LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc :

ALS Vvial : 13  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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51356.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.823 734 738 745 rVB 271498 441750 0.79% 0.128%
2 8.822 903 908 918 rVV2 194748 361948 0.65% 0.105%
3 9.286 976 987 995 rBv4 142609 330503 0.59% 0.096%
4 9.392 995 1005 1011 rBV3 427067 864468 1.55% 0.251%
5 9.551 1017 1032 1039 rBV4 154739 411276 0.74%  0.120%

6 9.680 1049 1054 1060 rVV 263012 548378 ©.98%
7 9.880 1083 1088 1094 rBV 219259 376229 0.67%
8 10.103 1119 1126 1135 rVB6 128387 343075 0.61%
9 10.250 1147 1151 1158 rVB2 195155 358708 0.64%
10 10.402 1170 1177 1183 rVV2 384654 705921 1.26%
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11 10.955 1266 1271 1276 rVV2 306859 532722 .95%
12 11.119 1276 1299 1304 rVV 7765266 24331618 43.56%
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13 11.207 1308 1314 1328 rVB 1042356 1914772 3.43%

14 11.860 1419 1425 1432 rVV 255200 710067 1.27% 206%
15 11.918 1432 1435 1441 rVB 204359 331862 0.59% 096%
16 12.053 1452 1458 1463 rVV2 293341 686313 1.23% 0.199%
17 12.112 1463 1468 1474 rVV 348133 710710 1.27% ©.207%
18 12.394 1510 1516 1518 rBvV2 237126 425154 ©.76% 0.124%
19 12.430 1519 1522 1526 rVB 237597 353082 0.63% 0.103%
20 12.576 1540 1547 1556 rBV2 597414 1739542 3.11% ©0.506%

21 12.764 1556 1579 1580 rVVv4 10787858 55856196 100.00% 16.236%
22 12.829 1584 1590 1595 rVV2 1121782 1930602 3.46% 0.561%

23 12.964 1595 1613 1617 rVV 9955839 32001498 57.29% 9.302%
24 13.187 1645 1651 1656 rBve 203379 390341 0.70% ©0.113%
25 13.317 1668 1673 1686 rVV2 672530 1708017 3.06% 0.496%
26 13.622 1719 1725 1728 rBV 1332337 2009687 3.60% 0.584%
27 13.687 1728 1736 1745 rVB 5874232 11543171 20.67%  3.355%
28 13.869 1756 1767 1779 rVB 2018698 4073920 7.29% 1.184%
29 14.022 1782 1793 1799 rVB 2749568 7592445 13.59% @ 2.207%
30 14.163 1809 1817 1822 rBV 2924012 6546376 11.72% 1.903%
31 14.216 1822 1826 1832 rVV2 2283068 3291731 5.89% 0.957%
32 14.269 1832 1835 1839 rVB2 694578 949777 1.70%  0.276%
33 14.392 1850 1856 1860 rBV2 1368388 2265787 4.06% 0.659%
34 14.556 1873 1884 1890 rBV3 706655 1682204 3.01% 0.489%
35 14.692 1902 1907 1915 rVB 1534920 2105968 3.77% 0.612%

36 14.797 1920 1925 1935 rVB2 1220508 2173964 3.89% 0.632%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc :

ALS Vvial : 13  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-BG112321.M
Title : SVOA CALIBRATION
37 14.909 1936 1944 1949 rBV 3892624 6878143 12.31%  1.999%
38 15.026 1959 1964 1975 rBV2 431435 1272460 2.28% 0.370%
39 15.126 1976 1981 1986 rVvV4 397646 985600 1.76% 0.286%
40 15.179 1987 1990 1993 rVV2 313414 444355 0.80% 0.129%
41 15.244 1993 2001 2006 rVV 4635555 9762701 17.48%  2.838%
42 15.297 2006 2010 2018 rVB2 820834 1437653 2.57% 0.418%
43 15.438 2029 2034 2039 rBV 436026 839740 1.50% 0.244%
44 15.491 2040 2043 2047 rVV2 335691 472541 0.85% 0.137%
45 15.638 2056 2068 2073 rBV2 1721492 3452891 6.18% 1.004%
46 15.743 2082 2086 2090 rBV2 362384 520261 ©.93% 0.151%
47 15.826 2096 2100 2103 rBV3 268236 397481 0.71% 0.116%
48 15.890 2104 2111 2118 rVB 3160600 5782559 10.35% 1.681%
49 16.037 2131 2136 2140 rVB2 954394 1481789 2.65% 0.431%
50 16.078 2140 2143 2148 rVB3 400123 638176 1.14% 0.185%
51 16.131 2148 2152 2155 rBV2 313547 494996 0.89% 0.144%
52 16.166 2155 2158 2163 rVB2 406061 610770 1.09% 0.178%
53 16.501 2209 2215 2216 rBV 1714874 2488046 4.45% 0.723%
54 16.625 2232 2236 2241 rBV3 595352 966169 1.73% 0.281%
55 16.771 2255 2261 2264 rBV3 326278 692816 1.24% 0.201%
56 16.930 2285 2288 2296 rVB4 394690 767034  1.37% 0.223%
57 17.289 2345 2349 2353 rBV 1453156 1796155 3.22% 0.522%
58 17.341 2354 2358 2362 rVB 770330 1070758 1.92% 0.311%
59 17.441 2372 2375 2385 rVB 536436 871600 1.56% 0.253%
60 17.629 2402 2407 2412 rVB 1415776 2105795 3.77% 0.612%
61 18.029 2471 2475 2484 rVB 1468426 1997449 3.58% 0.581%
62 18.716 2589 2592 2597 rVB 1119854 1319246 2.36% 0.383%
63 18.822 2606 2610 2617 rVB 976676 1444753 2.59% 0.420%
64 18.998 2637 2640 2644 rVB2 690395 831429 1.49% 0.242%
65 19.104 2654 2658 2663 rBv4 607416 1070759 1.92% 0.311%
66 19.245 2679 2682 2686 rVB2 631309 839501 1.50% 0.244%
67 19.339 2694 2698 2704 rVB4 1233930 1615590 2.89% 0.470%
68 19.398 2704 2708 2711 rBV2 657538 947135 1.70%  0.275%
69 19.504 2722 2726 2729 rBV 1151785 1527014 2.73% 0.444%
70 19.545 2729 2733 2738 rVB2 1229040 1815733 3.25% 0.528%
71 19.603 2739 2743 2751 rBV3 1623576 3029822 5.42% 0.881%
72 19.668 2752 2754 2757 rVB 412830 455722 0.82% 0.132%
73 19.915 2792 2796 2799 rVB2 1114220 1361180 2.44% 0.396%
74 19.991 2799 2809 2813 rBV5 1082338 2491912 4.46% 0.724%
75 20.444 2882 2886 2893 rBV2 1554681 2786207 4.99% 0.810%
76 20.638 2914 2919 2923 rBV 1955416 2624935 4.70% 0.763%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc :

ALS Vvial : 13  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-BG112321.M
Title : SVOA CALIBRATION

77 20.808 2944 2948 2952 rBV2 520240 902507 1.62% 0.262%
78 20.867 2952 2958 2962 rVB 6103471 9339795 16.72% 2.715%
79 20.902 2962 2964 2967 rBV 352002 335950 0.60% 0.098%
80 20.943 2968 2971 2974 rW 907445 939247 1.68% 0.273%
81 21.160 3003 3008 3011 rVV2 1179212 1707849 3.06% 0.496%
82 21.202 3011 3015 3021 rVB2 1761912 2668765 4.78% 0.776%
83 21.360 3039 3042 3046 rVB 592949 735611 1.32% 0.214%
84 21.413 3046 3051 3056 rBV 785461 1464202 2.62% 0.426%
85 21.466 3056 3060 3064 rVB 1137920 1464903 2.62% 0.426%

86 21.660 3089 3093 3097 rBV2 637942 1116524 2.00% 0.325%
87 21.772 3099 3112 3122 rVB 12023980 37841221 67.75% 10.999%
88 22.030 3151 3156 3162 rBV2 1305123 2293854 4.11% 0.667%
89 22.300 3199 3202 3206 rVV 428561 626616 1.12% 0.182%
90 22.383 3207 3216 3221 rVB 6339743 13112490 23.48% 3.811%

