LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc :

ALS Vvial : 10 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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51435.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.299 132 138 147 rBV 28387 48973 2.65% 0.364%
2 5.650 361 368 375 rBvV 39483 63481 3.44% 0.472%
3 5.785 385 391 406 rVB 116869 254519 13.79%  1.893%
4 6.161 446 455 464 rBV2 53891 103178 5.59% 0.768%
5 6.643 532 537 543 rvB2 10841 19150 1.04% 0.142%
6 7.248 633 640 647 rBv2 28561 46338 2.51% ©0.345%
7 7.313 647 651 656 rVB 9663 15300 0.83% 0.114%
8 7.389 656 664 674 rBV 122227 241458 13.08% 1.796%
9 7.507 679 684 688 rvv 12217 20607 1.12% 0.153%
106 7.554 688 692 697 rV4 10996 17841 0.97% 0.133%
11 7.724 716 721 729 rVB2 11957 21205 1.15% ©.158%
12 7.818 7306 737 745 rVB 57656 99511 5.39% 0.740%
13 8.182 792 799 804 rBV 102977 183690 9.95% 1.366%
14 8.235 804 808 813 rVV2 18963 41020 2.22% ©0.305%
15 8.288 813 817 825 rVv2 21053 42405 2.30% ©0.315%
16 8.552 857 862 869 rVB3 13217 22808 1.24% 0.170%
17 8.652 874 879 886 rBV 23885 45683  2.48% 0.340%
18 8.823 901 908 911 rBv4 10233 20636 1.12% 0.154%
19 8.923 920 925 928 rBV3 11471 19445 1.05% 0.145%
20 8.987 928 936 942 rVW6 26306 66072  3.58% 0.491%
21  9.269 979 984 992 rVB4 5467 13891 0.75% 0.103%
22 9.375 995 1002 1008 rBV 17314 32874 1.78% 0.245%
23 9.604 1011 1041 1050 rBVv2 265295 1239726 67.18% 9.222%
24 9.681 1050 1054 1061 rVB7 21560 46573  2.52% 0.346%
25 9.816 1072 1077 1081 rBV5 11403 21905 1.19% 0.163%
26 9.874 1082 1087 1093 rVB5 10464 21220 1.15% 0.158%
27 10.039 1110 1115 1120 rVV2 30021 54517 2.95% 0.406%
28 10.104 1120 1126 1131 rVB5 12436 24163 1.31% 0.180%
29 10.186 1133 1140 1143 rBV2 21392 36773 1.99% 0.274%
30 10.221 1143 1146 1156 rVB4 14567 29189 1.58% 0.217%
31 10.368 1164 1171 1180 rBV5 47479 132049 7.16% 0.982%
32 10.450 1180 1185 1189 rVv2 30785 73976 4.01% 0.550%
33 10.491 1189 1192 1203 rVB 29102 57064 3.09% 0.424%
34 10.656 1213 1220 1233 rVB6 25415 58373 3.16% 0.434%
35 10.891 1254 1260 1274 rBV 27624 60790 3.29% 0.452%

36 11.014 1274 1281 1284 rBV 142407 270939 14.68% 2.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc :

ALS Vvial : 10 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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 11.061 1284 1289 1298 rVB 639944 1188629 64.41% 8.842%
38 11.185 1298 1310 1326 rBV4 91622 230290 12.48% 1.713%
39 11.367 1336 1341 1348 rBv2 11157 22645 1.23% 0.168%
40 11.455 1351 1356 1365 rVB5 6981 14292 0.77% 0.106%
41 11.549 1367 1372 1378 rBV 22767 40518 2.20% ©0.301%
42 11.625 1380 1385 1394 rVB 22467 44372 2.40% 0.330%
43 11.837 1414 1421 1433 rBV2 140376 312657 16.94% 2.326%
44 12.031 1446 1454 1459 rBV 55790 102648 5.56% 0.764%
45 12.084 1459 1463 1468 rVV2 37795 74418 4.03% 0.554%
46 12.131 1468 1471 1478 rVB2 16131 30811 1.67% 0.229%
47 12.342 1503 1507 1512 rVWV 11211 20101 1.09% 0.150%
48 12.401 1512 1517 1521 rVV3 13394 26818 1.45% ©0.199%
49 12.554 1532 1543 1548 rBvV2 38477 79348 4.30% 0.590%
50 12.659 1554 1561 1568 rBV 1104152 1845478 100.00% 13.728%
51 12.777 1575 1581 1588 rBV3 33005 73581 3.99% 0.547%
52 12.877 1588 1598 1607 rVB 535874 956960 51.85% 7.118%
53 12.971 1610 1614 1618 rBV3 9899 15163 0.82% 0.113%
54 13.024 1618 1623 1626 rBV3 15520 27822 1.51% 0.207%
55 13.059 1626 1629 1636 rVB4 9697 17215 ©0.93% 0.128%
56 13.270 1661 1665 1673 rVvV 21517 38600 2.09% 0.287%
57 13.652 1722 1730 1739 rVB 178632 284152 15.40% 2.114%
58 13.846 1758 1763 1773 rVB 23323 43198 2.34% 0.321%
59 13.981 1778 1786 1795 rBvV3 35198 95748 5.19% 0.712%
60 14.134 1807 1812 1817 rW 40414 76508 4.15% 0.569%
61 14.211 1817 1825 1831 rVB3 55397 140601 7.62% 1.046%
62 14.375 1847 1853 1856 rvv2 16061 25018 1.36% 0.186%
63 14.516 1871 1877 1888 rVwV 52160 93702 5.08% 0.697%
64 14.822 1916 1929 1934 rBV 234708 398816 21.61% 2.967%
65 14.880 1934 1939 1946 rVB 91046 150379 8.15% 1.119%
66 15.215 1989 1996 2003 rBV 92300 149484 8.10% 1.112%
67 15.609 2059 2063 2070 rVV 26696 42135 2.28% ©0.313%
68 15.809 2088 2097 2102 rBV 71087 109917 5.96% 0.818%
69 15.867 2102 2107 2112 rVB2 46172 73205 3.97% 0.545%
70 15.973 2120 2125 2131 rBV7 14237 36084 1.96% 0.268%
71 16.067 2137 2141 2146 rVV 25269 35682 1.93% 0.265%
72 16.666 2239 2243 2249 rVV4 10895 15611 0.85% 0.116%
73 16.907 2279 2284 2289 rVV 17906 28026 1.52% 0.208%
74 17.048 2303 2308 2313 rVB3 18730 27422 1.49% 0.204%
75 17.230 2333 2339 2344 rW 13047 21982 1.19% 0.164%
76 17.372 2358 2363 2370 rVB3 23511 37558 2.04% 0.279%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc :

ALS Vvial : 10 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_G\Methods\SFAM-EPA-BG120821.M

Title : SVOA CALIBRATION

77 17.571 2391 2397 2402 rBV 297933 472582 25.61%  3.515%
78 17.671 2409 2414 2420 rBV 72591 113094 6.13% 0.841%
79 17.818 2430 2439 2446 rVB 9352 15293 0.83% 0.114%
80 18.229 2504 2509 2514 rwW 25593 38507 2.09% 0.286%
81 18.500 2550 2555 2559 rVB 10975 16278 0.88% 0.121%
82 18.641 2574 2579 2587 rVv4 27354 45033 2.44% 0.335%
83 18.811 2603 2608 2615 rVV 72690 112813 6.11% ©0.839%
84 18.923 2622 2627 2633 rVV7 8020 18046 0.98% 0.134%
85 19.081 2649 2654 2659 rVB5 13586 21858 1.18% 0.163%
86 19.193 2669 2673 2677 rBV3 11032 17838 0.97% 0.133%
87 19.416 2707 2711 2718 rVB7 13706 21305 1.15% 0.158%
88 19.487 2718 2723 2732 rBV3 26872 51418 2.79% 0.382%
89 19.587 2735 2740 2748 rBV 92890 144308 7.82% 1.073%
90 19.651 2748 2751 2759 rVVeé 11886 21656 1.17% 0.161%
91 19.757 2764 2769 2773 rVW3 17219 31685 1.72% 0.236%
92 19.822 2777 2780 2784 rVV3 14523 18456 1.00% 0.137%
93 19.951 2795 2802 2812 rVV2 95663 201576 10.92% 1.499%
94 20.027 2813 2815 2821 rVB7 9854 16030 0.87% 0.119%
95 20.186 2838 2842 2850 rBV6 18332 29206 1.58% 0.217%
96 20.397 2874 2878 2882 rBv4 17010 21316 1.16% 0.159%
97 20.832 2947 2952 2960 rBV = 247172 324101 17.56%  2.411%
98 21.872 3122 3129 3138 rVB 275061 487260 26.40%  3.625%
99 25.033 3661 3667 3678 rVB3 39642 111446 6.04% 0.829%
100 25.268 3698 3707 3725 rVB3 153422 477275 25.86%  3.550%

Sum of corrected areas: 13443316
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051435.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.643 2.09 ng/ul 19150 1,4-Dichlorobenzene-d4 8.182

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 78
Abundance Scan 537 (6.643 min): BG051435.D\data.ms (-532) (-) m/z 105.10 100.00%
105.1
5000
77.0 1201 S .
51.0 | 910 6.40 6.60 6.80 7.00
Obrrprereprrerperdyrreefirer ey by m/z 120,10 23.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000 LB B L I R AN B
6.40 6.60 6.80 7.00
120.0 m/z 77.00  19.88%
510 0 10
O \\’\\\\’\2\7\"0\\\\"‘\\\\"“\\\1‘614;“1(\)‘\\\‘1“\\\\“\.\\\‘\‘}1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10714: Benzene, (1-methylethyl)-
105.0
\\\\‘\\\\‘\\\\‘\\\\’\\\A
6.40 6.60 6.80 7.00
5000 m/z 79.00 15.59%
120.0
77.0
270 %00 7 10 |
O et e e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10712: Benzene, (1-methylethyl)- A ARARENEEEE
105.0 6.40 6.60 6.80 7.00
m/z 103.10 11.57%
5000
120.0
510 m 91.0
ohaa0zo  Leso | W0 oL
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.248 5.05 ng/ul 46338 1,4-Dichlorobenzene-d4 8.182

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 640 (7.248 min): BG051435.D\data.ms (-633) (-) m/z 105.00 100.00%
105.0
5000
120.1
A AR RAREAR AT
301 630 77‘-0 91‘-0 7.00 7.20 7.40 7.60
Obreprrrrprrrrrrrdiereoforery e bbb b e m/z 120,10 29.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
770 910 120.0 m/z 91.00  14.40%
51.0 ' ‘
OH‘\H\‘\Z\Z;‘O\H\“H\\H‘\‘H\‘Gﬂ‘.\o\‘\iim‘\\\\“‘}\\\H‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 /\/\[\
B Eaaman o
7.00 7.20 7.40 7.60
5000 m/z 77.00 13.75%
120.0
77.0 91.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /V\
Abundance #10722: Benzene, 1-ethyl-2-methyl- “‘W“M“‘H“‘H“‘
105.0 7.00 7.20 7.40 7.60
m/z 79.10 10.01%
5000
120.0
39.0 77.0 91.0
0H“H‘“2‘6“?””““mi‘\w‘e‘%:‘?wu“1“””“1‘H“‘;Mmu‘mw e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 7 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.818 10.83 ng/ul 99511  1,4-Dichlorobenzene-d4 8.182

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 737 (7.818 min): BG051435.D\data.ms (-730) (-) m/z 105.00 100.00%
105.0

5000 120.1 \/\ /\ j\

39.0 63.0 77.0 91.0 7.40 7.60 7.80 8.00 8.20
0 H_HwHH‘HH‘pm‘;Mum‘u(m_H‘:‘_Hu“uH_Mm“mw m/z 120.10  40.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

\A/\ /\

5000
120.0 7.40 7.60 7.80 8.00 8.20
m/z 77.00 12.67%

39.0 77.0 91.0
O H‘J\-\S\.\O‘H\‘HHH“‘H\\N{‘\\\6‘%\“\0\‘H\M“HH“HH‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
I .
e EEE e wn
7.40 7.60 7.80 8.00 8.20
5000 120.0 m/z 119.10  10.92%
77.0
51.0 91.0
0 H‘HH"2“7(?“‘“W"{‘u‘1“““H“H‘l“uw‘uu“‘1!“”“““‘””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\ /\ f\
Abundance #10694: Mesitylene R o e
105.0 7.40 7.60 7.80 8.00 8.20
m/z 79.00  10.29%
120.0
5000
77.0
39.0 91.0 /\ /\ /\A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130  7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 1-Hexanol, 2-ethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.235 4.47 ng/ul 41020 1,4-Dichlorobenzene-d4 8.182

