LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLMO60320WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.222 36 41 47 rVB 28494 25180 0.01% 0.004%
1.312 60 69 78 rBv2 513883 663176 0.36% 0.114%
rvB 301605 291886 0.16% 0.050%
1.422 96 103 110 rBV 343976 311278 0.17% 0.053%
1.557 135 145 158 rVvB2 151512 243332 0.13% 0.042%
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6 1.627 159 167 181 rVB 212742 273043 0.15% 0.047%
7 1.769 202 211 217 rVV 616205 762607 0.41% 0.131%
8 1.807 217 223 238 rVB 348421 471173 0.26% 0.081%
9 1.904 244 253 268 rBV 614629 807826 0.44% 0.138%
10 1.988 269 279 286 rvV 442031 604629 0.33% 0.104%

11 2.033 286 293 309 rvv2 352123 525078 0.28% 0.090%
12 2.116 310 319 329 rvv 279300 418062 0.23% 0.072%
13 2.171 330 336 344 rvv2 47428 69291 0.04% 0.012%
14 2.216 344 350 363 rVB 25800 38859 0.02% 0.007%
15 2.447 411 422 424 rBvV 82491 120228 0.07% 0.021%

16 2.489 425 435 446 rVB 1169357 1954518 1.06% 0.335%
17 2.589 456 466 483 rVB 1025162 1886699 1.02% 0.323%
18 2.775 505 524 536 rVB3 64861 170312 0.09% 0.029%
19 2.968 570 584 599 rBV 209859 416751 0.23% 0.071%
20 3.055 601 611 627 rVB2 76970 155777 0.08% 0.027%

21 3.174 632 648 657 rBvV3 53480 112648 0.06% 0.019%
22 3.238 658 668 678 rBvV 92572 185216 0.10% 0.032%

23 3.386 701 714 721 rBV3 21798 48498 0.03% 0.008%
24 3.454 722 735 749 rBVv3 288759 738993 0.40% 0.127%
25 3.708 798 814 822 rBV3 35240 85474 0.05% 0.015%

26 3.785 823 838 863 rvv 686777 1764426 0.96% 0.302%
27 3.897 864 873 897 rVB 102119 262143 0.14% 0.045%
28 4_.377 1000 1022 1041 rBV 218995 576732 0.31% 0.099%
29 4.483 1045 1055 1074 rVV5 49248 134234 0.07% 0.023%
30 4.704 1097 1124 1174 rVB 1383608 3587399 1.94% 0.615%

31 4.975 1183 1208 1217 rBV9 17033 60625 0.03% 0.010%
32 5.151 1217 1263 1278 rBV2 53213943 151182764 81.90% 25.906%
33 5.251 1285 1294 1313 rVB 1258067 2664678 1.44% 0.457%
34 5.643 1403 1416 1436 rBV 472133 965563 0.52% 0.165%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
Title : VOC Analysis
35 5.965 1499 1516 1535 rVB9 33440 88567 0.05% 0.015%

36 6.097 1535 1557 1566 rBV 295991 633827 0.34% 0.109%
37 6.155 1568 1575 1598 rVB2 314056 638849 0.35% 0.109%
38 6.270 1602 1611 1625 rVB5 30468 64344 0.03% 0.011%
39 6.389 1639 1648 1668 rvVB2 32877 73323 0.04% 0.013%
40 6.573 1691 1705 1708 rBv4 104202 175746 0.10% 0.030%

41 6.717 1744 1750 1766 rVB4 12269 28393 0.02% 0.005%
42 6.827 1772 1784 1795 rBV 141685 261248 0.14% 0.045%
43 7.013 1831 1842 1858 rvv2 231869 434684 0.24% 0.074%
44 7.190 1883 1897 1911 rVB5 111209 295515 0.16% 0.051%
45 7.347 1933 1946 1954 rBV 524949 1076844 0.58% 0.185%

46 7.447 1954 1977 1993 rVB3 66716863 184601217 100.00% 31.633%
47 7.550 1999 2009 2025 rVB 3134500 5063268 2.74% 0.868%
48 7.646 2031 2039 2049 rVB 106418 159711 0.09% 0.027%
49 7.720 2051 2062 2075 rBV 1074448 1732687 0.94% 0.297%
50 7.878 2101 2111 2130 rVB4 65022 130318 0.07% 0.022%

51 8.026 2149 2157 2169 rBV2 36724 63650 0.03% 0.011%
52 8.109 2173 2183 2196 rBV 380866 646125 0.35% 0.111%
53 8.306 2236 2244 2254 rBV3 56927 95424 0.05% 0.016%
54 8.666 2343 2356 2366 rBVS8 21232 41548 0.02% 0.007%
55 8.743 2372 2380 2386 rBV5 18922 33793 0.02% 0.006%

56 8.875 2406 2421 2428 rBvV2 737518 1286488 0.70% 0.220%
57 8.920 2428 2435 2450 rVB 964684 1566486 0.85% 0.268%
58 9.048 2458 2475 2491 rBV2 41145432 76803063 41.60% 13.161%
59 9.167 2492 2512 2534 rVB 22825809 40380571 21.87% 6.919%
60 9.289 2538 2550 2555 rBvV 455677 725720 0.39% 0.124%

61 9.331 2555 2563 2577 rVB2 1922550 3191387 1.73% 0.547%
62 9.408 2577 2587 2597 rBV 954964 1481746 0.80% 0.254%
63 9.473 2598 2607 2615 rBV 857566 1413497 0.77% 0.242%
64 9.521 2615 2622 2627 rVV 1248203 1794600 0.97% 0.308%
65 9.572 2627 2638 2650 rVB 21323910 33980995 18.41% 5.823%

66 9.740 2679 2690 2700 rBV3 539939 936587 0.51% 0.160%
67 9.801 2700 2709 2712 rBV 444997 639220 0.35% 0.110%
68 9.884 2727 2735 2746 rVB 615667 943479 0.51% 0.162%
69 9.955 2747 2757 2767 rBV 1258199 1869991 1.01% 0.320%
70 10.103 2789 2803 2818 rVB 749697 1280223 0.69% 0.219%

71 10.187 2822 2829 2836 rBV3 56800 92904 0.05% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M

: VOC Analysis

72 10.241 2837 2846 2856 rBV3 778956 1265218 0.69% 0.217%
73 10.376 2875 2888 2897 rBV 1418230 2394943 1.30% 0.410%
74 10.431 2898 2905 2910 rVV 1294191 1945412 1.05% 0.333%
75 10.473 2910 2918 2938 rVV 3330952 7168644 3.88% 1.228%

76 10.563 2939 2946 2957 rVB 813856 1230329 0.67% 0.211%
77 10.624 2960 2965 2971 rVB2 71401 79405 0.04% 0.014%
78 10.679 2972 2982 2989 rBV2 129984 262280 0.14% 0.045%
79 10.759 2998 3007 3016 rBV 2504540 4143096 2.24% 0.710%
80 10.865 3030 3040 3051 rVB4 601050 1061286 0.57% 0.182%

81 10.936 3051 3062 3073 rBV 3781095 5679353 3.08% 0.973%
82 11.119 3111 3119 3132 rBV5 157125 350120 0.19% 0.060%
83 11.270 3155 3166 3177 rVB2 1045255 1829205 0.99% 0.313%
84 11.360 3184 3194 3204 rVB 2987306 4401988 2.38% 0.754%
85 11.550 3244 3253 3264 rBV 1531992 2441043 1.32% 0.418%

86 11.646 3275 3283 3294 rBV2 652891 1033328 0.56% 0.177%
87 11.768 3312 3321 3333 rVB 848234 1287813 0.70% 0.221%
88 12.039 3399 3405 3411 rBV2 148803 192095 0.10% 0.033%
89 12.138 3428 3436 3456 rvVB2 315815 635376 0.34% 0.109%
90 12.749 3619 3626 3644 rVB 101730 169170 0.09% 0.029%

91 12.903 3665 3674 3686 rBvV2 515895 819832 0.44% 0.140%
92 12.971 3688 3695 3710 rVB 229821 355378 0.19% 0.061%
93 13.077 3717 3728 3740 rBV3 356333 607604 0.33% 0.104%
94 13.527 3856 3868 3892 rVB 3502967 5361477 2.90% 0.919%
95 13.646 3895 3905 3927 rVB 514714 806819 0.44% 0.138%

96 14.318 4107 4114 4128 rVB3 32223 54491 0.03% 0.009%
97 14.460 4151 4158 4169 rBV5 18266 30133 0.02% 0.005%
98 14.601 4194 4202 4210 rBV 29817 44980 0.02% 0.008%

99 14.656 4210 4219 4237 rBV2 164465 328870 0.18% 0.056%
100 14.846 4267 4278 4291 rBV2 161408 292346 0.16% 0.050%

Sum of corrected areas: 583577170
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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

Abundance TIC: VV016537.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

1.42 16.12 ug/L 311278 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 2-methvl- 56 C4H8 000115-11-7 90
2 1-Butene 56 C4H8 000106-98-9 87
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 83
4 2-Butene. (2)- 56 C4H8 000590-18-1 74
5 2-Butene, (E)- 56 C4H8 000624-64-6 74

Abundance Scan 102 (1.418 min): VV016537.D (-96) (-) m/z 41.00 100.00%
41.0
5000
120 140 160 1.80
79 2653 'm/z 56.05 59.17%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #186: 1-Propene, 2-methyl-
41.0
5000
120 140 160 1.80
m/z 38.95 47 .90%
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #177: 1-Butene
41.0
120 140 160 1.80
5000 m/z 55.10 26 .96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #188: 1-Propene, 2-methyl-
41.0 120 140 160 1.80
m/z 53.00 10.81%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 41

