LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 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\SOMVLMO60820WMA .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 1.113 3 7 12 rVB2 15035 12464 0.82% 0.083%
2 1.222 37 41 51 rvB2 25581 24175 1.58% 0.161%
3 1.315 63 70 79 rvB 189253 189903 12.42% 1.266%
4 1.560 139 146 159 rvB 124607 156019 10.20% 1.040%
5 1.939 262 264 267 rBV5 1868 1125 0.07% 0.008%
6 2.116 310 319 333 rBV 301492 449379 29.39% 2.996%
7 2.293 367 374 375 rBV5 3636 3861 0.25% 0.026%
8 2.367 395 397 401 rBv4 1509 1071 0.07% 0.007%
9 2.399 404 407 414 rvvv7 1721 1921 0.13% 0.013%
10 2.502 435 439 442 rBV6 3496 3543 0.23% 0.024%
11 2.614 472 474 477 rVB4 2177 1087 0.07% 0.007%
12 2.637 479 481 486 rvv6 2212 2141 0.14% 0.014%
13 2.659 486 488 493 rVB5 1788 1505 0.10% 0.010%
14 2.814 531 536 538 rBV5 1352 1307 0.09% 0.009%
15 2.849 543 547 551 rVB6 1920 1666 0.11% 0.011%
16 2.923 566 570 573 rBV5 1892 1802 0.12% 0.012%
17 3.180 647 650 652 rBV2 1875 1476 0.10% 0.010%
18 3.196 652 655 656 rBv4 2640 1234 0.08% 0.008%
19 3.418 720 724 727 rVV4 1815 1563 0.10% 0.010%
20 3.450 732 734 739 rVB5 1928 1492 0.10% 0.010%
21 3.486 743 745 750 rVB5 1411 1041 0.07% 0.007%
22 3.512 750 753 757 rBV5 1412 1261 0.08% 0.008%
23 3.534 757 760 763 rBV5 1264 1080 0.07% 0.007%
24 3.675 799 804 807 rBV6 1694 1444 0.09% 0.010%
25 3.798 840 842 845 rVB4 1740 1047 0.07% 0.007%
26 3.823 845 850 851 rBV5 1616 1475 0.10% 0.010%

27 3.894 861 872 900 rBV 115439 310669 20.32% 2.072%
28 4_.373 1005 1021 1042 rBV 243562 594873 38.91% 3.967%

29 4.579 1082 1085 1089 rBV5 1692 1412 0.09% 0.009%
30 4.640 1099 1104 1106 rVV6 1123 1028 0.07% 0.007%
31 4.698 1118 1122 1123 rBV2 1864 1234 0.08% 0.008%

32 5.071 1219 1238 1253 rBV2 593965 1529020 100.00% 10.195%
33 5.155 1253 1264 1287 rVB2 289787 627955 41.07% 4.187%
34 5.524 1375 1379 1381 rBvV4 1843 1460 0.10% 0.010%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

35 5.640 1400 1415 1443 rBV 442241 888112 58.08% 5.922%

36 5.772 1453 1456 1460 rBV6 1550 1376 0.09% 0.009%
37 5.859 1479 1483 1484 rBV3 2138 1501 0.10% 0.010%
38 5.897 1492 1495 1497 rBvV4 1890 1241 0.08% 0.008%
39 5.933 1497 1506 1507 rvv7 8244 10864 0.71% 0.072%
40 5.968 1510 1517 1535 rVB3 32448 66127 4._.32% 0.441%
41 6.093 1543 1556 1578 rBV 338989 681478 44.57% 4.544%
42 6.335 1626 1631 1633 rBV5 1483 1367 0.09% 0.009%
43 6.653 1725 1730 1737 rBV9 2218 2625 0.17% 0.018%
44 6.727 1748 1753 1756 rBV7 2399 2180 0.14% 0.015%
45 6.798 1772 1775 1777 rVV3 2592 1598 0.10% 0.011%
46 6.830 1777 1785 1795 rVvv4 9839 17566 1.15% 0.117%
47 6.868 1795 1797 1802 rVV5 1754 1481 0.10% 0.010%
48 7.007 1825 1840 1858 rBV 223941 416908 27.27% 2.780%
49 7.161 1878 1888 1891 rBV9 4027 6546 0.43% 0.044%
50 7.264 1917 1920 1923 rBV4 1536 1074 0.07% 0.007%
51 7.338 1924 1943 1962 rBV 706262 1227482 80.28% 8.185%
52 7.605 2022 2026 2027 rBV3 3332 2162 0.14% 0.014%
53 7.640 2028 2037 2056 rVB 137095 232130 15.18% 1.548%
54 7.962 2131 2137 2139 rBV6 2903 2912 0.19% 0.019%
55 8.000 2145 2149 2157 rVB10 2358 2643 0.17% 0.018%
56 8.106 2172 2182 2212 rBV 405621 749728 49.03% 4._.999%
57 8.241 2216 2224 2237 rVB4 16177 30643 2.00% 0.204%
58 8.354 2252 2259 2266 rVB4 6174 8919 0.58% 0.059%
59 8.598 2333 2335 2339 rVB5 1809 1060 0.07% 0.007%
60 8.662 2352 2355 2356 rBV3 2441 1396 0.09% 0.009%
61 8.794 2385 2396 2400 rBVS8 7425 11410 0.75% 0.076%
62 8.875 2409 2421 2431 rBV 669806 1074618 70.28% 7.165%
63 9.039 2467 2472 2475 rBV6 4061 3986 0.26% 0.027%

