LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc :

ALS Vvial : 19 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BM@43370.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.822 104 108 120 rBV 94880 164476  2.31% 0.138%
2 3.928 121 126 131 rVV 140847 190400 2.67% 0.160%
3 5.069 315 320 330 rW 90776 144191 2.02% 0.121%
4 7.151 667 674 689 rVB 931823 1607623 22.53% 1.350%
5 7.328 698 704 713 rBV 795298 1283766 17.99% 1.078%

6 7.516 730 736 746 rBV = 942898 1526509 21.39%
7 7.992 810 817 825 rBV 1802987 2859624 40.08%
8 8.704 930 938 946 rBV 906233 1500620 21.03%
9 8.828 952 959 967 rVB 477973 775442 10.87%

9.163 1009 1016 1027 rBV 967278 1625408 22.78%

PO R NR
N
[oN
®
R

11  9.886 1130 1139 1147 rBV 749754 1295940 18.16%
12 10.028 1155 1163 1173 rBV 78590 169934  2.38%
13 10.422 1222 1230 1238 rVV 1126348 1932173 27.08%
14 10.804 1284 1295 1300 rBV 2556284 4391622 61.55%
15 10.851 1300 1303 1310 rVV 356366 560283 7.85%

O WRORr
a
N
N
R

16 10.945 1312 1319 1333 rVV 786118 1432700 20.
17 12.457 1570 1576 1583 rVB 218014 345158 4
18 12.675 1605 1613 1620 rVB 178292 288351  4.04%
19 13.463 1741 1747 1753 rBV2 92461 164895 2
20 13.786 1794 1802 1804 rBV 75927 123694 1

[CRECHCECE
N
PN
N
R

21 13.945 1823 1829 1834 rBV 142457 256410 3.59%
22 13.998 1834 1838 1840 rVV 95467 137731 1.93%
23 14.039 1840 1845 1859 rVB 1890097 2696456 37.79%
24 14.316 1886 1892 1905 rVB2 2294776 3745176 52.49%
25 14.621 1935 1944 1950 rVV 3543532 5221388 73.18%

AWNO®O®
N
o)
B
3R

26 14.686 1950 1955 1963 rVV 451268 695246  9.74%
27 14.821 1972 1978 1988 rVV 411289 695645 9.75%
28 15.021 2007 2012 2021 rVV 474834 793518 11.12%
29 15.616 2105 2113 2118 rVV 2768169 4048596 56.74%
30 15.668 2118 2122 2127 rVV 458440 697202  9.77%

WO
o))
o))
(o))
R

31 15.733 2127 2133 2140 rVV 511001 803292 11.
32 15.792 2140 2143 2146 rW 80592 121054 1
33 15.833 2146 2150 2154 rVWW3 78075 140115 1.96%
34 15.963 2167 2172 2179 rVV 181637 300638 4
35 16.110 2191 2197 2205 rVVv2 193141 407490 5
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36 16.339 2231 2236 2242 rVV6 64505 122981
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N
R
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=
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w
B
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc :

ALS Vvial : 19 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 16.668 2281 2292 2297 rBV3 100337 307580 4.31% 0.258%
38 16.898 2323 2331 2334 rBV4 89904 183344  2.57% 0.154%
39 16.933 2334 2337 2341 rWVJ2 88129 145412 2.04% 0.122%
40 17.021 2347 2352 2359 rVB 278039 420186 5.89% 0.353%
41 17.092 2359 2364 2366 rBvV2 94529 141133 1.98% 0.118%
42 17.115 2366 2368 2375 rVV2 126456 217009 3.04% 0.182%
43 17.180 2375 2379 2388 rVB 300401 479249 6.72% 0.402%
44 17.368 2404 2411 2414 rBV 3347053 5034553 70.56% 4.227%
45 17.410 2414 2418 2423 rVV 5242273 7135462 100.00% 5.990%
46 17.462 2423 2427 2431 rVWVW 2749686 3923051 54.98% 3.293%
47 17.498 2431 2433 2438 rVWW 746800 888059 12.45% 0.746%
48 17.557 2438 2443 2448 rVV3 76159 161766 2.27% 0.136%
49 17.768 2471 2479 2492 rVVv2 355581 711463 9.97% 0.597%
50 17.886 2493 2499 2505 rVV4 89283 185961 2.61% 0.156%
51 17.945 2505 2509 2519 rvw4 80757 160281 2.25% 0.135%
52 18.239 2550 2559 2564 rBV 457279 938533 13.15% 0.788%
53 18.286 2564 2567 2574 rVB 666082 938979 13.16% ©0.788%
54 18.368 2574 2581 2586 rVB 179523 279854  3.92%  0.235%
55 18.433 2586 2592 2596 rBV2 596430 1070680 15.01% ©0.899%
56 18.468 2596 2598 2604 rVB 307888 377718 5.29% 0.317%
57 18.739 2639 2644 2648 rBV 326834 459031 6.43% 0.385%
58 18.780 2648 2651 2657 rVB 302483 409899 5.74%  0.344%
59 18.839 2657 2661 2664 rBV 112503 159114 2.23% 0.134%
60 18.986 2682 2686 2690 rBV 95181 133284 1.87% 0.112%
61 19.068 2697 2700 2704 rVB2 111394 153275 2.15% 0.129%
62 19.156 2709 2715 2719 rBV2 230789 411404 5.77% 0.345%
63 19.215 2719 2725 2728 rVV5 88194 185739 2.60% 0.156%
64 19.292 2733 2738 2747 rBV3 271720 575056 8.06% 0.483%
65 19.415 2753 2759 2766 rVB 5115447 6501740 91.12% 5.458%
66 19.656 2796 2800 2804 rVB 142284 190931 2.68% 0.160%
67 19.751 2810 2816 2818 rBV 3245463 4813958 67.47% 4.041%
68 19.780 2818 2821 2828 rVV 3924603 5016112 70.30% 4.211%
69 19.845 2828 2832 2837 rVV2 199031 323985 4.54% 0.272%
70 19.892 2837 2840 2844 rW 104706 144059 2.02% 0.121%
71 19.956 2847 2851 2857 rVV 226933 378338 5.30% 0.318%
72 20.015 2857 2861 2865 rVvB2 104835 156311 2.19% 0.131%
73 20.098 2870 2875 2882 rVV3 207595 516716 7.24% 0.434%
74 20.233 2893 2898 2899 rBV4 176614 237246  3.32% 0.199%
75 20.268 2901 2904 2908 rVB 361476 498094 6.98% 0.418%

76 20.368 2918 2921 2925 rBV 180624 204878 2.87% 0.172%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc :

ALS Vvial : 19 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 20.427 2925 2931 2936 rVV2 308450 559769 7.84% 0.470%
78 20.568 2951 2955 2958 rBV 180895 225074 3.15% 0.189%
79 20.615 2958 2963 2967 rBV2 195405 274905 3.85% 0.231%
80 20.756 2984 2987 2990 rVB 181000 191398 2.68% 0.161%
81 21.015 3027 3031 3037 rVB 325286 428292 6.00% 0.360%
82 21.180 3054 3059 3063 rBV2 238422 405071 5.68% 0.340%
83 21.221 3063 3066 3069 rVV 288638 340333 4.77%  0.286%
84 21.256 3069 3072 3078 rVV3 470998 829724 11.63% 0.697%
85 21.309 3078 3081 3089 rVB2 318931 476262 6.67% 0.400%
86 21.462 3104 3107 3110 rW 133641 127829 1.79% 0.107%
87 21.533 3112 3119 3123 rVV2 3543612 6843811 95.91% 5.745%
88 21.574 3123 3126 3134 rVB 1666220 2295328 32.17% 1.927%
89 21.697 3144 3147 3153 rBV2 176753 299828 4.20% 0.252%
90 22.127 3216 3220 3225 rVV2 281571 509036 7.13% 0.427%
91 22.180 3225 3229 3235 rVB3 239024 359094 5.03% 0.301%
92 22.762 3324 3328 3335 rBV 337029 561817 7.87% 0.472%
93 23.221 3400 3406 3412 rBV2 1085388 2965306 41.56% 2.489%
94 23.474 3445 3449 3458 rVB2 353638 692327 9.70% 0.581%
95 23.744 3490 3495 3499 rBV 597276 1112571 15.59% 0.934%
96 23.803 3499 3505 3509 rVv2 1482921 2921975 40.95% 2.453%
97 23.850 3509 3513 3519 rVB 934747 1660584 23.27% 1.394%
98 23.956 3525 3531 3537 rBV 1855424 3663475 51.34% 3.076%
99 24.309 3586 3591 3600 rVB3 334481 816272 11.44% 0.685%
100 26.480 3954 3960 3978 rVB3 518243 2121328 29.73% 1.781%

Sum of corrected areas: 119116599
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\

. BM@43370.D

: 15 Dec 2023 22:37
: MA/JU

¢ 05794-11

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043370.D\data.ms
5000000
4000000
3000000
10.804
2000000 7.992
10.422
1000000 71554916 8.704 9163 . 945
.828 10.881
38828 5.069 .028
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\7\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM043370.D\data.ms
5000000 17.410 19.415
19.780
4000000
14.621 17.368 19.751
3000000 15.616 171462
14.316
2000000 14.039
1000000

v
Gt il

12.457675
L o 13.4683; ¢)3306 1

O L B B e L e e B B B e A I e e s B
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM043370.D\data.ms
5000000
4000000 21.533
3000000
23.956
21574
2000000 23221
' 26.480
2251 22.762 3.474 24.309
1000000 Lo 607 Qnggo
l S N A N
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 1 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.239 3.73 ng/ul 938533  Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
Abundance Scan 2559 (18.239 min): BM043370.D\data.ms (-2550) (- | m/z 192.10 100.00%
192.1
94.6 18.00 18.50
. 1390 : : :
ol 390 L B0 N 2828 855 ;19105  60.67%
m/z--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 — |
18.00 18.50
m/z 189.05 32.10%
94.0
0\\\\5]‘"9‘\\‘\“‘\\\%51“2-\&)\‘\“‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— —
18.00 18.50
5000 ITI/Z 193.05 16.68%
o 390 960 1300 |
et e
m/z--> 50 100 150 200 250 300 350
Abundance #67024: Anthracene, 2-methyl- — —
192.0 18.00 18.50
m/z 190.10  15.02%
5000
0 39.0 . ‘83‘% 139'0 h‘ . ‘
e e e e — ——
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 2 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.286 3.73 ng/ul 938979  Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
Abundance Scan 2567 (18.286 min): BM043370.D\data.ms (-2564) (- | m/z 192.10 100.00%
1921
— —
94.6 18.00 18.50
152. : :
ol 2 ' 2830 385 n/z 191,10 59.35%
m/z--> 50 100 150 200 250 300 350
Abundance #67025: Anthracene, 2-methyl-
192.0
5000 — |
18.00 18.50
m/z 189.10  30.94%
028\0 I I \\‘ 1‘5‘29‘ i
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67020: Anthracene, 9-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.10 16.87%
96.0
oL390 Ll e
m/z--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 190.05 14.70%
5000
0390 960 1390
e e — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.433 4.25 ng/ul 1070680  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25

