LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BMO63020MA .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.951 8 11 17 rVB 31383 40844 0.68% 0.120%
2 3.475 98 100 108 rVB3 10290 12234 0.20% 0.036%
3 3.640 124 128 135 rVB 69351 84500 1.41% 0.248%
4 4_.322 238 244 250 rBvVS 5901 12557 0.21% 0.037%
5 4.463 263 268 277 rBV7 5617 11527 0.19% 0.034%
6 6.439 598 604 606 rBV5 4124 7628 0.13% 0.022%
7 6.557 618 624 638 rVB 436522 708953 11.84% 2.080%
8 6.710 644 650 659 rBV 329963 492172 8.22% 1.444%
9 6.892 675 681 689 rBV 468586 698775 11.67% 2.050%
10 7.016 694 702 711 rBV 11887 32575 0.54% 0.096%

11 7.351 751 759 768 rBV 461185 685661 11.45% 2.011%
12 7.439 770 774 779 rVB3 6647 10763 0.18% 0.032%
13 8.075 876 882 895 rBV 518907 819842 13.69% 2.405%
14 8.498 948 954 965 rBV 422881 663700 11.08% 1.947%
15 8.839 1004 1012 1024 rBV 279788 462044 7.71% 1.355%

16 8.945 1027 1030 1037 rVvB2 6114 9687 0.16% 0.028%
17 9.145 1058 1064 1069 rBV3 6155 11503 0.19% 0.034%
18 9.210 1069 1075 1085 rBvV 350507 566946 9.46% 1.663%
19 9.510 1119 1126 1135 rBV9 5144 16544 0.28% 0.049%

20 9.751 1160 1167 1181 rBV 470155 816926 13.64% 2.396%

21 10.104 1220 1227 1235 rBV 558682 908562 15.17% 2.665%

22 10.180 1238 1240 1247 rVB4 5207 7927 0.13% 0.023%
23 10.263 1247 1254 1272 rBV 350751 661244 11.04% 1.940%
24 10.516 1290 1297 1306 rBv4 11065 23331 0.39% 0.068%
25 10.657 1314 1321 1332 rBV 46734 105426 1.76% 0.309%
26 11.710 1495 1500 1507 rVB5 4763 8261 0.14% 0.024%
27 11.880 1521 1529 1534 rBV3 9061 23384 0.39% 0.069%
28 12.010 1548 1551 1557 rVB 5603 7623 0.13% 0.022%
29 12.316 1598 1603 1607 rBV5 3917 8224 0.14% 0.024%
30 12.521 1634 1638 1646 rVB7 6233 12114 0.20% 0.036%
31 12.721 1667 1672 1677 rBV2 8769 14657 0.24% 0.043%
32 12.857 1688 1695 1700 rBV2 13997 22871 0.38% 0.067%
33 12.927 1703 1707 1713 rVV6 8000 15486 0.26% 0.045%

34 13.016 1715 1722 1728 rVV 183205 292564 4._.88% 0.858%

SOM-EPA-BMO63020MA_.M Thu Jul 02 17:30:12 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
Title = SVOA CALIBRATION
35 13.068 1728 1731 1740 rVB4 8448 16478 0.28% 0.048%

36 13.439 1788 1794 1798 rBV 799095 1052935 17.58% 3.089%
37 13.486 1798 1802 1813 rVB 210909 289994 4._.84% 0.851%
38 13.698 1831 1838 1847 rBV 736901 1094859 18.28% 3.212%
39 13.898 1865 1872 1878 rBV3 27841 69925 1.17% 0.205%
40 14.010 1884 1891 1901 rVB 805930 1142989 19.08% 3.353%

41 14.263 1927 1934 1939 rBVY 238246 432164 7.21% 1.268%

42 14.415 1956 1960 1967 rVB5 11613 19737 0.33% 0.058%
43 14.480 1967 1971 1976 rVB3 14502 17551 0.29% 0.051%
44 14.598 1981 1991 1998 rBVY 101240 243550 4_.07% 0.714%
45 14.662 1998 2002 2007 rVB3 41320 61079 1.02% 0.179%
46 14.886 2037 2040 2048 rVB2 23349 45534 0.76% 0.134%