64 9.283 2531 2548 2557 rBV 358382 600955 39.30% 4_.007%
65 9.405 2577 2586 2597 rBV 144902 231651 15.15% 1.545%

66 9.469 2597 2606 2630 rvB2 131081 237019 15.50% 1.580%
67 9.650 2657 2662 2663 rBV5 2267 1929 0.13% 0.013%
68 9.740 2676 2690 2703 rBvV2 126112 234454 15.33% 1.563%
69 9.826 2706 2717 2726 rVV2 146290 271150 17.73% 1.808%
70 9.884 2727 2735 2755 rVB 180363 303033 19.82% 2.021%

71 10.106 2796 2804 2819 rVB4 47042 83652 5.47% 0.558%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 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\SOMVLMO60820WMA .M
Title : VOC Analysis
72 10.186 2822 2829 2831 rBV4 11651 13390 0.88% 0.089%
73 10.238 2834 2845 2859 rVB 539477 892171 58.35% 5.949%
74 10.347 2873 2879 2885 rBV2 37429 55917 3.66% 0.373%
75 10.524 2927 2934 2943 rBV4 32958 54691 3.58% 0.365%
76 10.717 2986 2994 3004 rBV6 20801 38836 2.54% 0.259%
77 10.797 3008 3019 3027 rVvVv7 25404 60595 3.96% 0.404%
78 10.981 3070 3076 3083 rBV3 14546 19063 1.25% 0.127%
79 11.270 3152 3166 3179 rBV 724206 1125519 73.61% 7 .505%
80 11.553 3247 3254 3266 rVB2 50440 87412 5.72% 0.583%
81 11.646 3272 3283 3303 rVB 781764 1228957 80.38% 8.195%
82 12.273 3471 3478 3479 rBV6 4664 5587 0.37% 0.037%
83 12.521 3548 3555 3565 rBV6 8349 15347 1.00% 0.102%
84 13.170 3754 3757 3758 rBV3 2825 1652 0.11% 0.011%
85 13.235 3774 3777 3780 rBV4 3380 2790 0.18% 0.019%
86 13.289 3791 3794 3799 rVB6 2579 1987 0.13% 0.013%
87 13.331 3801 3807 3808 rBV6 4537 4423 0.29% 0.029%
88 13.649 3902 3906 3911 rBV2 4546 4986 0.33% 0.033%
89 13.781 3944 3947 3949 rBV3 2702 1729 0.11% 0.012%
90 13.868 3966 3974 3982 rBV3 5322 9682 0.63% 0.065%
91 14.096 4042 4045 4049 rVB5 2025 1287 0.08% 0.009%
92 14.280 4099 4102 4104 rBV3 1653 1020 0.07% 0.007%
93 14.315 4107 4113 4116 rBvVS 4960 6136 0.40% 0.041%
94 14.858 4275 4282 4289 rVBS8 4260 7084 0.46% 0.047%
95 15.003 4323 4327 4328 rBv4 2617 1595 0.10% 0.011%
96 15.074 4347 4349 4354 rVB4 2194 1649 0.11% 0.011%
97 15.141 4368 4370 4377 rBV9 1826 1296 0.08% 0.009%
98 15.453 4463 4467 4470 rBV5 1533 1343 0.09% 0.009%
99 15.530 4487 4491 4493 rBV5 1473 1143 0.07% 0.008%
100 15.726 4549 4552 4553 rBV3 1946 1130 0.07% 0.008%
Sum of corrected areas: 14997126
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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\VV060820\
VV016662.D

