LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\

Data File : BP©@9924.D

Acqg On : 18 Apr 2022 20:03

Operator : CG/JU

Sample : N2421-04

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION
Signal : TIC: BP@09924.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP0@9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION
37 15.175 2051 2055 2058 rBV6 3110 5227 0.11% 0.013%
38 15.222 2058 2063 2071 rVB6 8817 17286 0.36% 0.044%
39 15.393 2088 2092 2097 rBv2 37050 52662 1.11% 0.133%
40 15.445 2097 2101 2105 rVB6 6855 9387 0.20% 0.024%
41 15.575 2116 2123 2136 rBV 2233915 3275255 68.86% 8.265%
42 15.687 2136 2142 2150 rBV 781060 1087203 22.86% 2.744%
43 15.792 2155 2160 2161 rVV4 18791 27578 0.58% 0.070%
44 15.810 2161 2163 2169 rVB2 25551 41313 0.87% 0.104%
45 15.940 2181 2185 2189 rVB7 8292 11969 0.25% 0.030%
46 15.992 2191 2194 2200 rVVv8 5273 8828 0.19% 0.022%
47 16.140 2213 2219 2222 rBvV8 5795 12373 0.26% 0.031%
48 16.210 2225 2231 2236 rVWV 62223 107773  2.27% 0.272%
49 16.263 2237 2240 2244 rW4 15626 25357 0.53% 0.064%
50 16.304 2244 2247 2250 rVV5 12149 19504 0.41% 0.049%
51 16.363 2254 2257 2264 rVB5 12391 20736 0.44% 0.052%
52 16.475 2272 2276 2281 rBvV3 10084 15528 0.33% 0.039%
53 16.651 2298 2306 2309 rBV10 4921 12913 ©.27% 0.033%
54 16.816 2329 2334 2341 rBV9 7525 13245 0.28% 0.033%
55 16.881 2343 2345 2349 rVB4 5172 6768 0.14% 0.017%
56 17.016 2361 2368 2372 rBV1e 6433 12523 0.26% 0.032%
57 17.104 2377 2383 2389 rBV5 12465 27532 ©0.58% 0.069%
58 17.263 2406 2410 2415 rBV3 23523 30892 0.65% 0.078%
59 17.334 2416 2422 2431 rVV 1294058 1855035 39.00% 4.681%
60 17.434 2432 2439 2452 rVV 2822003 3941787 82.87% 9.947%
61 17.645 2473 2475 2482 rVB8 6487 9199 0.19% 0.023%
62 17.839 2506 2508 2513 rVB4 5880 7993 0.17% 0.020%
63 18.004 2531 2536 2542 rVB5 17497 27595 0.58% 0.070%
64 18.216 2568 2572 2579 rBV2 90043 127988 2.69% 0.323%
65 18.522 2619 2624 2630 rBV7 16282 33370 0.70% 0.084%
66 18.804 2669 2672 2676 rVB5 12779 17178 0.36% 0.043%
67 19.075 2710 2718 2722 rBV5 22683 56543 1.19% 0.143%
68 19.239 2742 2746 2750 rBV 40629 55425 1.17% 0.140%
69 19.281 2750 2753 2754 rVV3 12822 14626 0.31% 0.037%
70 19.310 2754 2758 2763 rW 34720 50392 1.06% 0.127%
71 19.351 2763 2765 2768 rVV4 9722 9697 0.20% 0.024%
72 19.445 2778 2781 2789 rBVS5 28455 40675 0.86% 0.103%

73 19.663 2812 2818 2828 rBV 3665427 4756544 100.00% 12.003%
74 21.122 3062 3066 3074 rBV 154214 216152  4.54%  ©.545%
75 21.416 3110 3116 3122 rBV 1622684 2185876 45.96% 5.516%
76 23.721 3499 3508 3515 rBV 2225311 4587540 96.45% 11.577%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP©©9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION
77 23.874 3527 3534 3543 rVB2 984789 2050636 43.11% 5.175%