Abundance Scan 2592 (18.433 min): BM043370.D\data.ms (-2586) (- | m/z 189.05 100.00%
189.1
5000
94.6
e
18.50
50.0 139.0 m |
ol wu“”“ O 2a80 3400 s 196,05 99.46%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 1
94.0 18.50
4. m/z 192.05 57.78%
0390 \‘\ 1370, |
L ‘ T T T T T ‘ \ T ’ L ‘ L ’ L
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
P
18.50
5000 m/z 191.05 45 .40%
95.0
0 u439 Loy “ 1370 i h‘
bbb SRl R
m/iz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene =
192.0 18.50
m/z 94.60 30.44%
5000
(280 9.0 152.0
\\\‘\‘\\\‘\‘\\\ \‘\\‘ \\\\‘\\\\’\\\\ \‘\
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.292 2.28 ng/ul 575056  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 96
2 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 49
3 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 45
4 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C10 000607-12-5 43
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 42

Abundance Scan 2738 (19.292 min): BM043370.D\data.ms (-2733) (- | m/z 204.05 100.00%
204.1
88.0 141.9 RN ]
51.1 ‘ H H ‘ 19.00 19.50
obaded bt b by AL L 24702820 3570176 65 42.53%
m/z--> 50 100 150 200 250 300 350
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 — e
19.00 19.50
88.0 m/z 206.10 33.07%
150.0
0 L ‘ T \“\ ‘\ “‘ T T T ‘} T \“‘\ T ‘ L ‘ T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #80072: [1,1'-Biphenyl]-2,2'-dicarbonitrile
204.0
g -
19.00 19.50
5000 m/z 205.18  22.01%
75.0 150.0
oy e e
m/z--> 50 100 150 200 250 300 350
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die A —T
204.0 19.00 19.50
m/z 191.05 18.41%
108.0
5000 161.0
41.0
0! . — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 Cyclopenta[cd]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.256 2.42 ng/ul 829724  Chrysene-di12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 58
2 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H1@ON202 1000256-99-5 47
3 Valeramide, 2-methyl-N-(2-phenyl... 415 C28H49NO 1000491-52-3 43
4 Benzo[ghi]fluoranthene 226 C18H1e 000203-12-3 43
5 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 43

Abundance Scan 3072 (21.256 min): BM043370.D\data.ms (-3069) (- | m/z 226.10 100.00%

226.1
5000 57.1 jJ\\
[

113.0
.“ “ \\Hm IM‘

281.0
0 m_m‘w ;ﬂw 181 A 2°1033423871 4TSI . 57.10  43.40%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #107261: Cyclopenta[cd]pyrene
226.0
5000 — ——

21.00 21.50
m/z 43.10 37.40%

113.0
0 | 1740
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106568: 5(10H)-Pyrido[3,4-b]quinolone, 7-methoxy-
226.0

T T
21.00 21.50

5000 m/z 55.10  25.32%

630 | 1550
o S-SR PP SN B S
miz--> 50 100 150 200 250 300 350 400 450

Abundance #310990: Valeramide, 2-methyl-N-(2-phenylethyl)-N-tetral —— ——
226.0 21.00 21.50

m/z 224.10 24.21%
5000
71.0
324.0 j\j\
ol 130 380 aso M
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 Cyclononasiloxane, octadeca... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.762 3.07 ng/ul 561817 Perylene-d12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 benzoic acid, 2,4,5-trimethyl-, ... 236 C13H2002Si 1000396-43-7 37
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 16

Abundance Scan 3328 (22.762 min): BM043370.D\data.ms (-3324) (- m/z 73.10 100.00%
3.1

73.
147.1
221.1
5000

355.1
—r —
429.1 22.50 23.00
IR T a
O rrrrpritrrprtte bbb et e e e m/z 147.05 67.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — e
22.50 23.00
m/z 221.10 53.17%
|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

P e
22.50 23.00
m/z 281.05 29.33%
5000 355.0
443.0
Y S S Y § T N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #118323: benzoic acid, 2,4,5-trimethyl-, trimethylsilyl este —— ——
147.0 22.50 23.00
221.0 m/z 355.10 27.23%
5000
sed Al
e N —— — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 7 Hexasiloxane, tetradecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.474 3.78 ng/ul 692327  Perylene-di2 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 50
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile ©18772-36-6 50
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 47

