LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc :

ALS Vvial : 16 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_ F\Methods\8270-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127767.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.740 410 417 422 rBV3 103585 157722 1.44% 0.095%
2 5.110 473 480 482 rBV2 166479 228613 2.09% 0.137%
3 5.181 488 492 495 rBV2 118759 146747 1.34% 0.088%
4 5.375 521 525 529 rBV2 103405 174969 1.60% 0.105%
5 5.457 535 539 541 rBV2 223392 224626 2.06% 0.135%
6 5.481 541 543 546 rVB 225481 198484 1.82% 0.119%
7 5.575 553 559 563 rVB2 2253126 2555286 23.40% 1.532%
8 5.734 582 586 592 rVB4 97114 186730 1.71% 0.112%
9 5.810 596 599 605 rBv2 492706 586647 5.37% 0.352%
106 5.863 605 608 614 rVB 229901 259486 2.38% 0.156%
11 6.022 631 635 638 rBV2 178764 213997 1.96% 0.128%
12 6.104 643 649 650 rBv 171126 195325 1.79% 0.117%
13 6.199 661 665 672 rBv2 266455 469043 4.29% 0.281%
14 6.393 693 698 701 rBV3 227302 380166 3.48% 0.228%
15 6.451 701 708 711 rVW 656889 841493 7.70%  0.505%
16 6.487 711 714 717 rVV 4408421 4829844 44.22% 2.896%
17 6.522 717 720 722 rVV 4854216 4289185 39.27% 2.572%
18 6.569 722 728 733 rVB 6845131 7281602 66.67% 4.366%
19 6.651 737 742 745 rVB 5116876 4680963 42.86% 2.807%
20 6.793 760 766 769 rVB 8557591 10921797 100.00%  6.548%
21 6.893 777 783 785 rBV3 192663 264636  2.42% 0.159%
22 6.963 791 795 797 rBV2 886858 805702 7.38% 0.483%
23 6.987 797 799 801 rVV 1087448 819289 7.50% 0.491%
24 7.022 801 805 810 rVB 5917284 6038790 55.29% 3.621%
25 7.075 810 814 816 rBV 378465 427690  3.92% 0.256%
26 7.140 822 825 828 rVB 2026619 1620966 14.84% 0.972%
27 7.204 832 836 838 rVV 2935182 2763744 25.30% 1.657%
28 7.234 838 841 844 rVV 3638567 3560705 32.60% 2.135%
29 7.281 844 849 855 rVB 6465582 7567533 69.29% 4.537%
30 7.351 855 861 864 rVB 2366907 2185762 20.01% 1.310%
31 7.387 864 867 869 rBV 186812 212020 1.94% 0.127%
32 7.422 869 873 875 rVV 3248254 3508163 32.12% 2.103%
33 7.445 875 877 880 rVV 3050996 2712918 24.84% 1.627%
34 7.498 880 886 888 rVW 6619656 7231622 66.21% 4.336%
35 7.528 888 891 898 rVB2 4037279 4652998 42.60% 2.790%

36 7.604 898 904 907 rBV3 871172 1056054 9.67%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc :

