LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION

Signal : TIC: BN@23763.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.028 153 160 175 rVB 713867 1003989 1.88% 0.636%
2 5.369 381 388 397 rBvV 232757 342489 0.64% 0.217%
3 5.505 405 411 425 rVB 669487 1298319 2.43% 0.823%
4 5.881 464 475 482 rBV2 421977 884094 1.65% 0.560%
5 6.969 654 660 665 rBV 114492 171275 0.32% 0.109%
6 7.028 665 670 673 rBV 61457 107479 0.20% 0.068%
7 7.165 678 683 690 rVB 141401 214007 ©0.40% 0.136%
8 7.216 696 702 708 rBV 145058 225444  0.42% 0.143%
9 7.416 730 736 743 rVB 141848 221112 0.41% 0.140%
10 7.528 749 755 762 rBV 469752 740174 1.38% 0.469%
11 7.605 762 768 781 rVB 1431102 2295301 4.29% 1.454%
12 7.887 810 816 824 rBV 753138 1169400 2.19% 0.741%
13 7.999 830 835 842 rVB 165480 254269 ©0.48% 0.161%
14 8.263 872 880 888 rBV 1572351 2467721 4.61% 1.563%
15 8.428 900 908 919 rVB 5638509 9027827 16.88% 5.720%
16 8.599 931 937 946 rBV2 107577 188333 ©.35% 0.119%
17 8.740 953 961 968 rBV 637684 982435 1.84% 0.622%
18 8.993 995 1004 1009 rBvV2 47849 104978 ©.20% 0.067%
19 9.057 1009 1015 1021 rBV2 180726 372040 0.70% 0.236%
20 9.110 1021 1024 1032 rVB 171246 264277 0.49% 0.167%
21  9.252 1040 1048 1055 rBV 326036 510888 ©.96% 0.324%
22 9.375 1055 1069 1075 rVV2 810353 1888153 3.53% 1.196%
23 9.434 1075 1079 1088 rwVv 261422 410134 0.77% 0.260%
24  9.522 1088 1094 1099 rVV 46356 74304 0.14% 0.047%
25 9.581 1099 1104 1114 rVB 44530 70148 0.13% 0.044%
26 9.781 1128 1138 1146 rBV 131931 225530 0.42% 0.143%
27 9.946 1160 1166 1170 rBV 113654 185556 ©.35% 0.118%
28 10.022 1175 1179 1185 rVB 63456 97612 0.18% 0.062%
29 10.093 1185 1191 1195 rBV2 221535 472240 0.88% 0.299%
30 10.193 1203 1208 1213 rBV 202788 385397 0.72% 0.244%
31 10.322 1223 1230 1239 rVB 210403 380643 0.71% 0.241%
32 10.410 1239 1245 1250 rVvV 45337 77932 0.15% 0.049%
33 10.457 1250 1253 1263 rVB 37362 66956 ©0.13% 0.042%
34 10.640 1268 1284 1288 rBV3 77087 204894 ©0.38% 0.130%
35 10.704 1288 1295 1298 rVV 772236 1541850 2.88% 0.977%

36 10.787 1298 1309 1314 rVV 20448386 53477971 100.00% 33.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION
37 10.881 1314 1325 1333 rVV 3577475 6028914 11.27%  3.820%
38 11.063 1351 1356 1360 rBV2 45399 77011 0.14% 0.049%
39 11.116 1360 1365 1372 rVB2 52802 100618 0.19% 0.064%
40 11.346 1396 1404 1413 rVB6 27054 71382 0.13% 0.045%
41 11.810 1474 1483 1494 rBV7 32208 88741 0.17% 0.056%
42 12.087 1526 1530 1537 rVB3 44788 76078 0.14% 0.048%
43 12.257 1555 1559 1564 rVV 110305 178971 ©.33% 0.113%
44 12.363 1564 1577 1584 rVV 2731540 4150107 7.76% @ 2.629%
45 12.481 1591 1597 1602 rVV 99422 178975 ©.33% 0.113%
46 12.581 1602 1614 1624 rVB 1919905 3005281 5.62% 1.904%
47 12.816 1650 1654 1661 rVB3 61831 95281 0.18% 0.060%
48 12.998 1681 1685 1689 rBV2 65540 125589 ©.23% 0.080%
49 13.281 1724 1733 1741 rBV6 62702 173038 0.32% 0.110%
50 13.369 1741 1748 1758 rVB 213312 371639 0.69% 0.235%
51 13.504 1763 1771 1776 rVB3 40754 80957 0.15% 0.051%
52 13.587 1776 1785 1794 rVBS8 36785 84977 0.16% 0.054%
53 13.669 1794 1799 1863 rBV3 56479 99256 0.19% 0.063%
54 13.710 1803 1806 1814 rVB4 50335 78391 0.15% 0.050%
55 13.851 1825 1830 1835 rvVv 74012 128662 ©.24% 0.082%
56 13.945 1842 1846 1852 rVB 389577 525867 ©.98% 0.333%
57 14.228 1888 1894 1904 rVB3 440902 762117 1.43% 0.483%
58 14.539 1935 1947 1952 rBV 1465423 2293979 4.29% 1.453%
59 14.598 1952 1957 1964 rVvV 438571 727031 1.36% 0.461%
60 14.669 1964 1969 1978 rVV 560410 861876 1.61%  0.546%
61 14.810 1984 1993 2001 rBV 460447 672505 1.26% 0.426%
62 14.945 2010 2016 2024 rVV2 236499 561840 1.05% 0.356%
63 15.010 2024 2027 2038 rVB 71248 118502 ©0.22% 0.075%
64 15.528 2110 2115 2120 rVB 595751 806265 1.51% 0.511%
65 15.645 2130 2135 2141 rBV 143396 206974 ©.39% 0.131%
66 15.704 2141 2145 2149 rBV2 64256 87244 0.16% 0.055%
67 15.892 2171 2177 2182 rVB2 73162 141222 0.26% ©0.089%
68 15.963 2182 2189 2193 rBV4 30236 67550 0.13% 0.043%
69 16.257 2229 2239 2248 rBV2 490138 1070030 2.00% 0.678%
70 16.369 2254 2258 2263 rBV 87976 131626 ©.25% ©0.083%
71 16.469 2267 2275 2283 rVW 490730 965893 1.81% 0.612%
72 16.545 2283 2288 2300 rVvV2 396807 756266 1.41% 0.479%
73 16.798 2324 2331 2339 rBV2 362438 685959  1.28%  0.435%
74 16.933 2345 2354 2365 rVB2 564296 1023895 1.91% 0.649%
75 17.045 2368 2373 2379 rBV3 72829 157900 ©0.30% 0.100%
76 17.104 2379 2383 2389 rBv4 47343 69799 0.13% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©10523.M
Title : SVOA CALIBRATION