08 Jun 2020 16:13

SY/MD

L2861-16

5.0mL/MSVOA V/WATER

18 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

700000
600000
500000
400000
300000
200000
100000

ok
Time-->

TIC: VV016662.D
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700000

600000

500000

400000

300000
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100000

04
Time-->

5. 65838087,

TIC: VV016662.D

8.87

10.24

8.11
9.28

7.01
9.88

9'6.147 9.?

Iy

9.00 9.50

7.64

10.11 10.350 52 1640 11.55
RoB A A% 2 i

78960 835 8.868.
8.50

7.1626 7,60

7.00 7.50 8.00 10.00 10.50 11.00 11.50

12.00

Abundance

700000

600000

500000

400000

300000

200000
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12.27 12.52

TIC: VV016662.D

1337893 13.631A887 14.1014231 14.8@B168014 1518%315.73
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 1 Diethyl sulfide Concentration Rank 9

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

5.97 3.72 ug/L 66127 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfide 90 C4H10S 000352-93-2 94
2 Diethvl sulfide 90 C4H10S 000352-93-2 94
3 Diethvl sulfide 90 C4H10S 000352-93-2 91
4 Diethvl sulfide 90 C4H10S 000352-93-2 91
5 3-Thietanol 90 C3H60S 010304-16-2 37

Abundance Scan 1518 (5.971 min): VV016662.D (-1510) (-) m/z 74.95 100.00%
75 90
47
62
5000
41 || 51“ 70 81 5.60 5.80 6.00 6.20 6.40
O e e e e e B m/z 90.00 94 _.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2331: Diethyl sulfide
75
47 90
5000 61 RS AR SRR LR
29 5.60 5.80 6.00 6.20 6.40
m/z 46.95 75.76%
‘ 35 41
O et et Al RN 1P = PR PPN
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
47 7S 90
27 61 5.60 5.80 6.00 6.20 6.40
5000 m/z 62.00 57.12%
35 41
15 56 69
S S S S U R SO S SIS S W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2332: Diethyl sulfide
47 75 5.60 5.80 6.00 6.20 6.40
90 m/z 60.95 47 .56%
27 o1
5000
.
IR =1 X =3
m/z--> 10 20 40 50 60 70 90 100 5.60 5.80 6.00 6.20 6.40

SOMVLMO60820WMA .M Wed Jun 10 11:17:43 2020

Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 Thiophene, tetrahydro-3-met... Concentration Rank 1

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

9.28 27.96 ug/L 600955 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-3-methvl- 102 C5H10S 004740-00-5 96
2 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 49
3 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 47
4 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 47
5 2H-Thiopyran, tetrahydro- 102 C5H10S 001613-51-0 43

Abundance Scan 2547 (9.280 min): VV016662.D (-2531) (-) m/z 102.00 100.00%
102
60
5000 4l 4 81
‘h s || Iﬂ | 4 126 9.00 9.20 9.40 9.60
0..,....,....,...':;:..:;-.'!' el et et e || M7z 60.00 77.88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60 102
41
5000 4 g7

27 9.00 9.20 9.40 9.60
‘ m/z 41.00 52.36%
6
ok ,”fﬁn.w34”‘ ‘ 81 S |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
87
9.00 9.20 9.40 9.60
5000 102 m/z 87.00 52.10%
41
59
27 67 &
0 15 34 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4354: Thietane, 2,4-dimethyl-
60 9.00 9.20 9.40 9.60
m/z 74.00 50.28%
5000
102
P 53 ) 69 87
o S £ T S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M

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 4 Thiophene, tetrahydro-2,5-d... Concentration Rank 7

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

9.41 10.78 ug/L 231651 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 91
2 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 81
3 trans-2.3-DimethvIlthiophane 116 C6H12S 005161-78-4 81
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 74
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 53

