LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\METHOD\82F050619S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.127 56 60 61 rBv3 2813 5131 2.18% 0.269%
2 1.147 61 62 64 rBv2 3902 6848 2.91% 0.360%
3 1.176 64 65 66 rvv 4215 4370 1.86% 0.230%
4 1.206 66 68 69 rvv2z 4023 5715 2.43% 0.300%
5 1.245 69 72 74 rVva 3255 8847 3.76% 0.465%
6 1.275 74 75 77 rVB2 4032 5107 2.17% 0.268%
7 1.462 90 94 95 rBv3 4821 7100 3.02% 0.373%
8 1.492 95 97 98 rBv2 2539 3494 1.48% 0.183%
9 1.580 104 106 108 rBvV3 2883 4035 1.71% 0.212%
10 1.610 108 109 110 rvv 4149 3234 1.37% 0.170%
11 1.630 110 111 112 rvv 12827 8032 3.41% 0.422%
12 1.659 112 114 117 rVvv3 4663 8602 3.65% 0.452%
13 1.699 117 118 122 rVB4 6055 9191 3.90% 0.483%
14 1.748 122 123 125 rBvV2 3358 3685 1.57% 0.194%
15 1.787 125 127 131 rBVvV4 2166 4182 1.78% 0.220%
16 1.994 144 148 156 rBvV 111783 232413 98.71% 12.206%
17 2.093 156 158 160 rVB3 5937 8325 3.54% 0.437%
18 2.280 175 177 178 rBvV2 3772 4176 1.77% 0.219%
19 2.310 178 180 182 rVvv3 5393 8393 3.56% 0.441%
20 2.349 182 184 187 rVB3 5559 12131 5.15% 0.637%
21 2.477 195 197 199 rBvV3 4884 5130 2.18% 0.269%
22 2.556 203 205 206 rBvV2 2859 3401 1.44% 0.179%
23 2.635 211 213 215 rVB3 4153 5444 2.31% 0.286%
24 3.128 261 263 264 rVvv2 3512 5038 2.14% 0.265%
25 3.158 264 266 271 rVB5 10823 20153 8.56% 1.058%
26 3.660 313 317 320 rVvB4 3761 8896 3.78% 0.467%
27 3.887 339 340 343 rBV3 2833 3773 1.60% 0.198%
28 4.163 366 368 372 rBv4 1890 4311 1.83% 0.226%
29 4.331 379 385 393 rVB 48964 149335 63.42% 7.843%
30 4.587 409 411 415 rVB5 2275 4628 1.97% 0.243%
31 4.695 420 422 424 rBV3 1919 3037 1.29% 0.159%
32 4.745 424 427 429 rVB3 2354 4432 1.88% 0.233%
33 4.883 439 441 443 rBV3 2330 4423 1.88% 0.232%

34 5.070 453 460 466 rBvV2 70777 235459 100.00% 12.366%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_X\METHOD\82F050619S.M