91 22.447 3224 3227 3232 rVB 639524 953531 1.71% 0.277%
92 22.665 3259 3264 3275 rBV 986390 1800675 3.22% 0.523%
93 23.005 3316 3322 3330 rBV 1276204 2731318 4.89% 0.794%
94 23.393 3382 3388 3399 rVB2 783528 1702389 3.05% 0.495%
95 23.898 3467 3474 3484 rVB 1036745 2607583 4.67% 0.758%
96 24.239 3527 3532 3538 rVB 558377 1115872 2.00% 0.324%
97 24.674 3596 3606 3624 rVB3 1895911 8155183 14.60% 2.370%
98 25.232 3696 3701 3709 rVB3 527464 1319364 2.36% 0.384%
99 26.419 3898 3903 3914 rVB 353828 1021379 1.83% 0.297%
100 26.942 3982 3992 4004 rVB 867842 3085123 5.52% ©.897%

Sum of corrected areas: 344030609
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG051356.D\data.ms
1.2e+07

12.764

12.964

1e+07
8000000 11.119
6000000
4000000
2000000
1.207 8 o
. 7.823 8.822 9 $3RBHBMENIH2 10.955| 13.1

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051356.D\data.ms
21.y72

1.2e+07
1le+07

8000000 20.867 22.383

22 030

e =

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051356.D\data.ms

6000000

4000000

2000000

1.2e+07
le+07
8000000
6000000
4000000

005 24.674

238
2000000 23.393 23-8%) 539 25,232 26.942
26.419

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : 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 2 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.822 16.39 ng/ul 361948 1,4-Dichlorobenzene-d4 8.193
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 92
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 92
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 86
4 o-Cymene 134 C1eH14 000527-84-4 83
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 70
Abundance Scan 908 (8.822 min): BG051356.D\data.ms (-903) (-) m/z 119.10 100.00%
119.1
43.0
5000 710 91.0 M
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ ‘ ‘ a1 8.40 8.60 8.80 9.00 9.20
O el el AL s 4305 71.79%
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 [ RN N RN R
8.40 8.60 8.80 9.00 9.20
910 m/z 57.05 70.64%
39.0 65.0 :
T ‘ T \]-\5‘\.0‘ T ‘\ T \“‘\ \M‘\ “1“\ T \‘H‘ T \‘\ T “}“\ \m‘l T \1\ ‘\ .‘O\ T
m/z--> 0 20 40 60 80 100 120 140

Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

=

8.40 8.60 8.80 9.00 9.20

5000 ITI/Z 105.00 46.70%
390 91.0
. 65.0
Ol bbbt el 1960
m/z--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 71.05 40.89%
5000
91.0
0 15.0 L 39\\0 L 65\0 L ‘ h“ M“ 1 \6'0
e I L T e
m/z--> 0 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 3 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
9.286 14.96 ng/ul 330503 1,4-Dichlorobenzene-d4 8.193
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 96
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 987 (9.286 min): BG051356.D\data.ms (-976) (-) m/z 119.10 100.00%
119.1
5000
55.0 97.0 A/h
N RENEE TS SRS
‘ ‘ ‘ 9.00 9.20 9.40 9.60
I \b e \ Ll 1581 e es 2855
m/z--> 20 100 120 140
Abundance #17085. Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L L B L BN LR
9.00 9.20 9.40 9.60
91.0 m/z 134.85  27.74%
65.0 ‘
0 \1\5\0‘\\\3\9’9\‘\ T "\‘\ T \“ T “H“\ \Ml T T 1
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /\ N
R RN
9.00 9.20 9.40 9.60
5000 m/z 55.05 26.31%
91.0
39.0 65.0
T e Y | N A
m/z--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- A EEEmEEE T
119.0 9.00 9.20 9.40 9.60
m/z 91.00 23.18%
5000
91.0
390 65.0 ‘ ‘
2 il | N M .Y VA A PR VAW AUV
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 4 Benzofuran, 7-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.551 18.62 ng/ul 411276  1,4-Dichlorobenzene-d4 8.193

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 91
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 90
Abundance Scan 1032 (9.551 min): BG051356.D\data.ms (-1017) (-) m/z 131.00 100.00%
131.0
5000
5.0 70 1030
T
bl |
] E— “M ALl st S w‘ AL m/z 132,00 84.17%
miz--> 20 60 80 100 120 140
Abundance #16663.Benzoﬂnan,74neﬁwh
132.0
5000 : /\ :
51.0 9.50
77.0 1030 m/z 77.00 30.19%
27.0 ‘ ‘
0\\\‘\“}‘\\““\\}‘\““\‘\\H“‘\\\\“\\\‘\\“\‘\\\\ 1
miz-> 20 40 80 100 120 140
Abundance #16667.2—PropenaL3—phenyL
131.0
BN
9.50
5000 . 103.0 m/z 103.00  26.86%
51.0 '
18.0
O bt ol
miz--> 20 40 60 80 100 120 140
Abundance #16656: Cinnamaldehyde, (E)- ‘ A —f ‘
131.0 9.50
51.0 m/z 51.00  25.29%
770 1030
5000
290
m/z--> 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzofuran, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.680 20.59 ng/ul 548378 Naphthalene-d8 11.031

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 87

Abundance Scan 1054 (9.680 min): BG051356.D\data.ms (-1049) (-) m/z 131.00 100.00%
131.0

5000 /\
5.0 770 1040 il -
A T
oH‘,‘Hu,mwm“wwH_mw b m/z 132.00  83.51%
miz--> 20 40 100 120 140
Abundance #16663.Benzoﬂnan,74neﬁwh
132.0
5000 — —
510 9.50 10.00
770 1030 m/z 77.00 25.67%
G T N
O T ’ \‘M‘\ \“’ T \‘ ”\ “‘\‘\ \m ‘ T \‘\ T “‘\ LI ‘ T \‘ T ‘ T T 17T
miz--> 20 40 80 100 120 140
Abundance #16660.Benzoﬂnan,Z—methyL
131.0
9.50 10.00
5000 m/z 104.00 25.14%

51.0 77.0 103.0

0“"2‘7‘9""\‘H‘\‘\H“\‘HH“HH‘HH‘HH /\
mlz--> 20 40 60 80 100 120 140
Abundance #16664: Benzofuran, 2-methyl- AOS ,‘ { A
131.0 9.50 10.00

m/z 51.00 24.74%

5000
51.0
0 \\' \\‘ | ‘ \\‘ | mh . i i

miz--> 20 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On 6 Dec 2021 19:04

Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.880 14.12 ng/ul 376229  Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 1088 (9.880 min): BG051356.D\data.ms (-1083) (-) m/z 119.10 100.00%

119.1
5000
91.0 \ Mo, \AA/MK
39.0 65.0 135.0 9.50 10.00
O e L ASL2 0 7 134 05 38.78%
miz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 A S
9.50 10.00
m/z 91.00 18.48%
41.0 oo 135.0
O \]-\5\(‘)\‘\ T \“‘\ \‘\ \‘6?\0\ \“‘ T \\“\‘\ \‘\‘l T \‘\.‘ L
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
9. 50 10 OO
5000 ITI/Z 120.10 10.02%
91.0
41.0 65.0
LB i M PO S
miz-> 20 40 60 80 100 120 140 I
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- E ‘/MA‘ e
119.0 9.50 10.00
m/z 77.00 9.89%
5000
39.0 N
: 65.0 135.0
0 15.0 I Li L s Ly ‘ L H‘

m/z--> 20 40 60 80 100 120 140 10 OO

SFAM-EPA-BG112321.M Mon Dec 13 06:38:45 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 2,4-Dimethylstyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.403  26.50 ng/ul 705921  Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70

Abundance Scan 1177 (10.402 min): BG051356.D\data.ms (-1170) (-  m/z 117.00 100.00%

