LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV020849.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.311 76 84 95 rBV2 473450 501208 22.37% 2.268%
2 1.568 157 164 176 rBV 213442 238711 10.65% 1.080%
3  2.031 298 308 321 rBV 111733 168632 7.53% 0.763%
4 2.108 322 332 348 rBV 499031 740149 33.03%  3.350%
5 2.204 356 362 384 rVB 138412 226099 10.09% 1.023%
6 2.294 384 390 395 rBV2 3749 5240 0.23% 0.024%
7 2.433 423 433 464 rBV 667468 1224895 54.67% 5.543%
8 2.635 493 496 500 rVB6 1183 923 0.04% 0.004%
9 2.870 566 569 574 rBv4 1012 746 0.03% 0.003%
106 3.188 661 668 669 rBv4d 895 803 0.04% 0.004%
11  3.227 678 680 685 rVB4 1015 738 0.03% 0.003%
12 3.381 724 728 731 rBV3 1110 941 0.04% 0.004%
13  3.609 796 799 802 rBV3 1026 738 0.03% 0.003%
14 3.764 843 847 848 rBV2 1106 627 0.03% 0.003%
15 3.812 849 862 877 rBv4 61893 150670 6.72% 0.682%
16 3.912 877 893 943 rVB2 485473 1476158 65.88% 6.681%
17 4.352 1013 1030 1057 rBV 397470 971726 43.37%  4.398%
18 4.513 1071 1080 1097 rBv2 27815 64173 2.86% 0.290%
19 4.796 1166 1168 1172 rVB3 1414 681 0.03% 0.003%
20 4.825 1174 1177 1183 rBV5 879 919 0.04% 0.004%
21 5.050 1230 1247 1280 rBV2 872649 2240647 100.00% 10.140%
22 5.349 1337 1340 1343 rBvV3 840 637 0.03% 0.003%
23 5.416 1356 1361 1363 rBV4 1306 1264 0.06% 0.006%
24 5.561 1404 1406 1410 rVB5 1251 821 0.04% 0.004%
25 5.619 1410 1424 1443 rBV 680376 1419912 63.37% 6.426%
26 6.072 1552 1565 1588 rVB 485448 974320 43.48%  4.409%
27 6.613 1724 1733 1758 rBvV2 88318 170251 7.60% 0.770%
28 6.767 1778 1781 1782 rBV4 1433 880 0.04% 0.004%
29 6.989 1839 1850 1872 rBV 287725 515838 23.02% 2.335%
30 7.095 1876 1883 1894 rVB6 6913 14369 0.64% 0.065%
31 7.320 1941 1953 1976 rBV 1047245 1797728 80.23% 8.136%
32 7.625 2037 2048 2066 rBV2 210349 369058 16.47% 1.670%
33 7.944 2140 2147 2151 rBV7 1188 2032 0.09% 0.009%
34 8.024 2161 2172 2181 rBV8 5483 10766 0.48% 0.049%
35 8.092 2183 2193 2227 rVV 592644 1069537 47.73% 4.840%
36 8.368 2268 2279 2280 rBV3 38971 57653 2.57% 0.261%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis
37 8.715 2378 2387 2407 rVB2 50716 87074 3.89% 0.394%
38 8.857 2415 2431 2462 rBV 1074789 1813116 80.92%  8.206%
39 9.397 2595 2599 2606 rBV6 2828 3188 0.14% 0.014%
40 9.471 2619 2622 2623 rBvV3 1916 1107 0.05% 0.005%
41 9.609 2660 2665 2668 rBv4 2674 2559 0.11% 0.012%
42 9.664 2676 2682 2691 rBV3 22392 42641 1.90% 0.193%
43 9.937 2759 2767 2781 rVB2 43130 67140 3.00% 0.304%
44 10.021 2783 2793 2813 rVB 270872 437766 19.54%  1.981%
45 10.220 2844 2855 2874 rBV 732940 1171798 52.30% 5.303%
46 10.522 2947 2949 2952 rBV4 1189 785 0.04% 0.004%
47 10.555 2957 2959 2965 rVB5 1007 755 0.03% 0.003%
48 10.587 2965 2969 2974 rBV5 1352 1456 0.06% 0.007%
49 10.673 2993 2996 2998 rBv4 1129 859 0.04% 0.004%
50 10.699 2998 3004 3006 rvve 1202 1447 0.06% 0.007%
51 10.725 3008 3012 3016 rVvB4 1779 1952 0.09% 0.009%
52 10.763 3021 3024 3027 rBv2 1845 1288 0.06% 0.006%
53 10.799 3027 3035 3042 rBvV2 6789 11927 ©.53% 0.054%
54 10.944 3073 3080 3089 rBV6 9110 12643 0.56% 0.057%
55 11.046 3104 3112 3127 rBV2 18617 31647 1.41% 0.143%
56 11.140 3139 3141 3145 rBV5 1662 945 0.04% 0.004%
57 11.185 3152 3155 3160 rVB5 1703 1079 0.05% 0.005%
58 11.255 3164 3177 3194 rBV 1173211 1798558 80.27% 8.140%
59 11.339 3201 3203 3206 rBv4 1590 903 0.04% 0.004%
60 11.419 3224 3228 3230 rBV5 2065 1388 0.06% 0.006%
61 11.432 3230 3232 3239 rVB4 1764 1105 ©0.05% 0.005%
62 11.493 3244 3251 3258 rBV4 9975 16755 0.75% 0.076%
63 11.538 3258 3265 3277 rVv4 18091 31796 1.42% 0.144%
64 11.632 3281 3294 3315 rVV 1170087 1833717 81.84%  8.299%
65 11.808 3346 3349 3352 rVB4 1768 946 0.04% 0.004%
66 11.886 3361 3373 3385 rBV3 35549 59683 2.66% 0.270%
67 11.989 3402 3405 3408 rVV5 1560 1015 ©0.05% 0.005%
68 12.104 3437 3441 3444 rBV4 1280 945 0.04% 0.004%
69 12.124 3444 3447 3451 rBV4 1111 998 0.04% 0.005%
70 12.243 3476 3484 3496 rVVe6 12227 20535 0.92% 0.093%
71 12.291 3497 3499 3502 rBV3 1241 817 0.04% 0.004%
72 12.352 3512 3518 3519 rBV4 1686 1558 0.07% 0.007%
73 12.381 3521 3527 3539 rVV4 11445 18788 0.84% 0.085%
74 12.429 3540 3542 3547 rVB4 1408 1001 0.04% 0.005%
75 12.625 3597 3603 3606 rBV5 974 967 0.04% 0.004%
76 12.686 3620 3622 3625 rBV2 838 659 0.03% 0.003%

