LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMVLMO60320WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.113 3 7 20 rvB 264997 237487 0.17% 0.096%
2 1.222 34 41 58 rvB 704772 652355 0.46% 0.263%
3 1.312 59 69 78 rBv3 2573794 3369691 2.38% 1.357%
4 1.360 78 84 96 rvv 1127964 1092573 0.77% 0.440%
5 1.421 96 103 111 rVB 1042000 939395 0.66% 0.378%
6 1.547 135 142 157 rVB2 230417 390076 0.28% 0.157%
7 1.624 157 166 188 rVB 1531225 2008199 1.42% 0.809%
8 1.717 190 195 201 rVB2 17464 19330 0.01% 0.008%
9 1.765 201 210 217 rBV 852989 1065204 0.75% 0.429%
10 1.807 217 223 240 rVB 337151 474496 0.34% 0.191%

11 1.904 244 253 268 rBV 838531 1072034 0.76% 0.432%
12 1.987 269 279 285 rVvV 490187 660486 0.47% 0.266%
13 2.029 285 292 307 rVB2 438743 652553 0.46% 0.263%
14 2.116 309 319 331 rBV 285624 419560 0.30% 0.169%
15 2.447 409 422 424 rBV2 71313 105898 0.07% 0.043%

16 2.489 425 435 453 rVB 934533 1598043 1.13% 0.644%
17 2.589 454 466 479 rBV 1161133 2115154 1.50% 0.852%
18 2.775 507 524 540 rvVB2 44274 123017 0.09% 0.050%
19 2.965 566 583 601 rBv2 53958 111586 0.08% 0.045%
20 3.171 635 647 657 rBvV3 32408 67181 0.05% 0.027%

21 3.238 657 668 677 rBvV 58048 119067 0.08% 0.048%
22 3.383 699 713 720 rBV3 17078 36488 0.03% 0.015%
23 3.454 722 735 749 rBV3 153417 382830 0.27% 0.154%
24 3.701 798 812 823 rBV2 56542 132133 0.09% 0.053%
25 3.785 824 838 861 rvv 285655 767095 0.54% 0.309%

26 3.897 863 873 900 rvB2 111281 289427 0.20% 0.117%

27 4.103 925 937 942 rBV 8422 15096 0.01% 0.006%
28 4_.373 1002 1021 1040 rBV 235428 590927 0.42% 0.238%
29 4.482 1047 1055 1071 rVB3 30461 73752 0.05% 0.030%

30 4.701 1099 1123 1145 rBV 424654 1067194 0.76% 0.430%

31 5.148 1219 1262 1277 rBV2 51044422 141307151 100.00% 56.903%
32 5.386 1324 1336 1359 rVB 985807 2026041 1.43% 0.816%
33 5.547 1377 1386 1403 rVB 65304 134300 0.10% 0.054%
34 5.640 1403 1415 1435 rBV 480124 940350 0.67% 0.379%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMVLMO60320WMA .M
VOC Analysis

35 5.968 1500 1517 1536 rBV 105406 215084 0.15% 0.087%

36 6.093 1539 1556 1568 rBvV 320907 647809 0.46% 0.261%
37 6.354 1628 1637 1662 rVB 73924 153611 0.11% 0.062%
38 6.595 1690 1712 1726 rBV5 47626 160322 0.11% 0.065%
39 6.823 1767 1783 1795 rBvV2 82166 159735 0.11% 0.064%
40 7.010 1826 1841 1858 rBv2 270073 514234 0.36% 0.207%

41 7.161 1879 1888 1892 rBV2 46751 73880 0.05% 0.030%
42 7.248 1906 1915 1930 rVB 236264 407582 0.29% 0.164%
43 7.338 1932 1943 1952 rBV 684909 1186476 0.84% 0.478%
44 7.412 1952 1966 1980 rVV 10648463 18518755 13.11% 7.457%
45 7.486 1981 1989 1997 rVvVv 235448 418529 0.30% 0.169%

46 7.540 1998 2006 2020 rVB 620601 1043521 0.74% 0.420%
47 7.608 2021 2027 2030 rBvV2 21896 27276 0.02% 0.011%
48 7.640 2031 2037 2050 rVvB 131477 208460 0.15% 0.084%
49 7.717 2050 2061 2072 rBV 341629 565613 0.40% 0.228%
50 7.868 2097 2108 2124 rVB2 80276 166724 0.12% 0.067%

51 8.019 2144 2155 2171 rBV 404835 662216 0.47% 0.267%
52 8.106 2172 2182 2195 rBV 446580 749099 0.53% 0.302%
53 8.238 2211 2223 2237 rBV3 486776 858322 0.61% 0.346%

54 8.350 2253 2258 2269 rVB 46434 68826 0.05% 0.028%
55 8.534 2304 2315 2323 rBv4 25639 52253 0.04% 0.021%
56 8.656 2342 2353 2364 rBV6 31631 72070 0.05% 0.029%
57 8.746 2372 2381 2387 rBV2 57204 98749 0.07% 0.040%

58 8.842 2400 2411 2413 rBV4 260451 429134 0.30% 0.173%
59 8.874 2416 2421 2426 rVV 722663 1029260 0.73% 0.414%
60 8.916 2427 2434 2448 rVB2 2344984 3786986 2.68% 1.525%

61 9.035 2458 2471 2484 rBV 11869967 19112591 13.53% 7.696%
62 9.129 2494 2500 2501 rBV 298959 296086 0.21% 0.119%
63 9.161 2503 2510 2528 rVB 2236931 3744126 2.65% 1.508%
64 9.283 2536 2548 2555 rBvV 740457 1231060 0.87% 0.496%
65 9.328 2556 2562 2575 rVB3 585843 971906 0.69% 0.391%

66 9.405 2576 2586 2597 rBV2 944043 1500238 1.06% 0.604%
67 9.473 2597 2607 2616 rvv3 605209 1097695 0.78% 0.442%
68 9.521 2617 2622 2627 rVV 273858 380393 0.27% 0.153%
69 9.566 2627 2636 2647 rVB 3018619 4623335 3.27% 1.862%
70 9.665 2662 2667 2668 rBV 27290 23019 0.02% 0.009%

71 9.739 2682 2690 2701 rvB2 259031 433016 0.31% 0.174%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMVLMO60320WMA .M

: VOC Analysis

72 9.826 2702 2717 2725 rVvv3 258530 607874 0.43% 0.245%
73 9.881 2726 2734 2745 rVV3 662304 1097444 0.78% 0.442%
74 9.955 2748 2757 2775 rVB2 389042 786798 0.56% 0.317%
75 10.103 2792 2803 2817 rVB2 448116 820027 0.58% 0.330%

76 10.238 2838 2845 2854 rVB4 626886 1015006 0.72% 0.409%
77 10.286 2855 2860 2870 rBV2 129718 177178 0.13% 0.071%
78 10.376 2882 2888 2897 rVB5 515579 758778 0.54% 0.306%
79 10.431 2899 2905 2912 rVB 426364 543691 0.38% 0.219%
80 10.701 2972 2989 2999 rBV6 137899 341673 0.24% 0.138%

81 10.762 2999 3008 3014 rBV 582948 1008967 0.71% 0.406%
82 10.936 3054 3062 3071 rVB 599199 889965 0.63% 0.358%
83 11.119 3110 3119 3126 rBV6 207677 460642 0.33% 0.185%
84 11.270 3157 3166 3177 rVB3 914281 1477132 1.05% 0.595%
85 11.357 3184 3193 3202 rBV2 779443 1177666 0.83% 0.474%

86 11.550 3244 3253 3264 rBV 641966 1022412 0.72% 0.412%
87 11.646 3276 3283 3294 rVB 711221 1100680 0.78% 0.443%
88 11.772 3313 3322 3334 rBV3 389759 655149 0.46% 0.264%
89 11.942 3369 3375 3384 rVB 234684 351986 0.25% 0.142%
90 12.116 3421 3429 3446 rBV3 243901 540717 0.38% 0.218%

91 12.906 3668 3675 3689 rBv4 158009 303886 0.22% 0.122%
92 12.987 3690 3700 3714 rVB3 167349 352648 0.25% 0.142%
93 13.074 3720 3727 3745 rVB5 124051 246075 0.17% 0.099%
94 13.244 3773 3780 3798 rVB5 81430 153379 0.11% 0.062%
95 13.527 3858 3868 3889 rVB 600846 959066 0.68% 0.386%

96 13.646 3896 3905 3924 rVB 248200 407109 0.29% 0.164%

97 14.315 4106 4113 4131 rVB3 43160 73906 0.05% 0.030%
98 14.463 4152 4159 4161 rBV7 20645 25852 0.02% 0.010%
99 14.601 4196 4202 4212 rVB3 35024 56372 0.04% 0.023%

100 14.845 4268 4278 4292 rBV2 94261 173703 0.12% 0.070%

Sum of corrected areas: 248329941
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
VV016566.D

