LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO82218WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 0.609 4 6 13 rVB 365 286 0.02% 0.003%
2 0.638 13 15 16 rBvV 122 46 0.00% 0.000%
3 0.664 16 23 24 rBvV3 463 424 0.04% 0.004%
4 0.699 33 34 40 rVB 330 161 0.01% 0.001%
5 0.728 40 43 45 rBV2 559 368 0.03% 0.003%
6 0.760 50 53 55 rvv 363 243 0.02% 0.002%
7 0.773 55 57 60 rvv 307 181 0.02% 0.002%
8 0.805 62 67 70 rBv2 345 354 0.03% 0.003%
9 0.831 70 75 77 rVVv2 294 305 0.03% 0.003%
10 0.857 81 83 85 rBv 150 78 0.01% 0.001%
11 0.892 92 94 97 rvVB2 243 130 0.01% 0.001%
12 0.921 97 103 105 rBV2 305 256 0.02% 0.002%

13 1.088 135 155 174 rBV 801908 870348 74.39%% 7.676%
14 1.400 244 252 266 rBV2 1102958 1169954 100.00% 10.318%
15 1.680 332 339 350 rvB 109534 137732 11.77% 1.215%

16 2.185 488 496 511 rBvV 174215 261412 22.34% 2.305%
17 2.272 515 523 535 rVB 245554 369461 31.58% 3.258%

18 3.500 902 905 907 rBV 281 216 0.02% 0.002%
19 3.612 937 940 943 rBV2 301 180 0.02% 0.002%
20 3.815 1000 1003 1006 rBV2 204 127 0.01% 0.001%
21 3.908 1029 1032 1033 rBvV 255 132 0.01% 0.001%
22 4.127 1088 1100 1104 rBV3 7159 14110 1.21% 0.124%
23 4.181 1106 1117 1119 rBV2 92793 151744 12.97% 1.338%
24 4.548 1228 1231 1236 rBV3 365 248 0.02% 0.002%
25 4.571 1236 1238 1239 rBV 222 72 0.01% 0.001%
26 4.651 1245 1263 1289 rBV 201039 471686 40.32% 4._.160%
27 4.831 1318 1319 1320 rBV 321 114 0.01% 0.001%
28 4.940 1352 1353 1355 rBvV 210 104 0.01% 0.001%
29 4.956 1355 1358 1362 rVB3 347 245 0.02% 0.002%
30 4.982 1363 1366 1367 rBV 431 235 0.02% 0.002%
31 5.024 1377 1379 1380 rBV 402 199 0.02% 0.002%
32 5.210 1434 1437 1441 rBV2 391 289 0.02% 0.003%
33 5.249 1445 1449 1453 rBV2 395 358 0.03% 0.003%

34 5.342 1453 1478 1504 rBV2 384663 1141722 97.59% 10.069%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O82218WMA .M
Title : VOC Analysis