47 15.015 2056 2062 2074 rVB 893532 1234229 20.60% 3.621%
48 15.168 2082 2088 2089 rBV 292513 409229 6.83% 1.200%
49 15.186 2089 2091 2100 rVB 369617 464629 7.76% 1.363%
50 15.398 2121 2127 2136 rBV 102296 190950 3.19% 0.560%

51 15.727 2178 2183 2189 rVB 133026 198165 3.31% 0.581%

52 15.939 2217 2219 2226 rVB6 7766 11220 0.19% 0.033%
53 16.021 2228 2233 2239 rVB2 37958 56480 0.94% 0.166%
54 16.186 2257 2261 2265 rBV3 11275 12982 0.22% 0.038%

55 16.439 2297 2304 2312 rBV 4265953 5990121 100.00% 17.572%

56 16.515 2312 2317 2325 rVB 249351 419080 7.00% 1.229%
57 16.609 2331 2333 2337 rVB3 16028 18658 0.31% 0.055%
58 16.768 2355 2360 2369 rVB 974576 1268510 21.18% 3.721%
59 16.868 2371 2377 2383 rBV 913913 1221220 20.39%% 3.582%

60 17.033 2401 2405 2411 rVB2 36588 52386 0.87% 0.154%
61 17.104 2413 2417 2422 rVV3 48978 101888 1.70% 0.299%
62 17.151 2422 2425 2430 rVB2 34805 55396 0.92% 0.163%
63 17.292 2446 2449 2453 rVB4 15119 18684 0.31% 0.055%
64 17.398 2465 2467 2471 rVB4 12114 12921 0.22% 0.038%
65 17.709 2516 2520 2525 rBV2 89069 122680 2.05% 0.360%
66 17.768 2527 2530 2534 rVB 30997 40223 0.67% 0.118%
67 18.456 2643 2647 2660 rVB 214323 336942 5.62% 0.988%
68 18.868 2715 2717 2721 rVB3 24818 27775 0.46% 0.081%
69 18.962 2729 2733 2737 rBV2 26401 39735 0.66% 0.117%
70 19.003 2738 2740 2745 rVB5 14369 15435 0.26% 0.045%
71 19.062 2747 2750 2752 rBV3 15047 19553 0.33% 0.057%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
= SVOA CALIBRATION

72 19.174 2763 2769 2776 rVB 891879 1183506 19.76% 3.472%
73 19.250 2777 2782 2790 rBV 134783 200695 3.35% 0.589%

74 19.474 2818 2820 2825 rVB6 13302 13371 0.22% 0.039%
75 19.568 2832 2836 2839 rBV 66754 72938 1.22% 0.214%
76 19.603 2839 2842 2847 rVV 111489 117040 1.95% 0.343%
77 19.774 2868 2871 2874 rVB2 16181 15693 0.26% 0.046%
78 20.127 2929 2931 2937 rVB2 16188 24392 0.41% 0.072%
79 20.209 2942 2945 2950 rVB 59614 73151 1.22% 0.215%
80 20.274 2953 2956 2960 rVB 36748 39221 0.65% 0.115%
81 20.339 2963 2967 2973 rBV 125123 183054 3.06% 0.537%
82 20.550 3000 3003 3005 rBV2 26989 26185 0.44% 0.077%
83 20.586 3005 3009 3012 rVvVv 75146 85506 1.43% 0.251%

84 20.674 3020 3024 3030 rBV 100705 126164 2.11% 0.370%
85 20.739 3030 3035 3044 rBvV 522779 796799 13.30% 2.337%

86 20.815 3045 3048 3050 rvVv 41161 42002 0.70% 0.123%
87 20.986 3072 3077 3082 rBV 1165550 1443817 24.10% 4_.235%
88 21.180 3107 3110 3113 rBV 86017 93486 1.56% 0.274%
89 21.415 3147 3150 3152 rBV 74487 74191 1.24% 0.218%

90 21.597 3178 3181 3185 rBV2 93943 138272 2.31% 0.406%

91 21.750 3204 3207 3213 rVB 114868 135162 2.26% 0.396%
92 21.862 3222 3226 3234 rVB 407611 537351 8.97% 1.576%
93 22.021 3251 3253 3257 rVB 108350 122256 2.04% 0.359%
94 22.197 3280 3283 3290 rVB2 80194 112818 1.88% 0.331%
95 22.485 3329 3332 3336 rBV 132125 167058 2.79% 0.490%

