LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

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\SOM-EPA-BM@92420MA .M
Title : SVOA CALIBRATION

Signal : TIC: BM@27537.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.063 9 13 20 rVB 144285 197427 5.27% 0.442%
2 3.311 51 55 59 rBvV 23369 31399 0.84% 0.070%
3 5.152 361 368 380 rVB 1774066 2625327 70.12% 5.875%
4 6.310 558 565 574 rBV 119808 181870 4.86% 0.407%
5 6.799 641 648 657 rBV3 17812 36622 0.98% 0.082%
6 6.969 670 677 685 rBV 95673 162947 4.35% 0.365%
7 7.140 699 706 713 rBV 272893 418205 11.17% ©.936%
8 7.234 718 722 727 rVB 33375 51050 1.36% 0.114%
9 7.340 734 740 748 rBV 360806 585249 15.63% 1.310%
10 7.416 748 753 759 rVB 37574 54892 1.47% 0.123%
11 7.516 764 770 776 rVB 62829 93466 2.50% 0.209%
12 7.810 808 820 831 rBV 392235 693851 18.53% 1.553%
13 8.010 850 854 863 rVW 59196 87909 2.35% 0.197%
14 8.181 875 883 890 rVB2 31964 72116 1.93% 0.161%
15 8.504 932 938 948 rVB 297147 462619 12.36% 1.035%
16 8.798 980 988 997 rVB4 15152 36589 0.98% 0.082%
17 8.910 1000 1007 1009 rBV3 20254 33433 0.89% 0.075%
18 8.957 1009 1015 1024 rVB 376246 611799 16.34% 1.369%
19 9.034 1024 1028 1033 rBV5 17341 29235 0.78% 0.065%
20 9.428 1091 1095 1101 rVB 21109 34395 0.92% 0.077%
21  9.675 1131 1137 1143 rBV 327230 517202 13.81% 1.157%
22 9.845 1161 1166 1172 rBV5 20383 38941 1.04% 0.087%
23 10.010 1185 1194 1198 rBV3 29460 60131 1.61% 0.135%
24 10.210 1221 1228 1236 rVV 655505 1063426 28.40%  2.380%
25 10.334 1236 1249 1257 rVV7 35138 92109 2.46% 0.206%
26 10.410 1257 1262 1266 rVV2 35753 54257 1.45% 0.121%
27 10.592 1286 1293 1299 rVV 540238 880223 23.51% 1.970%
28 10.722 1311 1315 1320 rVWV 28846 52005 1.39% 0.116%
29 11.181 1388 1393 1402 rVV5 27065 54319 1.45% 0.122%
30 11.604 1459 1465 1473 rBB4 15540 31512 0.84% 0.071%
31 11.722 1475 1485 1491 rBV5 19643 44188 1.18% ©0.099%
32 11.933 1512 1521 1529 rBV 433167 722166 19.29% 1.616%
33 12.416 1596 1603 1610 rBVS 19817 59642 1.59% 0.133%
34 12.692 1642 1650 1660 rBV4 26699 58887 1.57% 0.132%
35 12.922 1683 1689 1693 rvv3 25046 44799 1.20% ©.100%

36 12.969 1693 1697 1702 rVV 113369 155960 4.17%  0.349%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

