LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample - L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60320WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.113 3 7 21 rvB 286960 263757 0.07% 0.042%
2 1.222 34 41 58 rvB 473159 444271 0.12% 0.070%
3 1.312 59 69 78 rvv3 2910548 3571665 0.97% 0.566%
4 1.361 78 84 95 rvv 2074054 2008709 0.54% 0.318%
5 1.422 95 103 112 rVV 2160510 1988695 0.54% 0.315%
6 1.553 134 144 159 rBV2 300001 484314 0.13% 0.077%
7 1.631 159 168 189 rVB 1345523 1755143 0.47% 0.278%
8 1.769 202 211 217 rBVY 388043 488110 0.13% 0.077%
9 1.811 217 224 243 rVV 1114370 1505067 0.41% 0.238%
10 1.907 244 254 269 rVV 1697419 2213887 0.60% 0.351%

11 1.988 269 279 286 rVV 1057405 1457713 0.39% 0.231%
12 2.033 286 293 309 rvv 789111 1129325 0.31% 0.179%
13 2.116 309 319 332 rvv 298804 454703 0.12% 0.072%
14 2.447 409 422 424 rBV2 173983 247739 0.07% 0.039%
15 2.489 425 435 447 rVB 2554556 4277076 1.16% 0.678%

16 2.589 455 466 503 rVB 3151295 6321317 1.71% 1.001%
17 2.775 504 524 538 rvVB2 121824 317842 0.09% 0.050%
18 3.058 600 612 628 rVvB2 85141 169950 0.05% 0.027%
19 3.174 633 648 657 rBv2 69699 147721 0.04% 0.023%
20 3.238 657 668 677 rvV 151387 329950 0.09% 0.052%

21 3.290 678 684 700 rvB2 90386 180961 0.05% 0.029%
22 3.383 701 713 721 rBV3 45314 98472 0.03% 0.016%
23 3.454 721 735 749 rvv2 626012 1613060 0.44% 0.256%
24 3.524 749 757 773 rVV 262470 611146 0.17% 0.097%
25 3.788 820 839 860 rVvVv 1418745 3667610 0.99% 0.581%

26 3.897 863 873 901 rVvB 106700 297882 0.08% 0.047%
27 4.377 999 1022 1040 rBV 234580 631892 0.17% 0.100%
28 4.483 1042 1055 1076 rVB 70366 186726 0.05% 0.030%
29 4.704 1095 1124 1153 rBV 2508420 6529525 1.76% 1.034%
30 5.193 1220 1276 1290 rVV6 87336664 369984134 100.00% 58.613%

31 5.267 1291 1299 1315 rVV 2194056 4286612 1.16% 0.679%
32 5.393 1317 1338 1359 rVvB 2127570 4507853 1.22% 0.714%
33 5.643 1404 1416 1452 rVB 491912 1044349 0.28% 0.165%
34 5.968 1501 1517 1537 rBV2 136808 281839 0.08% 0.045%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample - L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 6.097 1537 1557 1566 rBV 319581 655863 0.18% 0.104%

36 6.155 1566 1575 1600 rVvV2 404427 907272 0.25% 0.144%
37 6.389 1634 1648 1669 rBV5 40395 91954 0.02% 0.015%
38 6.573 1691 1705 1708 rBvV2 210924 363973 0.10% 0.058%
39 6.827 1767 1784 1795 rBV 248817 454119 0.12% 0.072%
40 7.010 1828 1841 1856 rBvV2 295524 5563112 0.15% 0.088%

41 7.161 1878 1888 1892 rBV 160262 269428 0.07% 0.043%
42 7.341 1932 1944 1953 rBV 676916 1196467 0.32% 0.190%
43 7.418 1953 1968 1983 rVV2 25612782 47057077 12.72% 7.455%
44 7.544 1985 2007 2021 rVB 1748593 3138562 0.85% 0.497%
45 7.643 2030 2038 2048 rVB 116992 171758 0.05% 0.027%

46 7.717 2050 2061 2073 rBvV 979614 1567988 0.42% 0.248%
47 7.875 2099 2110 2129 rVB4 78448 173307 0.05% 0.027%
48 8.106 2172 2182 2195 rBV 419044 689159 0.19% 0.109%
49 8.238 2212 2223 2235 rBvV 555786 939606 0.25% 0.149%
50 8.302 2235 2243 2253 rVV3 91285 167359 0.05% 0.027%