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

1.63 14.14 ug/L 273043 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 72
4 Pentane 72 C5H12 000109-66-0 36
5 3-Buten-1-ol 72 C4H80 000627-27-0 28

Abundance Scan 168 (1.631 min): VV016537.D (-159) (-) m/z 43.10 100.00%
4d4.1
5000
72.1 1.20 1.40 1.60 1.80 2.00
el 1009 1702 1908 1 Trn/z 41.05  95.56%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #714: Butane, 2-methyl-
43.0
5000
1.20 1.40 1.60 1.80 2.00
27.0 m/z 42.05 85.91%
” | | 7%0
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #712: Butane, 2-methyl-
43.0
1.20 1.40 1.60 1.80 2.00
5000 21.0 m/z 57.10 68.98%
'%p'“|"'w'"W'T%?w"'w"'l“"l“"l'“'l'“'l
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #713: Butane, 2-methyl-
43.0 1.20 1.40 1.60 1.80 2.00
m/z 39.00 33.25%
5000 27.0
ﬁq'JW'q'w*"“PT%?P"'P"'I”"I”"I'”'I'”'I
m/z--> 0 20 40 60 80 100 120 140 160 180 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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: Cyclicl.77 Concentration Rank 20

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

1.77 39.49 ug/L 762607 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
2 1-Pentene 70 C5H10 000109-67-1 68
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 62
5 1-Pentene 70 C5H10 000109-67-1 62

Abundance Scan 211 (1.769 min): VV016537.D (-202) (-) m/z 42.05 100.00%
420
5000 70.0
1.40 1.60 1.80 2.00 2.20
| S M A NRSIOOON P - - S . B 1Y m/z 55.00 79.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #572: Cyclobutane, methyl-
42.0
5000
550 1.40 1.60 1.80 2.00 2.20
27.0 200 m/z 41.00 53.51%
15.0 .|. ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #551: 1-Pentene
42.0
55.0 140 1.60 1.80 2.00 2.20
5000 0.0 m/z 39.00 51.49%
29.0
"ﬁﬁqw“uw“‘V“'N”w'“w'”w'“w'“w'”w'“w'”w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #577: Cyclopropane, ethyl-
42.0 1.40 1.60 1.80 2.00 2.20
m/z 70.05 49.60%
55.0
5000
27.0 70.0
15\'0 \‘ Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 140 160 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 32

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

1.81 24 .40 ug/L 471173 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50

Abundance Scan 224 (1.811 min): VV016537.D (-217) (-) m/z 43.10 100.00%
43.1
5000
| 57.0 72|-1 639 211 140 1.60 1.80 2.00 2.20
A A ams B e R B A ARAR m/z 41.00 51.37%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
27.0 570 ., m/z 42.05 50.13%
150 | L, N
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #708: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 270 m/z 39.00 17.37%
15.0 570 720
'“%9”P'”P”'P”W'”W”'W””I””P'”P”'P”W'”W“'W“”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #707: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 15.92%
5000
27.0
. 150 \‘ ‘ 57\.0 72\'0
miz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 180 200 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 19

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

1.90 41.83 ug/L 807826 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 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
4 2-Methvl-1-butene 70 C5H10 000563-46-2 90
5 2-Pentene 70 C5H10 000109-68-2 87

Abundance Scan 252 (1.901 min): VV016537.D (-244) (-) m/z 54.95 100.00%
58.0
5000 5.0 700
1.60 1.80 2.00 2.20
...,....,....,...:;”...;n.'.n..,...m,....,...??-.9...,.19.7.-9....,..1.??-.9... m/z 70.05 38.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #562: 2-Pentene, (E)-
58.0
5000 .
3.0 700 160 1.80 2.00 2.20
27.0 ‘ m/z 39.00 33.43%
“'ﬁﬁqwﬁm'“”'“4J”w'”ﬁ“'WH'W“'W“'W“'W“'W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #559: 2-Pentene, (2)-
58.0
1.60 1.80 2.00 2.20
5000 42.0 m/z 42.05 32.64%
70.0
29.0
"w}ﬁqw'”l“'w'“w'“'w'“l”'WH'W'“'V'“V'“l“'w'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
58.0 1.60 1.80 2.00 2.20
m/z 40.95 25.74%
5000 70.0
41.0
270 ‘
\ A1 R A P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 27

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

1.99 31.31 ug/L 604629 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 90
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
3 2-Methvl-1-butene 70 C5H10 000563-46-2 90
4 2-Pentene 70 C5H10 000109-68-2 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 280 (1.991 min): VV016537.D (-269) (-) m/z 55.00 100.00%
58.0
5000 30,0 70.0
1.60 1.80 2.00 2.20 2.40
e e e S 092 1240 /7 70,05 39.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #559: 2-Pentene, (2)-
58.0
5000
42.0 70.0 1.60 1.80 2.00 2.20 2.40
29.0 m/z 39.00 34.66%
15.0 |||| |‘I AN
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.60 1.80 2.00 2.20 2.40
5000 0.0 m/z 42.10 34 .05%
41.0 '
29.0 H
”'P'”I“JL'”JV'”YMIW'”mP'“I”'W'”'P'”I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #563: 2-Methyl-1-butene
58.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 24 .19%
5000
70.0
200 420
"W}ﬁql“'ﬁ'”'P'”l”'W'”'P'“I”'W'”'P'”I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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: Cyclic2.03 Concentration Rank 30

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

2.03 27.19 ug/L 525078 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 46
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 41
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 38
4 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 38
5 Ethanethiol 62 C2H6S 000075-08-1 38

Abundance Scan 292 (2.029 min): VV016537.D (-286) (-) m/z 55.00 100.00%
54.0
5000
390 70.0
1.60 1.80 2.00 2.20 2.40
..,....,....,...:;“.-.'.;l.'::.,-l..-.-,...5??-.6...9,1;?..,....,....,1.??-.7,.... m/z 70.05 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
54.0
5000
410 700 1.60 1.80 2.00 220 2.40
29.0 m/z 39.00 33.40%
R A R R AL RS AR RRARA RARAS SRS BRSNS BEARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #580: Cyclopropane, 1,1-dimethyl-
55.0
1.60 1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 41.05 29.45%
29.0
“l“'w'Jﬂw-””“'WJ”'V'“T”'w'“'w'“l“'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #567: 2-Butene, 2-methyl-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42_.00 22 .51%
5000 70.0
41.0
29.0
'W}ﬁqP'it”'WJ”'ﬁMhI““ﬁ””'P'”I”'W”'W'“'P'”I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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: Straight-Chai... Concentration Rank 53

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

2.45 6.23 ug/L 120228 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 68
2 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 59
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 58
4 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 49
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46

Abundance Scan 423 (2.451 min): VV016537.D (-411) (-) m/z 41.00 100.00%
41.
56.0
5000 69.0
‘ 84.1
220 2.40 2.60 2.80
el bbb 282wz 43.05 90 720%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1478: 1-Pentene, 2-methyl-
41.0 58.0
5000 27.0
630 .10 220 240 2.60 2.80
m/z 56.00 64 .44%
15.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1485: 1-Pentene, 4-methyl-
43.0
220 2.40 2.60 2.80
5000 56.0 m/z 38.95 50.49%
27.0
‘ ‘ 69.0 840
'“P”'P”W'”””'d“”Pﬂ”P“”P“W'LW””I”“P'“P”'P”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1484: 1-Pentene, 4-methyl-
43.0 220 2.40 2.60 2.80
m/z 69.00 44 .14%
5000 56.0
27.0
69.0 4.0
'“%q':ﬁ?P”H'“d'“W“hﬁ”'ﬁ””IJ“P'”P'“P”'P”'P” URRBE U LR RS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 2.60 2.80

SOMVLMO60320WMA .M Tue Jun 16 07:05:42 2020 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 9 Cyclopentene Concentration Rank 9

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

2.49 101.21 ug/L 1954520 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 Cvclopentene 68 C5H8 000142-29-0 90
3 2.3-Diazabicvclol2.2.11-hept-2-ene 96 C5H8N2 002721-32-6 83
4 Cvclopentene 68 C5H8 000142-29-0 74
5 Cyclopentene 68 C5H8 000142-29-0 68

Abundance Scan 435 (2.489 min): VV016537.D (-425) (-) m/z 67.00 100.00%
67.0
5000
370 53.0 ‘ R e R S AREARERmm
220 240 2.60 2.80
...,....,....,...!I':...,.|...,..':.,..7.7.0,.5?‘??,.9.5.?,....,1.1.“?.5,.. m/z 68.05 38.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #429: Cyclopentene
67.0
5000 IR SRR R S
39.0 220 240 2.60 2.80
53.0 ‘ m/z 39.00 25.89%
27.0 |
"W}ﬁqﬁ'hl”'h'”'ﬁ'”I””W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #426: Cyclopentene
67.0
220 240 2.60 2.80
5000 m/z 53.00 19.20%
39.0 530
"W}ﬁqv???”'m'“'PL”I”wW'”'P'”I”"'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2777: 2,3-Diazabicyclo[2.2.1]-hept-2-ene
67.0 220 240 2.60 2.80
m/z 41.00 10.24%
5000
390 g3
270
“ I 81.0 97.0
m/z--> 10 20 ' 40 ' 65 70 8 90 100 110 120 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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: Cyclic2.59 Concentration Rank 10

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

2.59 97.70 ug/L 1886700 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 86
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 78
3 Cvclopentane 70 C5H10 000287-92-3 72
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 47

