.0 DEN :
51.0 ‘ ‘ - 10.50
0 ““““W“WMWMW7§R ‘u;‘ﬂw“Ul‘ﬁ‘h““‘ m/z 117.00 38.72%
miz--> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
5000 |
91.0 10.50
m/z 134.00 37.99%
390 650 3‘
0 \1\5‘\'(‘)\‘1 T \“‘\ \“i \““1‘\ T \‘H’ - “W\ \‘1H T \1\§.‘0\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T T \
10.50
5000 m/z 115.00 23.11%
390 91.0
: 65.0 135.0
0 E?R‘M"M‘ub‘ﬁw“h“tw‘w“Ml“‘M““
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 10.50
m/z 91.00 22.12%
5000
91.0
obaso N7 %0 L BBO L
m/z--> 20 40 60 80 100 120 140 10.50

8270-BG102422.M Wed Nov 02 14:10:25 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 15 2-Methylindene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.602 203.72 ng 4595140  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methylindene 130 CleH1ie 002177-47-1 97
2 1H-Indene, 1-methyl- 130 CleH1e 000767-59-9 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 CleHie 022433-39-2 95
5 Benzene, 1-butynyl- 130 CleH1ie 000622-76-4 94

Abundance Scan 1245 (10.602 min): BG055273.D\data.ms (-1238) (- | m/z 115.00 100.00%

115.0 130.0
5000
— \

—
51.0 GT" 0770 102.0 10.50 11.00
1l

38,0 .
‘_m,‘Hr,m‘}‘HH,HH_M‘u“Hu‘wH‘lwulwl‘ e m/z 130.00  97.83%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15022: 2-Methylindene
130.0
115.0

5000
10 50 11 00
m/z 129.00  81.88%

51.0
280 GA\T\OW\O 1020 | ‘\
| |1 | mh |
\‘\\H’\\H’\H\’HH’\\H‘H\\‘\\H‘HH‘HH‘HH‘HHHH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0

o

o

1050 1100
5000 m/z 128.00 42 .80%
270 ‘ G‘TO 770 1020 |
ol N N SOV D A |
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0 10.50 11.00

1150 m/z 127.08  20.92%

5000
27 0 5:7.0 64‘» .0 770 102.0 ‘
0 \ | Ll | | |

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 16 1,4-Dihydronaphthalene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.808 42.59 ng 960589  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dihydronaphthalene 130 CleH1ie 000612-17-9 97
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C1@H1e 015677-15-3 96
3 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 91
5 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 90
Abundance Scan 1280 (10.808 min): BG055273.D\data.ms (-1273) (- | m/z 130.00 100.00%
130.0
5000
— —
51‘0 | 770 102.0 10.50 11.00
| I R “J‘ gty L 1A8L 7 120 00 99.22%
m/z--> 20 40 80 100 120 140
Abundance #15034. 1,4-Dihydronaphtha|ene
130.0
5000
10.50 11.00
m/z 115.00 57.64%
5.0 770 1020
O\\\’2\7\0\\"\\“ ‘H‘\\W“,\‘\‘\\"“\\\1’\‘ ‘\\’\\\\
miz—-> 20 40 80 100 120 140
Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
— —
10.50 11.00
5000 m/z 128.00 55.72%
102.0
om,m?g,?w_,\\m LT |
m/z--> 20 40 80 100 120 140
Abundance #15045.Naphthdene,lz—dMydro— ) —
130.0 10.50 11.00
m/z 127.00 25.54%
5000
63.0 102 0
39.0 “ 8
o‘1‘5‘9“”‘,‘m‘,“‘H‘,uupm,u”l,“ R {VLA —
m/z--> 20 40 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG®55273.D

Acq On : 25 Oct 2022 12:36

Operator : CG/JU

Sample : N5222-16

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 17 1H-Indene, 2,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.188 36.15 ng 815375 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 81
2 (1-Methylenebut-2-enyl)benzene 144 C11H12 070588-46-4 81
3 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 81
4 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 76
5 Benzene, (1-methyl-2-butynyl)- 144 C11H12 087712-69-4 76

Abundance Scan 1515 (12.188 min): BG055273.D\data.ms (-1508) (- | m/z 129.00 100.00%
129.0
v =
51.0 71.0 105.0 7.0 12.00 12.50
Ol sl ikl el 71880 0 108 00 66.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23556: 1H-Indene, 2,3-dimethyl-
129.0
5000 e AN
12.00 12.50
m/z 144.00 61.40%
39.0 63.0 102.0 Uﬂ
O\ L ‘ \‘\ T \“ T \“\ T "‘}‘\‘\‘18‘3\.0\\ T “\ T \‘\ ‘ \‘ \\“‘\‘\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #23564: (1-Methylenebut-2-enyl)benzene
129.0
b =
12.00 12.50
5000 450 m/z 131.00 43.08%
77.0 02.0
102.
o] SN “‘w Y AL |
m/z--> 20 40 60 80 100 120 140 160
Abundance #23558: 1H-Indene, 1,1-dimethyl- == ]
129.0 12.00 12.50
m/z 115.00 22.21%
5000
15.0 L0770 1020
Y Ol Y Y AVENR'RVA
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG®55273.D

Acq On : 25 Oct 2022 12:36

Operator : CG/JU

Sample : N5222-16

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

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

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

sk 3k 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, 1,3-dimethyl- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
12.277 46.41 ng 1046730  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 93
2 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 90
3 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 90
4 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 86
5 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 81