51 8.791 2371 2395 2403 rBV9 61990 178521 0.05% 0.028%
52 8.875 2411 2421 2426 rBV 728765 1091689 0.30% 0.173%
53 8.920 2426 2435 2457 rVB 2771852 4609225 1.25% 0.730%
54 9.045 2457 2474 2491 rBV2 31629055 55424627 14.98% 8.780%
55 9.164 2491 2511 2534 rVB2 8586278 15780851 4.27% 2.500%

56 9.283 2534 2548 2555 rBV 1029614 1683988 0.46% 0.267%
57 9.328 2555 2562 2576 rVB3 1612981 2742245 0.74% 0.434%
58 9.408 2576 2587 2597 rBvV 857185 1346940 0.36% 0.213%
59 9.473 2597 2607 2615 rBV3 934289 1653513 0.45% 0.262%
60 9.521 2615 2622 2627 rVV 751141 989229 0.27% 0.157%

61 9.569 2627 2637 2660 rVB 13498562 21312830 5.76% 3.376%
62 9.740 2675 2690 2700 rBV2 477533 841444 0.23% 0.133%
63 9.801 2700 2709 2711 rBV 338507 429681 0.12% 0.068%
64 9.884 2726 2735 2746 rVB 573479 892826 0.24% 0.141%
65 9.952 2746 2756 2766 rBV 1168485 1752687 0.47% 0.278%

66 10.103 2786 2803 2819 rVB 624432 1047342 0.28% 0.166%
67 10.187 2820 2829 2834 rBV3 60288 104638 0.03% 0.017%
68 10.241 2836 2846 2858 rVB3 731822 1228136 0.33% 0.195%
69 10.309 2858 2867 2873 rBV3 124822 196294 0.05% 0.031%
70 10.376 2873 2888 2897 rBV 1111097 1965210 0.53% 0.311%

71 10.431 2897 2905 2911 rBV 893276 1213569 0.33% 0.192%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample - L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

: VOC Analysis

72 10.470 2911 2917 2921 rBV2 980945 1299207 0.35% 0.206%
73 10.563 2939 2946 2957 rVB 269143 450765 0.12% 0.071%
74 10.624 2957 2965 2971 rBV2 100827 146392 0.04% 0.023%
75 10.679 2971 2982 2989 rVvVv 135450 295865 0.08% 0.047%

76 10.759 2997 3007 3029 rVV 2781273 5303719 1.43% 0.840%
77 10.862 3029 3039 3051 rVB4 510790 912682 0.25% 0.145%
78 10.936 3051 3062 3072 rBV 2768988 4092573 1.11% 0.648%
79 11.116 3109 3118 3133 rBV7 168125 392304 0.11% 0.062%
80 11.267 3154 3165 3177 rVB2 1062651 1892381 0.51% 0.300%

81 11.357 3183 3193 3204 rBV 2484293 3642538 0.98% 0.577%
82 11.415 3204 3211 3221 rVB2 144932 225095 0.06% 0.036%
83 11.550 3243 3253 3265 rBV 1395235 2271122 0.61% 0.360%
84 11.646 3274 3283 3293 rBV 716700 1088830 0.29% 0.172%
85 11.768 3310 3321 3332 rVB 732765 1156621 0.31% 0.183%

86 11.839 3333 3343 3351 rBV2 118750 201123 0.05% 0.032%
87 11.936 3365 3373 3378 rBV2 92185 134954 0.04% 0.021%
88 12.039 3398 3405 3411 rBV2 183375 247932 0.07% 0.039%
89 12.138 3422 3436 3455 rVB2 423886 848039 0.23% 0.134%
90 12.338 3490 3498 3507 rVB 146540 222863 0.06% 0.035%

91 12.434 3522 3528 3538 rVVv2 78042 153578 0.04% 0.024%
92 12.489 3538 3545 3563 rVB3 161990 285322 0.08% 0.045%
93 12.746 3618 3625 3634 rBV 115525 166914 0.05% 0.026%
94 12.903 3664 3674 3686 rBV2 599068 950963 0.26% 0.151%
95 12.971 3686 3695 3709 rVB 257578 413347 0.11% 0.065%

96 13.077 3715 3728 3739 rBV2 369226 624556 0.17% 0.099%
97 13.524 3855 3867 3889 rVB 2601955 4019760 1.09% 0.637%
98 13.646 3893 3905 3925 rVB 479482 785780 0.21% 0.124%
99 14.659 4210 4220 4237 rBV2 128836 277901 0.08% 0.044%
100 14.846 4264 4278 4295 rBV2 190011 348314 0.09% 0.055%

