LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc :

ALS Vvial : 21  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129429.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.969 281 286 292 rVB 109661 149384 3.81% 0.309%
2 5.122 479 482 488 rBV 52672 60289 1.54% 0.125%
3 5.369 520 524 528 rBV 320895 291703 7.44% 0.603%
4 5.475 538 542 544 rBV 228074 224521 5.72% 0.464%
5 5.516 545 549 552 rVB 4152779 3921874 100.00% 8.108%
6 5.728 581 585 592 rBV2 237480 325411 8.30% 0.673%
7 5.787 592 595 598 rVB 65144 54422 1.39% 0.113%
8 6.051 630 640 644 rBV2 85651 99969 2.55% 0.207%
9 6.410 697 701 703 rBV 229637 193840 4.94% 0.401%
106 6.439 703 706 709 rVB 213926 162153 4.13% 0.335%
11 6.486 709 714 716 rBV 159009 150733  3.84% 0.312%
12 6.528 716 721 724 rVV 4007357 3769156 96.11% 7.793%
13 6.569 725 728 731 rVB 121620 97682 2.49% 0.202%
14 6.710 748 752 758 rBV2 610679 809146 20.63% 1.673%
15 6.757 758 760 768 rVB 131562 136160 3.47% 0.282%
16 6.886 778 782 785 rBV 1285284 984579 25.10%  2.036%
17 6.939 788 791 795 rVww2 182755 181059 4.62% 0.374%
18 6.981 795 798 801 rVW 174981 146223 3.73% 0.302%
19 7.010 801 803 809 rvv 50036 75687 1.93% 0.156%
20 7.063 809 812 816 rVB 2580812 2289766 58.38% 4.734%
21 7.145 821 826 833 rBV2 429234 524682 13.38% 1.085%
22 7.198 833 835 841 rVB 199867 178637 4.55% 0.369%
23 7.275 843 848 850 rBV2 45934 68575 1.75% 0.142%
24 7.345 857 860 862 rBV2 60311 54324 1.39% 0.112%
25 7.416 866 872 874 rVWW 269153 240431 6.13% 0.497%
26 7.451 874 878 880 rVV 2811492 2457941 62.67% 5.082%
27 7.469 880 881 883 rVW 156575 94302 2.40%  0.195%
28 7.492 883 885 888 rw 85758 97261 2.48% 0.201%
29 7.528 888 891 895 rVvB5 97809 113709 2.90% 0.235%
30 7.586 895 901 904 rBV3 155863 175782 4.48% 0.363%
31 7.616 904 906 910 rVVv3 52555 60549 1.54% 0.125%
32 7.651 910 912 914 rVwV 143596 102321 2.61% 0.212%
33 7.675 914 916 920 rVB 165134 142937 3.64% 0.296%
34 7.745 925 928 930 rBV 127508 120618 3.08% 0.249%
35 7.769 930 932 936 rVB4 58978 72711 1.85% 0.150%
36 7.839 941 944 948 rVB 370971 339215 8.65% 0.701%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc :

ALS Vvial : 21  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.904 948 955 960 rBV2 362624 498979 12.72% 1.032%
38 7.951 960 963 970 rVB 205296 298064 7.60% 0.616%
39 8.033 975 977 981 rVB 55757 50373 1.28% 0.104%
40 8.139 992 995 997 rBV 151806 128315 3.27% 0.265%
41  8.169 997 1000 1002 rVV 1322771 1336570 34.08% 2.763%
42 8.192 1002 1004 1007 rVV 4528009 3706954 94.52% 7.664%
43 8.239 1010 1012 1016 rVB2 125012 129492 3.30% 0.268%
44  8.339 1022 1029 1031 rBV7 36648 69443 1.77%  0.144%
45  8.445 1043 1047 1053 rVB5 106962 155876  3.97% 0.322%
46 8.751 1096 1099 1105 rVB2 97673 120751 3.08% 0.250%
47  8.880 1118 1121 1124 rBV 841401 651307 16.61% 1.347%
48 8.939 1128 1131 1134 rBv4 44001 49582 1.26% ©.103%
49 8.980 1134 1138 1141 rBV 396482 315124 8.04% 0.652%
50 9.245 1177 1183 1186 rBV 4531093 3870437 98.69% 8.002%
51 9.292 1188 1191 1193 rVV2 59396 61447 1.57% 0.127%
52 9.316 1193 1195 1198 rVV 125189 100606 2.57% 0.208%
53 9.416 1209 1212 1214 rVV2 76899 77133 1.97% 0.159%
54 9.439 1214 1216 1221 rVB2 46632 52221 1.33% ©.108%
55 9.504 1222 1227 1231 rBv4 93885 130287 3.32% 0.269%
56 9.551 1231 1235 1237 rBV2 63460 74019 1.89% 0.153%
57 9.580 1237 1240 1243 rWV 75416 82538 2.10% 0.171%
58 9.633 1246 1249 1256 rVB5 87919 132805 3.39% 0.275%
59 9.786 1269 1275 1278 rBV2 156002 198036 5.05% 0.409%
60 9.845 1282 1285 1287 rVB2 84018 70571 1.80% 0.146%
61 9.927 1295 1299 1303 rBV2 1324410 1095258 27.93% 2.264%
62 9.957 1303 1304 1308 rVB3 85072 57092 1.46% 0.118%
63 10.086 1321 1326 1327 rBV5 45619 68433 1.74% 0.141%
64 10.104 1327 1329 1331 rW 95240 77912 1.99% 0.161%
65 10.127 1331 1333 1336 rVB2 79294 75939 1.94% 0.157%
66 10.169 1337 1340 1342 rBV4 45009 50169 1.28% ©.104%
67 10.257 1350 1355 1359 rBV8 36052 77390 1.97% 0.160%
68 10.345 1365 1370 1374 rBV3 106693 142217 3.63% 0.294%
69 10.474 1389 1392 1395 rBV 86894 79355 2.02% 0.164%
70 10.722 1430 1434 1437 rBV 2408916 2147728 54.76% 4.440%
71 10.827 1447 1452 1457 rBV5 89862 197793 5.04% 0.409%
72 10.863 1457 1458 1462 rVB 76682 52825 1.35% 0.109%
73 11.016 1480 1484 1487 rBV5 77377 106797 2.72% 0.221%
74 11.221 1515 1519 1522 rVB4 133504 151000 3.85% ©0.312%
75 11.269 1524 1527 1529 rBV2 102555 87596 2.23% 0.181%
76 11.416 1549 1552 1555 rBV 1085774 1042237 26.57% 2.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc :

ALS Vvial : 21  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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.439 1555 1556 1561 rVB 490827 383282 9.77% 0.792%
78 11.492 1562 1565 1568 rVV 245815 199483 5.09% 0.412%
79 11.569 1575 1578 1580 rBV 92880 68531 1.75% 0.142%
80 11.621 1584 1587 1589 rBV 96451 75865 1.93% 0.157%
81 11.651 1589 1592 1595 rVWW 100777 108297 2.76%  0.224%
82 11.698 1597 1600 1606 rVB3 107680 172236 4.39% 0.356%
83 11.798 1614 1617 1619 rBV 150834 116137 2.96% 0.240%
84 11.921 1635 1638 1640 rBV2 122650 142868 3.64% 0.295%
85 11.945 1640 1642 1646 rVB 162569 165846 4.23% 0.343%
86 11.998 1648 1651 1654 rBV 76521 73892 1.88% 0.153%
87 12.033 1654 1657 1659 rBV2 176862 191540 4.88% 0.396%
88 12.104 1666 1669 1672 rVB 120062 87439  2.23% 0.181%
89 12.216 1686 1688 1690 rVB 104304 77117 1.97% 0.159%
90 12.486 1729 1734 1736 rBV3 374988 519113 13.24% 1.073%
91 12.504 1736 1737 1743 rVB2 605997 552677 14.09% 1.143%
92 12.592 1750 1752 1755 rBV 146786 112803 2.88% 0.233%
93 12.633 1756 1759 1762 rWV 972847 830996 21.19% 1.718%
94 12.668 1763 1765 1768 rVB2 258574 229003 5.84% 0.473%
95 12.868 1793 1799 1804 rBV 1206267 1264827 32.25% 2.615%
96 13.004 1818 1822 1826 rBV 3660025 3586191 91.44% 7.414%
97 13.221 1857 1859 1861 rBV 131410 111622 2.85% ©0.231%
98 14.062 1998 2002 2005 rBV2 1012123 1408962 35.93% 2.913%
99 14.092 2005 2007 2010 rVB 446163 357511 9.12% 0.739%
100 15.568 2254 2258 2261 rBV 528342 693312 17.68% 1.433%