35 5.458 1512 1514 1519 rBV3 391 372 0.03% 0.003%
36 5.545 1538 1541 1542 rBV 426 218 0.02% 0.002%
37 5.799 1618 1620 1622 rBV 504 209 0.02% 0.002%
38 5.889 1634 1648 1675 rBV 369707 722607 61.76% 6.373%
39 6.085 1704 1709 1711 rBV2 645 484 0.04% 0.004%
40 6.152 1728 1730 1734 rBV2 389 223 0.02% 0.002%
41 6.191 1734 1742 1753 rVB7 3618 6895 0.59% 0.061%
42 6.255 1759 1762 1765 rBV2 283 198 0.02% 0.002%
43 6.332 1771 1786 1806 rBVY 263553 518514 44.32% 4.573%
44 6.506 1837 1840 1843 rBV3 271 174 0.01% 0.002%
45 6.599 1867 1869 1871 rBV 180 119 0.01% 0.001%
46 6.644 1878 1883 1887 rBV3 445 412 0.04% 0.004%
47 6.725 1900 1908 1912 rVB2 355 394 0.03% 0.003%
48 6.750 1912 1916 1920 rBV2 374 273 0.02% 0.002%
49 6.824 1937 1939 1940 rBV2 303 142 0.01% 0.001%
50 6.950 1975 1978 1982 rVB 315 282 0.02% 0.002%
51 6.972 1982 1985 1990 rVB2 299 253 0.02% 0.002%
52 7.001 1990 1994 2001 rBV3 476 727 0.06% 0.006%
53 7.059 2006 2012 2015 rBV3 378 482 0.04% 0.004%
54 7.127 2030 2033 2035 rBvY 274 191 0.02% 0.002%
55 7.230 2053 2065 2086 rBvV 142723 248799 21.27% 2.194%
56 7.361 2104 2106 2107 rBvV 262 100 0.01% 0.001%
57 7.451 2132 2134 2135 rBY 188 97 0.01% 0.001%
58 7.567 2154 2170 2191 rBVY 531087 908758 77.67% 8.014%
59 7.779 2232 2236 2241 rBV2 503 435 0.04% 0.004%
60 7.808 2243 2245 2246 rBV 164 50 0.00% 0.000%
61 7.850 2246 2258 2274 rBV 106372 178439 15.25% 1.574%
62 8.188 2352 2363 2373 rBV2 35201 87752 7.50% 0.774%
63 8.313 2394 2402 2421 rVB 341867 566025 48.38% 4.992%
64 8.648 2504 2506 2508 rBvV 395 156 0.01% 0.001%
65 8.757 2537 2540 2542 rBV2 310 219 0.02% 0.002%
66 8.905 2585 2586 2587 rBV2 237 80 0.01% 0.001%
67 8.921 2588 2591 2594 rvv3 445 408 0.03% 0.004%
68 8.953 2594 2601 2613 rVB6 2508 4874 0.42% 0.043%
69 9.091 2631 2644 2670 rBVY 547932 895061 76.50% 7.894%
70 9.252 2691 2694 2697 rBV2 428 319 0.03% 0.003%
71 9.339 2718 2721 2723 rBV 217 141 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO82218WMA .M
Title : VOC Analysis
72 9.377 2730 2733 2741 rVB3 994 1059 0.09% 0.009%
73 9.419 2743 2746 2750 rBvV2 436 301 0.03% 0.003%
74 9.474 2760 2763 2768 rBvV2 409 332 0.03% 0.003%
75 9.496 2768 2770 2773 rVB 355 192 0.02% 0.002%
76 9.519 2775 2777 2780 rBvV2 262 170 0.01% 0.001%
77 9.692 2827 2831 2835 rVB2 394 281 0.02% 0.002%
78 9.718 2835 2839 2842 rBV2 639 531 0.05% 0.005%
79 9.863 2878 2884 2885 rBV 350 365 0.03% 0.003%
80 9.898 2892 2895 2898 rBV2 374 321 0.03% 0.003%
81 9.940 2904 2908 2909 rBV3 390 297 0.03% 0.003%
82 9.975 2916 2919 2920 rBV 138 79 0.01% 0.001%
83 10.011 2927 2930 2932 rBV 230 118 0.01% 0.001%
84 10.062 2944 2946 2951 rVB2 465 333 0.03% 0.003%
85 10.165 2975 2978 2982 rBV2 593 540 0.05% 0.005%
86 10.255 2994 3006 3028 rBV2 88275 154481 13.20% 1.362%
87 10.390 3046 3048 3049 rBV 285 130 0.01% 0.001%
88 10.432 3049 3061 3083 rVB 369884 596485 50.98% 5.260%
89 10.622 3112 3120 3133 rVB2 16562 31211 2.67% 0.275%
90 10.754 3158 3161 3163 rBV 415 279 0.02% 0.002%
91 10.879 3195 3200 3207 rVB3 1508 1783 0.15% 0.016%
92 10.908 3207 3209 3213 rBV2 348 297 0.03% 0.003%
93 11.078 3260 3262 3265 rBV2 463 278 0.02% 0.002%
94 11.123 3274 3276 3279 rBV 345 223 0.02% 0.002%
95 11.210 3301 3303 3304 rBV 227 103 0.01% 0.001%
96 11.487 3377 3389 3406 rBV 560164 868320 74.22% 7.658%
97 11.747 3462 3470 3483 rBV3 12285 19680 1.68% 0.174%
98 11.863 3492 3506 3522 rBV 571928 911640 77.92% 8.040%
99 12.307 3641 3644 3646 rBV 479 290 0.02% 0.003%
100 13.072 3875 3882 3891 rVB5 6947 10499 0.90% 0.093%
Sum of corrected areas: 11339020
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .M
VOC Analysis