Abundance Scan 1530 (12.277 min): BG055273.D\data.ms (-1525) (1 m/z 129.00 100.00%
129.0
63.0 iZBd iESd
3%0 e g%o 1 7.0 ' ' 9
(O B B L o L e L m/z 144.00 62.01%
m/z--> 60 80 100 120 140 160
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
5000 P ‘ J\/\A
12.00 12.50
m/z 128.00 60.35%
39.0 63.0 102.0 | m
O\\H‘\‘\\\‘i\\“\\“‘\\\‘\“\\‘\\“\\\i‘\‘ \\‘H\‘\H‘H\
m/z--> 20 40 60 80 100 120 140 160
Abundance #23571: Naphthalene, 1,2-dihydro-6-methyl-
129.0
—= )
12.00 12.50
5000 m/z 130.95 31.70%
39.0 71.0
15.0 b
o WY1 Y
miz--> 60 80 100 120 140 160
Abundance #23558: 1H-Indene, 1,1-dimethyl- = 1
129.0 12.00 12.50
m/z 115.00 21.87%
5000
51.0
15.0 | 770 102.0
T O v s | ) NS ) OSSO
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 Naphthalene, 1-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.922  49.45 ng 1274330  Acenaphthene-d10 14.885
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 2-Amino-4-tertbutylthiazole 156 C7H12N2S 074370-93-7 59
5 5-Acetyl-2-amino-4-methylthiazole 156 C6H8N20S 030748-47-1 59
Abundance Scan 1810 (13.922 min): BG055273.D\data.ms (-1802) (- | m/z 141.00 100.00%
141.0
5000
115.0 e
14.00
51.0 76.0
Ob et 969 Ll w1720 s 15600 43.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 /\J\ ‘
14.00
115.0 m/z 115.00  23.07%
0 15.0 39.0 63\'0 .. 890 ‘\ A \‘ L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl-
141.0
——
14.00
5000 m/z 142.00 12.64%
115.0
51.0 (6.0
oL 220 i Ll b b Al
m/z--> 20 40 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl- —
141.0 14.00
m/z 128.00 11.63%
5000
6.0 115.0
5.0 /6. ‘
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acq On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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 Naphthalene, 1,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.210 62.28 ng 1604980  Acenaphthene-d10 14.885
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1859 (14.210 min): BG055273.D\data.ms (-1850) (- | m/z 156.00 100.00%
5.

(
156.0
5000
115.0

76.0 ‘ 14.00 14.50
51.0
Y R R N S £1 R u‘!‘?"fﬂﬂﬁ’w, —  m/z 140.95 92.77%

m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000

14.00 14.50
0 115.0 ITI/Z 155.00 32.21%
7.
O ‘2\7‘\.(\)\“ \S\ﬁ\.c\)“h \‘\”U“ T T \‘i T \“!%QWP\M, T
miz--> 20 40 60 80 100 120 140 160
Abundance #33136: Naphthalene, 1,4-dimethyl- A/Aw
156.0 (\
ATV AN
14.00 14.50
5000 m/z 115.00 21.30%
115.0
T S - X M\JM
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl- P r
141.0 14.00 14.50

m/z 128.00  16.79%

5000
115.0
76.0
51.0
0 27.0 | A \h‘ ‘\‘\LUJ I ‘ “\ ‘ ‘ \M -

\ T
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55273.D

Acqg On : 25 Oct 2022 12:36
Operator : CG/JU

Sample : N5222-16

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- 7.235 70.1 ng 971013 1 8.275 276962 20.0
Benzene, 1l-ethy... 7.653 149.3 ng 2067200 1  8.275 276962 20.0
Mesitylene 7.917 487.0 ng 6743770 1  8.275 276962 20.0
Benzene, 1,2,3-.. 8.387 203.1 ng 2812350 1  8.275 276962 20.0
Indane 8.657 338.0 ng 4680370 1  8.275 276962 20.0
Benzene, 1,3-di... 8.763 59.2 ng 819507 1 8.275 276962 20.0
Benzene, 1,4-di... 8.910 82.0 ng 1136280 1  8.275 276962 20.0
Benzene, 1l-ethy.. 9.227 46.0 ng 637363 1 8.275 276962 20.0
o-Cymene 9.280 35.4 ng 489577 1  8.275 276962 20.0
Benzene, 2-ethy... 9.386 109.3 ng 1513900 1  8.275 276962 20.0
Benzene, 1,2,4,... 9.973 54.7 ng 1232836 2 11.113 451124 20.0
3-Phenylbut-1-ene 10.344 83.6 ng 1884850 2 11.113 451124 20.0
p-Cymene 10.502 119.2 ng 2687530 2 11.113 451124 20.0
2-Methylindene 10.602 203.7 ng 4595140 2 11.113 451124 20.0
1,4-Dihydronaph... 10.808 42.6 ng 960589 2 11.113 451124 20.0
1H-Indene, 2,3-... 12.188 36.1 ng 815375 2 11.113 451124 20.0
1H-Indene, 1,3-... 12.277 46.4 ng 1046730 2 11.113 451124 20.0
Naphthalene, 1-... 13.922 49.5 ng 1274336 3 14.885 515436 20.0
Naphthalene, 1,... 14.210 62.3 ng 1604980 3 14.885 515436 20.0
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