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\SOM-EPA-BM@92420MA .M
Title : SVOA CALIBRATION
37 13.022 1702 1706 1710 rVVé6 18214 31794 0.85% 0.071%
38 13.086 1710 1717 1722 rVWV3 34450 57466 1.53% ©.129%
39 13.351 1754 1762 1768 rBV3 12118 32001 0.85% 0.072%
40 13.492 1779 1786 1793 rBV2 72841 127827 3.41% 0.286%
41 13.563 1793 1798 1803 rBV6 19603 33386 ©.89% 0.075%
42 13.733 1820 1827 1833 rVB6 17493 37727 1.01% ©0.084%
43 13.851 1840 1847 1853 rBV 1382551 1952762 52.15% 4.370%
44 13.980 1865 1869 1876 rVV 37323 53836 1.44% ©.120%
45 14.127 1887 1894 1903 rVB 1326795 2047718 54.69%  4.582%
46 14.216 1903 1909 1920 rBV 90336 147645 3.94% ©.330%
47 14.439 1939 1947 1951 rBV 1044210 1512977 40.41%  3.386%
48 14.474 1951 1953 1962 rVB2 110400 159486 4.26% ©.357%
49 14.622 1973 1978 1988 rBV 100971 168856 4.51% 0.378%
50 14.980 2033 2039 2044 rBV3 26772 47934 1.28% 0.107%
51 15.186 2069 2074 2083 rBV 73295 121466 3.24%  ©.272%
52 15.339 2095 2100 2106 rVB7 30479 48304 1.29% ©0.108%
53 15.433 2109 2116 2123 rVV 1905861 2698378 72.07% 6.038%
54 15.539 2128 2134 2143 rBV 454624 670123 17.90% 1.500%
55 15.698 2151 2161 2171 rVB 2754265 3744180 100.00%  8.379%
56 15.939 2196 2202 2207 rBV2 93894 164536 4.39% ©.368%
57 16.104 2224 2230 2235 rBV 161018 249139 6.65% ©.558%
58 16.157 2235 2239 2242 rVB2 29123 40893 1.09% ©.092%
59 16.451 2284 2289 2292 rBV2 60510 85107 2.27% 0.190%
60 16.486 2292 2295 2301 rVB 158622 205693 5.49% 0.460%
61 16.563 2301 2308 2311 rBV2 32328 59342 1.58% ©.133%
62 16.651 2319 2323 2327 rBV2 25381 34825 0.93% 0.078%
63 16.704 2329 2332 2339 rVB7 19054 34456 0.92% 0.077%
64 17.139 2401 2406 2409 rVV 362878 474636 12.68% 1.062%
65 17.180 2409 2413 2421 rVV 1284028 1800586 48.09%  4.029%
66 17.280 2423 2430 2436 rVV 2146693 3065224 81.87% 6.859%
67 17.427 2451 2455 2463 rVB6 22461 50918 1.36% ©.114%
68 17.674 2492 2497 2501 rBV8 15208 30565 0.82% ©0.068%
69 17.792 2513 2517 2521 rVV2 43034 58498 1.56% 0.131%
70 17.845 2521 2526 2531 rVW 127022 190592 5.09% 0.427%
71 17.910 2533 2537 2546 rVB 47689 81161 2.17% ©.182%
72 18.086 2562 2567 2573 rBV 187391 263857 7.05% 0.590%
73 18.145 2573 2577 2583 rVV 137589 205039 5.48%  ©.459%
74 18.215 2583 2589 2596 rVB 255350 358681 9.58% ©0.803%
75 18.315 2601 2606 2609 rVV 213520 314769 8.41% 0.704%

76 18.368 2609 2615 2623 rVB 388629 673141 17.98%  1.506%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

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\SOM-EPA-BM@92420MA .M

Title : SVOA CALIBRATION

77 18.774 2677 2684 2690 rBV5 34068 63245 1.69% 0.142%
78 18.904 2702 2706 2712 rBV 73946 105576 2.82% ©.236%
79 19.039 2725 2729 2732 rBV 38397 49099 1.31% o.110%
80 19.074 2732 2735 2739 rVB2 58019 63998 1.71% 0.143%
81 19.180 2749 2753 2763 rVB3 106594 194363 5.19% ©.435%
82 19.292 2767 2772 2777 rBV8 34801 70633 1.89% 0.158%
83 19.362 2781 2784 2795 rVB2 71713 94353 2.52% 0.211%
84 19.457 2797 2800 2809 rVB2 27100 53034 1.42% 0.119%
85 19.568 2813 2819 2824 rBV 2611439 3493849 93.31% 7.819%
86 19.615 2824 2827 2836 rVB 522604 615581 16.44%  1.378%
87 19.780 2852 2855 2859 rVVv2 54473 74831 2.00% 0.167%
88 19.821 2859 2862 2865 rVv2 41728 51359 1.37% ©.115%
89 19.862 2865 2869 2874 rVB2 46941 67386 1.80% ©0.151%
90 19.974 2884 2888 2891 rBV 64931 84628 2.26% 0.189%
91 20.015 2891 2895 2901 rVB 105034 133288 3.56% ©.298%
92 20.068 2901 2904 2906 rBV3 35521 42727 1.14% 0.096%
93 20.174 2919 2922 2926 rVB3 28335 32911 0.88% 0.074%
94 20.298 2939 2943 2949 rVB2 44573 59410 1.59% ©.133%
95 20.609 2993 2996 3002 rVB7 28281 37042 ©.99% 0.083%
96 21.080 3073 3076 3085 rBV 194967 270324  7.22%  0.605%
97 21.356 3118 3123 3130 rBV 1444303 1780141 47.54%  3.984%
98 21.480 3140 3144 3151 rBV2 146327 252002 6.73% ©.564%
99 23.486 3478 3485 3493 rBV 1492199 2779063 74.22%  6.219%
100 23.627 3502 3509 3519 rVB 854442 1651819 44.12%  3.696%

