LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc : 5.0mL/MSVOA U/WATER

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 U\METHOD\SOMULMO60820WMA .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 1.369 5 9 17 rBv4 7348 7151 0.33% 0.038%
2 1.613 77 85 94 rBvV 274362 296739 13.58% 1.565%
3 1.928 175 183 199 rvVvB 209251 271011 12.40% 1.429%
4 2.215 269 272 276 rBV5 2203 2127 0.10% 0.011%
5 2.591 375 389 406 rBV 471084 812976 37.19% 4.287%
6 2.822 453 461 465 rBV3 4051 6267 0.29% 0.033%
7 3.079 532 541 550 rVBY 2161 4038 0.18% 0.021%
8 3.170 561 569 573 rBv4 802 837 0.04% 0.004%
9 3.224 573 586 588 rBV3 1518 2586 0.12% 0.014%
10 3.379 629 634 636 rBV3 724 542 0.02% 0.003%
11 3.723 734 741 744 rBV3 359 511 0.02% 0.003%
12 4.362 935 940 950 rVB2 398 524 0.02% 0.003%
13 4_.475 969 975 979 rBV5 1009 1416 0.06% 0.007%
14 4.668 1019 1035 1073 rBv 228373 604009 27.63% 3.185%
15 4.848 1081 1091 1102 rvVvB 8393 17896 0.82% 0.094%
16 5.102 1152 1170 1189 rBV 391929 849752 38.88% 4.481%
17 5.279 1219 1225 1229 rVB2 640 791 0.04% 0.004%
18 5.311 1229 1235 1236 rBV3 1148 959 0.04% 0.005%
19 5.324 1236 1239 1246 rVB4 1551 1931 0.09% 0.010%
20 5.423 1260 1270 1281 rVB6 4955 10686 0.49% 0.056%
21 5.671 1334 1347 1354 rBV6 10229 21266 0.97% 0.112%
22 5.758 1354 1374 1411 rVB2 801956 2185753 100.00% 11.526%
23 6.060 1464 1468 1470 rBV3 702 466 0.02% 0.002%
24 6.279 1520 1536 1573 rBV 670618 1302232 59.58% 6.867%
25 6.571 1614 1627 1628 rBV6 10211 16557 0.76% 0.087%
26 6.719 1658 1673 1698 rBV 489507 957347 43.80% 5.048%
27 7.021 1760 1767 1769 rBv4 2422 2531 0.12% 0.013%
28 7.089 1782 1788 1789 rBV3 1518 1340 0.06% 0.007%
29 7.198 1817 1822 1823 rBV2 1883 1267 0.06% 0.007%
30 7.259 1832 1841 1850 rVB5 2629 4703 0.22% 0.025%
31 7.423 1887 1892 1894 rBV3 900 871 0.04% 0.005%
32 7.591 1928 1944 1967 rBV 277594 507776 23.23% 2.678%
33 7.710 1978 1981 1992 rVB5 2457 3030 0.14% 0.016%
34 7.816 2004 2014 2025 rVB3 4558 8313 0.38% 0.044%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc : 5.0mL/MSVOA U/WATER

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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
: VOC Analysis