96 22.938 3403 3409 3415 rBV 647393 1034649 17.27% 3.035%
97 22.997 3416 3419 3424 rVV 164213 244864 4_.09% 0.718%
98 23.068 3425 3431 3440 rVB2 831621 1448238 24.18% 4.248%
99 23.580 3514 3518 3523 rVB2 143387 216894 3.62% 0.636%
100 24.238 3626 3630 3637 rVB2 119965 217859 3.64% 0.639%

Sum of corrected areas: 34089573
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

Abundance TIC: BM026654.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1,2,4-Trithiolane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.84 10.17 ng/ul 462044 Naphthalene-d8 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 64
2 Fumaronitrile 78 C4H2N2 000764-42-1 9
3 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 9
4 Fumaronitrile 78 C4H2N2 000764-42-1 9
5 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 9

Abundance Scan 1012 (8.839 min): BM026654.D (-1004) (-) m/z 78.00 100.00%
45 78 24
5000
8.60 8.80 9.00 9.20
o,....,....,....,.!.'.,....,....,..'."l...f??..g.s.,....,.... M| TmZz 124.00 98.64%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #10240. 1,2,4-Trithiolane
45
78
5000 124 L UL R UL R
8.60 8.80 9.00 9.20
m/z 45.00 98.27%
34
21 | Ll J 92 |
OP'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'“I“'W'”'P'
m/z--> 10 20 30 40 80 90 100 110 120 130
Abundance
78
8.60 8.80 9.00 9.20
5000 o m/z 46.00 42 .86%
26 38 62
O e T T o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10432: 1,2-Benzenediol, 3-methyl- A
78 124 8.60 8.80 9.00 9.20
m/z 60.10 27 .86%
5000
106
I'”%?”?ZP'JMM”'H““'HHNI‘l‘P"W'ﬂ'I”'W"”I”“'P" IR LRSS S RS
m/z--> 10 20 30 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1,2,3-Propanetriol, 1l-acetate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.66 2.32 ng/ul 105426 Naphthalene-d8 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 78
2 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 45
3 2-Hvdroxvimino-3-oxo-butanoic ac... 145 C5H7NO4 073708-95-9 7
4 Propanoic acid. 3-hvdroxy-. meth... 104 C4H803 006149-41-3 4
5 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 4

Abundance Scan 1322 (10.663 min): BM026654.D (-1314) (-) m/z 43.05 100.00%
a3
5000
103
61 74 86 10.40 10.60 10.80 11.00
3 M— ...,-...-.,.'...,|..?1.‘?.1.3.1.,1f‘?..,....,....,2.0.7.. m/z 103.00  20.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15023: 1,2,3-Propanetriol, 1-acetate
43
5000
10.40 10.60 10.80 11.00
103 m/z 44.05 4._.26%
s | @ |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43
10,40 10.60 10.80 11.00
5000 m/z 61.00 3.90%
103
O 3 oL 74 8 116 134
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21320: 2-Hydroxyimino-3-oxo-butanoic acid, methyl ester . R R R . R mmE!
43 10,40 10.60 10.80 11.00
m/z 74.00 3.75%
5000{ 15
o 29 | 54 70 8 102113 128 145
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1,2,4,5-Tetrathiane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.02 5.12 ng/ul 292564 Acenaphthene-d10 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.5-Tetrathiane 156 C2H4S4 000291-22-5 94
2 I1.2.3.41Tetrathiane 156 C2H4S4 000290-81-3 17
3 2-Cvanoimino-1.3-dithiane 158 C5H6N2S2 010191-73-8 12
4 Thiazolidin-4-one. 2-hvdroxvmeth... 146 C4H6N202S 104959-22-0 10
5 2-Chloroethyl ethyl disulfide 156 C4H9CIS2 1000226-67-6 10