Sum of corrected areas: 44686353
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM027537.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.063 5.69 ng/ul 197427 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 47
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 39
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 13 (3.063 min): BM027537.D\data.ms (-9) (-) m/z 73.10 100.00%

73.1
5000
43.1
R AR RanaREAE
‘ ‘ ‘ 3.103.203.303.403.50
Ob el b 2089y 43,10 26.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 IR REEEN AN AR AR R
430 3.103.203.303.403.50
' ‘ ‘ m/z 87.05 26.16%
O\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
e Raaa e RaaRaR
3.103.203.303.403.50
5000 41.0 m/z 55.10 17.87%
obr el i b 1970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl- N RRAREEEE e
73.0 3.103.203.303.403.50
m/z 71.10 10.83%
5000
43.0
O\‘\mh\‘i“\‘uw“\\“\‘\‘\‘\\1\0‘1\.9\\‘HH‘HH‘HH‘HH‘HH Fr e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.516 2.69 ng/ul 93466 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-24-1 45
2 (4-Methoxyphenyl)(2-methylenecyc... 232 C15H2002 1000191-91-2 43
3 Cyclohexanone, 2-(2-nitro-2-prop... 183 C9H13NO3 078551-08-3 42
4 Methanethioamide, N-phenyl- 137 C7H7NS 000637-51-4 38
5 1,2,4-Triazolo[4,3-b][1,2,4,5]te... 137 C3H3N7 220696-99-1 37

Abundance Scan 770 (7.516 min): BM027537.D\data.ms (-764) (-) m/z 137.05 100.00%

137.1
5000
43.0 81.0
109.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ H‘ ‘ 7.20 7.40 7.60 7.80
0 e L 2070 myz a3.00  4e.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25317: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (z
137.0
41.0 109.0
5000 69.0

7.20 7.40 7.60 7.80
m/z 81.00  34.07%
|

115.0 M\ L

\H‘\\H‘\H1’\H‘\‘HH‘HH‘HH‘HH’

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87694: (4-Methoxyphenyl)(2-methylenecyclohexyl)meth:
137.0

o

o m
A e
7.20 7.40 7.60 7.80
5000 m/z 67.10 33.70%
77.0 1090
Oyt TR0 2140
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48259: Cyclohexanone, 2-(2-nitro-2-propenyl)- B EARmmarEEEEE R
137.0 7.20 7.40 7.60 7.80
m/z 79.00 32.54%
5000
41.0 67.0
93.0
- ““;‘wu‘:‘*‘u b 3880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 unknown-@3 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.010 2.53 ng/ul 87909 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, (1-methylethyl)(2-p... 154 C9H18N2 110213-09-7 38
2 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 37
3 2H-Pyran, 2-ethenyltetrahydro-2,... 154 C10H180 007392-19-0 32
4 5-Dimethylamino-furan-2-carbalde... 139 C7H9NO2 1000317-69-8 27
5 Pentan-2-yl 3-chlorobenzoate 226 C12H15C102 097989-35-0 25

