LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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

1.222 35 41 52 rvB 295236 273753 2.16% 0.880%
1.312 63 69 78 rVB 210445 202308 1.59% 0.650%
145 157 rVB 129028 154753 1.22% 0.497%
1.627 158 167 178 rVB 444451 573600 4._.52% 1.843%
2.032 287 293 302 rvB2 9668 13443 0.11% 0.043%
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2.116 309 319 334 rBV 309737 477897 3.77% 1.535%
2.508 429 441 448 rBvY 31857 68367 0.54% 0.220%
466 475 rBvV 198918 329458 2.60% 1.059%
2.775 511 524 542 rVB 76168 154884 1.22% 0.498%

(@R {cNec R NNe))
N
o))
[00)
©
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1 2.958 577 581 582 rBv4 1373 968 0.01% 0.003%
11 3.055 608 611 613 rBv4 772 559 0.00% 0.002%
12 3.106 625 627 631 rVB5 962 650 0.01% 0.002%
13 3.174 645 648 653 rvB5 1638 1443 0.01% 0.005%
14 3.322 692 694 698 rvVB4 1103 573 0.00% 0.002%
15 3.373 705 710 711 rBV3 2353 1697 0.01% 0.005%
16 3.444 730 732 735 rBV3 808 598 0.00% 0.002%
17 3.534 756 760 762 rBv4 1431 1121 0.01% 0.004%
18 3.566 766 770 774 rVB5 1561 1299 0.01% 0.004%
19 3.589 774 777 779 rBv4 1608 940 0.01% 0.003%
20 3.618 784 786 792 rVB5 1290 1112 0.01% 0.004%
21 3.685 800 807 809 rBV6 3660 4109 0.03% 0.013%

22 3.785 821 838 856 rBv2 118325 307010 2.42% 0.986%
23 3.894 862 872 901 rVvB 117828 296303 2.33% 0.952%

24 4.071 924 927 932 rVB7 1881 2069 0.02% 0.007%
25 4.132 942 946 949 rVB4 1325 957 0.01% 0.003%
26 4_.151 949 0952 954 rBv4 921 623 0.00% 0.002%
27 4.225 969 975 977 rBV7 1718 1537 0.01% 0.005%
28 4_257 981 985 987 rBv4 1545 937 0.01% 0.003%
29 4.373 1005 1021 1042 rBV 242899 592018 4.67% 1.902%
30 4.482 1047 1055 1070 rVB3 26638 60810 0.48% 0.195%
31 4.566 1079 1081 1085 rVB4 1777 946 0.01% 0.003%
32 4.601 1090 1092 1096 rBV4 1003 619 0.00% 0.002%
33 4.701 1106 1123 1139 rBV2 143791 361463 2.85% 1.161%
34 4.878 1177 1178 1181 rBV3 1056 587 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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
35 4.968 1181 1206 1221 rBV5 24577 82247 0.65% 0.264%

36 5.071 1221 1238 1242 rBV2 608212 1296317 10.21% 4.165%
37 5.122 1243 1254 1273 rVB 5885644 12690615 100.00% 40.774%

38 5.499 1367 1371 1372 rVV4 1060 679 0.01% 0.002%
39 5.640 1401 1415 1436 rBV 467120 953038 7.51% 3.062%
40 5.849 1478 1480 1482 rvVvVv2 1281 607 0.00% 0.002%
41 5.862 1482 1484 1488 rVVv4 1795 1084 0.01% 0.003%
42 5.888 1488 1492 1494 rVB4 1282 923 0.01% 0.003%
43 5.968 1504 1517 1530 rVB6 22091 45895 0.36% 0.147%
44 6.093 1540 1556 1584 rBvV2 335952 749478 5.91% 2.408%
45 6.280 1610 1614 1624 rVB2 3240 4463 0.04% 0.014%
46 6.386 1639 1647 1661 rVB10 10460 20517 0.16% 0.066%
47 6.450 1664 1667 1668 rBV3 1182 605 0.00% 0.002%
48 6.486 1668 1678 1689 rVB3 13594 25155 0.20% 0.081%
49 6.576 1694 1706 1708 rBV10 9778 16580 0.13% 0.053%
50 6.656 1721 1731 1745 rVB4 18885 38341 0.30% 0.123%
51 6.733 1752 1755 1760 rVB8 1229 688 0.01% 0.002%
52 6.775 1762 1768 1769 rBV5 2846 2292 0.02% 0.007%

53 6.823 1769 1783 1794 rBV 87326 161629 1.27% 0.519%
54 7.007 1829 1840 1858 rBV 220886 404544 3.19% 1.300%
55 7.161 1879 1888 1911 rVB4 42342 103284 0.81% 0.332%

56 7.289 1917 1928 1931 rBv4 22308 35859 0.28% 0.115%
57 7.338 1932 1943 1959 rVB 705495 1221455 9.62% 3.924%
58 7.515 1991 1998 2014 rVB5 23731 55696 0.44% 0.179%
59 7.640 2020 2037 2058 rBvV 133068 296518 2.34% 0.953%
60 7.865 2099 2107 2121 rVB2 40678 71785 0.57% 0.231%
61 7.952 2130 2134 2138 rBV 17710 10342 0.08% 0.033%
62 7.978 2140 2142 2144 rBV3 1366 663 0.01% 0.002%
63 8.035 2158 2160 2170 rVB9 3103 4983 0.04% 0.016%

64 8.106 2170 2182 2213 rBV 462241 823786 6.49% 2.647%
65 8.241 2214 2224 2235 rBV2 64086 113043 0.89% 0.363%