06 Jun 2020 04:03

SY/MD

L2862-12

5.0mL/MSVOA_V/WATER

45 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

1.11 12.63 ug/L 237487 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 74
2 Propene 42 C3H6 000115-07-1 9
3 Propane 44 C3H8 000074-98-6 5
4 Propane 44 C3H8 000074-98-6 5
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance Scan 6 (1.110 min): VV016566.D (-3) (-) m/z 44.05 100.00%
b
5000
R e
1.20 1.30 1.40 1.50
3
,,,,! e e B0 Tm/z 39.00 94.74%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78: Propane
20
5000
a4 1.20 1.30 1.40 1.50
‘ m/z 43.10 94 _.31%
15
”'P”W'mW”!W”AiL”P'”P“'P”W'”W”'W“”I””P'”P”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #57: Propene
a
R UL L I AR
1.20 1.30 1.40 1.50
5000 7 m/z 41.00 82 .20%
e
AR AN AR RN RS RS NS SRS AR NS RS LR RALAS SRS A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #80: Propane
29 1.20 1.30 1.40 1.50
m/z 42_.00 37 .39%
5000
15 “
”'E”W'“W”'W””J””P'”P“'P”W'”W”'W“”I””P'”P”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 120 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

1.22 34.69 ug/L 652355 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 53
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 40 (1.219 min): VV016566.D (-34) (-) m/z 43.10 100.00%
43
5000
39
57 1.20 1.30 1.40 1.50 1.60
Olrrrrrrrr e st A8 2058 P60 "m/z  41.00  49.70%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #236: Isobutane
43
5000
o7 1.20 1.30 1.40 1.50 1.60
39 m/z 42.10 34.04%
S SRR TN RO AP
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 38.95 22 .50%
27
39
“"“"v"w"“l}%'v'}g'“'l“'?9"'ﬁ§'w"‘l“'ﬁQ?ﬁl?z'v"w"“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 57.10 4_01%
5000
27 39
15
2 12 | A, , 5053 57
m/z--> 0 5 10 1'5 20 25 30 35 4'0 45 50 5'5 60 65 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVLMO60320WMA .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

1.42 49.95 ug/L 939395 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 87
3 2-Butene, (2)- 56 C4HS8 000590-18-1 74
4 2-Butene, (E)- 56 C4HS8 000624-64-6 72
5 2-Butene 56 C4HS8 000107-01-7 72

Abundance Scan 103 (1.421 min): VV016566.D (-96) (-) m/z 41.00 100.00%
4.1
56
5000
120 1.40 1.60 1.80
S 1 O 2 S— L E—] m/z 56.05 60.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #188: 1-Propene, 2-methyl-
41
5000 s6 AU SRR
120 1.40 1.60 1.80
o8 m/z 39.00 45.16%
2 15 M
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #186: 1-Propene, 2-methyl-
4.1
120 1.40 1.60 1.80
5000 56 m/z 55.00 28.38%
28
'%'}?PM'N%'WMP"'P"'P'"P"'P"'P"'P"'P
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #184: 2-Butene, (2)-
41 120 1.40 1.60 1.80
m/z 53.00 10.96%
5000 %6
27
'w'}?wu'”W'WLP'"w'"w"'w"'w"'w"'w"'w
m/z--> 0 20 40 60 80 100 120 140 160 180 200 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.62 106.78 ug/L 2008200 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 165 (1.621 min): VV016566.D (-157) (-) m/z 43.10 100.00%
e}
57
5000
72 1.20 1.40 1.60 1.80 2.00
rerrrrrr e b e et e || M7z 41.00 96 66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #714: Butane, 2-methyl-
43
57
5000
1.20 1.40 1.60 1.80 2.00
29 m/z 42.05 88.79%
15 A | A—A 2
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #713: Butane, 2-methyl-
43
57 1.20 1.40 1.60 1.80 2.00
5000 29 m/z 57.05 68.60%
15
“'ﬁ“'P“W'”““'“*'W“MI““rﬁ“P'“P“'P“W'“W“'W““I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #712: Butane, 2-methyl-
43 1.20 1.40 1.60 1.80 2.00
m/z 38.95 34 .80%
57
5000 27
15 ‘
“'3“'PAW'JW“'“l'W“MI““?E”P'“P“'P“W'”W“'W”“I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Cyclicl.77 Concentration Rank 8

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

1.77 56.64 ug/L 1065200 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 86
2 2-Pentene, (2)- 70 C5H10 000627-20-3 74
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 74
4 1-Pentene 70 C5H10 000109-67-1 70
5 1-Pentene 70 C5H10 000109-67-1 68

Abundance Scan 211 (1.769 min): VV016566.D (-201) (-) m/z 42.05 100.00%
ap
55
5000 70
1.40 1.60 1.80 2.00 2.20
SR - 20 R N — N m/z 55.00  76.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #577: Cyclopropane, ethyl-
4
55
5000
27 70 1.40 1.60 1.80 2.00 2.20
‘ m/z 40.95 52 .34%
15
“l”hw'JJw'ﬂl“'W““'ﬁ%“l“'w'“'w'“l“'w'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #557: 2-Pentene, (2)-
55
1.40 1.60 1.80 2.00 2.20
5000 42 70 m/z 39.00 48.72%
29
15 \‘ 36L‘ 49 |, 62
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #572: Cyclobutane, methyl-
42 1.40 1.60 1.80 2.00 2.20
m/z 70.10 47 .99%
5000
55
15 |l a9 | 62 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 30

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

1.81 25.23 ug/L 474496 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 53

Abundance Scan 224 (1.810 min): VV016566.D (-217) (-) m/z 43.10 100.00%
43
5000
A
57 1o RSN SR I SRS
35| | | ol 105 115 143 1.40 1.60 1.80 2.00 2.20
R L R R R R LA A LA KRR SRS A RARA BARAN ARAN LARAN LN m/z 41.00 52.25%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #708: Pentane
43
5000 27
1.40 1.60 1.80 2.00 2.20
m/z 42.05 50.30%
15 5T 72
2 || R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #707: Pentane
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.00 17.71%
27
s ) 7
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #706: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 57.10 16.74%
5000
27 57 72
'HVHWE?P“M“Jb“inv“wLHV“WH“V“W““V“W““P“'v' \Aw"w'“'A“""“l“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

1.90 57.00 ug/L 1072030 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Pentene, (2)- 70 C5H10 000627-20-3 90
3 2-Pentene, (2)- 70 C5H10 000627-20-3 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87

Abundance Scan 252 (1.901 min): VV016566.D (-244) (-) m/z 55.00 100.00%
55
5000
42 70
1.60 1.80 2.00 2.20
o...,....,....,...:,|....il.'::.,‘??.n',....,?.“..g,?...,....,...1.2]9... m/z 70.10 39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #562: 2-Pentene, (E)-
55
5000 39 70
1.60 1.80 2.00 2.20
29 ‘ m/z 42.00 33.74%
"'I'%?'I"JJI"'!i"ﬂﬁﬂh!' ﬁ%'“ﬁ“"'l""l""l'"'l""|“"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #559: 2-Pentene, (2)-
55
1.60 1.80 2.00 2.20
5000 m/z 39.00 32.98%
70
H Il 63
”'P'”I”'W'”'P'”I”'W'”'P'“I“'W'”'P'“I”'W'”'
m/z--> 10 40 60 70 80 90 100 110 120
Abundance #557. 2-Pentene, (2)-
55 1.60 1.80 2.00 2.20
m/z 41.00 26.56%
5000 42 70
'”lﬁ?w'“mw'”U“'w””'Fg'w'“'l“'w'“'w'”l'“'w'“
m/z--> 10 20 30 60 70 80 90 100 110 120 1.60 1.80 2.00 2.20

SOMVLMO60320WMA .M Mon Jun 08 04:45:48 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

1.99 35.12 ug/L 660486 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
3 2-Methyl-1-butene 70 C5H10 000563-46-2 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
5 2-Pentene, (E)- 70 C5H10 000646-04-8 86

Abundance Scan 280 (1.991 min): VV016566.D (-269) (-) m/z 55.05 100.00%
55
5000 20 70
1.60 1.80 2.00 2.20 2.40
.,....,....u..-'.h,.'...ﬁ‘l. L 8 m/z 70.05 39.22%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #563: 2-Methyl-1-butene
55
5000
70 1.60 1.80 2.00 2.20 2.40
‘ m/z 39.00 34.78%
'I"}?IJL'LL"II'“"I"”I""I""I"”I"'
m/z--> 0 60 80 100 120 140 160
Abundance #584. Cyclopropane, 1,2-dimethyl-, trans-
55
1.60 1.80 2.00 2.20 2.40
5000 39 70 m/z 42.05 33.80%
27
'I"}?I”"I""I”"I""I'”'I""I'”'I"
m/z--> 0 20 40 80 100 120 140 160
Abundance #564: 2-Methyl-1-butene
55 1.60 1.80 2.00 2.20 2.40
m/z 41.00 23.13%
5000
70
| \\ J
m/z--> 0 20 40 ' 80 100 120 140 160 1.60 1.80 2.00 2.20 2.40

