LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS Vvial : 16 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@27534.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 30 rVB 200449 275862 7.07% 0.688%
2 3.310 52 55 67 rVB 23466 33563 0.86% 0.084%
3 4.475 247 253 260 rVB 53744 77648 1.99% 0.194%
4 5.151 362 368 374 rVB 71995 103942 2.67% 0.259%
5 6.969 671 677 687 rVB 111360 182606 4.68% 0.456%
6 7.139 700 706 714 rBV 277091 432911 11.10% 1.080%
7 7.339 733 740 751 rVB 380208 584638 14.99%  1.459%
8 7.492 761 766 772 rVB2 17894 27824 0.71% 0.069%
9 7.810 813 820 830 rBV 387488 637863 16.35% 1.592%
106 8.181 875 883 889 rVB3 10741 21361 ©.55% 0.053%
11 8.504 932 938 947 rVB 319253 489996 12.56%  1.223%
12 8.786 980 986 992 rBvV 147863 222890 5.71% 0.556%
13 8.957 1008 1015 1024 rVB 397984 634219 16.26% 1.583%
14  9.133 1039 1045 1052 rBV3 25546 41136 1.05% ©.103%
15 9.675 1130 1137 1146 rBV 326355 527508 13.53% 1.316%
16 10.016 1187 1195 1201 rBV2 13208 22649 0.58% 057%

17 10.210 1221 1228 1239 rBV 650759 1038238 26.62%
18 10.592 1286 1293 1300 rVV 492265 817909 20.97%
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=
R

19 10.722 1309 1315 1325 rVB 50027 87148 2.23% 217%
20 11.933 1514 1521 1527 rBV 24502 37415 0.96% 093%
21 12.686 1642 1649 1656 rBv4 11805 19242 0.49% 0.048%
22 12.851 1672 1677 1681 rBV4 18423 25904 0.66% 0.065%
23 12.968 1691 1697 1700 rBV 15324 20589 ©.53% 0.051%
24 13.027 1700 1707 1719 rVVW 644620 1002747 25.71%  2.502%
25 13.357 1758 1763 1768 rVV6 8782 19107 ©.49% 0.048%
26 13.492 1781 1786 1792 rBV 29878 43981 1.13% o.110%
27 13.851 1841 1847 1852 rBV 1243396 1671452 42.86% 4.171%
28 13.892 1852 1854 1862 rVB 69757 95515 2.45%  ©.238%
29 13.980 1862 1869 1876 rBV 45299 78515 2.01% 0.196%
30 14.133 1884 1895 1903 rBV 1279498 1963711 50.35%  4.900%

31 14.215 1903 1909 1916 rVwV 44855 64840 1.66%
32 14.439 1938 1947 1950 rBV 930820 1390182 35.64%
33 14.480 1950 1954 1961 rVB 3018195 3900140 100.00%