SOMVLM@32321WMA.M Tue Apr 06 16:59:39 2021 P 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis
77 12.718 3628 3632 3635 rBV5 1008 731 0.03% 0.003%
78 12.747 3638 3641 3643 rBV4 1311 862 0.04% 0.004%
79 12.837 3657 3669 3684 rVvVv2 107555 167215 7.46% 0.757%
80 13.082 3744 3745 3751 rVB5 1413 782 0.03% 0.004%
81 13.149 3764 3766 3769 rBV2 896 656 ©0.03% 0.003%
82 13.165 3769 3771 3776 rVB5 805 687 0.03% 0.003%
83 13.342 3823 3826 3831 rVB5S 1402 1303 0.06% 0.006%
84 13.439 3853 3856 3860 rBV3 1337 982 0.04% 0.004%
85 13.519 3874 3881 3883 rBV4 1786 1702 ©0.08% 0.008%
86 13.590 3899 3903 3906 rBV4 853 764 0.03% 0.003%
87 13.709 3936 3940 3941 rBV2 1130 742 0.03% 0.003%
88 13.779 3960 3962 3966 rVB3 1148 681 0.03% 0.003%
89 13.860 3984 3987 3991 rBVS5S 987 838 0.04% 0.004%
90 13.892 3994 3997 4002 rVB5 1237 956 0.04% 0.004%
91 14.088 4054 4058 4062 rBVS 1367 1342 0.06% 0.006%
92 14.609 4217 4220 4224 rBV6 1398 1144 0.05% 0.005%
93 14.628 4224 4226 4235 rVB8 1717 1505 0.07% 0.007%
94 14.722 4251 4255 4262 rVB4 1748 2081 0.09% 0.009%
95 14.757 4262 4266 4269 rBV6 1306 1166 0.05% 0.005%
96 14.959 4326 4329 4330 rBV2 1583 922 0.04% 0.004%
97 14.998 4339 4341 4343 rBV2 1709 664 0.03% 0.003%
98 15.307 4434 4437 4439 rBV3 1358 931 0.04% 0.004%
99 15.586 4521 4524 4526 rBV4 1381 1004 0.04% 0.005%
100 15.712 4561 4563 4567 rBV3 1355 819 0.04% 0.004%
Sum of corrected areas: 22096275
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\