77 17.169 2389 2394 2402 rVB2 133537 246963 0.46% 0.156%
78 17.239 2402 2406 2408 rBV 122654 143458 ©0.27% 0.091%
79 17.281 2408 2413 2419 rBV 1975069 2685855 5.02% 1.702%
80 17.345 2419 2424 2425 rBV3 60782 88232 0.16% 0.056%
81 17.381 2425 2430 2435 rBV 793267 1071365 2.00% 0.679%
82 17.457 2440 2443 2453 rVB8 58702 147732 0.28% 0.094%
83 17.651 2469 2476 2478 rBV 156378 251512 0.47% 0.159%
84 17.686 2478 2482 2487 rVB 1036243 1387746 2.59% 0.879%
85 17.786 2494 2499 2505 rBV3 290609 525528 ©.98% 0.333%
86 17.857 2506 2511 2520 rVV4 138921 343752 0.64% 0.218%
87 18.063 2544 2546 2552 rVB3 56403 81267 ©.15% ©.051%
88 18.122 2553 2556 2560 rBV3 62469 85660 0.16% 0.054%
89 18.186 2560 2567 2581 rBV 3142192 4563806 8.53% 2.892%
90 18.557 2626 2630 2636 rBV2 41094 66440 0.12% 0.042%

91 19.333 2753 2762 2765 rBV 8659630 16459745 30.78% 10.428%

92 19.357 2765 2766 2780 rVV3 4881456 8484143 15.86% 5.375%
93 19.463 2780 2784 2804 rVB 1422067 2276798  4.26%  1.443%
94 19.675 2815 2820 2826 rVB 799158 1019672 1.91% ©.646%
95 21.174 3071 3075 3084 rVB2 165028 205162 0.38% ©.130%
96 21.386 3108 3111 3115 rBV 67700 78120 0.15% 0.049%
97 21.474 3121 3126 3132 rBV 2408601 2911071 5.44%  1.844%
98 22.151 3237 3241 3246 rBvV2 397571 566571 1.06% ©.359%
99 23.733 3505 3510 3525 rVB2 493812 1141957 2.14% 0.724%
100 23.904 3531 3539 3547 rVB2 1349971 2708476 5.06% 1.716%

Sum of corrected areas: 157834410
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Data Path :

Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier:

Quant Method

Quant Title : SVOA CALIBRATION

TIC Library

1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M

TIC Integration Parameters: LSCINT.P
Abundance TIC: BN023763.D\data.ms
2e+07 10.y87
1.5e+07
1e+07
8.428
5000000
10.881
4.028 5 760@ 8.26
. ' 5.36° 5.881 eroperel 20 13600 | | 808 haotrbiate rasanmmeamtin/inonmads 11.0
\\\‘\\\\‘\\\\‘\\\\\\\\‘1—v—r\ [ I 7_17\‘ \\\\T_V’\‘Y\\‘\‘r\‘r\\\\‘\\\\\j_\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN023763.D\data.ms
2e+07
1.5e+07
1e+07
e+0 19.333
5000000 19,857
12.363 18.186
12.581 & 463
17.3 '119.675
ol12t mg&%z szmgawﬂg 228‘?@@650 15%9&9&%”%% 18.557 A
e S SISl A St et Ao iVAco0 L STALLES AL e o e o e o e B BN B o
Time--> 1200 12.50 1300 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 18.50 19.00 19.50 20.00
Abundance TIC: BN023763.D\data.ms
2e+07
1.5e+07
1e+07
5000000
21.474
23.904
21.914386 22.151 23.7%R
Oﬁ\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
6.969 2.93 ng/ul 171275 1,4-Dichlorobenzene-d4 7.887

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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 660 (6.969 min): BN023763.D\data.ms (-654) (-) m/z 105.00 100.00%
109.0
5000 J\ j\
T e
650, | ( 6.60 6.80 7.00 7.20
Ol b 2089 2808 s 120,10 29.39%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \‘HH‘HH‘HH‘\/\\H’\
6.60 6.80 7.00 7.20
m/z 91.00 13.53%
39.0
0\\\‘\‘H\“‘\\“V\”"\‘Zﬁ‘ﬁ‘ou‘h“1‘\\‘\“‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.00 12.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl- RS T
105.0 6.60 6.80 7.00 7.20
m/z 79.00 10.06%
5000
39.0
A .8 Y S ——
miz--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Benzofuran Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.605 39.26 ng/ul 2295300 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 93
2 Benzofuran 118 C8H60 000271-89-6 91
3 Benzofuran 118 C8H60 000271-89-6 90
4 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 81
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 58

Abundance Scan 768 (7.605 min): BN023763.D\data.ms (-762) (-) m/z 118.00 100.00%

118.0
89.0
5000
BB B e e e
39.0 ) 7.20 7.40 7.60 7.80 8.00
Obprrrdhidoll b 2069 280 ..; g9 @ 53.44%
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #10175: Benzofuran
118.0
5000 [T
900 7.20 7.40 7.60 7.80 8.00
m/z 90.00 44.,05%
39.0
0 ’\”\‘\\““\‘\HHW\H‘\W‘\\‘HH“\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #10174: Benzofuran
118.0
BB B i i
7.20 7.40 7.60 7.80 8.00
5000 m/z 62.95  26.20%
90.0
39.0
T O —
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #10173: Benzofuran R R e RN
118.0 7.20 7.40 7.60 7.80 8.00
m/z 62.00 11.66%
5000
90.0
39.0 H
Ot e e e e e e RARRE R T R A

m/z--> 20 40 60 80 100120140 160180200220240260280 7.20 7.40 7.60 7.80 8.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BN©23763.D

: 23 Jan 2023 21:48
: CG/JU

: 01216-01DL 5X

: 17  Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M

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, 1,2,3-trimethyl

7.999

Hit# of

- Concentration Rank 27

EstConc Area Relative to ISTD R.T.
"""""" 435 ng/ul 254269 1.4-Dichlorobenzene.dd  7.887