Sum of corrected areas: 631232944
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW016538.D
19
8e+07
6e+07
4e+07
2e+07
59
(11177883 apa g aines» R 278 3.0832m8BB2 3.79.90 43848 470 525\39 564 596805 6.396.5
e N i e e D e e R A B I AT e e T i
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW016538.D
8e+07
6e+07
4e+07
9.05
7.42
2e+07
9.57
9.16
oL 6:837.017.167.34 7548472787 8.18.840 8. #RY J\%ﬂm 9.9 80895010n BB aaRd 867 1,151 9P £66% THum 04
e e B B e e B T e R e e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VW016538.D
8e+07
6e+07
4e+07
2e+07
1353
oLl4121Rm29 12,752903.08 ~13.65 14.66.4.85
T T a i e T e e A e T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 49

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

1.11 12.63 ug/L 263757 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 7
2 Cyclopropane 42 C3H6 000075-19-4 4
3 Propane 44 C3HS8 000074-98-6 4
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
5 Cyclopropane 42 C3H6 000075-19-4 4

Abundance Scan 6 (1.110 min): VV016538.D (-3) (-) m/z 41.00 100.00%
il
5000
1.20 1.30 1.40 1.50
...,....,....,....,...|l,..~..??..“?9,.‘?“?.,....,....??...,.1.9‘?,.. m/z 39.00 92.94%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #57: Propene
a1
5000
27 1.20 1.30 1.40 1.50
m/z 44.00 56.02%
1 15 |
IIII""'I'=I"I""I""I R I R I L L L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #59: Cyclopropane
4p
AU L L L LR
1.20 1.30 1.40 1.50
5000 m/z 43.05 56.00%
27
'”I%'W}ﬁ?ﬂjaﬁ'ml”'W“'W'”'P'”I”'W'”'P'”I”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #78:Pr0pane LI I L B LR |
29 1.20 1.30 1.40 1.50
m/z 42.05 54 _37%
5000
44
1> 21 ||| 3
ninii
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 40

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

1.22 21.27 ug/L 444271 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 53
3 Isobutane 58 C4H10 000075-28-5 53
4 Isobutane 58 C4H10 000075-28-5 53
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4

Abundance Scan 40 (1.219 min): VV016538.D (-34) (-) m/z 43.10 100.00%
a3
5000
39
1.20 1.30 1.40 1.50 1.60
36 5053 57 61 78
R L AAE) SR A KA LARR) RARARALE) RAALY L) KARLS RAAR MR KA KAL) MRS AR A m/z 41.00 49.19%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #237: Isobutane
43
5000
1.20 1.30 1.40 1.50 1.60
15 39 m/z 42.00 33.18%
2 12.' |‘|I ||‘ | 50 5|7
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #235: Isobutane
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 38.95 22 .73%
27
39
"”'“'P'”I”'W*g'h'%?“"P'JI“'W'“'P'*I”'ﬁq'“lﬁzﬁ'“'v'“I”'W'“'P'”I“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #236: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 37.95 3.83%
5000
27
39
'“'“'w%“'v"w}g'b'%?"'w'“lv'“l“""*"“?}'W?Z'v'“l“'w'“'v'“l“'w'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

1.42 95.21 ug/L 1988700 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4HS8 000106-98-9 90
2 1-Butene 56 C4HS8 000106-98-9 87
3 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 87
4 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 87
5 2-Butene, (2)- 56 C4HS8 000590-18-1 74

Abundance Scan 102 (1.418 min): VV016538.D (-95) (-) m/z 41.00 100.00%
41
56
5000

1.20 140 160 1.80

4
Ot L 63 8L e 110 gt E 05 59.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #176: 1-Butene
41
5000 56 B B o o A
27 1.20 140 160 1.80
m/z 39.00 46.07%
1 1|5 N Ll
LA B o o o e N RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #177: 1-Butene
41
1.20 140 160 1.80
5000 56 m/z 55.00 27.49%
28
...,2....,.1.?.,....,....,...‘.1?....,....,....,....,....,....,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #188: 1-Propene, 2-methyl-
41 1.20 140 160 1.80
m/z 50.00 11.03%
5000 %6
28
”.E.H,E?W.ump.mlh.ﬂh”.“.“,”.w.”.“.“,”.q.”.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 15