SOMVLMO60320WMA .M Mon Jun 08 04:45:49 2020

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Cyclic2.03 Concentration Rank 18

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

2.03 34.70 ug/L 652553 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 60
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 60
3 2-Pentene, (2)- 70 C5H10 000627-20-3 50
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 49
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 49

Abundance Scan 292 (2.029 min): VV016566.D (-285) (-) m/z 55.00 100.00%
55
5000
39 70
1.60 1.80 2.00 2.20 2.40
.,....,....-m.-'.".h,'.-.'..,...9.6,....12.2...,....,....,....,...2]1,5’.. m/z 70.05 41.96%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.60 1.80 2.00 2.20 2.40
29 " m/z 39.00 34 .35%
w'“'w'“l“'w““'w'“l“'w'“'w'“l“'w'“'w'“l“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #571: 2-Butene, 2-methyl-
55
1.60 1.80 2.00 2.20 2.40
5000 m/z 41.00 30.98%
41 70
27
v |
miz--> 'c')""z'd"'4'0'"'e'o'"'s'o'"iéé"iz'é"iié"iéé"iéd"ééé"ééd'
Abundance #559: 2-Pentene, (2)-
55 1.60 1.80 2.00 2.20 2.40
m/z 42.00 23.83%
5000
42 0
29
'I”}i'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 160 1.80 2.00 2.20 2.40

SOMVLMO60320WMA .M Mon Jun 08 04:45:49 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 56

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

2.45 5.63 ug/L 105898 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
2 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 52
3 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 46
4 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 43
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 423 (2.450|1min):W016566.D(—409) ) m/z 41.00 100.00%
4
56
5000 69
‘ 84
220 2.40 2.60 2.80
S— ,('" -.,‘??.'.',-..??,..‘u.,....l,o.l..., m/z 43.05 94.01%
m/z--> 0 10 20 30 40 60 70 80 90 100
Abundance #1478: 1—Pentene, 2-methyl-
41 56
5000 27 69
84 220 2.40 2.60 2.80
15 m/z 56.00 62.50%
. i S0pll, 63 | 77
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1522: Cyclopropane, 1-ethyl-2-methyl-, cis-
a4 55
220 2.40 2.60 2.80
5000 - 69 m/z 39.00 48.19%
84
s M
“'|“"w'“w"wl'“*l“"ﬁl'w"“l'“'l“"w"w"“l
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #186: 1-Propene, 2-methyl-
a4 220 2.40 2.60 2.80

m/z 69.00 46.72%

5000 56
28
2 1\5 | ‘ ‘ \ alll, 50 ‘ J\/\

m/z--> 0 10 20 30 40 50 60 70 80 90 100 220 240 2.60 2.80

SOMVLMO60320WMA .M Mon Jun 08 04:45:50 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 Cyclopentene Concentration Rank 4

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

2.49 84 .97 ug/L 1598040 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 Cyclopentene 68 C5H8 000142-29-0 87
4 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 78
5 Cyclopentene 68 C5H8 000142-29-0 78

Abundance Scan 435 (2.489 min): VV016566.D (-425) (-) m/z 67.00 100.00%
67
5000
1. T e e
o...,....,....,...'!I':.4.6.,-.|...,6.2~.':.,...7.8,..8.6.,...9?.... m/z 68.00 38.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #431: Cyclopentene
67
5000 RN R L L
220 2.40 2.60 2.80
39 53 m/z 39.00 25.87%
2I7 || | 62|I
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #426: Cyclopentene
67
220 240 2.60 2.80
5000 m/z 53.00 18.84%
39 53
s Twlie | e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #429: Cyclopentene
67 220 240 2.60 2.80

m/z 41.05 10.27%

5000
39

53
27
5 3 flas | e,

m/z--> 10 20 30 40 50 60 70 80 90 100 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 12 (DEL) Alkane: Cyclic2.59 Concentration Rank 1

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

2.59 112.47 ug/L 2115150 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
2 Cyclopentane 70 C5H10 000287-92-3 86
3 1-Pentene 70 C5H10 000109-67-1 78
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
5 Cyclopentane 70 C5H10 000287-92-3 72

Abundance Scan 466 (2.589 min): VV016566.D (-454) (-) m/z 42.05 100.00%
ap
5000 55 70
220 240 2.60 2.80 3.00
3 51 6165 77 84
T m/z 55.05 41.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #575: Cyclobutane, methyl- /k
ap
5000 SRR SRR SR
220 240 2.60 2.80 3.00
27 S5 0 m/z 70.05 36 .00%
131 33| 51| 6266
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
ap
220 240 260 280 3.00
5000 m/z 41.00 35.26%
55 70
27
1 15 1,31 3$“ 51 | 60 65
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
a4 220 240 2.60 2.80 3.00
m/z 39.00 25 _.54%
55
5000
27 70
15 a1 S8 5L 63
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 2.60 2.80 3.00

SOMVLMO60320WMA .M Mon Jun 08 04:45:52 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 52

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

2.78 6.54 ug/L 123017 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56

Abundance Scan 526 (2.781 min): VV016566.D (-507) (-) m/z 57.05 100.00%
57
41
5000
71 86 240 2.60 2.80 3.00 3.20
...,....,....,....,....|,:|...?1.~.'..,.6.4..i'..7.7.,..:.,??..1?9..., m/z 56.00 86.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
240 2.60 2.80 3.00 3.20
m/z 41.00 59.15%
15 | |.| 51|, 63 't 8
miz--> 0 10 20 30 40 50 6 70 8 90 100
Abundance #1827: Pentane, 3-methyl-
57
29 41 240 2.60 2.80 3.00 3.20
5000 m/z 43.00 22 .08%
o “‘ \“ L I 86
mz-> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1826: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 13.57%
29 41
5000
1 B \“ 51, 65 177 86
RIS L UL IR UL SO I SULIL SO SURILLS I B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00 3.20

SOMVLMO60320WMA .M Mon Jun 08 04:45:53 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

2.96 5.93 ug/L 111586 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1-Hexene 84 C6H12 000592-41-6 81
4 2-Hexene, (2)- 84 C6H12 007688-21-3 53
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 53

Abundance Scan 582 (2.962 min): VV016566.D (-566) (-) m/z 40.95 100.00%
41 56
5000
69 84
207 2.60 2.80 3.00 3.20
et s B L o B m/z 55.95 91.32%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1453: 1-Hexene
41 56
27
5000
84 2.60 2.80 3.00 3.20
69 m/z 55.10 64.72%
15
2 Il
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1478: 1-Pentene, 2-methyl-
41 56
2.60 2.80 3.00 3.20
5000 27 69 m/z 42.10 62.28%
84
15 ‘
'I”'MI”"W”HMI”"I”"P"'P"'P"'"'W"”I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1452: 1-Hexene
41 56 2.60 2.80 3.00 3.20
m/z 39.00 46.52%
5000
27 69 84
'P'}i"”l'”I”"I”"P"W"”I'”' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
VV016566.D

06 Jun 2020 04:03

SY/MD

L2862-12

5.0mL/MSVOA_V/WATER

45 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
VOC Analysis

= 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

15 (DEL) Alkane: Straight-Chai... Concentration Rank 61

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

3.17 3.57 ug/L 67181 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene, (2)- 84 C6H12 007642-09-3 91
2 3-Hexene, (E)- 84 C6H12 013269-52-8 91
3 2-Hexene 84 C6H12 000592-43-8 64
4 3-Hexene, (E)- 84 C6H12 013269-52-8 59
5 3-Hexene, (2)- 84 C6H12 007642-09-3 59

Abundance Scan 647 (3.171 min): VV016566.D (-635) (-) m/z 55.10 100.00%
41 ®
84
5000 69
2.80 3.00 3.20 3.40 3.60
63
..,....,....,...-.':.'...;':'!l'.,.~='.|.-,...7.5-‘,4.'..,....,....,...??9..., m/z 41.00 78.74%
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #1464: 3-Hexene, (2)-
55
41
5000 84
27 69 2.80 3.00 3.20 3.40 3.60
‘ ‘ m/z 41.95 55.23%
15
"w'hw"“h'”llk"%h'wg?m|“??w"w"“|'“'|“"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1467: 3-Hexene, (E)-
41 55
2.80 3.00 3.20 3.40 3.60
5000 m/z 84.00 45_.99%
27 69 84
15
"I""I""I""I"'%?""Ig?"I"??I""I""I""I""I”"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1454: 2-Hexene
55 2.80 3.00 3.20 3.40 3.60
m/z 38.95 42 _.46%
5000 41 o
27 69
"P%?W"”I'”'I”"P"Wg?”I'”'I”"P"W"”I”"P"W
m/z--> 10 20 30 40 50 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 53