ALS Vvial : 16 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_ F\Methods\8270-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.640 907 910 913 rVV 2494899 2360084 21.61% 1.415%
38 7.728 917 925 927 rVV 4341038 5092787 46.63% 3.053%
39 7.757 927 930 933 rVV 6135862 5588266 51.17% 3.350%
40 7.804 936 938 940 rw 322776 234019 2.14% 0.140%
41 7.840 940 944 946 rVV 1003959 1162999 10.65% 0.697%
42 7.863 946 948 950 rVV 1332376 1119231 10.25% 0.671%
43 7.893 950 953 954 rVV 1895985 1769063 16.20% 1.061%
44  7.916 954 957 961 rVV 3154219 3334307 30.53% 1.999%
45 7.981 961 968 970 rVV2 6552035 7575851 69.36% 4.542%
46 8.004 970 972 974 rVV 2079487 1746502 15.99% 1.047%
47 8.051 976 980 983 rVv2 1371849 1965479 18.00% 1.178%
48 8.081 983 985 987 rVV2 621775 545985 5.00% 0.327%
49 8.104 987 989 992 rVB 1500132 1185623 10.86% 0.711%
50 8.187 997 1003 1004 rBV2 682435 880517 8.06% 0.528%
51 8.228 1004 1010 1012 rVV 2806077 4539589 41.56% 2.722%
52 8.263 1012 1016 1018 rVV3 3877260 5167327 47.31% 3.098%
53 8.287 1018 1020 1023 rVB 2387714 1852189 16.96% 1.110%
54  8.322 1023 1026 1029 rBV 1587437 1292207 11.83% 0.775%
55 8.392 1034 1038 1043 rVV4 481484 980164 8.97% ©.588%
56 8.440 1043 1046 1051 rVV3 354209 444147 4.07% 0.266%
57 8.498 1051 1056 1057 rVvv3 556732 868084 7.95% 0.520%
58 8.516 1057 1059 1064 rVV3 1538174 1827729 16.73% 1.096%
59 8.557 1064 1066 1069 rVvV 386968 451329 4.13% 0.271%
60 8.622 1073 1077 1080 rVV 2023245 1873126 17.15% 1.123%
61 8.651 1080 1082 1083 rVV2 210644 160149 1.47% 0.096%
62 8.675 1083 1086 1088 rVvV3 291833 378383 3.46% 0.227%
63 8.704 1088 1091 1094 rVV 1499479 1440946 13.19% 0.864%
64 8.745 1095 1098 1103 rVV3 871298 1250227 11.45% 0.750%
65 8.798 1103 1107 1109 rVV2 812999 884632 8.10% 0.530%
66 8.828 1109 1112 1115 rVV3 1038552 1119819 10.25% 0.671%
67 8.869 1115 1119 1123 rVV2 480410 743840 6.81% 0.446%
68 8.904 1123 1125 1127 rVV2 238573 229176  2.10% 0.137%
69 8.928 1127 1129 1131 rVV2 228823 249398 2.28% 0.150%
70 8.957 1131 1134 1137 rVV 2921231 2387016 21.86% 1.431%
71 8.987 1137 1139 1141 rVB 205374 154237 1.41% 0.092%
72 9.010 1141 1143 1145 rBV2 165908 149248 1.37% 0.089%
73 9.057 1145 1151 1153 rVV 2287897 2465000 22.57% 1.478%
74 9.081 1153 1155 1157 rVV 271983 217272 1.99% 0.130%
75 9.1e4 1157 1159 1163 rVB5 194061 197237 1.81% 0.118%

76  9.139 1163 1165 1169 rVB3 196033 178219 1.63% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc :

ALS Vvial : 16 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_ F\Methods\8270-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 9.181 1169 1172 1175 rVB 357081 317257 2.90%  0.190%
78 9.316 1189 1195 1198 rVB 3698253 3308021 30.29% 1.983%
79 9.387 1198 1207 1210 rVB4 117327 204865 1.88% 0.123%
80 9.510 1226 1228 1232 rWV 192469 198548 1.82% 0.119%
81 9.551 1232 1235 1237 rVV2 184587 190373 1.74% 0.114%
82 9.575 1237 1239 1245 rVWV 399506 552858 5.06% 0.331%
83 9.651 1249 1252 1255 rBV 574879 596627 5.46% 0.358%
84 9.681 1255 1257 1259 rVB 289163 216916 1.99% 0.130%
85 9.769 1269 1272 1274 rBV 222277 204244  1.87% 0.122%
86 9.804 1274 1278 1281 rVB2 278139 300757 2.75% 0.180%
87 9.998 1305 1311 1314 rBV 993019 912863 8.36% 0.547%
88 10.198 1341 1345 1349 rVB3 159830 199959 1.83% 0.120%
89 10.310 1361 1364 1367 rBV2 146250 148600 1.36% 0.089%
90 10.616 1410 1416 1420 rBV3 117397 167027 1.53% 0.100%
91 10.786 1441 1445 1448 rBV 2284811 1921880 17.60% 1.152%
92 10.910 1463 1466 1472 rVB2 166618 186164 1.70% 0.112%
93 11.486 1561 1564 1567 rBV 912021 757811 6.94% 0.454%
94 12.004 1647 1652 1657 rBV2 170160 217618 1.99% 0.130%
95 12.704 1767 1771 1775 rVB 265050 216077 1.98% 0.130%
96 12.933 1807 1810 1813 rVB 228254 180699 1.65% ©0.108%
97 13.075 1830 1834 1838 rVB 3402093 3194496 29.25% 1.915%
98 13.974 1984 1987 1997 rVB2 282000 378561 3.47% 0.227%
99 14.133 2006 2014 2017 rBV 999290 980189 8.97% 0.588%
100 15.651 2267 2272 2280 rBV 715976 924211 8.46% 0.554%

