LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 2.958 8 12 19 rVB3 16015 25159 1.01% 0.156%
2 3.481 97 101 106 rVB5 5271 7782 0.31% 0.048%
3 3.640 125 128 136 rvVB 33350 46315 1.85% 0.287%
4 4._457 265 267 274 rBV5 2824 6430 0.26% 0.040%
5 4.546 278 282 285 rVB4 2286 3169 0.13% 0.020%
6 5.410 426 429 434 rVB6 2990 5608 0.22% 0.035%
7 6.369 586 592 597 rVBS8 1475 3112 0.12% 0.019%
8 6.563 619 625 636 rBV 199011 335102 13.41% 2.077%
9 6.710 645 650 660 rBV 151684 226178 9.05% 1.402%
10 6.893 675 681 689 rBV 214981 332063 13.29% 2.058%
11 6.993 695 698 704 rVB5 2431 3391 0.14% 0.021%
12 7.040 704 706 707 rBV 4008 2881 0.12% 0.018%
13 7.351 751 759 769 rBV 347688 531675 21.28% 3.295%
14 7.440 771 774 781 rVB5 3600 5601 0.22% 0.035%

15 8.075 876 882 892 rBV 230117 377795 15.12% 2.341%

16 8.498 948 954 967 rBV 186100 302161 12.10% 1.873%
17 8.834 1005 1011 1018 rBV 119510 201852 8.08% 1.251%
18 8.951 1026 1031 1036 rVB5 1813 3273 0.13% 0.020%
19 9.145 1059 1064 1069 rBV6 2681 4465 0.18% 0.028%
20 9.216 1069 1076 1086 rBV 151153 254108 10.17% 1.575%

21 9.534 1123 1130 1132 rBV5 2248 3777 0.15% 0.023%
22 9.751 1161 1167 1184 rBV 198226 368697 14.76% 2.285%
23 10.104 1220 1227 1234 rBV 441377 704317 28.19% 4 _.365%
24 10.181 1238 1240 1246 rVB6 2688 3937 0.16% 0.024%
25 10.263 1248 1254 1269 rBV 134747 277646 11.11% 1.721%

26 10.522 1292 1298 1304 rBV5 5825 11906 0.48% 0.074%
27 10.675 1318 1324 1332 rBV 14726 36360 1.46% 0.225%
28 12.610 1650 1653 1657 rVB3 2209 2674 0.11% 0.017%
29 12.728 1667 1673 1679 rBV6 4822 9105 0.36% 0.056%
30 12.857 1691 1695 1700 rBv4 5091 7578 0.30% 0.047%
31 12.939 1703 1709 1716 rVB7 2702 5704 0.23% 0.035%
32 13.016 1716 1722 1730 rBV 73830 122306 4_.90% 0.758%
33 13.080 1730 1733 1737 rVB4 2696 4344 0.17% 0.027%
34 13.316 1768 1773 1775 rBV2 2572 2660 0.11% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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

35 13.439 1788 1794 1798 rBV 355007 493102 19.74% 3.056%

36 13.486 1798 1802 1808 rVB 94901 131772 5.27% 0.817%
37 13.692 1831 1837 1845 rBV 346952 499778 20.01% 3.097%
38 13.904 1866 1873 1879 rBV3 17480 43712 1.75% 0.271%
39 14.010 1884 1891 1900 rVB 614240 878144 35.15% 5.442%
40 14.269 1929 1935 1952 rBV2 70604 185847 7.44% 1.152%

41 14.422 1958 1961 1967 rVB7 5145 8009 0.32% 0.050%
42 14.480 1967 1971 1977 rVB7 4000 6847 0.27% 0.042%
43 14.598 1979 1991 1999 rBV5 56639 159592 6.39% 0.989%
44 14.663 1999 2002 2007 rVB5 20520 32799 1.31% 0.203%
45 14.845 2031 2033 2036 rVB4 4060 3800 0.15% 0.024%
46 14.898 2039 2042 2043 rBV3 4521 5461 0.22% 0.034%

47 15.016 2056 2062 2073 rVB 398552 573992 22.98% 3.557%
48 15.169 2083 2088 2089 rBV 113711 150586 6.03% 0.933%
49 15.186 2089 2091 2100 rVB 162269 219745 8.80% 1.362%
50 15.392 2121 2126 2138 rBV 59059 103826 4.16% 0.643%