Abundance Scan 854 (8.010 min): BM027537.D\data.ms (-850) (-) m/z 139.00 100.00%

139.0
81.0
5000
55.1
REaat e RRE o
‘ ‘ ‘ 206.9 7.60 7.80 8.00 8.20 8.40
Ol st gl WLl 2099, 81,05 59.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27810: 2-Propanone, (1-methylethyl)(2-propenyl)hydraz
139.0
410 7.60 7.80 8.00 8.20 8.40
' 710 m/z 85.10 44.62%
|| 7100
O \\\‘\\\\‘\\\‘\‘\\\\“‘\‘\\U‘\\\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26942: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-pra
139.0
69.0
REaas e e e RREE
1.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 70.10 41.36%
97.0 ‘
0’ \\\“\\m‘HH“HHWH‘HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26886: 2H-Pyran, 2-ethenyltetrahydro-2,6,6-trimethyl- e M
43.0 139.0 7.60 7.80 8.00 8.20 8.40
' m/z 55.10 35.46%
68.0
5000
109.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Indane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.181 2.08 ng/ul 72116 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 83
2 Indane 118 CS9H10 000496-11-7 74
3 Indane 118 C9H10 000496-11-7 74
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
Abundance Scan 883 (8.181 min): BM027537.D\data.ms (-875) (-) m/z 117.10 100.00%
117.1
5000
60 | 750 8.00 8.20 .40 8,60
39.0 ‘ 207.0 T e Ee
Ol il o 1498 TS m/z 118.10  55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8950: Indane
117.0
5000 L L L B B
7.80 8.00 8.20 8.40 8.60
m/z 115.00 33.87%
390 63.0 91‘0
O\-:L\':-)\‘()\“\\\‘\\“}\““‘\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0
R AaE e EEEmARE
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.10 21.32%
39.0 91.0
AEETSA R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0 7.80 8.00 8.20 8.40 8.60
m/z 89.10 9.44%
5000
91.0
015039°63°L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.334 2.09 ng/ul 92109 Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decene, 3-methyl-, (E)- 154 C11H22 062338-47-0 30
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 25
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 22
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 000547-60-4 22
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 22

Abundance Scan 1249 (10.334 min): BM027537.D\data.ms (-1236) (- m/z 57.10 100.00%
57.1

5000 110.1
39/0 135.1 154.2
I T ST N A
Ol ,“‘ MW‘ el L AL myz ae.95 73.30%
miz--> 20 40 60 80 100 120 140 160
Abundance #27059: 4-Decene, 3-methyl-, (E)-
55.0
5000 M — e
20.0 83.0 10.00 10.50
' m/z 55.10 60.21%
125.0 154.0
O T \\’\‘} T \"“\ T \‘H’\h‘\\’hl T \“]_‘0\5\.0\\‘\‘\ \\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69.0 M
an =
10. 00 10.50
m/z 69.10 52.43%
5000 410 /
126.0
97.0
N 0TI T P e
miz-> 20 40 60 80 100 120 140 160 M
Abundance #25366: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a | !
55.0 83.0 10. 00 10.50
m/z 83.10 38.61%
5000
27.0 ‘ 110.0 152.0 Mﬁ\ﬂ&/x
b b Bk Ll o | AL
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:44 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Phenol, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.934 16.41 ng/ul 722166 Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
3 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 87
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
Abundance Scan 1521 (11.933 min): BM027537.D\data.ms (-1512) (- m/z 135.05 100.00%
136.1
5000 107.1
77.0 12'00
41.0 ‘ 12.00
ob i b AL ] 11680 2071 167 10 47.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 T
107.0 12.00
410 70 m/z 150.05 19.39%
O 15 0 Ly “ \ ‘ n
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23714: Phenol, p-tert-butyl-
135.0
o
12 00
5000 m/z 13.79%
41.0 107.0
Lo L
0 ‘H‘m‘wHm‘u‘h”w"Mw‘H‘,‘m,umwwwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24468: 4-Hydroxy-2-methylacetophenone
135.0 12 00
m/z 12.12%
5000
107.0
43.0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 12 00

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:45 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Tripropyl phosphate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.969 2.06 ng/ul 155960  Acenaphthene-die 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tripropyl phosphate 224 C9H2104P 000513-08-6 90
2 Tripropyl phosphate 224 C9H2104P 000513-08-6 90
3 Spiro[1,3-dioxolane-2,2"'(1'H)-na... 196 C12H2002 006857-86-9 28
4 n-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-63-6 9
5 2-Methyl-2-propyl methylphosphon... 154 C5H12FO2P 013273-12-6 9
Abundance Scan 1697 (12.969 min): BM027537.D\data.ms (-1693) (- m/z 98.95 100.00%
99.0
5000
141.0
43.0 | ‘ 183.1 1300
0 ‘H_Hn““w_Hn‘mHwH‘uu,“m;‘H“_M“m%"?"l‘m m/z 141.00  27.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81478: Tripropyl phosphate
99.0
5000 \ L
430 13.00
141.0 m/z 122.95  18.29%
‘ ‘ ‘ 183.0
O \\\?\‘i”\\“‘\\\\‘\\.\\“‘\\\\‘\\“1‘\’\‘\\\‘}\\\‘\‘\\\\“\\\\2‘(\)2-\()‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81477: Tripropyl phosphate
99.0
AP LT W P8
13.00
5000 m/z 43.00 14.17%
141.0
43.0
183.0
o150, | 7o |l T 5000
AL R e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58088: Spiro[1,3-dioxolane-2,2'(1'H)-naphthalene], octal T
99.0 13.00
m/z 183.10 12.10%
5000
125.0
56"0 | 167.0
ot b e e H—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