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

3.24 6.33 ug/L 119067 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene, (E)- 84 C6H12 004050-45-7 91
2 2-Hexene, (2)- 84 C6H12 007688-21-3 91
3 2-Hexene 84 C6H12 000592-43-8 91
4 2-Hexene, (E)- 84 C6H12 004050-45-7 91
5 3-Hexene, (2)- 84 C6H12 007642-09-3 87

Abundance Scan 669 (3.241 min): VV016566.D (-657) (-) m/z 55.00 100.00%
55
5000 42 84
| 69
3.00 3.20 3.40 3.60
50
...,....,....,..?7:-,.'...i-.'!I.,G?..-.|,.7.4.??....,.9.4..,.. m/z 42.00 39.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1463: 2-Hexene, (E)-
55
5000 42
84 3.00 3.20 3.40 3.60
29 69 m/z 84.05 38.42%
15 |J 37L | 50,,| 63 ,| 77
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #1462: 2-Hexene, (2)-
55
42 3.00 3.20 3.40 3.60
5000 27 m/z 41.00 32 .45%
84
69
15
SRS AT N ¢ A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1451: 2-Hexene
55 3.00 3.20 3.40 3.60
m/z 39.00 27 . 44%
42
5000 84
29 69
15 “ 37L |50, 63 “ ”
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 17 Cyclopentene, 4-methyl- Concentration Rank 33

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

3.45 20.36 ug/L 382830 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
3 1,4-Pentadiene, 2-methyl- 82 C6H10 000763-30-4 91
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91

Abundance Scan 734 (3.450 min): VV016566.D (-722) (-) m/z 67.00 100.00%
67
5000
39 82 URRBE AR LR RS S
53 3.20 3.40 3.60 3.80
..,....,....,...:|i|:..4?;'.":'..?1..':.',.7.4.'.',|....,....,1.0.3..,. m/z 82.05 23.17%
m/z--> 10 20 30 40 5 60 70 8 90 100 110
Abundance #1231: Cyclopentene, 4-methyl-
67
5000
82 3.20 3.40 3.60 3.80
P m/z 39.00 19.92%
54
..,.%?.,..:l:,...:LL. . TT IR M PR O | —
m/z--> 10 20 30 40 5 60 70 8 90 100 110
Abundance #1227: Cyclopentene, 3-methyl-
67
3.20 3.40 3.60 3.80
5000 m/z 41.00 16.44%
- 39 82
s 1 M B e o |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1254: 1,4-Pentadiene, 2-methyl-
67 3.20 3.40 3.60 3.80
m/z 81.10 11.04%
5000 41
27 54 82
..,.”.,.”;W..u}l.”iﬁh.ﬁq.Hl,?ﬁ.ﬂl”.,..”,..”,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 18 Propyl mercaptan Concentration Rank 51

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

3.70 7.03 ug/L 132133 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propyl mercaptan 76 C3H8S 000107-03-9 95
2 Propyl mercaptan 76 C3H8S 000107-03-9 93
3 Propyl mercaptan 76 C3H8S 000107-03-9 90
4 Propyl mercaptan 76 C3H8S 000107-03-9 90
5 Propyl mercaptan 76 C3H8S 000107-03-9 90

Abundance Scan 812 (3.701 min): VV016566.D (-798) (-) m/z 76.00 100.00%
76
a .
5000
61
3.40 3.60 3.80 4.00
69
...,....,....,..3.‘?'.!..“'.',??.-!'i|....-,~.. b m/z 41.05  82.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #956: Propyl mercaptan
a2 47 76
27
5000
3.40 3.60 3.80 4.00
m/z 47.00 75.16%
2l s
SN, Y YR :Jn.?ﬁﬂ.”§?” Y
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #952: Propyl mercaptan
43 76
3.40 3.60 3.80 4.00
5000 27 m/z 43.10 71.19%
48 61
— ,??uﬁ8,..l:‘,.?f:‘}.ﬁ.lq .??:q‘...??.. e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #955: Propyl mercaptan
a 47 76 3.40 3.60 3.80 4.00
27 m/z 42.10 70.92%
5000
15 35 61
S | 1 = O
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 19 (DEL) Alkane: Cyclic3.78 Concentration Rank 15

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

3.78 40.79 ug/L 767095 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 837 (3.781 min): VV016566.D (-824) (-) m/z 56.05 100.00%
56
1 j\_
5000 69
84 340 360 3.80 4.00 4.20
...,....,....,....,....;I'..‘.‘?.': et e b e 28 m/z 41.05  54.11%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1494: Cyclopentane, methyl-
56 f
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 o m/z 69.05 42 .12%
"W””I}?I”“I””“h”ﬁu“P”qP”W'”W”'W”'W””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1493: Cyclopentane, methyl-
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.00 25.12%
69
84
'"ﬁ"'P%éﬂ"'W"”l"ﬁ%"'I'”'I'qu'”'l”"l”"I”"I”"I”"
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 3.40 3.60 3.80 4.00 4.20
27 m/z 39.00 24 _.01%
5000
42
1 %
plill
m/z--> 0 10 20 30 40 5'0 60 70 80 90 100 110 120 130 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\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 20 Cyclopentene, 3-methyl- Concentration Rank 60

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

4.48 3.92 ug/L 73752 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 83
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 83

Abundance Scan 1054 (4.479 min): VV016566.D (-1047) (-) m/z 67.00 100.00%
67
5000
2 82
53 | 420 440 460 4.80
77 - : -
b A8 L 80 Ll UL e7 98 T e5T00 - 25, 0%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1244: Cyclopentene, 3-methyl-
67
5000
420 4.40 4.60 4.80
41 82 m/z 39.00 16.30%
27
"I”"I”"I'”'I"”Iﬁ?'W'”"P'??I”"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1231: Cyclopentene, 4-methyl-
67
420 4.40 4.60 4.80
5000 m/z 81.05 14 _45%
39 82
27
54
- ,...M, ...:ML ST .-~ P .?Z\. T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1236: Cyclopentene, 3-methyl-
67 420 4.40 4.60 4.80
m/z 41.00 14 _.24%
5000
27 82
\‘ ‘ ‘ 8 | M l L] 7 ‘
'w'"w"'W"'w"'w"'w"“l"“l"“l"”l"“ UL AR RN R
m/z--> 10 20 30 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 21 Thiophene Concentration Rank 2

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

5.39 107.73 ug/L 2026040 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4H4S 000110-02-1 95
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 Pyridine-D5- 84 C5D5N 007291-22-7 38

Abundance Scan 1337 (5.389 min): VV016566.D (-1324) (- m/z 84.00 100.00%
84
58
5000
45
39 R L S LS
| 51 | 69 o1 5.00 520 5.40 5.60 5.80
e e R N e o s et e e B B m/z 58.00 58.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1353: Thiophene
84
58
5000 SRR SRR RS RN
45 5.00 520 5.40 5.60 5.80
39 m/z 44_.95 34.32%
1218 2632 | | 51 | 69 4 |
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1350: Thiophene
84
58 SRR SRR AR RN
5.00 520 5.40 5.60 5.80
5000 45 m/z 39.00 18.29%
39
"'|'"'|%?"|"2§'F?'“N|"'”ﬂ%'j“i"'??""|“‘w'|""|"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1351: Thiophene A e L
84 5.00 520 5.40 5.60 5.80
m/z 57.00 13.48%
58
45
5000
39
]" 12 2\6 3? 1| “5\1 ‘ . 69 i
m/z--> 0 10 20 30 40 50 60 70 8 90 100 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 22 2-Pentanone Concentration Rank 50

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

5.55 7.14 ug/L 134300 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 53
2 2-Pentanone 86 C5H100 000107-87-9 52
3 2-Pentanone 86 C5H100 000107-87-9 52
4 2,3-Butanedione 86 C4H602 000431-03-8 52
5 2,3-Butanedione 86 C4H602 000431-03-8 50

Abundance Scan 1387 (5.550 min): VV016566.D (-1377) (-) m/z 43.00 100.00%
48
5000
39 8|6 520 540 5.60 580
35 4650 56 61 67 /1 81 : : : :
|""|""|""|""|""|""|"'!|I" 3 RS RARA LRSI SRR MARAA KARA) LA RARSA LAAM BAAMA R m/z 86.00 18.85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
48

5000
520 5.40 5.60 5.80
86 m/z 41.00 15.98%
58 71
15 2ls1 3| 50557 62 67 ']
e adaanaan i L e RARRARaaadLaans s
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43
5.20 5.40 5.60 5.80
5000 m/z 39.00 7.73%
27 58 71 86
1518 31 3| 4953 61 67 |
AL aaaanada i e L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone R R R
43 5.20 5.40 5.60 5.80
m/z 41.95 5.83%
5000
86
58 71
2731 36%% | 5055 62 ]
s LB i R na Rk
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 23 Diethyl sulfide Concentration Rank 43