66 8.305 2235 2244 2254 rBV3 62627 107543 0.85% 0.346%

67 8.534 2305 2315 2324 rVB10 11627 19975 0.16% 0.064%
68 8.588 2326 2332 2334 rBV7 1542 1750 0.01% 0.006%
69 8.730 2370 2376 2378 rBV6 3666 4523 0.04% 0.015%

70 8.875 2411 2421 2429 rBV 684161 1076795 8.48% 3.460%
71 8.920 2430 2435 2461 rVB2 154287 271452 2.14% 0.872%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 9.035 2462 2471 2480 rBvV 120791 186692 1.47% 0.600%
73 9.129 2495 2500 2506 rVvB 31145 36273 0.29% 0.117%
74 9.283 2537 2548 2557 rBvV 176192 313006 2.47% 1.006%
75 9.405 2577 2586 2597 rBvV 136355 216242 1.70% 0.695%

76 9.473 2597 2607 2630 rVB2 133978 271313 2.14% 0.872%
77 9.566 2630 2636 2646 rVBS8 8297 14506 0.11% 0.047%
78 9.736 2679 2689 2702 rBv4 89624 166321 1.31% 0.534%
79 9.826 2704 2717 2726 rBV2 94605 177774 1.40% 0.571%
80 9.884 2727 2735 2749 rvv2 110707 175712 1.38% 0.565%

81 10.106 2796 2804 2814 rBV3 47974 75517 0.60% 0.243%
82 10.238 2834 2845 2860 rVB 541637 895417 7.06% 2.877%
83 10.309 2862 2867 2873 rVV3 18216 23058 0.18% 0.074%
84 10.431 2900 2905 2914 rVB 77161 108820 0.86% 0.350%
85 10.524 2928 2934 2945 rVB3 36658 53266 0.42% 0.171%
86 10.714 2988 2993 2999 rBV6 15244 20897 0.16% 0.067%
87 10.759 3000 3007 3014 rBV 103565 169947 1.34% 0.546%
88 11.116 3110 3118 3133 rBV5 42669 94480 0.74% 0.304%

89 11.270 3156 3166 3188 rVB 801458 1250092 9.85% 4.016%
90 11.553 3244 3254 3267 rBV2 187554 353492 2.79% 1.136%

91 11.646 3273 3283 3295 rVB 797087 1229073 9.68% 3.949%
92 11.768 3314 3321 3332 rVB2 56053 89698 0.71% 0.288%
93 12.038 3400 3405 3411 rBV3 28000 38625 0.30% 0.124%
94 12.138 3428 3436 3446 rBvV 98373 151005 1.19% 0.485%
95 12.903 3667 3674 3686 rVv2 84880 128597 1.01% 0.413%

96 12.974 3690 3696 3708 rVB3 39363 63204 0.50% 0.203%
97 13.649 3898 3906 3915 rVB 38174 57525 0.45% 0.185%
98 13.797 3946 3952 3962 rVB5 13183 24033 0.19% 0.077%
99 14.604 4194 4203 4211 rBV5 15380 25073 0.20% 0.081%

100 14.845 4270 4278 4291 rVB4 55892 109795 0.87% 0.353%

Sum of corrected areas: 31124013
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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\
VV016558.D

06 Jun 2020 00:53

SY/MD

L2862-04

5.0mL/MSVOA_V/WATER

37 Sample Multiplier: 1

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

C:\DATABASENNIST11.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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 6

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

1.22 14_.36 ug/L 273753 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 lIsobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 l1sobutane 58 C4H10 000075-28-5 59
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 40 (1.219 min): VV016558.D (-35) (-) m/z 43.05 100.00%
43
5000
. 58 o 89 140 1.20 1.30 1.40 1.50 1.60
”W””P'”P”W”JL:”P”“”'W””P”'P”W””I””P”W”'W””I m/z 41.00 48.56%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #236: Isobutane
43
5000
27 1.20 1.30 1.40 1.50 1.60
m/z 42.05 33.40%
1 15 . i 57
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #235: Isobutane
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 39.00 21.18%
27
s |l
LS LA AR KA RS KRS NERAE RAARS RRRAN RLARA RERAS BAAAN RARAS SAAAS SRS BARLE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 44.00 4.11%
5000
27
15 ‘
2 57
LS LA AR A RS KRS NERAE RAARS RRRAN RLARA RERAS LAAAN RARAS SAAAS RARAN SARME HUAR VRN URUAE RN U AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 1

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

1.63 30.09 ug/L 573600 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 38
5 3-Buten-1-ol 72 C4H80 000627-27-0 38

Abundance Scan 168 (1.631 min): VV016558.D (-158) (-) m/z 43.05 100.00%
13
57
5000
2 e 120 1k 1o 160 2bo
0’ m/z 41.00 93.69%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 RIS SRR L
1.20 1.40 1.60 1.80 2.00
29 m/z 42.05 86.87%
72
'P'}a"'J='NL"LI"”I"”I'”'I'”' rTrT T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43
. 120 140 160 180 200
5000 29 m/z 57.10 69.14%
15
'%“'“ww'“*'ﬂl'1%|“"w"w"“|'“' [rTrrr T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl- L
43 1.20 1.40 1.60 1.80 2.00
m/z 39.00 33.77%
57
5000 21
15 ‘
'E'ﬂw'w'ﬁl'ﬂl'1%|'“'|“"|“"|“"""w"'w"' IR S AR N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 120 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

2.51 3.59 ug/L 68367 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 74
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
5 Tetrahydrofuran 72 C4H80 000109-99-9 36