SOM-EPA-BM@92420MA.M Mon Sep 28 15:57:45 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05

Operator : JU/CG

Sample L4135-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 2(3H)-Benzothiazolone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.104 2.77 ng/ul 249139  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 32
5 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-6 27

Abundance Scan 2230 (16.104 min): BM027537.D\data.ms (-2224) (-  m/z 151.00 100.00%

151.0
96.0
123.0
5000
69.0

25 h 1769 2061 16.00 16.50
0“H“HN\LNNN‘wWMmWHM“mu‘w“h,‘unfu“w‘h m/z 95.95 74.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
1600 1650
m/z 123.00  55.42%
450 990
O\]\-4\0‘\1\\““\‘\”1\‘”}\“\}“‘\\\‘\h‘\\\\‘M‘\\\‘\\‘\‘\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24723: 2(3H)-Benzothiazolone
151.0
1600 1650
5000 96.0 123.0 m/ 68.95 22.03%

450 69.0
Ot b e e e
20 40 60 80 100 120 140 160 180 200
#24728: 1,2-Benzisothiazol-3(2H)-one

m/z-->

Abundance
151.0 1600 1650
m/z 70.00 13.89%

5000

96.0
69.0 123.0
Ol e b bbb

m/z--> 20 40 60 80 100 120 140 160 180 200 1600 1650

SOM-EPA-BM@92420MA.M Mon Sep 28 15:57:46 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Phenol, 4-(1-phenylethyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.486 2.28 ng/ul 205693  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-phenylethyl)- 198 C14H140 001988-89-2 81
2 Phenol, 2-(1-phenylethyl)- 198 C14H140 004237-44-9 81
3 6-Isopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 74
4 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 72
5 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 64

Abundance Scan 2295 (16.486 min): BM027537.D\data.ms (-2292) (-  m/z 183.10 100.00%
183.1

5000
e
5.0 | 115.1 15f0 | | 2062 16.50
O L el bt e el b L m/z 198,05 42.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59830: Phenol, 4-(1-phenylethyl)-
188.0
5000 L
16.50
m/z 165.0 27.37%
w70, me my | |
O‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59831: Phenol, 2-(1-phenylethyl)-
183.0
.y
1650
5000 ITI/Z 191.05 14.97%
51.0 gﬁo‘ 1200 1520/ |
o) NSNS SN O EA SO MBS THRED MO EA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59907: 6-1sopropyl-1,4-dimethylnaphthalene
183.0 16.50

m/z 184.05 14.71%

5000
153.0
o300 630 910 1280 i A\ "

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1650

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:47 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.845 2.12 ng/ul 190592  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-(2-furanyl)- 136 C8H802 000623-15-4 16
2 2-Pyridylacetamide 136 C7H8N20 003724-16-1 14
3 2,Beta-dinitrostyrene 194 C8H6N204 003156-39-6 12
4 Benzene, 1l-methyl-2-nitroso- 121 C7H7NO 000611-23-4 12
5 Acetamide, N-[4-(1H-imidazol-1-y... 201 C11H11N30 1000337-71-7 11

Abundance Scan 2526 (17.845 min): BM027537.D\data.ms (-2521) (-  m/z 201.00 100.00%

93.0 201.0
157.0
5000 44.0
‘ ‘ 1750 18.00
127. ' :
om‘H‘uih“uu“,“‘Uwm"eu‘mm‘um”pH‘,‘m;‘m?‘?ﬁnlu‘_%?‘,1‘1‘ m/z 93.05 84.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16321: 3-Buten-2-one, 4-(2-furanyl)-
65.0 121.0
5000 A S
17.50 18.00
m/z 157.00 67.57%
224] “u .
O\H‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: 2-Pyridylacetamide
93.0 M
- N .
17.50 18.00
5000 136.0 m/z 65.00  59.01%
44.0
Ot it e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56857: 2,Beta-dinitrostyrene — T
65.0 17.50 18.00
m/z 44.05 45.01%
5000 30.0
02.0
148.0
ol 194.0
i F
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:47 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.93 ng/ul 263857 Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 2567 (18.086 min): BM027537.D\data.ms (-2562) (- m/z 73.05 100.00%