5 Tentative ID MW MolForm CASH# Qual
""""""""""""""""""""""" 120 COH12  000526-73-8 97

1 Benzene, 1,2,3-trimethyl-

2 Mesitylene 120 C9H12 000108-67-8 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 835 (7.999 min): BN023763.D\data.ms (-830) (-) m/z 105.05 100.00%
105.1
5000 120.1
.
39.0 63.0 77.0 91.0 7.60 7.80 8.00 8.20 8.40
Orerrerreprerrrnbier e thor el it el - mjz 120,05 38.80%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 e
120.0 7.60 7.80 8.00 8.20 8.40
70 m/z 77.00 12.62%
39.0 0 910
0 H‘1\\5\.\0‘\\\}‘HH“‘H\\N{‘H\G‘?\“P\‘H\m‘\\H“H\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #10692: Mesitylene
105.0
S R
7.60 7.80 8.00 8.20 8.40
5000 120.0 m/z 90.95 10.28%
77.0
) 91.0
ST . T TR Wi i Y
miz-> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #10694: Mesitylene P e e
105.0 7.60 7.80 8.00 8.20 8.40
m/z 119.10 9.33%
120.0
5000
20 00 OO
Ottt e e e e e N A e
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.263 42.20 ng/ul 2467720 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Indane 118 C9H10 000496-11-7 83
5 Deltacyclene 118 C9H1e 007785-10-6 74
Abundance Scan 880 (8.263 min): BN023763.D\data.ms (-872) (-) m/z 117.10 100.00%
1171
5000 ]\ ‘A
90 \\\‘\\\\‘\\\\‘\\\\‘\\\\
39.0 63.0 779 ‘ 8.00 8.20 8.40 8.60
Obrrrprrrrprrreprrprreefir bbbt O i m/z 118,10 54.55%
miz--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 T T T
8.00 8.20 8.40 8.60
m/z 115.00 32.90%
390 630 91.0
0\H’H\\’\H\O’\\H"H\\"‘\H‘\"\‘\.‘H‘\7\\7\‘0\\\\“\\\1‘9\4.\\()‘\\!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
R RRREEE SRR e
8.00 8.20 8.40 8.60
5000 m/z 91.00 16.87%
39.0 589 91.0
oL 130280 | 4 1l TTO | toso |
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10180: Indane S, SN BN
117.0 8.00 8.20 8.40 8.60
m/z 63.00 8.39%
5000
39.0 63.0 91.0 ‘
2
0189230 Ly ll e a0 Al
miz--> 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 1Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.428 154.40 ng/ul 9027830 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 CO9H8 000095-13-6 95
3 Indene 116 C9H8 000095-13-6 94
4 1-Propyne, 3-phenyl- 116 CO9H8 010147-11-2 94
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91

Abundance Scan 908 (8.428 min): BN023763.D\data.ms (-900) (-) m/z 114.95 100.00%

118.0
5000

s90 030 830 8.20 8.40 8.60 8.80
o"_‘H‘H‘m‘uquH‘NMH‘HH‘H‘L‘H‘_‘H_‘M‘lgﬁﬂu‘_ m/z 116.10  92.60%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9542: Indene /\
116.0
5000 AR AN RERRSATAS

8.20 8.40 8.60 8.80
m/z 89.00 14.35%

39.0 63.0 89.0
HE§9M”m‘HW“WMJHWH‘WH‘MH‘WHH\HM\HHM‘HM
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #9543: Indene
116.0

8.20 8.40 8.60 8.80

o

5000 m/z 63.00  13.94%
39.0 670 89.0
0H‘HM‘\\\1“\\\\“\\\‘1“1\‘\\‘\1‘\\‘\\1‘1“\\\\‘\\\\‘\‘} S EaRa
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #9541: Indene
116.0 8.20 8.40 8.60 8.80

m/z 117.00 8.82%

5000
390 60 890 | }\
[T ] L m

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Benzonitrile, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.740 16.80 ng/ul 982435 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 97
2 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 97
3 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 97

4 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 97
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 97

Abundance Scan 961 (8.740 min): BN023763.D\data.ms (-953) (-) m/z 117.00 100.00%

117.0
5000 9.0 /\
63.0 T T T A T
39.0 ‘ 8.40 8.60 8.80 9.00
oH_m_m‘mw“WJMW‘HWM e 1929 L m/z 116.00  63.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9750: Benzonitrile, 4-methyl-
117.0
5000 T T T T T T
90.0 8.40 8.60 8.80 9.00
m/z 90.00 51.48%
39.0 63.0
0\\‘\H\‘\2\6\\0‘\\\\‘\H\‘HH\\‘1‘1‘\\‘\7\6\\0‘\\\1“\\\1\93\.\0\‘\\\1‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9762: Benzonitrile, 3-methyl-
117.0
e e
8.40 8.60 8.80 9.00
5000 90.0 m/z 89.00 34.19%
39.0 630
Obrprrerr 2l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9761 Benzonitrile, 3-methyl- AV Y | W
117.0 8.40 8.60 8.80 9.00
m/z 63.00 18.27%
5000
90.0
39.0 63.0
o‘WH“?99‘”:“m‘;www‘m?ﬁ_”‘_“193}9_”!_”‘ L N S
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_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Benzonitrile, 3-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.110 4.52 ng/ul 264277 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 96
2 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 96
3 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 96
4 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 96
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 95
Abundance Scan1024(9110rnk0:BN023763ENdamrns(1021)0) m/z 117.00 100.00%
17.0
5000
63.0 T
39‘-0 | 8.80 9.00 9.20 9.40

oH_m_m‘ml‘w}‘mH“Hw:wwwwww‘l_m m/z 116.00  79.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9751: Benzonitrile, 3-methyl-

117.0
5000 9.0
8.80 9.00 9.20 9.40
39.0 63.0 m/z 90.00 48.74%
0\\‘\H\‘\2\6\\0‘\\\‘1‘\H\“}\H“H‘H‘?ﬁ\?\\\1“\\\1‘\\\\‘\\\1‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9757: Benzonitrile, 4-methyl-
117.0
“_‘H‘H“_‘H‘H“
8.80 9.00 9.20 9.40
5000 90.0 m/z 89.00  32.93%
39.0 63.0
Ol 288 el L) il il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9759: Benzonitrile, 4-methyl- ‘w“‘w“‘w““w“‘
117.0 8.80 9.00 9.20 9.40
m/z 63.00 19.23%
5000 90.0
390 930
O 280 L TR0 M0s0 | H_WW_WW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Benzofuran, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.252 8.74 ng/ul 510888 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91

Abundance Scan 1048 (9.252 min): BN023763.D\data.ms (- 1040) (-) m/z 131.00 100.00%