Sum of corrected areas: 48367973
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129429.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.410 3.94 ng 193840  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 701 (6.410 min): BF129429.D\data.ms (-697) (-) m/z 105.05 100.00%
105.1
5000
120.1
91.0
39.0 830 77“0 I 6.00 6.20 6.40 6.60 6.80
Ot e e m/z 120.10  31.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘\A\H‘HH‘HH’HH‘H

120.0 6.00 6.20 6.40 6.60 6.80
m/z 91.00 12.55%

39.0 77.0 91.0
250 ety
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
—_—

6.00 6.20 6.40 6.60 6.80

o

5000 m/z 77.00 11.06%
120.0
77.0 91.0
0180390630
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 VV}L
Abundance #10721: Benzene, 1-ethyl-4-methyl- ERRRNREEA RS
105.0 6.00 6.20 6.40 6.60 6.80

m/z 106.10 8.92%

5000
120.0
77.0 91.0 ﬂ A
ol1so 390 es0 "0 T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Benzene, 1-ethyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.439 3.29 ng 162153 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 706 (6.439 min): BF129429.D\data.ms (-703) (-) m/z 105.05 100.00%
105.1
5000
51.0 77‘-0 6.20 6.40 6.60 6.80
O bt bl 2069 s 100,10 30.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.20 6.40 6.60 6.80
m/z 77.00  13.24%
77.0
O \1\5\.‘0\‘\\3\9‘"(\)\‘\\“\‘\\\M‘ T \‘{\‘H‘\\‘\H"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 l
R AR REE s A REER
6.20 6.40 6.60 6.80
5000 m/z 91.05 10.90%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl- — e
105.0 6.20 6.40 6.60 6.80
m/z 106.10 9.34%
5000
39.0 77.0 A j\
0 ?'?"?“1‘““H“MNHM‘“‘“UHM“,Mm‘uwmwuwm\ P e
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\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.710 16.44 ng 809146  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 87
3 Mesitylene 120 C9H12 000108-67-8 64
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 60
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 60
Abundance Scan 752 (6.710 min): BF129429.D\data.ms (-748) (-) m/z 105.05 100.00%
105.1
5000 120.1
? ‘ 77‘ 0 ‘ M 6.40 6.60 6.80 7.00
| ‘U‘ I R . N B ey e P Y PR N
m/z--> 20 60 80 100 120 140
Abundance #10724:Benzene,l-eﬂwh24neﬂwh
105.0
5000
6.40 6.60 6.80 7.00
7.0 120.0 m/z 117.05  29.65%
270 %10 L) ‘
O\\\‘\‘\\\‘\\“\‘\\\\‘\\‘}\“\\\‘\“‘\\\\‘\\\
miz—-> 20 40 60 100 120 140
Abundance #10726:Benzene,14ﬂhyh44neﬂwh
105.0
A
6.40 6.60 6.80 7.00
5000 m/z 118.05 24.64%
120.
77.0 0.0
o 0
(1 R “H“W“J““H“‘i‘““uq““““
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene “_“W‘rAﬁ“‘W‘LmT
105.0 6.40 6.60 6.80 7.00
m/z 57.10  19.93%
) | JAH
77.0
51.0
b T W Jb
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.939 3.68 ng 181059 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
Abundance Scan 791 (6.939 min): BF129429.D\data.ms (-788) (-) m/z 105.05 100.00%
105.1
5000 N
77.0
39.0 57.0 1210 6.60 6.80 7.00 7.20
) USRS N T m‘“‘ ol A0 aa90 100 06 41.04%
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 77.00 13.20%
39.0 .o 121.0
O \]-\5\.0‘\‘\ T \"‘\ \“i‘s\g‘.p‘\ T \“‘ T \‘\ T ““\ \‘\‘ “\ LI ‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
A ARAEEmEa
6.60 6.80 7.00 7.20
5000 m/z 91.00 9.91%
77.0
51.0
ol 20 Tl b1 IF°
miz--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 106.10 9.02%
5000
270 510 7o 121.0
) S VIR PR R s
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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-propenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.981 2.97 ng 146223 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 94
2 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 90
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 89
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 89
5 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 89
Abundance Scan 798 (6.981 min): BF129429.D\data.ms (-795) (-) m/z 117.05 100.00%
117.1
5000
91.0 o

