LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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: BGO51398.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.965 76 81 95 rBV 23688 47193 0.91% ©0.159%
2 7.355 652 658 668 rvB 71311 140217 2.71% 0.471%
3 7.502 676 683 690 rBV 64230 110228 2.13% 0.371%
4 7.719 713 720 726 rBV 72058 128834  2.49% 0.433%
5 8.183 793 799 810 rvB 112767 202024 3.90% 0.679%
6 8.906 914 922 933 rBV 94165 179754 3.47% 0.604%
7 9.370 993 1001 1010 rBV2 86396 185476  3.58% 0.624%
8 9.676 1048 1053 1060 rVv4 12339 26319 ©0.51% ©0.088%
9 10.093 1117 1124 1135 rVB 72266 137108 2.65% 0.461%
10 10.398 1170 1176 1182 rBV3 20665 35670 0.69% 0.120%

11 10.645 1212 1218 1232 rVB 94021 183086 3.53%
12 11.015 1274 1281 1284 rVW 167603 310674 5.99%
13 11.068 1284 1290 1297 rVV 880275 1621965 31.29%
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14 11.156 1297 1305 1320 rVB2 90002 272146  5.25% 915%
15 12.096 1458 1465 1471 rBv4 11987 29219 0.56% 098%
16 12.379 1508 1513 1521 rVB3 31205 53736 1.04% 0.181%

17 12.555 1534 1543 1554 rBV 53130 106721 2.06% ©.359%
18 12.672 1554 1563 1572 rVV 2833805 5183058 100.00% 17.425%
19 12.784 1575 1582 1588 rVVv2 55665 105880 2.04% 0.356%
20 12.884 1588 1599 1606 rVB 1223596 2129038 41.08%
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21 13.313 1666 1672 1679 rVv4 32481 74304  1.43%
22 13.606 1715 1722 1725 rBV 75737 112951 2.18%
23 13.653 1725 1730 1742 rVB 444676 697640 13.46%
24 13.847 1753 1763 1772 rVB 113780 224902  4.34%
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25 13.988 1778 1787 1788 rBV2 156365 281396 5.43% 946%
26 14.141 1806 1813 1818 rVV 180650 356798 6.88%  1.200%
27 14.212 1818 1825 1830 rVV2 220126 472080 9.11% 1.587%
28 14.259 1830 1833 1837 rVB2 47307 64775 1.25% ©.218%
29 14.376 1847 1853 1857 rBV 79428 124198 2.40% 0.418%
30 14.517 1871 1877 1889 rBV 205540 401025 7.74%  1.348%
31 14.670 1899 1903 1909 rVB 90518 121427 2.34%  ©.408%
32 14.782 1912 1922 1924 rBV 71955 115737 2.23% 0.389%
33 14.823 1924 1929 1934 rVB 250484 397411 7.67% 1.336%
34 14.887 1934 1940 1946 rVB 237155 381844 7.37% 1.284%
35 15.022 1957 1963 1965 rBv4 26196 51206 ©.99% 0.172%
36 15.058 1965 1969 1975 rBV3 29618 53921 1.04% 0.181%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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 15.216 1991 1996 2003 rVB 330241 538210 10.38% 1.809%
38 15.287 2003 2008 2015 rVB3 52089 91277 1.76% 0.307%
39 15.428 2028 2032 2037 rBv4 24212 44913 0.87% 0.151%
40 15.622 2054 2065 2071 rBV 120450 233014 4.50% 0.783%
41 15.733 2079 2084 2088 rBvV2 29297 48194 0.93% 0.162%
42 15.810 2092 2097 2102 rVvV 267318 417076 8.05% 1.402%
43 15.869 2102 2107 2112 rVB 185534 288235 5.56% 0.969%
44 15.951 2117 2121 2128 rBV2 41788 96548 1.86% ©.325%
45 16.027 2129 2134 2138 rVWV 80807 138807 2.68% 0.467%
46 16.068 2138 2141 2146 rVB3 30349 50215 ©0.97% 0.169%
47 16.121 2146 2150 2153 rBv4 21913 33393  0.64% 0.112%
48 16.156 2153 2156 2161 rVB4 19872 34886 0.67% 0.117%
49 16.245 2168 2171 2175 rBv4 23865 30562 0.59% 0.103%
50 16.303 2175 2181 2188 rVB2 25865 71023  1.37% 0.239%
51 16.485 2207 2212 2213 rBV 130348 162860 3.14% 0.548%
52 16.615 2230 2234 2239 rBvV3 46920 73681 1.42% 0.248%
53 17.279 2343 2347 2351 rBV 99582 124895 2.41% 0.420%
54 17.326 2351 2355 2359 rVB 70480 97762 1.89% ©0.329%
55 17.431 2370 2373 2378 rVB 48108 62200 1.20% 0.209%
56 17.572 2391 2397 2401 rVV 303557 487702 9.41% 1.640%
57 17.614 2401 2404 2408 rVV 83408 120693 2.33% 0.406%
58 17.672 2409 2414 2420 rVB 274752 424785  8.20% 1.428%
59 18.019 2469 2473 2480 rVB 103386 141437 2.73% 0.476%
60 18.706 2586 2590 2594 rVB 74262 93736 1.81% 0.315%
61 18.812 2604 2608 2615 rVB2 52371 84376 1.63% 0.284%
62 18.988 2634 2638 2641 rVB3 45637 60069 1.16% 0.202%
63 19.100 2653 2657 2661 rVB5 35117 50321 0.97% 0.169%
64 19.329 2692 2696 2702 rVB3 80859 108807 2.10% 0.366%
65 19.382 2703 2705 2709 rBV3 25831 32547 0.63% 0.109%
66 19.488 2719 2723 2727 rBV2 59068 86705 1.67% 0.291%
67 19.529 2727 2730 2736 rVB2 86391 127130  2.45% 0.427%
68 19.588 2736 2740 2749 rBV3 95869 190535 3.68% 0.641%
69 19.811 2776 2778 2784 rVB2 50715 58290 1.12% 0.196%
70 19.899 2790 2793 2796 rVB2 66234 75499 1.46% 0.254%
71 19.952 2796 2802 2812 rVB 315236 523906 10.11% 1.761%
72 20.434 2880 2884 2890 rBV3 95922 150963 2.91% 0.508%
73 20.622 2912 2916 2920 rBV2 81566 110844 2.14% 0.373%
74 20.839 2948 2953 2959 rVB 848431 1072094 20.68% 3.604%
75 20.927 2965 2968 2972 rBV 53351 62588 1.21% 0.210%
76 21.139 3001 3004 3008 rVV2 52777 69915 1.35% ©.235%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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 21.186 3008 3012 3018 rVB2 114140 170266 3.29% 0.572%
78 21.350 3037 3040 3044 rVB 42010 50554 0.98% 0.170%
79 21.397 3044 3048 3053 rvv2 36564 75028 1.45% 0.252%
80 21.450 3053 3057 3073 rVB2 96698 180655 3.49% 0.607%
81 21.644 3086 3090 3095 rBvV2 32639 68265 1.32% 0.230%
82 21.715 3095 3102 3112 rVB 2623278 3767908 72.70% 12.667%
83 21.873 3124 3129 3135 rVB 250144 400564 7.73% 1.347%
84 22.014 3147 3153 3159 rBV2 85631 164388 3.17% ©.553%
85 22.273 3195 3197 3201 rBV 21255 26856 ©0.52% 0.090%
86 22.332 3201 3207 3215 rVB 281687 501607 9.68% 1.686%
87 22.426 3221 3223 3228 rVB 40639 51553 ©0.99% 0.173%
88 22.473 3228 3231 3233 rVV2 31052 48023 0.93% 0.161%
89 22.502 3234 3236 3245 rVB 60036 93722 1.81% 0.315%
90 22.649 3256 3261 3269 rVB2 64655 119702 2.31% 0.402%
91 22.978 3312 3317 3326 rBV 94696 182480 3.52% 0.613%
92 23.366 3378 3383 3391 rBV3 51613 106741 2.06% 0.359%
93 23.865 3462 3468 3476 rBV 66682 159431 3.08% 0.536%
94 24.206 3522 3526 3534 rVB3 42021 87695 1.69% 0.295%
95 24.617 3588 3596 3611 rVB2 125600 452396  8.73% 1.521%
96 25.034 3659 3667 3677 rVB2 132422 381752 7.37%  1.283%
97 25.199 3690 3695 3699 rBV3 30296 68632 1.32% 0.231%
98 25.275 3701 3708 3718 rVB2 148529 415126 8.01% 1.396%
99 26.386 3889 3897 3906 rVB3 34809 108813 2.10% 0.366%
100 26.885 3975 3982 3993 rVB2 51122 172019 3.32% 0©.578%

Sum of corrected areas: 29744824
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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: BG051398.D\data.ms

12.672

2500000
2000000
1500000
12.884

1000000 11.068

500000

1
3.965 7.35502719 8483 8.906 9'ﬁ73.e7610-29%.§&ﬁ4% 156 120081795574
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Time--> 350 400 450 500 550 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: BG051398.D\data.ms

21.715
2500000

2000000
1500000
1000000 20.839

500000 211.87322.332

0H‘\\H‘HH‘MH“‘”HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH

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: BG051398.D\data.ms
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1500000

1000000

500000

7% 300 29,908 208" 1T ER G
785 300 20,90 206 T TOEIR” 20 2088
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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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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
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Peak Number 2 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.379 3.46 ng/ul 53730  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 70
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 60