13f.
5000
77.0 1030

“ ] M 9.00 9.20 9.40 9.60
| |y | Il

oH‘HH_‘H_m_m_HWwHH‘HH_M!m,w_wHw m/z 132.60  89.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 AT T T

9.00 9.20 9.40 9.60
51.0 77.0 103.0 m/z 77.00 25.42%

27.0 ‘ | i
\\‘HH‘\\\\‘\\\1“\‘\\\“\\\‘}‘\‘1\‘\‘\H\!‘\\H‘HH‘HH’HH‘HH"\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0

9.00 9.20 9.40 9.60

o

5000 m/z 103.60  23.27%
51.0
7.0 1030
27.0 ‘

0wHH_‘M‘Hu“_m‘w”NHwMHH_wlm,w_m}“w

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16664: Benzofuran, 2-methyl- A REmamnaE

131.0 9.00 9.20 9.40 9.60

m/z 50.95 22.67%

5000

77.0
i \\ T
1 gy |

O v ety e e el R REASE A AL
miz—> 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_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 3-Phenyl-2-propyn-1-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.375  24.49 ng/ul 1888150  Naphthalene-d8 10.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 90
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90

Abundance Scan 1069 (9.375 min): BN023763.D\data.ms (- 1055) (-) m/z 130.95 100.00%

130.
5000
77.0 104.0

d M H 900920940950
|y (I 1l ‘

36 o
Obrprrreprrr 00l bl m/z 132005 82.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 \‘HH‘HH‘HH‘HH‘\

9.00 9.20 9.40 9.60
51.0 77.0 103.0 m/z 77.00 23.66%

27.0 ‘ | '
\\‘HH‘HH‘H\1“\‘\\\l\\\\‘}‘1‘1\‘\M!‘\H\‘HH‘\}H‘HH‘HH‘ \H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16666: Benzofuran, 2-methyl-
131.0

9.00 9.20 940 9.60

o

5000 m/z 104.0 22.16%
51.0 77.0 103.0
0*w*HW%ZRH“MHwHHM”*MJMHHMH*J“WHHM*HNHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl- S RERAE ‘ T
131.0 9.00 9.20 9.40 9.60

m/z 50.95 21.77%

5000
51.0 77.0 103.0
0 27.0 \‘ ‘\ ‘\ |

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_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 2-Propenal, 3-phenyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.434 5.32 ng/ul 410134  Naphthalene-d8 10.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
5 5-Methylbenzimidazole 132 C8H8N2 000614-97-1 87
Abundance Scan 1079 (9.434 min): BN023763.D\data.ms (-1075) (-) m/z 131.00 100.00%
131.0
5000 A/\/\
103.0 \\\\‘\\\\‘\\\\’\\\\‘\\\
51‘-0 7.0 | 9.20 9.40 9.60 9.80
O b 2088 ) 137 00 68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 A,
9.20 9.40 9.60 9.80
m/z 103.00 17.03%
51.0 77.0 103.0
0 \\\‘2\7\-\\“‘\\“}\“‘\“\\‘i“\\\\“‘}\\\‘\\ LN B L B I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16666: Benzofuran, 2-methyl-
131.0
A
9.20 9.40 9.60 9.80
5000 m/z 77.00 15.85%
51.0 77.0 103.0
obr 20 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16668: 2-Propenal, 3-phenyl- R ABRREEEE TS
131.0 9.20 9.40 9.60 9.80
m/z 51.00 13.60%
103.0
5000 77.0
51.0
ol 220
miz--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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, 1l-ethenyl-4-ethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.946 2.41 ng/ul 185556  Naphthalene-d8 10.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
Abundance Scan 1166 (9.946 min): BN023763.D\data.ms (-1160) (-) m/z 117.00 100.00%
117.0
5000
=
51.0 9%'0 ‘ 10.00
0 bbbl Wb 20700y, 130 05 38.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 /\ ‘
10.00
o 91.0 m/z 115.00  28.26%
27.0 ’
0\\\‘\‘H\“\\“\\‘WH\“\\“\\‘Hi‘uH‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e
10.00
5000 m/z 131.00  22.20%
39.0 g50 910
0"“w‘uw“u“‘1““‘!‘””‘“_w“““m‘“‘wl““‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- ‘A} 4
117.0 10.00
m/z 90.95 14.78%
5000
39.0 g50 910 ‘ M
) S A VOO WO 1 — | -t
mlz--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.093 6.13 ng/ul 472240  Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 74
Abundance Scan 1191 (10.093 min): BN023763.D\data.ms (-1185) (- | m/z 116.95 100.00%
117.0
5000
91.0 T
51.0 10.00
0l Ml 2069 5 930 05 37.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 = |
91-0 10-00
51.0 m/z 114.95 34.36%
270~ ‘ ‘
0\\\‘\\\\‘\\‘U\““U\\h\‘\\‘f‘\“H\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
N
10.00
5000 m/z 119.10  23.14%
91.0
39.0 650 ‘ ‘
NS OV )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- A — ‘
117.0 10.00
m/z 131.00 22.02%
5000
39.0 50 91.0 ‘ M
0 H‘_\‘“‘ﬂuﬂw‘M‘H“H‘M‘WL‘H“_‘H“H‘_“‘ L LA A
miz--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 2-Methylindene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

10.193 5.00 ng/ul 385397 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Benzene, 1-butynyl- 130 Cl1eH1e 000622-76-4 96
3 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94

Abundance Scan 1208 (10.193 min): BN023763.D\data.ms (-1203) (- m/z 115.00 100.00%

115.0
5000
\

VAUNE —
51.0 770 10.00 10.50
0 e 2980 m/z 130.00  97.22%
miz-—-> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000 A A
10.00 10.50
m/z 129.60 81.67%

o

51.0
280, | 77.0 102.0
\\\‘\‘}.\\“\\H\“‘!‘\\H}“‘\\‘\\[“\\!1‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl-
115.0

oty Pt
10.00 10.50

5000 m/z 127.95  39.38%
63.0 ggp0
Rt W e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15032: 1H-Indene, 3-methyl- /k‘ ‘ o
130.0 10.00 10.50