73.0
171.1 256.3 ). ‘
b L]
ol \;H‘\\‘mh!‘ an HM\ ‘u\ bl \\ m s ;m\‘hh ‘\‘ SN m/z 60.00 68.13%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T \
18.00
97.0 1710 9130 256.0 m/z 55.05 53.17%
oLb— i““ U!\ H\‘\ MhH\ ‘H‘\ il ‘ ‘ ‘ . \‘ “‘ T “\‘ N
m/z--> 50 100 50 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
— I
18.00
5000 256.0 m/Z 213.20 51.63%
129.0
213.0
LA, 38
0— “ H‘Mu H“ H‘ M‘H \H‘\ oyl ‘ ‘ “m‘ - ‘\‘
m/z--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid P ey
3
430|730 18.00
m/z 43.05 50.22%
5000 129.0
171.0
1 O e
O . “‘ ‘H H\\ h““”“““”\“ {‘H\‘h} “ ‘n“ L “‘ ‘ “‘ — . ‘ .
m/z--> 50 100 150 200 250 18.00

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:48 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Diphenyl sulfone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.145 2.28 ng/ul 205039  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl sulfone 218 C12H1002S 000127-63-9 91
2 Diphenyl sulfone 218 C12H1002S 000127-63-9 74
3 Diphenyl sulfone 218 C12H1002S 000127-63-9 60
4 Benzene, (ethenylsulfonyl)- 168 C8H802S 005535-48-8 53
5 2-Propenoic acid, 3-(phenylsulfo... 226 C10H1004S 063068-63-3 53

Abundance Scan 2577 (18.145 min): BM027537.D\data.ms (-2573) (- m/z 125.00 100.00%

125.0
77.0
5000
218.0
L —
18.00 18.50
39.0 ‘
Obr sy 18392830 s 77,05 57.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75509: Diphenyl sulfone
125.0
5000 =" ——
7.0 18.00 18.50
218.0 m/z 218.00  31.02%
39.0
O\\‘\‘H\“H‘V\‘\‘H”W\\\\“\H\’\h\H‘J\-\Sﬁ‘.\ow:\L\S‘ﬁ.\(\)‘HH"HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75507: Diphenyl sulfone
125.0
\AM\ ‘ T T ‘ T
18.00 18.50
m/z 51.00 30.70%
5000 o 2180
0 39\0\‘ |l ‘ I 15\\4'0184'0 I
R e ALARamaaasnassanesai e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75508: Diphenyl sulfone ﬁMWT“4“‘ ‘ D s
770 125.0 18.00 18.50
' m/z 97.00 24.14%
218.0
5000
39.0
ST N .71 T S S O [
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