Abundance Scan 466 (2.589 min): VV016537.D (-456) (-) 42.10 100.00%
43.1 n
5000 55.1 701
220 2.40 2.60 2.80 3.00
36. 49.0 63.0 84.1
T R m/z 55.10 42.12%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
42.0
5000 220 2.40 2.60 2.80 3.00
. 70.0 : : : : -
70 220 m/z 41.00 36.98%
1.0 150 | 330 |. . 49.0 63.0
miz--> 5 L0 15 % 25 90 95 40 45 50 55 8 & 70 75 3 38 30
Abundance #575: Cyclobutane, methyl-
42.0
220 2.40 2.60 2.80 3.00
5000 m/z 70.10 36.36%
27.0 220 70.0
|, 36.0)|, 49.0 | 620
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #555: Cyclopentane R e L R
42.0 220 2.40 2.60 2.80 3.00
m/z 39.00 26.99%
5000
55.0 70.0
15.0 27‘9 \“ ,_49.0 63.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 48

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

2.78 8.82 ug/L 170312 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56

Abundance Scan 525 (2.779 min): VV016537.D (-505) (-) 57.10 100.00%
57.1
41.0
5000
51.0(|| 37 711 86.1 uozm 2.80 3.00 3.20
“m“W“W“W“W“W“W“W“W“hJW“M”$’W“W“ﬂ“m“m“ﬁ“w"w 56.00 85.37%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57.0
5000 4o
29.0 240 2.60 2.80 3.00 3.20
40.95 64 .99%
15.0 | | 51.0,/|, 630 10 86.0
miz--> 0 5 10 15 20 25 30 35 4'0 75 50 55 60 65 70 75 80 35 90 05
Abundance #1827: Pentane, 3-methyl-
57.0
29.0 41.0 240 2.60 2.80 3.00 3.20
5000 m/z 43.00 24 _37%
15.0 71.0 86.0
L L s Ll A e el M A AR st U A
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57.0 240 2.60 2.80 3.00 3.20
m/z 39.00 16.87%
29.0 41.0
5000
10 150 ‘ || 510/, 650710 79086.0
m/z--> 0 5 10 15 20 2'5 30 35 40 45 50 5'5 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 36

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

2.97 21.58 ug/L 416751 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 95
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 83
3 1-Hexene 84 C6H12 000592-41-6 81
4 3-Hexene. (E)- 84 C6H12 013269-52-8 58
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 52

Abundance Scan 585 (2.971 min): VV016537.D (-570) (-) m/z 41.00 100.00%
41.0  56.0
5000
69.1 84.1
103.0 2.60 2.80 3.00 3.20 3.40
) 1T 11 SO PSSR N 1. m/z 56.05 92.83%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1453: 1-Hexene
41.0 56.0
27.0
5000
84.0 2.60 2.80 3.00 3.20 3.40
69.0 ' m/z 55.10 64.12%
15.0
'”?Q'W'”'P'hl”'d'”'ﬁ”“I”'W'”'P'”I”'W'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1487: 1-Pentene, 2-methyl-
mo 80
2.60 2.80 3.00 3.20 3.40
5000 m/z 42.05 61.18%
27.0 69.0 g0
o |
'”I”'W'A'P'”I”'wm”'ﬁh“I”“W'”'P'”I”'W'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1452: 1-Hexene LA L L LB L L B
410  58.0 2.60 2.80 3.00 3.20 3.40
m/z 39.00 52.27%
5000
27.0 600 840
'”I”'W}ﬁqP'”l”'W'”'P"I”'W'”'P'”I”'W'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 49

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

3.06 8.07 ug/L 155777 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Butanal. 2-methvl- 86 C5H100 000096-17-3 43
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 38

Abundance Scan 613 (3.061 min): VV016537.D (-601) (-) m/z 57.05 100.00%
57.0
41.0
5000
86.1 R R A
71.1 | 9.1 280 3.00 3.20 3.40
e = = o L S e e m/z 40.95 77.01%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1821: n-Hexane
57.0
41.0
5000
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 62.17%
50 ||| | gl 7o
miz--> U % 30 40 0 60 0 8 90 100
Abundance #1820: n-Hexane
430 970
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 52.11%
86.0
YT A O - A
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1822: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.05 31.62%
29.0
5000
15.0 86.0
2.0 | | ‘ | 71\0 ‘
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 2|80 300 3'20 3'40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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.

3.17 5.83 ug/L 112648 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (2)- 84 C6H12 007642-09-3 81
2 3-Hexene. (BE)- 84 C6H12 013269-52-8 76
3 2-Hexene. (2)- 84 C6H12 007688-21-3 60
4 2-Ethvlacrolein 84 C5H80 000922-63-4 60
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 47

Abundance Scan 647 (3.171 min): VV016537.D (-632) (-) m/z 55.00 100.00%

5000

2

2.80 3.00 3.20 3.40 3.60
m/z 41.05 81.98%

191.0 220.5

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1464: 3-Hexene, (2)-

%

5000 84.0
27.0 2.80 3.00 3.20 3.40 3.60

m/z 42.05 58.48%

B o e RIS o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1467: 3-Hexene, (E)-
55.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 84.00 52.84%
27.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1465: 2-Hexene, (2)-
55.0 2.80 3.00 3.20 3.40 3.60
m/z 39.00 47 .04%
5000 27.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 44

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

3.24 9.59 ug/L 185216 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 84 C6H12 000592-43-8 91
3 2-Hexene. (E)- 84 C6H12 004050-45-7 91
4 2-Hexene. (2)- 84 C6H12 007688-21-3 91
5 2-Hexene, (2)- 84 C6H12 007688-21-3 90

Abundance Scan 669 (3.241 min): VV016537.D (-658) (-) m/z 55.00 100.00%
55.0
5000
39 84.1
| 2070 3.00 3.20 3.40 3.60
R e e m/z 84.10 39.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1463: 2-Hexene, (E)-
55.0
5000
84.0 3.00 3.20 3.40 3.60
29.0 m/z 42.00 37.51%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1451: 2-Hexene
55.0
3.00 3.20 3.40 3.60
0
5000 84.0 m/z 41.10 33.17%
39
'EQQJL'M“N wj'w"“l"“l'“'l“"w"'w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1470: 2-Hexene, (E)-
55.0 3.00 3.20 3.40 3.60
m/z 39.00 31.09%
5000
21.0 84.0
LI S FULEL L SURLLIL SURLIL DAL DL IR AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 65

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

3.39 2.51 ug/L 48498 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 60
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 60
3 (S)-3-Ethvl-4-methvipentanol 130 C8H180 1000144-07-1 59
4 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 53
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 53

Abundance Scan 715 (3.389 min): VV016537.D (-701) (-) m/z 41.00 100.00%
41.0 69.1
5000 55.0 84.0
|| l‘ | 99.8 3.00 3.20 3.40 3.60 3.80
..,”..“..w.nﬂlm"m!h,ﬂd:ih.th”,.H.L..w..”, m/z 69.10 88.21%
m/z--> 10 20 30 40 70 80 90 100 110
Abundance #1512: 2 Pentene, 3-methyl-, (E)-
41.0
69.0
5000
270 58.0 84.0 3.00 320 340 3.60 3.80
m/z 66.95 48.70%
“l}iql“'hﬂ"ﬂh'“FJJ'|“J'w"w"“|'“'|“"w"w
m/z--> 10 40 60 70 80 90 100 110
Abundance #1510: 2 Pentene, 3-methyl-, (2)-
41.0
69.0 AN AR N
3.00 3.20 3.40 3.60 3.80
5000 55.0 m/z 84.05 47 .64%
270 : 84.0
130 ‘\ Ll
"P”'W"“Il”akL"wl'W"mi'”'l”"P"W"”l'”'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13750: (S)-3-Ethyl-4-methylpentanol
41.0 69.0 3.00 3.20 3.40 3.60 3.80
84.0 m/z 39.00 45.40%
55.0
5000
T T "|"'¢| ""I'LM' |'?7“2' ";%?'q'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.00 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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, 3-methyl- Concentration Rank 21

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

3.45 38.27 ug/L 738993 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 90
2 2.4-Hexadiene 82 C6H10 000592-46-1 90
3 2.4-Hexadiene. (E.E)- 82 C6H10 005194-51-4 90
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 90
5 Isopropenylcyclopropane 82 C6H10 004663-22-3 90

Abundance Scan 734 (3.450 min): VV016537.D (-722) (-) m/z 67.00 100.00%
67.0
5000 J\/\
39.0 82.1 A S S
53.0 320 340 3.60 3.80
117.2 157.8
"I""I""I""I""i'lll"l"l:'l'"'Ill""l""I""I""I""I""I""I""I"' m/z 82.10 24.46%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1244: Cyclopentene, 3-methyl-
67.0
5000

3.20 3.40 3.60 3.80
41.0 82.0 m/z 39.00 20.25%

27.0 || 53.0 |
Y e U —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1196: 2,4-Hexadiene
67.0

3.20 3.40 3.60 3.80

5000 82.0 m/z 41.05 17.00%
41.0
27, ‘ 54.0
..,1..5.9,...‘.‘,....;l...i‘.‘...,..‘.l,...‘.‘,‘.‘...,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1225: 2 4-Hexadiene, (E,E)-
67.0 3.20 3.40 3.60 3.80
m/z 81.10 11.13%
82.0
5000 410
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 59