35 7.922 2032 2047 2080 rBV 928461 1713415 78.39% 9.035%

36 8.201 2120 2134 2148 rBV 191122 327085 14.96% 1.725%

37 8.333 2164 2175 2184 rVB3 17264 28841 1.32% 0.152%
38 8.394 2184 2194 2202 rBV3 4804 7133 0.33% 0.038%
39 8.488 2213 2223 2231 rBV3 5605 9536 0.44% 0.050%
40 8.655 2261 2275 2303 rBvV 701608 1292162 59.12% 6.814%
41 8.944 2358 2365 2369 rBv4 1912 2477 0.11% 0.013%
42 8.992 2377 2380 2385 rVB 616 519 0.02% 0.003%
43 9.063 2396 2402 2411 rVBS8 1277 1963 0.09% 0.010%
44 9.211 2440 2448 2459 rVB5 8027 12506 0.57% 0.066%
45 9.282 2463 2470 2474 rBV3 1268 1243 0.06% 0.007%
46 9.346 2479 2490 2501 rVBS8 6702 11917 0.55% 0.063%
47 9.436 2504 2518 2552 rBV 957093 1670330 76.42% 8.808%
48 9.587 2558 2565 2567 rBV3 950 1089 0.05% 0.006%
49 9.700 2593 2600 2601 rBV3 2566 2332 0.11% 0.012%
50 9.793 2622 2629 2634 rBV5 1297 1798 0.08% 0.009%
51 9.845 2634 2645 2652 rVvv3 25037 44632 2.04% 0.235%
52 9.890 2652 2659 2671 rVB5 24817 48916 2.24% 0.258%
53 9.980 2678 2687 2694 rBV9 2007 3563 0.16% 0.019%
54 10.057 2709 2711 2713 rBV3 784 466 0.02% 0.002%
55 10.118 2728 2730 2738 rVB4 801 707 0.03% 0.004%
56 10.198 2747 2755 2756 rBV3 1800 1700 0.08% 0.009%
57 10.288 2771 2783 2796 rBV5 52876 103563 4.74% 0.546%
58 10.381 2800 2812 2821 rVv4 46145 84687 3.87% 0.447%
59 10.439 2821 2830 2844 rVB3 51587 88401 4._.04% 0.466%
60 10.594 2872 2878 2880 rBV5 1143 1340 0.06% 0.007%
61 10.619 2880 2886 2894 rVV5 5373 7868 0.36% 0.041%
62 10.661 2894 2899 2908 rVB6 6252 8518 0.39% 0.045%
63 10.771 2912 2933 2952 rBV 676095 1248976 57.14% 6.586%
64 10.861 2952 2961 2968 rVVv2 36316 56876 2.60% 0.300%
65 10.906 2971 2975 2980 rVV6 14227 17771 0.81% 0.094%
66 10.951 2981 2989 3002 rVB7 29660 63901 2.92% 0.337%
67 11.025 3002 3012 3020 rBV2 12759 19593 0.90% 0.103%
68 11.079 3020 3029 3038 rBV3 36153 56798 2.60% 0.300%
69 11.272 3073 3089 3098 rBV6 14072 28621 1.31% 0.151%
70 11.333 3098 3108 3119 rBV3 44755 76711 3.51% 0.405%

71 11.404 3119 3130 3148 rVBS8 42770 116127 5.31% 0.612%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc : 5.0mL/MSVOA U/WATER

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_U\METHOD\SOMULMO60820WMA .M
Title : VOC Analysis

72 11.484 3152 3155 3156 rBV2 1308 680 0.03% 0.004%
73 11.533 3156 3170 3179 rBV6 29408 55263 2.53% 0.291%
74 11.594 3179 3189 3199 rBV6 28440 51615 2.36% 0.272%

75 11.671 3201 3213 3225 rBV5 42733 102197 4.68% 0.539%

76 11.822 3248 3260 3285 rVB 1076340 1803739 82.52% 9.511%

77 11.957 3292 3302 3310 rBV5 14437 23707 1.08% 0.125%
78 12.018 3313 3321 3332 rBV6 23471 52768 2.41% 0.278%
79 12.201 3368 3378 3398 rVB 1048820 1736343 79.44% 9.156%
80 12.381 3429 3434 3442 rBV7Y 9794 14261 0.65% 0.075%
81 12.767 3549 3554 3561 rBV9 4189 5342 0.24% 0.028%
82 13.346 3727 3734 3746 rVB9 7026 15007 0.69% 0.079%
83 13.809 3876 3878 3884 rVB7 2585 1803 0.08% 0.010%
84 13.841 3884 3888 3892 rBV7 2437 2784 0.13% 0.015%
85 13.934 3908 3917 3925 rVB10 4691 7757 0.35% 0.041%
86 14.114 3969 3973 3977 rBv4 1855 1863 0.09% 0.010%
87 14.266 4015 4020 4021 rBV3 2708 2096 0.10% 0.011%
88 14.391 4054 4059 4062 rBv4 1634 1687 0.08% 0.009%
89 14.468 4078 4083 4084 rBV4 2779 2462 0.11% 0.013%
90 14.600 4120 4124 4129 rBV5 1401 1570 0.07% 0.008%
91 14.825 4192 4194 4196 rVB3 1124 499 0.02% 0.003%
92 14.909 4218 4220 4227 rVB4 1364 1128 0.05% 0.006%
93 14.989 4239 4245 4247 rBV4 1655 1688 0.08% 0.009%
94 15.063 4263 4268 4275 rVB9 1932 2234 0.10% 0.012%
95 15.153 4293 4296 4298 rBV2 1168 645 0.03% 0.003%
96 15.253 4324 4327 4329 rBV2 721 519 0.02% 0.003%
97 15.298 4339 4341 4345 rVB2 1080 659 0.03% 0.003%
98 15.320 4345 4348 4350 rBV3 775 460 0.02% 0.002%
99 15.346 4352 4356 4357 rBV3 2334 1673 0.08% 0.009%
100 15.664 4451 4455 4459 rBV5 1351 1479 0.07% 0.008%
Sum of corrected areas: 18964210
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
VOC Analysis

Quant Method
Quant Title

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

Abundance TIC: vU038791.D

1000000

800000 576

6.28

600000

2.59 6.7.