51 15.598 2158 2161 2162 rBV2 2587 2615 0.10% 0.016%
52 15.727 2177 2183 2189 rVB 71179 104155 4_.17% 0.645%
53 16.021 2227 2233 2237 rBV 17806 25815 1.03% 0.160%
54 16.116 2247 2249 2253 rBV4 2155 3284 0.13% 0.020%
55 16.180 2257 2260 2264 rBV3 5468 6607 0.26% 0.041%
56 16.239 2269 2270 2274 rBV4 2189 3109 0.12% 0.019%

57 16.433 2297 2303 2312 rBV 1844959 2498083 100.00% 15.481%
58 16.516 2312 2317 2328 rVB 119879 216323 8.66% 1.341%
59 16.768 2354 2360 2367 rBV 707082 970652 38.86% 6.015%
60 16.863 2371 2376 2385 rBV 410014 555843 22.25% 3.445%

61 16.927 2385 2387 2390 rVB4 3020 3312 0.13% 0.021%
62 17.027 2400 2404 2408 rVB5 15150 21673 0.87% 0.134%
63 17.104 2412 2417 2422 rBV7 17100 34071 1.36% 0.211%
64 17.145 2422 2424 2434 rVB6 15297 26356 1.06% 0.163%
65 17.398 2464 2467 2470 rVB4 6643 7455 0.30% 0.046%
66 17.704 2515 2519 2524 rBV5 20461 29064 1.16% 0.180%
67 17.768 2526 2530 2534 rVB2 12649 18533 0.74% 0.115%
68 18.186 2598 2601 2606 rVB4 10366 14623 0.59% 0.091%
69 18.451 2642 2646 2652 rVB 81343 102946 4.12% 0.638%
70 18.545 2660 2662 2666 rVB2 11814 10722 0.43% 0.066%
71 18.868 2714 2717 2720 rVB3 10711 10785 0.43% 0.067%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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

72 19.062 2747 2750 2752 rBV3 5206 6723 0.27% 0.042%
73 19.104 2754 2757 2761 rVB5 8639 10719 0.43% 0.066%
74 19.174 2763 2769 2776 rVB 389128 514442 20.59% 3.188%
75 19.251 2776 2782 2788 rBV 40989 64919 2.60% 0.402%
76 19.451 2815 2816 2817 rBV 4498 2679 0.11% 0.017%
77 19.562 2832 2835 2839 rBV2 21682 26448 1.06% 0.164%
78 19.604 2839 2842 2846 rVV 41271 41173 1.65% 0.255%
79 19.804 2874 2876 2877 rBV2 4887 2685 0.11% 0.017%
80 20.209 2942 2945 2949 rBvV4 26118 31107 1.25% 0.193%
81 20.339 2963 2967 2974 rBV 49147 79528 3.18% 0.493%
82 20.580 3005 3008 3012 rBVZ2 24596 29659 1.19% 0.184%
83 20.674 3020 3024 3030 rBv4 37554 50855 2.04% 0.315%
84 20.733 3030 3034 3040 rBV2 156401 240635 9.63% 1.491%
85 20.786 3041 3043 3046 rBvV 18495 23126 0.93% 0.143%
86 20.986 3071 3077 3086 rBV 749533 994202 39.80% 6.161%
87 21.174 3107 3109 3112 rBV2 30105 31242 1.25% 0.194%
88 21.856 3221 3225 3235 rBV 148292 205653 8.23% 1.274%
89 22.480 3329 3331 3335 rVB2 54281 62556 2.50% 0.388%

90 22.933 3403 3408 3413 rVB 226238 354730 14.20% 2.198%

91 23.062 3424 3430 3443 rVB2 555782 961512 38.49% 5.959%

Sum of corrected areas: 16136762
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1I\BNA M\Data\BMO70620\

BMO2
06 J
Ju/scC
L313

3

TIC Library :