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 808 (8.235 min): BG051435.D\data.ms (-804) (-) m/z 57.10 100.00%
57.1
5000
43.0

70.0 N A | )

R mARaEE LR

H “ 98.1 8.00 8.20 8.40 8.60
oH‘_‘H‘H‘w‘HJH\H‘J\‘1"H‘_‘wa”www m/z 43.85  35.83%

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

Abundance #15695: 1-Hexanol, 2-ethyl-

57.0
5000 H\A\‘{\\\\H‘Hu‘nuu’\ﬂu
43.0 8.00 8.20 8.40 8.60
29.0 70.0 830 m/z 41.00 35.48%
| H ‘ 98.0 1120
O\\\‘\\\\‘\\\‘\“\H\“1\\\‘\\\\‘\H\“\\\\‘\\\\‘\H\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
8.00 8.20 8.40 8.60
5000 410 m/z 70.00 26.86%
70.0 83.0
o L] 0 e
oHWm_m_m_‘H_‘m‘w‘mww_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl- SRR | RS
57.0 8.00 8.20 8.40 8.60
m/z 56.00 21.67%
5000 41.0
70.0 83.0
oL 140 L se0 0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H“ A AREEEEE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@O51435.D

Acqg On : 9 Dec 2021 16:02

Operator : CG/JU

Sample : M4870-08DL 10X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Indane Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
8.552 2.48 ng/ul 22808 1,4-Dichlorobenzene-d4 8.182
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 60
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 53
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 49
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49

Abundance Scan 862 (8.552 min): BG051435.D\data.ms (-857) (-)
117.0

m/z 117.00 100.00%

5000 145.9
749 910 w“u“u“uM‘A“w(
39.0 57.9 ‘ ‘ 8.20 8.40 8.60 8.80
o‘m_m“mw‘ ‘UH“WH : HMHH_\H m/z 118.10  61.28%
mfz--> 20 80 100 120 140
Abundance #10179.Indane
117.0
5000 L L L L L LI LN B
8.20 8.40 8.60 8.80
390 550 91.0 ‘ m/z 145.90  43.67%
0\\]-\3\0‘\‘\\\“\\\\“‘\‘\\\‘\\“\\"\\\“‘\\\\‘\\\\
miz--> 20 40 60 100 120 140
Abundance #10187.Benzene,11nopenyh
117.0
R REERRRR
8.20 8.40 8.60 8.80
5000 m/z 115.00 31.90%
91.0
39.0
15.0 ‘ ‘ 630
oo O TN O S O
miz-> 20 40 60 80 100 120 140 /\
Abundance #10203: Benzene, 1-ethenyl-2-methyl- N e A RRaRR
117.0 8.20 8.40 8.60 8.80
m/z 91.00 19.97%
5000
91.0
390 630 ﬂ ﬂ
0“1‘5"(‘)““”“1““1 Ww_m‘,m‘_m_m | ww‘ﬁw‘ﬂwﬁwﬁ
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

SFAM-EPA-BG120821.M Wed Dec 15 22:39:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.823 2.25 ng/ul 20636 1,4-Dichlorobenzene-d4 8.182

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 35
2 Heptanoic acid 130 C7H1402 000111-14-8 35
3 Ethyl .beta.-d-riboside 178 C7H1405 1000126-95-4 27

4 Hexanoic acid 116 C6H1202 000142-62-1 27
5 Octanoic acid 144 C8H1602 000124-07-2 25

Abundance Scan 908 (8.823 min): BG051435.D\data.ms (-901) (-) m/z 60.00 100.00%

60.0
119.0
5000
41.0

£

‘ ‘ | 8.60 8.80 9.00 9.20
e A L m/z 119.00  55.97%

0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15393: Heptanoic acid
60.0
5000 l H\A\‘ﬂu‘\nu\‘mu‘\u
41.0 8.60 8.80 9.00 9.20

- m/z 73.00  46.72%

TTT ‘ \ }H “H\‘\ “} ‘\ T “ \1\1-\3\.‘0?_\3\2?()‘\ TTT ‘ T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15392: Heptanoic acid
60.0

8.60 8.80 9.00 9.20

o

5000 m/z 105.00 43.97%
41.0
87.0
olaso L I LIl ‘w“ L L R —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53222: Ethyl .beta.-d-riboside \ e 1N = it ‘ J?ﬂ‘
60.0 8.60 8.80 9.00 9.20

m/z 41.00 37.41%

5000
88.0

m/z--> 20 40 60 80 100 120 140 160 180 8 0 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.604 91.51 ng/ul 1239730  Naphthalene-d8 11.014

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64

Abundance Scan 1041 (9.604 min): BG051435.D\data.ms (-1011) (-) m/z 73.00 100.00%

73.0
5000 411
T 571

I ‘ ‘ 10‘1'0171 9.50 10.00
el LAz gs.ee 75.72%

m/z--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0

o

5000
41.0 57.0 950 10 00
101.0 m/z 41.10  36.61%
0 \1\9‘.0\‘\‘\ \‘i“\‘\ “‘ T \“\‘\ “\ “\ T “\ \1\147‘0\ T \1‘4\4.\0\
miz--> 20 40 60 80 100 120 140
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
9 50 10 00
5000 ITI z 57.10 30.13%
41.0 57.0
101.0
ol 180 ‘ L ‘ | 1170 1440
T “““““““ R BEamaEE e
miz-> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0 9 50 10 00

m/z 55.00  22.43%

5000 41.0
57.0
‘ 116.0
0 15.0 | ‘ I \ L ‘\ ‘ “

miz--> 60 80 100 120 140 10,00

SFAM-EPA-BG120821.M Wed Dec 15 22:39:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@O51435.D

Acqg On : 9 Dec 2021 16:02

Operator : CG/JU

Sample : M4870-08DL 10X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 13 unknown-02 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.681 3.44 ng/ul 46573  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 27
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 27
3 4-Aminobenzyl cyanide 132 C8H8N2 003544-25-0 27
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 27
5 Phenethyl piperidino sulfone 253 C13H19NO2S 313276-26-5 27