Abundance Scan 1513 (12. 379 min): BG051398.D\data.ms (-1508) (-

m/z 57.10 100.00%

511 131.0
41,0
5000 85.1
‘ ‘ 1151 147 1 12.00 12.50
ol b bl ]y h“ Al 2 131,08 8. 20%
miz--> 20 40 60 80 100 120 140
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 - Atk \AAM Ja ‘/\I
12.00 12.50
m/z 43.05 83.73%
390 650 910 1150 G 440,
O\\\\‘\‘\ T \“‘\ \‘\‘\ ‘H‘ “ \ ‘ T \‘\ T “\‘\ \Hh‘ \‘U“\ T ‘ \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 \ /\’*ﬂ/“”
12. 00 12 50
5000 ITI/Z 71.10 65.92%
270 510 910 1150
L O P e R PO Y e
miz--> 20 40 60 80 100 120 140 j
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — BN
131.0 12.00 12.50
m/z 41.05 48.68%
5000
115.0
39‘.0 63.0 91.0 ‘ H\ 147.0
OH‘““m“‘H“c““”“‘“‘H‘H‘H““““H‘MH — ——
m/z--> 20 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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
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Peak Number 3 Benzo[b]thiophene, 6-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.555 6.87 ng/ul 106721 Naphthalene-d8 11.015
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 87
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 87
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 86
Abundance Scan 1543 (12.555 min): BG051398.D\data.ms (-1534) (-  m/z 147.00 100.00%
147.0
5000
121.0 1250 |
450 630 g5 1080 | 12.50
O et e m/z 148.00  73.49%
miz--> 20 40 60 80 100 120 140
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 — A :
12.50
450 m/z 149.00 12.32%
Ly, 2030720
O\\\\‘\\\\‘\\H\\““\\‘\“\“‘\\‘\‘\“‘\\\‘\‘\\\\‘\H‘\\‘
miz--> 20 40 60 80 100 120 140
Abundance #26955: 3-Methylbenzothiophene
147.0 H
o I
12.50
5000 m/z 121.00 11.28%
4?0 ?ﬁﬂ 93.0 115.0
O el R P e e
m/z--> 20 40 60 80 100 120 140 M
Abundance #26956: 3-Methylbenzothiophene —
147.0 12.50
m/z 63.00 7.38%
5000
450  69.0
270 1 ) 890 OO | J\
1 e e 1 v G R SV e -
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\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 3-Methylbenzothiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.784 6.82 ng/ul 105880  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 91
2 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 90
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87

Abundance Scan 1582 (12.784 min): BG051398.D\data.ms (-1575) (- m/z 146.95 100.00%

146.9
5000
121.0
e
45 770 103.0 ‘ 12.50 13.00
0t e b L m/z 148.00 81.16%
miz--> 20 40 60 80 100 120 140
Abundance #26956: 3-Methylbenzothiophene
147.0
5000 A
12.50 13.00
45.0 m/z 121.00 27.99%
69.0
115.0
O\ T ‘2\7\0\\“‘ \‘\H\ T “‘\ \‘\“““\8?\()\ ‘M\ T T “\ T ‘ \ ‘\ T ‘
m/z--> 20 40 60 80 100 120 140
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
‘ M\/’\
1250 1300
5000 ITI/Z 149.00 13.00%
45.0
| 74‘0 10301210
0‘“"“"H‘NM‘N‘NJJ“J“N“““““H“‘
miz--> 200 40 60 80 100 120 140 [\
Abundance #26962: Benzo[b]thiophene, 2-methyl- i — I
147.0 12.50 13.00
m/z 77.00 10.58%
5000
0 74.0 115.0
0 20 R .- Y I N A A
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\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 Phenol, 2,3,5,6-tetramethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.313 3.74 ng/ul 74304  Acenaphthene-dile 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetramethyl- 150 C1eH140 000527-35-5 55
2 Phenol, 2,3,5,6-tetramethyl- 150 C1eH140 000527-35-5 50
3 Phenol, 3,5-diethyl- 150 C1@H140 001197-34-8 49
4 Benzene, 1-methoxy-4-(1-methylet... 150 C10H140 004132-48-3 46
5 Cyclohexanone, 2-(2-butynyl)- 156 C1eH140 054166-48-2 45

Abundance Scan 1672 (13.313 min): BG051398. D\data ms (-1666) (- m/z 135.00 100.00%

57.1 35.0
5000 91.0
b gy Pl
H\ | 11‘50 | 1760 13.00 13.50
0 L Bl 7 wyz s7.18 87.50%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27524: Phenol, 2,3,5,6-tetramethyl-
135.0
5000 e ),
13.00 13.50
91.0 m/z 71.85  79.04%
65.0 ‘ 15.0
O \\\0‘\‘\\\“M\\‘H‘\‘H‘H\\H\H‘\\M\“\‘\\‘\“‘\\\“\\“\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27525: Phenol, 2,3,5,6-tetramethyl-
135.0 »Av\
et
13.00 13.50
5000 m/z 150.00  66.83%
39.0 91.0
65.0 ‘
1
0 TP O I N
miz--> 20 60 80 100 120 140 160 180 A
Abundance #27470: Phenol, 3,5-diethyl- A‘/\“M/\ e
135.0 13.00 13.50
m/z 43.05 64.34%
5000
91.0
41.0 650“ “ 50
0‘“‘wﬁ‘w““"H““1‘_“““L“w“‘w““ = s
m/z--> 20 40 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 6 Naphthalene, 1-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.847 11.32 ng/ul 224902  Acenaphthene-di10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95

Abundance Scan 1763 (13.847 min): BG051398.D\data.ms (-1753) (-  m/z 141.05 100.00%
1.1

14
5000 M
115.0 ‘ VAW

T
76.0 13.50 14.00

510 | h..979 Ll P
O e A L B e L L o m/z 156.10  46.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 — f\ ‘
13.50 14.00
115.0 m/z 115.00  24.62%
ol 150 300 630 890 o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl-
141.0
7o Al
13.50 14.00
5000 ITI/Z 142.05 11.84%
115.0
510 /6.0
obrr 220 Zil L1980 | 1] 4880
m/z--> 20 40 60 80 100 120 140 160
Abundance #33121: Naphthalene, 2-ethyl- — e
141.0 13.50 14.00

m/z 128.00  11.31%

5000
115.0
oL 270 510 70 o0 | | 1580

1
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\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.988 14.16 ng/ul 281396  Acenaphthene-di10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1787 (13.988 min): BG051398.D\data.ms (-1778) (- m/z 156.10 100.00%

156.1
5000 /\ /\ }\\
128 0 T T T T T
51.0 77‘.0 102 0 ‘ ‘ 14.00
) S N W it N wwuu - m/z 141.85 68.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 /\
5000 UL ‘ J\
14.00
770 115.0 m/z 155.10  35.85%
270 510 | s 370 ||
O\\\‘\\\\‘\\\\‘ “\‘\H“H\i‘\‘\\‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 ﬁ\
- ‘
14.00
5000 m/z 128.00 17.57%
77.0 128.0
27.0 ©1.0 102.0 '
) S T ‘JL"m‘m“mlwmw_”
m/z--> 20 40 60 80 100 120 140 160 }\\W
Abundance #33134: Naphthalene, 1,7-dimethyl- sy
156.0 14 00
m/z 115.00  15.83%
5000
770 115.0
51.0
oL 20 0 | o JL
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAM-EPA-BG112321.M Mon Dec 13 06:52:55 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.141 17.96 ng/ul 356798  Acenaphthene-d10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1813 (14.141 min): BG051398.D\data.ms (-1806) (- m/z 156.10 100.00%

156.1
5000 /\ /\
115.0

51.0 770 ‘ ‘ | 14.00 14:50
Ol 983 13380 L 14100 86.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 A
5000 o /KA
14.00 14.50

115.0

/z 155.10  30.14%
76.0 ‘

51.0
27 0
O T ‘ T \ T " T \“\ \‘ ““ . ‘LUJ‘ T ‘\‘ T “\ T ““ ‘

m
} ‘ L “\ \M‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-

156.0
1400 1450
5000 m/z 115.00 21.62%
70 510 760 115.0
O T et | azso
(JNESNBRS MY AN NSO M) S LC S -
m/z--> 20 40 60 80 100 120 140 160
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 1400 14 50

m/z 128.00  18.44%

5000
76.0 10 J\ J\\«/’/\
oL 270 510 7% 1380 | e ol

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAM-EPA-BG112321.M Mon Dec 13 06:52:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 9 Naphthalene, 1,7-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.376 6.25 ng/ul 124198  Acenaphthene-di10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1853 (14.376 min): BG051398.D\data.ms (-1847) (- m/z 156.10 100.00%

156.1
5000 J\ A\
115.0
57‘0 76.0 ‘ ‘ m 14.00 1450
0 m‘mm‘@ lded186x L Bsto L nz 1a1.05  98.86%
miz--> 20 80 100 120 140 160
Abundance #33129.Napmhabne,zsfhmeﬂwh
141.0 j\
5000 \
1400 1450
115.0 m/z 155.10  26.47%
76.0 ‘
51.0
27.0
O\\\‘\\\\“\\“\\““‘ “m“‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M’\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 M j
1400 1450
5000 ITI/Z 115.00 23.74%
76.0 115.0
51.0
. O NSRRI 1
m/z--> 20 40 60 80 100 120 140 160 M m/\/
Abundance #33157: Naphthalene, 1,7-dimethyl- = e
156.0 14.00 14.50
m/z 128.00 20.42%
5000 ]\A/V\
77.0 115.0 J\\«/’/\
ol 300 P10 e LS
m/z--> 20 40 60 80 100 120 140 160 1400 1450