SOM-EPA-BM092420MA.M Mon Sep 28 15:57:49 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 2-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.98 ng/ul 358681  Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-39-3 91
2 Quinoline 129 C9H7N 000091-22-5 52
3 1,2-Benzenediacetonitrile 156 C1OH8N2 000613-73-0 50
4 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 49
5 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 45
Abundance Scan 2589 (18.215 min): BM027537.D\data.ms (-2583) (-  m/z 129.00 100.00%
129.0
5000
—4 —
300 70 | “ ;uJeso 21‘0'1 { 18.00 18.50
ol 300 m Ll ¥es0 | 28LC 4/ 12800 21.19%
miz--> 50 100 150 200 250
Abundance #69480: 2-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propa
129.0
5000 o e
210.0 18.00 18.50
m/z 156.10 20.82%
77.0 ‘
O ‘\ i“““\“”\‘”“\ “\‘ ‘\h \M‘\“ ‘!‘ T (\36\0\ ™ \‘ LA B s
m/z--> 50 100 150 200 250
Abundance #13072: Quinoline
129.0
—
18.00 18.50
5000 m/z 210.10 14 .60%
51.0 ‘ ‘
IS VI N U
miz--> 50 100 150 200 250
Abundance #28411: 1,2-Benzenediacetonitrile T e
129.0 18.00 18.50
m/z 127.05 14.00%
5000
51.0 89-0‘ ‘
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 1,2-Benzenediacetonitrile Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.315 3.50 ng/ul 314769  Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenediacetonitrile 156 C1OH8N2 000613-73-0 64
2 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 56
3 2-Chloro-1-(2-methyl-allyl)-1,2,... 220 C14H17Cl 1000185-82-6 56
4 Isoquinoline 129 CY9H7N 000119-65-3 42
5 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 40
Abundance Scan 2606 (18.315 min): BM027537.D\data.ms (-2601) (- m/z 129.00 100.00%
129.0
w JUJ\
4 —
200 770 ‘ }L 2150 , 18.00 18.50
ol 390, 0 Ly Me61 2150 282 .. 156,16 30.20%
miz--> 50 100 150 200 250
Abundance #28411: 1,2-Benzenediacetonitrile
129.0
5000 — A 0
18.00 18.50
m/z 128.00 21.62%
51.0 89-0‘ ‘ ‘
01\6.\0\ “\ ”‘ \“‘\”H‘\ ”‘1 i”\‘\‘! T “\ LA s B s s B B
m/z--> 50 100 150 200 250
Abundance #131568: Quinolinium, 1-ethyl-, iodide
129.0
— ——
18.00 18.50
5000 m/z 127.05 12.73%
51.0 ‘ ‘
P S N N I
miz--> 50 100 150 200 250
Abundance #77293: 2-Chloro-1-(2-methyl-allyl)-1,2,3,4-tetrahydro-na 5 —p=r
129.0 18.00 18.50
m/z 115.05 11.80%
5000
169.0
79.0
270\\ | ‘\\‘\ L\ | 2200
OB L AL A P FRmE
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Isoquinoline Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.368 7.48 ng/ul 673141  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 52
2 Isoquinoline 129 CSH7N 000119-65-3 50
3 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 45
4 Naphthalene, 1,2-dihydro-2-methyl- 144 C11H12 021564-79-4 43
5 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 40

Abundance Scan 2615 (18.368 min): BM027537.D\data.ms (-2609) (-  m/z 129.05 100.00%
1

290.1
5000
— —
39.0 77.0 670 18.00 18.50
ol 290 [in (LN, 46702070 2811 3%5. ., 156,19  33.56%
m/z--> 50 100 150 200 250 300 350
Abundance #13075: Isoquinoline
129.0
5000 - A —
18.00 18.50
51.0 m/z 128.05 21.81%
Ol40ﬁ9.J \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #13074: Isoquinoline
129.0
— =
18.00 18.50
5000 m/z 127.05 13.56%
51.0 J
m/z--> 50 100 150 200 250 300 350
Abundance #84192: Benzeneacetic acid, .alpha.-cyano-4-(cyanomett =T T
129.0 18.00 18.50
m/z 115.10  11.90%
5000
29.0
7.0 184.0 555
ottt b e e e P
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\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 Sulphenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.180 2.16 ng/ul 194363  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulphenone 252 C12H9C102S 000080-00-2 95
2 Sulphenone 252 C12H9C102S 000080-00-2 83
3 Sulphenone 252 C12H9Cl02S 000080-00-2 64
4 Sulphenone 252 C12H9Cl02S 000080-00-2 64
5 Bis[phenylsulfonyl]-4-carboxyl p... 416 C20H1606S2 081269-08-1 35

Abundance Scan 2753 (19.180 min): BM027537.D\data.ms (-2749) (-  m/z 125.00 100.00%

125.0
77.0
5000 251.9
160.9
g pog
394 ‘ ‘ ‘ ‘ 199.0 355, 19.00 19.50
0- uhprMMwVﬂ‘m‘¢W”wquwu“ e m/z 158.95 69.78%
m/z--> 50 100 150 200 250 300 350
Abundance #103611: Sulphenone
125.0
77.0 252.0
5000 P ==
19.00 19.50
161.0 m/z 77.00 52.24%
Nkl |
o4 M{“h \““\“H\H\“““ “\“ T ‘\“\ “L b T T “\ LA B e e
m/z--> 50 100 150 200 250 300 350
Abundance #103609: Sulphenone
125.0
—— —
19.00 19.50
5000 ITI/Z 251.95 51.12%
77.0 2520
4 161.0
m/z--> 50 100 150 200 250 300 350 A
Abundance #103610: Sulphenone R —
125.0 19.00 19.50
m/z 74.95 37.65%
5000 77.0
252.0
161.0
) S R N 1 TR S S R S AL et |
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\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.080 3.04 ng/ul 270324  Chrysene-d12 21.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 3076 (21.080 min): BM027537.D\data.ms (-3073) (- m/z 83.10 100.00%
83.1