Sum of corrected areas: 166789341
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Apr 2022 19:31
¢ CG\JU
: N2334-13

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
BF127767.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127767.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2 Undecane, 3,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.451 20.89 ng 841493 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
2 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 72
3 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 64
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
Abundance Scan 708 (6.451 min): BF127767.D\data.ms (-701) (-) m/z 57.10 100.00%
57.1
A NAEEEES o
‘ 85.0 6.20 6.40 6.60 6.80
Ol L[ 41121 1812 2071 oo 4310 42.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 L B I L LI LN B
6.20 6.40 6.60 6.80
29.0 650 m/z 41.10 29.65%
| ‘ | T H30 9550
O\‘\‘\\\“‘\\\‘\“\\‘M\‘W‘\\\H‘\\}\‘\\\\‘\\\‘\.’\\\]\-’8\4.\.0\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59085: Decane, 2,6,6-trimethyl-
57.0
R ARAmEESEE
6.20 6.40 6.60 6.80
5000 m/z 56.05 29.24%
99.0
A O e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33099: Octane, 2,5,6-trimethyl- A RERRRRREE SRR
57.0 6.20 6.40 6.60 6.80
m/z 71.10 27.45%
5000
29.0 85.0
ol bl 2270 1560 AN A L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.487 119.89 ng 4829840 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 714 (6.487 min): BF127767.D\data.ms (-711) (-) m/z 105.10 100.00%
105.1
5000 N\A
EAEEmEEREE S L
391 77‘-0 | 6.20 6.40 6.60 6.80
Ob e ittt A M d2T L2072 s 106,00 30.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80
m/z 77.00 14.53%
39.0 77.0
O\‘\‘\\1“‘\\“P\H“\‘\\l““\\‘}\‘H‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.10 14.51%
39.0 77.0
0\‘\‘H\“‘\\“V\”“\‘H\““\\M\‘H‘H‘\““\H\‘\H\‘\\H‘\H\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 79.05 11.36%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.522 106.47 ng 4289190 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 720 (6.522 min): BF127767.D\data.ms (-717) (-) m/z 105.10 100.00%
105.
5000
120.1
a  ERAREEas ST
390 o, 77‘-0 | 6.20 6.40 6.60 6.80
b 820 L1801 s 106,00 28.99%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1200 6.20 6.40 6.60 6.80
m/z 77.05 13.95%
77.0
0 \1\5\.0‘ T \3\9“'0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.10 13.29%
79.0 120.0
0 o | | |
o) S I R N 1 Y
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 79.10 11.23%
5000 120.0
77.0
51.0
b B0 Tl b
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.651 116.20 ng 4680960 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 742 (6.651 min): BF127767.D\data.ms (-737) (-) m/z 105.10 100.00%
105.1
5000 N\ﬂ
R ARRmEEE R
510 77‘-0 | 6.40 6.60 6.80 7.00
Obrerrerebbrti b 2402 2071 L) 106.10  29.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.40 6.60 6.80 7.00
m/z 77.05 14.42%
39.0 77.0
0 \\\‘\‘\\\“‘\\“P\H“\‘\\\““\\‘}\[H‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.05 13.77%
79.0
w0 |
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.40 6.60 6.80 7.00
m/z 79.05 12.55%
5000
77.0
39.0
LTI N Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31

Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1

R.T. EstConc Area Relative to ISTD R.T.
6.793 271.11 ng 10921800 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 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-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 766 (6.793 min): BF127767.D\data.ms (-760) (-) m/z 105.05 100.00%
106.1

5000 120.1 N\A /\M
B ALA AR A e
51.0 77‘ 0 6.40 6.60 6.80 7.00 7.20
0 H‘_‘H“un‘;umw“H“w‘s‘mu‘_”‘l“‘z‘-?‘ m/z 120.05  42.19%
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0

6.40 6.60 6.80 7.00 7.20
m/z 77.05 14.93%

77.0
51.0
O \\\‘2\7\.0\\“\\“H\H“\‘\\\‘H‘\\‘\\““\\:‘I\_“l\o\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

6.40 6.60 6.80 7.00 7.20
5000 m/z 91.10 12.94%

39.0 77.0
0 ‘1‘5"0‘ i “‘H Ay ‘6‘2“]9 ‘ M e ‘H‘ ‘%‘ ‘1‘0‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #10718: Benzene, 1,2,4-trimethyl-

105.0 6.40 6.60 6.80 7.00 7.20
m/z 119.10  11.65%
5000
77.0 121.0
ok 2ro 10 4 ) LA

miz--> 20 40 60 80 100 120 140

6.40 6.60 6.80 7.00 7.20

8270-BF040622.M Wed Apr 13 16:26:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.022 149.90 ng 6038790 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 805 (7.022 min): BF127767.D\data.ms (-801) (-) m/z 105.10 100.00%
105.1
5000
77.0
39_ 6.60 6.80 7.00 7.20 7.40
121.1
B vl . =3 - m/z 120.10  37.73%
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
770 m/z 77.05 13.93%
39.0 .
O \]-\5\-(‘)\‘} T \“‘\ T \ T ‘9\ T \M‘ T \‘\ T “\‘\ \:I‘_\“l\o\\\‘\\\ T
miz-> 20 40 80 100 120 140
Abundance #10692:MesHWene
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.05 11.77%
77.0
51.0
ob B0y A W R
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 10.03%
5000
79.0
o390 e300 | | 1210
“““““““““‘“““““““““‘
m/z--> 20 40 100 120 140 6.60 6.80 7.00 7.20 7.40

8270-BF040622.M Wed Apr 13 16:26:17 2022

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.140 40.24 ng 1620970 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 59
Abundance Scan 825 (7.140 min): BF127767.D\data.ms (-822) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 63.0 ‘ 6.80 7.00 7.20 7.40
Ol bl 2068 p/7 118,10 54.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000
6.80 7.00 7.20 7.40
39.0 91.0 m/z 115.05 34.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.00 17.90%
91.0
51.0
o‘HwmH_““J“H‘mw”_w‘p‘”H‘_wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.30%
5000 91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF040622.M Wed Apr 13 16:26:19 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31

Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzene, 1,3-diethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.204 68.60 ng 2763740  1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83

Abundance Scan 836 (7.204 min): BF127767.D\data.ms (-832) (-)

106.1
5000 134.0
77.0
51.0 ‘
) R NN A T X
m/z--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
91.0
L 39\'\0 120 ‘ ALyl o
O\\\‘\\\\‘\\\\”‘i\\\‘\\i\‘\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
91.0
39.0 650 135.0
obtso U bt bl TR
m/z--> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
5000
91.0
41.0 65.0 135.0
PO it O MY Y Y I
m/z--> 20 40 60 80 100 120 140

8270-BF040622.M Wed Apr 13 16:26:22 2022

m/z 105.05 100.00%

6.80 7.00 7.20 7.40 7.60
m/z 119.10 95.047%

6.80 7.00 7.20 7.40 7.60
m/z 134.00  43.79%

=

6.80 7.00 7.20 7.40 7.60
m/z 91.10 32.08%

=

6.80 7.00 7.20 7.40 7.60
m/z 77.05 19.93%

3

6.80 7.00 7.20 7.40 7.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1-methyl-3-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.234  88.39 ng 3560710 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 83
Abundance Scan 841 (7.234 min): BF127767.D\data.ms (-838) (-) m/z 105.10 100.00%
105.1
5000 /\AAA
134.1 AL WL LY P RS
39.1 o 7.00 7.20 7.40 7.60