Abundance Scan 1723 (13.021 min): BM026654.D (-1715) (-) m/z 155.90 100.00%
45 136
110
5000 64
78 91
123 207 12.80 13.00 13.20 13.40
0 m/z 45.00 96.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28522: 1,2,4,5-Tetrathiane
45
156
110
5000 64 L RS RN R R
12.80 13.00 13.20 13.40
78 m/z 46.00 82.72%
124
N R R s R N NS S e s w s AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
64 128 12.80 13.00 13.20 13.40
5000 m/z 109.85 60.89%
45 92
78 110
Y L L U S L W S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29813: 2-Cyanoimino-1,3-dithiane S R R
46 106 12.80 13.00 13.20 13.40
m/z 64.00 36.08%
158
5000
27
58 73 84
15
oL l“.‘l .H‘ e \M\ ‘ .“‘M‘l L. T I\l — |1|2|5| |14|'3| ; "i R B T
m/z--> 20 40 0 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1,2,4,6-Tetrathiepane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.60 4.26 ng/ul 243550 Acenaphthene-d10 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 78
2 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 60
3 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 49
4 1.2.4.5.7-Pentathiocane 202 C3H6S5 081531-39-7 47
5 Lenthionine 188 C2H4S5 000292-46-6 37
Abundance Scan 1991 (14.598 min): BM026654.D (-1981) (-) m/z 77.95 100.00%
45 78
64
5000
14.20 14.40 14.60 14.80 15.00
o} m/z 45.05 93.13%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38409: 1,2,4,6-Tetrathiepane
45 78
5000 60 124 170 U A SR A I
1420 14.40 14.60 14.80 15.00
m/z 64.00 76.25%
32
0|""|""|"' R B B WS SRR LB R RS
miz--> 20 40 80 100 120 140 160 180 200 220
Abundance
78
45 DRI IR BN NN B
124 170 14.20 14.40 14.60 14.80 15.00
5000 m/z 124.00 60.82%
60
93 105 137
R S UL R B B S SR WA RN R
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10240: 1,2,4-Trithiolane LS NN L N BN N
45 14.20 14.40 14.60 14.80 15.00
28 m/z 46.00 60.08%
5000 124
60
34
mz-> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1,2,4,5,7,8-Hexathiocyclono... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.01 ng/ul 190950 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 91
2 1.2.4.5.7.8-Hexathiocvclononane 234 C3H6S6 081531-38-6 64
3 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 36
4 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 36
5 6-Azidotetrazolo(b)pyridazine 162 C4H2NS8 014393-79-4 25
Abundance Scan 2127 (15.398 min): BM026654.D (-2121) (-) m/z 124.00 100.00%
124
78
45
5000
64
188
96 110 142 156 15.00 15.20 15.40 15.60 15.80
O ey '!‘ b e T 200 223 m/z 78.00  75.09%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10240: 1,2,4-Trithiolane
45
78
5000 124
15.00 15.20 15.40 15.60 15.80
‘ m/z 45.00 62.29%
3
OT4HiTM'JL"w"“l'“'lm"w"'"“ [rTrrIfrrrrrTrg
miz--> 20 40 80 100 120 140 160 180 200 220
Abundance
78 124
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
45 15.00 15.20 15.40 15.60 15.80
5000 m/z 46.05 42 _.87%
60 110 156
0 9% 192755 170 188 234
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10433: 1,2-Benzenediol, 4-methyl-
78 124 15.00 15.20 15.40 15.60 15.80
m/z 64.00 28.94%
5000
‘ o5 106
0 .‘ﬁ‘ \‘H IHHIIHIH‘”I‘\”I\‘III‘HIIII\IIII””II”I”II”III””I R maE e
m/z--> 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Lenthionine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.73 3.12 ng/ul 198165 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 95
2 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 38
3 Lenthionine 188 C2H4S5 000292-46-6 16
4 lsothiazole-3-carboxvlic acid. 4... 144 C4H4N202S 1000269-13-4 11
5 Butane, 1-(ethylsulfinyl)- 134 C6H140S 002976-99-0 9
Abundance Scan 2183 (15.727 min): BM026654.D (-2178) (-) m/z 77.95 100.00%
78
45 142
5000 124
64 188
g6 110 15.40 15.60 15.80 16.00
ol 1%6 207 20286 281 “m/z 45.00 75.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51806: Lenthionine
78 142
124
s000] 45
188 15.40 15.60 15.80 16.00
64 110 m/z 141.85 73.77%
32 ‘ 9|6 156
O R L e S R e S
m/z--> Jo eb éo 160 150 110 1éo 180 200 220 240 2éo 2éo
Abundance
45 78
15.40 15.60 15.80 16.00
5000 60 124 170 m/z 46.00 49 .69%
32
O L R B S e ST
m/z--> Jo eb éo 160 150 110 160 180 200 220 240 2éo 2éo
Abundance #51807: Lenthionine A R N A