Abundance Scan 1054 (9.681 min): BG051435.D\data.ms (-1050) (-) m/z 41.00 100.00%
0 2

41. 73.0

131.0
5000 55.0
0 1040
T =
. | T 06 oa
O e e e e e e e m/z 73.00 94.73%
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140
Abundance #16668: 2-Propenal, 3-phenyl-
131.0
103.0
5000 T —
51.0 o 9.50 10.00
‘ m/z 131.00 82.89%
O\\‘\\2\‘\9“.(\)\\i“\\Hl1‘\\\H‘\H‘\M\“HH“\\H‘!\‘H‘HH‘HH‘\‘H\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
T —
103.0 9.50 10.00
5000 ITI/Z 85.10 74.28%
77.0
51.0 ‘
0H"‘2“‘9‘"‘0‘”“"H}‘l‘HM“MWWu‘Hm“mwm‘u‘wm"uu‘p‘uw
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16612: 4-Aminobenzyl cyanide i i
131.0 9.50 10.00
m/z 69.10 63.27%
5000
104.0
77.0
Ol S0 iyl e S e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.50 10.00

SFAM-EPA-BG120821.M Wed Dec 15 22:39:31 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 m-Chloroaniline Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.039 4.02 ng/ul 54517 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Chloroaniline 127 C6H6CIN 000108-42-9 94
2 o-Chloroaniline 127 C6H6CIN 000095-51-2 94
3 o-Chloroaniline 127 C6H6CIN 000095-51-2 94
4 m-Chloroaniline 127 C6H6CIN 000108-42-9 94
5 p-Chloroaniline 127 C6H6CIN 000106-47-8 94

Abundance Scan 1115 (10.039 min): BG051435.D\data.ms (-1110) (-  m/z 127.00 100.00%

127.0
5000
65.0 920 A |
| ‘ 10.00
0 H‘HwH_H‘!MJMWM_Mw“w‘luWwwlww m/z 129.00  31.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13430: m-Chloroaniline
127.0
5000 i —1 —p
65.0 10.00
92.0 m/z 65.00 30.33%
39.0 ‘
0 H‘HH‘HH‘HH‘“‘\\‘H‘HHMHH‘HH‘HH“HH‘l\H\‘HH‘\HMH\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13433: o-Chloroaniline
127.0 M
”R ] ) ‘
10.00
5000 ITI/Z 92.00 24.03%
65.0 920
39.0 ‘
0 H‘HH‘H‘W‘HﬂMH‘J‘Huwu‘H‘wu‘qtuﬂwu‘_‘uw‘u‘u‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13429: o-Chloroaniline — L n
127.0 10.00
m/z 64.00 17.32%
5000
39.0 ‘ ‘
ol 280 e Lpa100 LT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00

SFAM-EPA-BG120821.M Wed Dec 15 22:39:32 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Octanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.368 9.75 ng/ul 132049 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 72
2 Octanoic acid 144 C8H1602 000124-07-2 64
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1171 (10.368 min): BG051435.D\data.ms (-1164) (- m/z 60.00 100.00%

60.0
5000 105.0
\,/w\w :
M “ m | 195.0 1000 1050
om_m_w”wmm wmme‘_m_m,m‘_ m/z 73.00  73.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24058: Octanoic acid
60.0
A N
5000 T T T T T T T T
21.0 10.00 10.50
85.0 m/z 43.10 45.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24056: Octanoic acid
60.0 \WMWM
gy ™ o)
10.00 10.50
5000 ITI/Z 105.00 42.40%
101.0
29.0 ‘
o LM | azeo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24060: Octanoic acid T ‘A'W“ — ot
60.0 10.00 10.50
m/z 41.05 40.70%
5000
101.0
39)% il
T W . N Bl A
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 3-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.450 5.46 ng/ul 73976  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 90
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 87
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 86
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 86
Abundance Scan 1185 (10.450 min): BG051435.D\data.ms (-1180) (-  m/z 107.00 100.00%
107.0
5000 1291 /\\
n AN LA
51.0 10.50
O bbbt el g b b e e m/z 1220100 35.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11292: Phenol, 3-ethyl-
107.0 /\\
5000 122.0 - USRS
10.50
77.0 m/z 77.00 29.71%
39.0
O H‘]T!\:;HO‘HH‘HH‘\\\\‘5\\5\9\\\\‘\\\‘H’\\H%l\\‘\\\1‘\\\\“\‘\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11305: Phenol, 2-ethyl-
107.0
N
1050
5000 1220 m/z 51.00 7.38%
77.0
39.0
0br 20 e S2R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11304: Phenol, 2-ethyl- A ‘ T ‘M
107.0 10.50
m/z 91.00 6.85%
5000 122.0
77.0
o, 180 390 550 ‘\ 920 |
L RS EA RIS ERRRE [EERRSS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 2,6-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.491 4.21 ng/ul 57064 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 74
2 Benzene, 1-methoxy-2-methyl- 122 C8H100 000578-58-5 74
3 Benzene, 1-methoxy-2-methyl- 122 C8H100 000578-58-5 72
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 64
5 Oxepine, 2,7-dimethyl- 122 C8H1e0 001487-99-6 64

Abundance Scan 1192 (10.491 min): BG051435.D\data.ms (-1189) (-  m/z 122.05 100.00%

122.1
107.0
5000
770 91.0
39.0
‘ ﬁo 10.50
owm_m‘HMH“M‘H‘Ww:"uw‘Hm!_m‘m_ m/z 121.00  64.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11332: Phenol, 2,6-dimethyl-
122.0
107.0
5000 \‘[\\/\\\ \A\
91.0 m/z 107.00 61.29%
i
O\\‘]\_\5\(\)‘\\\‘\‘\\H“\‘H\“‘H\‘}‘\‘\\‘H\!‘HH‘MH‘\H‘H‘HH"\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11376: Benzene, 1-methoxy-2-methyl-
122.0 ,A
10.50
5000 107.0 m/z 91.00  34.41%
77.0 91.0
39.0
30
o""‘H"‘m"‘H""‘}‘1“"‘m"‘HJ_m}!wmww‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11377: Benzene, 1-methoxy-2-methyl-
122.0 1050
m/z 79.00 31.19%
5000 107.0
77.0 910
39.0
630
0 150 | ¥ \‘ il \