Abundance Scan 442 (2.511 min): VV016558.D (-429) (-) m/z 43.05 100.00%
43
5000
71
55 86 220 2.40 2.60 2.80
...,....,....,....,.??.'-,.:..',-.-.'..,6.?..,....,.-.!.,...9.,9....,....,....}.3.2].,. m/z 41.95 81.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 ISR SRR RSN AR
71 220 2.40 2.60 2.80
m/z 40.95 39.58%
27 55 86
5 | L , .| 63
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1830: Butane, 2,3-dimethyl-
i)
220 2.40 2.60 2.80
5000 m/z 71.10 22 .09%
71
27
55 86
"W”'W}?I”ﬁ“””h*”Pﬂ'ﬁ%'P”W'JW”'W”'W”'W”“I“”P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1831: Butane, 2,3-dimethyl-
43 220 2.40 2.60 2.80
m/z 39.00 18.46%
5000
27
71
"'}”"P%?'P"'P'"P"W'ééﬁqg'ﬁ"”l'§ﬁl'“'l”"l”"I”"P"'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 220 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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: Cyclic2.59 Concentration Rank 3

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

2.59 17.28 ug/L 329458 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclopentane 70 C5H10 000287-92-3 86
3 1-Pentene 70 C5H10 000109-67-1 78
4 1-Pentene 70 C5H10 000109-67-1 56
5 Cyclobutanone 70 C4H60 001191-95-3 9

Abundance Scan 466 (2.589 min): VV016558.D (-456) (-) m/z 42.05 100.00%
ap

5000 55 4
84 152 2.20 2.40 2.60 2.80 3.00
m/z 55.00 42 _.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #556: Cyclopentane
4
5000
55 70 220 2.40 2.60 2.80 3.00
27 m/z 70.10 37 .05%
1 15
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #555: Cyclopentane
4
2.20 2.40 2.60 2.80 3.00
5000 m/z 41.00 34.96%
55 70
15 2? Ui
T T T T T [ T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #553: 1-Pentene
42 2.20 2.40 2.60 2.80 3.00
m/z 39.00 26 .66%
55
5000
27 70
15 ‘
| il 1
T T P [ e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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: Straight-Chai... Concentration Rank 13

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

2.78 8.13 ug/L 154884 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 526 (2.782 min): VV016558.D (-511) (-) 57.00 100.00%

7
41
5000

71 240 2.60 2.80 3.00 3.20
| 51 86
...,....,....,....,.??.',!...,..'.:,‘??..,'....,..:.,92...,... m/z 56.00  91.74%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000

240 2.60 2.80 3.00 3.20
m/z 41.00 66 .48%
I

2 15 ‘ 71 86
O i R e e e S E e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57

29 41 240 2.60 2.80 3.00 3.20
5000 m/z 43.05 21.95%
1 15 | ‘ 51| 65 't 77 86
e T L L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl- R AR e R S
57 240 2.60 2.80 3.00 3.20

m/z 38.95 19.75%

2
5000 -
15 | ‘ 51,) 63 ‘1 86

m/z--> 0 10 20 30 40 50 60 70 8 90 100 240 260 280 300 320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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: Cyclic3.78 Concentration Rank 4

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

3.78 16.11 ug/L 307010 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 86
3 Cyclohexane 84 C6H12 000110-82-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 837 (3.782 min): VV016558.D (-821) (-) m/z 56.05 100.00%
56 p
41
5000 69
84 148 3.40 3.60 3.80 4.00 4.20
m/z 41.00 54 _56%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 m/z 69.05 41 _42%
15 84
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1493: Cyclopentane, methyl-
56
a1 340 360 380 4.00 4.20
5000 m/z 55.00 26 .64%
69
84
1 1\5 “‘ | H‘\ |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1458: Cyclohexane
56 3.40 3.60 3.80 4.00 4.20
84 m/z 39.00 24 _47%
5000 a1
69
'“P”W}ﬁP”W””P”'”"”'”“P”W””P”W””P“W””P”W””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 1,4-Pentadiene, 2-methyl- Concentration Rank 28

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

4.48 3.19 ug/L 60810 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Pentadiene, 2-methyl- 82 C6H10 000763-30-4 80
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 76
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 74
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 72
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 72

Abundance Scan 1054 (4.479 min): VV016558.D (-1047) (-) m/z 67.00 100.00%
67
5000
¥ 51 T 420 4.40 4.60 4.80
e e O AL 98 T a7 82.00 23.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1254: 1,4-Pentadiene, 2-methyl-
67
5000 41
420 4.40 4.60 4.80
m/z 38.95 17.47%
27 54 82
"w'HV'LT“'”L'WJR§RMIVEHV'“|““l“'WH'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1238: Cyclopentene, 1-methyl-
67
420 4.40 4.60 4.80
5000 m/z 81.00 12.90%
39 82
T s |
..,.%?.,...h,....i.4§.ihu.??..H:,.Z%uht...,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1236: Cyclopentene, 3-methyl-
67 420 4.40 4.60 4.80
m/z 41.00 10.60%
5000
39
27 ‘ e 82
N | O T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 8 (DEL) Alkane: Cyclic4.97 Concentration Rank 23

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

4.97 4_.31 ug/L 82247 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 87
2 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 72
3 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 50
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43