OO0 VWO
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w
N
R

34 14.621 1973 1978 1986 rVV 108135 157006 4.03% 392%
35 14.704 1988 1992 1996 rwV 15916 22814 0.58% 057%
36 14.774 1999 2004 2011 rVV 45642 76549  1.96% 0.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS Vvial : 16 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 14.868 2015 2020 2024 rW 28691 41741 1.07% ©.104%
38 14.980 2034 2039 2046 rVB3 21689 33957 ©.87% ©0.085%
39 15.333 2093 2099 2106 rVB5 28744 47536 1.22% 0.119%
40 15.433 2109 2116 2124 rBV 1740942 2461960 63.12% 6.143%
41 15.539 2127 2134 2141 rVV 392803 541209 13.88% 1.350%
42 15.668 2149 2156 2157 rVV2 54879 70106 1.80% 0.175%
43 15.698 2157 2161 2169 rVB 383150 500002 12.82% 1.248%
44 15.915 2195 2198 2200 rVV3 13171 18411 0.47%  0.046%
45 15.945 2200 2203 2207 rVV2 20394 33339 0.85% 0.083%
46 16.115 2218 2232 2239 rW5 94688 245156 6.29% 0.612%
47 16.274 2255 2259 2263 rBV2 19979 26344 0.68% 0.066%
48 16.333 2265 2269 2272 rVV3 32636 53920 1.38% ©.135%
49 16.374 2272 2276 2284 rVWW 229227 365638 9.37% 0.912%
50 16.439 2284 2287 2292 rVWV3 26754 41701 1.07% ©0.104%
51 16.492 2292 2296 2298 rVWV5 14192 21385 0.55% ©.053%
52 16.539 2301 2304 2308 rVB5 18866 26312 0.67% 0.066%
53 16.592 2308 2313 2321 rVB4 22192 40834 1.05% 0.102%
54 16.662 2321 2325 2328 rBV 17779 28574 ©.73% 0.071%
55 16.733 2334 2337 2342 rW3 20873 27717 ©.71% ©.069%
56 16.792 2342 2347 2354 rVB 75282 98951 2.54% 0.247%
57 17.068 2387 2394 2397 rBV4 12946 22558 ©.58% 0.056%
58 17.180 2404 2413 2419 rVB 1096750 1567662 40.20%  3.912%
59 17.280 2423 2430 2440 rBV 2027210 2945700 75.53% 7.350%
60 17.433 2450 2456 2457 rBV3 14621 20573 0.53% 0.051%
61 17.456 2457 2460 2465 rVB3 26363 35163 0.90% ©0.088%
62 17.551 2469 2476 2483 rBv4 40896 91560 2.35% 0.228%
63 17.603 2483 2485 2490 rVB6 14293 20989 0.54% 0.052%
64 17.662 2490 2495 2500 rBV 60999 83853 2.15% ©.209%
65 17.733 2503 2507 2514 rBV7 15412 31039 0.80% 0.077%
66 17.845 2520 2526 2532 rBV 150734 203716 5.22% ©.508%
67 17.909 2532 2537 2538 rW 15115 20302 ©.52% ©0.051%
68 17.933 2538 2541 2546 rVB 25958 36523 0.94% 0.091%
69 18.021 2550 2556 2562 rBV 50132 76284  1.96% 0.190%
70 18.086 2562 2567 2571 rBV 118761 170483 4.37% 0.425%
71 18.215 2583 2589 2592 rBV 100781 162698 4.17% ©.406%
72 18.239 2592 2593 2597 rW 67934 66987 1.72% 0.167%
73 18.315 2602 2606 2609 rVV 89775 123015 3.15% ©.307%
74 18.368 2609 2615 2622 rVV 137747 254851 6.53% 0.636%
75 18.433 2622 2626 2631 rVB6 19434 27449 0.70% ©.068%

76 18.639 2656 2661 2667 rVB 101096 136106 3.49%  ©.340%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS Vvial : 16 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 18.909 2700 2707 2711 rVV3 55089 80793 2.07%  ©0.202%
78 19.145 2743 2747 2753 rBV2 174734 264720 6.79% ©.661%
79 19.203 2753 2757 2762 rVB 27965 42427 1.09% ©0.106%
80 19.309 2771 2775 2781 rVB3 41375 51022 1.31% 0.127%
81 19.362 2781 2784 2792 rVB2 44154 62856 1.61% ©.157%
82 19.456 2797 2800 2802 rBV 17160 18689 0.48% 0.047%
83 19.486 2802 2805 2810 rVB 32883 38246 ©.98% 0.095%
84 19.568 2813 2819 2824 rVV 2371646 3274223 83.95% 8.170%
85 19.615 2824 2827 2832 rVB 112166 137490 3.53% ©.343%
86 19.780 2852 2855 2858 rBV3 16662 21663 0.56% 0.054%
87 19.862 2865 2869 2875 rVB3 28666 37017 ©.95% 0.092%
88 19.974 2884 2888 2892 rBV2 34864 52169 1.34% ©.130%
89 20.015 2892 2895 2903 rVwV 53281 82753 2.12% 0.206%
90 20.115 2903 2912 2918 rVV5 164299 410207 10.52% 1.024%
91 20.174 2918 2922 2931 rVB 99110 134945 3.46% ©.337%
92 20.539 2981 2984 2990 rBV7 32139 42424 1.09% 0.106%
93 20.609 2993 2996 3006 rVVW7 44073 65902 1.69% 0.164%
94 20.744 3015 3019 3023 rBV2 90926 113410 2.91% ©.283%
95 21.086 3073 3077 3085 rBV 203745 277462  7.11% ©.692%
96 21.356 3118 3123 3133 rBV 1342058 1841404 47.21%  4.595%
97 21.533 3150 3153 3158 rBV 78129 95041 2.44%  ©.237%
98 22.580 3329 3331 3336 rVB 51612 65457 1.68% ©.163%
99 23.491 3478 3486 3494 rBV 1802410 3359449 86.14%  8.383%
160 23.632 3503 3510 3518 rVB 960986 1834557 47.04%  4.578%