6659.D

ul 2020 09:57
G

1-03DL 2X

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

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

Abundance TIC: BM026659.D
1500000
1000000
500000 10.10
7.35
.89 8.07
6'%67? 8.50 9.22 9.75 0.26
8.83
ok 3485 4465 5.41 6.37 9B |7.44 le.9s.45 9.53k Jg108267
T T T e T T T T T T T T T T T T T e T T T T T e e e e e e e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026659.D
16.43
1500000
1000000
16.77
14.01
500000 6.86 19.17
13.443.69 1
16.52 18.45
1(8.49 34
. 17 IRBBIAE, 13. EL W07 40T7707_18.1918.5418 apiih35RER9. 80 2028
O B e Akt 4 B T T T L e e e e B
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026659.D
1500000
1000000
20.99
500000
O T T T T T T T T T T T T T T T T T T T T T T T T T T T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 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\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 1 1,2,4-Trithiolane Concentration Rank 1

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

8.83 5.73 ng/ul 201852 Naphthalene-d8 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 87
2 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 42
3 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 9
4 1.3-Hexadien-5-vne 78 C6H6 010420-90-3 9
5 Fumaronitrile 78 CA4H2N2 000764-42-1 9

Abundance Scan 1010 (8.828 min): BM026659.D (-1005) (-) m/z 45.00 100.00%

45 78 124
5000
60

91 207 840 860 880 900 920
e e m/z 78.00 91.49%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10240: 1,2,4-Trithiolane
45
78
5000 124

‘ 8.40 8.60 8.80 9.00 9.20
| 92 |
Trﬁ#JrAM..“...“..w...w...w..”,..”,..”,..”