Abundance Scan 1207 (4.971 min): VV016558.D (-1181) (-) m/z 56.05 100.00%
6 6o
41 83
5000
50 63 75 91 98 104 460 4.80 5.00 5.20 5.40
..,....,....,...'".‘I“.'.'.','.l. |".'.".|!,'.."..',l.'.l..,“...'.,..'..,.. m/z 55.00 93.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 83
4.60 4.80 500 520 5.40
27 m/z 69.10 81.17%
.|| 50|.| 63 ..| 77 | 9.8
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3198: 4-Pentenal, 2-methyl-
4
4.60 4.80 500 520 5.40
5000 m/z 83.10 68.13%
28 56 6
83
"I'}é'l"ayh"'ak"l'FP”ﬂ"I"“ﬂl""i""l"??I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4445: 1-Pentanol, 3-methyl-
56 4.60 4.80 500 520 5.40
m/z 40.95 65.99%
43 69
5000
29
‘ 84
..,.%%.,...M,‘..??\,..\;.5,0.\. - N« R NN/ SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Cyclobutane, (1-methylethyl... Concentration Rank 10

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

6.82 8.48 ug/L 161629 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 86
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 86
5 Cyclopropane, 1-methyl-l1-isoprop... 96 C7H12 003422-07-9 78

Abundance Scan 1782 (6.820 min): VV016558.D (-1769) (-) 81.00 100.00%

81
5000
96
39 53 67

6.40 6.60 6.80 7.00 7.20
...,....,....,....|,|..4.6.i'.|:'..?%.'.|.,.7.4.'| L0 A7 Tm/z 79.00 27.10%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000

6.40 6.60 6.80 7.00 7.20

0
27 39 67 96 m/z 96.10 25.86%
U O 15 A =Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.00 16.51%
" 27 39 53 67 96
‘ BN
,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2911: Cyclopentene, 4,4-dimethyl- R i ma e B e
81 6.40 6.60 6.80 7.00 7.20

m/z 66.95 13.74%

5000
96

27 53 7
15 ‘ ! H ‘H Ll L

m/z--> 10 20 30 60 70 80 90 100 110 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 2-Pentanol, 2-methyl- Concentration Rank 17

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

7.16 5.42 ug/L 103284 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 59
5 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56

Abundance Scan 1888 (7.161 min): VV016558.D (-1879) (-) m/z 59.05 100.00%
50
5000
45 87
39‘ ‘ o 6.80 7.00 7.20 7.40
...,....,....,....,.'...,.~.!~.i...~.|,.?“?.?1.!~..,..9?.,....,. m/z 45.00 32.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4447: 2-Pentanol, 2-methyl-
509
5000 45
87 6.80 7.00 7.20 7.40
31 m/z 41.00 31.11%
T "|'}§'|' 'J”J""”L "'l?'”"I""l "'??""'I"'ggl""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4473: 2-Butanol, 2,3-dimethyl-
50
SRR S U U
6.80 7.00 7.20 7.40
5000 m/z 86.95 27 .72%
87
q X 69
15 N “\\ 53 || 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4478: 2-Butanol, 2,3-dimethyl-
50 6.80 7.00 7.20 7.40
m/z 43.00 23.15%
5000
41 87
15 31 “ 69
"'I"t' |'?§HHM""|‘J4?|??””i' "ﬂl"??l" "|""1P}"'|' NJL'I""I""I AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.80 7.00 7.20 7.40

SOMVLMO60320WMA .M Mon Jun 08 04:42:39 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 3-Pentanol, 3-methyl- Concentration Rank 30

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

7.51 2.59 ug/L 55696 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 59
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 59
3 4-[1,3]Dioxolan-2-yl-3,4-dimethy... 196 C11H1603 054710-16-6 37
4 5-(1-Ethoxy-ethoxy)-4-methyl-hex... 200 C11H2003 086845-53-6 35
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

Abundance Scan 1997 (7.511 min): VV016558.D (-1991) (-) m/z 73.00 100.00%
73
5000 55
43
R
87 7.20 7.40 7.60 7.80
100110 121 m/z 55.00 44.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4463: 3-Pentanol, 3-methyl-
73
5000 55 RS SRR AN R
7.20 7.40 7.60 7.80
a7 m/z 43.00 28 .58%
"'Iih'ﬂyﬂyl”““Ih"¥p"l”"l”"l”"I”"I”
m/z--> 80 100 120 140 160 180 200
Abundance #4464 3-Pentanol, 3-methyl-
73
U UL L L L
7.20 7.40 7.60 7.80
5000 55 m/z 44.95 25.16%
‘ 87
'}?Iﬂh'jk"W"”'IM"I"'W""I”"I'"W""I”
m/z--> 40 80 100 120 140 160 180 200
Abundance #57899: 4- [1,3]D|oxo|an—2—y|—3,4—dimethyl—cyclohex—Z—enone
73 7.20 7.40 7.60 7.80
m/z 41.00 20.99%
5000
45
27 “\ 55 . 83 95 109 124136 151 196
m/z--> 20 40 éo 80 100 120 140 160 180 200 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 27

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

7.86 3.33 ug/L 71785 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 90
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 83
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 72

Abundance Scan 2105 (7.859 min): VV016558.D (-2099) (-) m/z 95.05 100.00%
95
5000
67
39 53 77 1T° o6 152 7.60 7.80 8.00 8.20
”P”'P”W””m'”ﬁ”W”MI”Hw”WW!W””W”W'”W””P”'P”W m/z 67.00 21.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000
67 7.60 7.80 8.00 8.20
,, - . 110 m/z 110.05 16.36%
'W}?P”W””u”W””Phﬁ”HP”WM”P”W””P”W””P”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6022: 1,4-Pentadiene, 2,3,3-trimethyl-
95
67
a1 7.60 7.80 8.00 8.20
5000 55 m/z 93.00 10.28%
27
79 110
'WEEVJWH”h“ﬁﬂ“vmm“Mﬂ“wﬂLVH¢HHVHWH“V“W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95 7.60 7.80 8.00 8.20
m/z 39.00 10.12%
5000
67 110
41 55 82
27
“V“WHNVHWM“ﬁLWHwTJw““ﬁ”WH“L“W““P“W“”V“w AR SRR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Thiophene, tetrahydro- Concentration Rank 18