Sum of corrected areas: 40076250
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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

Abu3n0do%n6:OeO TIC: BM027534.D\data.ms
2500000
2000000
1500000

1000000

10.210
500000 - §339 7.810 8.957 10.592

063

8.504 9.675
4475 5151 6.9 8.18
oll 3:310 : : 492 || 8.181 A 9 133 10.01 122
T ‘ L ‘ L ‘ L ‘ T ‘ L ‘ L ’ T T \ T ‘ L T ‘ T T T ‘ T T T ‘ T ‘ T T ‘ L ‘ T

Time--> 3.00 350 400 450 500 550 6.00 650 7. OO 750 8. 00 8,50 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM027534.D\data.ms
3000000 14.480

2500000 19.568

17.280
2000000

15.433

1500000
13.894.133

1000000 14.439
13.027

17.180

500000

1.933 12&81813]%4921 980215 1 hdaemas 3

0“””‘””‘H‘,‘H“HH“H‘,‘H“‘.H“HH,HH"HH‘H, ‘HH‘HH, S S
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance : . .

ance, TIC: BM027534.D\data.ms

2500000

2000000 23.491

1500000 21.356

1000000

500000

O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.063 8.65 ng/ul 275862 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 90

2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43

3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 40

4 N-Ethylformamide 73 C3H7NO 000627-45-2 9

5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance  Scan 13 (3.063 min): BM027534.D\data.ms (-9) (-) m/z 73.10 100.00%

73.1
5000
43.0

‘ ‘ | ‘ 3.103.203.303.403.50
Ll

e e 2089 7 43,05 27.60%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T [T T T T
430 3.103.203.303.403.50
‘ ‘ m/z 87.05 24.87%
O\‘\‘}‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R N R R RS R TR RS
3.103.203.303.403.50
5000 41.0 m/z 55.10 18.84%
ol H \ 97.0 129.0
‘ ‘m“ T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl- RAREREEERZES e R
73.0 3.103.203.303.403.50