SFAM-EPA-BG112321.M Mon Dec 13 06:52:56 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.670 6.11 ng/ul 121427  Acenaphthene-die 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 83
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1903 (14.670 min): BG051398.D\data.ms (-1899) (- m/z 57.05 100.00%
57.0
- o j\va
= e
14.50 15.00
1131
0 m‘mJ“;HH‘W”W‘H“_m_ff‘ﬁ?ﬁ??ﬁﬂm‘2“1‘2“2‘”‘ m/z 43.05 72.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 S o~
14.50 15.00
29.0 m/z 71.05 64.00%
0 ||| 301410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
e —
14.50 15.00
5000 m/z 85.10 38.85%
85.0
29.0
| ‘ | || 11301410  184.0
0“‘_L‘AM‘HU‘JH‘EH‘HH“_“W“H"H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107221: Tridecane, 7-propyl- N T
43.0 14.50 15.00
m/z 41.05 38.11%
71.0
5000
140.0
99.0 183.0
btk L T 2260 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAM-EPA-BG112321.M Mon Dec 13 06:52:57 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 11 Naphthalene, 2,3,6-trimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
15.287 4.59 ng/ul 91277  Acenaphthene-d1e 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94

Abundance Scan 2008 (15.287 min): BG051398.D\data.ms (-2003) (-  m/z 170.10 100.00%
170.1

- NM N\
I\N\/\
15. 00 15 50
0 1930 m/z 155.10  82.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 M
5000 /\/LA
15 00 15 50
128.0 m/z 57.05 70.30%
27.0 510 760 4900, |
0\\\‘\\\\‘\\‘\\‘\\\1“””\\\‘\\\\‘\‘\‘\\“‘\\ ‘\“\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
e —
15.00 15.50
5000 m/z 71.18  54.68%
128.0
51.0 76.0
Ok 20201y ddgp
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl- = 1
155.0 15.00 15.50
m/z 43.10 51.44%
5000
128.0
63.0 ga ‘
040-080M — =
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

SFAM-EPA-BG112321.M Mon Dec 13 06:52:57 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.622 11.73 ng/ul 233014  Acenaphthene-di10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane 170 C12H26 000112-40-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane 170 C12H26 000112-40-3 81
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 2065 (15.622 min): BG051398.D\data.ms (-2054) (-  m/z 57.05 100.00%
57.0
5000 85.1 M
‘ 1550  16.00
113.1 155.0 : :
o“W‘H‘ﬂ‘Juthw‘ﬂ‘u‘_‘H‘mm‘uﬂﬁg}w‘u?ﬁ§§w‘ m/z 43.05  77.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
5000 b —
85.0 15.50 16.00
29.0 m/z 71.05 66.57%
0 ‘\‘ \‘\ H\ H\ Il \11?’ 01410 169.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
T —
15.50 16.00
5000 m/z 85.10 44.43%
85.0
29 0
L om0
o“‘_‘H“H‘_“wuu"H‘w“u‘H“_‘H“H‘_“W‘H‘,H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane T —
57.0 15.50 16.00
m/z 41.00 38.37%
5000
85.0
29.0
H‘_‘H‘H‘wu‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H‘H‘W“ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.027 6.99 ng/ul 138807  Acenaphthene-di10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 64
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 60
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 59
4 Heptacosane 380 C27H56 000593-49-7 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 2134 (16.027 min): BG051398.D\data.ms (-2129) (- m/z 57.05 100.00%

57.0
5000
85.0 I ‘
‘ H ‘ 1131 1,0, 1091 ) 16.00
0 H"mm“m"H”:"m““‘H:M‘m"mWM‘HMM'MW m/z 71.10  51.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33083: Decane, 2-methyl-
57.0
5000 T 6‘00‘ T
29.0 820 B0 453
. 112.0 m/z . .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
T
16.00
5000 ITI/Z 85.05 25.05%
85.0
0 L L 1180 1550 184.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59035: Undecane, 5-ethyl- 1
57.0 16.00
m/z 41.00 22.51%
5000
29.0 85.0
R
o bt - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00

SFAM-EPA-BG112321.M Mon Dec 13 06:52:59 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 17 Dibenzofuran, 4-methyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
16.303 2.91 ng/ul 71023  Phenanthrene-d1e 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 90
2 9H-Fluoren-3-ol 182 C13H100 006344-67-8 87
3 9H-Fluoren-9-o0l 182 C13H100 001689-64-1 83
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 72
5 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 72
Abundance Scan 2181 (16.303 min): BG051398.D\data.ms (-2175) (- m/z 181.10 100.00%
181.1
5000
76. 152.1 A/\/"\,‘«A‘ ‘ /‘\/\P‘A/"‘M\‘
a1 ‘h | p32s 16.00 16.50
0 H‘H‘WMN;MWM NH”MJApW‘M‘NM‘MNM‘muM‘H‘H‘w m/z 182.10  97.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 "A”\‘ ‘Aw”v“‘“
16.00 16.50
152.0 m/z 152.05  23.14%
39.0 '
0 \\‘\\\\“‘\\H\\“h\\”!‘\\3\-\0‘1\9\1‘2\\7\\0‘\\“!‘\‘\\\\L‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56929: 9H-Fluoren-3-o0
182.0
— ——
16.00 16.50
5000 152.0 m/z 183.10  17.81%
76.0
ol 270540 100200 | Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56928: 9H-Fluoren-9-ol MHMMA m ‘Wﬁ “HKAW
181.0 16.00 16.50
m/z 76.00  15.25%
5000
152.0
oh80 510 Tot0101260 || A AW\ Am T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

SFAM-EPA-BG112321.M Mon Dec 13 06:52:59 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.485 6.68 ng/ul 162860  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 90
4 9-methylheptadecane 254 C18H38 026741-18-4 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2212 (16.485 min): BG051398.D\data.ms (-2207) (- m/z 57.10 100.00%
57.1

20 /t/me/\/
R
‘ 99.1 1670 16.50
ol 4] 41380167.02001 2408 0 4319 74.80%
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 U
16.50
m/z 71.05 70.62%
99.0
(O] ‘\ ““‘\ ‘H‘ \H‘\ ““ \“\‘]\-4\‘1.‘0‘\ :!-8\3\0‘ T T ‘2\68\9\ T
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
e
16.50
5000 ITI/Z 85.05 40.07%
99.0 155.0
o AL L 00 s
miz--> 50 100 150 200 250 300
Abundance #107232: Pentadecane, 7-methyl- —
57.0 16.50
m/z 41.10 34.87%
5000
‘ 112.0
SR T Y R -
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 unknown-01 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
16.615 3.02 ng/ul 73681  Phenanthrene-d1e 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 2,4,6-trichloroph... 400 C18H15C1304 1000389-75-5 47
2 Hydratropic acid, isopropyl ester 192 C12H1602 1000415-05-9 43
3 Ethyl-p-tolylacetate 178 C11H1402 014062-19-2 43
4 Benzene, 1,1'-(1-methyl-1,2-etha... 196 C15H16 005814-85-7 43
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 43

Abundance Scan 2234 (16.615 min): BG051398.D\data.ms (-2230) (-  m/z 105.10 100.00%

105.1
5000
— —
5?.0 I 1350 1061 232.2 16.50 17.00
Obrrrrrrrlrrbpb i b b e D b b m/z 91,05 15.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #302051: Succinic acid, 2,4,6-trichlorophenyl phenethyl e
105.0
5000 — e
16.50 17.00
m/z 97.10 14.66%
0l.26.0 55"0 . . | 134.0167.0 205.0 279.
\H‘H\\‘\H\’\\H‘\\H‘HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66643: Hydratropic acid, isopropy! ester
105.0
—r —
16.50 17.00
5000 ITI/Z 55.00 11.94%
43.0 192.0
Obrrrprrrethrrr 00 380 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52499: Ethyl-p-tolylacetate T T
105.0 16.50 17.00
m/z 106.00 11.58%
5000
178.0
29.0
ol 650, | 1340 ‘
L T e e — —r—
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.279 5.12 ng/ul 124895  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2347 (17.279 min): BG051398.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1

5000 N\N\J\M
600 T e
1410 1961 : '
b dd i 1er0 1etaz22 s 16 70.70%
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — e
17.00 17.50
m/z 71.10  64.93%
99.0
01\5-\q‘\ ‘\“ ’ “\ ‘!‘ \“‘\ ““ \H T %4}"()\ T \1\9?.\0 T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
—r— —
17.00 17.50
5000 m/z 85.05  44.70%
99.0 198.0
otsol J || [77, p0 180
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- —— —
57.0 17.00 17.50
m/z 41.05 35.07%
h ﬂv%wmﬂdeﬂAﬁﬂmewwA
9.0 183.
oo T me
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
17.326 4.01 ng/ul 97762  Phenanthrene-d1e 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
Abundance Scan 2355 (17.326 min): BG051398.D\data.ms (-2351) (- m/z 57.10 100.00%
57.1
5000 V\N\JV{\MA/
99.1 17.00 17.50
71 1411 191.2 228 ' :
- } AL peEE A912z81  h 7118 89.78%
miz--> 50 100 150 200 250 300
Abundance #45479: Dodecane
43.0
5000 — —
850 17.00 17.50
m/z 43.10 57.39%
‘ ‘ 127.0 170.0
0\‘\“‘”‘\‘!‘\‘\”’ \H\“\.\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
— ——
17.00 17.50
5000 m/z 85.10 47.79%
99.
0 \‘ i M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.!
e e
m/z--> 50 100 150 200 250 300
Abundance #141068: Heptadecane, 4-methyl- — —
43.0 17.00 17.50
m/z 41.10 28.75%
5000
85.0
ol L1120 1690 10 sa0 R
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS vial : 56

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 23

(DEL) Alkane: Straight-Chai...

Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
18.019 5.80 ng/ul 141437  Phenanthrene-di10 17.572
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 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2473 (18.019 min): BG051398.D\data.ms (-2469) (-
57.0

m/z 57.05 100.00%

=

18.00
m/z 43.10  82.25%

=

18.00
m/z 71.10 63.46%

%

18.00
m/z 85.05 40.87%

-

18.00
m/z 41.10 33.91%

%

5000
ol L e e
mlz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000
0 \‘ \L ‘ H\ I H‘ | %4?‘9183022502680
\\\‘ \\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000
9.0 140.0
182.0
ol bbb | P60
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
oLl L H | 14191.8302250 281.0 337.0 394.
e “““‘“““‘“““““““““‘
m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 32
R.T. EstConc Area Relative to ISTD R.T.
18.706 3.84 ng/ul 93736  Phenanthrene-dle 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 2590 (18.706 min): BG051398.D\data.ms (-2586) (-  m/z 57.10 100.00%
57.1

o1 —— ——
18.50 19.00
140 1
Ja— ‘w“‘ v“u‘“ L1821 2392 w/z 71.10  69.74%
mlz--> 50 100 150 200 250 300 350
Abundance #59038: Dodecane, 2-methyl-
43.0
5000 —r— —
18.50 19.00
5.0 m/z 43.10  68.40%
141.0
Or1840’
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
18.50 19.00
5000 m/z 85.10 44.09%
ol L \ | F ‘1‘410183022502670 323.0 380.(
] T T T
m/z--> 50 lOO 150 200 250 300 350
Abundance #123960: Heptadecane T ——
57.0 18.50 19.00
m/z 41.10 31.94%
- vameWNNJ\wauﬁMWV\
9.0
ols0 ||| w\ww“ |if0ses0 2400 e
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 25 Phenol, p-1-indanyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
18.812 3.46 ng/ul 84376  Phenanthrene-d1e 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 96
2 Phenol, p-1-indanyl- 210 C15H140 005402-37-9 93
3 Benzene, 1l-methoxy-3-(2-phenylet... 210 C15H140 014064-41-6 46
4 Benzothiazole-2-thiol, 5-dimethy... 210 C9H1@N2S2 298687-01-1 46
5 Benzene, 1l-methoxy-3-(2-phenylet... 210 C15H140 015638-11-6 46
Abundance Scan 2608 (18.812 min): BG051398.D\data.ms (-2604) (-  m/z 210.10 100.00%
210.1
5000 115.1
165.1 S ey
551 ‘ | H 36,1 18.50 19.00
0l ‘\\‘ ‘\\‘ ‘1 \U ‘\‘HH H‘\\M\‘ Mm‘ ‘\‘“‘ M o ‘\hu‘i\‘\“\‘u\ ‘h‘w\} ; ‘Mh“ “\ ‘u“\ el "‘ by m/z 209.10 71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87587: Phenol, p-1-indanyl-
210.0
115.0
5000 — —
165.0 18.50 19.00
m/z 115.05  51.34%
63.0 8 ‘ ‘ ‘
0 T \2‘\7\ 9“ T \‘\‘\ ‘U\ \‘”"1 }“\‘\“H}‘\ T \H‘ \‘w ‘”\“‘\ \‘U\ ‘ \H\ T }M\ \‘H‘} ‘ T \‘\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87586: Phenol, p-1-indanyl-
210.0
— ——
18.50 19.00
5000 m/z 193.10 34.84%
115.0
165.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87642: Benzene, 1-methoxy-3-(2-phenylethenyl)-, (E)- — ——
210.0 18.50 19.00
m/z 116.00  30.20%
5000
165.0
1050 ‘
SN~ W L O O N, Y. A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
19.329 4.46 ng/ul 108807  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 84
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexadecane 226 Cl6H34 000544-76-3 83
5 Tetradecane 198 C14H30 000629-59-4 68

Abundance Scan 2696 (19.329 min): BG051398.D\data.ms (-2692) (-  m/z 57.05 100.00%

57.0
5000
99.0 2422 10 1050
159.1 : 19.00 19.50
\‘ \“ h\ ‘H\‘\ \\}2\\9'0 | \206'1 282.C 9
(O e L B T e I m/z 43.10 75.91%
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 “ ——
19.00 19.50
m/z 71.10 75.01%
99.0
0 \2\7“;0‘\“ ‘H‘ \H‘\ H" \“ T ‘]\-4\‘1?\ \18\3\0‘ T T T ‘2\68\9 T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
— —
19.00 19.50
5000 ITI/Z 85.10 49.,78%
99.0
27,0
ol b A b L4y 420 ge30 2280 MM
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane “ —
57.0 19.00 19.50
m/z 41.00 36.52%
- MMW/LMW
99.0
L2 LT e o e
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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

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 29 1,3-Diethyl-5-(1-phenylethy... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.

19.488 3.56 ng/ul 86705  Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 50
2 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 49
3 6-(Methylamino)phenanthren-3-ol 223 C15H13NO 098033-23-9 46
4 N-(4-tthylphenyl)-1,3-benzoxazol... 238 C15H14N20 770710-42-4 46
5 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 46

Abundance Scan 2723 (19.488 min): BG051398.D\data.ms (-2719) (-  m/z 223.10 100.00%
2238.1

8

115.0
5000
52.2
‘ ‘ ‘ ‘ 269, 19.50
0t H‘M Al M b b “n bt Jn Y ,w‘u : :h‘h Iy ph“m ol 22 m/z 238.18  61.75%
m/z--> 20 40 60 80 100 120 140 160 180200 220240260 280
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
223.0
5000 MW -
165.0 19.50
105.0 m/z 115.00 53.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121186: Anthracene, 1,4-dimethoxy-
2238.0
—
19.50
5000 ITI/Z 116.00 45.31%
epp 1190 152.0
43.0
0 "w‘mwn,hw‘m ,M,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #103216: 6-(Methylamino)phenanthren-3-ol e
223.0 19.50
m/z 237.10 25.01%
5000
152 O181.0
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 30 cyclohexane, [1,1'-biphenyl... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.529 5.21 ng/ul 127130  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 52
2 1-Diisopropylsilyloxy-3,5-dimeth... 236 C14H240Si 1000307-97-3 45
3 Benzene, 1,1'-cyclohexylidenebis- 236 C18H20 021113-55-3 43
4 2,4-Diethoxy-5-methoxy-1-(2-prop... 236 C14H2003 1000122-72-0 43
5 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 25

Abundance Scan 2730 (19.529 min): BG051398.D\data.ms (-2727) (- m/z 236.15 100.00%

236.2
180.1
5000
1520 PLVSULEPNIES
41.0 76.0 207.1 19.50
i L 2611 3
O bbbl wuulwwm el bl el 12 m/z 180.10  70.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 ZSaal :
167.0 19.50
m/z 178.05 64.05%
41.0 115.0
O\\“‘\\\\‘\ZT‘O\\‘\\’\\\‘\‘\‘1%4%%‘\’\‘!\\\\‘h\‘\‘\\\\‘\\\’\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #118519: 1-Diisopropylsilyloxy-3,5-dimethylbenzene
165.0
T T
236.0 19.50
5000 193.0 ITI/Z 165.10 63.54%
105.0
790 71330 || | |
[ JENNUBESUSIEA bR MM L& G S| S M SO
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #118897: Benzene, 1,1'-cyclohexylidenebis- P ‘
193.0 236.0 19.50
m/z 167.10 47.18%
5000
115.0 167.0
oiro 7o Ll =4
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 N-(4-Ethylphenyl)-1,3-benzo... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.588 7.81 ng/ul 190535  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 53
2 N-(4-Ethylphenyl)-1,3-benzoxazol... 238 C15H14N20 770710-42-4 52
3 Benzophenone, 5-isopropyl-2-methyl- 238 C17H180 093651-28-6 50
4 4,4'-Diacetyl biphenyl 238 C16H1402 000787-69-9 49
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 49

Abundance Scan 2740 (19.588 min): BG051398.D\data.ms (-2736) (-  m/z 223.10 100.00%
223.1

5000 57.1 115.0 LLJU\JM
165.1 U \
19.50
0! m/z 238.10 78.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
223.0
5000 L"/\""”“ o re
105.0 m/z 115.00 47 .42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #120973: N-(4-Ethylphenyl)-1,3-benzoxazol-2-amine
2238.0
T
19.50
5000 ITI/Z 57.10 41.43%
111
179.0
L 7T X O M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121322: Benzophenone, 5-isopropyl-2-methyl- e ‘
223.0 19.50
m/z 117.00 36.46%
77.0
5000
15.0 165.0
4 1 N
0‘HMMHWNWUHWJHMumyhWUHWHHWHNMM‘ﬁuwHH‘HHM‘ —r—
m/z--> 20 40 60 80 100120140160180200220240260280 19.50

SFAM-EPA-BG112321.M Mon Dec 13 06:53:05 2021 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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

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 32 Carbamazepine Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.