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

8.24 5.25 ug/L 113043 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
3 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 90
4 Thietane, 2-methyl- 88 C4H8S 017837-41-1 72
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 47

Abundance Scan 2224 (8.241 min): VV016558.D (-2214) (-) m/z 59.95 100.00%
6p
88
5000
45
5 73 97 8.00 8.20 8.40 8.60
...,....,....,....,..?ﬂill'.“|.'i.':ﬁ:'|.|”...':'i'.'...E,;.l'.'.|.'i...'.,....,1.1.2..,. m/z 87.95 69.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2082: Thiophene, tetrahydro-
60
5000 a5 88 ""I'/}'I""I""I"'
8.00 8.20 8.40 8.60
27 m/z 44_.95 31.24%
:!' 1.5 I||. 3.$|| ‘ 5|:ﬂ.|||| B 81 .
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2081: Thiophene, tetrahydro-
60
.8 800 8.20 8.40 8.60
5000 45 m/z 46.00 26.11%
27
1 15 wh 38), ‘ 53, 73 e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2083: Thiophene, tetrahydro-
60 8.00 8.20 8.40 8.60
m/z 58.95 21.33%
5000 8
27 45
...,....,.1.?.,....,...3?]....,5.3%......,??..,....,....,....,....,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 15 unknown-01 Concentration Rank 20

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

8.31 4.99 ug/L 107543 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 46
2 1,3-Pentadiene, 3-methyl-, (2)- 82 C6H10 002787-45-3 25
3 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 25
4 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 25
5 1,3-Pentadiene, 3-methyl-, (E)- 82 C6H10 002787-43-1 25

Abundance Scan 2245 (8.309 min): VV016558.D (-2235) (-) m/z 71.00 100.00%
!
43
5000
> 112 8.00 8.20 8.40 8.60
213 278 m/z 43.05 63.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3891: Cyclopentanol, 1-methyl-
!
43
5000
8.00 8.20 8.40 8.60
27 5 85 m/z 67.00 62.03%
”h.mJL”J.l.nL}??.w.”w.“.P”.P.”..”..” e Rk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1266: 1,3-Pentadiene, 3-methyl-, (2)-
67
8.00 8.20 8.40 8.60
5000 a1 82 m/z 57.95 51.75%
27
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1203: C2H5CH=CHCH=CH2
67 8.00 8.20 8.40 8.60
m/z 83.10 46.03%
5000 41 82
27‘
"WH“W“ww'h'w'“w'“l““l“'WH'w'“"”"“"“'w'“v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 16 Thiophene, tetrahydro-3-met... Concentration Rank 5

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

9.28 14 .53 ug/L 313006 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 Thiophene, tetrahydro-2-methyl- 102 C5H10S 001795-09-1 43
4 Thietane, 2,4-dimethyl- 102 C5H10S 043044-24-2 43
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 38

Abundance Scan 2547 (9.280 min): VV016558.D (-2537) (-) m/z 102.00 100.00%
60 102
4 4 g7
5000
9.00 9.20 9.40 9.60
...,....,....,...!"-}.T.H' il -..-.|“,'.'.~..??.'.r,g.?..',":..}??..,. m/z 60.00 80.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4365: Thiophene, tetrahydro-3-methyl-
6p 102
41
5000 - 4 g7
9.00 9.20 9.40 9.60
! *“ GT m/z 40.95 55.43%
5
..w..fﬁ.”“,3SW'.L;JLU|L.J“..w.n”,.”.ﬂu..“..w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4202: 2-Thiazolamine, 4,5-dihydro-
102
60 UL S R A
9.00 9.20 9.40 9.60
5000 m/z 73.95 54 _30%
43
28
1218 | “H 53\ 68 84 o1 L
m/z--> 10 25 50 40 50 60 70 8 9 100 110
Abundance #4366: Thiophene, tetrahydro-2-methyl-
87 9.00 9.20 9.40 9.60
m/z 86.95 52 .15%
5000 102
41 59 74
27 53
S S -1 M P N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Thiophene, tetrahydro-2,5-d... Concentration Rank 8

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

9.47 12.60 ug/L 271313 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 93
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 93
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 64
4 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 64
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 58

Abundance Scan 2606 (9.469 min): W016558.D(—2d)597) ) m/z 101.00 100.00%
161
5000 59 116
67 74
87 9.20 9.40 9.60 9.80
R | | I 3' : | '| Bl 109 L 125 1 h/z 116.00  38.95%
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #8250: Thlophene, tetrahydro—Z,S—dimetfgI—, cis-
101
5000
59 ) 116 9.20 9.40 9.60 9.80
m/z 58.95 37.72%
s|.\. pal ] lan |
m/z--> 20 4 50 60 75 80 90 100 110 150 130
Abundance #8251: Thiophene, tetrahydr0—2,5—dimeth)é)l—, trans-
101
9.20 9.40 9.60 9.80
5000 59 116 m/z 67.00 27.87%
o7 41 67 74
7
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane A RREas pa e o S
1 9.20 9.40 9.60 9.80
m/z 74.00 23.82%
5000

m/z--> 20 30 40 50 60 70 8 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 cis-2,3-Dimethylthiophane Concentration Rank 14