m/z 71.10 10.23%

5000
43.0
ol L ‘1010

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@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 2 1,3-Oxathiolane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.475 2.43 ng/ul 77648 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 91
2 Thiourea, methyl- 90 C2H6N2S 000598-52-7 64
3 1,3-Oxathiolane 90 C3H60S 002094-97-5 64
4 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 59
5 3-Thietanol 90 C3H60S 010304-16-2 53
Abundance Scan 253 (4.475 min): BM027534.D\data.ms (-247) (-) m/z 90.00 100.00%
60.0 gc.o
45.0
5000
A Ra e A REEaaRE T
‘ 4.20 4.40 4.60 4.80
0 e !m_m_m“m”_ m/z 60.00  84.98%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2279: 1,3-Oxathiolane
60.0 90.0
5000 LA L B I B LA R
45.0 4.20 4.40 4.60 4.80
m/z 59.00 54.23%
27.0
O\’\\\‘\“‘\3\6\.\0‘\}1‘1‘\\\}1\\\‘\\\\‘\\\\‘}\\\‘\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #2236: Thiourea, methyl-
90.0
30.0 A Ra e RamEaRE T
4.20 4.40 4.60 4.80
5000 60.0 m/z 45.00 53.01%
43.0
‘ 74.0
0\,”H“W\\H1‘1‘\‘\‘\‘11“‘11\\‘Hlm‘uu R
miz--> 20 30 40 50 60 70 80 90 100
Abundance #2278: 1,3-Oxathiolane A A RARES
90.0 4.20 4.40 4.60 4.80
60.0 m/z 61.60  25.92%
5000 45.0
29.0 ‘
o,”“”‘”‘“‘ e SMSENSRMEY N S
m/z--> 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.785  6.99 ng/ul 22289  1,4-Dichlorobenzene-d4  7.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-3-nitropyrazole 127 camsnzo2 054210-32-1 43

»4-Anhydro-d-galactosan 144 C6H804

thyl 2-formyl-1-cyclopropanecar... 142 C7H1003
-Methyl-1-nitropyrazole 127 CAHS5N302
-Piperidinone, 1,3-dimethyl- 127 C7H13NO

1000129-96-9 38
013949-93-4 38
031163-84-5 35
004629-80-5 27

uih wNnR
PwmwpE

Abundance Scan 986 (8.786 min): BM027534.D\data.ms (-980) (-) m/z 43.00 100.00%
3.0

127.1
69.0 97.1
5000
R R AR
H 8.40 8.60 8.80 9.00 9.20
0 ol ML 2088 w7 107,10 67.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11665: 1-Methyl-3-nitropyrazole
127.0
5000 ‘\\\\‘\\\\‘\\\[\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
m/z 97.10 58.61%
42.0 97.0 /
OHH‘HH‘ \‘!“\??\“9\‘}\\\\“\\‘1\‘\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20608: 3,4-Anhydro-d-galactosan
43.0 97.0
71.0 = wA e
8.40 8.60 8.80 9.00 9.20
5000 m/z 69.00 55.94%
0 N TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19516: Ethyl 2-formyl-1-cyclopropanecarboxylate, trans R e A RARGR R
97.0 8.40 8.60 8.80 9.00 9.20
20.0 69.0 m/z 41.10 50.53%
5000
142.0
ol um‘“_u‘w“‘u“m‘h_m‘“m_m_m_m [P e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.027 14.43 ng/ul 1002750  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 25
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 22
3 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 14
4 1,3-Dioxane, 5,5-difluoro- 124 C4H6F202 036301-44-7 10
5 Benzene, 2-(bromomethyl)-1-metho... 245 C8H8BrNO3 003913-23-3 10
Abundance Scan 1707 (13.027 min): BM027534.D\data.ms (-1700) (-  m/z 166.00 100.00%
166.0
60.0
92.0
5000
122.0
T
‘ 13.00
0 bbb 2988 sy o.06  80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48979: 1,2,5,6-Tetrathiocane
64.0
124.0 184.0
92.0
5000 — :
13.00
m/z 92.00 57.71%
‘ 156.0
O\\\\‘\\\\‘\\\\ ‘\\‘\"\\U‘\“\\\\‘\“\“\\‘\\\1‘\\\\‘\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2279: 1,3-Oxathiolane
60.0 90.0
T
13.00
5000 m/z 64.00 52.27%
27.0
ouu_““w‘w:“m S N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5221: Propanoic acid, 2-chloro- T 1
28.0 64.0 13.00
m/z 59.00 42.14%
5000
0“‘Jw‘ulﬂhuhy‘1M?§P‘T?ﬁ9‘H““H“‘H“‘H““H —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 Phenol, 4,6-di(1,1-dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.698 7.19 ng/ul 500002  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 87
2 Trimethyl-3,4-methylenedioxychro... 220 C13H1603 1000378-97-7 72
3 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 72
4 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 64
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 60
Abundance Scan 2161 (15.698 min): BM027534.D\data.ms (-2157) (-  m/z 205.15 100.00%
205.2
5000
—— —
57.1
| 91011511410 1771 | | 15.50 16.00 .
O bt e et e e m/z 220.15 16.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #77579: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl-
205.0
5000 — —
15.50 16.00
57.0 m/z 206.15 15.71%
o200, | 810 121014901770 | |
\\\‘\\\\‘\\\\’\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77196: Trimethyl-3,4-methylenedioxychromane
205.0
— —
15.50 16.00
5000 m/z 57.10 11.18%
43.0
O bbbt b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77390: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl- s : ‘”Aﬂ
205.0 15.50 16.00
m/z 91.05 4.57%
5000
131.0
0 40650 10 | | 1590 | “
R L e R S P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