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

3.71 4.43 ug/L 85474 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvl mercaptan 76 C3H8S 000107-03-9 96
2 Propvl mercaptan 76 C3H8S 000107-03-9 96
3 Propvl mercaptan 76 C3H8S 000107-03-9 94
4 Propvl mercaptan 76 C3H8S 000107-03-9 93
5 Propyl mercaptan 76 C3H8S 000107-03-9 87

Abundance Scan 815 (3.711 min): VV016537.D (-798) (-) m/z 41.00 100.00%
41. 76.0
5000
57.9 206.9 3.40 3.60 3.80 4.00
: m/z 76.00 96 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #954: Propyl mercaptan
47.0 76.0
27.0
5000
3.40 3.60 3.80 4.00
m/z 47.00 91.52%
U I L W S S WA SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #956: Propyl mercaptan
47.0 76.0
21.0 3.40 3.60 3.80 4.00
5000 m/z 42.05 86 .88%
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #952: Propyl mercaptan
43.0 76.0 3.40 3.60 3.80 4.00
m/z 43.05 77 .96%
5000 27.0
|||‘|‘||‘=‘|‘|“==Hl‘|5|?ﬂouu|H|||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 11

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

3.78 91.37 ug/L 1764430 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64

Abundance Scan 836 (3.778 min): VV016537.D (-823) (-) m/z 56.05 100.00%
56.0
41.0 /\
5000 69.0
e R
84.0 3.40 3.60 3.80 4.00 4.20
50.0 | 63.0 77.0
o........,....,....,....,....,....,....,....,...l;.l!.,....,:.'.:,:..,....,.::.i....,....,....',....,...., m/z 41.05 54_05%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
58.0
41.0
5000 69.0
3.40 360 3.80 4.00 4.20
28.0 640 m/z 69.05 42 _.31%
"“'“'v'“|“'w'}ﬁle'v'“lJIh'“'v'JIJ!w'ESEQJI"'ﬁ§39‘hl“'ZZ‘%'“'L'“l“'w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
58.0
41.0 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.05 25.42%
69.0
2r.0 84.0
1.0 150 11330 |l 50.0“‘ 630 770
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 3.40 360 3.80 4.00 4.20
27.0 m/z 39.00 23.61%
5000
42.0
8?0
vl I I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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, 1-methyl- Concentration Rank 52

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

4.48 6.95 ug/L 134234 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1l-methvl- 82 C6H10 000693-89-0 87
2 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 87
3 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 86
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H10 000926-54-5 80

Abundance Scan 1054 (4.479 min): VV016537.D (-1045) (-) m/z 67.00 100.00%
67.0
5000
82.0
39.0
| 53.0 | 1418 420 4.40 4.60 4.80
rerrrerprrr et il el e kS m/z 82.00  28.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1238: Cyclopentene, 1-methyl-
64.0
5000

4.20 4.40 4.60 4.80
39.0 82.0 m/z 39.00 19.74%

27.0 | 53.0
"I:!-'S'(')I'"|'I""I|""I'I!"I"I"I""'Ill""I""I""I""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1244: Cyclopentene, 3-methyl-
67.0

4.20 4.40 4.60 4.80

5000 m/z 41.00 17.53%
41.0 820
27.0 ‘ 53.0 ‘
.w.”w.”M“.J“.”,m”,”hw”.qﬂn.“”.“.”,””,”.w”.w.”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1231: Cyclopentene, 4-methyl-
67.0 420 4.40 4.60 4.80

m/z 81.05 14 _59%

5000
39.0 82.0
54.0 ‘
15.0 ‘ ‘ Al Ly ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 (DEL) Alkane: Cyclic4.97 Concentration Rank 63

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

4.97 3.14 ug/L 60625 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 80
2 4-Pentenal. 2-methvl- 98 C6H100 005187-71-3 59
3 (S)-3.4-Dimethvipentanol 116 C7H160 1000143-83-9 53
4 (S)-(+)-3-Methvl-1-pentanol 102 C6H140 042072-39-9 37
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 22

Abundance Scan 1207 (4.971 min): VV016537.D (-1183) (-) m/z 56.00 100.00%
54.0 691
41.0 831
5000
‘ I | 08.1 4.60 4.80 500 520 5.40
e e U e L R Tn/z 69.10 0 95.95%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
5000 AR VRS SRR AR
83.0 460 480 500 520 5.40
27.0 m/z 55.00 88.06%
"I'”'I'”'I'”'iJ”'I”:LI'””!'”'I'”'I'E%?”"
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3198: 4-Pentenal, 2-methyl-
41.0
4.60 4.80 500 520 5.40
5000 m/z 83.10 76 .97%
28.0 560 690
T }?10.,. .:L‘,. - ‘.M T N.“.,. e fﬁl? o ?71% -
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8372: (S)-3,4-Dimethylpentanol
41.0 56.0 4.60 4.80 500 520 5.40
m/z 40.95 69.57%
69.0
5000
83.0
'w"'w"'w"'le“w'“‘w"'w“"w'h'w"paq'”
m/z--> 10 20 30 40 50 60 70 8 90 100 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Cyclohexene Concentration Rank 5

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

5.25 137.99 ug/L 2664680 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene 82 C6H10 000110-83-8 90
2 Cvclobutane. ethenvl- 82 C6H10 002597-49-1 90
3 Cvclohexene 82 C6H10 000110-83-8 90
4 Ethvlidenecvclobutane 82 C6H10 001528-21-8 87
5 Cyclohexene 82 C6H10 000110-83-8 80

Abundance Scan 1294 (5.251 min): VV016537.D (-1285) (-) m/z 67.00 100.00%
61.0
54.0
5000
390 82.1
——— e
77. 5.00 520 5.40 5.60
49, 61.0
et A e S5 ekt Mo | M/Z 54.00 65.59%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1190: Cyclohexene
67.0
54.0
5000 39.0
82.0 5.00 520 5.40 5.60
27.0 m/z 82.10 39.40%
v“w}mg“vvaW“ﬂ““Lm'“4hh““VML'WJﬂ%dva“wm
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1218: Cyclobutane, ethenyl-
67.0
54.0 ”..ﬂﬁ\w..”|.”.|”.
5.00 520 5.40 5.60
5000 m/z 39.00 32.12%
41.0 82.0
27.0 ‘
I””P”W”“P“WJ”PEQQW””P“d“Lb”Wh“hlﬁzﬂ%”J”W”“P“
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1191: Cyclohexene P
67.0 5.00 520 5.40 5.60
54.0 m/z 41.00 24 .61%
5000 410 820
27.0
,....,....,....,....,a.a.,??’.'.(,)..a.,.a..,‘."ﬁ'.?lll.i...?,1.'.(.).‘. b .?ﬂ'QIal,l...,....,...
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 58

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

5.96 4_.59 ug/L 88567 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfide 90 C4H10S 000352-93-2 96
2 Diethvl sulfide 90 C4H10S 000352-93-2 90
3 Diethvl sulfide 90 C4H10S 000352-93-2 81
4 Diethvl sulfide 90 C4H10S 000352-93-2 81
5 Acrolein, 2-chloro- 90 C3H3CIO0 000683-51-2 53

Abundance Scan 1514 (5.958 min): VV016537.D (-1499) (-) m/z 81.10 100.00%
81.1
411 551
5000
69.0 98.0
||I || IIIH WL | || 130.1 520 589 500 529
1 1 W m/z 41.10 75.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2331: Diethyl sulfide
74.0
47.0 90.0
61.0
5000
29.0 5.60 5.80 6.00 6.20
‘ m/z 55.10 72 .88%
“'ﬁﬁﬂ'JhJLJ”WW“JW“”PJHP“ﬁ””W““I””P'“P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2334 Diethyl sulfide
47.0 73.0 90.0
27.0 61.0 560 580 600 620
5000 m/z 75.00 54 _.71%
“'ﬁﬁ%'“hJLJ”w\“ﬂw“”PJ“P“WW”W““I””P'“P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2332: Diethyl sulfide
470 75.0 5.60 5.80 6.00 6.20
' 90.0 m/z 90.00 54 _.17%
27.0
61.0
5000
“'ﬁﬁ%'AWJLw”M\“AW“”P““P“WW”W““I””P'“P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 24 Propane, 1-(methylthio)- Concentration Rank 62

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

6.27 3.33 ug/L 64344 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1-(methvlthio)- 90 C4H10S 003877-15-4 41
2 1-Ethvlcvclopentene 96 C7H12 002146-38-5 38
3 1-Ethvlcvclopentene 96 C7H12 002146-38-5 38
4 Propane. 1l-(methvlithio)- 90 C4H10S 003877-15-4 38
5 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 35

Abundance Scan 1611 (6.270 min): VV016537.D (-1602) (-) m/z 67.00 100.00%
67.0
41.0
5000 90.1
54.0 81.0
| |||| |||| | | 6.00 620 6.40 6.60
S — =.!-!-.'---'-'.!'='!-.--'-'-'.----.---'-.--- m/z 41.00 59.22%
m/z--> 10 30 50 60 90 100
Abundance #2340 Propane, 1- (methylthlo)
61.
5000 48.0 90.0
27.0 6.00 6.20 6.40 6.60
m/z 61.00 59.01%
15.0 ||| 75.0
"I”L'I'”'I"”I"'W"':H”"I”"I"”I"'W"'
m/z--> 10 60 80 90 100
Abundance #2860. 1 Ethylcyclopentene
67.0
6.00 6.20 6.40 6.60
5000 m/z 90.10 46.77%
41.0 81.0 9.0
55.0 .
"I}gql'?iﬂ"'“h"'lwh'l'”ll"“”""P'“'I”'
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2859: 1-Ethylcyclopentene
67.0 6.00 6.20 6.40 6.60
m/z 39.00 45_66%
5000
96.0
270 ﬁo 550 ‘ 8L0
1y 1 ! !
m/z--> 10 ' ' 40 55 ' 70 ; 90 100 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 (DEL) Alkane: Cyclic6.39 Concentration Rank 60