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 3,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.891 4.49 ng/ul 60790 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 94
2 Phenol, 3,4-dimethyl- 122 C8H1e0 000095-65-8 91
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 91
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 91
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 90
Abundance Scan 1260 (10.891 min): BG051435.D\data.ms (-1254) (-  m/z 107.00 100.00%
10y7.0
122.0
5000
77.0 A N
91.0 — L R
39.0 5?'0 ‘ ‘ 10.50 11.00
o‘wHH_‘H_He‘;mu}:UH‘wu‘u_m!‘wwuH‘wml_wmw m/z 122.80  56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11328: Phenol, 3,4-dimethyl-
107.0
122.0
5000 e — ‘/\\N\ L
10.50 11.00
77.0 910 m/z 121.10 40.57%
51.0 ‘ '
O\\‘HH‘\2\7\-‘0\\H“‘\\\\HH\‘\\iN\M\‘H\H‘\\\\“HH‘\‘\‘\l‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11329: Phenol, 3,4-dimethyl-
107.0 {\
122.0 ‘/\/\4 I
10.50 11.00
5000 m/z 77.00 26.15%
51.0 " 910
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #11317: Phenol, 3,4-dimethyl- A S
107.0 122.0 10.50 11.00
m/z 91.00 18.72%
5000
o 91.0 M
39.0 .
53.0
YL Ot ioPRYNRUIIS WS WGP (SO R N/ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@O51435.D

Acqg On 9 Dec 2021 16:02

Operator : CG/JU

Sample : M4870-08DL 10X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 19 Phenol, 2-ethyl-5-methyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
11.549 2.99 ng/ul 40518 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
2 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 91
3 p-Cumenol 136 C9H120 000099-89-8 91
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90

Abundance Scan 1372 (11.549 min): BG051435.D\data.ms (-1367) (- m/z 121.00 100.00%
121.0

5000
136.1 AN
77.0 91.1 C
39.1 11.50
5.0 107.0
owH_m‘;mﬁum_uuu_:“w‘”H‘;m_uuu_m‘l‘H_mw m/z 136.05  27.82%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18878: Phenol, 2-ethyl-5-methyl-
121.0
5000 \ 1légm i
136.0 :
39.0 770 91.0 m/z 77.00 15.40%
Lo | om0 |
O\‘H\i“\\\1i‘\H\“H\‘\‘\i‘\‘u\M\\HH‘H\‘\‘H‘\‘H‘\‘\‘HH‘H‘\‘\‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18876: Phenol, 4-ethyl-3-methyl-
121.0 A
PVIVS ‘
11.50
5000 ITI/Z 91.10 14.48%
136.0
77.0 91.0
39.0
e i 2070
O e bl et e et e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18804: p-Cumenol //\ ‘/\/\ ‘
121.0 11.50
m/z 122.00 10.54%
5000
136.0
77.0 103.0
0\M?ﬁ?uMH?%R\MMwuﬁwuumwuwuwuwwkuwwﬁwu \ v, p”,AA
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 11.50

SFAM-EPA-BG120821.M Wed Dec 15 22:39:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.625 3.28 ng/ul 44372  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl-4-methyl- 136 CS9H120 003855-26-3 87
2 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 87
3 p-Cumenol 136 C9H120 000099-89-8 86
4 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C1@H1l6 007216-56-0 86
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 86

Abundance Scan 1385 (11.625 min): BG051435.D\data.ms (-1380) (-  m/z 121.00 100.00%

121.0
5000 136.1 M M
77.0 /\A
51.0 ‘ 103. P 11.50 12.00
] R DO | O TR 1 “ SN m/z 136.85  39.22%
miz--> 20 40 60 80 100 120 140
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0 /v\
5000 136.0
1150 1200
m/z 77.00 23.60%
91.0
oL 20 S1O 670 | | 1080 |
L ‘ T T ‘ T \ T ’ \ L ‘ L ‘ T L ‘ T
miz--> 20 4 60 8 100 120 140
Abundance #18221: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121.0 /\N
93.0
AWN/V\ ‘
1150 1200
5000 136.0 m/z 91.e8  18.35%
77.0
41.0 ‘
0 ‘1‘5‘0‘ H‘ “}u‘1““““:”‘,‘””‘_
m/z--> 80 100 120 140
Abundance #18804: p-Cumenol //\ ‘A\A‘ e
121.0 11.50 12.00
m/z 107.00 14.15%
5000
136.0
77.0 103.0
0 2?-0 | 517"0 L ‘ ‘ I ‘ I
—— et .
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@O51435.D

Acqg On 9 Dec 2021 16:02

Operator : CG/JU

Sample : M4870-08DL 10X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 Phenol, 2,4,6-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.837 23.08 ng/ul 312657 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl-5-methyl- 136 CS9H120 000698-71-5 53
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 53
3 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 50
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 50
5 p-Cumenol 136 C9H120 000099-89-8 49

Abundance Scan 1421 (11.837 min): BG051435.D\data.ms (-1414) (- m/z 121.00 100.00%

121.0
5000 77.0 M
60.0 M A
39.0 103 11.50 12.00
157.0 o
01 m/z 107.00 77.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18883: Phenol, 3-ethyl-5-methyl-
121.0
5000
1150 1200
0 m/z 136.05 58.04%
91.
390
O \]-\5\.(‘)\”‘\ T ‘ \ T \‘\‘6?“\()\ \‘H‘ T \‘\ T “\ ‘\ T \ “\ \J\-\‘g‘.\o\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0
11.50 12.00
5000 m/z 77.00  41.71%
91.0
o 270 510 740 | | | 1380
O e e i
miz--> 20 40 60 80 100 120 140 160 M /VW
Abundance #18859: Phenol, 2,4,6-trimethyl- JAW.VAVANINE B SWFALACSVS
121.0 11.50 12.00
m/z 91.00 29.04%
5000
91.0
39.0 65.0 ‘ ‘
ol 40 b WAl b
m/z--> 20 40 60 80 100 120 140 160 1150 1200