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

5.97 11.44 ug/L 215084 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfide 90 C4H10S 000352-93-2 96
2 Diethyl sulfide 90 C4H10S 000352-93-2 96
3 Diethyl sulfide 90 C4H10S 000352-93-2 91
4 Diethyl sulfide 90 C4H10S 000352-93-2 91
5 Sulfur diimide, dimethyl- 90 C2H6N2S 013849-02-0 59

Abundance Scan 1518 (5.971 min): VV016566.D (-1500) (-) m/z 75.00 100.00%
75 90
47 s
61
5000
41 81 5.60 5.80 6.00 6.20 6.40
55
...,....,....,..3.6.','..”:-,..-.'!|!.-=‘?7.,..:'.,'....~,':.9.6.,... m/z 90.00  86.96%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2334 Diethyl sulfide
47 » 90
5000
5.60 5.80 6.00 6.20 6.40
35 41 m/z 47.00 68.71%
s M sl e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2331: Diethyl sulfide
75
47 90
5.60 5.80 6.00 6.20 6.40
5000 2 61 m/z 61.00 53.97%
3B 4
S - E— — .H..H.‘,.??lW.‘..??.. e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2332: Diethyl sulfide
47 75 5.60 5.80 6.00 6.20 6.40
90 m/z 62.00 48.98%
27 o1
5000
35
ol e Lo L
m/z--> 10 20 30 40 50 60 70 8 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 24 3-Pentanone Concentration Rank 48

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

6.35 8.17 ug/L 153611 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 86
2 3-Pentanone 86 C5H100 000096-22-0 72
3 3-Pentanone 86 C5H100 000096-22-0 64
4 Neopentane 72 C5H12 000463-82-1 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 7

Abundance Scan 1636 (6.350 min): VV016566.D (-1628) (-) m/z 57.00 100.00%
g7
5000 }k
T o o o ok T
42 : : : :
S T oA~ SR .Y SN ¢ SN - S - S m/z 86.05 22.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1711: 3-Pentanone
29 57
5000
6.00 6.20 6.40 6.60
86 m/z 56.00 4 .05%
18 24y|| 384 50 | 62 71
miz--> 10 20 30 40 50 6 70 8 9%
Abundance #1707: 3-Pentanone
57
29 6.00 6.20 6.40 6.60
5000 m/z 42.00 3.93%
86
15 [, 41 50 |, 62 71
miz--> 0 20 30 40 50 6 70 8 9%
Abundance #1712: 3-Pentanone
57 6.00 6.20 6.40 6.60
m/z 58.00 3.44%
5000
29 86
15 \‘\‘ 4.\2 50 L
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 ' 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 25 Cyclohexene, 4-methyl- Concentration Rank 45

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

6.59 8.52 ug/L 160322 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 95
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
4 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 76
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 76

Abundance Scan 1710 (6.588 min): VV016566.D (-1690) (-) m/z 81.00 100.00%
il
5000 >4
96
6.20 6.40 6.60 6.80 7.00
91
,,,“ 48 ‘ .-.':.|,. 79.|,':...,-...'.,.... m/z 54.00 49.55%
m/z--> 10 20 80 90 100
Abundance #2878. Cyclohexene, 4- methyl—
il
5000 39 >
67 96 6.20 6.40 6.60 6.80 7.00
‘ m/z 66.95 38.87%
S . ||. el sl |
m/z--> 10 40 50 60 70 80 90 100
Abundance #2879: Cyclohexene, 4-methyl-
il
54 620 6.40 6.60 6.80 7.00
5000 m/z 96.10 34.23%
39
67 96
T |""|"'L‘|""|‘ it |""q0""|'?§'|"' R
m/z--> 10 20 40 50 60 70 8 90 100
Abundance #2872: Cyclohexene, 4-methyl-
il 6.20 6.40 6.60 6.80 7.00
m/z 55.00 31.95%
54
5000 96
39 67
27 ‘
| = | “I |‘ = | J ?1 | 74“l‘ 8? aan
|||||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 26 Cyclobutane, (1-methylethyl... Concentration Rank 46

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

6.82 8.49 ug/L 159735 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 72
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 64

Abundance Scan 1782 (6.820 min): VV016566.D (-1767) (-) m/z 81.10 100.00%
g1
5000
a0 96
53 67 | 6.40 6.60 6.80 7.00 7.20
91 : : : : :
S NN N P -1 R m/z 78.95 27.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
il
5000
6.40 6.60 6.80 7.00 7.20
27 39 53 7 96 m/z 96.10 26 .82%
R .,...:LL.4§.H:LL.,G?NJ:,.??Hh!.&G.,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2909: Cyclopentene, 1,5-dimethyl- /v\\
il
RARAS ARSI RALES AR
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.00 16.37%
27 39 96
53
15 67
o s s e wel e |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl- SPERT TR TR T T
81 6.40 6.60 6.80 7.00 7.20
m/z 53.00 13.33%
5000
7 ¥ 53 o 9
"W'}§'P"'P"'P'"P"'F%"I”"I”"I”"I”'
m/z--> 10 20 30 40 50 60 70 8 90 100 6.40 6.60 6.80 7.00 7.20

SOMVLMO60320WMA .M Mon Jun 08 04:46:03 2020 Page: 30



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 28 2-Pentanol, 2-methyl- Concentration Rank 59

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

7.16 3.93 ug/L 73880 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 72
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 72
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 59

Abundance Scan 1888 (7.161 min): VV016566.D (-1879) (-) m/z 59.00 100.00%
50
5000
45 87
39| | ‘ 53 6|9 5 81 % 6.80 7.00 7.20 7.40
el TS S S m/z 45.00  30.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4459: 2-Pentanol, 2-methyl-
50
5000 SRR SR U LR
45 6.80 7.00 7.20 7.40
31 87 m/z 87.10 28.20%
39 69
III':'I-?'I"'I'Ill'"'II|'|"'I?:?":i""l""I""I""I""II
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4447: 2-Pentanol, 2-methyl-
50
6.80 7.00 7.20 7.40
5000 45 a7 m/z 41.00 26 .38%
31
69
sl B sl T e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4479: 2-Butanol, 2,3-dimethyl-
50 6.80 7.00 7.20 7.40
m/z 43.00 23.35%
5000
87
5 M 69
'W"”I'””””'“AMMW§?”i'”'l”"P"W"”I'”'I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 29 2-Pentanone, 3-methyl- Concentration Rank 34

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

7.49 20.33 ug/L 418529 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 91
2 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 59
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 58
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 53
5 2-Butanone 72 C4H80 000078-93-3 50

Abundance Scan 1990 (7.489 min): VV016566.D (-1981) (-) m/z 43.00 100.00%
43
5000
57
72
100 7.20 7.40 7.60 7.80
85
o..,....,....,...3.3,::..5,0..'!.,..6.6.,l~..?9,..'..,.9.4..,...., m/z 57.05 35.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3865: 2-Pentanone, 3-methyl-
43
5000
57 7.20 7.40 7.60 7.80
29 e m/z 41.00 31.76%
37,‘ 51 | 65 | 79 85 o1 100
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3859: 2-Pentanone, 3-methyl-
43
7.20 7.40 7.60 7.80
5000 5 m/z 72.00 22 .85%
29
72
G | 1 = g5 10
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3864: 2-Pentanone, 3-methyl-
43 7.20 7.40 7.60 7.80
m/z 56.00 11.89%
5000
29 57
72
‘ 37\“ 51 | 63 | 85 100
m/z--> :I.IO 2|0 3|0 4|0 5|O I 7|0 I I 1(I)O I 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 30 Thiophene, 2-methyl- Concentration Rank 11

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

7.54 50.69 ug/L 1043520 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 95
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
4 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91

Abundance Scan 2006 (7.540 min): VV016566.D (-1998) (-) m/z 97.00 100.00%
g7
5000
5 5869 g | 110 . 7.20 7.40 760 7.80
B m/z 98.00 54 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3123: Thiophene, 2-methyl-
97
5000 ||/\|/\||

7.20 7.40 7.60 7.80
m/z 45.00 11.92%

45
15 27 58 69 gy |
w—v—v—v—p-'v—v—ﬁh—v]-v“v'—vﬂr‘r—ﬁ—v—,—v—v—v—vl",....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3121: Thiophene, 3-methyl-
97

7.20 7.40 7.60 7.80

5000 m/z 99.00 7 .85%
45
69
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3120: Thiophene, 2-methyl-
97 7.20 7.40 7.60 7.80

m/z 39.00 7.42%

5000
45
15 27 || 9869 g |

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 31 Thiophene, 3-methyl- Concentration Rank 27

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

7.72 27.48 ug/L 565613 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 95
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
4 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91