SOM-EPA-BM092420MA.M Mon Sep 28 15:56:50 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 unknown-@3 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.115 3.13 ng/ul 245156  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropene-3-carboxylic acid,-... 196 C1OH1602Si 180261-20-5 32
2 Benzenediazonium, 2-hydroxy-, hy... 120 C6H4N20 029906-36-3 23
3 1,3,5-Trithiane, 2,4,6-trimethyl- 180 C6H12S3 002765-04-0 14
4 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 14
5 Benzo[b]thiophene, 2-phenyl- 210 Cl14H1es 001207-95-0 10

Abundance Scan 2232 (16.115 min): BM027534.D\data.ms (-2218) - m/z 60.00 100.00%

5000 /\j\
— —
16.00 16.50
ol m/z 92.00 78.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57787: Cyclopropene-3-carboxylic acid,-2-trimethylsilyl,-
92.0
5000 /\ \/\/\‘\ T \/J\ \A \)/\‘ )\\
59.0 16.00 16.50
m/z 45.00 72.57%
137.0
O\ ‘ T \\3\8‘ TT \H\ “‘H\‘\H\ “\ \‘ “\“\]-\J-f:g\ 9\ TT \“ TT \\]-‘6\5\ (\)\ ‘ \]\.\916‘\0\ TT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9332: Benzenediazonium, 2-hydroxy-, hydroxide, inner ¢
28.0 64.0
92.0 —pls ——
16.00 16.50
5000 ITI/Z 210.00 72.00%
‘ 120.0
o ”“H;:“n‘wmmm_”“_”‘!‘m_m"m_m_m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45914: 1,3,5-Trithiane, 2,4,6-trimethyl- N .
60.0 16.00 16.50
m/z 64.00 65.33%
5000
180.0
115.0
92.0
oy B M b b 3520 o A S
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

SOM-EPA-BM092420MA.M Mon Sep 28 15:56:50 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16

Operator Ju/caG

Sample L4135-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 [2.2]Paracyclophane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.374 4.66 ng/ul 365638 Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [2.2]Paracyclophane 208 C16H16 001633-22-3 93
2 [2.2]Paracyclophane 208 C16H16 001633-22-3 90
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 78
4 Phensuximide 189 C11H11NO2 000086-34-0 74
5 Butanedioic acid, phenyl- 194 C10H1e04 000635-51-8 72

Abundance Scan 2276 (16.374 min): BM027534.D\data.ms (-2272) (-  m/z 104.10 100.00%
104.1
5000 j\
78.0 r— b
16.00 16.50
51.0 ‘ 178.1 5
0 m‘_Hu_mww”;‘_m‘p“”‘1_2‘8“1‘1‘?2‘?””_““9?‘9 m/z 78.00  19.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67982: [2.2]Paracyclophane
104.0
5000 — R j\
16.00 16.50
78.0 208.0 m/z 103.00  18.13%
ol..27.0 510 \‘ ‘\ 128.0  165.0 \
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67981: [2.2]Paracyclophane
104.0
16. 00 16 50
5000 m/z 77.05 10.08%
78.0 208.0
oL 270 510 || 1280 1650 \
AR R L o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14049: Benzene, cyclobutyl-
104.0 16. 00 16 50
m/z 105.05 9.01%
5000
50.0 8.0 132.0
0 N A ” b