Sum of corrected areas: 39627661
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP0@9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP009924.D\data.ms
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Abundance TIC: BP009924.D\data.ms
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Abundance TIC: BP009924.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP0@9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.117 11.31 ng/ul 367810 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 23
Abundance Scan 5 (3.117 min): BP009924.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /k
R RAREE L A RRRR R
3.203.303.40 3.50
ob b bl 14692070267.0350 4292 5126 ., 43.10  s6.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [ TT T T[T T T T[T TTT]
3.203.303.403.50
“ ‘ m/z 55.00 31.32%
0\\“\‘\“‘”\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
AR RARRARRE
3.203.303.403.50
5000 m/z 87.05 29.42%
0um‘u“ﬂ\‘w\\\\‘u\\‘\\u‘\\\\‘uH‘\m,\m‘\m‘uu,\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RARRERERE L
73.0 3.203.303.403.50
m/z 41.05 12.66%
5000 J\¥
o\H’l e s o e et S o ARESRAREaERaEREREEY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP©©9924.D

Acqg On : 18 Apr 2022 20:03

Operator : CG/JU

Sample : N2421-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
: SVOA CALIBRATION

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

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

Peak Number 2 Cyclohexane, isothiocyanato- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.475 5.10 ng/ul 252520  Naphthalene-d8 10.758
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, isothiocyanato- 141 C7H11INS 001122-82-3 95
2 Cyclohexane, isothiocyanato- 141 C7H11INS 001122-82-3 94
3 Cyclohexane, isothiocyanato- 141 C7H11NS 001122-82-3 90
4 Cyclohexane, isothiocyanato- 141 C7H11INS 001122-82-3 87

5 1,5-Octadiene, 7-methyl-3-(1-met... 166 C12H22 074630-12-9 47

Abundance Scan 1426 (11.475 min): BP009924.D\data.ms (-1419) (- m/z 55.10 100.00%
55.1

5000 140.9

l 11.50
).

okl | 2070 28093410 422.5 8093 . n/z 140.95  50.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #21855: Cyclohexane, isothiocyanato-
53.0
5000 LI
11.50
14’1-0 m/z 83.10 45.81%
0‘\\\ ““I\’\J‘\I\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #21853: Cyclohexane, isothiocyanato-
55.0
141.0 AL
11.50
5000 m/z 41.10 41.46%
o"J«\u‘l""w\Hw‘mwH‘wH‘HH_ww_ww_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #21856: Cyclohexane, isothiocyanato- o
55.0 11.50
m/z 39.00 24.16%
141.0
5000
o‘H““m’m“‘u‘w‘H‘wH‘w_Wwwww WA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP0@9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 [1,2,3,4]Tetrathiane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.099 2.01 ng/ul 147049  Acenaphthene-di10 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,3,4]Tetrathiane 156 C2H4S4 000290-81-3 98
2 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S 013728-28-4 50
3 Ethyl trifluoromethyl trisulfide 194 C3H5F3S3 055882-01-4 42
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 33
5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 33

Abundance Scan 1702 (13.099 min): BP009924.D\data.ms (-1695) (-~ m/z 155.85 100.00%

156.8 ‘
63.9
5000
7
M ’ 13.00 13.50
ol dlod L 2608327.0 403.2 4770 5491 ./, 63,99  77.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33186: [1,2,3,4]Tetrathiane
156.0
64.0
5000 ]
1300 13.50
m/z 127.85 54.11%
O\\\‘\‘“\\\\“‘}\\\"f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33195: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol
64.0
™
124.0 1300 13.50
5000 ITI/Z 44 .95 23.36%
o“”hH'H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69475: Ethyl trifluoromethyl trisulfide . ‘
9.0 13.00 13.50
m/z 157.90 19.17%
5000
194.0
} 93.0 ‘
1 N O S B W—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041822\
Data File : BP0@9924.D

Acqg On : 18 Apr 2022 20:03
Operator : CG/JU

Sample : N2421-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Butane, 2-metho... 3.117 11.3 ng/ul 3678106 1 7.952 650326 20.0
Cyclohexane, is... 11.475 5.1 ng/ul 252520 2 10.758 990803 20.0
[1,2,3,4]Tetrat... 13.099 2.0 ng/ul 147049 3 14.581 1463650 20.0
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