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

6.39 3.80 ug/L 73323 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 93
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 58
3 Cvclopropane. 1l.1-diethvl- 98 C7H14 001003-19-6 38
4 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 38
5 2-Oxetanone, 3,3-dimethyl- 100 C5H802 001955-45-9 35

Abundance Scan 1648 (6.389 min): VV016537.D (-1639) (-) m/z 69.00 100.00%
41.0 6.0
55.0
5000
il | 83.0 951'1 6.00 620 6.40 6.60 6.80
S 1 S 1 PSS || RSP THOH S S— m/z 67.95 86.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: Cyclopentane, ethyl-
69.0
41.0
5000 55.0
6.00 6.20 6.40 6.60 6.80
0
270 ‘ ‘ 650 98.0 m/z 41.05 79.06%
”'l}ﬁql'“hh'”'hJ“'l”“h '”Lf'”'l'”'l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3341: Cyclopentane, ethyl-
41.0 69.0
55.0 6.00 6.20 6.40 6.60 6.80
5000 | m/z 70.00 65.89%
27.0
98.0
15.0 \‘ i ] \ 8%0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3385: Cyclopropane, 1,1-diethyl- R R ARaRa
41.0 69.0 6.00 6.20 6.40 6.60 6.80
55.0 m/z 55.00 52.28%
5000
27.0 98.0
‘ ‘ 83.0
”'I}ﬁql'”l“'”'l“”'fﬂh'l'”tl'”'lﬂ”'l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Cyclohexene, 3-methyl- Concentration Rank 46

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

6.57 9.10 ug/L 175746 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 94
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 87
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 87
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 87
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 83

Abundance Scan 1704 (6.569 min): VV016537.D (-1691) (-) m/z 81.05 100.00%
81.0
5000 67.0
300 550 %.1
|| ||| ‘ | 6.20 6.40 6.60 6.80 7.00
e et e et | m/Z 67.00  42.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2873: Cyclohexene, 3-methyl-
81.0
5000 67.0 6.20 6.40 6.60 6.80 7.00
oo 90 B0 ‘ %00 m/z 96.10 31.21%
--.-1-5'-0-.---l-'.----|i|----.'=”|--.--'=-.---'-'.!---.--'--.----.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2879: Cyclohexene, 4-methyl-
81.0
54.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 68.10 30.96%
39.0
67.0 96.0
27.0 ‘
“l"“|"mu"“ih'”lw'“|'”“|"““l'”|'”“|"“|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2878: Cyclohexene, 4-methyl-
81.0 6.20 6.40 6.60 6.80 7.00
m/z 55.05 26.06%
54.0
5000 39.0 67.0 96.0
27.0 ‘
..,}ﬁq,.uhu..m;t.”;ﬂ.”,uﬁlh..ﬂ“l..w.ﬁuw...w
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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Cyclopentene, 1,5-dimethyl- Concentration Rank 42

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

6.83 13.53 ug/L 261248 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 90
2 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 90
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 80
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 72
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72

Abundance Scan 1785 (6.830 min): VV016537.D (-1772) (-) m/z 81.10 100.00%
81.1
5000
96.1
ﬁﬂ 53.0 ﬁﬂ 6.40 6.60 6.80 7.00 7.20
ettt ekl el Tm/z 96.10 0 26.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81.0
5000
6.40 6.60 6.80 7.00 7.20
27.0 39.0 53.0 96.0 m/z 79.00 24 .94%
15.0 | 67.0
“'|“"w"w"”l'”'“WL'N'JW"*h!“'l““'w"
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 38.95 15.96%
270 390 53.0 670 96.0
||||||||||||‘||||||‘|‘||||i‘|‘|‘|||||‘|‘l||||‘|‘|l||||||||||||
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2911: Cyclopentene, 4,4—dimethy|— | BSECELEN BLAL LI EN LI B B
81.0 6.40 6.60 6.80 7.00 7.20
m/z 66.95 13.50%
5000
27.0 80 o 9.0
"'|}?R|'"w""w'"|”"|'”:|"“|"'w""w"
m/z--> 10 20 30 60 70 80 90 100 6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
VV016537.D

05 Jun 2020 15:42

SY/MD

L2861-09

5.0mL/MSVOA V/WATER

15 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

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 2,4-Hexadiene, 2-methyl- Concentration Rank 40

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

7.19 15.30 ug/L 295515 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 95
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 87
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 81
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 81
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 76

Abundance Scan 1897 (7.190 min): VV016537.D (-1883) (-) m/z 81.05 100.00%
81.0
67.0
5000 96.0
39.0 55.0
“ ||‘ ‘ 113.2 6.80 7.00 7.20 7.40 7.60
”,.”.“....”-'”'n' '“ !”.r”.w..”,”n.. m/z 66.95 54 _07%
m/z--> 10 20 40 50 80 90 100 110 120
Abundance #2896: 2,4- Hexadlene, 2-methyl-
81.0
5000 96.0
39.0 530 6.80 7.00 7.20 7.40 7.60
27.0 ‘ : 67.0 m/z 96.05 40.16%
”,}iQ,”:L“..H:.”{Jﬂ.,mhh“.Ju!.”,.mn,”..“..w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2878: Cyclohexene, 4-methyl-
81.0
6.80 7.00 7.20 7.40 7.60
5000 390 240 m/z 68.00 32.43%
' 67.0 96.0
27.0 ‘
'w}?qw'hu“'W‘ wk“ “ww'“wl'“l““w'“'w'“l
m/z--> 10 40 50 70 80 90 100 110 120
Abundance #2880: Cyclohexene, 1-methyl-
81.0 6.80 7.00 7.20 7.40 7.60
m/z 55.00 29.96%
5000 67.0
390 550 %0
27.0 ‘
'w}ng'“l“'w'“'w'“l"w'“'w'“l“'w'“'w'“l' A S S RN
m/z--> 10 50 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 1

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

7.55 196.79 ug/L 5063270 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 94
2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
3 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 91
4 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 91
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91

Abundance Scan 2009 (7.550 min): VV016537.D (-1999) (- m/z 97.00 100.00%
97.0
5000
45.0 rTrrrTT AT T T T T T T T T
58.0 69.0 7.20 7.40 7.60 7.80
Ol et 808l 1120 1 FRs77 97 95 55.32%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3123: Thiophene, 2-methyl-
97.0
5000 AL UL UL I

7.20 7.40 7.60 7.80
m/z 45.00 11.97%

45.0
150 270 | | 580 690 gyg

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3121: Thiophene, 3-methyl-
97.0
R EE s e e S RRREE
7.20 7.40 7.60 7.80
5000 m/z 39.00 8.00%
45.0
150 270 | 1580 90 e20
N R e AR RS e e R e e RS R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3122: Thiophene, 2-methyl- R B
97.0 7.20 7.40 7.60 7.80
m/z 98.95 7.59%
5000
45.0
10 150 210 | | %80 690 go |
B R AR R R EE s e e e R e e RS R R e e R
m/z--> O 10 20 30 40 50 60 70 80 90 100 110 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 13

R.T. EstConc Area Relative to ISTD R.T.
772 67.34 ug/L 1732690  Chlorobenzene-ds 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Thiophene. 3-methvl- o8 csHes 000616-44-4 94

2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
3 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
4 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 90
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 86
Abundance Scan 2062 (7.720 min): VV016537.D (-2051) (-) m/z 97.00 100.00%
97.0
5000
45.0 UL L LU UL LR
58.0 69.0 7.40 7.60 7.80 8.00
et gt 280 1 BLO 1100 m/z 98.00 53.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3124: Thiophene, 3-methyl-
97.0
5000 L L LS UL LR
0 7.40 7.60 7.80 8.00
. m/z 44.95 15.73%
10 150 200 |,” 580 69.0 g4
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3121: Thiophene, 3-methyl-
97.0
7.40 7.60 7.80 800
5000 m/z 99.00 7.13%
45.0
150 270 | 580 %90 g0 ||
mz-> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3125: Thiophene, 3-methyl- B R e s
97.0 7.40 7.60 7.80 8.00
m/z 69.00 7.11%
5000
220 %7 80 890 g0 |
miz--> 0 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Sulfide, ethyl propyl Concentration Rank 56

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

7.88 5.06 ug/L 130318 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfide. ethvl propvl 104 C5H12S 004110-50-3 96
2 Sulfide. ethvl propvl 104 C5H12S 004110-50-3 95
3 Sulfide. ethvl propvl 104 C5H12S 004110-50-3 90
4 Ethanol. 2-(ethvithio)- 106 C4H100S 000110-77-0 45
5 Ethanethiol 62 C2H6S 000075-08-1 43