m/z 127.00  19.55%

5000
51.0
oo gmowmo |

P
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 Benzonitrile, 3,4-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.640 2.66 ng/ul 204894  Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 3,4-dimethyl- 131 C9HON 022884-95-3 96
2 2,3-Dimethylbenzonitrile 131 CSOHON 005724-56-1 96
3 Benzonitrile, 3,5-dimethyl- 131 CO9H9N 022445-42-7 95
4 2,5-Dimethylbenzonitrile 131 C9HSN 013730-09-1 94
5 2,5-Dimethylbenzonitrile 131 C9HON 013730-09-1 93
Abundance Scan 1284 (10.640 min): BN023763.D\data.ms (-1268) (- | m/z 116.00 100.00%
116.0
Ju UL
390 T T I T T T T I T
77.0 45 .y 10.50 11.00
0. w9 20r0 O m/z 119.00  57.71%
m/z--> 50 100 150 200 250
Abundance #16080: Benzonitrile, 3,4-dimethyl-
116.0 ﬂ\
5000 T ‘/\ —
10.50 11.00
m/z 130.95 55.17%
390 77.0 ‘
01— ‘\ \‘ “\ ‘\‘ ‘M‘\‘ ‘H \\h “ u“‘ T
m/z--> 50 100 150 200 250
Abundance #16074: 2,3-Dimethylbenzonitrile
116.0
A vl
10.50 11.00
5000 91.00  48.26%
390 77.0 ‘
oL \‘thm ﬁ Mdh“m\“‘ — —
miz—-> 50 100 150 200 250
Abundance #16081: Benzonitrile, 3,5-dimethyl-
116.0 1050 1100
m/z 130.05 24.81%
5000
39.0 77.0
ok, ‘J\LJMMML | \‘L — — — N —
miz--> 00 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 21 Benzo[b]thiophene, 2-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.257 2.32 ng/ul 178971 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 87
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 87
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 86

Abundance Scan 1559 (12.257 min): BN023763.D\data.ms (-1555) (- m/z 147.00 100.00%
147.0

5000
1200 12550
450 690 ggo 121.0 : :
Ot 8901039 507 |l njz 148.00  81.81%
miz--> 20 40 60 80 100 120 140
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0 J\
5000 —— WAA
12.00 12.50

m/z 148.95 12.19%

74.
0 ‘2\7\.()\ \“4ﬁ.\o“\ T “‘\ \‘ i”‘\‘o‘ \8?-\0\ “‘\ :]\1?.‘0‘\1\3\2.\0‘ \‘\ L ‘
m/z--> 20 40 60 80 100 120 140
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
ceo A

1T T
12.00 12.50

5000 m/z 134.95 9.05%
45.0 74.0 115.0
) ST S N 2N N AN
m/z--> 20 40 60 80 100 120 140
Abundance #26961: Benzo[b]thiophene, 5-methyl- el ‘ ‘/\
147.0 12.00 12.50
m/z 68.95 5.98%
5000
450  69.0 115.0 W
b e 80 20020 L s MWL
miz--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 22 3-Methylbenzothiophene Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.481 2.32 ng/ul 178975 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 90
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
4 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 78
5 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 76
Abundance Scan 1597 (12.481 min): BN023763.D\data.ms (-1591) (- | m/z 147.00 100.00%
147.0
5000
121.0 52%6
450 690 gpg 47 :
Orerrrris e 28 L2070 147 05 78.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26955: 3-Methylbenzothiophene
147.0
5000 T
12.50
m/z 148.90  12.78%
4?0 Z?D 11?0
0\\\\‘\\\\“\\‘\\“\\\\“\\\\“‘\\\\‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26961: Benzo[blthiophene, 5-methyl- J&
147.0
LV
12.50
5000 m/z 121.00 9.74%
45.0 69.0
L Ll L 9&0f1?0
0 et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene —
147.0 12.50
m/z 69.00 6.84%
5000
45.0 69.0 W
115.0
NELLIRERENITOR: <2V ol NS i o 1 X1 e o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 23 2-Naphthalenecarbonitrile Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.669 7.51 ng/ul 861876  Acenaphthene-di10 14.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 97
2 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 97
3 2-Naphthyl isocyanide 153 C11H7N 010124-78-4 94
4 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 93
5 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 91