Abundance Scan 2062 (7.720 min): VV016566.D (-2050) (- m/z 97.00 100.00%
o7
5000
a° 69 7.40 7.60 7.80 800
53 . . . .
et Ll 8L 8L 110 hoT 98 00 53.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3121: Thiophene, 3-methyl-
o7
5000 AR LA LS IR SR
7.40 7.60 7.80 8.00
45 m/z 44.95 15.29%
15 27 38 | 9B 500 g
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3124: Thiophene, 3-methyl-
o7
7.40 7.60 7.80 8.00
5000 m/z 99.00 7.97%
45
1 15 2] 3‘§ ‘ \\\5\3 1 62 6\9\ 81 90 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3125: Thiophene, 3-methyl-
o7 7.40 7.60 7.80 8.00

m/z 69.00 7.30%

5000

45
27 38 | 53 6269 g ||
SR N 0 NP~ RN - NN [ NN

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 32 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 49

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

7.87 8.10 ug/L 166724 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 81
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 74
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 64
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 58
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 58

Abundance Scan 2109 (7.871 min): VV016566.D (-2097) (-) m/z 95.05 100.00%
95
5000
67 75 110
o |4|1 47 55 ]r ‘ [ B o 104 7.60 7.80 8.00 8.20
..,....,....,....,.'.-..,"' Ly S L Tm/Zz 67.00 28.33%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #6022: 1,4- Pentadlene, 2,3,3-trimethyl-
95
67
41
5000
55 7.60 7.80 8.00 8.20
27 110 m/z 110.10 21.80%
"|':!-§'|"'|!I|"'=I” "i|=|“'?]'-'l'!ll i I.l'l....|'.|.!.|....|....|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
7.60 7.80 8.00 8.20
5000 67 m/z 75.00 19.10%
110
39 55
27 77
"w%?w"h\“'jm%§w“u'w'““l'“hn'“'ﬂul'w"'w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene
95 7.60 7.80 8.00 8.20
m/z 41.00 14 .55%
5000 7 n er
110
"P%§W"”I"”I'”'“L"P"W"LH'”'NJ”'I”"P"W
m/z--> 10 20 30 40 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 33 3-Hexanone Concentration Rank 23

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

8.02 32.17 ug/L 662216 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone 100 C6H120 000589-38-8 94
2 3-Hexanone 100 C6H120 000589-38-8 91
3 3-Hexanone 100 C6H120 000589-38-8 90
4 3-Hexanone 100 C6H120 000589-38-8 86
5 3-Hexanone 100 C6H120 000589-38-8 72

Abundance Scan 2155 (8.019 min): VV016566.D (-2144) (-) m/z 43.10 100.00%
43 57 n
71
5000
100
7.60 7.80 8.00 8.20 8.40
85
S/ O - Pl A X S O € m/z 57.00 89.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3783: 3-Hexanone
48 57
71 A,
5000 A SRR A R R
29 100 760 7.80 8.00 8.20 8.40
m/z 71.00 58.25%
15 ,L 37||, 51 | 63 | 77 85
miz--> 0 % 30 4 80 60 b 8 90 100 110
Abundance #3777: 3-Hexanone
43 57
29 - 7.60 7.80 8.00 8.20 8.40
5000 m/z 100.10 35.20%
100
s | gl el |
miz--> 10 20 30 4'0 50 60 70 8 90 100 110
Abundance #3776 3-Hexanone
43 57 7.60 7.80 8.00 8.20 8.40
m/z 41.10 29.90%
29 71
5000
100
“\ | N | 85
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 110 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 34 Thiophene, tetrahydro- Concentration Rank 14

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

8.24 41.70 ug/L 858322 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 97
2 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 96
3 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 91
4 Thietane, 2-methyl- 88 C4H8S 017837-41-1 74
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 50

Abundance Scan 2224 (8.241 min): VV016566.D (-2211) (-) m/z 60.00 100.00%

60
88
5000
45

800 820 840 860

3 73
o %8 107 133 m/z 87.95 68.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2081: Thiophene, tetrahydro-
60
88
5000 LA L I L L L I L LB
45 8.00 8.20 8.40 8.60

m/z 45.00 31.32%

27
AT Y N N—
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2082: Thiophene, tetrahydro-
60

8.00 8.20 8.40 8.60

5000 45 88 m/z 46.00 24.69%
27
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #2083: Thiophene, tetrahydro- A E B L i ERaas me
60 8.00 820 8.40 8.60

m/z 59.00 22.97%

5000 88
27 45
15 \‘\ M H l \‘H 73 ‘
L I L L L L L B L B B R R L

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 35 1-Ethyl-5-methylcyclopentene Concentration Rank 63

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

8.35 3.34 ug/L 68826 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 78
2 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 72
3 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 72
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 64
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 64

Abundance Scan 2258 (8.350 min): VV016566.D (-2253) (-) m/z 81.00 100.00%
g1
5000 9
67 110
it s 8.00 820 840 8.60
...,....,....,....|;|....i'-.|:|..,..".!,.?‘?.'}!..8.8,'.'::.,1.93..','...., m/z 95.05 50.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5992: 1-Ethyl-5-methylcyclopentene
g1
95
5000 67
8.00 8.20 8.40 8.60
S 110 m/z 67.00  34.65%
S RN O O Y S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5944: Cyclohexene, 1-ethyl-
81
8.00 820 8.40 8.60
5000 m/z 110.00 28.27%
67
41 110
21 ‘ 53 95
e M ey e e 1 soa |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5937: Cyclohexene, 1-ethyl-
81 8.00 8.20 8.40 8.60
m/z 79.00 18.69%
5000
67
41 110
27 53 95
"'I'%$'I"J”I""I” ”I”lh'I"“lu'?$“H"'§?'J"}p?"l""I AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 36 Cyclopentane, 2-ethylidene-... Concentration Rank 64

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

8.53 2.54 ug/L 52253 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 87
2 2,4-Heptadiene, 2,6-dimethyl- 124 C9H16 004634-87-1 87
3 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 87
4 Cyclopropane, 1,l1-dimethyl-2-(2-... 124 C9H16 033422-32-1 87
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 87

Abundance Scan 2314 (8.530 min): VV016566.D (-2304) (-) m/z 109.00 100.00%
67 109
5000
81
41 o5 | 124
|.| i o | 081 8.20 8.40 8.60 8.80
bl m/z 67.00 84.26%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109
5000 61
41 8.20 8.40 8.60 8.80
81 124 m/z 80.95 35.19%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10693: 2,4-Heptadiene, 2,6-dimethyl-
109
67 8.20 8.40 8.60 8.80
5000 124 m/z 41.05 23.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #10661: 3-Heptyne, 2,2-dimethyl-
67 109 8.20 8.40 8.60 8.80
m/z 124_.20 20.87%
5000 a1 124
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 37 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 62

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

8.66 3.50 ug/L 72070 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 50
2 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 50
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 46
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 46
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 46

Abundance Scan 2354 (8.659 min): VV016566.D (-2342) (-) m/z 94.95 100.00%
41 96
69
5000
52 103 118
81 151 8.40 860 880 9.00
m/z 41.00 89.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
95
41 o7
5000 55 0 8.40 860 8.80 9.00
2|7 | o 11 m/z 69.00 76.03%
L |.‘ T R il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6025: Cyclobutene, 1,2,3,4-tetramethyl-
9%

67 8.40 8.60 8.80 9.00

5000 55 m/z 67.00 57.25%
27 A 110
81

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #5978: 5,5-Dimethyl-1,3-hexadiene

9% 8.40 8.60 8.80 9.00

m/z 39.00 50.98%
27 67
5000 a1 55
110
‘ 77
..,.1.?.,....‘,....,a‘...i‘:‘n‘.,..‘.l‘,...‘a‘;....,‘.‘.l.,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 38 3,4-Dimethyl-2-pentanone Concentration Rank 58

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

8.75 4.80 ug/L 98749 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 64
2 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 45
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 39
4 Butanal, 2-ethyl- 100 C6H120 000097-96-1 38
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 38

Abundance Scan 2382 (8.749 min): VV016566.D (-2372) (-) m/z 43.00 100.00%
43
5000
72
55 99 114 8.40 8.60 8.80 9.00
o...,....,....,.?“?.','::..,..:.,‘?3...i|...?,°....,9.?..',FP?.,.!..,.. m/z 72.05  29.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7550: 3,4-Dimethyl-2-pentanone
43
5000
72 8.40 8.60 8.80 9.00
5 28 o m/z 71.10 23.73%
L el 63 83 g1 99 107114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7515: 2-Hexanone, 3-methyl-
43
8.40 8.60 8.80 9.00
5000 72 m/z 41.00 13.96%
55
s T e 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3804: Butanal, 2-ethyl-
43 8.40 8.60 8.80 9.00
m/z 55.00 9.39%
5000
‘ 55
15 . \‘ 37‘\ 111 A “ 8\2 190
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 39 Thiophene, tetrahydro-3-met... Concentration Rank 6