43.0
5000
25.2 e ‘
207.0 21.00
o LA L3e7a270 a0 w0 2O
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 e
21.00
m/z 69.05 89.61%
0 \‘\ \‘\ i ‘\ \H\JF \‘\ I \\8‘10222026403080
\\\\‘\\\‘\\\\‘\\\‘\\\\\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcoho
83.0
43.0
e ‘
21.00
5000 ITI/Z 55.10 79.08%
25.0
o LAl L) 1 16700100 200
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol T !
57.0 97.0 21.00
m/z 57.10 77 .60%
5000
39.0
ol AL 1810222.0260.0306.0 378«
et e e S T =
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05

Operator : JU/CG

Sample L4135-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 Triphenylphosphine oxide Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.480 2.83 ng/ul 252002  Chrysene-d12 21.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 64
3 Triphenylphosphine oxide 278 C18H150P 000791-28-6 46
4 Triphenylphosphine oxide 278 C18H150P 000791-28-6 42

5 Cyclotetrasilazane, 2,2,4,4,6,6,... 292 C8H28N4Si4 001020-84-4 28

Abundance Scan 3144 (21.480 min): BM027537.D\data.ms (-3140) (-  m/z 277.10 100.00%

277.1
5000
77‘- 1520‘ H 2150
O e 3864 4290 ) 598 19 31.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #126083: Triphenylphosphine oxide
277.0
51.0
5000 199.0
152.0 21.50
m/z 201.00  20.03%
O'lT\f
m/z--> 50 100 150 200 250 300 350 400
Abundance #126085: Triphenylphosphine oxide
277.0
2150
5000 ITI/Z 198.95 19.54%
77.0
152.0
ozwwlh\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126082: Triphenylphosphine oxide e
277.0 21.50
m/z 182.95 16.01%
5000
77.0 201.0
‘ 152.0 H
A2 N 00 SN (SN ot -
m/z--> 50 100 150 200 250 300 350 400 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27537.D

Acqg On : 25 Sep 2020 20:05
Operator : JU/CG

Sample : L4135-06

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM@92420MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 3.063 5.7 ng/ul 197427 1 7.810 693851 20.0
unknown-02 7.516 2.7 ng/ul 93466 1 7.810 693851 20.0
unknown-03 8.010 2.5 ng/ul 87909 1 7.810 693851 20.0
Indane 8.181 2.1 ng/ul 72116 1 7.810 693851 20.0
(DEL) Alkane: S... 10.334 2.1 ng/ul 92109 2 10.592 880223 20.0
Phenol, p-tert-... 11.934 16.4 ng/ul 722166 2 10.592 880223 20.0
Tripropyl phosp... 12.969 2.1 ng/ul 155960 3 14.439 1512980 20.0
2(3H)-Benzothia... 16.104 2.8 ng/ul 249139 4 17.180 1800590 20.0
Phenol, 4-(1-ph... 16.486 2.3 ng/ul 205693 4 17.180 1800590 20.0
unknown-04 17.845 2.1 ng/ul 190592 4 17.180 1800590 20.0
n-Hexadecanoic ... 18.086 2.9 ng/ul 263857 4 17.180 1800590 20.0
Diphenyl sulfone 18.145 2.3 ng/ul 205039 4 17.180 1800590 20.0
2-[1-(4-Cyano-1... 18.215 4.0 ng/ul 358681 4 17.180 1800590 20.0
1,2-Benzenediac... 18.315 3.5 ng/ul 314769 4 17.180 1800590 20.0
Isoquinoline 18.368 7.5 ng/ul 673141 4 17.180 1800590 20.0
Sulphenone 19.180 2.2 ng/ul 194363 4 17.180 1800590 20.0
n-Tetracosanol-1 21.080 3.0 ng/ul 270324 5 21.356 1780140 20.0
Triphenylphosph... 21.480 2.8 ng/ul 252002 5 21.356 1780140 20.0
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