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

9.74 7.72 ug/L 166321 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 90
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 60
3 Thiazole, 4,5-dihydro-4-methyl-2._._. 116 C4H8N2S 010416-81-6 55
4 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 47
5 cis-3-Methyl-2-n-propylthiophane 144 C8H16S 118068-76-1 43

Abundance Scan 2690 (9.740 min): VV016558.D (-2679) (-) m/z 100.95 100.00%
101
116
5000 a9 4,
| 5 | 85 130 171 9.40 9.60 9.80 10.00
.,ndﬂmhﬁLﬂLwhhuﬁnnP”ﬁh”wnh,””L”.P”w”.w“”P.”, m/z 116.00 54 .24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8233: cis-2,3-Dimethylthiophane
101
41
5000 116
59 74 9.40 9.60 9.80 10.00
m/z 41.00 48 _.65%
sl
WH'ﬁ”hﬁﬁ!d““h*“f“A|““|h“|““l““l““l““l““l““l““l
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8235: trans-2,3-Dimethylthiophane
101
9.40 9.60 9.80 10.00
5000 41 116 m/z 58.95 46.02%
9
88
W'”W”'fﬁ'W””I””P'”P”'P”W'”W”'W””I””P'”P”'P”W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7986: Thiazole, 4,5-dihydro-4-methyl-2-amino-
101 9.40 9.60 9.80 10.00

m/z 74.00 40.28%

5000

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 trans-2,3-Dimethylthiophane Concentration Rank 11

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

9.83 8.25 ug/L 177774 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 94
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 91
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 91
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 87
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 83

Abundance Scan 2718 (9.830 min): VV016558.D (-2704) (-) m/z 101.00 100.00%
101
5000 M 116
59 74
9.60 9.80 10.00 10.20
.|.|.|~. ,'--.'...,"....,....,....,.1.6?.,....,"?0.7.. m/z 116.00  43.54%
m/z--> 20 40 100 120 140 160 180 200
Abundance #8235. trans-2,3-Dimethylthiophane
101
5000 41 116
59 9.60 9.80 10.00 10.20
4 m/z 41.00 39.25%
88
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101
~'9.60 9.80 10.00 10,20
5000 59 116 m/z 58.95 26.35%
27 41
m/z--> 40 100 120 140 160 180 200
Abundance #8251. Thlophene, tetrahydro-2,5-dimethyl-, trans-
101 9.60 9.80 10.00 10.20
m/z 73.95 26.13%
5000 59 116
"'w"'w""w"'w"'w'"|”"|”"|”"|'”'
m/z--> 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 21 Thiazole, 4,5-dihydro-4-met... Concentration Rank 12

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

9.88 8.16 ug/L 175712 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 98
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 96
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 90
4 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 76
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 74