Abundance Scan 1969 (14.669 min): BN023763.D\data.ms (-1964) (- m/z 153.00 100.00%
158.0
5000
63.0 12@ | ( 14.50 15.00
Obprrreprar e 2 ke O30 e 280 m/z 126.00  19.65%
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #30446: 2-Naphthalenecarbonitrile
158.0
5000 —A ‘A‘ :
14.50 15.00
m/z 154.00 13.24%
e 10
0’H.H“H‘H“HH‘\‘H\‘i\\\\‘\\\\‘\\‘\\‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #30441: 1-Naphthalenecarbonitrile
158.0
b A
14.50 15.00
5000 m/z 63.00 8.19%
63.0
T N —
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #30439: 2-Naphthyl isocyanide e =
158.0 14.50 15.00
m/z 75.00 6.23%
5000
0%7-063"’97"012%" . i
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 24 o-Hydroxybiphenyl Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.810 5.86 ng/ul 672505  Acenaphthene-di10 14.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 97
2 o-Hydroxybiphenyl 170 C12H100 P0P090-43-7 97
3 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 96
4 o-Hydroxybiphenyl 170 C12H100 000090-43-7 96
5 o-Hydroxybiphenyl 170 C12H1e0 000090-43-7 94
Abundance Scan 1993 (14.810 min): BN023763.D\data.ms (-1984) (- m/z 170.00 100.00%
170.0
5000 1150 141.0
— —
39.0 630 890 14.50 15.00
oty b L2080 6g 10 81.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45458: o-Hydroxybipheny!
170.0
5000 — A
141.0 14.50 15.00
115.0 m/z 141.80  42.61%
o800 |
‘\H\‘H“H“\\‘\”M\‘H\"\HH\H\‘H\‘\’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45449: o-Hydroxybipheny!
170.0
— —
14.50 15.00
m/z 114.95  38.65%
5000 141.0 /
115.0
90 690 80 |y |
0 Hr ettt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45457: o-Hydroxybiphenyl — D
170.0 14.50 15.00
m/z 142.00 13.36%
115.0 .
5000 141.0
390 %0 890
0 ‘m‘whHW‘WMMW‘WWHWM‘JM‘u‘wk‘uuw‘k“u“‘u“ = e
miz--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 25 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.257 7.97 ng/ul 1070030  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Quinolinecarboxaldehyde, 3... 161 C10H11NO 002739-16-4 38
2 Isoquinoline, 5,6,7,8-tetrahydro- 133 C9H11IN 036556-06-6 35
3 Isothiazole, 3-phenyl- 161 COH7NS 010514-34-8 25
4 1-Acenaphthenol 170 C12H1e0 006306-07-6 20
5 3-Aminocoumarin 161 C9H7NO2 001635-31-0 20
Abundance Scan 2239 (16.257 min): BN023763.D\data.ms (-2229) (1 | m/z 161.85 100.00%
132.0161.1
5000 91.0 wfk
39.0 — AN
196.0 16.00 16.50
0 ' 2810 'm/z 132.00 88.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37068: 1(2H)-Quinolinecarboxaldehyde, 3,4-dihydro-
132.0
161.0
5000
16.00 16.50
77.0 m/z 133.80 58.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16978: Isoquinoline, 5,6,7,8-tetrahydro-
132.0
0 N AW
16.00 16.50
5000 m/z 169.00  55.46%
39.0
77.0
obichk b
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #37538: Isothiazole, 3-phenyl- At R
161.0 16.00 16.50
m/z 170.00 49.41%
5000
58.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 26 3-Hydroxybiphenyl Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.469 7.19 ng/ul 965893  Phenanthrene-d1e 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxybiphenyl 170 C12H1e0 000580-51-8 96
2 p-Hydroxybiphenyl 170 C12H100 000092-69-3 96
3 3-Hydroxybiphenyl 170 C12H100 000580-51-8 96
4 3-Hydroxybiphenyl 170 C12H100 000580-51-8 96
5 p-Hydroxybiphenyl 170 C12H1e0 000092-69-3 94
Abundance Scan 2275 (16.469 min): BN023763.D\data.ms (-2267) (- | m/z 170.00 100.00%
170.0
5000
115.0 140.9
16.50
39.0 63.0 89.0 ‘
o"‘_"‘_umh‘uw‘wu"‘H_H“pueu_“‘wﬂ‘gﬂ-?” m/z 140.95  27.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45448: 3-Hydroxybipheny!
170.0
5000
16.50
m/z 114.95 20.72%
115.0 141.0
517.0 390 630 850 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\!\‘\\f\‘\f\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45451: p-Hydroxybipheny!
170.0
e
16.50
5000 m/z 171.00 14.03%
115.0 141.0
390, 79 800 |
YA S W PRI VR VNN | IS RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45454: 3-Hydroxybipheny!
170.0 16.50
m/z 169.00  10.15%
5000
115.0 141.0
39.0 63.0 89.0
mlz--> 20 40 60 80 100 120 140 160 180 200 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 27 p-Hydroxybiphenyl Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.545 5.63 ng/ul 756266  Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxybiphenyl 170 C12H1e0 000580-51-8 96
2 p-Hydroxybiphenyl 170 C12H100 000092-69-3 95
3 p-Hydroxybiphenyl 170 C12H100 000092-69-3 94
4 p-Hydroxybiphenyl 170 C12H100 000092-69-3 93
5 p-Hydroxybiphenyl 170 C12H1e0 000092-69-3 93
Abundance Scan 2288 (16.545 min): BN023763.D\data.ms (-2283) (- | m/z 170.05 100.00%
170.1
5000
1150 1411
16.50
39.0 63.0 89.0
o 2 Y L1980 14165 24.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45455: 3-Hydroxybipheny!
170.0
5000
141.0 16.50
115.0 m/z 115.00 20.72%
%0080 w0 |
\\\‘\\\\‘\\‘\‘\“‘\‘\\”MV\H“\\H“\H\iu‘\‘\‘u‘u‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45451: p-Hydroxybipheny!
170.0
T [
16.50
5000 m/z 171.05 13.57%
115.0 141.0
39.0 630 89.0 H
0\\\‘\1\\“\\“H\“‘;Hu”l“WH‘H\M‘\H\“‘m‘w‘mwuwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45447: p-Hydroxybiphenyl A I ‘
170.0 16.50
m/z 169.05 9.71%
5000
141.0
115.0
0/17.0 390 63.0 850 b M/\ [
wu‘wwu‘uu‘HM“MH‘Hu‘uu“uh‘u‘u‘uu‘uu L — T
mlz--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 28 1-Naphthalenol, 2-amino- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.798 5.11 ng/ul 685959  Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenol, 2-amino- 159 C10HSNO 000606-41-7 95
2 2(1H)-Quinolinone, 3-methyl- 159 C10HSNO 002721-59-7 94
3 2(1H)-Quinolinone, 4-methyl- 159 C1@H9NO 000607-66-9 90
4 1-Naphthalenol, 2-amino- 159 C1@H9NO 000606-41-7 90
5 1-Naphthalenol, 6-amino- 159 C10HSNO 023894-12-4 87
Abundance Scan 2331 (16.798 min): BN023763.D\data.ms (-2324) (| m/z 159.00 100.00%
159.0
130.0
5000
510 10 1030 ‘ 184.0 16.50 17.00
Y SN N W TV “1‘ T ;‘w_‘w‘lm?pﬁﬂ m/z 130.00  82.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35611: 1-Naphthalenol, 2-amino-
130.0 159.0
5000 . foe
16.50 17.00
m/z 131.00  18.19%
77.0 103.0
0\\\‘2\8\\0\‘\5\1‘}9"“\\\“’\\\\’u\\\‘\\‘\\‘\\\\H\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35645: 2(1H)-Quinolinone, 3-methyl-
130.0 159.0
e —
16.50 17.00
5000 m/z 77.00 18.17%
77.0
0 103.0
O,m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35636: 2(1H)-Quinolinone, 4-methyl- — T
130.0 158.0 16.50 17.00
m/z 141.00 15.04%
5000
77.0
o 2o S Y
mlz--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 29 8-Methylquinolin-2(1H)-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.933 7.62 ng/ul 1023900  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Methylquinolin-2(1H)-one 159 C10HONO 1000502-93-2 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 66
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 64
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
Abundance Scan 2354 (16.933 min): BN023763.D\data.ms (-2345) (| m/z 159.00 100.00%
159.0
130.0
5000
77.0
51.0 103.0 181.0 17.00
0 2208 m/z 180.00  61.22%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35617: 8-Methylquinolin-2(1H)-one
159.0
130.0
5000
17.00
m/z 130.00  53.31%
510 /70 103.0 ‘ ‘
0 ‘2\7\.\0\"\\“1\“‘\‘\\H}‘H’\\‘\\“h\\“\‘\}\\i‘\\\\l\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55034: 9H-Fluoren-9-one
180.0
—=
17.00
5000 152.0 m/z 158.00  27.59%
76.0
oS80 | w0 O |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\gﬂ\
Abundance #55036: 9H-Fluoren-9-one o
180.0 17.00
m/z 152.00  26.36%
5000
152.0
76.0
0270900 | e O N/L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00