SFAM-EPA-BG120821.M Wed Dec 15 22:39:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 2,3,5-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.031 7.58 ng/ul 102648 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 95
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 94
3 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
4 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 91
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91

Abundance Scan 1454 (12.031 min): BG051435.D\data.ms (-1446) (-  m/z 121.00 100.00%
121.0
136.1
5000
91.0
‘ e
39.0 65.0 ‘ ‘ 12.00
Y I [ PRV RSOV TN B m/z 136.85  55.65%
miz--> 20 40 60 80 100 120 140
Abundance #18866: Phenol, 2,3,5-trimethyl-
121.0135.0 M
5000 T
12 00
910 m/z 91.00 27.17%
39.0 65.0
O\\\‘\‘\\\“‘\\‘\\‘\“\\\“‘\\\‘\:‘LO\G\(\)\“\\\“\
miz-> 20 60 80 100 120 140
Abundance #18859: Phenol, 2,4,6-trimethyl-
121.0
SR VL
136.0 12.00
5000 m/z 135.00 22.21%
91.0
39.0 65.0 ‘
o s A N S RN N TS B
miz--> 20 40 60 80 100 120 140 (\
Abundance #18861: Phenol, 3,4,5-trimethyl- Ay N | A
121.0 12.00
m/z 77.00 18.87%
136.0
5000
39.0 91.0 M
650
m/z--> 20 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 2,3,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.084 5.49 ng/ul 74418 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 94
2 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 91
3 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 90
4 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 90
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 90

Abundance Scan 1463 (12.084 min): BG051435.D\data.ms (-1459) (-  m/z 121.00 100.00%
121.0
136.1
5000
91.0 /\
N I~
51.0 66.0 ‘ ‘ 12.00
0l Ay st bl w7 136,05 61.67%
miz--> 20 4 60 80 100 120 140
Abundance #18867: Phenol, 2,4,6-trimethyl-
121.0136.0
5000 /\ - :

12.00
m/z 91.00 35.03%

30.0 91.0
O T \1\8‘0\ \ T “M\ T ‘\ T ‘6?‘\()\ \“‘ T ‘\‘ T }06\ 0 ‘ ‘\ T ‘ ’ T
m/z--> 20 40 60 80 100 120 140
Abundance #18863: Phenol, 2,3,6-trimethyl-
136.0
121.0 wNWM/\

12,00
5000 m/z 77.00 20.40%
91.0
39.0 650 ‘
I e R T
miz--> 20 40 60 80 100 120 140 A /\A’\M
Abundance #18865: Phenol, 3,4,5-trimethyl- ‘ P ‘
121.0136.0 12.00

m/z 135.00  19.26%

5000
390 91.0
65.0
0 \ by o ‘\ 106.0 | \ A/\//‘\A ‘/\‘A‘ :

miz--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, 4-ethyl-2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.131 2.27 ng/ul 30811 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl-2-methyl- 136 CS9H120 002219-73-0 72
2 p-Cumenol 136 C9H120 000099-89-8 72
3 p-Cumenol 136 C9H120 000099-89-8 64
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 64
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 64

Abundance Scan 1471 (12.131 min): BG051435.D\data.ms (-1468) (- m/z 121.00 100.00%

121.0
5000
136.0
‘ ‘ 102 ‘ 12 OO 12 50
om_m“h‘m “‘H”w L mz 136.00  34.22%
miz--> 20 4 60 8 100 120 140
Abundance #18877: Phenol, 4-ethyl-2-methyl-
121.0 AA«H
5000 T
26.0 12 OO 12.50
136. 9
390 770 m/z 107.00  33.85%
O\\\‘\‘\‘\\“\\ﬁp\"\‘”\\\““\g\%o \\\\i‘\\\‘\“\
m/z--> 20 80 100 120 140
Abundance #18801: p-Cumenol
121.0
ey T
12.00 12.50
5000 m/z 77.00 20.95%
136.0
30.0 770 1030
TN I N N PR N I
miz--> 20 40 60 80 100 120 140 /\A’\M
Abundance #18804: p-Cumenol
121.0 12 OO 12 50
m/z 51.00 17.71%
5000
136.0
770  103.0 //\J
28.0
Lo so U 7Ty M_

m/z--> 20 40 60 80 100 120 140 12 00 12.50

SFAM-EPA-BG120821.M Wed Dec 15 22:39:47 2021 Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Benzo[b]thiophene, 5-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.554 5.86 ng/ul 79348 Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 76
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 76
3 Benzo[b]thiophene, 6-methyl- 148 CO9H8S 016587-47-6 68
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 68
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 68

Abundance Scan 1543 (12.554 min): BG051435.D\data.ms (-1532) (-  m/z 147.00 100.00%

147.0
5000
121.0 — ‘
9.0 770 1030 12.50
I T R A |
o i 0 1 VR M S TR m/z 148.00  76.81%
m/z--> 20 40 60 80 100 120 140
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
5000 A /\ \
12.50
m/z 135.00 31.29%
45.0 69.0 115.0
0 T \“ \‘ \H\ \”"“\ \“\“‘\‘ “\8?.\(‘)\ “‘\ T \‘\ “ \1\3\2-\0‘ Tt “\ |
m/z--> 20 40 60 80 100 120 140
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0 /V\
A —
12.50
5000 ITI/Z 150.00 21.43%
74.0 115.0
o 270 D0 L1890 | T am0 |
m/z--> 20 40 60 80 100 120 140 f
Abundance #26963: Benzo[b]thiophene, 6-methyl- ‘ —
148.0 12.50
m/z 120.95 20.60%
5000
45.0
| 7%0 103.0 121.0 ﬁﬂ
Ol Ll b P
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Benzo[b]thiophene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.777 5.43 ng/ul 73581  Naphthalene-d8 11.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 87
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 83
3 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 80
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 74
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 72

Abundance Scan 1581 (12.777 min): BG051435.D\data.ms (-1575) (- m/z 147.00 100.00%