Title : SW846 8260

35 5.139 466 467 469 rvv2 2671 3549 1.51% 0.186%
36 5.178 469 471 475 rVB4 1859 4219 1.79% 0.222%
37 5.306 482 484 486 rVB3 2666 3418 1.45% 0.180%
38 5.454 497 499 501 rVB2 2117 3096 1.31% 0.163%
39 5.799 528 534 546 rBV 60877 173384 73.64% 9.106%
40 6.154 567 570 571 rBV3 1896 3915 1.66% 0.206%
41 6.351 587 590 592 rvB2 2136 4001 1.70% 0.210%
42 6.598 613 615 618 rBv4 2436 3916 1.66% 0.206%
43 6.686 621 624 627 rVB3 2203 3638 1.55% 0.191%
44 6.854 637 641 642 rBV3 3156 4959 2.11% 0.260%
45 6.894 642 645 646 rVB 2561 3383 1.44% 0.178%
46 7.386 692 695 697 rBv4 1538 3082 1.31% 0.162%
47 7.446 697 701 711 rVvVv 16825 46382 19.70% 2.436%
48 7.603 715 717 720 rVB3 1997 3883 1.65% 0.204%
49 7.731 723 730 735 rBV 65197 157574 66.92% 8.275%
50 7.800 735 737 739 rvV 4603 5524 2.35% 0.290%
51 8.057 758 763 764 rvv4 1971 3666 1.56% 0.193%
52 8.362 788 794 798 rBV5 3919 13921 5.91% 0.731%
53 8.540 810 812 819 rVB5 1587 4272 1.81% 0.224%
54 8.924 848 851 853 rvv4 1454 3220 1.37% 0.169%
55 9.062 863 865 868 rvB3 2658 3756 1.60% 0.197%
56 9.358 890 895 898 rvvs 1879 6118 2.60% 0.321%
57 9.437 902 903 906 rvv3 2253 3357 1.43% 0.176%
58 9.516 909 911 914 rVvv4 1807 3178 1.35% 0.167%
59 9.772 935 937 941 rBv4 2063 4497 1.91% 0.236%
60 9.930 948 953 961 rBvV 73177 171884 73.00% 9.027%
61 10.058 963 966 970 rVB5 2457 5236 2.22% 0.275%
62 10.235 982 984 987 rBV3 1875 3443 1.46% 0.181%
63 10.363 993 997 1002 rVB8 2148 4955 2.10% 0.260%
64 10.511 1010 1012 1015 rBVZ2 2222 4408 1.87% 0.231%
65 10.767 1035 1038 1039 rBV2 2312 3739 1.59% 0.196%
66 10.905 1050 1052 1054 rBV3 1668 3086 1.31% 0.162%
67 11.211 1079 1083 1085 rBv4 2603 5679 2.41% 0.298%
68 11.507 1110 1113 1119 rBV 62183 112543 47.80% 5.910%
69 11.635 1123 1126 1129 rVB4 7176 11942 5.07% 0.627%
70 11.970 1157 1160 1163 rVB3 2239 4611 1.96% 0.242%
71 12.039 1163 1167 1169 rBV3 1812 3487 1.48% 0.183%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\
Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\METHOD\82F050619S.M
Title - SW846 8260
72 12.118 1172 1175 1182 rBV6 4322 13489 5.73% 0.708%
73 12.216 1182 1185 1187 rBV3 2520 4203 1.79% 0.221%
74 12.374 1197 1201 1207 rVBS8 2450 7052 3.00% 0.370%
75 12.502 1210 1214 1216 rBv4 2859 7535 3.20% 0.396%
76 12.621 1223 1226 1233 rVB 86932 136217 57.85% 7.154%
77 12.719 1235 1236 1240 rVB3 2296 4062 1.73% 0.213%
78 12.768 1240 1241 1244 rBV3 1875 3422 1.45% 0.180%
79 12.857 1249 1250 1253 rBV3 2064 3781 1.61% 0.199%
80 12.995 1261 1264 1266 rBV3 3376 4461 1.89% 0.234%
81 13.123 1274 1277 1279 rBv4 2801 4830 2.05% 0.254%
82 13.202 1282 1285 1287 rVB3 1693 3261 1.38% 0.171%
83 13.242 1287 1289 1291 rBV2 2701 4143 1.76% 0.218%
84 13.340 1295 1299 1301 rBv4 3806 8945 3.80% 0.470%
85 13.626 1324 1328 1331 rBV3 1111 3090 1.31% 0.162%
86 13.734 1338 1339 1348 rBV5 1937 7824 3.32% 0.411%
87 13.922 1355 1358 1361 rVB5 2647 6286 2.67% 0.330%
88 14.020 1364 1368 1370 rVB2 2539 4333 1.84% 0.228%
89 14.119 1376 1378 1381 rVV 6417 7189 3.05% 0.378%
90 14.188 1383 1385 1388 rBV2 1996 4147 1.76% 0.218%
91 14.513 1415 1418 1420 rVB 4967 7921 3.36% 0.416%
92 14.651 1429 1432 1434 rVB2 3812 5534 2.35% 0.291%
93 14.838 1446 1451 1454 rBV5 2008 6196 2.63% 0.325%
94 14.996 1463 1467 1469 rBV3 2261 4157 1.77% 0.218%
95 15.065 1471 1474 1475 rBV3 1914 3019 1.28% 0.159%
96 15.361 1501 1504 1508 rBV4 1852 4287 1.82% 0.225%
97 15.588 1525 1527 1529 rBV2 2036 3598 1.53% 0.189%
98 15.913 1558 1560 1562 rBV2 3128 4667 1.98% 0.245%
99 16.002 1566 1569 1570 rBV3 2630 3056 1.30% 0.160%
100 16.031 1570 1572 1575 rBv4 1922 4031 1.71% 0.212%
Sum of corrected areas: 1904128
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : SW846 8260