Abundance Scan 2734 (9.881 min): VV016558.D (-2727) (-) m/z 101.00 100.00%
101
5000 116
41
‘ 67 74
9.60 9.80 10.00 10.20
,....,.?“?.| i -]1|'- |' -|'| | bt 207 132 7z 116.00  45.05%
m/z--> 20 30 40 50 70 90 100 110 120 130
Abundance #8235. trans-2,3- Dlmethylthlophane
101
5000 41 116
9.60 9.80 10.00 10.20
‘ m/z 41.05 32 .36%
e .h |.||||| |I'.'.‘..Elg‘?-.‘.'.|....|!'...|..'..|....|....|.
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #8233. cis-2,3-Dimethylthiophane
101
a1 | 9.60 9.80 10.00 1020
5000 116 m/z 59.00 31.94%
74
RRaREEERSE \‘\H “":|||‘l||l||||||l‘|||||||‘|||||||||||||
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #8250: Thlophene, tetrahydro-2,5-dimethyl-, cis-
101 9.60 9.80 10.00 10.20
m/z 74.00 23.90%
5000 59 116
74
\ 34 ‘ ‘ ’4 8l 88 I
m/z--> 2'0 30 ' 50 ' 7'0 80 90 100 110 12'0 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 2H-Thiopyran, tetrahydro-2-... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.02 ug/L 75517 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 90
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 90
3 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 76
4 3-Ethylthiane 130 C7H14s 061568-48-7 59
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 53
Abundance Scan 2805 (10.109 min): VV016558.D (-2796) (-) m/z 101.00 100.00%
101
116
5000 a1 67 o
59
5 | 75 9.80 10.00 10.20 10.40
...,....,....,....,...:|;:~.|!'.,~-].1!|.|~'.!|.~.-.:';~.':'..,!-:.:-,....~,:'..19,~9.-..--.,.1.?‘.3,...., m/z 115.95  48.50%
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 41
27 59 97 87 9.80 10.00 10.20 10.40
‘T . m/z 67.00 42.32%
...,1....,.1.?.,..=!|,....;!.!|.?-].1!|:!,|...=',-.I!|..,-!'..:,....,!'...,..-.-.,....,....,
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 10.40
5000 116 m/z 41.00 38.48%
59 74
88
"W”“I””P”'P”W'”fﬁ'ﬁ””l”“P”'P”W'”W““P'”P”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane R ARa man
101 9.80 10.00 10.20 10.40
m/z 86.95 33.52%
5000 41 116
9 5
88
'”P”W””P”W””P”f%”P”W””P”W””P”W““P”W”“I
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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Hydrazine, 1,1-dipropyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.43 4_.35 ug/L 108820 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 80
2 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 45
3 Thiophane, 3-pentyl- 158 C9H18S 035468-43-0 45
4 2-[2-[2-[2-[2-[2-[2-(2-Acetyloxy... 454 C20H38011 1000351-90-6 42
5 Uridine, 2"-0-methyl- 258 C10H14N206 002140-76-3 38
Abundance Scan 2905 (10.431 min): VV016558.D (-2900) (-) m/z 87.00 100.00%
g7
5000
45 1o 10.20 10.40 10.60 10.80
59 67 97 . : ) )
..,....,....,.F??,'..'.-.,.'..'.',...-.,..7?.,..'.:-,...-.,....,..I.,.l.z.?,....,....,...??.1..., m/z 116.00 19.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8257: Hydrazine, 1,1-dipropyl-
g7
45
5000
10.20 10.40 10.60 10.80
116 m/z 45.00 13.29%
2?. 1 56 70 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21044: Thiophene, 2-butyltetrahydro-
g7
" 10.20 10,40 10.60 10.80
5000 m/z 41.00 9.59%
41
27
55 101 144
"v%?w'“L|“'jﬂm”w'U”u'le“"v'“lv"wt'“|}%§ “%?9'“|'“'|“"v"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30353: Thiophane, 3—penty|— LI L L BN B
87 10.20 10.40 10.60 10.80
m/z 39.00 7.89%
5000
41
27 101
s | ) T
| ! “ I Ll “\ [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 24 Benzene, l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.76 6.80 ug/L 169947 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3007 (10.759 min):W016558.D(d;3000) ) m/z 105.00 100.00%
105
5000
120
7 91 ‘
39 51 65 10.40 10.60 10.80 11.00
et il 2800181138 L 2712005 31.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
1
5000 UL |"[¥|""|'
120 10.40 10.60 10.80 11.00
29 - m/z 76.95 12.86%
SRS N W o 7 S O £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 91.00 10.63%
120
15 27 3 Slsges TS|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9427: Benzene, 1-ethyl-2-methyl-
10.40 10.60 10.80 11.00
m/z 103.05 9.06%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.12 3.78 ug/L 94480 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 38
2 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 38
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 38
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 38
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 30
Abundance Scan 3119 (11.119 min): VV016558.D (-3110) (-) m/z 105.05 100.00%
105
129
5000
41 g
69 27 95 144
87 10.80 11.00 11.20 11.40
e 160 m/z 129.00 58.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000
10.80 11.00 11.20 11.40
77 m/z 101.00 57.33%
18 27 39 51 63 o jus B
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
10.80 11.00 11.20 11.40
5000 m/z 41.00 36.88%
134
15 27 3 s1oes 1 %) us ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15358: Benzeneacetaldehyde, .alpha.-methyl- A E
105 10.80 11.00 11.20 11.40
m/z 55.00 31.14%
5000
77 134
27 3 5 ez || S || us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Benzene, 2-propenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.55 14.14 ug/L 353492 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H10 000496-11-7 87
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
Abundance Scan 3253 (11.550 min): VV016558.D (-3244) (-) m/z 117.00 100.00%
117
5000
39 5, 63 -, 1120 11,40 11,60 11.80
51 77 103 : : . .
2. Tm/z 118.10  55.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1 LA AR AR AR &
11.20 11.40 11.60 11.80
0,
39 51 65 103 m/z 115.00 33.27%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
11.20 11.40 11.60 11.80
5000 m/z 91.00 16.57%
91
63
ST Bl A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117 11.20 11.40 11.60 11.80
m/z 63.00 9.46%
5000
39 g 91
27
..1.3.,.‘...“,..“..‘,“.‘..7.h7,..“..1,93..1,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 27 Indene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.59 ug/L 89698 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 94
2 3-Methylphenylacetylene 116 C9HS8 000766-82-5 76
3 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 76
4 Indene 116 C9HS8 000095-13-6 76
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 76
Abundance Scan 3322 (11.772 min): VV016558.D (-3314) (-) m/z 115.00 100.00%
115
5000
105
39 | 77 |9|1 ‘ 225 1T4 143 152 11.40 11.60 11.80 12.00
.w””,””“”h.”¢m”ﬂmw.Mw””,””ﬁm.ﬂl4”m,””“”.“”w m/z 116.00 95.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8408: Indene
116
5000
11.40 11.60 11.80 12.00
63 m/z 105.00 32.94%
27 3 51 74 8? 98106 JI_

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8415: 3-Methylphenylacetylene
1

11.40 11.60 11.80 12.00
m/z 119.10 25.30%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8409: Benzene, 1-propynyl-
1

11.40 11.60 11.80 12.00
m/z 117.00  15.29%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.14 6.04 ug/L 151005 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
2 Indan, l1l-methyl- 132 C10H12 000767-58-8 87
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3437 (12.141 min): VV016558.D (-3428) (-) m/z 117.00 100.00%
117
5000
132
91
39 51 63 77 11.80 12.00 12.20 12.40
1 3 158 m/z 115.10  35.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132

11.80 12.00 12.20 12.40
m/z 132.05  25.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-

117

11.80 12.00 12.20 12.40
m/z 91.00 13.03%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14034: 1-Phenyl-1-butene R o
11.80 12.00 12.20 12.40

m/z 116.00 9.48%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.90 5.14 ug/L 128597 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 55
Abundance Scan 3673 (12.900 min): VV016558.D (-3667) (-) m/z 119.05 100.00%
119
5000 134
39 51 65 77 103 ‘ 12.60 12.80 13.00 13.20
..,....,....,....','....,':'..:,.':'..,...|.,...'.-,....,:.'.?,1.1.! 144 194 m/z 116.95  76.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
12.60 12.80 13.00 13.20
m/z 134.10  42.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117