147.0
121.0
5000
b e
51.0 77‘-0 103.1 H 12.50 13.00
ol et il Sl ML gz 148,00 74.19%
miz--> 20 40 60 80 100 120 140
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 A/\ —
12.50 13.00
m/z 121.00 58.33%
74.0 115.0
O ‘2\7\.()\ \“4.?.\0“\ T “‘\ \‘ i”‘\‘ ‘ \8?.\0\ “‘\ T \‘\ “ \1\3\2.\0‘ \‘ \“\ T ‘
miz--> 20 40 60 80 100 120 140
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0 /\M
vl PO
12.50 13.00
5000 ITI/Z 150.00 15.23%
450 74.0 115.0
) S A B . A SV
miz-> 20 40 60 80 100 120 140
Abundance #26250: Benzaldehyde, 2,4,5-trimethyl- = e
147.0 12.50 13.00
m/z 149.00 13.70%
119.0
5000
91.0 /\
41.0
0 ng‘wﬂ“b‘?ﬁewku“k“ﬂ“W}“u“‘ﬂ“ — L, —
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Naphthalene, 2-ethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.846 2.17 ng/ul 43198  Acenaphthene-d10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91

Abundance Scan 1763 (13.846 min): BG051435.D\data.ms (-1758) (-  m/z 141.00 100.00%

141.0
5000
115.0 - L
300 629 g9 . 13.50 14.00
0 ‘““H‘Hi‘W‘HW‘WW‘uw‘wu“\p‘w“H‘NMJﬂ“ m/z 156.10  42.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33123: Naphthalene, 2-ethyl-
141.0
5000 — /\ r—
13.50 14.00
oo 115.0 m/z 115.00 25.00%
Ot ‘2\7\.0\\“ \5\]‘-\.(\)“1 T \‘1‘.“ T T T T \“1‘\ \‘i‘\ \W\“ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33124: Naphthalene, 2-ethyl-
141.0
\ ‘A/\ M ‘ N"\‘
13.50 14.00
5000 ITI/Z 142.00 16.47%
115.0
76.0
ok 220 20 el
m/z--> 20 40 60 80 100 120 140 160
Abundance #33121: Naphthalene, 2-ethyl- — —
141.0 13.50 14.00
m/z 128.00 13.16%
5000
115.0
oL 210 s10 ™0 ea0 [ (L
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Naphthalene, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.981 4.80 ng/ul 95748  Acenaphthene-d1e 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1786 (13.981 min): BG051435.D\data.ms (-1778) (- m/z 156.10 100.00%
156.

1
5000 ﬁ\ /R
115.0 T T
s1.0 10 1(3 . 14.00
0br b it WLl gz 14100 69.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T T T T /\
14.00
115.0 m/z 155.10  35.44%
76.0 ‘
51.0
27.0
Ot ‘\‘\ T \“ T \“\ \“‘M‘\‘\‘L\h‘ b “\ - T \“!‘\ \“‘\ \M‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 ﬂ M
BAWALEY.A
14.00
5000 ITI/Z 115.00 16.96%
280 °10 71'0 11\50 bl
\\\‘\\\\‘\\‘\\‘\\\‘\“\\‘\\‘\\\\‘\‘\\\‘\\‘ ‘\\\
m/z--> 20 40 60 80 100 120 140 160 f\ /\\
Abundance #33163: Naphthalene, 1,6-dimethyl- MLy Ly S
156.0 14.00
m/z 128.05 16.27%
5000
770 115.0 [\ /\/\
51.0 :
NI L OV oS = N | 0 W L
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Naphthalene, 1,7-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.134 3.84 ng/ul 76508  Acenaphthene-dile 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
Abundance Scan 1812 (14.134 min): BG051435.D\data.ms (-1807) (- m/z 156.05 100.00%
156.1
5000 /\ /k
115.0 ‘A
51.0 76.0 ‘ ‘13 .0 M 14.00 14.50
0l el pwuw“u el ‘U‘ Al m/z 141.00  82.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 R /\ ‘A‘
14.00 14.50
m/z 155.05 32.48%
510 77.0 1150 4390
O\\\‘2\81.(\)\“\\“\\‘H\\‘U“\\‘\9\8.’0\\\‘\‘\“1‘\\‘1‘\\‘“‘“\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 [\ M
o LUV
14.00 14.50
5000 m/z 115.00 20.53%
115.0
76.0 ‘
51.0
P Y T8 I @8-0
miz--> 20 40 60 80 100 120 140 160 /\\ /\
Abundance #33149: Naphthalene, 2,3-dimethyl- gLy Ly
156.0 14.00 14.50
m/z 128.00  16.36%
5000
76.0 115.0 /’\ /\/\
51.0 : 139.0 /\
ol 20 00 T oo | P LA A g
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 Phenol, p-1-indanyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.811 4.77 ng/ul 112813  Phenanthrene-di10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 99
2 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 97
3 Benzene, 1l-methoxy-4-(2-phenylet... 210 C15H140 001142-15-0 56
4 5,11-Dihydro-10H-dibenzo[b,f]aze... 209 C14H11NO 021737-58-6 41
5 1,4,7-Trimethyl-2-azafluorene 209 C15H15N 062736-78-1 38

Abundance Scan 2608 (18.811 min): BG051435.D\data.ms (-2603) (-  m/z 210.10 100.00%

210.1
5000 115.0
165.0

39.0 630 ‘ ‘ 18. 50 19 00
\ H i M i w u\]ﬂ b ‘\ A M‘\M iyl m/z 209.10  75.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87587: Phenol, p-1-indanyl-
210.0
115.0

5000
18 50 19 00
m/z 115.00  49.43%

0 : , L—VT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87586: Phenol, p-1-indanyl-
210.0

o

°L

18.50 19.00
5000 m/z 115.95 34.22%
115.0
91.0 165.0
5117.0 390 630 710 H\ 1390, 1870 |
B e B e R R [ S L N
m/z--> 20 40 60 80 100 120 140 160 180 200 A %W
Abundance #87632: Benzene, 1-methoxy-4-(2-phenylethenyl)- 4 ; ;\
210.0 18.50 19.00

m/z 193.10  29.33%

5000
165.0
63.0 89.0 115.0139.0 H |
0“‘M“‘W‘M‘NM‘%‘HM"H‘M‘HH“‘H“vaW‘H“‘N“

m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 2,3,5,7,9-Pentamethyl-1H-py... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
19.487 2.18 ng/ul 51418 Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,5,7,9-Pentamethyl-1H-pyrrolo... 238 C16H18N2 1000305-48-4 53
2 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 50
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 49
4 Benzophenone, 5-isopropyl-2-methyl- 238 C17H180 093651-28-6 49
5 N-(4-Ethylphenyl)-1,3-benzoxazol... 238 C15H14N20 770710-42-4 46