m/z-->

20 40 60 80 100 120 140 160 180 200

SOM-EPA-BM@92420MA.M Mon Sep 28 15:56:51 2020

16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 unknown-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.845 2.60 ng/ul 203716  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 27
2 2,2'-Azoxybis[3-methylpyridine] 228 C12H12N40 1000213-16-2 22
3 o-Nitroaniline 138 C6HEN202 000088-74-4 12
4 Benzene, 1l-methyl-2-nitroso- 121 C7H7NO 000611-23-4 12
5 Benzene, 1-nitro-2-(p-methylphen... 247 C13H10FNO3 028987-57-7 12

Abundance Scan 2526 (17.845 min): BM027534.D\data.ms (-2520) (- m/z 201.00 100.00%
1.0

93.0 20
157.0
5000 44.0
— ey
H ‘ 17.50 18.00
ol dp o 82200 L 42800 2810 T g3 ag  g6.g2%
miz--> 50 100 150 200 250
Abundance #16321: 3-Buten-2-one, 4-(2-furanyl)-
65.0 121.0
5000 — iy
17.50 18.00
m/z 157.00 67.60%
O \‘\2‘9‘\. T i“ \“‘\ H\‘ \“‘ ‘\ \‘ \”\ ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #83999: 2,2'-Azoxybis[3-methylpyridine]
65.0
Mg : ‘Am
17.50 18.00
5000 m/Z 65.05 64.33%
183.0
0 .. 1050 1450 | | 2280
; B e T R T
miz-> 50 100 150 200 250
Abundance #17140: o-Nitroaniline T "
65.0 17.50 18.00
138.0 m/z 43.95 47.29%
5000
»8 ‘ ‘ ‘ 108.0
miz--> 50 100 150 200 250 17.50 18.00

SOM-EPA-BM092420MA.M Mon Sep 28 15:56:52 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 10 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.17 ng/ul 170483  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 78
Abundance Scan 2567 (18.086 min): BM027534.D\data.ms (-2562) (- m/z 73.00 100.00%
213.1
5000 43.0 129.1
171.1 256.1 el :
‘ 18.00
Y — m/z 60.00  65.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A IR ‘/\‘/\ 1
18.00

1710 2130 256.0 m/z 213.10 62.58%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid
73.0
\A T ‘ T ‘
430 18.00
5000 129.0 m/Z 43.05 51.82%
171.0
214.0
o]
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid T
43.0 73.0 18.00
m/z 55.00 50.15%
5000 129.0
171.0
‘ ‘ ‘ 214.0
ouw‘m‘;:‘u“!“‘ e
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

SOM-EPA-BM092420MA.M Mon Sep 28 15:56:52 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 2-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.215 2.08 ng/ul 162698 Phenanthrene-die 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 86

2 Quinoline 129 C9H7N 000091-22-5 50
3 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 45
4 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 40

5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 40

Abundance Scan 2589 (18.215 min): BM027534.D\data.ms (-2583) (- m/z 129.05 100.00%

129.1
5000
1 —

210.1 ‘
300 770 1| g -y 18.00 18.50
L Ll | m/z 156.10  22.96%

|

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69480: 2-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propa
5000 T f T T T T T T
210.0 18.00 18.50

129.0
m/z 128.00  22.16%

39.0 77.0 ‘ ‘ j
’H\\‘H“\H\“‘”HW“H“H‘m\\\”!‘\‘ H“H}\‘HH‘HH‘\\‘H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13071: Quinoline
129.0
Py

o

o

1800 1850
5000 m/z 127.10 14.87%
51.0 10+0 ‘
0,HH‘JkNHM‘HWHH_‘H_HW‘HWHH_‘H_HW‘HWHH_‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131568: Quinolinium, 1-ethyl-, iodide st B ) S
129.0 1800 18.50

