LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
Data File : VV009988.D

Aca On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA V/SOIL

ALS Vial : 1 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 V\METHOD\SOM2VLM032619S.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 1.312 64 69 75 rvB 75671 69159 16.46% 2.740%
2 1.553 139 144 154 rVB 80391 96436 22.95% 3.820%
3 2.113 311 318 331 rVB 127089 176639 42.03% 6.997%
4 2.418 411 413 415 rBvV2 681 430 0.10% 0.017%
5 2.528 437 447 463 rVB4 22519 42875 10.20% 1.698%
6 2.923 568 570 574 rVB2 538 412 0.10% 0.016%
7 3.016 595 599 602 rBV2 445 320 0.08% 0.013%
8 3.415 717 723 724 rBV2 743 657 0.16% 0.026%
9 3.473 737 741 748 rBvV4 689 795 0.19% 0.031%
10 3.544 759 763 766 rBv4 669 529 0.13% 0.021%
11 3.589 775 777 780 rVB 666 368 0.09% 0.015%
12 3.647 793 795 797 rBV 691 327 0.08% 0.013%
13 3.933 874 884 889 rBV4 7950 14634 3.48% 0.580%
14 4.225 972 975 978 rVB2 665 366 0.09% 0.014%
15 4.396 1014 1028 1054 rvB2 58999 169106 40.24% 6.699%
16 4.582 1084 1086 1090 rvB2 766 487 0.12% 0.019%
17 4.601 1090 1092 1095 rvB 747 336 0.08% 0.013%
18 4.627 1095 1100 1103 rBvV3 527 528 0.13% 0.021%
19 4.695 1114 1121 1126 rVvv7 1225 1710 0.41% 0.068%
20 4.910 1185 1188 1193 rVB3 742 418 0.10% 0.017%
21 4.939 1194 1197 1202 rvVvB2 549 336 0.08% 0.013%
22 5.090 1226 1244 1264 rBV3 162568 420238 100.00% 16.647%
23 5.338 1319 1321 1324 rBV 548 361 0.09% 0.014%
24 5.399 1336 1340 1344 rVvv4 918 846 0.20% 0.034%
25 5.441 1349 1353 1355 rBvV2 634 373 0.09% 0.015%
26 5.579 1393 1396 1398 rBV 627 476 0.11% 0.019%
27 5.659 1407 1421 1442 rBV 116269 234191 55.73% 9.277%
28 5.936 1505 1507 1511 rBV3 1145 776 0.18% 0.031%
29 6.000 1524 1527 1530 rBvV2 570 400 0.10% 0.016%
30 6.026 1530 1535 1538 rvv4 406 372 0.09% 0.015%
31 6.113 1548 1562 1581 rBV 100117 206782 49.21% 8.192%
32 6.225 1593 1597 1600 rBV3 672 642 0.15% 0.025%
33 6.286 1613 1616 1620 rBV3 705 457 0.11% 0.018%
34 6.544 1692 1696 1699 rBV3 468 414 0.10% 0.016%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
Data File : VV009988.D

Aca On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA V/SOIL

ALS Vial : 1 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_V\METHOD\SOM2VLM032619S .M
Title : VOC Analysis