5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43

Abundance Scan 3449 (23.474 min): BM043370.D\data.ms (-3445) (- | m/z 73.10 100.00%
73.1
221.1
5000
355.1
—r
23.50
431.1
ol ek d L M‘ Al B sss0 147,05 71.29%
miz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
730 221.0
5000 T
355.0 23.50
443.0 m/z 221.10 61.67%
O\‘\JJ\\‘\‘\\\h‘i\\m\l\‘\L\l\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
—r
23.50
5000 ITI/Z 355.10 30.95%
3410 ‘
Y S 1 Y T RN
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- e
73.0 23.50
281.0 m/z 281.10  29.57%
503.0
5000
415.0
149.0 {
o PO L Ll esro 725 -
m/z--> 100 200 300 400 500 600 700 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.744 6.07 ng/ul 11125760  Perylene-di12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 99
3 Benzo[e]pyrene 252 C20H12 000192-97-2 98
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
Abundance Scan 3495 (23.744 min): BM043370.D\data.ms (-3490) (- | m/z 252.10 100.00%
252.1
- b J\Aﬂ
125.0
440 ” 4 23. 50 24. 00
obatQ Il 1890, | 34104041 490.8549. | ;m/z 250.10  29.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138551: Perylene
252.0 \A
5000
23. 50 24 00
125.0 m/z 253.10 21.99%
ol7.0 [ ﬂ 187.0
\\\\‘\\\\]\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: BenzolKk]fluoranthene
252.0
23 50 24 00
5000 m/z 125.00 18.26%
126.0
0 et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0 23 50 24 00
m/z 126.00 14.47%
5000
125.0
ol 630 | 187.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 50 24 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 9 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.369  4.46 ng/ul 816272 perylene-di2 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 80

2 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 43
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 35
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile 018772-36-6 27
5 Methylmalonic acid, 2TMS derivative 262 C10H2204Si2 040333-07-1 25
Abundance Scan 3591 (24.309 min): BM043370.D\data.ms (-3586) (- | m/z 73.10 100.00%
73.1 147.0
2211
5000
355.1
429.1 T R
| { ﬂ dl {\ ‘ 503.2 24.00 24.50
0-v vttt b SR b b m/z 147,000 87.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 14y.0 221.0 429.0
355.0
5000 — —
24.00 24.50
m/z 221.10 68.19%
O‘!II“651.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0
P P
24.00 24.50
5000 281.0 m/z 281.10  40.77%
77. WMWJ\MNW
L e N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- — ——
221.0 24.00 24.50
m/z 355.10 36.95%
73.0
5000 147.0
341.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121523\
Data File : BM@43370.D

Acqg On : 15 Dec 2023 22:37
Operator : MA/JU

Sample : 05794-11

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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|
Phenanthrene, 2... 18.239 3.7 ng/ul 938533 4 17.368 5034550 20.0
Anthracene, 2-m... 18.286 3.7 ng/ul 938979 4 17.368 5034550 20.0
4H-Cyclopenta[d... 18.433 4.3 ng/ul 1070680 4 17.368 5034550 20.0
Cyclopenta(def)... 19.292 2.3 ng/ul 575056 4 17.368 5034550 20.0
Cyclopenta[cd]p... 21.256 2.4 ng/ul 829724 5 21.539 6843810 20.0
Cyclononasiloxa... 22.762 3.1 ng/ul 561817 6 23.956 3663480 20.0
Hexasiloxane, t... 23.474 3.8 ng/ul 692327 6 23.956 3663480 20.0
Perylene 23.744 6.1 ng/ul 1112570 6 23.956 3663480 20.0
unknown-01 24.309 4.5 ng/ul 816272 6 23.956 3663480 20.0
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