Abundance Scan 2723 (19.487 min): BG051435.D\data.ms (-2718) (-  m/z 223.10 100.00%
1

228,
116.0
5000 /L
RLLIVN,

19.50

(o] m/z 238.10 66.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121263: 2,3,5,7,9-Pentamethyl-1H-pyrrolo[2,3-flquinolin
238.0
5000 /\\ \/\ T T /‘\ T

19.50

m/z 116.00  51.81%
0 51.0 77.0 1190 152.0180.0207.0)
\\‘HH‘HH‘HH‘H\\‘1H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121357: 4,4'-Diisopropylbiphenyl
228.0
/\ Am MRATR TR B A/W‘f
19.50
5000 ITI/Z 115.00 43.76%
104.0
oL B0 770 | 1390"%%1050 |
AR RN o e e e R LN e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121252: 3-(N,N-Diethylamino)carbazole “V/\"* ‘ T
223.0 19.50
m/z 237.10 27.57%
5000
167.0194'0
) L
0 ‘““1”“”?3'9“‘H“1‘1“1(?"‘wh‘m‘u‘1‘1H”‘uJM“w‘l‘w‘!‘m”‘m“ T Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@O51435.D

Acqg On 9 Dec 2021 16:02

Operator : CG/JU

Sample : M4870-08DL 10X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 N-(4-Ethylphenyl)-1,3-benzo... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.587 6.11 ng/ul 144308  Phenanthrene-di10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N-(4-Ethylphenyl)-1,3-benzoxazol...
2 Phenol, 2,6-bis(1,1-dimethylethy..
3 2-Amino-5-isopropyl-3,8-dimethyl...

4 3-(N,N-Diethylamino)carbazole
5 Anthracene, 1,4-dimethoxy-

238 C15H14N20
. 238 (C14H220S
238 C16H18N2
238 C16H18N2
238 C16H1402

Abundance Scan 2740 (19.587 min): BG051435.D\data.ms (-2735) (-

770710-42-4 64
000950-59-4 64
093018-84-9 58
054994-31-9 58
013076-29-4 52

m/z 223.10 100.00%

2238.1
115.0
5000 ﬂ\
e N
19.50
0! m/z 238.10 79.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #120973: N-(4-Ethylphenyl)-1,3-benzoxazol-2-amine
2238.0
5000 ! ‘A‘ j A\‘ T
19.50
770 m/z 115.00 53.19%
0 \\\‘\\\\‘\\h\“”\\\“\\‘\\“H\‘\1‘\1‘}\‘1\\\‘\\\\’\\\1‘\\‘\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120889: Phenol, 2,6-bis(1,1-dimethylethyl)-4-mercapto-
2238.0 M
; e
19.50
5000 ITI/Z 116.00 31.33%
57.0
29 0 90.0 115.0 163.0 195.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 \ ﬂ\ MJXM
Abundance #121266: 2-Amino-5-isopropyl-3,8-dimethyl-1-azulenecar TNIYIAl P e
238.0 19.50
m/z 90.95 25.69%
5000
208.0
0 28.0 63.0 91 0 119.0 153 o\l i \H\ \\“ H‘ “
s Lol L D T e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51435.D

Acqg On : 9 Dec 2021 16:02
Operator : CG/JU

Sample : M4870-08DL 10X
Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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-met... 6.643 2.1 ng/ul 19150 1 8.182 183690 20.0
Benzene, 1l-ethy... 7.248 5.0 ng/ul 46338 1 8.182 183690 20.0
Benzene, 1,2,3-... 7.818 10.8 ng/ul 99511 1 8.182 183690 20.0
1-Hexanol, 2-et... 8.235 4.5 ng/ul 41020 1 8.182 183690 20.0
Indane 8.552 2.5 ng/ul 22808 1 8.182 183690 20.0
unknown-01 8.823 2.3 ng/ul 20636 1 8.182 183690 20.0
Hexanoic acid, 9.604 91.5 ng/ul 1239730 2 11.014 270939 20.0
unknown-02 9.681 3.4 ng/ul 46573 2 11.014 270939 20.0
m-Chloroaniline 10.039 4.0 ng/ul 54517 2 11.014 270939 20.0
Octanoic acid 10.368 9.8 ng/ul 132049 2 11.014 270939 20.0
Phenol, 3-ethyl- 10.450 5.5 ng/ul 73976 2 11.014 270939 20.0
Phenol, 2,6-dim... 10.491 4.2 ng/ul 57064 2 11.014 270939 20.0
Phenol, 3,4-dim... 10.891 4.5 ng/ul 60790 2 11.014 270939 20.0
Phenol, 2-ethyl... 11.549 3.0 ng/ul 40518 2 11.014 270939 20.0
Phenol, 2-ethyl... 11.625 3.3 ng/ul 44372 2 11.014 270939 20.0
Phenol, 2,4,6-t... 11.837 23.1 ng/ul 312657 2 11.014 270939 20.0
Phenol, 2,3,5-t... 12.031 7.6 ng/ul 102648 2 11.014 270939 20.0
Phenol, 2,3,6-t... 12.084 5.5 ng/ul 74418 2 11.014 270939 20.0
Phenol, 4-ethyl... 12.131 2.3 ng/ul 30811 2 11.014 270939 20.0
Benzo[b]thiophe... 12.554 5.9 ng/ul 79348 2 11.014 270939 20.0
Benzo[b]thiophe... 12.777 5.4 ng/ul 73581 2 11.014 270939 20.0
Naphthalene, 2-... 13.846 2.2 ng/ul 43198 3 14.822 398816 20.0
Naphthalene, 2,... 13.981 4.8 ng/ul 95748 3 14.822 398816 20.0
Naphthalene, 1,... 14.134 3.8 ng/ul 76508 3 14.822 398816 20.0
Phenol, p-1-ind... 18.811 4.8 ng/ul 112813 4 17.571 472582 20.0
2,3,5,7,9-Penta... 19.487 2.2 ng/ul 51418 4 17.571 472582 20.0
N-(4-Ethylpheny... 19.587 6.1 ng/ul 144308 4 17.571 472582 20.0
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