19.811 2.91 ng/ul 58290 Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 94
2 Carbamazepine 236 C15H12N20 000298-46-4 60
3 Benzene, 1,1'-cyclohexylidenebis- 236 C18H20 021113-55-3 52
4 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 35
5 3-(4-Phenylphenyl)-4,5-dihydro-1... 236 C15H12N20 1049128-39-3 30

Abundance Scan 2778 (19.811 min): BG051398.D\data.ms (-2776) (- m/z 236.20 100.00%

193.1 236.2
5000
152, [ oMoy
115.0 = S
39.0 831 ‘ ‘ 267.1 19.50 20.00
Orerrrrdiee bbb Ll :M‘W‘l‘mw:‘ Wil m/z 193.10  86.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 — B
19.50 20.00
152, m/z 178.10 70.33%
41.0 77.0 115.0 ‘ ‘ ‘
O\H‘H\\“‘\H\’\H\’\\H‘\\H‘\‘1\\“H\“\‘\H\‘\\‘u‘\’\‘\\\‘\\‘\“HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118553: Carbamazepine
193.0
— —
19.50 20.00
5000 m/z 180.10 56.01%
236.0
4150 440 960 1260 16#0 |
TR e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118897: Benzene, 1,1'-cyclohexylidenebis- i —
193.0 236.0 19.50 20.00
m/z 167.10 52.03%
5000
115.0
b 10 70 | 120 | | e s
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.899 3.77 ng/ul 75499  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Nonadecane 268 C19H40 000629-92-5 89
3 Nonadecane 268 C19H40 000629-92-5 89
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

Abundance Scan 2793 (19.899 min): BG051398.D\data.ms (-2790) (-  m/z 57.10 100.00%
57.1

5000 8 Mbwj\qw
223.1252.1 1556 é&od
113.1 . . ) . .
owHH“m““‘u‘”xWM“H“u_H“l“l‘wlﬁz“?ww“:HJ‘_H‘WZ??'; m/z 43.10 72.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 T U
85.0 19.50 20.00
29.0 m/z 71.10 71.73%
0 \‘ h H\ L \\11?0\141 0169 0197.0 268.0
\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158598: Nonadecane
57.0
— —
19.50 20.00
85.0 o
5000 ITI/Z 85.10 47.38%
29.0
ol L) Bomoeenere a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane — —
57.0 19.50 20.00
m/z 41.00 36.15%
o T W
29.0
ol L L) 1301410160.0197.00050 2680
A L S o S E e A RRRARARRARE — —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS vial : 56

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.434  7.54 ng/ul 150963 Chrysene-di2 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 CloHao 060629-92-5 86

2 Octacosane 394 C28H58 000630-02-4 45
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 45
4 Heneicosane 296 C21H44 000629-94-7 45
5 Heptadecane 240 C17H36 000629-78-7 45

Abundance Scan 2884 (20.434 min): BG051398.D\data.ms (-2880) (- m/z 57.10 100.00%
57.1

-

5000
116.0 250.1 édsd
oLy h‘ ““‘u”‘“‘ c““ﬂ‘w‘vlw??'?%%ww“w‘w‘ et m/z 43.10 72.80%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 ]
20.50
m/z 71.10 71.32%
9.0
O \‘ \L ‘ H\ H\ H‘ u‘ %4}9 %8392250 26\80
\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\

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

»

Abundance #298427: Octacosane
57.0
—
20.50
5000 ITI/Z 85.05 50.25%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
e e e S e e e
mlz--> 50 100 150 200 250 300 350
Abundance #193300: Dodecane, 1-iodo- T
57.0 20.50
m/z 41.00 33.69%
- W\M’Aj
9.0 1550
ol byl Ter0 -
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 Sample Multiplier: 1

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

Quant Title : SVOA CALIBRATION

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

L
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 unknown-02

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
20.622 5.53 ng/ul 110844  Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzo[b]naphtho[2,3-d]thiophene,...
2 4-Amino-8-chloro-2-methylquinoli..
3 2-(4-Isopropylphenyl)-4H-chromen...
4 Benzo[b]naphtho[2,3-d]thiophene,...
5 2-(4-Acetylphenyl)-1H-quinazolin...

264 C18H16S

. 264 C13H17CIN2Si
264 C18H1602

264 C18H16S

264 C16H12N202

024964-02-1 49
1000484-37-9 49
092831-11-3 47
024964-00-9 47
1281089-78-8 43

Abundance Scan 2916 (20.622 min): BG051398.D\data.ms (-2912) (- m/z 249.10 100.00%

249.1
5000 115.0
216.1
e C
71.0 147.0 20.50 21.00
N TI I AR E
0 i‘ b ol \m“\\i\\ sl gl | floss fuasgl, hw ol Jongall ] m/z 264.10 76.56%
miz--> 50 100 150 200 250
Abundance #153439: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro
264.0
5000 T f T T T T I T
234.0 20.50 21.00
117.0 m/z 115.00  41.03%
0 39.0 88. Ow cbdl 1630 \202\0\ ‘ “\ \\H\ Hhh
T T T T ‘ T T T T T T T ‘ T T T T T T T
miz--> 50 100 150 200 250
Abundance #152633: 4-Amino-8-chloro-2-methylquinoline, TMS deriv
249.0
e o
20.50 21.00
5000 ITI/Z 234.10 40.66%
730 199.0
: ‘4%? S \‘1\‘13.\‘0‘ ‘ ‘1“6‘\4“'0‘” i “i ‘M\ “n‘ ! \“\
miz--> 50 100 150 200 250 M
Abundance  #153424: 2-(4-Isopropylphenyl)-4H-chromen-4-one el A —
249.0 20.50 21.00
m/z 116.00 35.56%
5000 121.0
ol 38 770 | e 2020, 1] Sl
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 36 Tridecane, 1-iodo- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
20.927 3.12 ng/ul 62588 Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 2968 (20.927 min): BG051398.D\data.ms (-2965) (-  m/z 57.10 100.00%
57.1

5000 M\J\\w\/
99.1 21.00
' 155.1 192.1  249.1 :
ol b ) 39511921 29T 2071 4316 ge.sa%
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 L
21.00
m/z 71.10 76.73%
‘ 99.0 183.0
O%a\\p‘\“[”h\ ““ \“‘\ “‘ \‘\}4\1‘0‘\ T \‘\ AL AL B N \3‘1\0'
m/z--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-
57.0
——
21.00
5000 ITI/Z 85.10 53.72%
‘ 99.0 1550
oZ8I0 i L “ ST ST = £ S —
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- ——
57.0 21.00
m/z 41.05 27.08%
- \%meMA/AWAm%WWAJwAM
99.0
155.0 197.0
1 Y o G Y
m/z--> 50 100 150 200 250 300 21.00

SFAM-EPA-BG112321.M Mon Dec 13 06:53:07 2021 Page: 33



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 6-Acetyl-5-methoxy-2,7-dime... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
21.139 3.49 ng/ul 69915  Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Acetyl-5-methoxy-2,7-dimethyl-... 258 C15H1404 000960-64-5 55
2 Benz(a)anthracene, 7-methoxy- 258 C19H140 006366-20-7 43
3 6-Chrysenamine 243 C18H13N 002642-98-0 38
4 6-Chrysenamine 243 C18H13N 002642-98-0 38
5 2-(2-Naphthyl)-1H-indole 243 C18H13N 023746-81-8 35

Abundance Scan 3004 (21.139 min): BG051398.D\data.ms (-3001) (-  m/z 243.10 100.00%
243.1

JVA o J\A“””Aw“”

5000
2100 21.50
0° m/z 258. 74.33%
m/z--> 50 100 150 200 250
Abundance #145770: 6-Acetyl-5-methoxy-2,7-dimethyl-1,4-naphthogt
243.0
5000 }\ﬁ/k /\/\ e /\/\/\
2100 2150

m/z 115.00  55.37%

185.0
O ] \“ZK\ {\ n “\‘ \‘\“’TI"F’Q‘ ‘ ‘h\‘ \\\ ‘MH‘ \H‘ 1\“ L ——
miz--> 50 100 150 200 250
Abundance #146138: Benz(a)anthracene, 7-methoxy-
243.0

T T
21.00 21.50

5000 m/z 116.00 47.79%
213.0
0 270 630 94'0\\ “12‘90 1630 i \“‘ al ‘\ ‘
e A A e e e
m/z--> 50 100 150 200 250
Abundance #127365: 6-Chrysenamine
243.0 2100 2150

m/z 228.10 42.71%

5000
121.0 21%0 ‘ JVAWM
01&0 630 | 7 163.0 Il mMﬁA/Mw

m/z--> 50 100 150 200 250 2100 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 38 Phosphoric acid, octyl diph... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.186  8.50 ng/ul 176266 Chrysene-di2 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, octyl diphenyl ... 362 C20H2704P  000115-88-8 81

2 7H-Pyrazolo[4,3-E][1,2,4]triazol... 251 C12HON7

3 Phosphoric acid, isodecyl diphen... 390 C22H3104P
4 Phosphoric acid, isodecyl diphen... 390 C22H3104P
5 Octicizer 362 C20H2704P

1000310-01-6 50
1346599-15-2 43
1346599-15-2 38
001241-94-7 37

Abundance Scan 3012 (21.186 min): BG051398.D\data.ms (-3008) (-  m/z 251.10 100.00%

251.1
5000
94.0
e —
410 170.1 21.00 21.50
ol ka2t L8623 g4 00 27.43%
mlz--> 50 100 150 200 250 300 350
Abundance #271571: Phosphoric acid, octyl diphenyl ester
251.0
5000, %0 _— ==
21.00 21.50
m/z 250.10 24.97%
12.0 1700 362.0
0 \“\“‘\L\h“ \“\ T “‘\”‘!“\ ™ (B e e e T B T T T
m/z--> 50 100 150 200 250 300 350
Abundance #136624: 7H-Pyrazolo[4,3-E][1,2,4]triazolo[1,5-c]pyrimidil
251.0

21.00 21.50
m/z 249.10  21.18%

-

— =2
21.00 21.50
m/z 41.00 14.97%

:

5000
51.0
105.0
ol hada g0 soro, |
m/z--> 50 100 150 200 250 300 350
Abundance  #295462: Phosphoric acid, isodecyl diphenyl ester
251.0
5000
94.0
43.0 170.0
I IV 29103330 390
S B e e = e o T
m/z--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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

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 39 1,2-Benzenedicarboxylic aci... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.