A e

39.0 63.0 6.60 6.80 7.00 7.20 7.40
bl b L m/z 118.05  72.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10189: Benzene, 1-propenyl-
117.0
A

5000 S S | —
910 6.60 6.80 7.00 7.20 7.40

L‘H m/z 115.00 41.07%
[T T [T T T[T T[T [ TTIT Tt

39.0 3.0
?‘\5\.9\ \ T \“ T \“\ \“‘U\ T \H‘ T \M T “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0

6.60 6.80 7.00 7.20 7.40

o

5000 ITI z 91.00 26.99%
91.0
39.0 65.0
0 Ll 147.0 177.0 207.0
R e R o R R ERARESERS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10192: Benzene, 2-propenyl-

117.0 6.60 6.80 7.00 7.20 7.40

m/z 116.10 9.69%

5000 91.0
39 0 65.0 j\
0 \‘ | \“ Gl A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40

8270-BF072522.M Fri Jul 29 18:01:28 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.063 46.51 ng 2289770  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 CS9H1e 000873-49-4 64
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
Abundance Scan 812 (7.063 min): BF129429.D\data.ms (-809) (-) m/z 117.10 100.00%
117.1
5000
A A e
39.0 63.0 911 6.80 7.00 7.20 7.40
Obreprrrprrrpredrreeti bbbl 23T m/z 118,05 55.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 J‘\/‘\“H“HH“H“HH
6.80 7.00 7.20 7.40
910 m/z 115.05 32.59%
390 630 L
O\\‘\\\.\‘\H‘\‘H\\“\H\i‘\\\1’}‘\‘\\‘\H‘i‘HH“HHH‘H\’H! “HH’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10195: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 16.20%
91.0
N BT T O A |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
11v.0 6.80 7.00 7.20 7.40
m/z 62.95 8.51%
5000
91.0
39.0 s5gg
0H_kum_HLHHWH%WMZEEH‘MMHNHWHM_HWHH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF072522.M Fri Jul 29 18:01:28 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 10.66 ng 524682 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
3 3-Methylphenylacetylene 116 C9H8 000766-82-5 91

4 2-Methylphenylacetylene 116 C9H8 000766-47-2 91
5 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91

Abundance Scan 826 (7.145 min): BF129429.D\data.ms (-821) (-) m/z 115.05 100.00%

115.1
5000
63.0 89.0 6.80 7.00 7.20 7.40
39.0 \ 206.9
0l s st el e 2002 m/z 116.05 93.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9541 Indene
116.0
5000 \‘\/\\_ﬂ‘uu‘uu‘uu’\

6.80 7.00 7.20 7.40
m/z 62.95 13.02%

390 630 89.0
0 [T \‘\ . \‘ 4y ‘
TTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl-
115.0
6.80 7.00 7.20 7.40
5000 m/z 89.00 12.71%
o, 380 830 B0
\\\‘\\\\‘\\H\\“\\\‘\‘\‘\\\‘\\\”‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene Mﬁ ‘/‘\mf“ R khanas
115.0 6.80 7.00 7.20 7.40
m/z 117.00 8.72%
5000
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF072522.M Fri Jul 29 18:01:30 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.198 3.63 ng 178637 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 91
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
Abundance Scan 835 (7.198 min): BF129429.D\data.ms (-833) (-) m/z 119.05 100.00%
119.1
91.0
5000
390 650 | ‘ 135.1 6.80 7.00 7.20 7.40 7.60
o bl LTI myz 91,00 56.90%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40 7.60
910 m/z 105.05 56.01%
T \1\5‘\-? T ‘\ \3\9‘"0\ T ‘1‘ T ‘6‘15“.\0\ \‘H‘ T \‘\'\ “1“\ \Hw T \1?\":\_)‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 51.43%
91.0
ol 250 30 L &R0 Ll FRY
m/z--> 0 20 40 60 80 100 120 140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 91.95 18.83%
5000
91.0
BT N1
AP RS R e SRR
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF072522.M Fri Jul 29 18:01:31 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21

Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
7.839 5.08 ng 339215 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 81
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
Abundance Scan 944 (7.839 min): BF129429.D\data.ms (-941) () m/z 117.05 100.00%
117.1
5000
5.0 7, 911 M ﬂ 7.60 7.80 8.00 8.20
obridi 2 L 48890 4772135 00 37.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
7.60 7.80 8.00 8.20
m/z 115.00 25.39%
39.0 65.0 91.0
O+ T \‘\ T \““\ \“U\ “‘U\ \”\“‘ T \“\ T |‘W\ \h‘”| \%\5\.‘0\ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
R L AERaREENEE
7.60 7.80 8.00 8.20
5000 m/z 131.00 21.23%
390 50 910
J— w“u el ‘hﬂ, B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene R AR
117.0 7.60 7.80 8.00 8.20
m/z 91.10 12.61%
5000
91.0
390 450 ‘ ‘
0\‘\‘\\\“\\““\“‘\‘\\1““\\”\“‘}‘\\ |\1“\‘\‘\\\\‘\\\\‘\ R R RERRRRES
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF072522.M Fri Jul 29 18:01:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Benzene, 1-methyl-4-(2-prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.904 7.47 ng 498979  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 64
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 50
3 p-Cymene 134 CleH14 000099-87-6 50
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 50
5 o-Cymene 134 C10H14 000527-84-4 50
Abundance Scan 955 (7.904 min): BF129429.D\data.ms (-948) (-) m/z 119.05 100.00%
119.1
5000
91.0
43.0 65.0 7.60 7.80 8.00 8.20
ool L WL 1580 2070 197 65 79.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
11v.0
5000 T T T T T T T T T T T
91.0 7.60 7.80 8.00 8.20
m/z 134.05 38.71%
27.0 =0
O \\\‘\h'\ \““\\“”\“m\ \H‘\‘H‘ T \H\“h‘\\!“\‘U‘“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.00 32.89%
91.0
390 66.0 ‘
NEEL R 00 A S " A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene AT R
119.0 7.60 7.80 8.00 8.20
m/z 132.00 27.19%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