400000 510

1.61
1.93 4.67

200000 Ag
.37 2.21 2.82 3.08223.38 3.72 4.36.47 4.85 FRERA2 5j7L 6.06 k\

0L , —— e , .+ . Ay , e~
Time-->  1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: vU038791.D

1000000
7.92 9.44

800000
8.65 10.77

600000

400000
7.59
8.20

rompsrel 1) L K‘?@M ool o Wﬁﬁﬁ#@ﬁ?ﬁm )

200000

0 —— T T ] T T
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: vU038791.D

1000000

800000

600000

400000

200000

12.38 1277 13.35 18382193 4.114. 2413974 60 14182¢1SABITEHRES  15.66
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 cis-2,3-Dimethylthiophane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.29  3.10 ug/L 103563  Chlorobenzene-ds 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 55

2 trans-2.3-DimethvIlthiophane

116 C6H12S

3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S
5 N-(1,3,4-Thiadiazol-2-yl)formamide 129 C3H3N30S

005161-78-4 50
005161-13-7 49
005161-14-8 49
026861-89-2 35

Abundance Scan 2784 (10.291 min): VU038791.D (-2771) (-)
101
115
41 59
5000 74
| ‘ 130
m/z--> 20 30 4 50 90 100 110 120 130
Abundance #8233. cis- 2,3 D|methylth|ophane
101
41
5000 116
59 74
Lzl i
0 \\H \MH ‘\\ 1 ‘ b
R R ARREEE RS ..”,”..P.”,.“.“.”,.”.P..w
m/z--> 20 30 40 50 80 90 100 110 120 130
Abundance
101
5000 41 116
59
67 74
47 g1 88
O T T T T T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
5000
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

m/z 101.10 100.00%

10.00 10.20 10.40 10.60

m/z 115.10 57.37%

10.00 10.20 10.40 10.60

m/z 40.95 47 .21%

10.00 10.20 10.40 10.60

m/z 59.00 45 _53%

10.00 10.20 10.40 10.60

m/z 116.10 42 _.61%

10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 trans-2,3-Dimethylthiophane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.54 ug/L 84687 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 93
2 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 93
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 86
4 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 81
5 Allylthiourea 116 C4H8N2S 000109-57-9 50
Abundance Scan 2812 (10.381 min): VUO38791.D(—28(()b0) ) m/z 101.05 100.00%
101
116
5000 41 \
|4 | ‘“ | ‘ 81 g7 | 10.00 10.20 10.40 10.60
0..“..w..”,. SO L RN 1 U OOy | RS [ m/z 116.10 55.72%
m/z--> 20 30 70 80 90 100 110 120
Abundance #8233. cis- 2,3 Dimethylthiophane
101
41
5000 116
59 74 10.00 10.20 10.40 10.60
m/z 41.00 40.42%
‘ 475% ‘ ‘
0..|....|... “\H\ I\MH ‘\ u ..|‘l..‘llu...ll‘...luuu‘.luuuu
m/z--> 20 30 40 50 80 90 100 110 120
Abundance
101
10.00 10.20 10.40 10.60
5000 41 116 m/z 59.00 31.10%
59 74
67
47 53 g 88
S I U UL S U UL IR UL SIS L S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101 10.00 10.20 10.40 10.60
m/z 74.00 29.49%
5000 59 116
o7 41 67 74
m/z--> 20 30 40 50 60 70 80 90 100 110 120 10.00 10.20 10.40 10.60

SOMULMO60820WMA .M Thu Jun 11 12:51:50 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 4 Thiophene, tetrahydro-2,5-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.44  2.65 ug/L 88401  Chlorobenzene-ds 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 94

005161-77-3 93
005161-13-7 83

2 cis-2.3-Dimethvlthiophane 116 C6H12S
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S