SFAM-EPA-BN@10523.M Tue Jan 24 07:52:31 2023 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 30 2-Dibenzofuranol Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
17.786 3.91 ng/ul 525528 Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dibenzofuranol 184 C12H802 000086-77-1 78
2 Dibenzo-p-dioxin 184 C12H802 000262-12-4 60
3 Dibenzo-p-dioxin 184 C12H802 000262-12-4 60
4 2-Dibenzofuranol 184 C12H802 000086-77-1 50
5 Dibenzo-p-dioxin 184 C12H802 000262-12-4 50
Abundance Scan 2499 (17.786 min): BN023763.D\data.ms (-2494) (- m/z 183.95 100.00%
183.9
5000 67.0
105.0
P
38.0 999 1 17.50 18.00
Obres ' 2810 m/z 66.95 38.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58951: 2-Dibenzofurano
184.0
5000 == —
17.50 18.00
128.0 m/z 71.00 36.03%
92.0 .
01\\8‘.9\\‘5\\1‘\.\0“}H‘\“\\!\“‘\H\’\“!H‘H\‘HHH‘\H‘HH’HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58953: Dibenzo-p-dioxin
184.0
17.50 18.00
5000 m/z 79.00 35.69%
920 128.0
51.0 ‘ ‘
O breprrratbeheiby b reberrreb e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58955: Dibenzo-p-dioxin Lﬂ‘ = —
184.0 17.50 18.00
m/z 41.05 29.71%
5000
920 128.0
o M R S SN S S
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 31 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
17.857 2.56 ng/ul 343752  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dibenzofuranol 184 C12H802 000086-77-1 53
2 Dibenzo-p-dioxin 184 C12H802 000262-12-4 45
3 1-Methyl-2-acetylindole 173 C11H11NO 016498-68-3 38
4 ethanone, 1-(2,3-dihydro-4-methy... 173 C6H7NOS2 1010404-67-0 38
5 1,1'-Biphenyl, 4-methoxy- 184 C13H120 000613-37-6 30
Abundance Scan 2511 (17.857 min): BN023763.D\data.ms (-2506) (- m/z 173.00 100.00%
173.
89.0
5000 141.0
55.0 M/L
= —
0 wW‘MWWVW MW} L b m/z 184.00 99.32%
m/z--> 50 100 150 200 250
Abundance #58954: 2-Dibenzofurano
184.0
5000 L
128.0 17.50 18.00
m/z 158.00 58.10%
51.0 92.0
0 18\.0‘\ g i“ \‘hwm‘\‘\‘ ““\ \“‘\ T “‘\ T \‘\ LA B S
m/z--> 50 100 150 200 250
Abundance #58950: Dibenzo-p-dioxin
184.0
e —=
17.50 18.00
5000 128.0 m/z 89.00 56.96%
51.0 92.0
ol b L L
miz--> 50 100 150 200 250
Abundance #48316: 1-Methyl-2-acetylindole = —
158.0 17.50 18.00
89.0 m/z 141.00 46.68%
5000
43.0
L1 1280 | |
O — it
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 32 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.186  33.98 ng/ul 4563810 Phenanthrene-di10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2567 18 186 min): BN023763.D\data.ms (-2560) (- | m/z 73.00 100.00%

5000
129.0
213.2
‘ 171.1 ‘ 256.1 18.00 18.50
0 L ol L 854y 43.05  84.36%

miz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

| “‘M

\

5000 129.0 T
18 00 18.50
m/z 59.95 81.83%

171.0 213.0 256.0
o] H— L \u‘\n}‘\“”"\“‘\H’LHH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0

—
18 00 18 50

5000 m/z 41.00 69.60%
129.0
3.0 213.0
171.0 ‘
N b L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
. 18.00 18.50

m/z 55.00 63.95%

256.0
129.0
3.0 213.0
‘ 171.0
m\h“ ‘H‘\ A \ “ \‘\‘\H\\‘\\"\\\\‘\\\\‘\

m/z--> 50 100 1 50 200 250 300 350 18.00 18.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48

Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
: SVOA 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 33 9,12-Octadecadienoic acid (... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.333 122.57 ng/ul 16459700  Phenanthrene-d1e 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 99
5 Linoelaidic acid 280 C18H3202 000506-21-8 99

Abundance Scan 2762 (19.333 min): BN023763.D\data.ms (-2753) (- m/z 67.05 100.00%

67.0
5000

| h 2603 19.00 19.50
ML 1821 23312909 3410 a14r L Tgr o 8o 1ey

m/z--> 50 100 150 200 250 300 350 400
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0

5000
19. 00 19 50
m/z 55.00 55.90%

‘ 280.0
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,Z)-

67.0

o

o

19. OO 19 50
5000 m/z 41.00 54.81%
280.0
01‘5‘6}‘ H‘ \“h ‘Hh‘ﬂh‘ \}\ ‘1‘8‘2‘0‘ ‘2‘:‘36‘ ‘O‘ . ‘\ R REREAREERE
m/z--> 50 100 150 200 250 300 350 400
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0 19 00 19 50
m/z 95.05 53.94%
5000
LB
ol bl o0 2200 T
m/z--> 50 100 150 200 250 300 350 400 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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 34 9-Octadecenoic acid, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.357 63.18 ng/ul 8484140  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
2 1-Tetradecanol 214 C14H300 000112-72-1 83
3 n-Pentadecanol 228 C15H320 000629-76-5 83
4 Cyclopentadecane 210 C15H30 000295-48-7 72
5 1-Hexadecanol 242 C16H340 036653-82-4 72
Abundance Scan 2766 (19.357 min): BN023763.D\data.ms (-2765) (- | m/z 55.05 100.00%
55.0
5000 ﬁ\Jx
111.1 — —
64.1 19.00 19.50
0 L H‘J‘Ww T L 82mo 200 g 10 73.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176223: 9-Octadecenoic acid, (E)-
53.0
5000 — =
264.0 19.00 19.50
1.0 m/z 41.00  65.07%
‘ ’ 180.0
0 \‘\ \\‘N\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #92362: 1-Tetradecano
83.0
— =
19.00 19.50
5000 m/z 83.10 61.72%
29.
‘ ‘ 168.0
ol L L Tats0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109480: n-Pentadecanol — T
83.0 19.00 19.50
31.0 m/z 43.10 54.60%
5000 A/\\
182.0
Oijo"o, - A
miz--> 50 100 150 200 250 300 350 400 19.00 19.50
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Data Path :