21.350 2.52 ng/ul 50554  Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
2 Phthalic acid, heptyl non-5-yn-3... 386 C24H3404 1000315-18-5 72
3 Phthalic acid, butyl hex-3-yl ester 306 C18H2604 1010356-95-5 64
4 Phthalic acid, 4-chlorophenyl he... 374 C21H23Cl04 1000315-25-1 64
5 Phthalic acid, cyclobutyl octyl ... 332 C20H2804 1000314-90-3 64

Abundance Scan 3040 (21.350 min): BG051398.D\data.ms (-3037) (- m/z 149.00 100.00%
149.0

%

5000
57.0 T L
21.00 21.50
104.0 186.1 2251 2651
Ol ettt et perbe e o e S e M/Z 57.05  15.28%
miz--> 20 40 60 80 100120140160 180200220240 260 280
Abundance #271909: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
5000 P
21.00 21.50
m/z 43.10 12.36%
29.0“51'0 104.0 ‘ 265.0
0‘\\‘H‘\HHH‘\HHH‘}H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #292765: Phthalic acid, heptyl non-5-yn-3-yl ester

.

149.0
— =
21.00 21.50
5000 ITI/Z 41.10 10.64%
. 247.0
0 29'0\\ 5w7 0 \\93‘.0\ ‘121..0 ‘
T e R e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206886: Phthalic acid, butyl hex-3-yl ester = ==
149.0 21.00 21.50
m/z 150.00 9.95%
5000
o430 7601040 | 2230 \
[ T T T T e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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

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 40 cis-7,12-Dihydro-2,7,12-tri... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
21.397 3.75 ng/ul 75028 Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7,12-Dihydro-2,7,12-trimethy... 272 C21H20 1000326-16-3 83
2 1,3,5-Cycloheptatriene, 7,7-dime... 272 C21H20 1000156-99-8 74
3 Benz[c]acridine, 5,9-dimethyl- 257 C19H15N 003518-03-4 64
4 Benz[c]acridine, 7,9-dimethyl- 257 C19H15N 000963-89-3 64
5 1-Phenyl-1-(2,4,5-trimethoxyphen... 272 C17H2003 1000440-64-9 62

Abundance Scan 3048 (21.397 min): BG051398.D\data.ms (-3044) (-  m/z 257.10 100.00%

257.1
5000
57.1

1150 1651 2151 7. 2100 21.50
0! - m/z 272.15 51.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #164015: cis-7,12-Dihydro-2,7,12-trimethylbenz[a]anthrac
257.0
5000 ‘
21.00 21.50
m/z 241.10  35.48%
121.0
0270 630 |, 152.0 189.0 226%‘ '
‘H\\‘H\\‘HH‘\H\‘\\H‘H\\‘\\H‘HH‘H\\‘\\H’HH‘HH‘HH’HH

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #164016: 1,3,5-Cycloheptatriene, 7,7-dimethyl-2,4-dipher

257.0
o S
21.00 21.50
5000 m/z 242.05 31.04%

o

Abundance #144736: Benz[clacridine, 5,9-dimethyl-
257.0 21.00 21.50

m/z 258.10  22.63%

91.0 179
41.0 ‘ Pzg 215.0 ‘
H\\wm\\ -
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂ/\ /\/W
1 )
f L

5000

114.0 227. /J\ /\A

Ol b b :
miz—> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.450 9.02 ng/ul 180655  Chrysene-di2 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
3 Nonadecane 268 C19H40 000629-92-5 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 3057 (21.450 min): BG051398.D\data.ms (-3053) (- m/z 57.10 100.00%
57.1

5000 ‘A
L
117 149.0 21.50
o AL Lz s sl 726
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 LN
21.50
m/z 71.10 66.51%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl-
57.0
s
21.50
5000 ITI/Z 85.05 48.23%
‘ 9.0 1410
ol b bl |
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T
57.0 21.50
m/z 41.10 30.16%
5000
9.0
oLl il om0 ze0 -
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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

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 42 7,12-Dihydro-7,11,12-trimet... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
21.644 3.41 ng/ul 68265  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,12-Dihydro-7,11,12-trimethylbe... 272 C21H20 035187-49-6 80
2 1,3,5-Cycloheptatriene, 7,7-dime... 272 C21H20 1000156-99-8 72
3 cis-7,12-Dihydro-2,7,12-trimethy... 272 C21H20 1000326-16-3 64
4 Benz[c]acridine, 7,9-dimethyl- 257 C19H15N 000963-89-3 64
5 9-Methyl-9-phenyl-9-silafluorene 272 C19H16Si 1000423-80-4 62

Abundance Scan 3090 (21.644 min): BG051398.D\data.ms (-3086) (-  m/z 257.10 100.00%
25f7.1

91.0
5000

A A AN A v
U LI R B B

43.1
‘ | ‘121 11520 1g0( 227. J" 202 21.50 22.00
e ‘\‘\‘\\‘ l, U\ MM‘\M M ‘\‘M‘\Mm b ‘!“\‘ ”“W\“‘ ‘hw by Al ‘U‘wh \’ " TR 91.00 52.46%

m/z--> 20 40 60 80 100 120140160 180200220240260280
Abundance #164014: 7,12-Dihydro-7,11,12-trimethylbenz[a]anthrace:
257.0

o

5000
21 50 22 OO
m/z 272.10  44.15%
121.0 298,
0310 630 |, 1520 189.0 O] | |
‘\H\’HH‘H\\‘HH‘HH‘HH’\\H‘HH‘\H\’HH‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #164016: 1,3,5-Cycloheptatriene, 7,7-dimethyl-2,4-dipher
257.0
L e
21 50 22.00
5000 ITI/Z 241.05 31.50%
91.0
41.0 ‘ FSO 1790 5150 ‘ ‘
O ,“ e w:“‘ prpr e “!““ ““‘ ‘ w“{ ‘ h‘ i & il ‘}“‘ R ARRRANY
m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #164015: cis-7,12-Dihydro-2,7,12-trimethylbenz[a]anthrac : /‘\M‘ ‘ P
257.0 21.50 22.00

m/z 242.10  29.98%

5000

121.0

0270 630 | 1520 189.0 2260 ‘ | \/\ L g
70 630 .., 1520 1890 2200 | | NI

m/z--> 20 40 60 80 100120140160180200220240260280 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.014 8.21 ng/ul 164388 Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 3153 (22.014 min): BG051398.D\data.ms (-3147) (- m/z 57.05 100.00%

57.0
5000
149.0
90.1 ‘ ool on !
22.00
244.1277.1312..
0 MJMN‘W‘ﬂin ‘??flu“q“““ . m/z 71.10 76.87%
m/z--> 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 — ‘
22.00
99.0 m/z 43.10 73.50%
226.0
01\59‘\ \‘ “‘\ ”‘!‘ H‘ “‘ T \]:4‘1‘9\ :!-8\3\0‘ T \‘\ LI LA B
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
L
22.00
5000 ITI/Z 85.10 56.12%
99.0
05 ‘L | Li h\ | 1419 1830 2250 2960
e At : A e
m/z--> 50 100 150 200 250 300
Abundance #107216: Hexadecane 7 ‘
57.0 22.00
m/z 41.00 31.16%
5000
99.0
0 18-d \“ L u‘ 1 ;'410 183.0 226.0
T L e B R AL T H S AR —
m/z--> 50 100 150 200 250 300 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 44 Benz(a)anthracene, 6,7,12-t... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.332  25.05 ng/ul 501607 Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz(a)anthracene, 6,7,12-trimet... 270 C21H18 020627-33-2 70
2 Benz(a)anthracene, 6,8,12-trimet... 270 C21H18 020627-34-3 64
3 Benz(a)anthracene, 7,9,12-trimet... 270 C21H18 024891-41-6 64
4 Benz(a)anthracene, 5,7,12-trimet... 270 C21H18 024891-39-2 64
5 4-Hydroxy-9-(3-methyl-2-butenyl)... 270 C16H1404 035214-83-6 64

Abundance Scan 3207 (22.332 min): BG051398.D\data.ms (-3201) (-
270.1

m/z 270.10 100.00%

|

5000 116.0
153.0
w0 Lo L] e 2
ok ‘HV”\““\VHJWM\ | WJM\\MM\\ \m — el m/z 116.00 46.90%
miz--> 50 100 150 200 250 300
Abundance #161428: Benz(a)anthracene, 6,7,12-trimethyl-
270.0
5000 j\
22. 00 22 50
m/z 115.00 35.03%
126.0
P7.0 630 )|,  189.0226.0 | |
T T T ‘ T T T T ‘ T ‘ T T T [ L ‘ T L ‘ L
miz--> 50 100 150 200 250 300
Abundance #161431: Benz(a)anthracene, 6,8,12-trimethyl-
270.0
22. 00 22 50
5000 ITI/Z 255.10 32.66%
126.0
027'0 63'0 n ‘\ “ \h 1890 226 L \‘H \
| e | P
miz--> 50 100 150 200 250 300
Abundance #161427: Benz(a)anthracene, 7,9,12-trimethyl-
270.0 2200 2250
m/z 269.15 32.52%
5000
126.0
0270 630 | 18902260 | |
T —— ‘ T
m/z--> 50 100 150 200 250 300 2200 2250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 45 Phthalic acid, propyl octad... Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
22.426 2.57 ng/ul 51553  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
2 Phthalic acid, propyl octadecyl ... 460 C29H4804 1000308-96-7 72
3 1,2-Benzenedicarboxylic acid, de... 390 C24H3804 025724-58-7 64
4 Phthalic acid, 7-bromoheptyl hex... 426 C21H31Bro4 1010415-52-0 64
5 Phthalic acid, hexyl neopentyl e... 320 C19H2804 1000315-29-9 64