Abundance Scan 2112 (7.881 min): VV016537.D (-2101) (-) m/z 75.00 100.00%
78.0
104.0
5000 47.0 620
J | 9.0 TR Tho 500 850
...,....,....,..3.7.I,J|.|!.-,..-.l.';.|.~.'.,..!'.',.8?:1.','..'|..,..-:.i.... m/z 104.00 58.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4807: Sulfide, ethyl propyl
78.0
5000 47.0 62,0 1010
7.60 7.80 8.00 8.20
27.0 m/z 47.00 47 .63%
I sedli. |
SN NN N .17 RPN N R PO
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4809: Sulfide, ethyl propyl
78.0
470 104.0 7.60 7.80 8.00 8.20
5000 27.0 ' 62.0 m/z 62.00 44.18%
89.0
"'P"W"”I'Eq#”"ﬁ"W"”I'”'I”"P"W"”I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4808: Sulfide, ethyl propy! ma e B R Raa
78.0 7.60 7.80 8.00 8.20
m/z 41.00 36.49%
47.0
5000 27.0 62.0 104.0
89.0
"w}ﬁql“'w'EQA'“l“'w'“'w'“l“'w'“'w'“l“" U U R R R
m/z--> 10 20 30 40 50 60 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 unknown-01 Concentration Rank 61

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

8.31 3.71 ug/L 95424 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 43
2 Trans-3-methvlpent-3-ene-5-o0l 100 C6H120 030801-95-7 38
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 27
4 2.2"-Bifuran. octahvdro- 142 C8H1402 001592-33-2 27
5 Bicyclo[2.2.2]oct-5-en-2-yldimet... 151 C10H17N 033162-94-6 27

Abundance Scan 2245 (8.309 min): VV016537.D (-2236) (-) m/z 71.00 100.00%
71.0
43.0 58.0
5000
83.1
112.1 8.00 8.20 8.40 8.60
...,....,....,....|,|::..:'.'!‘..,..-'.-.i...-.I,l”.'..,...19?.2:..,!...,. m/z 43.00 57.89%
m/z--> 10 20 40 50 70 90 100 110
Abundance #3900: 1- Penten 3-ol, 2- methyl
71.0
43.0
5000
8.00 8.20 8.40 8.60
85.0 m/z 67.00 55.36%
27.0 | 57.0 100.0
"w}ﬁqw'LWH'ﬁl“ PUIH“JW!“'H'“l“'Wl“'V“'V
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3932: Trans-3-methylpent-3-ene-5-ol
71.0
41.0 8.00 820 840 8.60
5000 m/z 58.00 54 .10%
55.0
‘ 82.0 100.0
'”I'”'I”'?ﬁq'Wa'”lJJMI”'jP"W"”I'”'l”"P"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1781: 3-Buten-2-ol, 2-methyl-
71.0 8.00 8.20 8.40 8.60
m/z 55.05 28.32%
43.0
5000
59.0
27.0
15\'0 ‘ . [, 1 W 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 800 820 840 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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-3-met... Concentration Rank 29

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

9.29 28.21 ug/L 725720 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-3-methvl- 102 C5H10S 004740-00-5 97
2 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 43
3 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 41
4 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 38
5 3-Ethylthio-1-propene 102 C5H10S 005296-62-8 38

Abundance Scan 2550 (9.289 min): VV016537.D (-2538) (-) m/z 102.00 100.00%
10p.0
60.0
740 87.0
5000

9.00 9.20 9.40 9.60
..,....,....,...I"‘h "“””‘...|l||'.'...,..'..,....,I'!.. ””1|2|2”9||| m/z 59.95 76.87%

m/z--> 10 20 40 50 60 70 80 90 100 110 120 130
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60.0 102.0
5000 40 870
9.00 9.20 9.40 9.60
‘ H m/z 86.95 53.35%
0y |...| 1 P W Y R
m/z--> 10 20 40 50 60 70 80 90 100 110 120 130
Abundance #4366: Thiophene, tetrahydro-2-methyl-
87.0
9.00 9.20 9.40 9.60
5000 102.0 m/z 73.95 52.47%
41.0
59.0
270 | | 4.0
S 1 B A PP SN IS YRR M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)-
87.0 102.0 9.00 9.20 9.40 9.60
m/z 41.00 50.85%
45.0
5000 55.0
27.0
N N 2.
S S M 1 | N G R T —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 trans-2,3-Dimethylthiophane Concentration Rank 16

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

9.41 57.59 ug/L 1481750 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 93
2 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 90
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 87
4 cis-2.3-Dimethvlthiophane 116 C6H12S 005161-77-3 87
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 59

Abundance Scan 2587 (9.408 min): VVV016537.D (-2577) (-) m/z 101.00 100.00%
101.0
5000 59.0 116.0
41.0 74.0
9.00 9.20 9.40 9.60 9.80
..“..w...|h|5 0.0, 1. | |l.w.?12.”.uu..“:mw..” m/z 116.00  40.53%
m/z--> 20 30 40 60 70 90 100 110 120
Abundance #8235. trans-2,3- Dlmethylthiophane
101.0
5000 41.0 116.0
59.0 9.00 9.20 9.40 9.60 9.80
‘ 740 m/z 59.00 35.92%
88.0
SRR |509:|”|| |I.| 'I':""!I""I!""I""'I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0
9.00 9.20 9.40 9.60 9.80
5000 59.0 116.0 m/z 67.00 23.84%
27.0 41.0 74.0 '
"|""|""|"'§?9"'|""l'"'|'?Eq""|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 23.80%
5000 59.0 116.0
ﬂo 41.0 74.0
"|""|""|" 5C?P'MH""'l'"'|"8'7'0|""|l""|""|"'
m/z--> 20 30 40 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Thiophene, tetrahydro-2,5-d... Concentration Rank 17

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

9.47 54.94 ug/L 1413500 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 90
2 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 87
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 78
4 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 50
5 Allylthiourea 116 C4H8N2S 000109-57-9 47

Abundance Scan 2606 (9.470 min): VV016537.D (-2598) (-) m/z 101.00 100.00%
101.0
5000 500 116.0
41.0 74.0
| 2071 9.20 9.40 9.60 9.80
ol 80 NOPISH RIS N S LIS m/z 116.00 39.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
5000 116.0
410 59.0 9.20 9.40 9.60 9.80
74.0 m/z 59.00 36.64%

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

Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101.0
9.20 9.40 9.60 9.80
5000 59.0 116.0 m/z 67.00 25.08%
41.0 | 740 '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0 9.20 9.40 9.60 9.80
m/z 41.00 22 .38%
5000 50.0
410 240 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Thiophene, 2,5-dimethyl- Concentration Rank 12

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

9.52 69.75 ug/L 1794600 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.5-dimethvl- 112 C6HS8S 000638-02-8 90
2 Thiophene. 2.5-dimethvl- 112 C6HS8S 000638-02-8 90
3 Thiophene. 2.4-dimethvl- 112 C6HS8S 000638-00-6 87
4 Thiophene. 2.3-dimethvl- 112 C6HS8S 000632-16-6 87
5 Thiophene, 2,3-dimethyl- 112 C6HS8S 000632-16-6 78

Abundance Scan 2622 (9.521 min): W016537D(2615)() m/z 97.00 100.00%
112.0
5000
%oﬁﬂ 59.0 70 9.20 9.40 9.60 9.80
S o U NN OWOP R MO /M | 2 m/z 112.00 81.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6442: Thiophene, 2,5-dimethyl-
111.0
97.0
5000
9.20 9.40 9.60 9.80
270 450 59.0 77.0 m/z 111.00  77.27%
”.w}ﬁqp.l,”.m.l.ﬂhitnﬂhh”h.?Z?”.q.”..h”,”.w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6447: Thiophene, 2,5-dimethyl-
111.0
97.0 9.20 9.40 9.60 9.80
5000 m/z 45.00 13.77%
o70 480 80
“'w}ﬁqw'ml“'“'A'L'Jt””ﬁ““k'?ZQH'H'“'Vt”l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6445: Thiophene, 2,4-dimethyl-
111.0 9.20 9.40 9.60 9.80
97.0 m/z 77.00 13.30%
5000
45.0
77.0
T "'I'?T'?""I""Iﬁ?'ql ?Thﬁh' jwl'?Y'?""\" "|Jl"|""|'
m/z--> 10 20 30 40 50 60 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 cis-2,3-Dimethylthiophane Concentration Rank 23

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

9.74 36.40 ug/L 936587 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 93
2 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 93
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 64
4 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 49
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 47

Abundance Scan 2690 (9.740 min): VV016537.D (-2679) (-) m/z 100.95 100.00%
101.0
116.0
5000 41.0 500 740
| | | ” | | 84.9 130.0 9.40 9.60 9.80 10.00
..“.”,”.uHJhp' Hprtpertlrrs e e e e m/z 116.00 51.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101.0
41.0
5000 116.0
59.0  74.0 9.40 9.60 9.80 10.00
m/z 41.00 43.40%
| O
"|""|""i!'!|!| ||||I ||| .| |||'=|'|'!||||||!'|||||||'|||||||||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
9.40 9.60 9.80 10.00
5000 41.0 116.0 m/z 74.00 35.86%
90 240
L] =
III""I""Il'l"l"'HI"""I""'I""I"''Il""l""'l""l""lI
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #8251: Thlophene, tetrahydro-2,5-dimethyl-, trans-
101.0 9.40 9.60 9.80 10.00
m/z 58.95 34.10%
5000 59.0
41.0 74.0 116.0
"w'“l“'w'“'w'“|“'w'“'w§1?“'w'“'w'“|“'w'“'w
m/z--> 20 30 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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, 2,4-dimethyl- Concentration Rank 31

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

9.80 24 .84 ug/L 639220 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.4-dimethvl- 112 C6HS8S 000638-00-6 87
2 Thiophene. 2.5-dimethvl- 112 C6HS8S 000638-02-8 81
3 Thiophene. 3.4-dimethvl- 112 C6HS8S 000632-15-5 80
4 Thiophene. 2.5-dimethvl- 112 C6HS8S 000638-02-8 72
5 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 72