a1 T 151.1 :
ot e R m/z 134.05  22.98%

miz--> 20 40 60 80 100 120 140 160

Abundance #17053: Benzene, 1-methyl-3-propyl-

105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 106.10  13.84%
39.0 77.0
O \\\‘\‘\ T \“‘\\\5?.‘0‘\‘\\\““ T \H\“1‘\\‘\“‘\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.05 13.41%
134.0
77.0
oliso O 570, U Mo L
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.10 11.48%
5000
134.0
77.0
obr 200 20 el
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60

8270-BF040622.M Wed Apr 13 16:26:24 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

R.T. EstConc Area Relative to ISTD R.T.
7.281 187.85 ng 7567530  1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
Abundance Scan 849 (7.281 min): BF127767.D\data.ms (-844) (-) m/z 119.05 100.00%
119.1
5000
91.1
39.1 65.0 ‘ 7.00 7.20 7.40 7.60
Y Sl Y R Y 1 14 S m/z 134.00  36.02%
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
910 m/z 105.10  33.05%
390 650 '
O T ‘ T \1\5‘\-0’\‘1 T \“‘\ \‘“\ “1“\ T \‘H‘ T \‘\ T “}“\ \‘M T \H\ ‘ LI
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
D | BN L1V SV WP
7.00 7.20 7.40 7.60
5000 m/z 91.10 27.76%
91.0
41.0 65.0 ‘
0 \‘HH,\MH“‘H‘\ ST . “1‘”‘1””\‘\‘””
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.05 14.04%
5000
91.0
390 650
0 “‘Ea?‘\‘NL‘W“W“M“L‘ﬁ$uhw“‘u‘u“
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF040622.M Wed Apr 13 16:26:27 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Benzene, 1-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.351 54.26 ng 2185760 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 83
Abundance Scan 861 (7.351 min): BF127767.D\data.ms (-855) (-) m/z 105.05 100.00%
105.1
5000
134.1
77.0 7.00 7.20 7.40 7.60
390 sra, Il 4
ottt m/z 134.05 22.11%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.00  12.58%
77.0
0\\\\‘2\7‘\.9\“ \5\17\.()\“”\ T IM‘ T f‘i T ‘M‘\ \‘\“ T \‘\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.10 10.00%
134.0
270 519 770
0 bbbl
miz--> 20 40 60 80 100 120 140
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl- = e gy
105.0 7.00 7.20 7.40 7.60
m/z 91.05 9.58%
5000
77.0
270 510 | | 13‘4‘0
) SRRSO REESRSRSSS 1 SN MU N S
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF040622.M Wed Apr 13 16:26:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.422 87.08 ng 3508160 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 p-Cymene 134 CleH14 000099-87-6 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 873 (7.422 min): BF127767.D\data.ms (-869) (-) m/z 119.05 100.00%
119.1
5000
91.0
510 ‘ | 7.00 7.20 7.40 7.60 7.80
Ok e e | AATO 2070 267 17 134,00  31.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
9L.0 m/z 91.65 23.30%
0 150[510r|
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 15.21%
91.0
olts0_ 210 |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16996: 0-Cymene
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.00 11.80%
5000
390 910
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60 7.80

8270-BF040622.M Wed Apr 13 16:26:32 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.445 67.34 ng 2712920 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 97
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 Cl0H14 003479-89-8 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 877 (7.445 min): BF127767.D\data.ms (-875) (-) m/z 119.10 100.00%
119.1
5000
91.0
390 650 ‘ 7.20 7.40 7.60 7.80
byl s L1390 1682y 934 05 24.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000
7.20 7.40 7.60 7.80
91.0 m/z 91.05 19.68%
41.0 65.0 ‘
0 \\\’\‘\ T \“‘\ \‘\ \H“\‘\ T \‘”‘ 1T ‘W\ \‘H T [T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 10.45%
91.0
41.0 65.0 ‘
0 \H,HH\“‘H‘\\‘H‘HM\mu“i‘u‘\w\uh‘uH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.20 7.40 7.60 7.80
m/z 77.00 10.42%
5000
91.0
oltso 0 20 bl ‘ N
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