Abundance Scan 2588 (9.412 min):W016662.D(-257$) ) m/z 101.00 100.00%
101
5000 59 116
M 67 74
7 53 81 9.00 9.20 9.40 9.60 9.80
0..,....,.?§.|i|:.|‘.l'.i'.':|:!!|..-..,-.'I..-,'..5.37.,....',!'...,..-.-.,.... m/z 116.00  42.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8250: Thiophene, tetrahydro—2,5—dimethy|—d) cis-
101
5000
7 M 59 - 116 9.00 9.20 9.40 9.60 9.80
67 m/z 58.95 37.67%
‘\\ 35 “ ‘4\7 5\3‘ \H ‘ 1 81 87 11
e L R UL S UL I I UL I IS
m/z--> 20 30 40 50 6 70 80 90 100 110 120
Abundance
101
41 9.00 9.20 9.40 9.60 9.80
5000 116 m/z 66.95 27 .52%
59 74
67
47 53 gy 88
e L S UL SR U I IR UL I IS
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
1 9.00 9.20 9.40 9.60 9.80
m/z 74.00 22.83%
5000
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 6 cis-2,3-Dimethylthiophane Concentration Rank 6

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

9.74 10.91 ug/L 234454 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.3-Dimethvlthiophane 116 C6H12S 005161-77-3 94
2 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 94
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 80
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 72
5 Thiazole, 4,5-dihydro-4-methyl-2_... 116 C4H8N2S 010416-81-6 68

Abundance Scan 2690 (9.740 min): VV016662.D (-2676) (-) m/z 101.00 100.00%
101
5000 41 116
59 74
67
| 1, 53 L || 8l g | 130 9.40 9.60 9.80 10.00
NN 1S UPWOOS(N VR RN U RPMTN TP MRS I THESSA | FBS RN m/z 116.00 48.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101
41
5000 116
59 74 9.40 9.60 9.80 10.00
m/z 41.00 43.64%
‘ ‘ ‘ ‘ \ \ a1 7
0..|....|... “\H\ \MH \ ""I‘l""'I""Il""l""l""l""I
m/z--> 20 30 40 50 80 90 100 110 120 130
Abundance
101
9.40 9.60 9.80 10.00
5000 41 116 m/z 58.95 32.82%
59 74
67
53 g1 88
G A R R AR AR AR AR RS LRSS RS ARRN RARAS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101 9.40 9.60 9.80 10.00
m/z 73.95 32.30%
5000 59 116
27 41 67 74
Lobslloll | e |
m/z--> 20 3'0 40 50 6|O 7'0 8|0 9 100 110 150 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 7 trans-2,3-Dimethylthiophane Concentration Rank 4

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

9.83 12.62 ug/L 271150 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 94
2 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 94
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 91
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 91
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 87

Abundance Scan 2718 (9.830 min): VV016662.D (-2706) (-) m/z 101.00 100.00%
101
5000 a1 116
74
9.60 9.80 10.00 10.20
81
0..,....,....| Loz "'..J.',."...,-..??,.?“?.',:'...,..-.-:,....1,39..., m/z 116.00  46.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116
59 9.60 9.80 10.00 10.20
4 m/z 41.00 39.59%
‘ W ‘\ \M‘ ‘\ L 8l 8\8 |
O'W'”'P'”I”""”I”'W'”'F“'W'”'P“”I'“'P'”I”'W
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance
101
41 9.60 9.80 10.00 10.20
5000 116 m/z 58.95 29.58%
59 74
67
a7 g1 88
e R R R RS R R AR LR RS LRSS RARRS WS RERRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101 9.60 9.80 10.00 10.20
m/z 73.95 28.47%
5000 59 116
74
35 \‘ A7 81 87 '
0'W'”'P'”I'”'P'”I”"P'”I”'W'”'I”'W'“'P'”I”'W
m/z--> 20 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 9 2H-Thiopyran, tetrahydro-3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.72 ug/L 83652 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro-3-methvl- 116 C6H12S 005258-50-4 87
2 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 72
3 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 68
4 Thiazole. 4.5-dihvdro-4-methvl-2... 116 C4H8N2S 010416-81-6 52
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 45
Abundance Scan 2805 (10.109 min):W016662.Dd)(—2796) ) m/z 100.95 100.00%
101
116
5000 67
41
55 87
75 126 448 9.80 10.00 10.20 10.40
o m/z 115.95 57.68%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8244: 2H-Thiopyran, tetrahydro-3-methyl-
41 101
116
5000 69
21 61 9.80 10.00 10.20 10.40
m/z 66.95 39.70%
s 1 Wb
0.”ﬁ”wnhpum“uh”thmﬂwwnW$P”.hnpnmnupuwuup
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
101
9.80 10.00 10.20 10.40
5000 41 116 m/z 41.00 36.04%
27 67 a7
59
75
ol 1 15 51
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8235: trans-2,3-Dimethylthiophane
101 9.80 10.00 10.20 10.40
m/z 87.00 29.36%
5000 41 116
9
88
0'”P”W””P”W””P”fi”P”W“”P”W””P”W“”P”W””P”W'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 10 cis-2-Ethyl-3-methylthiophane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.69 ug/L 60595 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Ethvl-3-methvithiophane 130 C7H14S 061568-37-4 53
2 trans-2-EthvIl-3-methvithiophane 130 C7H14S 061568-36-3 50
3 2-methvl-2-(2-methvl-3-thienvlth... 230 C10H14S3 1000365-97-2 47
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 43
5 1,2,4-Thiadiazole, 5-amino- 101 C2H3N3S 007552-07-0 43