5000

m/z 210.10  14.30%

51.0
0 \‘ il ‘} \‘

miz--> 20 40 60 80 100120

140160180200220240260280

SOM-EPA-BM@92420MA.M Mon Sep 28 15:56:53 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 Benzeneacetic acid, .alpha.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.368 3.25 ng/ul 254851  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 72
2 1,2-Benzenediacetonitrile 156 C1OH8N2 000613-73-0 64
3 Quinolinium, 1-ethyl-, iodide 285 C11H12IN 000634-35-5 50
4 Quinoline 129 C9H7N 000091-22-5 50
5 Quinoline 129 C9H7N 000091-22-5 50

Abundance Scan 2615 (18.368 min): BM027534.D\data.ms (-2609) (-  m/z 129.05 100.00%

129.1
5000
L T

18.00 18.50
77.0 15%.1
0 m‘“3"%9“_”9‘Mm‘:_m‘}uHw_‘“‘1‘9‘2‘"1”‘2‘2_3;9‘2‘?’?’;9‘H m/z 156.10  31.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84192: Benzeneacetic acid, .alpha.-cyano-4-(cyanomett
129.0
5000

i e
18.00 18.50
m/z 128.00  18.27%

29.0
101.0
184.0
H\‘HH‘HH“\H‘”‘HH‘H‘HH‘\‘“H‘\H‘\‘HH‘E\\\‘\\\\2‘2\\8\2\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #28411: 1,2-Benzenediacetonitrile
129.0

o

18 00 18 50
5000 ITI/Z 127.10 12.76%
51.0 89.0
NET I T LR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #131567: Quinolinium, 1-ethyl-, iodide ,
129.0 18.00 18 50
m/z 130.0 12.32%
5000
29.0
76.0
m/z--> 20 40 60 80 100120140160180200220240260 18 00 18 50

SOM-EPA-BM092420MA.M Mon Sep 28 15:56:53 2020 Page: 15



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\

: BM@O27534.D
: 25 Sep 2020 18:16

Ju/CaG
L4135-03

: 16 Sample Multiplier: 1

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

: SVOA CALIBRATION

: 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 Phthalic acid, di(2,3-dimet...

R.T. E
19.145 3
Hit# of 5

stConc Area
.38 ng/ul 264720
Tentative ID

Conce

ntration Rank 7

Relative to ISTD R.T.

Phenanthrene-di10

1 Phthalic acid, di(2,3-dimethylph...
2 Phthalic acid, di(3-ethylphenyl)..
3 Benzimidazol-5-amine, 1-(4-ethox...
4 9,10-Anthracenedione, 1,8-dimeth...

5 Musk ambrette (artificial)

374 C24H2204
. 374 C24H2204
253 C15H15N30
268 C16H1204

268 C12H16N205

Abundance Scan 2747 (19.145 min): BM027534.D\data.ms (-2743) (-

5000

o

41.1

105.1
77.1

14701751 5151

258.2

1000357-09-2 50
1000357-08-4 47
007104-62-3 47
006407-55-2 45
000083-66-9 42

m/z 253.20 100.00%

A

81.1

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #199536: Phthalic acid, di(2,3-dimethylphenyl) ester
253.0
5000
105.0
0300 770 | 1330165.0 197.02250 |
‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance

5000

o

#199525: Phthalic acid, di(3-ethylphenyl) ester
258.

77.0 105.0

153.0

197.0225.0

53.0

19.00 19.50
m/z 105.05  25.22%
s enele
19.00 19.50
m/z 268.15  21.73%

A -

Abundance #104759: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)-
258.0

m/z--> 20 40 60 80 100120140160180200220240260280

19.00 19.50
m/z 254.10  20.73%

A -

19.00 19.50

m/z 77.10  7.06%
5000
225.0
ol 440 790 1160  169.01970 |
B OB £ 3 L 0 et 7 0/ N S - —
miz—> 20 40 60 80 100120140160 180200220 240260280 19.00 19.50