Abundance Scan 2709 (9.801 min): VV016537.D (-2700) (-) m/z 111.00 100.00%
111.0
97.0
5000
45.0 USRI LRI LU BN BN
| | 55.0 790 9.40 9.60 9.80 10.00 10.20
e et et el Tm/z 112.00 0 70.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6441: Thiophene, 2,4-dimethyl-
111.0
5000 97.0 USRI LRI LU BN BN
9.40 9.60 9.80 10.00 10.20
450 m/z 97.00 52.74%
27.0 59.0 77.0
..w}%q“.”,”uhhl.ﬁhuhmﬂhhnb.?ﬂq”.n..”,h.w.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6448: Thiophene, 2,5-dimethyl-
111.0
97.0 9.40 9.60 9.80 10.00 10.20
5000 m/z 45.00 20.84%
59.0
45.0 77.0
27.0
..w?ﬁq“.ﬂ,”.muﬁ.ﬁtdhnﬂqh”%.?ﬂq”.u..”,ﬂ.w.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6443: Thiophene, 3,4-dimethyl-
111.0 9.40 9.60 9.80 10.00 10.20
97.0 m/z 39.00 14 _.39%
5000
45.0
.| s50 670 770 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 | | 9.40 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Thiazole, 4,5-dihydro-4-met... Concentration Rank 22

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

9.88 36.67 ug/L 943479 Chlorobenzene-d5 8.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 98
2 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 96
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 87
4 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 81
5 Thiazole, 4,5-dihydro-4-methyl-2_... 116 C4H8N2S 010416-81-6 68

Abundance Scan 2734 (9.881 min): VV016537.D (-2727) (-) m/z 101.00 100.00%
101.0
5000 116.0
41.0 59.0
1|, 1s04] ‘| I |' 88.0 9.60 9.80 10.00 10.20
et b Tm/z 116.00  47.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
5000 116.0
410 59.0 9.60 9.80 10.00 10.20
‘ 740 m/z 41.05 31.74%
88.0
SRS |509:|”|| |I'.'.‘..|‘:.‘.‘!|....|!'...|..'..l....l.
m/z--> 20 30 40 60 70 80 90 100 110 120
Abundance #8233. cis-2,3-Dimethylthiophane
101.0
41.0 9.60 9.80 10.00 10.20
5000 116.0 m/z 59.00 30.46%
59.0 74.0
| Jeag), )
”,..”,..”‘lH§p9H.‘ ”kﬁn”.pu.ﬂ,”..,h..“.n.“...“
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0 9.60 9.80 10.00 10.20
m/z 55.05 21.06%
5000 50.0 116.0
27,0 41.0 74.0 '
III""I""I"'{S'OIP"'I""I""I"8'7'0I""I""I'"'I""II
m/z--> 20 30 50 60 70 80 90 100 110 120 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 2H-Thiopyran, tetrahydro-2-... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
10.10 34.99 ug/L 1280220 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 95
2 trans-2.3-DimethvIlthiophane 116 C6H12S 005161-78-4 86
3 cis-2.3-DimethvIlthiophane 116 C6H12S 005161-77-3 70
4 2H-Thiopvran. tetrahvdro-3-methvl- 116 C6H12S 005258-50-4 56
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 53

Abundance Scan 2802 (10.100 min): VV016537.D (-2789) (-) m/z 101.00 100.00%
101.0
116.0
5000
41.0 67.0 87.0
55.
| L h 1281 9.80 10.00 10.20 10.40
Ol el e S Tm/z 116.00  55.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
116.0
5000 41.0
27.0 67.0 87.0 9.80 10.00 10.20 10.40
55-(H m/z 66.95 40.21%
...ﬁ-?...,??:?,..:!',....,!.!|.,-.I!|:!,|...:I,-.I!'..,-!n..:,....,!'...,..-.-.,....,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
9.80 10.00 10.20 10.40
5000 41.0 116.0 m/z 41.00 33.46%
%90 240
1L o
”.P”.P”.P“.P”.ﬂHHpMlﬂ.ﬁpbnﬁuﬂp.nﬂnnpﬂmp.”,””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101.0 9.80 10.00 10.20 10.40
m/z 87.00 32.37%
41.0
5000 116.0
59.0 74.0
I
SN T 1 9 POV N " NS
m/z--> 0O 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 43 unknown-02 Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.54 ug/L 92904 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.3-dimethvl-2-(1... 172 C10H2002 055519-33-0 47
2 trans-2.4-Dimethvilthiane 130 C7H14S 061568-42-1 46
3 2-Pentenoic acid. 2-methoxv-4-me... 158 C8H1403 056009-36-0 38
4 Butanediovl dihvdrazide 146 C4H10N402 004146-43-4 35
5 3-Dimethyl(dichloromethyl)silylo... 198 C6H12CI20Si 1000279-98-7 32
Abundance Scan 2830 (10.190 min): VV016537.D (-2822) (-) m/z 115.00 100.00%
115.0
130.0
5000 55.0 4.0
41.0
88.0 9.80 10.00 10.20 10.40 10.60

m/z 130.00 54 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #39655: Butanoic acid, 2,3-dimethyl-2-(1-methylethyl)-, me...
115.0
5000 130.0
9.80 10.00 10.20 10.40 10.60
41.0 57.0 m/z 74.00 51.71%
27.0 69.0 830 409
..,....,...'.',....'i....,....,....,'....,.l...,...'.,....,..:.,....','....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13594: trans-2,4-Dimethylthiane
115.0
550 810 130.0 9.80 10.00 10.20 10.40 10.60
5000 m/z 55.00 39.78%
69.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30097: 2-Pentenoic acid, 2-methoxy-4-methyl-, methyl ester

43.0 115.0 9.80 10.00 10.20 10.40 10.60
m/z 41.00 29.37%

5000

57.0 85.0

69.0 99.0

15 0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 44 Benzene, propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.38 65.46 ug/L 2394940 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. proovl- 120 C9H12 000103-65-1 87
3 Benzene. proovl- 120 C9H12 000103-65-1 83
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2889 (10.379 min): VV016537.D (-2875) (-) m/z 90.95 100.00%
91.0
5000
120.1
390 650 10.00 10.20 10.40 10.60

o

et e b e e e rreen s | m/z 120.10 23 29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91.0
5000

10.00 10.20 10.40 10.60

120.0 m/z 64.95 11.31%
65.0
39.0
15.0 | 1 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91.0
10.00 10.20 10.40 10.60
5000 m/z 92.00 10.66%
120.0
39.0 6§0
M ) L i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl- LA e e e i e i
91.0 10.00 10.20 10.40 10.60
m/z 39.00 6.88%
5000
120.0
150 390 950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 45 Hydrazine, 1,1-dipropyl- Concentration Rank 18

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

10.43 53.18 ug/L 1945410 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hvdrazine. 1.1-dipropvl- 116 C6H16N2 004986-50-9 72
2 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 52
3 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 50
4 Hvdrazine. l-ethvl-1-(l-methvlpr... 116 C6H16N2 020325-97-7 50
5 2-[2-[2-[2-[2-(2-Acetyloxyethoxy... 366 C16H3009 1000351-90-8 36
Abundance Scan 2905 (10.431 min): VV016537.D (-2898) (-) m/z 87.00 100.00%

87.0
5000
450 116.0
' 10.20 10.40 10.60 10.80
obr sl b 208 177116.00  23.80%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8257: Hydrazine, 1,1-dipropyl-
87.0
45.0
5000

10.20 10.40 10.60 10.80
116.0 m/z 45.00 15.02%

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

Abundance #1855: Thiocyanic acid, ethyl ester
29.0
10.20 10.40 10.60 10.80
5000 m/z 41.00 9.95%
87.0
59.0
.M.P.”M.m,””,”.w”.w”...”..”..“..”...”P.”,“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0 10.20 10.40 10.60 10.80
m/z 39.00 8.73%
5000
45.0 116.0
,@5*,,,, .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.47 195.95 ug/L 7168640 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 2917 (10.470 min): VV016537.D (-2910) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 510 65.0 77|-° 91|-° a0 10.20 10.40 10.60 10.80
S (i U /SNBSS 1 M0 HEMBRRSE St m/z 120.10 30.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.20 10.40 10.60 10.80

m/z 77.00 13.10%
27.0 390 510 g5 770 910
. | Ll \ : ! L
N N o R L L n e o o S RARRRRRA RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

10.20 10.40 10.60 10.80
5000 m/z 91.00 13.08%
120.0

39.0 77.0 91.0
150 270 %90 510 €0 7] |

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

Abundance #9422: Benzene, 1-ethyl-2-methyl-

105.0 10.20 10.40 10.60 10.80
m/z 106.05 8.73%
5000
120.0
150 27.0 390 510 650 /70 91.0 |
: | 1 1l Il I Il
T T T T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Benzene, 1,2,3-trimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.56 33.63 ug/L 1230330 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 2945 (10.560 min): VV016537.D (-2939) (-) m/z 105.00 100.00%
106.0
5000 120.1
90 o 10 0120 1040 100 100
.0 51.0 65.0 136.2 10.20 10.40 10.60 10.
Ol e et et 382 Tm/z 120.05  47.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
106.0
120.0
5000

10.20 10.40 10.60 10.80
m/z 77.00 12.66%

0 390 510 50 /70 910

150 27 L . 1l ; L il
R R O L E s o e o o e RRREN R nE s na
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
10.20 10.40 10.60 10.80
0
5000 1200 m/z 119.10 12.20%
39.0 77.0 910
L VI T TP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 10.20 10.40 10.60 10.80
0
120.0 m/z 91.00 11.24%
5000