8 15.40 15.60 15.80 16.00
142 m/z 123.95  43.05%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.52 6.61 ng/ul 419080 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Norbornanone. 1-(epithioethvl)... 228 C11H1603S 001782-93-0 37
2 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 25
3 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 25
4 Hexathiepane 206 CH2S6 017233-71-5 22
5 Lenthionine 188 C2H4S5 000292-46-6 10
Abundance Scan 2318 (16.521 min): BM026654.D (-2312) (-) m/z 141.85 100.00%
64 142
78
5000 45 206
96 I AV NS
| 110 1 | 170174 224 26 281 16,20 16.40 16.60 16.80
L I <A S m/z 64.00 83.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83929: 2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, S,...

64 93 120

%

16.20 16,40 16.60 16.80
m/z 77.95  71.65%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
64
48 16.20 16.40 16.60 16.80
5000 m/z 45.00  45.34%
84
0 08 193 130 147" 150 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97710: 2-Benzimidazolyl methane thiosulfuric acid R R
64 16.20 16.40 16.60 16.80
m/z 205.75 42 _.44%
5000 48
o 78 91 118131 162 192 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

SOM-EPA-BMO63020MA_M Thu Jul 02 17:30:27 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.46 5.31 ng/ul 336942 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 47
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 42
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 40
4 2.4.4- Trlmethvl l-pentanol. trif... 226 C10H17F302 1000365-19-5 37
5 Octane, 2-iodo- 240 C8H171 000557-36-8 32
Abundance Scan 2648 (18.462 min): BM026654.D (-2643) (-) m/z 57.10 100.00%
57
= i J&#\
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
3 1L4 169 18.20 18.40 18.60 18.80
ol -.h',' . |.7.4. a8 T 207 %6 281 3 sz 97.05 41.16%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
g7
18.20 18.40 18.60 18.80
83 113 m/z 113.10 40.18%
Obr—r—r—r—peli e, , J. 137 }§8. —
m/z--> 50 100 150 200 250 300
Abundance
57
118.20 18.40 18.60 18.80
5000 m/z 55.10 32.17%
97
o2 79 | 119 150%%° 197 207 311
L I L L L L L DL |
m/z--> 50 100 150 200 250 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate I R E e o e EAREE
57 18.20 18.40 18.60 18.80
m/z 83.10 19.09%
5000
97
119
0 2 }‘m79 k | 147 177 219 261
m/z--> 50 100 150 200 250 300 ' 18/20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.25 2.78 ng/ul 200695 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 Phenol. 4.47-(1l-methvlethvlidene... 228 C15H1602 000080-05-7 94
3 Phenol. 4.47-(1l-methvlethvlidene... 228 C15H1602 000080-05-7 87
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 53
Abundance Scan 2782 (19.250 min): BM026654.D (-2777) (-) m/z 213.10 100.00%
213
5000
119 228 RN SRR BN B
65
39 135 151165 1a1 197 19.00 19.20 19.40 19.60
0 ...,....',....,-J...',..J..%9?.-.Ii....,.1.“?1.,...??.1...,.. b BT TG 00 20.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
19.00 19.20 19.40 19.60
119 228 m/z 228.10 16.30%
65 91 135 165
0 21 '
m/z--> 20 40 60 80 100 120 150 1é0 180 200 220 240 260 280
Abundance
213
" 19.00 1920 19.40 19.60
5000 m/z 214.00 15.04%
119 228
. 39 65 Ol o | 135751165181 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis- B R
213 19.00 19.20 19.40 19.60
m/z 91.05 13.05%
5000
228
119
oL1s 39 0 ! 105 \ 135 151165 183197 ||
m/z--> 20 40 60 éo 100 120 150 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.34 2.54 ng/ul 183054 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 38
3 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 35
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
5 Cyclohexane, 1,1"-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 28
Abundance Scan 2967 (20.339 min): BM026654.D (-2963) (-) m/z 57.10 100.00%