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

9.28 59.80 ug/L 1231060 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H10S 004740-00-5 97
2 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 46
3 Thietane, 2,4-dimethyl- 102 C5H10S 043044-24-2 43
4 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 41
5 Thiophene, tetrahydro-2-methyl- 102 C5H10S 001795-09-1 38

Abundance Scan 2547 (9.280 min): VV016566.D (-2536) (-) m/z 101.95 100.00%

102
60
41 74 87
5000

9.00 9.20 9.40 9.60

e e reat | m/z 60.00  76.69%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #4365: Thiophene, tetrahydro-3-methyl-
102
41
5000 - 4 g7
9.00 9.20 9.40 9.60

m/z 74.00 53.57%

m/z--> 20 40 60 100 120 140 160 180 200
Abundance #4202. 2 Thiazolamine, 4,5-dihydro-
102
60
9.00 9.20 9.40 9.60
5000 m/z 86.95 53.50%
43
28
15 491 ||
B B LA B o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4354: Thietane, 2,4-dimethyl- L S e e
60 9.00 9.20 9.40 9.60
m/z 41.00 53.43%
5000
45 102
N N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 40 Thiophene, 2,3-dimethyl- Concentration Rank 13

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

9.33 47.21 ug/L 971906 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2,3-dimethyl- 112 C6HS8S 000632-16-6 91
2 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 87
3 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 83
4 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 81
5 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 81

Abundance Scan 2563 (9.331 min): VV016566.D (-2556) (-) m/z 111.00 100.00%
111
97
5000
> 9.00 9.20 9.40 9.60
...,....,....,...ﬂ‘,..|..ﬁ’.?..:',.-.-.'.','...':-,.E.‘?.,....,....,.':]!1.?....1,??.., m/z 112.00 82.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6440: Thiophene, 2,3-dimethyl-
9 112
5000
9.00 9.20 9.40 9.60
‘ 77 m/z 97.00 76 .79%
"'w%é'w"'w"'w"'ﬁﬁ*”'“d”ﬁ"H'géw"'ﬁ"" Frr
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6445: Thiophene, 2,4-dimethyl-
111
97
9.00 9.20 9.40 9.60
5000 m/z 101.00 27 .61%
27 \ 7
"w'"w'"w"?ﬁhh'w'"ﬁo”ﬂ“h'jm'é?w"'ﬁ"" Frrr
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6441: Thiophene, 2,4-dimethyl-
111 9.00 9.20 9.40 9.60
m/z 45.00 18.28%
5000 97
45
15 2w | 5% %87 e
m/z--> 10 20 30 40 §o 60 70 80 90 160 1io 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 41 Thiophene, tetrahydro-2,5-d... Concentration Rank 5

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

9.41 72.88 ug/L 1500240 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 83
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 78
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 60
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 49
5 Allylthiourea 116 C4H8N2S 000109-57-9 38

Abundance Scan 2588 (9.411 min): VV016566.D (-2576) (-) m/z 101.00 100.00%

101
43 71
5000
59 116

9.00 9.20 9.40 9.60 9.80
| 64 | 81 87
e Sl 3360 L] 8187 o3 |, 09 || 128 o000 6. 13w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
161
5000
59 - 116 9.00 9.20 9.40 9.60 9.80
‘ m/z 43.10 66.51%
||“%||‘
m/z--> 2 4 80 90 100 110 120 130
Abundance #8235. trans 2,3 Dimethylthiophane
101
9.00 9.20 9.40 9.60 9.80
5000 41 116 m/z 116.00 41 .44%
ANl ‘\ 2%
..,....,....,....,..::,‘....‘,.‘...,‘....,....,l‘...,..‘..,....,...
m/z--> 20 30 40 50 80 90 100 110 120 130
Abundance #8233. cis- 2,3 Dimethylthiophane
1 9.00 9.20 9.40 9.60 9.80

m/z 41.00 38.30%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 42 trans-2,3-Dimethylthiophane Concentration Rank 9

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

9.47 53.32 ug/L 1097700 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 90
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 87
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 87
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 76
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 62

Abundance Scan 2606 (9.469 min): VV016566.D (-2597) (-) m/z 101.00 100.00%
101
5000 59 116
( 74 o
9.20 9.40 9.60 9.80
o/ — ..,.?“?.| | il W ,.I - < L 109 L1 | "m/z 116.00 42.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116

9.20 9.40 9.60 9.80
m/z 59.00 37.07%

47 5# ‘ 88
m/z--> 20 30 40 50 7 80 90 100 110 120 130
Abundance #8250: Thlophene, tetrahydro-2,5-dimethyl-, cis-
101
9.20 9.40 9.60 9.80
m/z 67.00 29.37%
5000 59 116
74
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #8251: Thlophene, tetrahydro-2,5-dimethyl-, trans-
101 9.20 9.40 9.60 9.80
m/z 41.00 24 .00%
5000 59 116
74
T alial  ae |
,,,,,,,,, S Ra R
m/z--> 20 30 40 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 43 cis-2,3-Dimethylthiophane Concentration Rank 32

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

9.74 21.04 ug/L 433016 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 93
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 93
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 64
4 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 59
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 53

Abundance Scan 2690 (9.739 min): W01$566.D(—2682) ) m/z 101.00 100.00%
101
5000 116
41 59 74
9.40 9.60 9.80 10.00
81 130
,,|, s sS4l |' o8 e B0 182 h77 116,00 48.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8233: cis-2,3-Dimethylthiophane
101
41
5000 116
5 74 9.40 9.60 9.80 10.00
m/z 41.00 37.26%
e |I|I||| 1|||I |||| 'I|'|'|||||||!'|||||||'||||||||||||||||||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116
74
”““.P“.P.,%”w.”w“.ff.w””,nnp.np.”P”.P”.P”w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

m/z-->

#8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-

20 30 40 50 60 70 80 90 100 110 120 130 140 150

9.40 9.60 9.80 10.00

m/z 74.00 34.02%

9.40 9.60 9.80 10.00

m/z 59.00 33.18%

9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 46 2H-Thiopyran, tetrahydro-2-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.10 27.76 ug/L 820027 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 95
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 90
3 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 86
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 53
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 42
Abundance Scan 2802 (10.100 min): VV016566.D (-2792) (-) m/z 100.95 100.00%
101
5000 16
67
41 . 87
5 75 128 9.80 10.00 10.20 10.40
m/z 116.00 52_76%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-
101
116
5000
9.80 10.00 10.20 10.40
m/z 67.00 40.00%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101
a1 9.80 10,00 10,20 1040
5000 116 m/z 41.00 35.18%
59 74
88
IIII""I""I""I"''I""5I:'|T"'I""I'"'I""I""I""I""I""I""II
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane A e AR RA RS
101 9.80 10.00 10.20 10.40
m/z 87.00 29.67%
5000 41 116
9
88
”W'”W”'W”'W”'W”'fﬁ'W”'W“”I””I””I”“P'”P'”P”'P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 47 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.38 25.68 ug/L 758778 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 35
2 Benzene, propyl- 120 C9H12 000103-65-1 18
3 2,4-Dimethyl-1-heptene 126 C9H18 019549-87-2 18
4 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 14
5 Oxetane, 2,2-dimethyl- 86 C5H100 006245-99-4 14

Abundance Scan 2889 (10.379 min): VV016566.D (-2882) (-) m/z 91.00 100.00%

il
43
69
5000 83
56 120
112

9% 10.00 10.20 10.40 10.60
..,....,....,..3.6:‘;!.:.i'.'.|l|l~,~.'.|.|!,"!.79.,.!'..~,...-.-,..-..,-!...J..jr??.... m/z 43.00 66.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9408: Benzene, propyl-
o
5000

10.00 10.20 10.40 10.60

120 m/z 69.05 55.91%
27 39 51 O 78 | 405
L L 1 L 1 1
R B R e S AR RaRES L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9406: Benzene, propyl-
il
10.00 10.20 10.40 10.60
5000 m/z 41.00 50.52%
120
15 27 39 5lsg ﬁ 78 | 105
R L A B A ARAA maREs o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11545: 2,4-Dimethyl-1-heptene e E e
43 70 10.00 10.20 10.40 10.60
55 m/z 83.00 36.55%
5000
83
29 ‘ 126
..,....,...H,....l.;..,‘.‘...,..‘.‘.,....,.i..,....,....11.1...,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 48 Thiophene, 2-ethyltetrahydro- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
10.43 18.40 ug/L 543691 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 90
2 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 59
3 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 50
4 Hydrazine, l-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 45
5 2-Methoxy-3-methyl-butyric acid,... 146 C7H1403 109989-32-4 36