8270-BF072522.M Fri Jul 29 18:01:34 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 14 Benzene, 1-butynyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.951 4.46 ng 298064  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-butynyl- 130 CleH1ie 000622-76-4 96
2 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
3 2-Methylindene 130 C10H10 002177-47-1 93
4 Benzene,1-methyl-1,2-propadienyl- 130 CleHie 022433-39-2 91
5 Benzene, (1-methyl-2-cyclopropen... 130 C1eH1e 065051-83-4 91
Abundance Scan 963 (7.951 min): BF129429.D\data.ms (-960) (-) m/z 130.05 100.00%
130.1
5000
\ A
570 L LA L L L R BRI
41 0 ‘ ‘ 85.1 102.0 7.60 7.80 8.00 8.20
o e g L T L1812 195 00 85.15%
m/z--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl-
115.0
5000 L L LA BN B R R B
7.60 7.80 8.00 8.20
m/z 129.00  75.96%
63.0
89.0 131.0
O \].\5\9\\\3\9‘0\\“\ T “M‘\ \H“‘ \‘1‘\ T ’ \ T \ 1 ‘ \‘ \\’\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
\ \‘\\\\‘\\\\‘\\\\‘\\\\’\
7.60 7.80 8.00 8.20
5000 m/z 128.00 39.83%
51.0
270 ‘ 770 102.0 ‘
0 ‘““f‘ﬁ“ﬂ“‘“HH““‘H“‘\“M“,““
miz--> 20 40 80 100 120 140 \
Abundance #15022.2—MethyHndene T
130.0 7.60 7.80 8.00 8.20
m/z 127.00  18.38%
5000
51.0
28.0 | 77.0  102.0
0 ““‘u““‘M“‘M‘NW““‘fM““““‘,““ P
m/z--> 20 40 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF072522.M Fri Jul 29 18:01:35 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.827 3.80 ng 197793 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 93
2 Hexadecane 226 CleH34 000544-76-3 70
3 Tridecane 184 C13H28 000629-50-5 64
4 Tetracosane 338 C24H50 000646-31-1 62
5 Heneicosane 296 C21H44 000629-94-7 62
Abundance Scan 1452 (10.827 min): BF129429.D\data.ms (-1447) () ' m/z 57.05 100.00%
57.0
190 10.50 11.00
183.1 . : :
L — \“““‘“‘“‘ Db 0 228 8830 7105 71.53%
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — ——
10.50 11.00
113.0 m/z 43.10 63.64%
1830
O ‘\\\\ \2‘\26\.0\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
— ——
10.50 11.00
5000 m/z 41.10 38.28%
99.0
g0, || 20 mormozme MM
miz--> 50 100 150 200 250 300
Abundance #59026: Tridecane “ —
57.0 10.50 11.00
m/z 85.10 30.69%
h W
99.0
s | L 20 motseo el
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF072522.M Fri Jul 29 18:01:35 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 2-Bromo dodecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.698 3.31 ng 172236  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 81
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 74
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 74

Abundance Scan 1600 (11.698 min): BF129429.D\data.ms (-1597) (- m/z 57.05 100.00%
e

.0
5000

—
116.1 197.1 11.50 12.00

- Ul 980 T 24492811 3231 0 4306 65.07%

m/z--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0

5000

T
11.50 12.00
m/z 71.10 62.68%

99.0 169.0
150 | 1|0 | 1340" T 2e80
mi/z--> 50 100 150 200 250 300
Abundance #158599: Nonadecane
57.0

T
11.50 12.00

o

5000 m/z 85.05 42 .95%
‘ ;0 268.0
YV 183.0 ‘
s L1 o zme |
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane T ——
57.0 11.50 12.00

m/z 41.10  25.58%

e 'J\WMJUW

99.0
o150 “M Ly 40 1989

T
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF072522.M Fri Jul 29 18:01:36 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 17 Anthracene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.18 ng 165846  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
Abundance Scan 1642 (11.945 min): BF129429.D\data.ms (-1640) (- m/z 192.10 100.00%
192.1
5000
12.00
95.0 151. Ju :
ob 2O L TRl 229.0 27418111346, s 191,10 51.66%
miz--> 50 100 150 200 250 300
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 LN
12.00
m/z 189.05  24.59%
96.0
|l 1390
O\\\‘\‘\\H\‘\\\‘\i\”‘\‘\h’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl-
192.0
—
12.00
5000 m/z 193.10 16.13%
o300 960 1390 |
e
miz--> 50 100 150 200 250 300
Abundance #67026: Anthracene, 9-methyl- —
192.0 12.00
m/z 190.05 14.70%
5000
96.0
39.0 ‘\ 152.0
0Lttt el JUL
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 18 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.033 3.68 ng 191540  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 30
5 2,6-Dichloro-5-fluoronicotinonit... 190 C6HC12FN2 082671-02-1 30

Abundance Scan 1657 (12.033 min): BF129429.D\data.ms (-1654) (- m/z 190.05 100.00%
19p.1
5000
94.9 I
12.00
139.1 m 2431
oMl H SO L 24312821 3413 ) 18910 97.80%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 1
94.0 12.00
4. m/z 192.10  69.84%
o300 \‘\ 1370, |
L ‘ T T T T T ‘ \ LI ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
P
12.00
5000 m/z 191.10 55.47%
o230 70 1520
\\\‘\‘\\\‘\\\\‘\\\"\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #67041: Phenanthrene, 4-methyl- e
192.0 12.00
m/z 187.05 19.52%
5000
95.0
ob b9 k. 1520 ‘M“ — o
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 10,13-Octadecadienoic acid,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.486 9.96 ng 519113 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 96
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 96
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 95