57
5000 97
169 20.00 20.20 20.40 20.60
ol 3L l b 139, 11198 222 251 295 857 415 Tn/z 97.05  43.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54934: Octane, 2-bromo-
57
s000{ 28 AU UREE
113 20.00 20.20 20.40 20.60
m/z 113.05 42 .08%
ol Ll L 48 135 192
m/z--> 5|O l(I)O 15|O 2CI)O ZéO 3CI)O 35|O 4CI)O
Abundance
57
20.00 20.20 20.40 20.60
5000 m/z 55.10 27.18%
113
83
137 168
L L W S L UL LR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57 20.00 20.20 20.40 20.60
m/z 83.10 20.03%
5000
97
0 %gt ‘ L 127 153 211
m/z--> 5|0 l(I)O 15|O 2CI)O ZéO 3CI)O 35|O 4CI)O 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.74 11.04 ng/ul 796799 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3035 (20.739 min): BM026654.D (-3030) (-) m/z 43.10 100.00%
43
83
5000
NN SRR
139 20.40 20.60 20.80 21.00
N § 167 207 252 281 342 401429 475 n/z 57.10 97 81%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
5000 ARV AR RS
29 20,40 20.60 20.80 21.00
195 m/z 55.10 88.39%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43 o
2040 20.60 20.80 21.00
5000 m/z 83.10 66 .99%
111
o 139 167 196 224 250 279 308 336
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T T
57 20.40 20.60 20.80 21.00
83 m/z 69.05 63.58%
- | J\___,Lﬁ
29 169
O b b ..,. Jﬂ?i .t.‘.?%Q . - HE— AR
mz-> 0 50 100 150 200 250 300 350 400 450 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.86 7.44 ng/ul 537351 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 35
2 Formic acid. 2.4.4-trimethvlpent... 158 C9H1802 1000368-95-2 25
3 meso-3.4-Dicvclohexvl-2.2.5.5-te... 306 C22H42 065149-86-2 23
4 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 18
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 14
Abundance Scan 3226 (21.862 min): BM026654.D (-3222) (-) m/z 57.10 100.00%
57
1 MbL/J\JL/p\
5000
AR AR AR
9 21.60 21.80 22.00 22.20
207
ol ” - .1.3.7, 238 267295 341360 403429 490 | "m/z 97.10 52.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate
57
5000 R BRI BRI B B
97 21. 60 21. 80 22. 00 22. 20
m/z 113.10 49 _.59%
o 2 I | 147177 219 261
UL L L BN AL NN UL AL LU SLRLL AL B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 21.60 21.80 22.00 22.20
5000 m/z 55.10 29.07%
O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #149985: meso-3,4-Dicyclohexyl-2,2,5,5-tetramethylhexane Rl LN B R e R S
57 97 21.60 21.80 22.00 22.20
m/z 83.05 23.33%
5000
153
T W\Lu
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.49 2.31 ng/ul 167058 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane 282 C20H42 000112-95-8 81
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3333 (22.491 min): BM026654.D (-3329) (-) m/z 57.10 100.00%
57
5000 85
113141 14207 281 22.20 22.40 22.60 22.80
ol AL AL AL 18901 289 77800 341369 401430 462 | nz07 43,10 67.63%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #141425:; Heneicosane
57
5000 85 L LR BN SULL I

22. 20 22. 40 22. 60 22. 80
29 m/z 71.10 62.61%

J | 113141 160 197 205 253 206

L M
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
St e dvca e
22.20 22.40 22.60 22.80
5000 m/z 85.10 44.32%
85
29
0 113 141 169 197 225 253 281 323 351 380
A Y e PR
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane R B
57 22.20 22.40 22.60 22.80
m/z 55.10 27 .39%
5000 a5
29
o h J /113 141 169 197 225 253 281 309 337 365 394
L R e e e SN
mz-> 0 50 100 150 200 250 300 350 400 450 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.00 3.38 ng/ul 244864 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 3419 (22.997 min): BM026654.D (-3416) (-) m/z 57.10 100.00%

7

5000

:

22.60 22.80 23.00 23.20 23.40

113 155 193 239267297 342 387417

476503

0 m/z 43.10 73.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
5000 TT T T[T T T T [T T T T[T T T T [TT