: VV020858.D

: 01 Apr 2021 23:33
: SY/MD

: M1845-10

: 5.0mL/MSVOA_V/WATER
: 34

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VV020849.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33

Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanethiol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
231 s.oaugl 168632 1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 coves 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 308 (2.031 min): VV020858.D\data.ms (-298) (-) m/z 62.10 100.00%

62.1
5000
T
s 0‘ I 1.80 2.00 2.20 2.40
Ol 3000 My 901 1809 47.00  58.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #335: Ethanethiol
29.0 62.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\’\\\
1.80 2.00 2.20 2.40
m/z 45.00 22.03%
0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #332: Ethanethiol
29.0 62.0
P TR T
1.80 2.00 2.20 2.40
5000 m/z 61.00 15.37%
0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #331: Ethanethiol S peer e
29.0 62.0 1.80 2.00 2.20 2.40
m/z 58.10 13.29%
5000 M
0‘“W‘Mﬁwjh‘mh‘“M“‘M“‘M“‘M“‘M“‘M‘ s e e
m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethane, (methylthio)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.812 5.31 ug/L 150670 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, (methylthio)- 76 C3H8S 000624-89-5 94
2 Ethane, (methylthio)- 76 C3H8S 000624-89-5 94
3 Ethane, (methylthio)- 76 C3H8S 000624-89-5 94
4 Trimethylphosphine 76 C3H9P 000594-09-2 50
5 Propane, 1-(methylthio)- 90 C4H1es 003877-15-4 45
Abundance Scan 862 (3.812 min): VV020858.D\data.ms (-849) (-) m/z 61.10 100.00%
61.1
76.1
5000 48.1
P
35.0 ‘ 3.40 3.60 3.80 4.00 4.20
Ot i A6 s 7610 76.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #957: Ethane, (methylthio)-
61.0
76.0
5000 48.0 [T T T
3.40 3.60 3.80 4.00 4.20
27.0 m/z 48.10  42.41%
O 14.01111‘1’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #958: Ethane, (methylthio)-
61.0
R e AR
48.0 76.0 3.40 3.60 3.80 4.00 4.20
5000 270 m/z 47.00 31.92%
uo |||
o) | S T A, R —
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #959: Ethane, (methylthio)- _“‘_“W“H“H“H/
61.0 3.40 3.60 3.80 4.00 4.20
m/z 45.10 26.85%
76.0
5000 48.0
27.0
Ot et e ey R R A RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butanoic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.613 6.00 ug/L 170251 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 91
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 80
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 74
4 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 42
5 Propanoic acid, 2-methyl-, methy... 102 C5H1002 000547-63-7 37

Abundance Scan 1733 (6.613 min): VV020858.D\data.ms (-1724) (-) m/z 74.10 100.00%