Abundance Scan 1734 (12.486 min): BF129429.D\data.ms (-1729) (- m/z 67.00 100.00%
67.0

S

154.0 P
LA 1981 2621 3312 3861

Al

m/z--> 50 100 150 200 250 300 350
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0

5000

o

5000 R
09.0 294.0 12:50
b ' ’ m/z 55.10 74.74%
: 150.0
0 — 1“ 1““ 5 h’”“\‘“\m\“\ "h \‘h\“‘\ \" T }.\ T \“\ T \" LA e
L “ LL L, 2200 |
miz--> 50 100 150 200 250 300 350
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
——
12.50
5000 m/z 41.10 61.37%
09.0 294.0
‘ ‘ “ 150.0
N T 1 W O
m/z--> 50 100 150 200 250 300 350

Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester ——
67.0 12.50
m/z 95.05 55.00%

5000
09.0
R7.
L

1500 294.0
JURR by 2230 VS

T
m/z--> 50 100 150 200 250 300 350 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acq On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 11-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.504 10.61 ng 552677  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94
4 10-Octadecenoic acid, methyl est... 296 C19H3602 013038-45-4 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93
Abundance Scan 1737 (12.504 min): BF129429.D\data.ms (-1736) (- m/z 55.10 100.00%
5I:
5000 JL
R \
“ 1431 2041 2641 12.50
0L \“" Hh L \\‘\h“H\“M“\‘\‘H’\‘\ i L\ ‘h‘u‘ ‘\\‘ ‘ ‘“‘ 311 1353‘3‘ - m/z 69.10 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0
5000 — :
o 264.0 12:50
' m/z 41.10 59.86%
L gesoete |
ok ‘h‘ . Ay ‘u\‘m‘w\“‘u ’m‘m‘ } - 1“‘\“\ Y S
miz--> 50 100 150 200 250 300 350
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
R \
12.50
5000 m/z 74.00 58.02%
oL “\“ “’\“
m/z--> 50 100 150 200 250 300 350
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester = ‘
55.0 12.50
m/z 83.10 49.68%
5000
6.0
“ | 37.0180.0222.0264.0
O e
m/z--> 50 100 150 200 250 300 350 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129429.D

Acqg On : 29 Jul 2022 02:21
Operator : CG\JU

Sample : N3925-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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... 6.410 3.9 ng 193840 1 6.886 984579 20.0
Benzene, 1-ethy... 6.439 3.3 ng 162153 1 6.886 984579 20.0
Mesitylene 6.710 16.4 ng 809146 1 6.886 984579 20.0
Benzene, 1,2,3-... 6.939 3.7 ng 181059 1 6.886 984579 20.0
Benzene, 1-prop... 6.981 3.0 ng 146223 1 6.886 984579 20.0
Indane 7.063 46.5 ng 2289770 1 6.886 984579 20.0
Indene 7.145 10.7 ng 524682 1 6.886 984579 20.0
Benzene, 4-ethy... 7.198 3.6 ng 178637 1 6.886 984579 20.0
1H-Indene, 2,3-... 7.839 5.1 ng 339215 2 8.169 1336570 20.0
Benzene, 1-meth... 7.904 7.5 ng 498979 2 8.169 1336570 20.0
Benzene, 1-buty... 7.951 4.5 ng 298064 2 8.169 1336570 20.0
3-Ethyl-2,6,10-... 10.827 3.8 ng 197793 4 11.416 1042240 20.0
2-Bromo dodecane 11.698 3.3 ng 172236 4 11.416 1042240 20.0
Anthracene, 2-m... 11.945 3.2 ng 165846 4 11.416 1042240 20.0
4H-Cyclopenta[d... 12.033 3.7 ng 191540 4 11.416 1042240 20.0
10,13-0Octadecad. . 12.486 10.0 ng 519113 4 11.416 1042240 20.90
11-Octadecenoic... 12.504 10.6 ng 552677 4 11.416 1042240 20.0
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