Abundance Scan 3223 (22.426 min): BG051398.D\data.ms (-3221) (- m/z 149.00 100.00%

149.0
5000
43.1 L
| |, 1040 210.1 265.1 22:50
ol i b S m/z 43.10  16.98%
mlz--> 50 100 150 200 250 300 350 400
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
5000 U
22.50
m/z 41.10 14.79%
oL 10 1040 2659 3620
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #329078: Phthalic acid, propyl octadecy! ester
149.0
—r
22.50
5000 ITI/Z 55.10 10.65%
43.0 207 M\M\ﬂ
m/z--> 50 100 150 200 250 300 350 400
Abundance #295758: 1,2-Benzenedicarboxylic acid, decyl hexyl estel ‘

5000

m/z-->

43.0

14

ﬂ\dm?70

9.0

251.0 3070

22.50

m/z 150.00 10.01%

=

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@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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-Cyano-4-fluorobenzylamine Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
22.473 2.40 ng/ul 48023  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyano-4-fluorobenzylamine 150 C8H7FN2 368426-86-2 50
2 Phthalic acid, 4-methyl-3-nitrob... 469 C27H35NO6 1000382-58-9 50
3 Phthalic acid, 4-methyl-3-nitrob... 385 C21H23N06 1000382-58-3 50
4 1-Benzyloxy-1-methyl-1-silacyclo... 206 C12H180Si 1000216-96-7 50
5 Phthalic acid, 4-bromobenzyl oct... 446 C23H27BroO4 1000371-07-5 50

Abundance Scan 3231 (22.473 min): BG051398.D\data.ms (-3228) (-  m/z 91.05 100.00%

91.0
149.0
5000 57.1
262.1 22‘56
194.0 :
ob— “\‘ M‘ ‘\‘thw‘m‘h\\\“ h“‘\“ ‘\h \u“ T ‘\ ‘ \‘2“2‘9@-\\‘\\ | — . ITI/Z 149.00 73.86%
miz--> 50 100 150 200 250 300
Abundance #28242: 3-Cyano-4-fluorobenzylamine
149.0
5000 U
22.50
30.0 9
‘ 102.0 ‘ m/z 57.10 44.68%
(V5 “\ T }g%.”\o‘h\” \‘”‘}L”“\ N \h“\‘ L sy s B
miz--> 50 100 150 200 250 300
Abundance #331513: Phthalic acid, 4-methyl-3-nitrobenzyl undecyl e:
149.0
—
22.50
5000 ITI/Z 150.00 27.06%
4%0‘ lOﬁO 303.0
Ol bt e e
miz--> 50 100 150 200 250 300
Abundance #291632: Phthalic acid, 4-methyl-3-nitrobenzyl pentyl est e
149.0 22.50
m/z 43.10 18.36%
- w
43.0 104.0 219.0
\‘ T \h I ‘ 298.0
L e e
m/z--> 50 100 150 200 250 300 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 Phthalic acid, heptyl hept-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
22.502 4.68 ng/ul 93722  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 72
2 Phthalic acid, nonyl pentyl ester 362 C22H3404 1000308-93-1 72
3 Phthalic acid, hept-3-yl octyl e... 376 C23H3604 1000356-99-2 72
4 Phthalic acid, octyl tridec-2-yn... 456 C29H4404 1000315-44-1 72
5 Phthalic acid, dec-2-yl isobutyl... 362 C22H3404 1000356-93-8 72

Abundance Scan 3236 (22.502 min): BG051398.D\data.ms (-3234) (-  m/z 149.00 100.00%

149.0
5000
57.1 2950 ‘
22.50
104.0 187.0 226.1 .1293.:
ol ““WW iy | 3800 2201 26312937 s7.10  13.48%
miz--> 50 100 150 200 250
Abundance #271791: Phthalic acid, heptyl hept-4-yl ester
149.0
5000 T
22.50
m/z 43.10 11.79%
57.0
027'0\\ H‘ " 98\9 | \26\\50
T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #271768: Phthalic acid, nonyl pentyl ester
149.0
T 1
22.50
5000 m/Z 150.00 11.22%
. 430 401040 2370 293
e
m/z--> 50 100 150 200 250
Abundance #284742: Phthalic acid, hept-3-yl octyl ester — |
149.0 22.50
m/z 56.10 6.66%
- WM
57.0
0By B0 “2‘7?'0‘ —
miz--> 50 100 150 200 250 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
22.649 5.98 ng/ul 119702  Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91

2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 3261 (22.649 min): BG051398.D\data.ms (-3256) (- m/z 57.10 100.00%
57.1

5000 MM
149.0 1 7 T
9.0 22.50 23.00
0197225103?51 m/z 71.05 75.42%
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —r —
22.50 23.00
m/z 43.00 67.58%
O \“\ \ ‘ H‘ \“\““ \“\“\ \‘ “\]_\8\‘3\?\ T \2\5‘3\9\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.10 50.09%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T ——
57.0 22.50 23.00
m/z 41.10 27.14%
- WNVMWAJ\%ﬁMMNJVJ\MV
9.0
N B L B —— —
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
23.366 5.33 ng/ul 106741  Chrysene-di12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Tridecane, 1-iodo- 310 C13H27I 0©35599-77-0 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
4 Octacosane 394 (C28H58 000630-02-4 74
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 3383 (23.366 min): BG051398.D\data.ms (-3378) (- m/z 57.10 100.00%
57.1
5000 m
9.0 1490 23.00 23.50
207.0 . : :
0h \““ * \““‘\““‘,‘H“‘ b WEOED 20wz 71010 68.08%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — ——
23.00 23.50
990 m/z 43.05 66.71%
oLt h )| 141018302250 2050 352
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
23.00 23.50
5000 m/z 85.10 45.,94%
9.0 183.0
ol b b0 T a0
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 23.00 23.50
m/z 41.00 22.34%
o MW
99.0
0 L‘ L. 14101830 2390 296.0
e P e
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 Phthalic acid, butyl tetrad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.865 7.68 ng/ul 159431  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, butyl tetradecyl ... 418 C26H4204 1000308-91-3 78
2 Phthalic acid, dodecyl 3-methylb... 402 C25H3804 1000357-11-0 78
3 Phthalic acid, dodecyl trans-hex... 416 C26H4004 1000360-49-0 78
4 Phthalic acid, 4-methylhept-3-yl... 432 C27H4404 1000377-94-6 78
5 Didodecyl phthalate 502 C32H5404 002432-90-8 72
Abundance Scan 3468 (23.865 min): BG051398.D\data.ms (-3462) (-  m/z 149.00 100.00%
149.0
5000
— —
4?\)'1\ 85.1 2151 2931 3552 25.50 20
ob bbb by e SR 3952 m/z 43.10 13.99%
mlz--> 50 100 150 200 250 300 350 400
Abundance #312499: Phthalic acid, butyl tetradecyl ester
149.0
5000 — ——
23.50 24.00
57.0 m/z 57.10 13.55%
223.0
04 ‘\M“h‘\ “‘}M\““]\.(‘)‘ﬁ\'(\)\ R T \‘\ L B B \3‘6\3\.9\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #303781: Phthalic acid, dodecyl 3-methylbut-3-enyl ester
149.0
— —
23.50 24.00
m/z 55.05 9.70%
5000 68.0
216.0 335.0
ZZ T SN O CON s CLA -
m/z--> 50 100 150 200 250 300 350 400
Abundance #311519: Phthalic acid, dodecyl trans-hex-3-enyl ester — —
149.0 23.50 24.00
m/z 150.00 9.42%
5000 82.0
41‘. ‘ | 335.0
e T B e R W T — —
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@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 30
R.T. EstConc Area Relative to ISTD R.T.
24.206 4.22 ng/ul 87695  Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3526 (24.206 min): BG051398.D\data.ms (-3522) (-  m/z 57.05 100.00%
57.0

-

5000
—— —
‘ “Hl 7.1197.2266.1 24.00 2450
0‘H‘u‘uW‘MWWMWWNdwum_‘H‘HH‘HH‘H‘WH‘W‘HW‘H m/z 71.10 73.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176384: Eicosane
57.0
5000 — —
24.00 24.50
m/z 43.10 65.79%
JJrfrolgio 282.0
O‘\\“\\‘\H\‘\\1\4“\‘%\‘\"\‘\H‘H\‘\‘HH‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
24.00 24.50
5000 ITI/Z 85.10 49,93%

|

I

1111 F#79197.0267.0337.0407.0 491.0562.0

-

O b e o PR R r i i s SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — —
57.0 24.00 24.50
m/z 55.00 31.71%
5000

i

17019700670 3650
Ol e e —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 52 Phthalic acid, 2-propylphen... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.617 21.80 ng/ul 452396  Perylene-di12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-propylphenyl un... 438 C28H3804 1000357-02-6 50
2 Phthalic acid, dec-2-yl pentyl e... 376 C23H3604 1000356-94-0 47
3 Phthalic acid, 2-ethylbutyl octy... 362 C22H3404 1000356-89-3 47
4 Phthalic acid, decyl 2-pentyl ester 376 C23H3604 1000315-48-2 47
5 Phthalic acid, butyl tridec-2-yn... 400 C25H3604 1000315-43-7 47

Abundance Scan 3596 (24.617 min): BG051398.D\data.ms (-3588) (-  m/z 149.00 100.00%