m/z 123.90 89.29%

34 |
|
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
78 124
R B RARER Ea
8.40 8.60 8.80 9.00 9.20
5000 m/z 46.00 43.16%
51
39 67 o5 1%
27
B AL B o e B B B s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10432: 1,2-Benzenediol, 3-methyl- ,../\..,....,....,....,’\...
78 124 8.40 8.60 8.80 9.00 9.20
m/z 60.00 25.76%
5000
39 51 95106
bl LN
m/z--> 20 O 6 80 100 120 140 160 180 200 840 860 880 900 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 1,2,4,5-Tetrathiane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.79 ng/ul 122306 Acenaphthene-d10 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.5-Tetrathiane 156 C2H4S4 000291-22-5 96
2 2-Cvanoimino-1.3-dithiane 158 C5H6N2S2 010191-73-8 27
3 I1.2.3.41Tetrathiane 156 C2H4S4 000290-81-3 17
4 2-Chloroethvl ethvl disulfide 156 C4H9CIS2 1000226-67-6 16
5 Thiazolidin-4-one, 2-hydroxymeth... 146 C4H6N202S 104959-22-0 10
Abundance Scan 1723 (13.022 min): BM026659.D (-1716) (-) m/z 155.90 100.00%
45 1%6
110
5000 64
78 o1
123 12.80 13.00 13.20 13.40
2 || m/Z 45.00  98.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28522: 1,2,4,5-Tetrathiane
45
156
110
5000 64 12.80 13.00 13.20 13.40
78 m/z 46.00 97 .40%
. 124
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
46 106
158 12.80 13.00 13.20 13.40
5000 m/z 110.00 60.59%
27
58 23 84
5 125 143
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28523: [1,2,3,4] Tetrathiane e
156 12.80 13.00 13.20 13.40
m/z 63.90 39.51%
64 128
5000
45 92
T |'"'|'M"MIM"??""l'%;P'l"t'l" 'Jl""l" B A AR SRR AR RS
m/z--> 20 40 60 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\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.60 3.63 ng/ul 159592 Acenaphthene-d10 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N"-Dimethvisulfamide 124 C2H8N202S 022504-72-9 47
2 1.2.4-Triazolol4.3-blpvridazine.... 154 C5H3CIN4 028593-24-0 37
3 Propanoic acid. 2-chloro- 108 C3H5CI02 000598-78-7 28
4 1.3-Dioxepane. 5.5.6.6-tetrafluoro- 174 C5H6F402 001547-52-0 28
5 (S)-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 28
Abundance Scan 1991 (14.598 min): BM026659.D (-1979) (-) 64.00 100.00%
a4
45 78
5000
14.20 14.40 14,60 14.80 15.00
m/z 45.00 70.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10247: N,N-Dimethylsulfamide
3
5000 U AR S A I
64 1420 14.40 14.60 14.80 15.00
48 94 124 m/z 78.00 67 .68%
78
m/z--> 25 4b eb 80 100 120 140 160 180 200 220
Abundance
64 154
14.20 14.40 14.60 14.80 15.00
5000 126 m/z 46.00 50.56%
37 99
13 25 51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5219: Propanoic acid, 2-chloro-
27 14.20 14.40 14.60 14.80 15.00
64 m/z 124.00 49_.21%
5000 45
15 || L)l ge o1 108 .
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 1,2,4,5,7,8-Hexathiocyclono... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.39 2.14 ng/ul 103826 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 87
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 33
4 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 33
5 Benzene 78 C6H6 000071-43-2 9
Abundance Scan 2126 (15.392 min): BM026659.D (-2121) (-) m/z 124.00 100.00%
124
45 78
5000 64
o 10 || 12155 198 15100 1520 1540 15,60 15:80
b e m/z 77.95  77.49%
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 44.95 75.69%
743iTM.JL..J.%%,”..“h.W..” SEBISRADY SRS SRR
mz-> 20 40 80 100 120 140 160 180 200 220
Abundance
78 124
45 15.00 15.20 15.40 15.60 15.80
5000 m/z 46.00 48.69%
60
110 142 156
USRS "|""|"'9§|""|' "'I""I'l7p'l%§§'l ""l"2'3'4
mz-> 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 36.89%
5000
‘ o5 106
||‘|‘||‘i‘||HH||H|‘Huuu‘|‘|||“|||‘H||||‘||||||||||||||||||||||||||| s e A e S
mz-> 20 40 60 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\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 Lenthionine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.73 2.15 ng/ul 104155 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 94
2 Lenthionine 188 C2H4S5 000292-46-6 93
3 Salicvl alcohol 124 C7H802 000090-01-7 43
4 4-Chloro-2-nitrobenzyl alcohol 187 C7H6CINO3 022996-18-5 38
5 4-Chloro-2-nitrobenzyl alcohol 187 C7H6CINO3 022996-18-5 38
Abundance Scan 2183 (15.727 min): BM026659.D (-2177) (-) m/z 77.95 100.00%
8 142
45
5000
124
64 188
96 110 156 209 236 15.40 15.60 15.80 16.00
m/z 141.90 84.76%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51806: Lenthionine
78 142
124
5000 45 N I
188 15.40 15.60 15.80 16.00
64 110 m/z 45.00 75.32%
32 ‘ %6 156
> & 20 40 6o 80 100 130 140 180 1% 2% 230 340
Abundance
45 78
142
15.40 15.60 15.80 16.00
5000 124 156 m/z 46.00 58.23%
64 110 188
32 96 174
miz-> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10414: Salicyl alcohol R RmEmaneY
78 15.40 15.60 15.80 16.00
m/z 124.00 38.90%
5000
106 124
39
;21 P65 |
m/z--> c') 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 22'0 24'10 15.40 15.60 15.80 16.00 '
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.52 4.46 ng/ul 216323 Phenanthrene-d10 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane-d12 96 C6D12 001735-17-7 38
2 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 37
3 Ethvl Chloride 64 C2H5CI 000075-00-3 37
4 Ethvl Chloride 64 C2H5CI 000075-00-3 25
5 Hexathiepane 206 CH2S6 017233-71-5 22
Abundance Scan 2318 (16.521 min): BM026659.D (-2312) (-) m/z 141.90 100.00%
64 142
78
5000 45 206
% 160
110 16.20 16.40 16.60 16.80
174
SN N '..:-1....\,....,1.2.5.‘.,1...!'....,.1.??,.-!...... L m/z 64.00  87.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2784: Cyclohexane-d12
46
96
5000 AR AR R SRR
30 16 20 16. 40 16. 60 16.80
78 m/z 77.95 74 .64%
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 51.61%
84 95113130 160 1a5 208
mﬁwm‘mmﬁwmwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #353: Ethyl Chloride B B B L B B R
8 64 16.20 16.40 16.60 16.80
m/z 205.90 43.60%
5000
49
R A LR L RN RARN RS BN LN LN UL RN LN RS L AR AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.45 2.12 ng/ul 102946 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 50
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 37
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 36
4 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 32
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 28
Abundance Scan 2646 (18.451 min): BM026659.D (-2642) (-) m/z 57.10 100.00%
57
5000
97 113 !¥ f
41| 8 18.20 18.40 18.60 18.80
169 : : : :
....,....-,|'...' ,.?9.,-'.. e 130188 oA e m/z 97.05  36.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene AJ[\JL\
57
5000 RN SULRL UL SO B
18.20 1840 18.60 18.80
97 113 m/z 113.20 33.44%
,‘ 70 |h |, I 126139153 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
" 18.20 18.40 1860 18.80
5000 m/z 55.05 27 .95%
41 97
119
27 71 g4 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- T P T
7 71 18.20 18.40 18.60 18.80
m/z 41.10 17.62%
B ‘,\/\_/\’j\\/\/\w
129143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18/20 1840 18.60 18.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.73 4.84 ng/ul 240635 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Cvclotetracosane 336 C24H48 000297-03-0 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 3034 (20.733 min): BM026659.D (-3030) (-) m/z 43.10 100.00%
48
83
5000
105 orn ST Mo e
J “ 1139 | 207 o ses 325 401 426 20.40 20.60 20.80 21.00
e L R e e 2 "m/z 57.05  89.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115904: 1-Nonadecene
87 83
5000 111 LA L L L L L L L
29 mmmmmmmm
266 m/z 55.10 85.47%
WL s
mz> 50 '100””15'30”"2c')o'”'256”'366”'351,6”'460””
Abundance
57
83 LA USNLSUUNB IR
20.40 20.60 20.80 21.00
5000 m/z 83.10 64 .48%
29 111