22.I60 22.I8O 23.IOO 23.I20 23.I40
m/z 71.10  62.00%

141169197 225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R e e R Eaan
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.10 45.92%
29
. 113141 169197225253 296
e L e e e S B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane T P T T
57 22.60 22.80 23.00 23.20 23.40
m/z 55.05 23.45%
- T L\/\/w‘ﬂm
29 113
o T |7 141169197 225253 295323 367
A e e I e s A maa L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.58 3.00 ng/ul 216894 Perylene-d12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3518 (23.580 min): BM026654.D (-3514) (-) m/z 57.10 100.00%

g7

%

5000 85
13141169 209939 281 gog 23.20 23.40 23.60 23.80
o,....,....f.ﬂ...,....,....,....,....35.6.3??4.1?..,....,...“?‘,‘9. m/z 43.10 72.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
5000 | ANLINLINLEN L L L LB B B

23.20 23.40 23.60 23.80
m/z 71.10 59.72%

o 13141169197225253282
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
——— A
23.20 23.40 23.60 23.80
5000 o m/z 85.10 44.06%
29
o 113141160197225253281300337365304
A e e R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane A REEE S e e
57 23.20 23.40 23.60 23.80
m/z 55.10 25.00%
5000 85
29
o1 314116019720553 206
T N M.
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO70220\
Data File : BM026654.D

Aca On = 02 Jul 2020 14:58

Operator : JU/CG

Sample : L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24 .24 3.01 ng/ul 217859 Perylene-di12 23.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptacosane 380 C27H56 000593-49-7 83
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3630 (24.238 min): BM026654.D (-3626) (-) m/z 57.10 100.00%

. T \«Mj\——v\

113 281 24.00 24.20 24.40 24.60
141169 207 251 323
ob AL Tag1160 207 25178 323 367 401429 47550353 o™ a3 10 65.76%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl-
57
5000 LA L B L L L L LB
85 24.00 24.20 24.40 24.60
m/z 71.10 59.84%
0 113141 182711 252281308337
A B R
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
Shesheass s M ——— -
24.00 24.20 24.40 24.60
5000 o m/z 85.10 42.35%
29 113
0 141169197225253281309338
e N
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane B L R BT
57 24.00 24.20 24.40 24.60
m/z 41.10 21.64%
5000
85
29
o J113141169197225253281 323351380
e Ll N AS AN — SN
mz--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO70220\
Data File : BM026654.D

Acq On = 02 Jul 2020 14:58

Operator : JU/CG

Sample - L3131-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO63020MA .M
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]
1,2,4-Trithiolane 8.84 10.2 ng/ul 462044 2 10.10 908562 20.0
1,2,3-Propanetrio... 10.66 2.3 ng/ul 105426 2 10.10 908562 20.0
1,2,4,5-Tetrathiane 13.02 5.1 ng/ul 292564 3 14.01 1142990 20.0
1,2,4,6-Tetrathie... 14.60 4.3 ng/ul 243550 3 14.01 1142990 20.0
1,2,4,5,7,8-Hexat... 15.40 3.0 ng/ul 190950 4 16.77 1268510 20.0
Lenthionine 15.73 3.1 ng/ul 198165 4 16.77 1268510 20.0
unknown-01 16.52 6.6 ng/ul 419080 4 16.77 1268510 20.0
(DEL) Alkane: Str... 18.46 5.3 ng/ul 336942 4 16.77 1268510 20.0
Phenol, 4,4"-(1-m... 19.25 2.8 ng/ul 200695 5 20.99 1443820 20.0
unknown-02 20.34 2.5 ng/ul 183054 5 20.99 1443820 20.0
(DEL) Alkane: Str... 20.74 11.0 ng/ul 796799 5 20.99 1443820 20.0
unknown-03 21.86 7.4 ng/ul 537351 5 20.99 1443820 20.0
(DEL) Alkane: Str... 22.49 2.3 ng/ul 167058 6 23.07 1448240 20.0
(DEL) Alkane: Str... 23.00 3.4 ng/ul 244864 6 23.07 1448240 20.0
(DEL) Alkane: Str... 23.58 3.0 ng/ul 216894 6 23.07 1448240 20.0
(DEL) Alkane: Str... 24.24 3.0 ng/ul 217859 6 23.07 1448240 20.0
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