35 6.807 1771 1778 1779 rBV2 2470 2180 0.52% 0.086%
36 6.965 1821 1827 1831 rBV2 578 672 0.16% 0.027%
37 7.029 1836 1847 1857 rBV2 28405 50057 11.91% 1.983%
38 7.125 1866 1877 1897 rBV2 24454 46761 11.13% 1.852%
39 7.248 1911 1915 1917 rVB2 723 533 0.13% 0.021%
40 7.286 1917 1927 1929 rBV6 1337 1973 0.47% 0.078%
41 7.357 1938 1949 1963 rBV 160523 275099 65.46% 10.898%
42 7.492 1989 1991 1995 rVB3 799 461 0.11% 0.018%
43 7.527 2000 2002 2008 rVB3 1297 1159 0.28% 0.046%
44 7.560 2008 2012 2016 rBV2 587 528 0.13% 0.021%
45 7.576 2016 2017 2022 rVB 858 338 0.08% 0.013%
46 7.598 2022 2024 2030 rBv4 1118 729 0.17% 0.029%
47 7.630 2030 2034 2035 rBvV2 724 489 0.12% 0.019%
48 7.662 2035 2044 2056 rBV3 19524 31715 7 .55% 1.256%
49 7.846 2098 2101 2102 rBvV2 840 368 0.09% 0.015%
50 7.888 2111 2114 2116 rBV2 605 407 0.10% 0.016%
51 7.978 2137 2142 2147 rBV5 1316 1638 0.39% 0.065%
52 8.132 2182 2190 2198 rBV2 24741 44356 10.55% 1.757%
53 8.582 2326 2330 2333 rBV2 642 419 0.10% 0.017%
54 8.614 2338 2340 2346 rVB3 865 772 0.18% 0.031%
55 8.653 2349 2352 2355 rBV2 727 400 0.10% 0.016%
56 8.672 2355 2358 2361 rBV2 544 336 0.08% 0.013%
57 8.698 2364 2366 2370 rvVB2 871 493 0.12% 0.020%
58 8.720 2370 2373 2377 rBB 795 668 0.16% 0.026%
59 8.746 2377 2381 2382 rBvY 572 367 0.09% 0.015%
60 8.775 2386 2390 2395 rvB2 870 694 0.17% 0.027%
61 8.833 2402 2408 2409 rBvV2 526 489 0.12% 0.019%
62 8.894 2416 2427 2446 rBV 152383 247250 58.84% 9.795%
63 9.141 2501 2504 2507 rBvV2 663 520 0.12% 0.021%
64 9.232 2529 2532 2535 rBV3 801 408 0.10% 0.016%
65 9.331 2560 2563 2566 rBV2 804 533 0.13% 0.021%
66 9.495 2609 2614 2615 rBV 466 346 0.08% 0.014%
67 9.621 2648 2653 2655 rBV2 632 508 0.12% 0.020%
68 9.945 2751 2754 2757 rBV2 520 428 0.10% 0.017%
69 10.032 2778 2781 2783 rBV2 778 440 0.10% 0.017%
70 10.138 2810 2814 2817 rVB3 555 411 0.10% 0.016%
71 10.158 2817 2820 2823 rBV3 756 634 0.15% 0.025%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
Data File : VV009988.D

Aca On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA V/SOIL

ALS Vial : 1 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_V\METHOD\SOM2VLM032619S .M
Title : VOC Analysis

72 10.260 2839 2852 2865 rBV2 61635 99036 23.57% 3.923%
73 10.424 2897 2903 2913 rVB4 2602 3822 0.91% 0.151%
74 10.595 2953 2956 2960 rVB2 529 391 0.09% 0.015%
75 10.633 2966 2968 2970 rBV 663 367 0.09% 0.015%
76 10.666 2976 2978 2981 rBV2 466 365 0.09% 0.014%
77 10.836 3021 3031 3042 rBV3 12951 20237 4.82% 0.802%
78 11.071 3102 3104 3110 rVvv4 544 677 0.16% 0.027%
79 11.109 3114 3116 3119 rBvY 548 319 0.08% 0.013%
80 11.193 3134 3142 3148 rVV8 2774 4505 1.07% 0.178%

81 11.296 3163 3174 3186 rBV 66357 112539 26.78% 4.458%
82 11.672 3280 3291 3305 rVv2 65448 107257 25.52% 4.249%

83 11.829 3338 3340 3345 rBV3 863 725 0.17% 0.029%
84 13.280 3789 3791 3798 rBV4 507 390 0.09% 0.015%
85 13.598 3885 3890 3891 rBV2 654 491 0.12% 0.019%
86 13.775 3942 3945 3946 rBV3 913 534 0.13% 0.021%
87 13.797 3947 3952 3960 rVB7 3658 4918 1.17% 0.195%
88 14.077 4036 4039 4041 rBV3 762 416 0.10% 0.016%
89 14.180 4068 4071 4072 rBV2 942 380 0.09% 0.015%
90 14.225 4082 4085 4093 rBV5 1318 1490 0.35% 0.059%
91 14.305 4106 4110 4112 rBV3 761 510 0.12% 0.020%
92 14.408 4137 4142 4144 rBV4 951 941 0.22% 0.037%
93 14.739 4241 4245 4247 rBV2 738 563 0.13% 0.022%
94 15.144 4367 4371 4374 rBV2 919 751 0.18% 0.030%
95 15.289 4414 4416 4421 rBvV4 726 621 0.15% 0.025%
96 15.334 4428 4430 4432 rVB 895 359 0.09% 0.014%
97 15.926 4610 4614 4617 rBV2 913 916 0.22% 0.036%
98 16.225 4705 4707 4709 rBV 720 440 0.10% 0.017%
99 16.492 4787 4790 4796 rBV4 1075 1019 0.24% 0.040%
100 16.527 4799 4801 4804 rBV3 918 591 0.14% 0.023%
Sum of corrected areas: 2524345
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
VvV009988.D