74.1
43.1
5000
59.1 87.1

I ‘ 1020 6.20 6.40 6.60 6.80 7.00
et bbbl L I9E0 sz 43,10 se.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4300: Butanoic acid, methyl ester
43.0
74.0

o

5000 IR L B R
27.0 6.20 6.40 6.60 6.80 7.00
) 59.0 o
15.0 87.0 m/z 71.10 67.95%
‘ \‘ ! ‘\ ‘ I | ‘ 102.0
O\\\‘\!!!‘\\!![\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Butanoic acid, methyl ester
43.0
P R T
74.0 6.20 6.40 6.60 6.80 7.00
5000 27.0 m/z 41.10 40.21%
15.0
59.0 87.0
0 m_H‘WH““H:‘;!wuw‘u‘_uw 020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4307: Butanoic acid, methyl ester
43.0 74.0 6.20 6.40 6.60 6.80 7.00

m/z 87.10  29.32%

5000
27.0 87.0
15.0 59.0
0 ‘ | \‘ I ‘ ‘ 1 ‘ ‘ 1 10\20

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Diethyl disulfide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.021 12.07 ug/L 437766  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl disulfide 122 C4H1eS2 000110-81-6 97
2 Diethyl disulfide 122 C4H10S2 000110-81-6 91
3 Diethyl disulfide 122 C4H1eS2 000110-81-6 91
4 Benzene, ethoxy- 122 C8H100 000103-73-1 42
5 Diethyl sulfone 122 C4H1002S 000597-35-3 38
Abundance Scan 2793 (10.021 min): VV020858.D\data.ms (-2783) (- m/z 122.10 100.00%
122.1
66.0
94.0
5000
T \
45.0 10.00
Ol L L1673 66.00  64.18%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #9703: Diethyl disulfide
122.0
66.0
29.0 94.0
5000 e :
10.00
m/z 94.00 55.47%
O\‘\\\\‘\‘1\‘\‘\‘H\\\‘w‘l‘l\\“\\\“1‘\\\\"1\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #9706: Diethyl disulfide
66.0 122.0
R \
29.0 94.0 10.00
5000 m/z 59.10 12.11%
0 "‘H‘_‘H‘“‘u‘u‘H‘H‘“"‘M_m,‘hH_m_m
miz--> 0O 20 40 60 80 100 120 140 160 /\
Abundance #9704: Diethyl disulfide “Av‘ Ty A“
29.0 66.0 10.00
122.0 m/z 45.85 10.49%
94.0
5000
o M b i
m/z--> 0 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Trisulfide, diethyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.837 4.65 ug/L 167215 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, diethyl 154 C4H10S3 003600-24-6 64
2 5-Chloro-benzofurazan 154 C6H3CIN20 019155-86-3 46
3 Ethanethiol, 2,2'-thiobis- 154 C4H1eS3 003570-55-6 28
4 1-Nitro-2-propanol 105 C3H7NO3 003156-73-8 22
5 1-Propanol, 3,3'-[1,2-ethanediyl... 210 C8H1802S2 004756-21-2 22
Abundance Scan 3669 (12.837 min): VV020858.D\data.ms (-3657) (- m/z 154.00 100.00%
154.0
61.1
5000
93.0 — —
12.50 13.00
125.0
0brerper bl el 2070 2833 e 16 s1.s0%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #27141: Trisulfide, diethyl
29.0
5000 61.0 . .
12.50 13.00
‘ 030 154.0 m/z 93.00 22.63%
0 H\‘H‘\“\‘\“\H““‘!‘\\‘\‘\\‘m‘.\“\H]\-‘zﬁ.\q‘\\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #27232: 5-Chloro-benzofurazan
124.0 154.0
— ——
12.50 13.00
5000 m/z 64.00 13.41%
A N W N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #27142: Ethanethiol, 2,2'-thiobis- S A,
61.0 12.50 13.00
m/z 62.00 13.14%
94.0
5000
154.0
27.0
OMlAZO R P
m/z--> 20 40 60 80 100120140160 180 200 220 240 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40121\
Data File : VV020858.D

Acqg On : 01 Apr 2021 23:33
Operator : SY/MD

Sample : M1845-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanethiol 2.031 5.9 ug/L 168632 1 5.622 1419910 50.0
Ethane, (methyl... 3.812 5.3 ug/L 150670 1 5.622 1419910 50.0
Butanoic acid, ... 6.613 6.0 ug/L 170251 1 5.622 1419910 50.0
Diethyl disulfide 10.021 12.1 ug/L 437766 2 8.857 1813120 50.0
Trisulfide, die... 12.837 4.7 ug/L 167215 3 11.255 1798560 50.0
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