12.60 12.80 13.00 13.20
m/z 115.00 31.56%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene R s E
12.60 12.80 13.00 13.20
m/z 132.00 25.90%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Benzene, (1-methyl-2-cyclop... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.53 ug/L 63204 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
2 2-Methylindene 130 C10H10 002177-47-1 94
3 Cycloprop[a]lindene, 1,l1a,6,6a-te... 130 C10H10 015677-15-3 92
4 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 90
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 90
Abundance Scan 3695 (12.971 min): VV016558.D (-3690) (-) m/z 130.00 100.00%
1 0
5000
146 12.60 12.80 13.00 13.20
e 27 Tn/z 129.05  96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
0
115
5000 UM SR UGN IR
12.60 12.80 13.00 13.20
m/z 115.00 94_71%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13084: 2-Methylindene
130
15 VN U SUNRILN UL I
12.60 12.80 13.00 13.20
5000 m/z 128.00 39.15%
2% ] Y T | |
! I A wh 1 A
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13121: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
180 12.60 12.80 13.00 13.20
115 m/z 131.00 24 _52%
5000
51
64
s T | T ] |
| 1 | 1 L1l 1 A |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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 Naphthalene, l1-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.85 4_.39 ug/L 109795 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 81
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 81
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 81
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 81

Abundance Scan 4279 (14.849 min): VV016558.D (-4270) (-) m/z 142.05 100.00%

2

5000

/l

14. 60 14. 80 15. OO 15. 20
196 212 m/z 141.00 89.14%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19235: Naphthalene, 1-methyl-
142
5000

115 14.60 14.80 15.00 15.20
m/z 115.00 40.99%

39 51 63 74 89 102

63
o7 39 51 75 89 191 | 126

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19237: Naphthalene, 2-methyl-
142
14.60 14.80 15.00 15.20
5000 m/z 146.95 39.83%
115
39 516 "t 89 1pp ‘ 126 |
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142 14.60 14.80 15.00 15.20
m/z 148.00 28.96%
5000 115

27 39 51 6374 89 100 | 126 |
e e 2 e et

m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016558.D

Acq On : 06 Jun 2020 00:53

Operator : SY/MD

Sample : L2862-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 37 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... 1.22 14.4 ug/L 273753 1 5.64 953038 50.0
(DEL) Alkane: Str... 1.63 30.1 ug/L 573600 1 5.64 953038 50.0
(DEL) Alkane: Str... 2.51 3.6 ug/L 68367 1 5.64 953038 50.0
(DEL) Alkane: Cyc... 2.59 17.3 ug/L 329458 1 5.64 953038 50.0
(DEL) Alkane: Str... 2.78 8.1 ug/L 154884 1 5.64 953038 50.0
(DEL) Alkane: Cyc... 3.78 16.1 ug/L 307010 1 5.64 953038 50.0
1,4-Pentadiene, 2... 4.48 3.2 ug/L 60810 1 5.64 953038 50.0
(DEL) Alkane: Cyc... 4.97 4.3 ug/L 82247 1 5.64 953038 50.0
Cyclobutane, (1-m... 6.82 8.5 ug/L 161629 1 5.64 953038 50.0
2-Pentanol, 2-met... 7.16 5.4 ug/L 103284 1 5.64 953038 50.0
3-Pentanol, 3-met... 7.51 2.6 ug/L 55696 2 8.87 1076800 50.0
Cyclopentene, 1,2... 7.86 3.3 ug/L 71785 2 8.87 1076800 50.0
Thiophene, tetrah... 8.24 5.3 ug/L 113043 2 8.87 1076800 50.0
unknown-01 8.31 5.0 ug/L 107543 2 8.87 1076800 50.0
Thiophene, tetrah... 9.28 14.5 ug/L 313006 2 8.87 1076800 50.0
Thiophene, tetrah... 9.47 12.6 ug/L 271313 2 8.87 1076800 50.0
cis-2,3-Dimethylt. .. 9.74 7.7 ug/L 166321 2 8.87 1076800 50.0
trans-2,3-Dimethy. .. 9.83 8.3 ug/L 177774 2 8.87 1076800 50.0
Thiazole, 4,5-dih... 9.88 8.2 ug/L 175712 2 8.87 1076800 50.0
2H-Thiopyran, tet... 10.11 3.0 ug/L 75517 3 11.27 1250090 50.0
Hydrazine, 1,1-di... 10.43 4.3 ug/L 108820 3 11.27 1250090 50.0
Benzene, l-ethyl-_... 10.76 6.8 ug/L 169947 3 11.27 1250090 50.0
unknown-02 11.12 3.8 ug/L 94480 3 11.27 1250090 50.0
Benzene, 2-propenyl- 11.55 14.1 ug/L 353492 3 11.27 1250090 50.0
Indene 11.77 3.6 ug/L 89698 3 11.27 1250090 50.0
Benzene, l-etheny... 12.14 6.0 ug/L 151005 3 11.27 1250090 50.0
Benzene, 2-etheny... 12.90 5.1 ug/L 128597 3 11.27 1250090 50.0
Benzene, (1-methy... 12.97 2.5 ug/L 63204 3 11.27 1250090 50.0
Naphthalene, 1-me... 14.85 4.4 ug/L 109795 3 11.27 1250090 50.0
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