139 168 196 224 252

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane T T T T T T T T

43 83 20.40 20.60 20.80 21.00

m/z 41.05 60.64%
5000
111
1} | l |139 167 196 224 250 279 308 336
T

T
m/z--> 50 100 150 200 250 300 350 400 20. 40 20 60 20. 80 21. OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Aca On : 06 Jul 2020 09:57

Operator : JU/CG

Sample - L3131-03DL 2X

Misc :

ALS Vial : 3 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 4
R.T. EstConc Area Relative to ISTD R.T.
21.86 4.14 ng/ul 205653 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 86
2 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 30
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
4 Silane. dichlorocvclohexvimethvl- 196 C7H14CI2Si 005578-42-7 18
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 16
Abundance Scan 3226 (21.862 min): BM026659.D (-3221) (-) m/z 57.10 100.00%
57
1 M\AJJ\,_/M\V\
5000
RIS DU DU SURSA BN
169 208 21.60 21.80 22.00 22.20
281
0 ...J||.L.".|T.]:3:7|L.l...|l. 2o 8283%6 a1 49 m/z 97.05 53.66%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 RIS DU BN SUNSN B
21.60 21.80 22.00 22.20
83113 m/z 113.10 46.74%
, LJLl J 139 168

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
81 113
a 21.60 21.80 22.00 22.20
5000 m/z 55.05 29.61%
140
172
e B L L o B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #54934: Octane, 2-bromo- B R B S S S
57 21.60 21.80 22.00 22.20
m/z 83.05 28.58%
s000{ 28
113
L8 ] 149 102
T T T e R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BMO70620\
Data File : BM026659.D

Acq On : 06 Jul 2020 09:57

Operator : JU/CG

Sample : L3131-03DL 2X

Misc :

ALS Vial : 3 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 8.83 5.7 ng/ul 201852 2 10.10 704317 20.0
1,2,4,5-Tetrathiane 13.02 2.8 ng/ul 122306 3 14.01 878144 20.0
unknown-01 14.60 3.6 ng/ul 159592 3 14.01 878144 20.0
1,2,4,5,7,8-Hexat... 15.39 2.1 ng/ul 103826 4 16.77 970652 20.0
Lenthionine 15.73 2.1 ng/ul 104155 4 16.77 970652 20.0
unknown-02 16.52 4.5 ng/ul 216323 4 16.77 970652 20.0
(DEL) Alkane: Str... 18.45 2.1 ng/ul 102946 4 16.77 970652 20.0
(DEL) Alkane: Str... 20.73 4.8 ng/ul 240635 5 20.99 994202 20.0
(DEL) Alkane: Str... 21.86 4.1 ng/ul 205653 5 20.99 994202 20.0
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