4 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 81
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 64
Abundance Scan 2830 (10.439 min): VUO38791.D(—28%)1) ) m/z 101.05 100.00%
101
5000 116
41 59 74
| | o7 53 || || o8 10.20 10.40 10.60 10.80
o N U P I R PR oYY IS T R OOY1 m/z 116.05 45.51%
m/z--> 20 30 O 50 60 70 8 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116
10.20 10.40 10.60 10.80
m/z 59.00 27 .68%
47 53 M “ g 88
o.w..”,.”.,.“ “..”,n”.,”..“..wlu”,.m.,”..
m/z--> 20 30 40 90 100 110 120
Abundance
101
41 10.20 10.40 10.60 10.80
5000 116 m/z 40.95 25.08%
59 74
67
47 53 gy 88
ot
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101 10.20 10.40 10.60 10.80
m/z 66.95 20.42%
5000 59
116
41
27 67 74
m/z--> 20 40 50 70 80 90 100 110 120 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.40 3.22 ug/L 116127 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-2.5-dimethyvlthiane 130 C7H14S 1000215-06-6 93
2 cis-2.4-Dimethvlthiane 130 C7H14S 061568-43-2 81
3 trans-2.4-Dimethvlthiane 130 C7H14S 061568-42-1 81
4 Cis-2.3-dimethvlthiane 130 C7H14S 1000215-06-5 55
5 But-2-enyloxy-dimethyl-silane 130 C6H140Si 1000145-63-6 50
Abundance Scan 3129 (11.401 min): VU038791.D (-3119) (-) m/z 115.10 100.00%
115
130
5000 41 55 81
101
I r] | T ” ” ‘l | 11.00 11.20 11.40 11.60 11.80
oL, | ||.| I..I||I.||||||| |||I| '|'|"!"|""'|I="'|' m/z 130.10 56 _.48%
m/z-> 30 100 110 120 130 140
Abundance #13585. C|s 2,5- d|methylth|ane
41 115
55
130
5000
1 e ® 101 11.00 11.20 11.40 11.60 11.80
T m/z 81.15 49.65%
0 “N‘M MH‘ Ll I . L A
1 'W"”I”"P"W'”'I”'W'
m/z—-> 30 100 110 120 130 140
Abundance
115
55 81 130 11.00 11.20 11.40 11.60 11.80
5000 101 m/z 55.10 45 .85%
61 %9 ¢
87
R R UL A UL IS IR B R B B
m/iz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13594: trans-2,4-Dimethylthiane . e
115 nmnmnmnmnm
m/z 41.05 44 .00%
55 81 130
5000
L 69 101
T ‘ 87
0,..”,.”.,m..“.“ I TN R PR A, ”........” SN
m/z--> 30 40 50 60 m 90 100 110 120 130 140 nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038791.D

Aca On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.83 ug/L 102197 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-ethvnvilphenvl)- 144 C10H80 104190-22-9 47
2 3.4-Difluoroanisole 144 C7H6F20 115144-40-6 38
3 Flucvtosine 129 C4H4FN30 002022-85-7 38
4 N-(1.3.4-Thiadiazol-2-vD)formamide 129 C3H3N30S 026861-89-2 35
5 3,4-Difluoroanisole 144 C7H6F20 115144-40-6 35
Abundance Scan 3213 (11.671 min): VU038791.D (-3201) (-) m/z 129.10 100.00%
129
101
5000

11.40 11.60 11.80 12.00

0 m/z 101.00 62.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20408: Ethanone, 1-(2-ethynylphenyl)-
29
101
5000 144
11.40 11.60 11.80 12.00
m/z 55.05 48.68%
, T8 e ws
O.HPHWHHPHWHHPHWHHPH.uupuqu”p”q””.”quupuq”u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
101 129
144 wh e
11.40 11.60 11.80 12.00
5000 m/z 95.10 43.84%
75
a1 51 ®
o 39 g4 93 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12785: Flucytosine
129 11.40 11.60 11.80 12.00
m/z 41.00 42 _.95%
5000
86
59
101
31 74
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061120\
Data File : VU038791.D

Acq On : 10 Jun 2020 21:30

Operator : SY/MD

Sample : L2915-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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]
cis-2,3-Dimethylt... 10.29 3.1 ug/L 103563 2 9.44 1670330 50.0
trans-2,3-Dimethy... 10.38 2.5 ug/L 84687 2 9.44 1670330 50.0
Thiophene, tetrah... 10.44 2.6 ug/L 88401 2 9.44 1670330 50.0
unknown-01 11.40 3.2 ug/L 116127 3 11.82 1803740 50.0
unknown-02 11.67 2.8 ug/L 102197 3 11.82 1803740 50.0
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