SOM-EPA-BM@92420MA.M Mon Sep 28 15:56:54 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.115 4.46 ng/ul 410207  Chrysene-di12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 47
2 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 22
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 22
4 1-Methyl-3-phenylindole 207 C15H13N 030020-98-5 22
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 18
Abundance Scan 2912 (20.115 min): BM027534.D\data.ms (-2903) (- m/z 91.05 100.00%
91.0 129.1
207.1
5000
165T 261.1 mat —
20.00 20.50
ok, ‘E%RMMJme@ | Vw“‘\‘ “3?9- m/z 129.85 94.51%
mlz--> 50 100 150 200 250 300 350
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0 129.0
5000 = el
20.00 20.50
207.0 m/z 207.05 59.46%
O+ \“\5]““\0‘\ “\ ! “‘1“‘\“! T %6\‘5\?\ ‘\“ “”‘\ LA B e ?:\LG\(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207.0
—— —
20.00 20.50
5000 m/z 105.05 39.56%
130.0
30.0
A 1 N
miz--> 50 100 150 200 250 300 350
Abundance #67013: 1H-Indole, 1-methyl-2-phenyl- Py =
207.0 20.00 20.50
m/z 128.00 34.80%
- \m«nwAmj&L/\A&vmﬁvfwAJ
165.0
102.0
I Wt T Y ' A S AN SV
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.086 3.01 ng/ul 277462  Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
3 Cyclopentadecane 210 C15H30 000295-48-7 97
4 Cyclohexadecane 224 C16H32 000295-65-8 96
5 Behenic alcohol 326 C22H460 000661-19-8 95

Abundance Scan 3077 (21.086 min): BM027534.D\data.ms (-3073) (- m/z 83.10 100.00%
33.1

o

5000
2 21.00
390 F 182.1 238.2281.1 ‘
ol A bR L (557 23820811 3569 4140 . 9716 91.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 e :
21.00
11.0 m/z 69.05 90.68%
O \“\ ‘\‘ “ h ““ M ‘ “ ;54’\\0\ ?99 \0\ T ‘ \2\8\0 \()‘ L ‘ T T ‘ T
miz—-> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0
T I

21.00
5000 m/z 57.10 80.48%
11.0
ol a0 200 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane e ‘
53.0 21.00
m/z 55.10  75.90%
5000
11.0
210.0
L ‘\ l1st0, _J
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92520\
Data File : BM@27534.D

Acqg On : 25 Sep 2020 18:16
Operator : JU/CG

Sample : L4135-03

Misc :

ALS Vvial : 16 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|
Butane, 2-metho... 3.063 8.7 ng/ul 275862 1 7.810 637863 20.0
1,3-Oxathiolane 4.475 2.4 ng/ul 77648 1 7.810 637863 20.0
unknown-01 8.786 7.0 ng/ul 222890 1 7.810 637863 20.0
unknown-02 13.027 14.4 ng/ul 1002750 3 14.439 1390180 20.90
Phenol, 4,6-di(... 15.698 7.2 ng/ul 500002 3 14.439 1390180 20.0
unknown-03 16.115 3.1 ng/ul 245156 4 17.180 1567660 20.0
[2.2]Paracyclop... 16.374 4.7 ng/ul 365638 4 17.180 1567660 20.0
unknown-04 17.845 2.6 ng/ul 203716 4 17.180 1567660 20.90
n-Hexadecanoic ... 18.086 2.2 ng/ul 170483 4 17.180 1567660 20.0
2-[1-(4-Cyano-1... 18.215 2.1 ng/ul 162698 4 17.180 1567660 20.0
Benzeneacetic a... 18.368 3.3 ng/ul 254851 4 17.180 1567660 20.0
Phthalic acid, ... 19.145 3.4 ng/ul 264720 4 17.180 1567660 20.90
unknown-05 20.115 4.5 ng/ul 410207 5 21.362 1841400 20.0
(DEL) Alkane: S... 21.086 3.0 ng/ul 277462 5 21.362 1841400 20.0
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