117.0
5000 J\
43.0 91.0 == A
| ‘ | ‘ l 10.00 10.50
b HUWH‘ “‘Uw I M CEASSL 0 m/z 119.10  72.73%
miz--> 20 100 120 140 160
Abundance #16113. 2,4-D|methylstyrene
117.0
5000 k m
91.0 10.00 10.50
390 o m/z 115.00  35.24%
w0, |
O\\\‘\\\\\ \\H}M‘\\‘}\“m\\‘\‘U‘\“\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
10.00 10.50
5000 m/z 132.05 35.01%
91.0
51.0 ‘
NI ', I TN I A
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- — Py
117.0 10.00 10.50
m/z 134.00 28.00%
5000
91.0
51.0
27.0 ‘ k
AN S O OV TN | ] VA NS
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50

SFAM-EPA-BG112321.M Mon Dec 13 06:38:46 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.955 20.00 ng/ul 532722  Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
2 Tetradecane 198 C14H30 000629-59-4 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane 226 Cl6H34 000544-76-3 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 1271 (10.955 min): BG051356.D\data.ms (-1266) (-  m/z 57.05 100.00%
57.0
5000
85.1
—=
H \ 11\6.0 141.1 170.1 11.00
ol 3T R4 T0L hyz 43.10 86.69%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #45492: Undecane, 2-methyl-
43.0
5000 1
71.0 11.00
m/z 71.10 55.05%
“ H (I8 ‘ 99.0 12\\70 155.0
O ‘\1\\i}\\h\‘\\\\‘\\\\“‘\\\\‘f\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—
11.00
5000 m/z 41.05 42.66%
85.0
29.0
I L B L B EL L B Rt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane —
57.0 11.00
m/z 85.10 31.76%
5000
29.0 85.0
“H“H"_“w“H“H“H“_“w“u“u“‘ P
m/z--> 40 60 80 100 120 140 160 180 200 11.00

SFAM-EPA-BG112321.M Mon Dec 13 06:38:46 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On 6 Dec 2021 19:04

Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 9 Phenol, 2-ethyl-4-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.860 26.66 ng/ul 710067 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl-4-methyl- 136 CS9H120 003855-26-3 91
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 91
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 90
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
5 Phenol, 2-ethyl-5-methyl- 136 CS9H120 001687-61-2 87

Abundance Scan 1425 (11.860 min): BG051356.D\data.ms (-1419) (-
121.0

m/z 121.00 100.00%

5000
77.0
390 ‘ ‘1039 11 11.50 12.00
) S AL *Qm‘HH_‘HW‘HMWH m/z 136.00  44.37%
miz--> 20 40 80 100 120 140
Abundance #18879.PhenoLz-eﬂwL44neﬂwL
121.0
5000
11.50 12.00
m/z 77.00 22.65%
0 270 L 5]_\0 670 ‘ ‘\ ‘\ I ‘ 13“7.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #18887: Phenol, 3-ethyl-5-methyl-
121.0
P e
11.50 12.00
5000 m/z 91.00 21.79%
91.0
39.0 65.0
so | S0
o"u‘HH,MmpmwuH;u‘um_m‘_m
miz-> 20 60 80 100 120 140
Abundance #18886.PhenoL2—mhyL54nemyL T —
121.0 11.50 12.00
m/z 107.00 10.55%
5000
390 89.0
L 65‘0 ‘ | 137.0
o"wHH,MmhpmwHJ‘mwu_wwww L ~
m/z--> 20 60 80 100 120 140 11.50 12.00

SFAM-EPA-BG112321.M Mon Dec 13 06:38:47 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.918 12.46 ng/ul 331862 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 1435 (11.918 min): BG051356.D\data.ms (-1432) (-  m/z 131.05 100.00%

131.1
5000
91.0 J 12.00
51.0 :
o‘HwHH_HwwuH_HwH“J“_Mw‘??:l‘mlﬁzﬁ m/z 146.05  34.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 \/\ \/\\\/\\ T T T
12.00
m/z 115.00 16.05%
39.0 650 91‘0 | |
O\\\\‘\\\\‘\\‘\\“H\H\“\\\\‘\\\\‘“‘\M\‘\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
——
12.00
5000 m/z 145.00 15.13%
39.0 91.0
63.0
U N i AN = N N A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ey
131.0 12.00
m/z 128.00 13.82%
5000
27.0 51.0 91.0
o‘Hw‘LH\_MHF’_Wl&ﬂ‘e‘ww\w”W A
m/z--> 20 40 60 80 100 120 140 160 180 12.00

SFAM-EPA-BG112321.M Mon Dec 13 06:38:47 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Phenol, 2,4,6-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.054 25.77 ng/ul 686313 Naphthalene-ds 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-trimethyl- 136 com120 000527-60-6 96

2 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 90
3 3,4-Dimethylanisole 136 C9H120 004685-47-6 87
4 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 87
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 87

Abundance Scan 1458 (12.053 min): BG051356.D\data.ms (-1452) (-
121.0

m/z 121.00 100.00%

91.0 e ‘J
39.0 650 ‘ 12.00
45.0162.1
Ot “M o ‘M‘*M : ““ el il lll ﬁ Friare m/z 136.08  54.68%
miz--> 20 40 100 120 140 160
Abundance #18859. Phenol, 2,4,6-trimethyl-
121.0
5000
91.0 12.00
m/z 91.00 29.47%
39.0 65.0 ‘
O \]-\4.\()‘\‘1‘\\”“ ‘m‘\“\“‘\\\“‘\\}‘\“\M\\‘\M“\\\\“\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #18860: Phenol, 2,4,5-trimethyl-
121.0
T
12.00
5000 m/z 135.05 22.06%
39.0 91.0
‘ 65.0 | ‘
0 m_m“ P VY R
m/z--> 20 60 80 100 120 140 160
Abundance #18832: 3,4-Dimethylanisole M‘ ‘ ‘
136.0 12.00
m/z 77.00 16.61%
5000
91.0
39.0 65.0
o e R N R 1 U L
m/z--> 20 40 60 80 100 120 140 160 12.00

SFAM-EPA-BG112321.M Mon Dec 13 06:38:48 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : 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 12 Benzene, (1-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.112 26.68 ng/ul 710710 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 81

Abundance Scan 1468 (12.112 min): BG051356.D\data.ms (-1463) (- m/z 131.05 100.00%

131.1
5000
91.0
— .
0 114 ‘ \HLJ ‘ o 12.00 12.50
0 m_m_m WA e Ll L3810 g 101,00 38.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 /\
5000 ~— —
12.00 12.50
m/z 146.00 33.67%
70 od L |
O\\\‘\\\\‘\\“‘ "?\\\“‘\\‘\‘\“M\\\“’\‘H!\‘\“\\\‘\\\\‘\
miz--> 20 100 120 140 160 180
Abundance #25031. 1H—Indene, 2,3-dihydro-4,7-dimethyl-
131.0 M
= 4
12.00 12.50
5000 ITI/Z 91.00 29.16%
39.0 91.0
63.0
0 H“Jm‘M‘JM‘W‘HM“L‘&%Q@,HM“JMH““W‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- — ——
131.0 12.00 12.50
m/z 136.05 24.34%
5000
390 gq0 910 N
R s <Y A WAV
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

SFAM-EPA-BG112321.M Mon Dec 13 06:38:48 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On 6 Dec 2021 19:04

Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.394 15.96 ng/ul 425154  Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14

017059-48-2 70
006682-71-9 64
000769-57-3 64
097664-18-1 64
006682-71-9 64

Abundance Scan 1516 (12.394 min): BG051356.D\data.ms (-1510) (- m/z 131.05 100.00%
1

131.
5000
91.0 4 S
390 71 ‘ 150.0 12.00 12.50
Ol el i ]T, et &H“ﬁ A L1823 40 135,05 39.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 — —
12.00 12.50
m/z 146.05 33.06%
39.0 a0 91.0
(O T \“‘\ \“1‘\ “1‘.\\ \" T \‘\ T ‘J-\‘]Towlkw:)‘ \‘M ™7 i“\ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
BRAVAURA A Y\ 4
12.00 12.50
5000 ITI/Z 91.00 21.73%
0 680 T ol
B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- r— —
131.0 12.00 12.50
m/z 115.00 18.80%
5000 91.0
39.0 65.0
o‘,‘H‘W‘WM‘WMJW‘M‘pNHW“M“WMH“‘H““ — —
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