Abundance Scan 3020 (10.801 min): VV016662.D (-3008) (-) m/z 101.00 100.00%
191
5000
59 130
at 74 115 ‘ 10.40 10.60 10.80 11.00 11.20
88 : : : : -
Ol .-|i|'.]'. NI 0 P . R - S m/z 130.00  30.98%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13597: cis-2-Ethyl-3-methylthiophane
101
5000
a1 10.40 10.60 10.80 11.00 11.20
59 130 m/z 58.90 28.66%
73
0 |||||‘i‘ﬁ‘”|‘|“ﬁ“i‘|‘|“|“||‘8|ﬁ|||M||]|-1|5||||||||||||||||||||||||||||||
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
101
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.00 18.74%
41 g 130
73 gg 115
R A L S L B B B IS B B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85483: 2-methyl-2-(2-methyl-3-thienylthio)-tetrahydro-thi... b R L
101 10.40 10.60 10.80 11.00 11.20
m/z 55.00 16.28%
5000
45 59 85 130
0 I'2'7"I""I"7?-'I""I""I""I""I""I""I""I'2'3'O' L s B
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060820\
Data File : VV016662.D

Aca On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 11 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.88 ug/L 87412 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 91
3 Benzene. 1.1°-(l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 90
4 Indane 118 C9H10 000496-11-7 87
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
Abundance Scan 3253 (11.550 min): VV016662.D (-3247) (-) m/z 117.00 100.00%
117
5000
39 57 _ o . 134 11.20 11.40 11.60 11.80
0 S o B m/z 118.05 56.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8951: Indane
117
5000
11.20 11.40 11.60 11.80
m/z 115.00 32.83%
ol 15 27 39 51 83 77 7 103
m/z--> 20 40 60 éo 160 150 140 160 180 200 220
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 90.95 15.17%
39 58 91
ol 13 21 77 | 103
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117 11.20 11.40 11.60 11.80
m/z 57.15 12 .54%
5000
91
0 28 39 51 65 78 “ 1?3 | 131 147 177 191 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060820\
Data File : VV016662.D

Acq On : 08 Jun 2020 16:13

Operator : SY/MD

Sample : L2861-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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]
Diethyl sulfide 5.97 3.7 ug/L 66127 1 5.64 888112 50.0
Thiophene, tetrah... 9.28 28.0 ug/L 600955 2 8.87 1074620 50.0
Thiophene, tetrah... 9.41 10.8 ug/L 231651 2 8.87 1074620 50.0
cis-2,3-Dimethylt... 9.74 10.9 ug/L 234454 2 8.87 1074620 50.0
trans-2,3-Dimethy. .. 9.83 12.6 ug/L 271150 2 8.87 1074620 50.0
2H-Thiopyran, tet... 10.11 3.7 ug/L 83652 3 11.27 1125520 50.0
cis-2-Ethyl-3-met... 10.80 2.7 ug/L 60595 3 11.27 1125520 50.0
Indane 11.55 3.9 ug/L 87412 3 11.27 1125520 50.0
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