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: CG/IU

¢ 01216-01DL 5X

17

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\
BN©23763.D
: 23 Jan 2023 21:48

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
: SVOA CALIBRATION

: 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 35 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.463 15.64 ng/ul 2276800  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2784 (19.463 min): BN023763.D\data.ms (-2780) (- m/z 73.00 100.00%

7”0
5000 129.0
1851 241.2 —
h ‘ ‘ 284 .1 19.50
oL H ﬂh\\ M\ il \ - \ \‘ b ‘L‘ - ‘:‘35‘6‘-' m/z 43.10 91.03%
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

—

miz--> 50 100 150 200 250 300 350

Abundance #179093: Octadecanoic acid
73.0

5000
129.0 1950
29. m/z 60.00 77.77%
\‘ u‘”\ u‘u‘\ L] 185(\) 2\4‘1 0 28? i
0 LI L ‘\ T T T T T T T \‘\ ’ L ‘ T

5000 m/z 57.10 69.14%
185.0 241.0

m/z--> 50 100 150 200 250 300 350 /ML
Abundance #179091: Octadecanoic acid | i

0
\
43.0 19.50
m/z 41.05 67.66%

5000 129.0

284.0
185.0 2410 ‘
I

—

oL ““ uM‘ Ll ‘ L ‘ ‘ ‘ L \ L

m/z--> 50 100 150 200 250 300 350 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Z:
BN©23763.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©12323\

: 23 Jan 2023 21:48
: CG/JU
: 01216-01DL 5X

: 17  Sample Multiplier: 1

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
: SVOA CALIBRATION

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 36 9,12-Octadecadienoic acid (... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
22.151 3.89 ng/ul 566571  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 354 C21H3804 002277-28-3 87
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 86
3 1,8,11-Heptadecatriene, (Z,Z)- 234 C17H30 056134-03-3 86
4 E,Z-1,3,12-Nonadecatriene 262 C19H34 1000131-11-3 83
5 8-Hexadecyne 222 C16H30 019781-86-3 81

Abundance Scan 3241 (22.151 min): BN023763.D\data.ms (-3237) (- | m/z 67.00 100.00%
5000 AmﬁvfwA\wwwwmw\
262.1
—— —
501 22.00 22.50
0. (P20 1, 3363 4300 8030 /. 55.ep  81.15%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #263910 9,12-Octadecadienoic acid (Z,2)-, 2,3-dihydrox
67.0
262.0
5000 — -
22.00 22.50
’WBSO m/z 81.00 80.18%
0' \I“\\m‘\“ll\“\h\l\?\os\\q\\‘\\\\‘\\\3\\;)“4\.9\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #173582. 9,12-Octadecadienoic acid (Z,Z)-
67.0
— —
22.00 22.50
5000 m/z 41.05 61.48%
280.0
olt ﬁ‘wm‘?;Pw_‘1‘_HWH_MW_W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116386: 1,8,11-Heptadecatriene, (Z,2)- — —
67.0 22.00 22.50
m/z 95.10 53.28%
5000 WNHWMM%MWA\WMVANNMV
149.0
o L0 2o S SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©12323\
Data File : BN@23763.D

Acqg On : 23 Jan 2023 21:48
Operator : CG/JU

Sample : 01216-01DL 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©10523.M
Quant Title : SVOA 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... 6.969 2.9 ng/ul 171275 1 7.887 1169400 20.0
Benzofuran 7.605 39.3 ng/ul 2295300 1 7.887 1169400 20.0
Benzene, 1,2,3-... 7.999 4.3 ng/ul 254269 1 7.887 1169400 20.0
Indane 8.263 42.2 ng/ul 2467720 1 7.887 1169400 20.0
Indene 8.428 154.4 ng/ul 9027830 1 7.887 1169400 20.0
Benzonitrile, 4... 8.740 16.8 ng/ul 982435 1  7.887 1169400 20.0
Benzonitrile, 3... 9.110 4.5 ng/ul 264277 1 7.887 1169400 20.0
Benzofuran, 2-m... 9.252 8.7 ng/ul 510888 1 7.887 1169400 20.0
3-Phenyl-2-prop... 9.375 24.5 ng/ul 1888150 2 10.704 1541850 20.0
2-Propenal, 3-p... 9.434 5.3 ng/ul 410134 2 10.704 1541850 20.0
Benzene, 1l-ethe... 9.946 2.4 ng/ul 185556 2 10.704 1541850 20.0
Benzene, 2-ethe... 10.093 6.1 ng/ul 472240 2 10.704 1541850 20.0
2-Methylindene 10.193 5.0 ng/ul 385397 2 10.704 1541850 20.0
Benzonitrile, 3... 10.640 2.7 ng/ul 204894 2 10.704 1541850 20.0
Benzo[b]thiophe... 12.257 2.3 ng/ul 178971 2 10.704 1541850 20.0
3-Methylbenzoth... 12.481 2.3 ng/ul 178975 2 10.704 1541850 20.0
2-Naphthaleneca... 14.669 7.5 ng/ul 861876 3 14.540 2293980 20.0
o-Hydroxybiphenyl 14.810 5.9 ng/ul 672505 3 14.540 2293980 20.0
unknown-01 16.257 8.0 ng/ul 1070030 4 17.281 2685860 20.0
3-Hydroxybiphenyl  16.469 7.2 ng/ul 965893 4 17.281 2685860 20.0
p-Hydroxybiphenyl  16.545 5.6 ng/ul 756266 4 17.281 2685860 20.0
1-Naphthalenol,... 16.798 5.1 ng/ul 685959 4 17.281 2685860 20.0
8-Methylquinoli... 16.933 7.6 ng/ul 1023900 4 17.281 2685860 20.0
2-Dibenzofuranol 17.786 3.9 ng/ul 525528 4 17.281 2685860 20.0
unknown-02 17.857 2.6 ng/ul 343752 4 17.281 2685860 20.0
n-Hexadecanoic ... 18.186 34.0 ng/ul 4563810 4 17.281 2685860 20.0
9,12-Octadecadi... 19.333 122.6 ng/ul 16459700 4 17.281 2685860 20.0
9-Octadecenoic . 19.357 63.2 ng/ul 8484140 4 17.281 2685860 20.0
Octadecanoic acid 19.463 15.6 ng/ul 2276800 5 21.474 2911070 20.0
9,12-Octadecadi... 22.151 3.9 ng/ul 566571 5 21.474 2911070 20.0
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