SFAM-EPA-BG112321.M Mon Dec 13 06:38:49 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.430 13.26 ng/ul 353082 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 59
Abundance Scan 1522 (12.430 min): BG051356.D\data.ms (-1519) (- m/z 57.10 100.00%
57.1
A
\ 9114101842 12.50
oL i e101842 m/z 43.10 84.63%
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 T
12.50
m/z 71.10 63.10%
O \“‘\‘ “\ %9.0141-0184.0 1T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
A A
12.50
5000 m/z 41.00 43.31%
0 “ ‘L‘ | %9‘0 141.0183.0226.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 12.50
m/z 85.10 36.66%
5000
9.0
oL | || 141.0183.0225.0 281.0 337.0 394. JL
A S S e — P
m/z--> 50 100 150 200 250 300 350 12.50

SFAM-EPA-BG112321.M Mon Dec 13 06:38:49 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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-Methylbenzothiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.576  65.31 ng/ul 1739540  Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 87
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
3 Benzo[b]thiophene, 6-methyl- 148 CO9H8S 016587-47-6 87
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 87
5 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 80
Abundance Scan 1547 (12.576 min): BG051356.D\data.ms (-1540) (- m/z 147.00 100.00%
147.0
5000
121.0 i2%d
45.0 :
] A AT MMH‘%?"&HMWH_ L AT nyz 14808 79.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26956: 3-Methylbenzothiophene
147.0
5000 — :
12.50
450 m/z 121.00 17.71%
69.0
115.0
0\\1\'\5\‘0\\\\“‘ \‘\H\\“‘\\‘\“‘}“8\?\0\‘\\\\“\\\\‘\ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26955: 3-Methylbenzothiophene
147.0
N T
12.50
5000 m/z 149.00 12.57%
45‘0 7‘4‘0 115.0
e A R S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26963: Benzo[b]thiophene, 6-methyl- — ‘
148.0 12.50
m/z 77.00 9.35%
5000
450 740 121.0
N U T .1 R S SVA
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.829 72.48 ng/ul 1930600 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 91
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 86

Abundance Scan 1590 (12.829 min): BG051356.D\data.ms (-1584) (-  m/z 147.00 100.00%

147.0
5000
450 69.0 93. 121.0 1250 1300
) SA S 1 P e R— ““‘199-?_19?:1‘ m/z 148.00  76.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000
1250 1300
450 m/z 149.00 13.07%
74.0 121
0\\\\‘\\\\“\‘\H\\‘\\‘\“\“\\‘9\‘5\9‘\\\‘\“\(\)\\‘\“\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26956: 3-Methylbenzothiophene
147.0
1250 1300
5000 ITI/Z 121.00 8.36%
45.0 69.0
115.0
AR IR NV TR/ ) —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0 1250 1300
m/z 69.00 7.68%
5000
)
115.0
Y POV Y e SR S e
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

6 Dec 2021 19:04
: CG/JU
: M4942-01

. 13

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
BGO51356.D

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

LSCINT.P

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

Peak Number 18 Phenol, 2,3,5,6-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.317 15.71 ng/ul 1708020  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetramethyl- 150 C10H140 000527-35-5 93
2 Phenol, 2,3,5,6-tetramethyl- 150 C1eH140 000527-35-5 93
3 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 91
4 Phenol, 2,3,4,6-tetramethyl- 150 C10H140 003238-38-8 90
5 Phenol, 2,3,5,6-tetramethyl- 150 C10H140 000527-35-5 90

Abundance Scan 1673 (13.317 min): BG051356.D\data.ms (-1668) (-  m/z 135.00 100.00%

135.0
5000
91.0
— =
39.0 65.0 13.00 13.50
ol g2 L 17621972 g 65 66.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27524: Phenol, 2,3,5,6-tetramethyl-
135.0
5000 = ——
13.00 13.50
91.0 m/z 91.00 31.41%
65.0
O \]-\5\(‘)\‘\ T \“M\ \‘U‘\ “\‘H\ T \H‘ T \ T "\H\ \‘\“‘\ T \ ! ‘ T \“\ T ‘ TTTT ‘ TTTT ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27526: Phenol, 2,3,5,6-tetramethyl-
135.0
— ~—r
13.00 13.50
5000 ITI/Z 149.05 13.51%
91.0
39.0 ‘ ‘
oHw‘MHUM‘wwM T NI I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27574: Phenol, 2-methyl-5-(1-methylethyl)- ¥ ~
135.0 13.00 13.50
m/z 77.00 13.27%
) M
91.0
39.0
ol180 L B0, L TP
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.622  18.49 ng/ul 2009690  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 96
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 80

Abundance Scan 1725 (13.622 min): BG051356.D\data.ms (-1719) (- m/z 57.10 100.00%
57.1

1350  14.00
113.1 : :
om_H‘Wmlw”mulum‘_m_“}f“l‘g‘}?’?‘l“‘lﬁ??‘”_m m/z 43.10  83.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 = =
85.0 13.50 14.00
29.0 m/z 71.05 63.90%
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
— =
13.50 14.00
5000 85.0 m/z 41.10 43.65%
29.0
A L e B AAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane — —
57.0 13.50 14.00
m/z 85.10 39.82%
5000 85.0
29.0
11
bty 1301010 16800 1070 2260 L i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.869  37.48 ng/ul 4073920  Acenaphthene-di10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93

Abundance Scan 1767 (13.869 min): BG051356.D\data.ms (-1756) (-  m/z 141.00 100.00%

141.0
5000
115.0
— =
63.0 13.50 14.00
39.0 89.0
Obrr 320, 0 B20 L3700 2062 o ieg 10 47.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 — A -
13.50 14.00
115.0 m/z 115.00  27.94%
51.0 /6.0 ‘ ‘
O\\\\‘\\-\\“\\“\\““}\‘\“1“‘\\‘\\“\\\}‘\“\‘\\“\\‘U‘\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
i e
13.50 14.00
5000 ITI/Z 142.05 13.45%
115.0
0,15.0 39.0 €30 800 | | )
R B R B B B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl- — —
141.0 13.50 14.00
m/z 128.00 13.10%
5000
115.0
270 %m0 | ||
O R L e B P =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.022 69.85 ng/ul 7592450  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 1793 (14.022 min): BG051356.D\data.ms (-1782) (-  m/z 156.10 100.00%
1

156
5000 ]\ j\\
70 128.0 ‘ i4‘06 T
51.0 102.0 :
(| RE—— pw\‘u B b ‘ ‘ w‘!“ AL Mpn 28722092 ;m/z 141.00  74.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 S :
14.00
115.0 ITI/Z 155.05 41.06%
270 51.0 77.0 ‘ ‘
O \\\‘\\.\\“\\“\\“M\\HU“\\\\‘\\\\‘\“\‘\\“‘\\JM‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
14.00
5000 ITI/Z 128.00 18.45%
77.0
510 115.0
o B b el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- = ‘
156.0 14.00
m/z 115.00 18.32%
) M
77.0 115.0
51 0
b 20l b M UL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.163 60.23 ng/ul 6546380  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1817 (14.163 min): BG051356.D\data.ms (-1809) (-  m/z 156.10 100.00%
156

6.1
5000
115.0
510 7.0 ‘ M 14.00 14.50
O oot st b L1982 n; 141,00 96.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000
14.00 14.50
m/z 155.05 34.54%
77.0 128.0
41.0
O \\\‘\‘\ T \“‘\ \“\‘\ ‘H}\‘M“ \\\J-\()‘Z\.\CJ\‘\‘\‘!‘\ \‘i‘\ \‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
14.00 14.50
5000 ITI/Z 115.00 25.30%
770 115.0
51.0 :
27.0
N o 4 A 0 | N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33157: Naphthalene, 1,7-dimethyl- =5 =
156.0 14.00 14.50
m/z 128.05 20.57%
- AJ\JKVIKN/V\JK«J\V
77.0 115.0
o220 St J LA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.392  20.84 ng/ul 2265790  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1856 (14.392 min): BG051356.D\data.ms (-1850) (-  m/z 141.00 100.00%