8270-BF040622.M Wed Apr 13 16:26:33 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31

Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 15 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.728  22.44 ng 5092790 Naphthalene-d8 8.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 925 (7.728 min): BF127767.D\data.ms (-917) (-)

m/z 119.10 100.00%

119.1
5000
391 77.0 7.40 7.60 7.80 8.00
Ol g M 1498 2800y 134,05 41.54%
m/z--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
m/z 91.10 20.82%
410 77.0
O T T ‘\ \ H‘ \‘ T ‘M\ \‘ ‘M\ “‘! \M\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.25%
39.0 77.0
Ow‘w‘w “\ ‘M‘H ‘u “ ‘M‘M‘! “\“‘ — —
m/z--> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.05 9.69%
5000
39.0 77.0
ol Al L
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

8270-BF040622.M Wed Apr 13 16:26:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.757  24.62 ng 5588270  Naphthalene-d8 8.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 930 (7.757 min): BF127767.D\data.ms (-927) (-)

m/z 119.10 100.00%

119.1
5000
391 770 7.40 7.60 7.80 8.00
(
ob W b L 11522 0 207.0 2804 u; 934,05 39.18%
m/z--> 50 100 150 200 250
Abundance #16998: o-Cymene
119.0
5000
7.40 7.60 7.80 8.00
m/z 91.10 21.37%
41.0 77.0
O ‘\‘ “”\“\‘”\ \”“”\M b B B e B I s
m/z--> 50 100 150 200 250
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.30%
39.0 479
= “‘ M i‘d ‘h‘\‘ ‘u‘ “ ‘M‘ME “\‘ — — —
m/z--> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.05 10.13%
5000
39.0 77.0
Y R | —
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00

8270-BF040622

.M Wed Apr 13 16:26:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Benzene, (1-methyl-1-propen... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.916 14.69 ng 3334310 Naphthalene-d8 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
2 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 957 (7.916 min): BF127767.D\data.ms (-954) (-) m/z 117.10 100.00%
117.1

5000

=

51.0 o1.1 ‘ | 7.60 7.80 8.00 8.20
A | 4141.3162.2 207.0

el M WA13102.2 2070 w7 132,85 38.29%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0

o

-

5000
7.60 7.80 8.00 8.20
91.0 m/z 115.10  27.49%
20,0 )
0 ‘\‘\H‘\\w‘\‘HH\“\H\“W\\‘\‘\‘U‘\‘\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
7.60 7.80 8.00 8.20
m/z 131.05 18.22%
5000 91.0
39.0 65.0 ‘
0 ‘“m“uM‘ww‘:‘m”“mw‘wu‘U‘uw‘h_m,mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 116.10 10.59%
5000
300 650 10 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1-Phenyl-1-butene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.981 33.38 ng 7575850  Naphthalene-d8 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 92
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 70
Abundance Scan 968 (7.981 min): BF127767.D\data.ms (-961) (-) m/z 117.05 100.00%
117.1
5000
91.0

R ERaREmE s e e

51.0 h 51 7.60 7.80 8.00 8.20 8.40

oY SRR O < R N T v 2802 m/z 119.10  67.49%

m/z--> 20 40 60 80 100 120 140 160

Abundance #16107: 1-Phenyl-1-butene

117.0
5000
7.60 7.80 8.00 8.20 8.40
910 m/z 115.05  34.80%
51.0 ‘
O ‘2\7‘\"9\“‘\ \“1”\ “?9.91“‘ bl ‘HU‘\ ™ \‘U‘\‘\ LB
m/z--> 20 40 60 80 100 120 140 160
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0
7.60 7.80 8.00 8.20 8.40
5000 91.0 m/z 132.05 32.67%
51.0
ol P e 8OO e Ml
miz--> 20 40 60 80 100 120 140 160
Abundance #16114: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20 8.40
m/z 91.05 29.14%
5000 91.0
39.0 65.0
0‘¥§?‘H‘uh‘ﬂw‘NL‘JM‘Jl‘le Pl
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Naphthalene, 1,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.575 12.11 ng 552858  Acenaphthene-d10 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1239 (9.575 min): BF127767.D\data.ms (-1237) () m/z 156.10 100.00%