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

Abundance TIC: VU026382.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .M
VOC Analysis

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 Ethanethiol Concentration Rank 2

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

2.18 18.09 ug/L 261412 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 91
4 Ethanethiol 62 C2H6S 000075-08-1 91
5 Ethanethiol 62 C2H6S 000075-08-1 91

Abundance Scan 495 (2.182 min): VU026382.D (-488) (-) m/z 62.00 100.00%
62
47
5000
1.80 2.00 2.20 2.40 2.60
3639 4 0 55 66 81
o..,....,....,....,....,....,....,....,....‘h..?,....,.!.!I..,....,....,....,....,...., m/z 47.00 62.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #335: Ethanethiol
29 47 62
5000
1.80 2.00 2.20 2.40 2.60
2 24 m/z 44.95 21.09%
58
0"I”"P"W'“'I”"h"I'“Ilﬁz'P'ﬁ4!”?9'”l'H!llI?ﬁ'”l'”'l“"P"W"”l
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #334: Ethanethiol
29 47 62
1.|80 2.50 2.'20 2.210 2.530
5000 m/z 60.95 15.55%
1215 ‘ 1|87 44 50 \\\
mz-> 8 10 15 20 95 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #333: Ethanethiol B R e
20 62 1.80 2.00 2.20 2.40 2.60
47 m/z 45.95 12.61%
5000
26/ 34 s
o ‘ |13740 44| 50 557 ||,
m/z--> é 1'0 1'5 2'0 2'5 3'0 35 4'0 4'5 5'0 5'5 60 65 7'0 7'5 8IO 8|5 ' 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082518\
Data File : VU026382.D

Aca On : 25 Aug 2018 19:31

Operator : MD/SY

Sample : J4644-17

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .M
VOC Analysis

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 Diethyl disulfide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.26 8.63 ug/L 154481 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl disulfide 122 C4H10S2 000110-81-6 95
2 Diethvl disulfide 122 C4H10S2 000110-81-6 91
3 Diethvl disulfide 122 C4H10S2 000110-81-6 45
4 5-exo-Methvl-5-norbornenol 124 C8H120 003212-13-3 38
5 6-exo-Methyl-5-exo-norbornenol 124 C8H120 060362-83-6 38
Abundance Scan 3008 (10.262 min): VU026382.D (-2994) (-) m/z 122.10 100.00%
122
66
5000 94
I R 15100 1020 10140 1060
o e m/z 66.00 64 .70%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9706: Diethyl disulfide
66 122
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m/z 94.00  49.74%

5000

0<
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9703: Diethyl disulfide
D
66 122
i e
29 94 10.00 10.20 10.40 10.60
5000 m/z 59.00 14 .05%
45 79
0 ...“...,..}ﬁ..:l“.?7“...,”.:W..l,...ﬂp...,mw.,.}ez....,W..,”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 I
Abundance #9704: Diethyl disulfide R R e
29 66 10.00 10.20 10.40 10.60
122 m/z 45.00 12.19%
94
5000
45
59
79
0 ...ﬁ...,.%?.,..H,..?7,.jh,...ﬂh A IS N U/ SN Y-
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 130 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082518\
Data File : VU026382.D

Acq On : 25 Aug 2018 19:31

Operator : MD/SY

Sample - J4644-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 26 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanethiol 2.18 18.1 ug/L 261412 1 5.89 722607 50.0
Diethyl disulfide 10.26 8.6 ug/L 154481 2 9.09 895061 50.0
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