141.0
5000
115.0
o -
57.1 89.0 ‘ R 14.00 14.50
O e A LML 1832 2202 456 19 95.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 - j\\J\
14.00 14.50
m/z 155.05 26.80%
s 760 1150
O\\\\‘2\7{.(\)\“\\‘\.\‘”\\\‘!H‘\\‘\\‘\\\‘i‘\‘l‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 }
o A
14.00 14.50
5000 m/z 115.00 26.16%
y70 510 760 1150
o i Y P O 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl- = =
141.0 14.00 14.50
m/z 128.05 19.93%
5000
115.0
76.0
270 519 ] ‘ Ll
O e e e e . o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.692 19.37 ng/ul 2105970  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 1907 (14.692 min): BG051356.D\data.ms (-1902) (- m/z 57.10 100.00%
57.1

o e ULN
1450 1500
113.1 : :
om_HJ“mml‘w”m“!um‘_m_ﬁf"‘lulu}??%”“‘2“1‘2“2“” m/z 43.10  82.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane
57.0
85.0
5000 T —
14.50 15.00
29.0 m/z 71.10 66.97%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
e —
14.50 15.00
5000 85.0 ITI/Z 41.05 43.90%
29.0
oLl L 11301410 1690 197 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane T ——
57.0 14.50 15.00
m/z 85.10 42.48%
5000
85.0
29.0
ol L m0umo s
R R R S S S e AR LA EEREE —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : 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 25 Naphthalene, 1,6,7-trimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
15.438 7.73 ng/ul 839740  Acenaphthene-di10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96

Abundance Scan 2034 (15.438 min): BG051356.D\data.ms (-2029) (-  m/z 155.10 100.00%
15

5.1
5000
128.0 ‘15\50‘
69.1 .
39.0 97.1 ‘ 193.2
, “M‘mmu_‘?“zf‘cﬁ_ m/z 170.10  98.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
15.50
m/z 153.00 25.89%
115.0
O \\\‘\\\\‘\5\]‘_\‘\0‘\\7\6‘\‘.‘?‘\‘\\‘\\\“\‘\!\\““\\ ‘\“\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
e
15.50
5000 ITI/Z 169.10 21.31%
180 510 76010201280 | |
R A Lt E Rt e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0 15.50
m/z 152.05 20.33%
) N\MJ\MWW
0 51.0 76HQ 102'0\12‘\\8.0‘\ | HH
R RAa R A RAARAAsEaTAE SRS S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.637 31.77 ng/ul 3452890  Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Nonadecane 268 C19H40 000629-92-5 83
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 2068 (15.638 min): BG051356.D\data.ms (-2056) (-  m/z 57.10 100.00%
57.1

- T VvJ\AﬁA,AAA/Q\J{w
— —
155.1
h CLopen e s 15.50 16.00
Oberr e b T A 8322263 4 43.10 80.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107217: Hexadecane
57.0
5000 = —
85.0 15.50 16.00
290 m/z 71.10  68.86%
0 ‘\‘ \‘\ H\ H\ i \11?’ 0141 01690 226.0
HH‘HH‘ \H‘HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
— —
15.50 16.00
5000 85.0 m/z 85.10 45.43%
29.0 .
226.0
N L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane R —
57.0 15.50 16.00
m/z 41.10 42.10%
5000 85.0
29.0
ob il h |, 1130141.0169.0107.0 268
e HW‘H‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘ — ——
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.501 23.63 ng/ul 2488050  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Decane, 5-propyl- 184 C13H28 017312-62-8 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2215 (16.501 min): BG051356.D\data.ms (-2209) (- m/z 57.10 100.00%
1

57
5000 85.1
1650 |
113.1 :
0 HWm“w“uu;leuHh‘m_m‘,uff?(‘l_?9‘1‘%,“2‘”"9'?"“”" m/z 43.10  78.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 — |
85.0 16.50
29.0 m/z 71.10 73.35%
O “ \‘\ “\ ‘H\ Il \\‘11?0\1440‘16901970 268(
\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59032: Decane, 5-propyl-
57.0
L
16.50
5000 ITI/Z 85.10 44 ,35%
85.0
29.0
‘ ‘ 140.0
OLrrepeltle b b bt bbb 2840
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane 7
57.0 16.50
m/z 41.10 40.39%
5000 85.0
29.0
113.0
b o 20040160 019702260 o
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, (1-methyldecyl)- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
16.625 9.18 ng/ul 966169  Phenanthrene-d1e 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 55
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 46
3 3-Methylbenzylamine, N,N-dibutyl- 233 C16H27N 1000310-40-5 38
4 Benzene, (2-ethenyl-1,4,4-trimet... 216 Cl6H24 074810-76-7 38

5 Succinic acid, 2,4,6-trichloroph... 400 C18H15C1304 1000389-75-5 38

Abundance Scan 2236 (16.625 min): BG051356.D\data.ms (-2232) (-  m/z 105.00 100.00%

105.0
5000
410 135.1 1650  17.00
710“H‘ | 165J-19§i 23%2 . 129
0“H‘w‘HW‘MHN‘HMMmquwwu‘wwu‘w‘up‘u‘u‘w‘uw m/z 91.00 18.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
5000 T T
16.50 17.00
m/z 106.00 12.84%
232.0
o 70 | 147.0175.0203.0 77
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114093: Benzene, (1-methyldecyl)-
105.0
—r —
16.50 17.00
5000 ITI/Z 135.05 12.23%
0 410 790, 147.0 175.0 203.0 232.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115102: 3-Methylbenzylamine, N,N-dibutyl- o —
105.0 16.50 17.00
m/z 97.10 11.49%
190.0
5000
142.0
ol 420 770 \ 2330
e T —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 33 Benzene, (1-pentylheptyl)- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
16.772 6.58 ng/ul 692816  Phenanthrene-di10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 93
2 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 76
3 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 70
4 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 70
5 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 58

Abundance Scan 2261 (16.771 min): BG051356.D\data.ms (-2255) (- m/z 91.00 100.00%

91.0
5000
119.1
— —
41.0 161.1 16.50 17.00
' 246.2 : :
o‘_WH‘H‘:“mhwMp\“um‘w‘HH“m“ﬁ‘?ﬁ'ﬁ?ﬁnz‘”_mw m/z 119.05  28.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131088: Benzene, (1-pentylheptyl)-
91.0
5000 T ——
16.50 17.00
m/z 105.05 18.33%
41.0 119.0 161.0
O\‘\\‘\\‘“.\H‘\‘\‘\H”‘H‘l\“‘\‘H‘\“‘\.\\‘\‘\‘\H“‘\\\‘\]‘_\83.\?\\\\‘\\\2\‘4\6\.\\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131077: Benzene, (1-ethyldecyl)-
91.0
—T —
16.50 17.00
5000 ITI/Z 41.05 12.98%
119.0
41.0
ool MT01750 21702460
\‘\H\“‘\H\‘\‘\HHH‘\\‘\\“\H‘\“\H\‘\H\“HH‘\\H‘HH‘HH‘\‘H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131087: Benzene, (1-pentylheptyl)- T —
91.0 16.50 17.00
m/z 43.05 12.83%
5000
41.0 119.0 161.0
Obrprbrtirprrerebe ot ortr e 4890, 2400 o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

17.288 17.06 ng/ul 1796160  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2349 (17.289 min): BG051356.D\data.ms (-2345) (- m/z 57.10 100.00%
57.1

5000 o /“AAAJVA/\AA«AAAJﬁNAA
‘ 1700 17.50
113 11421 196.1 : :
o‘HH\‘m!uu‘H:‘“!u”wwH‘mmlf‘gul_‘“_“2“2?‘2“25“‘_3”‘ m/z 43.10 77.89%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
5000 — e
85.0 17.00 17.50
29.0 m/z 71.10 71.34%

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260

Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0

vl

110 17.00 17.50
5000 ' m/z 85.10 47.08%

°

L M 17,1270 168.0197.0 2310 261.0

L

0‘\uw\uw\uw\u\\m\_u\“u\_u\_u\_\u“\u_\u_\u
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #123961: Heptadecane
57.0 17.00 17.50
m/z 41.10 40.13%
5000
85.0
29.0
o 00 20
_‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u“ — —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

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

(DEL) Alkane: Straight-Chai...

Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
17.341 10.17 ng/ul 1070760  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2358 (17.341 min): BG051356.D\data.ms (-2354) (- m/z 57.10 100.00%
57.1

2

5000
17.00 17.50
41 1
old ) w‘ “ Mliisslosezoers 1z 71.10  81.80%
m/z--> 50 lOO 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
17.00 17.50
m/z 43.10 54.98%
O T “‘ \‘H\“‘ \“‘\‘ \‘ ‘0\178\3\()‘ T \2\319‘0\ \\29\6‘\0\ L ‘ T 1T

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

%

Abundance #261137: Hexadecane, 1-iodo-
57.0
17.00 17.50
5000 ITI/Z 85.10 45.27%
155.0 225.0
oLl d waw
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 17.00 17.50
m/z 41.10 31.18%
. J\/\M/\/A/\N/M
0 “L | F ‘}410183022502670 3230 380.!
““‘ e SN — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 37 Benzene, (1-methylundecyl)- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
17.441 8.28 ng/ul 871600  Phenanthrene-di10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 78
2 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 49
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 47
4 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 47
5 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 46

Abundance Scan 2375 (17.441 min): BG051356.D\data.ms (-2372) (-  m/z 105.00 100.00%

105.0
5000
1750
41.0 186.0 246.2 . :
oww“mww“ “‘w“m_ml‘?q“l‘HwH“‘?‘1‘7_2‘”_&‘:\2‘?4“; m/z 91.e0 13.98%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #131092: Benzene, (1-methylundecyl)-
105.0
5000 T
17.50
m/z 106.10 13.14%
41 0
0 7700 | 1470 189.0 246.0
‘\H\‘HH‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #148575: Benzene, (1-methyldodecyl)-
105.0
—
17.50
h m %
0 70| | 14701760 2170 2900
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #131094: Benzene, (1-methylundecyl)- —
105.0 17.50
m/z 41.05 7.08%
- \AJV\/WAAmﬂka\NhAwa
246.0
0 55.0 ! 147.0175.0 204.0
P e T e TR R e ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
18.029 18.97 ng/ul 1997450  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 98
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2475 (18.029 min): BG051356.D\data.ms (-2471) (- m/z 57.10 100.00%
57.1

5000 yﬂ\fAfuJLAxwafxfﬂ/
‘ 99.1 165.1 236.2 ‘18}00‘ |
ol b b ) 4135116511951 23622683 |, 4319 78.65%
miz--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
5000 ‘18‘00‘ T
m/z 71.10 71.01%
99.0
270 ‘ | ], 1410 1830 268.0
0 \‘\ ‘\“‘H\ Il \H\h‘ \”‘\“\ t L B B B B B ——
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
T \
18.00
5000 m/z 85.10 48.35%
99.0
o 2010 a0 seso  aemo.
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane T
57.0 18.00
m/z 41.10 39.93%
5000
99.0
270, H L ‘ | 1410 1830  240.0
((ERRNTAN 0 I [ B R A i it e
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
18.716  12.53 ng/ul 1319250  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2592 (18.716 min): BG051356.D\data.ms (-2589) (- m/z 57.10 100.00%
57.1

5000 M/\A}L/\
—r —
‘ 99.1 18.50 19.00
ol l b il 1551 1951 2392 2823 .. 4349 75.16%
miz--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
5000 — e
18.50 19.00
m/z 71.10 70.67%
99.0
O T 2\7“\'0‘\“ ““\ HH‘ \‘“‘\ h“ \H‘ \‘%4%.?\ \]-8\3.\0‘ T T T T ‘2\6§.0\ T ‘
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
—r —
18.50 19.00
5000 m/z 85.10 48.81%
99.0
o701 a0 amo  zsso
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane T —
57.0 18.50 19.00
m/z 41.10 36.34%
w V‘/WJLLW
27‘\-0“ | 99"0 141.0 212.0
bbb bbb S L e —— ——
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 40 Phenol, p-1-indanyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

18.822 13.72 ng/ul 1444750  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 95
2 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 93
3 4-(1-Indanyl)phenol, acetate 252 C17H1602 1000462-62-4 74
4 Benzene, 1-methoxy-4-(2-phenylet... 210 C15H140 001142-15-0 64
5 Benzothiazole-2-thiol, 5-dimethy... 210 C9H1ON2S2 298687-01-1 49

Abundance Scan 2610 (18.822 min): BG051356.D\data.ms (-2606) (- m/z 210.10 100.00%

210.1
115.0
5000
165.1 - e
39.0 77. ‘ ‘ 18.50 19.00
ob—— A Ll d\w \\“h pod M‘ il “u‘”m \\M \‘\‘\‘\‘m | %5? 2 ‘3‘0‘0‘3 m/z 209.10 71.03%
m/z--> 50 100 150 200 250 300
Abundance #87587: Phenol, p-1-indanyl-
210.0
115.0
5000 o —
165.0 18.50 19.00
m/z 115.00 53.09%
20 1%L L1
[o) M | \\‘H‘w\“\ \“‘Huh‘ I M“H \‘\ 1l ‘H‘\‘H \“H \‘ I
m/z--> 50 100 150 200 250 300
Abundance #87586: Phenol, p-1-indanyl-
210.0
— —
18.50 19.00
5000 /Z 116.00 35.02%
115.0
1650
39.0 77.0 H‘ adl
0b—— ‘,“uuh“u‘ by “”“‘” T
miz--> 50 0 200 250 300
Abundance #138415.4{14ndany0phen0Laceuﬂe
210.0 1&50 1&00
m/z 193.10 30.14%
5000 115.0
165.0
43.0 ‘ ‘ 2520
0““"\\‘\‘ \“ ‘\“\”\“\‘ \‘\“\‘\\‘U ‘h““““\““‘ P P
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On 6 Dec 2021 19:04

Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 42 2,3,5,7,9-Pentamethyl-1H-py... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
19.104 10.17 ng/ul 1070760  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,5,7,9-Pentamethyl-1H-pyrrolo... 238 C16H18N2 1000305-48-4 64
2 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 53
3 cyclopropanone, 2-(4-methoxyphen... 238 C16H1402 1000401-16-2 38

4 N-(4-Ethylphenyl)-1,3-benzoxazol...

5 Anthra

quinone, 2-amino-

238 C15H14N20
223 C14H9NO2

Abundance Scan 2658 (19.104 min): BG051356.D\data.ms (-2654) (-
38.

5000

o

91.0

55.1
281 165.1 205.1

238.1

m/z-->
Abundance

5000

50 100 150 200

250 300

#121263: 2,3,5,7,9-Pentamethyl-1H-pyrrolo[2,3-flquinolin
238.0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

420 770 1391500 2070 |
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
50 100 150 200 250 300

#121357: 4,4'-Diisopropylbiphenyl
223.0
104.0
43.0 16‘5.0 ‘ |
| L e L

T B e B L L T B R
50 100 150 200 250 300

#121219: cyclopropanone, 2-(4-methoxyphenyl)-3-pheny!

770710-42-4 38
000117-79-3 35

m/z 91.00 100.00%

3

— —
19.00 19.50
m/z 238.10  99.99%

N

== ‘ ‘
19.00 19.50
m/z 223.10  90.58%

.

== 7 ‘
19.00 19.50
m/z 115.00  65.40%

-

T ‘ ‘
19.00 19.50

m/z-->

238.0
m/z 116.00 53.54%
S PUOLL: PV VU Y Y PN 8 A INAN Y Y
50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
19.339 15.34 ng/ul 1615590  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 89
3 Tetradecane, 4-ethyl- 226 C1l6H34 055045-14-2 76
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 68
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 68

Abundance Scan 2698 (19.339 min): BG051356.D\data.ms (-2694) (-  m/z 57.10 100.00%
57.1

— —
991 1501 242.2 19.00 19.50
ok L H‘M‘u popopeh 2981 L2963 0 43,10 76.61%
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 — —
19.00 19.50
m/z 71.10 71.41%
99.0
O T “\ ‘\“ “‘ T HH‘ \‘H‘\ h“ \H‘ T %4%.‘()‘\ ]\-8\3.\0‘ T T T T ‘2\6§.9 T ‘ T T 1
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
19.00 19.50
5000 m/z 85.10  49.05%
99.0 140.0
182.0
ol ‘H bbb T 280
miz--> 50 100 150 200 250 300
Abundance #107225: Tetradecane, 4-ethyl- — 7
43.0 19.00 19.50
m/z 41.10 38.97%
- i VV/L/\MJ\M/\/\N\/\A
‘ ‘ 127.0 197.0
o T 5 e S S S
m/z--> 50 100 150 200 250 300 19.00 19.50

SFAM-EPA-BG112321.M Mon Dec 13 06:39:01 2021 Page: 39



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On 6 Dec 2021 19:04

Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 45 2(1H)-Pyrimidinethione, 3,4... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
19.398 9.00 ng/ul 947135  Phenanthrene-d1e 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyrimidinethione, 3,4-dihy... 248 C13H16N20S 063704-47-2 50
2 Methyl 4,5,9,10-tetrahydro-2-pyr... 248 C18H160 1000432-00-9 46
3 7-Methyl-5-oxo-2-phenyl-3,5-dihy... 248 C16H12N20 1000301-27-7 38
4 Stannane, ethenyltris(l-methylet... 276 C11H24Sn 020474-39-9 38
5 3,5-di-tert-Butyl-4-hydroxyaceto... 248 C16H2402 014035-33-7 35

Abundance Scan 2708 (19.398 min): BG051356.D\data.ms (-2704) (-
233.1

5000

o

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

o

m/z-->

51.0

bbb HF‘P

115.0

o 205.