156.1
5000
i J\UL A
0 H‘_‘HW‘m‘ﬂ‘ﬂhum‘p“uJL‘M‘mLmH‘%QQ%‘??EF m/z 141.65  75.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 - ‘
9.50
115.0 m/z 155.10 37.88%
270 510 770 ‘ |
0 \H‘\‘\.H"H“H““H‘\HU“\”\‘H“\Hi‘\“\‘H“‘HM‘HH|HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
I \
9.50
5000 ITI/Z 115.00 14.66%
28.0 510 77.0 115.0
o"w‘i‘WH«WHH%‘N‘W‘HL_W‘AMWJ_‘H,‘H‘_‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl- — ‘
156.0 9.50
m/z 153.05 14.26%
5000
510 77.0 115.0
0 PO . “ J‘\ \‘ \H\‘
e e e e e =t

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.651 13.07 ng 596627  Acenaphthene-d10 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1252 (9.651 min): BF127767.D\data.ms (-1249) () m/z 156.10 100.00%

156.1
5000 \‘A
115.1 ‘j\ : J\‘A“
51.0 77.0 ‘ 9.50 10.00
0 ‘H‘mn‘m‘“‘uuw!“_mwu":‘u‘!‘uh‘mm‘““‘19911‘”2”29;‘1 m/z 141.65 90.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000
9.50 10.00
m/z 155.10 31.26%
510 760 1150
O \\\‘2\8‘\.\()\“\\‘\.\‘H\\\‘!H‘\\‘\\‘\\\‘i‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
—pl —
9.50 10.00
5000 ITI/Z 115.10 20.52%
770  115.0
51.0
e e B NS A I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33152: Naphthalene, 2,6-dimethyl- —— ——
156.0 9.50 10.00
m/z 128.00 15.66%
h M\M\A{M
77.0 115.0
51.0
£l PO S | U Wl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127767.D

Acqg On : 12 Apr 2022 19:31
Operator : CG\JU

Sample : N2334-13

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|

Undecane, 3,6-d... .451 20. ng 841493 .957 805702 20.
Benzene, 1l-ethy... .487 119. ng 4829840 .957 805702 20.
Benzene, 1-ethy... .522  106. ng 4289190 .957 805702 20.
Benzene, 1-ethy... .651  116. ng 4680960 .957 805702 20.
Mesitylene .793  271. ng 10921800 .957 805702 20.
Benzene, 1,2,3-... .022 149. ng 6038790 .957 805702 20.
Indane .140 40. ng 1620970 .957 805702 20.

.204 68.
.234 88.

Benzene, 1,3-di...
Benzene, 1-meth...

.957 805702 20.
.957 805702 20.

ng 2763740
ng 3560710

VWONNNNNNNNNNNNOOOG OO

N

00

=
PFRANOAWRWOORNAOAOANORNULOULO
WWINNNNRRRBRRRRRERRRRR
LWOWOVWOOOANANNANGNONA QOO

[t}

Tl

~
P00

Benzene, 1l-ethy... 187. ng 7567530 805702 20.
Benzene, 1-meth... .351 54. ng 2185760 .957 805702 20.
Benzene, 2-ethy... 422 87. ng 3508160 .957 805702 20.
o-Cymene .445 67. ng 2712920 .957 805702 20.
Benzene, 1,2,3,... .728 22. ng 5092790 .240 4539590 20.
Benzene, 1,2,4,... .757 24, ng 5588270 .240 4539590 20.
Benzene, (1-met... .916 14. ng 3334310 .240 4539590 20.
1-Phenyl-1-butene .981 33. ng 7575850 .240 4539590 20.
Naphthalene, 1,... .575 12. ng 552858 .998 912863 20.
Naphthalene, 2,... .651 13. ng 596627 .998 912863 20.
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