770 91.0
15.0 27.0 390 510 650 "% \ Wl \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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-ethyl-5-methyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.68 7.17 ug/L 262280 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvl-5-methvl- 126 C7H10S 040323-88-4 87
2 Ethanone. 1-(2-thienvl)- 126 C6H60S 000088-15-3 72
3 Ethanone. 1-(3-thienvl)- 126 C6H60S 001468-83-3 72
4 Ethanone. 1-(2-thienvl)- 126 C6H60S 000088-15-3 64
5 Thiophene, 2-(1-methylethyl)- 126 C7H10S 004095-22-1 64
Abundance Scan 2982 (10.679 min): VV016537.D (-2972) (-) m/z 111.00 100.00%
111.0
45.0 77.0 97.0 10.40 10.60 10.80 11.00
65.0
e e | M7z 126.00  38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11224: Thiophene, 2-ethyl-5-methyl-
111.0
5000 126.0

10.40 10.60 10.80 11.00
m/z 45.00 8.80%

45.0 590 77.0

27.0 91.0
A L R B e AR RRRARRAR IS San e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11131: Ethanone, 1-(2-thienyl)-
111.0
10.40 10.60 10.80 11.00
5000 126.0 m/z 77.05 8.74%
39.0
83.0
150 280 ||, 50690 | 970 |
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11134: Ethanone, 1-(3-thienyl)- AW VAU A NSy W
111.0 1040 1060 1080 1100
m/z 112.00 7.14%
5000 126.0
39.0
83.0
26.0 \‘ ‘ ‘ 57‘\.0 69.0 \‘\ 97.0 ‘ Il
R B A m s B B e A ARRRAE S E s
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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.76 113.25 ug/L 4143100 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3007 (10.759 min): VV016537.D (-2998) (-) m/z 105.00 100.00%
105.0
5000
120.1
390 510 650 (/0 910 ‘ 10.40 10.60 10.80 11.00
Ol prrr et it el e il e m/Z 120.10 29 85Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.40 10.60 10.80 11.00

m/z 77.00 12.42%
27.0 390 510 g5 770 910

. il Ll , : ! .
A NN o o e e e e e R R RS LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0

10.40 10.60 10.80 11.00
5000 m/z 91.00 12.33%
120.0

770 910
150 270 390 510 0 71O %O |

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

Abundance #9401: Mesitylene

105.0 10.40 10.60 10.80 11.00
m/z 79.00 9.26%
120.0
5000
39.0 510 7.0 910
: .,.1.5'.9,..2.7".(,)....‘,‘....,‘.‘..a‘,(.i‘?l.ql...‘:‘,....,‘....,.‘al.,..‘.‘. R AR
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 : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 50 2-Ethylthiacyclohexane Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.87 29.01 ug/L 1061290 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlthiacvclohexane 130 C7H14S 001613-52-1 68
2 trans-2-EthvIl-3-methvithiophane 130 C7H14S 061568-36-3 64
3 2-methvl-2-(2-methvl-3-thienvlth... 230 C10H14S3 1000365-97-2 50
4 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 43
5 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 43
Abundance Scan 3042 (10.871 min): VV016537.D (-3030) (-) m/z 101.00 100.00%
101.0
5000
41.0 59.0 130.1
8. 670 10.60 10.80 11.00 11.20
167. m/z 116.00 26.15%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13584: 2-Ethylthiacyclohexane
101.0
5000
130.0 10.60 10.80 11.00 11.20
410 &0 ‘ : m/z 59.00 24.87%
|-H-dh““W‘~|-~-|~--w--w--~ R R B
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #13598: trans-2-Ethyl-3-methylthiophane
101.0
10,60 10.80 11.00 11.20
5000 m/z 67.00 24 .33%
410 4 130.0
Pt \Hu ‘ L |‘.‘...‘|“...‘.l....l.... S
miz--> 20 40 80 100 120 140 160 180 200 220
Abundance #85483. 2-methyl-2-(2-methyI-3-thienylthio)-tetrahydro-thi... I RREE B e
101.0 10.60 10.80 11.00 11.20
m/z 41.00 23.41%
5000
59.0 130.0
39.
i ‘\ bosdoll L o
mz-> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VV060520\
Data File : VV016537.D

Aca On : 05 Jun 2020 15:42

Operator : SY/MD

Sample : L2861-09

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 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 54 Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.55 66.72 ug/L 2441040 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
Abundance Scan 3253 (11.550 min): VV016537.D (-3244) (-) m/z 117.10 100.00%
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Abundance #8949: Indane
117.0
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Abundance #8950: Indane
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m/z 62.95 8.53%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV060520\
Data File : VV016537.D

Acq On : 05 Jun 2020 15:42

Operator : SY/MD

Sample - L2861-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 15 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... 1.42 16.1 ug/L 311278 1 5.64 965563 50.0
(DEL) Alkane: Str... 1.63 14.1 ug/L 273043 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 1.77 39.5 ug/L 762607 1 5.64 965563 50.0
(DEL) Alkane: Str... 1.81 24_4 ug/L 471173 1 5.64 965563 50.0
(DEL) Alkane: Str... 1.90 41.8 ug/L 807826 1 5.64 965563 50.0
(DEL) Alkane: Str... 1.99 31.3 ug/L 604629 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 2.03 27.2 ug/L 525078 1 5.64 965563 50.0
(DEL) Alkane: Str... 2.45 6.2 ug/L 120228 1 5.64 965563 50.0
Cyclopentene 2.49 101.2 ug/L 1954520 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 2.59 97.7 ug/L 1886700 1 5.64 965563 50.0
(DEL) Alkane: Str... 2.78 8.8 ug/L 170312 1 5.64 965563 50.0
(DEL) Alkane: Str... 2.97 21.6 ug/L 416751 1 5.64 965563 50.0
(DEL) Alkane: Str... 3.06 8.1 ug/L 155777 1 5.64 965563 50.0
(DEL) Alkane: Str... 3.17 5.8 ug/L 112648 1 5.64 965563 50.0
(DEL) Alkane: Str... 3.24 9.6 ug/L 185216 1 5.64 965563 50.0
(DEL) Alkane: Str... 3.39 2.5 ug/L 48498 1 5.64 965563 50.0
Cyclopentene, 3-m... 3.45 38.3 ug/L 738993 1 5.64 965563 50.0
Propyl mercaptan 3.71 4.4 ug/L 85474 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 3.78 91.4 ug/L 1764430 1 5.64 965563 50.0
Cyclopentene, 1-m... 4.48 7.0 ug/L 134234 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 4_97 3.1 ug/L 60625 1 5.64 965563 50.0
Cyclohexene 5.25 138.0 ug/L 2664680 1 5.64 965563 50.0
Diethyl sulfide 5.96 4.6 ug/L 88567 1 5.64 965563 50.0
Propane, 1-(methy... 6.27 3.3 ug/L 64344 1 5.64 965563 50.0
(DEL) Alkane: Cyc... 6.39 3.8 ug/L 73323 1 5.64 965563 50.0
Cyclohexene, 3-me... 6.57 9.1 ug/L 175746 1 5.64 965563 50.0
Cyclopentene, 1,5... 6.83 13.5 ug/L 261248 1 5.64 965563 50.0
2 ,4-Hexadiene, 2-_.. 7.19 15.3 ug/L 295515 1 5.64 965563 50.0
Thiophene, 2-methyl- 7.55 196.8 ug/L 5063270 2 8.88 1286490 50.0
Thiophene, 3-methyl- 7.72 67.3 ug/L 1732690 2 8.88 1286490 50.0
Sulfide, ethyl pr... 7.88 5.1 ug/L 130318 2 8.88 1286490 50.0
unknown-01 8.31 3.7 ug/L 95424 2 8.88 1286490 50.0
Thiophene, tetrah... 9.29 28.2 ug/L 725720 2 8.88 1286490 50.0
trans-2,3-Dimethy. .. 9.41 57.6 ug/L 1481750 2 8.88 1286490 50.0
Thiophene, tetrah... 9.47 54_.9 ug/L 1413500 2 8.88 1286490 50.0
Thiophene, 2,5-di... 9.52 69.8 ug/L 1794600 2 8.88 1286490 50.0
cis-2,3-Dimethylt. .. 9.74 36.4 ug/L 936587 2 8.88 1286490 50.0
Thiophene, 2,4-di... 9.80 24.8 ug/L 639220 2 8.88 1286490 50.0
Thiazole, 4,5-dih... 9.88 36.7 ug/L 943479 2 8.88 1286490 50.0
2H-Thiopyran, tet... 10.10 35.0 ug/L 1280220 3 11.27 1829210 50.0
unknown-02 10.19 2.5 ug/L 92904 3 11.27 1829210 50.0
Benzene, propyl- 10.38 65.5 ug/L 2394940 3 11.27 1829210 50.0
Hydrazine, 1,1-di... 10.43 53.2 ug/L 1945410 3 11.27 1829210 50.0
Benzene, l-ethyl-_.. 10.47 195.9 ug/L 7168640 3 11.27 1829210 50.0
Benzene, 1,2,3-tr... 10.56 33.6 ug/L 1230330 3 11.27 1829210 50.0
Thiophene, 2-ethy... 10.68 7.2 ug/L 262280 3 11.27 1829210 50.0
Mesitylene 10.76 113.3 ug/L 4143100 3 11.27 1829210 50.0
2-Ethylthiacycloh... 10.87 29.0 ug/L 1061290 3 11.27 1829210 50.0
Indane 11.55 66.7 ug/L 2441040 3 11.27 1829210 50.0
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