?\ o

116.0
202.1
3770 | sz || e
. \‘\ ‘\ H‘H‘H\‘ \“ H\M‘\\w‘\\‘w‘h \‘H u\u H‘ il “\ \M \\\ \‘ “H S U\‘ —
50 100 150 200 250 300
#132945: 2(1H)-Pyrimidinethione, 3,4-dihydro-1-(m-hydrc
233.0
65.0
0134.0 174.0
33&[{ P\H‘r“\“\\\ ‘\‘\“i“‘\\‘ui“““‘
100 150 200 250 300
#133582. Methyl 4,5,9,10-tetrahydro-2-pyrenyl ketone
248.0
202.0
43.0
890 1650 H ‘
e el
50 100 150 200 250 300

#133393: 7-Methyl-5-0x0-2-phenyl-3,5-dihydro-indolizine-
248.0

m/z 233.10 100.00%

W

19.00 19.50

m/z 248.10  77.53%

-

T
19.00 19.50

m/z 116.00  29.95%

;

19.00 19.50

m/z 115.00  29.40%

=

19.00 19.50

m/z 218.10  23.31%

50

iy
100

150

200

250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 46 3,3'-Diacetylbiphenyl Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

19.504 14.50 ng/ul 1527010  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 64
2 2-Amino-5-isopropyl-3,8-dimethyl... 238 C16H18N2 093018-84-9 55
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 55
4 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 50
5 1,4,6-Trimethyl-2-azafluorenone 223 C15H13NO 069649-05-4 47

Abundance Scan 2726 (19.504 min): BG051356.D\data.ms (-2722) (-  m/z 223.10 100.00%

223.1
5000 115.0
165.1 T
57.1 ‘ ‘ ‘ ‘ é ] 19.50
0l u‘ ‘m“\\ “ ‘L‘w\‘ ’wm‘\‘\‘u \h‘m\‘\‘\ . uh;\ Nm\ ‘u‘m‘ \“H“L : §4"1‘ . ‘3‘13‘ m/z 238.10 61.27%
miz--> 50 100 150 200 250 300
Abundance #121175: 3,3-Diacetylbiphenyl
228.0
5000 ~Y
43.0 19.50
m/z 115.00 48.02%
104.0 152.0
O\\\\‘\‘\‘\}"\\\\‘h\‘\\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #121266: 2-Amino-5-isopropyl-3,8-dimethyl-1-azulenecar
238.0
|
1950
5000 ITI/Z 116.00 42.67%
0 39.0 910 1539 :\Iigﬁ Al 1 ‘
T e el I R S
miz--> 50 100 150 200 250 300
Abundance #121252: 3-(N,N-Diethylamino)carbazole —— |
2238.0 19.50
m/z 237.10 27.61%
5000
167.0
29.0 ‘
oLt 830 1110 | H‘ A 70 1 o
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 47 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.545 17.25 ng/ul 1815730  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Trimethylsilyloxychromanone 236 C12H1603Si 1000451-97-2 38
2 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 37
3 1-(3-Methyl-2-butenyl)-3,6-diaza... 236 C14H24N20 1000216-26-4 25
4 Laurinlactam, N-(diethylboryl)- 265 C16H32BNO 1000160-68-1 22

5 Ritodrine 0,0',0"-tris-trimethyl... 503 C26H45N03Si3 335627-90-2 22

Abundance Scan 2733 (19.545 min): BG051356.D\data.ms (-2729) (-  m/z 236.20 100.00%

236.2
180.1
5000
T \
411 474 115.0 H 19.50
ob— \“\ ‘h‘\\‘wﬂ \\‘H‘H“\H‘\ \‘HL\‘MM n N\‘u‘\‘ H“ \M ’w‘\ ) H \‘ “\\?7‘3"1‘ ’3;-$$ ITI/Z 180.10 63.46%
miz--> 50 100 150 200 250 300
Abundance #118086: 7-Trimethylsilyloxychromanone
236.0
5000 - :
73.0 193. 19.50
149.0 m/z 178.10  57.27%
ain
0! 27.0 “ \M ﬁ \‘M \Mw “\M‘ !\ ‘\L’ ‘} “\ , L‘ e B
miz--> 50 100 150 200 250 300
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0 1950 |
5000 m/Z 165.10 48.79%
410 o 1150 1%% |
miz--> 50 100 150 200 250 300
Abundance #118486: 1-(3-Methyl-2-butenyl)-3,6-diazahomoadamant: P ‘
236.0 19.50
58.0 m/z 167.10 48.44%
5000 111.0 162.0
96.0
0! T —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 49 Phthalic acid, 2,2-dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.898 39.53 ng/ul 2607580  Perylene-d12 25.314
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2,2-dimethylpent-... 390 C24H3804 1000415-53-2 86
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
3 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 80
4 Phthalic acid, 2,5-dichloropheny... 408 C21H22C1204 1000356-34-5 72
5 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 72

Abundance Scan 3474 (23.898 min): BG051356.D\data.ms (-3467) (- m/z 149.00 100.00%

149.0
5000
8.1 2350 2400
105.0 284.1 : :
0l ”‘““ Lol D | 119412391 F5000 35123966 /7 43,10 16.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #295760: Phthalic acid, 2,2-dimethylpent-3-yl nonyl ester
149.0
5000 — e
23.50 24.00
57.0 m/z 57.10 13.99%
275.0
Ot \‘““‘1 ‘\“\leq‘ﬁ-(\)‘\ T \‘\ LA B \“\ \“ T ‘3\7\5\9‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
P P
23.50 24.00
5000 ITI/Z 41.00 11.41%
43.0
N I i WM
m/z--> 50 100 150 200 250 300 350 400
Abundance #324479: Phthalic acid, dodecyl octyl ester — ——
149.0 23.50 24.00
m/z 150.00 10.32%
43.0
0 H |y ‘104.0 27?-0 335.0
e L R — —r—
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 50 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.674 123.62 ng/ul 8155180  Perylene-d12 25.314
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-3-yl octyl e... 376 C23H3604 1000356-99-2 30
2 Phthalic acid, heptyl 6-methylhe... 376 C23H3604 1000377-96-1 30
3 Phthalic acid, dodecyl pentyl ester 404 C25H4004 1000308-93-0 30
4 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 30
5 Phthalic acid, isobutyl 6-methyl... 334 C20H3004 1000377-95-7 30

Abundance Scan 3606 (24.674 min): BG051356.D\data.ms (-3596) (-  m/z 149.00 100.00%
149.