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

Abundance TIC: VF062512.D

120000

100000

80000 5.07

60000

40000

20000

3.66 3.89 416

4.584044.88

AN NN

Time--> 1.00 1.20 1.40 1.60 1.80 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF062512.D

120000
100000
80000 9.93
60000
40000

20000

9.3654452 10.0610.240.360.51 10.710.91

6.15 6.35 6.6069 66389 8.99.06 9.77
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Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF062512.D
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80000
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1516600
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : SW846 8260

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 Dimethyl sulfide Concentration Rank 1

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

1.99 49_.35 ug/1 232413 Pentafluorobenzene 5.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 91
2 Borane-methvl sulfide complex 76 C2H9BS 013292-87-0 59
3 Sulfonium. dimethvl-. cvanonitro... 146 C4H6N202S 058992-18-0 50
4 Ethanethiol 62 C2H6S 000075-08-1 47
5 Boric acid 62 BH303 010043-35-3 47

Abundance Scan 148 (1.994 min): VF062512.D (-144) (-) m/z 47.05 100.00%

47.0
5000

160 180 200 220 240
o 79.0 102.8 132.7 164.1 190.8 227.1 263.1 m/z 44.95 90.20%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #338: Dimethyl sulfide
47.0

5000 R S RNy
1.60 1.80 2.00 2.20 2.40

15.0 m/z 62.05 72.34%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #919: Borane-methy! sulfide complex
62.0

1.60 1.80 2.00 2.20 2.40
5000 m/z 46.00 52.11%

35.0
140\ 1117 1|
B R S o e L o RN ERREAREEEE R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#21734: Sulfonium, dimethyl-, cyanonitromethylide L B B e
45.0 70.0 160 180 200 220 240

m/z 60.95 25.16%

|

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 1.60 180 200 2.20 2.40

o

5000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Aca On - 12 May 2019 19:28

Operator : FY/SY

sample - K2734-21 -
Misc - 5.37a/5mL/MSVOA F/SOIL O DO
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : SW846 8260

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 Disulfide, dimethyl Concentration Rank 2

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

7.45 13.38 ug/Il 46382 1,4-Difluorobenzene 5.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
2 Dimethvl sulfone 94 C2H602S 000067-71-0 50
3 Phosphonic acid. (3-methvl-2-oxo... 206 C8H1504P 054543-04-3 36
4 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 35
5 S-(2,2,2-Trifluoroethyl) methane... 194 C3H5F302S2 069466-44-0 23

Abundance Scan 701 (7.446 min): VF062512.D (-697) (-) m/z 93.95 100.00%
45.0 94.0
5000
7.20 7.40 7.60 7.80
o 153.1 208.9  247.9269.6 s 44 08 86.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2533: Disulfide, dimethyl
94.0
5000 45.0
7.20 7.40 7.60 7.80
m/z 78.95 70.14%
ol 250 | d60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2528: Dimethyl sulfone
79.0
7.20 7.40 7.60 7.80
5000 m/z 47.05 28.24%
45.0
O'H'V'”lﬂ'wh”'w'“l“'w'”w'“'"“ SRS SRR SAREE RS AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66426: Phosphonic acid, (3-methyl-2-oxo-3-pentenyl)-, dim...
. 7.20 7.40 7.60 7.80
m/z 46.05 24 .94%
5000
188.0
127.0 158.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051219\

Data File : VF062512.D

Acq On : 12 May 2019 19:28

Operator : FY/SY

Sample : K2734-21 :
Misc - 5.37g/5mL/MSVOA_F/SOIL OSSR AN
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
Quant Title : SW846 8260

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

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

Dimethyl sulfide 1.99 49 .4 ug/l 232413 1 5.07 235459 50.0
Disulfide, dimethyl 7.45 13.4 ug/I1 46382 2 5.80 173384 50.0
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