149.0
5000
43.0 2534 24.50 25.00
' 104.0 84.1 s '
Ol eS| 181.0215.1 i“w“?um ~  m/z 253.10  18.53%
miz--> 50 100 150 200 250 300
Abundance #321362: Phthalic acid, 2-propylphenyl undecyl ester
149.0
5000 s g
24.50 25.00
m/z 268.05 13.00%
570 1070 | 267.0 3030
O T T \‘ ‘ T \‘ \‘\ ‘ T T T ‘\ ‘ T T T T ‘ T T T T ‘ T ‘\ T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #284745: Phthalic acid, dec-2-yl pentyl ester
149.0
et Lt
24.50 25.00
5000 ITI/Z 252.10 11.04%
237.0
430 1040 | \
ottt
miz--> 50 100 150 200 250 300
Abundance #271817: Phthalic acid, 2-ethylbutyl octyl ester
149.0 24.50 25.00
m/z 43.00 9.92%
o m
43.0
85.0 | 279.0
0 A e e e e e
m/z--> 50 100 150 200 250 300 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
25.199 3.31 ng/ul 68632  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexadecane 226 C1l6H34 000544-76-3 81
3 Octacosane 394 C28H58 000630-02-4 74
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Docosane 310 C22H46 000629-97-0 72

Abundance Scan 3695 (25.199 min): BG051398.D\data.ms (-3690) (-  m/z 57.10 100.00%
57.1

5000 MﬂM&\MwN/\WMMMW%mM
—— —
‘ ‘ ‘ 1411, . a5y 2841 25.00 25.50
[ m— l“\‘ H‘\ H“\H | \\‘1 ‘\“ I H]r‘ ;l‘.‘“ ‘H“‘\ Iy ‘\‘\ I ‘\L‘ e m/z 71.10 67.36%
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 — ——
25.00 25.50
9.0 m/z 43.10 57.70%
226.0
Ol\s}q ‘\“ ‘ “ \H‘\ “L \“‘ \1\4.%[‘91-\8\3\?\ T T ‘ T T 1T ‘ T T ‘ T T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
—— —
25.00 25.50
5000 ITI/Z 85.10 42.79%
o L monssom0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 25.00 25.50
m/z 55.05 27.96%
ol L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘H“““‘H“““‘ —— —
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
26.386 5.24 ng/ul 108813  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3897 (26.386 min): BG051398.D\data.ms (-3889) (- m/z 57.10 100.00%

57.1
5000
zéod é6%d
1411 207.0 . .
0“‘LHMMWMWM\JJmuuuu\ﬁuH“féﬁ%““ e m/z 43.10 68.71%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — —
26.00 26.50
m/z 71.10 68.22%
\\\‘\ \\\ \\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— ——
26.00 26.50
5000 ITI/Z 85.10 55.58%
9.0
0 | ¥l h\ L 1410 1830 225.0 267.0 3380
e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- “ T
57.0 26.00 26.50
m/z 55.00  35.96%
o WWV‘WW/\/MM/
239.0
ol biL w\ M“%R%%%O, Pm0sme
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On 8 Dec 2021 1:28

Operator : CG/JU

Sample : M4942-01ME

Misc

ALS Vvial : 56 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 55 1,2-Benzenedicarboxylic aci... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
26.885 8.29 ng/ul 172019 Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
2 Didecyl phthalate 446 C28H4604 000084-77-5 80
3 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 72
4 1,2-Benzenedicarboxylic acid, de... 390 C24H3804 025724-58-7 72
5 Phthalic acid, decyl trans-hex-3... 388 C24H3604 1000360-48-8 72

Abundance Scan 3982 (26.885 min): BG051398.D\data.ms (-3975) (-

14

9.0

5000
43.1
0 ﬂ MM??D\ 2070 203.1
R T A e L T
miz--> 50 100 150 200 250 300
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester

14

9.0

m/z 149.00 100.00%

N

= =
26.50 27.00

m/z 43.10 14.43%

-

5000 “ —
26.50 27.00
m/z 150.00 11.50%
43.0 85.0 293.0
O \““M\ i \‘.\ T (N — L L B B B B
m/z--> 50 100 150 200 250 300
Abundance #324472: Didecyl phthalate
149.0
26.50 27.00
5000 m/z 41.00 9.27%
43.0 85.0 307.0
0~ ‘N‘W‘vm]‘ — ““““
m/z--> 50 100 150 200 250 300
Abundance #332904: 1,2-Benzenedicarboxylic acid, diundecyl ester — —
149.0 26.50 27.00
m/z 57.00 8.21%
h L\/\\Mﬂ
43.0 83.0 321.(
ol b e e L - _—
m/z--> 50 100 150 200 250 300 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51398.D

Acqg On : 8 Dec 2021 1:28
Operator : CG/JU

Sample : M4942-01ME

Misc :

ALS Vvial : 56 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|
1H-Indene, 2,3-... 12.379 3.5 ng/ul 53730 2 11.015 310674 20.0
Benzo[b]thiophe... 12.555 6.9 ng/ul 106721 2 11.015 310674 20.0
3-Methylbenzoth... 12.784 6.8 ng/ul 105880 2 11.015 310674 20.0
Phenol, 2,3,5,6... 13.313 3.7 ng/ul 74304 3 14.823 397411 20.0
Naphthalene, 1-... 13.847 11.3 ng/ul 224902 3 14.823 397411 20.0
Naphthalene, 2,... 13.988 14.2 ng/ul 281396 3 14.823 397411 20.0
Naphthalene, 2,... 14.141 18.0 ng/ul 356798 3 14.823 397411 20.0
Naphthalene, 1,... 14.376 6.3 ng/ul 124198 3 14.823 397411 20.0
(DEL) Alkane: S... 14.670 6.1 ng/ul 121427 3 14.823 397411 20.0
Naphthalene, 2,... 15.287 4.6 ng/ul 91277 3 14.823 397411 20.0
(DEL) Alkane: S... 15.622 11.7 ng/ul 233014 3 14.823 397411 20.0
(DEL) Alkane: S... 16.027 7.0 ng/ul 138807 3 14.823 397411 20.0
Dibenzofuran, 4... 16.303 2.9 ng/ul 71023 4 17.572 487702 20.0
(DEL) Alkane: S... 16.485 6.7 ng/ul 162860 4 17.572 487702 20.0
unknown-01 16.615 3.0 ng/ul 73681 4 17.572 487702 20.0
(DEL) Alkane: S... 17.279 5.1 ng/ul 124895 4 17.572 487702 20.0
(DEL) Alkane: S... 17.326 4.0 ng/ul 97762 4 17.572 487702 20.0
(DEL) Alkane: S 18.019 5.8 ng/ul 141437 4 17.572 487702 20.0
(DEL) Alkane: S... 18.706 3.8 ng/ul 93736 4 17.572 487702 20.0
Phenol, p-1-ind... 18.812 3.5 ng/ul 84376 4 17.572 487702 20.0
(DEL) Alkane: S... 19.329 4.5 ng/ul 108807 4 17.572 487702 20.0
1,3-Diethyl-5-(... 19.488 3.6 ng/ul 86705 4 17.572 487702 20.0
cyclohexane, [1... 19.529 5.2 ng/ul 127130 4 17.572 487702 20.0
N-(4-Ethylpheny... 19.588 7.8 ng/ul 190535 4 17.572 487702 20.0
Carbamazepine 19.811 2.9 ng/ul 58290 5 21.873 400564 20.0
(DEL) Alkane: S... 19.899 3.8 ng/ul 75499 5 21.873 400564 20.0
(DEL) Alkane: S... 20.434 7.5 ng/ul 150963 5 21.873 400564 20.0
unknown-02 20.622 5.5 ng/ul 110844 5 21.873 400564 20.0
Tridecane, 1-iodo- 20.927 3.1 ng/ul 62588 5 21.873 400564 20.0
6-Acetyl-5-meth... 21.139 3.5 ng/ul 69915 5 21.873 400564 20.0
Phosphoric acid... 21.186 8.5 ng/ul 170266 5 21.873 400564 20.0
1,2-Benzenedica... 21.350 2.5 ng/ul 50554 5 21.873 400564 20.0
cis-7,12-Dihydr... 21.397 3.8 ng/ul 75028 5 21.873 400564 20.0
(DEL) Alkane: S... 21.450 9.0 ng/ul 180655 5 21.873 400564 20.0
7,12-Dihydro-7,... 21.644 3.4 ng/ul 68265 5 21.873 400564 20.0
(DEL) Alkane: S... 22.014 8.2 ng/ul 164388 5 21.873 400564 20.0
Benz(a)anthrace... 22.332 25.1 ng/ul 501607 5 21.873 400564 20.0
Phthalic acid, ... 22.426 2.6 ng/ul 51553 5 21.873 400564 20.0
3-Cyano-4-fluor... 22.473 2.4 ng/ul 48023 5 21.873 400564 20.0
Phthalic acid, ... 22.502 4.7 ng/ul 93722 5 21.873 400564 20.0
(DEL) Alkane: S... 22.649 6.0 ng/ul 119702 5 21.873 400564 20.0
(DEL) Alkane: S... 23.366 5.3 ng/ul 106741 5 21.873 400564 20.0
Phthalic acid, ... 23.865 7.7 ng/ul 159431 6 25.275 415126 20.0
(DEL) Alkane: S... 24.206 4.2 ng/ul 87695 6 25.275 415126 20.0
Phthalic acid, ... 24.617 21.8 ng/ul 452396 6 25.275 415126 20.0
(DEL) Alkane: S... 25.199 3.3 ng/ul 68632 6 25.275 415126 20.0
(DEL) Alkane: S... 26.386 5.2 ng/ul 108813 6 25.275 415126 20.0
1,2-Benzenedica... 26.885 8.3 ng/ul 172019 6 25.275 415126 20.0
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