49.0
5000 253.1
— —
571 ao ‘ 24.50 25.00
ol A 20800 | 2000 | 8212 3794 /7 253,19 45.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #284742: Phthalic acid, hept-3-yl octyl ester
149.0
5000 — —
24.50 25.00
m/z 268.10 32.65%
Il u‘. 1 04.0 | 27?.0
O\‘\\‘\W\\“\\\\\\\\‘\\\\‘\‘\\\’\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #284845: Phthalic acid, heptyl 6-methylhept-2-yl ester
149.0
—— —
24.50 25.00
5000 ITI/Z 252.10 23.80%
0 265.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #304906: Phthalic acid, dodecyl pentyl ester P —r=
149.0 24.50 25.00
m/z 269.10 14.99%
5000
43.0 237.0
O‘WJMNWu%QfQ“ “““uﬁ‘_“‘,‘3359““,“ e =
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
25.232  20.00 ng/ul 1319360  Perylene-di12 25.314
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 3701 (25.232 min): BG051356.D\data.ms (-3696) (-  m/z 57.10 100.00%
57.1
5000 W\J\M
284.1 LT LT
‘ ‘ 226 1 25.00 25.50
O bk L | h‘ ! ‘,1“??‘1‘ Sml L 3388 40l sy 7110 74.73%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 — ——
25.00 25.50
m/z 43.10 68.31%
13 0
O ‘\ uh\ \“\ h \‘ \‘ 169 O L 225 0 281 0 33\8 o
\\\\‘\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107219: Hexadecane
57.0
— —
25.00 25.50
5000 m/z 85.10 54.65%
226.0
gL w00 280 JJ\M
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T —
57.0 25.00 25.50
m/z 41.00 24.98%
o MW
13.0
0 ‘ \L‘ uh\ h‘ I | ]Tegp 225.0 295.0 367.0
e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

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 52

(DEL) Alkane: Straight-Chai...

Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
26.419  15.48 ng/ul 1021389 Peryleme-diz2 25.314
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane 304 costss 000630-02-4 76

055045-08-4 74
000544-76-3 74
000630-06-8 68
055429-84-0 68

m/z 57.10 100.00%

!

26.50
m/z 71.10 70.77%

:

26.50
m/z 43.10 69.93%

%

26.50
m/z 85.10 56.47%

:

26.50
m/z 55.05 24.58%

2 Dodecane, 2-methyl-6-propyl- 226 C16H34
3 Hexadecane 226 C1l6H34
4 Hexatriacontane 507 C36H74
5 Tetracosane, 1l-decyl- 479 C34H70
Abundance Scan 3903 (26.419 min): BG051356.D\data.ms (-3898) (-
57.1
5000
‘ ‘ ﬂl 169.1 2251
R 1 Lipayi 4o> 2952 3784
mlz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000
13.
ol | 1130 169.0 2250 2810 337.0 394.0
\\\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000
140.0
Obdlii | 18302260
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000
ol LI 2D so00 2280
m/z--> 50 100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 53 Phthalic acid, dodecyl nony... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.942 46.77 ng/ul 3085120  Perylene-di12 25.314
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 91
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 90
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 87
4 Didecyl phthalate 446 C28H4604 000084-77-5 87
5 Phthalic acid, hexyl tridecyl ester 432 C27H4404 1000308-99-1 86

Abundance Scan 3992 (26.942 min): BG051356.D\data.ms (-3982) (-  m/z 149.00 100.00%

149.0
5000
—r—
4\7'1 104.0 203.1 21.00
ol Al iiis L 205.1249.1955.  368.3 429:  n/z 43.10  14.18%
mlz--> 50 100 150 200 250 300 350 400
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
5000 R
27.00
m/z 150.00 10.60%
430 1040 293.0
0 \'\‘\“‘\‘1‘\”\]‘\\\\ \‘H\‘HH‘HH“\H‘\‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #312554: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
—r=
27.00
5000 m/z 57.10 9.16%
293.0
oL 730 1040 | 2040 | 3610 4180
A e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester P
149.0 27.00
m/z 41.05 8.77%
43.0
", 1040 280
O e L e e o e —
m/z--> 50 100 150 200 250 300 350 400 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51356.D

Acqg On : 6 Dec 2021 19:04
Operator : CG/JU

Sample 1 M4942-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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... 8.822 16.4 ng/ul 361948 1 8.193 441750 20.0
Benzene, 4-ethy... 9.286 15.0 ng/ul 330503 1 8.193 441750 20.0
Benzofuran, 7-m... 9.551 18.6 ng/ul 411276 1 8.193 441750 20.0
Benzofuran, 2-m... 9.680 20.6 ng/ul 548378 2 11.031 532722 20.0
Benzene, 1,2,3,... 9.880 14.1 ng/ul 376229 2 11.031 532722 20.0
2,4-Dimethylsty... 10.403 26.5 ng/ul 705921 2 11.031 532722 20.0
(DEL) Alkane: S... 10.955 20.0 ng/ul 532722 2 11.031 532722 20.0
Phenol, 2-ethyl... 11.860 26.7 ng/ul 710067 2 11.031 532722 20.0
1H-Indene, 2,3-... 11.918 12.5 ng/ul 331862 2 11.031 532722 20.0
Phenol, 2,4,6-t... 12.054 25.8 ng/ul 686313 2 11.031 532722 20.0
Benzene, (1-met... 12.112 26.7 ng/ul 710710 2 11.031 532722 20.0
1H-Indene, 2,3-... 12.394 16.0 ng/ul 425154 2 11.031 532722 20.0
(DEL) Alkane: S... 12.430 13.3 ng/ul 353082 2 11.031 532722 20.0
3-Methylbenzoth... 12.576 65.3 ng/ul 1739540 2 11.031 532722 20.0
Benzo[b]thiophe... 12.829 72.5 ng/ul 1930600 2 11.031 532722 20.0
Phenol, 2,3,5,6... 13.317 15.7 ng/ul 1708020 3 14.833 2173960 20.0
(DEL) Alkane: S... 13.622 18.5 ng/ul 2009690 3 14.833 2173960 20.0
Naphthalene, 2-... 13.869 37.5 ng/ul 4073920 3 14.833 2173960 20.0
Naphthalene, 1,... 14.022 69.8 ng/ul 7592450 3 14.833 2173960 20.0
Naphthalene, 2, 14.163 60.2 ng/ul 6546380 3 14.833 2173960 20.0
Naphthalene, 2,... 14.392 20.8 ng/ul 2265790 3 14.833 2173960 20.0
(DEL) Alkane: S... 14.692 19.4 ng/ul 2105970 3 14.833 2173960 20.0
Naphthalene, 1,... 15.438 7.7 ng/ul 839740 3 14.833 2173960 20.0
(DEL) Alkane: S... 15.637 31.8 ng/ul 3452890 3 14.833 2173960 20.0
(DEL) Alkane: S... 16.501 23.6 ng/ul 2488050 4 17.582 2105800 20.0
Benzene, (1-met... 16.625 9.2 ng/ul 966169 4 17.582 2105800 20.0
Benzene, (1-pen... 16.772 6.6 ng/ul 692816 4 17.582 2105800 20.0
(DEL) Alkane: S... 17.288 17.1 ng/ul 1796160 4 17.582 2105800 20.0
(DEL) Alkane: S... 17.341 10.2 ng/ul 1070760 4 17.582 2105800 20.0
Benzene, (1-met... 17.441 8.3 ng/ul 871600 4 17.582 2105800 20.0
(DEL) Alkane: S... 18.029 19.0 ng/ul 1997450 4 17.582 2105800 20.0
(DEL) Alkane: S... 18.716 12.5 ng/ul 1319250 4 17.582 2105800 20.0
Phenol, p-1-ind... 18.822 13.7 ng/ul 1444756 4 17.582 2105800 20.0
2,3,5,7,9-Penta... 19.104 10.2 ng/ul 1070760 4 17.582 2105800 20.0
(DEL) Alkane: S... 19.339 15.3 ng/ul 1615590 4 17.582 2105800 20.0
2(1H)-Pyrimidin... 19.398 9.0 ng/ul 947135 4 17.582 2105800 20.0
3,3'-Diacetylbi... 19.504 14.5 ng/ul 1527010 4 17.582 2105800 20.0
unknown-01 19.545 17.3 ng/ul 1815730 4 17.582 2105800 20.0
Phthalic acid, ... 23.898 39.5 ng/ul 2607580 6 25.314 1319360 20.0
unknown-02 24.674 123.6 ng/ul 8155180 6 25.314 1319360 20.0
(DEL) Alkane: S... 25.232 20.0 ng/ul 1319360 6 25.314 1319360 20.0
(DEL) Alkane: S... 26.419 15.5 ng/ul 1021380 6 25.314 1319360 20.0
Phthalic acid, ... 26.942 46.8 ng/ul 3085120 6 25.314 1319360 20.0
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