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

1.63 84 .03 ug/L 1755140 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 168 (1.631 min): VV016538.D (-159) (-) m/z 43.05 100.00%
3
57
5000
72 1.20 1.40 1.60 1.80 2.00
50
e prrrrrree ot O e || M/Z 41.00  96.81%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
43
57
5000
1.20 1.40 1.60 1.80 2.00
29 m/z 42.10 88.37%
'"w"'w%?'w'JJv"Jb"?g'J‘w§$'rﬁ"v"w"'w"'w"'w"'w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #713: Butane, 2-methyl-
43
57 1.20 1.40 1.60 1.80 2.00
5000 29 m/z 57.05 69.12%
'"ﬁ"'w%f'w'*lv"Jb*'?g'd'lﬁé'rﬁ"v"w"'w"'w"'w"'w
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #712: Butane, 2-methyl-
43 1.20 1.40 1.60 1.80 2.00
m/z 39.00 34 .73%
57
5000 27
15
2 “ ‘ Hi 50‘\ : 7\2
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Cyclicl.77 Concentration Rank 37

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

1.77 23.37 ug/L 488110 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 87
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 76
3 2-Pentene, (2)- 70 C5H10 000627-20-3 74
4 2-Pentene 70 C5H10 000109-68-2 72
5 1-Pentene 70 C5H10 000109-67-1 68

Abundance Scan 211 (1.769 min): VV016538.D (-202) (-) m/z 42.10 100.00%
i)
55
5000 70
9 9 6 1.40 1.60 1.80 2.00 2.20
- LA 161 m/z 55.00 74.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #577: Cyclopropane, ethyl-
4
55
5000
27 70 1.40 1.60 1.80 2.00 2.20
m/z 41.00 52.21%
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #573: Cyclopropane, ethyl-
4
1.40 1.60 1.80 2.00 2.20
5000 55 m/z 39.00 48.78%
70
”W””P“W””I”'””P“W””P”W”“P”W””P”'”“P”W““P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #557: 2-Pentene, (2)-
55 1.40 1.60 1.80 2.00 2.20
m/z 70.10 47 . 77%
5000 42 20
29
”W}?P“m”Ji”WALP“W””P”W”“P”W””P”'”“P”W““P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 19

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

1.81 72.06 ug/L 1505070 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 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50

Abundance Scan 224 (1.811 min): VV016538.D (-217) (-) m/z 43.05 100.00%
a3
5000
57 72 USRI SRS L SRS
140 1.60 1.80 2.00 2.20
o...,....,....,....,..3.6:|i..-.?,°..-:|.,.‘??.,!..7.?..5??,....,....,..1.1.7,... m/z 42.10 57.09%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane
43
5000
140 1.60 1.80 2.00 2.20
27 57 7 m/z 41.00 55.65%
15 , L . 50 I,| 65
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #708: Pentane
43
140 1.60 1.80 2.00 2.20
5000 27 m/z 39.00 20.32%
15 57 72
"W?”'P'“I”'W'”'P"g%'ﬁ'”'P'”I”'W'”'P'”I“'W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #709: Pentane
43 140 1.60 1.80 2.00 2.20
m/z 57.10 16.09%
5000
27 57 72
"'I'"'I'%?'I"ﬂjl"'jl'l'ﬁq'WLl'§?'I""I”"I'"'I""I""I"'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 140 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

1.91 105.99 ug/L 2213890 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 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
4 2-Methyl-1-butene 70 C5H10 000563-46-2 90
5 2-Methyl-1-butene 70 C5H10 000563-46-2 90

Abundance Scan 255 (1.910 min): VV016538.D (-244) (-) m/z 55.00 100.00%
55
5000
39 70
1.60 1.80 2.00 2.20
...,....,....,....,”..‘.‘?n.'::.,‘?3..~.',...7.8,....?1....1?.1...1}9..., m/z 70.05 39.47%
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance #562. 2-Pentene, (E)-
55
5000 39 70
1.60 1.80 2.00 2.20
29 ‘ m/z 39.00 32.83%
"'I'%?'I":LL"'!i"'??“h!'lqg'nwn"'I""I""I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #559: 2-Pentene, (2)-
55
1.60 1.80 2.00 2.20
5000 42 m/z 42.05 32.81%
70
29
"'I'%§'I"='I '?p'l"'49 ‘*'|§?"|""| AN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55 1.60 1.80 2.00 2.20
m/z 41.00 25.41%
5000 70
41
|
‘ 49 || 62
m/z--> 10 20 30 40 50 60 fo 80 9 100 110 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 21