29 Mar 2019 02:15

SY/MD

K2120-05

4.73G/10mL/MSVOA V/SOIL

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOM2VLM032619S.M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV009988.D
5109
150000
2.11
5.66
100000 6.11
131 155
50000
2.53
OU\.J .24 2% 338TRES /\w 423) | o 44 m;l w}sLsaag 6.5
e iy P . . e r .
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Abundance TIC: VV009988.D
7|36 8.89
150000
100000
10.26 11.30  11.67
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0! 2~ By IS = s
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV009988.D
150000
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50000
o 13.28 13 ea@ﬁp 141%323141 1474  15.146383 15. 93 16.22 1136493
ey e e e e e = s
Time--> nm 1%0 mm 1mo Mm 15.00 15.50 1mo mm 1mo ﬂm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
Data File : VV009988.D

Aca On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA V/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOM2VLM032619S.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 Disulfide, dimethyl Concentration Rank 2

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

7.13 4.99 ug/L 46761 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 91
2 Disulfide. dimethvl 94 C2H6S2 000624-92-0 86
3 Disulfide. dimethvl 94 C2H6S2 000624-92-0 83
4 Disulfide. dimethvl 94 C2H6S2 000624-92-0 83
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 83

Abundance Scan 1878 (7.129 mm) VV009988.D (-1866) (-) m/z 94.00 100.00%
94.0
45.0
5000
Gﬁ-o 2070 6.80 7.00 7.20 7.40
O L B e I e o T m/z 45.00 77.99%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2536: Disulfide, dimethyl
45.0 94.0
5000
6.80 7.00 7.20 7.40
64.0 m/z 78.90 58.59%
0 27'(.) Al I
L UL UL SURLELS SRR WL L SO I B S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2533: Disulfide, dimethyl
94.0 /\
6.80 7.00 7.20 7.40
5000 45.0 m/z 47.00 40.51%
64.0
0'|'E§?“"VM'WH'“H'“dl“"V"w"“ [rrrrprrorrprT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2537: Disulfide, dimethyl
94.0 6.80 7.00 7.20 7.40
m/z 46.00 39.29%
45.0
5000
150 640
0'I'”'I”"P"W"”I'”dl”"P"W"” [rrrrprrorrpTT AR A
m/z--> 0 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032819\
Data File : VV009988.D

Aca On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA V/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOM2VLM032619S.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 3 Dimethyl trisulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.84 4_.50 ug/L 20237 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl trisulfide 126 C2H6S3 003658-80-8 90
2 Dimethvl trisulfide 126 C2H6S3 003658-80-8 87
3 Mercaptamine 77 C2H7NS 000060-23-1 27
4 Butane. 4-chloro-1.1.1-trifluoro- 146 C4H6CIF3 000406-85-9 23
5 Dimethyldithiophosphinic acid 126 C2H7PS2 016367-68-3 12
Abundance Scan 3032 (10.839 min): VV009988.D (-3021) (-) m/z 126.00 100.00%
126.
79.0 -0
44.9
5000
64.0
I e 0 " 0060 1080 1100 1150
O e e el e | M7z 79.00 78.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10946: Dimethy| trisulfide
126.0
45.0
5000 790 L S I S |'[¥
10.60 10.80 11.00 11.20
64.0 111.0 m/z 44.90 68 .55%
15.0 -
2o | |
O A AR RN RS AR ARARRRARS RARRA NARAS SARSS SARES SARAS BARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10947: Dimethyl trisulfide
126.0
79.0 10.60 10.80 11.00 11.20
5000 m/z 46.90 48_.77%
45.0
64.0 111.0
O”I””I”“?%QW”EH“'WM'W”'NM'W“'W“'WM'W”‘W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #981: Mercaptamine
3d.0 10.60 10.80 11.00 11.20
m/z 64.00 32.35%
5000
42.0 :
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV032819\
Data File : VV009988.D

Acq On : 29 Mar 2019 02:15

Operator : SY/MD

Sample : K2120-05

Misc : 4.73G/10mL/MSVOA_V/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOM2VLM032619S.M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Disulfide, dimethyl 7.13 5.0 ug/L 46761 1 5.66 234191 25.0
Dimethyl trisulfide 10.84 4.5 ug/L 20237 3 11.30 112539 25.0
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