Abundance Scan 2905 (10.431 min): VV016566.D (-2899) (-) m/z 87.00 100.00%
87
5000
i 116
59 &7 97 10.20 10.40 10.60 10.80
o BBl 82 0 8T 74 (L ST a07 | 12813 m/z 116.00 25.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87
5000
25 116 10.20 10.40 10.60 10.80
21 ‘ o 101 m/z 45.00 15.40%
"|"J“|"?#J . SEL!H“"LW Zﬁ'I"“!H""I""I""I""I'"'I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8257: Hydrazine, 1,1-dipropyl-
87
45
10.20 10.40 10.60 10.80
5000 m/z 59.00 7.77T%
116
Al s 1 ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1855: Thiocyanic acid, ethyl ester
29 10.20 10.40 10.60 10.80
m/z 39.00 7.76%
5000
87
59
| 37 4\5 52 | 7?
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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 49 Cyclohexanone, 2-methyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
10.70 11.57 ug/L 341673 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2-methyl- 112 C7H120 000583-60-8 76
2 Cycloheptanone 112 C7H120 000502-42-1 64
3 Cyclohexanone, 2-methyl- 112 C7H120 000583-60-8 62
4 Cycloheptanone 112 C7H120 000502-42-1 62
5 Cyclohexanone, 2-methyl- 112 C7H120 000583-60-8 62
Abundance Scan 2989 (10.701 min): VV016566.D (-2972) (-) m/z 68.05 100.00%
41 op
112
5000
84
97 130 10.40 10.60 10.80 11.00
S | 1 PN !.:?3,&”-.:,.:.'.',....,.'.|:.,1.2.3..I...., m/z 55.00 94.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6538: Cyclohexanone, 2-methyl-
68
55
al 112
5000 U SN
84 10.40 10.60 10.80 11.00
27 ‘ m/z 41.05 81.44%
97
'w'“'w'mh”'wJ“'ﬁ”“l“Jl']ZJ“'V‘“l”'w“'w'“'w'“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6474: Cycloheptanone
55
41 RN SN
68
10.40 10.60 10.80 11.00
5000 m/z 56.05 67.94%
112
27
”I}?I”l“'“lPt“rm“W'”‘L'“I“'W'fi'”'P'“l”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6537: Cyclohexanone, 2-methyl-
68 10.40 10.60 10.80 11.00
m/z 112.05 61.89%
41 56
112
5000
27 84
97
--.--%ﬁ--jm---ﬂim-??“=”|--” L'?ZI'“'I"“I""P“"I'”'I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVLMO60320WMA .M
Quant Title : 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 57 (DEL) Alkane: Cyclicl2.12 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.12 18.30 ug/L 540717 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,_... 112 C8H16 000930-89-2 55
2 Cyclopentane, l-ethyl-2-methyl- 112 C8H16 003726-46-3 55
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 55
4 Cyclopentane, l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 49
5 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 49
Abundance Scan 3430 (12.119 min): VV016566.D (-3421) (-) m/z 55.00 100.00%
55
83
41 69
5000
o7 140
117126 TrrrrryprrrrJrrrr|prrrr
1 | || | 107, | | 11.80 12.00 12.20 12.40
SRR 1 S 1| NSRS | N .V N IS RN m/z 83.00 70.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis-
41
70
5000
27 11.80 12.00 12.20 12.40
m/z 41.00 65.41%
“ ‘ g7 112
"W}?P'JP”'U”deﬁ”m“””P'”P”h'“W”'W””I””P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6793: Cyclopentane, 1-ethyl-2-methyl-
55
41 83 USSR NS SUNBN SRR
11.80 12.00 12.20 12.40
5000 70 m/z 69.00 58.07%
27
H 112
'”P'”P”'P”WJ”WM”I”Aﬁ'”P”'Pﬁz”'W”“I””P'”P“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6827: Cyclopentane, 1-ethyl-2-methyl-, cis- U BLSLELELE B N B
55 11.80 12.00 12.20 12.40
41 83 m/z 43.00 53.02%
5000 70
27
112
"W}?P'”P”W'”W””I””P'”P“'PEZ”'W””I””P'”P”W' UL BN SUNSN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016566.D

Acq On : 06 Jun 2020 04:03

Operator : SY/MD

Sample - L2862-12

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .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]
(DEL) Alkane: Str... 1.11 12.6 ug/L 237487 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.22 34.7 ug/L 652355 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.42 50.0 ug/L 939395 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.62 106.8 ug/L 2008200 1 5.64 940350 50.0
(DEL) Alkane: Cyc... 1.77 56.6 ug/L 1065200 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.81 25.2 ug/L 474496 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.90 57.0 ug/L 1072030 1 5.64 940350 50.0
(DEL) Alkane: Str... 1.99 35.1 ug/L 660486 1 5.64 940350 50.0
(DEL) Alkane: Cyc... 2.03 34.7 ug/L 652553 1 5.64 940350 50.0
(DEL) Alkane: Str... 2.45 5.6 ug/L 105898 1 5.64 940350 50.0
Cyclopentene 2.49 85.0 ug/L 1598040 1 5.64 940350 50.0
(DEL) Alkane: Cyc... 2.59 112.5 ug/L 2115150 1 5.64 940350 50.0
(DEL) Alkane: Str... 2.78 6.5 ug/L 123017 1 5.64 940350 50.0
(DEL) Alkane: Str... 2.96 5.9 ug/L 111586 1 5.64 940350 50.0
(DEL) Alkane: Str... 3.17 3.6 ug/L 67181 1 5.64 940350 50.0
(DEL) Alkane: Str... 3.24 6.3 ug/L 119067 1 5.64 940350 50.0
Cyclopentene, 4-m... 3.45 20.4 ug/L 382830 1 5.64 940350 50.0
Propyl mercaptan 3.70 7.0 ug/L 132133 1 5.64 940350 50.0
(DEL) Alkane: Cyc... 3.78 40.8 ug/L 767095 1 5.64 940350 50.0
Cyclopentene, 3-m... 4.48 3.9 ug/L 73752 1 5.64 940350 50.0
Thiophene 5.39 107.7 ug/L 2026040 1 5.64 940350 50.0
2-Pentanone 5.55 7.1 ug/L 134300 1 5.64 940350 50.0
Diethyl sulfide 5.97 11.4 ug/L 215084 1 5.64 940350 50.0
3-Pentanone 6.35 8.2 ug/L 153611 1 5.64 940350 50.0
Cyclohexene, 4-me. .. 6.59 8.5 ug/L 160322 1 5.64 940350 50.0
Cyclobutane, (1-m... 6.82 8.5 ug/L 159735 1 5.64 940350 50.0
2-Pentanol, 2-met. .. 7.16 3.9 ug/L 73880 1 5.64 940350 50.0
2-Pentanone, 3-me... 7.49 20.3 ug/L 418529 2 8.87 1029260 50.0
Thiophene, 2-methyl- 7.54 50.7 ug/L 1043520 2 8.87 1029260 50.0
Thiophene, 3-methyl- 7.72 27.5 ug/L 565613 2 8.87 1029260 50.0
1,4-Pentadiene, 2... 7.87 8.1 ug/L 166724 2 8.87 1029260 50.0
3-Hexanone 8.02 32.2 ug/L 662216 2 8.87 1029260 50.0
Thiophene, tetrah... 8.24 41.7 ug/L 858322 2 8.87 1029260 50.0
1-Ethyl-5-methylc... 8.35 3.3 ug/L 68826 2 8.87 1029260 50.0
Cyclopentane, 2-e... 8.53 2.5 ug/L 52253 2 8.87 1029260 50.0
1,4-Hexadiene, 2,... 8.66 3.5 ug/L 72070 2 8.87 1029260 50.0
3,4-Dimethyl-2-pe. .. 8.75 4.8 ug/L 98749 2 8.87 1029260 50.0
Thiophene, tetrah... 9.28 59.8 ug/L 1231060 2 8.87 1029260 50.0
Thiophene, 2,3-di... 9.33 47.2 ug/L 971906 2 8.87 1029260 50.0
Thiophene, tetrah... 9.41 72.9 ug/L 1500240 2 8.87 1029260 50.0
trans-2,3-Dimethy. .. 9.47 53.3 ug/L 1097700 2 8.87 1029260 50.0
cis-2,3-Dimethylt. .. 9.74 21.0 ug/L 433016 2 8.87 1029260 50.0
2H-Thiopyran, tet... 10.10 27.8 ug/L 820027 3 11.27 1477130 50.0
unknown-01 10.38 25.7 ug/L 758778 3 11.27 1477130 50.0
Thiophene, 2-ethy... 10.43 18.4 ug/L 543691 3 11.27 1477130 50.0
Cyclohexanone, 2-... 10.70 11.6 ug/L 341673 3 11.27 1477130 50.0
(DEL) Alkane: Cyc... 12.12 18.3 ug/L 540717 3 11.27 1477130 50.0
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