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

1.99 69.79 ug/L 1457710 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 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 2-Pentene, (E)- 70 C5H10 000646-04-8 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 280 (1.991 min): VV016538.D (-269) (-) m/z 55.00 100.00%
55
5000 2 70
1.60 1.80 2.00 2.20 2.40
0 ...,....,....,...:;|...‘.‘?n.'.-:.,‘??.n,....?.2...?1....,.19‘.‘.,... m/z 70.10  39.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #559: 2-Pentene, (2)-
55
5000 42
70 1.60 1.80 2.00 2.20 2.40
29 m/z 39.00 34.20%
...,.%?.,..:L|,.?§JJ...4%J::.,??..,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
1.60 1.80 2.00 2.20 2.40
5000 0 m/z 42.05 33.77%
41
29 ‘
Tl eyl e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55 1.60 1.80 2.00 2.20 2.40
m/z 41.00 23.94%
5000 39 0
27
IIII':'I?'I""I""I""}?""I6'2"'I""I""I""I""IIII
m/z--> 10 20 30 40 50 70 80 90 100 110 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Cyclic2.03 Concentration Rank 24

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

2.03 54 .07 ug/L 1129330 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Pentene, (E)- 70 C5H10 000646-04-8 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 292 (2.029 min): VV016538.D (-286) (-) m/z 55.00 100.00%
55
5000
39 70
1.60 1.80 2.00 2.20 2.40
...,....,....,...:;“..‘.‘?l.'::.,6.2..'.',...7.?....,....,...19?.... m/z 70.10 41.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.60 1.80 2.00 2.20 2.40
29 m/z 39.00 33.26%
H| 49 1], 62
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #562: 2-Pentene, (E)-
55
1.60 1.80 2.00 2.20 2.40
5000 a9 70 m/z 41.00 30.97%
29 ‘
...,.}?.,..:MM...l}...??th.,qg.uqu...,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #567: 2-Butene, 2-methyl-
55 1.60 1.80 2.00 2.20 2.40
m/z 42.00 22.88%
5000 70
41
29
s || Ul a e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 160 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 51

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

2.45 11.86 ug/L 247739 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 49
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 46
5 2-Butene, (2)- 56 C4H8 000590-18-1 46

Abundance Scan 423 (2.451 min): VV016538.D (-409) (-) m/z 41.00 100.00%
4.1
56
5000 69
84
37l lllis 5% || 6165 77 89 220 2.40 2.60 2.80
'm“W“W“W“W“W“W“W“WI4“W“WJH“W“WL+“W"W“W“W"W“' m/z 43.10 91.55%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1487: 1-Pentene, 2-methyl-
56
41
5000
27 69 84 220 2.40 2.60 2.80
m/z 56.10 62 .96%
15 J31 3Z|‘| 6165, | 7377
miz--> 3 T5 18 70 %5 30 35 40 48 5'0 5'5 80 6 70 75 80 85 9 9
Abundance #186: 1-Propene, 2-methyl-
4.1
220 2.40 2.60 2.80
5000 56 m/z 38.95 51.30%
28
2 15 g4 37 S0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1488: 1-Pentene, 2-methyl-
56 220 2.40 2.60 2.80
m/z 69.10 42 .52%
41
5000 6 a4
29
‘ | 51, 62 |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Cyclopentene Concentration Rank 5

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

2.49 204.77 ug/L 4277080 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 83
4 1,3-Pentadiene, (E)- 68 C5HS8 002004-70-8 59
5 1-Butyne, 3-methyl- 68 C5HS8 000598-23-2 59

Abundance Scan 435 (2.489 min): VV016538.D (-425) (-) m/z 67.00 100.00%
67
5000
39
% 220 240 260 280
o...,....,....,...~!I'.'..4.8,-.|...,6?.':.,....,..5?6.,....,... m/z 68.05 38.21%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #431: Cyclopentene
67
5000 IR SRR N S

220 2.40 2.60 2.80
39 53 m/z 39.00 26.32%

27 | ‘
.”,....“..h,.”:Ih..w.L..F%W.,..”,....“...,.”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #429: Cyclopentene
67

2.20 2.40 2.60 2.80
5000 m/z 53.00 19.23%

39
53
27
s Tz s 1
miz--> 10 20 3'0 4'o %0 6 70 8 9 100
Abundance #2777: 2,3-Diazabicyclo[2.2.1]-hept-2-ene
67

220 2.40 2.60 2.80
m/z 41.00 10.20%

5000
39 53
27
| 33 ““ 62 81 97

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Cyclic2.59 Concentration Rank 2

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

2.59 302.64 ug/L 6321320 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
4 Cyclopentane 70 C5H10 000287-92-3 72
5 1-Pentene 70 C5H10 000109-67-1 49

Abundance Scan 466 (2.589 min): VV016538.D (-455) (-) 42_.05 100.00%
4 ?
5000 5 .
‘ a4 143 220 240 2.60 2.80 3.00
Frr T b e e e m/z 55.10 43.05%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #556: Cyclopentane J\
4
5000 SRR ARAAE SRS
55 70 220 240 2.60 2.80 3.00
27 m/z 70.10 36.51%
1 15 |
R L L L R B A RS SRR LA LA ARA KN EAASS LARAE EARAN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #575: Cyclobutane, methyl-
4
220 240 260 280 3.00
5000 m/z 41.00 36 .24%
55
‘ 70
”W””P”W””P”M“”P”W””L”W””P”W””P”W””P”W””P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #572: Cyclobutane, methy!l- R e e e
42 220 240 2.60 2.80 3.00
m/z 39.00 26 .79%
5000
55
Al \
m/z--> 0 1'0 2'0 3'0 4'0 50 6|0 70 80 90 100 110 120 130 140 150 220 240 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 46

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

2.78 15.22 ug/L 317842 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56

Abundance Scan 525 (2.779 min): VV016538.D (-504) (-) m/z 57.05 100.00%
57
41
5000
37 | lisa953|| 6367717570 86 240 2.60 2.80 3.00 3.20
m“umPumPumPumPJPhPmﬁmLLP”P”H“P”P”“”P“P' m/z 56.05 85.96%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
240 2.60 2.80 3.00 3.20
m/z 41.00 66 .53%
15 | 37|,| 53|, 63671 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57
20 41 240 2.60 280 3.00 3.20
5000 m/z 43.05 23.91%
15 53 71 86
A ) Al At By At L s L ol A Al MRt A 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-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 18.75%
29 41
5000
S O | < -1 7 1S Al £ NN B BRI 0 ) G,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 58

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

3.06 8.14 ug/L 169950 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 42

Abundance Scan 613 (3.061 min): VV016538.D (-600) (-) m/z 57.10 100.00%
sl
41
5000
86
71 2.80 3.00 3.20 3.40
,..'..,.|...1,°.3...,....,.... e || m/z 41.05  73.49%
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 43.00 61.96%
15 L
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #1822: n-Hexane
57
43
29 2.80 3.00 3.20 3.40
5000 m/z 56.05 52.48%
86
Sl B DA
m/z--> 0 20 40 eb 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
a3 57 2.80 3.00 3.20 3.40
m/z 42.00 31.38%
29
5000
5 86
'?“'“ww'w"w|'Za|'“'|“"w"w"“ [rrrrprrrrprT RS RRSE SRS LS
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 64

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

3.17 7.07 ug/L 147721 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene, (2)- 84 C6H12 007642-09-3 94
2 3-Hexene, (E)- 84 C6H12 013269-52-8 91
3 3-Hexene, (2)- 84 C6H12 007642-09-3 91
4 3-Hexene 84 C6H12 000592-47-2 91
5 3-Hexene, (2)- 84 C6H12 007642-09-3 91

Abundance Scan 647 (3.171 min): VV016538.D (-633) (-) m/z 55.00 100.00%
55
41
5000 69 84
2.80 3.00 3.20 3.40 3.60
..,....,....,....',.|..f‘?'.l!l.,??'.l:,..??,..'..,....,.1.0.5.,.. m/z 41.00 68.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1464: 3-Hexene, (2)-
55
41
5000 84
27 69 2.80 3.00 3.20 3.40 3.60
‘ ‘ m/z 42.05 53.62%
15
"PJ'W"“h'”!Il"w“'W§?LI”??P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1467: 3-Hexene, (E)-
41 55
2.80 3.00 3.20 3.40 3.60
5000 m/z 84.10 42 _.12%
27 69 84
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1461: 3-Hexene, (2)-
55 2.80 3.00 3.20 3.40 3.60
a1 m/z 38.95 36.12%
5000 84
7 69
s | e @ o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
VV016538.D

05 Jun 2020 16:05

SY/MD

L2861-10

5.0mL/MSVOA_V/WATER

16 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 45

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

3.24 15.80 ug/L 329950 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene, (2)- 84 C6H12 007642-09-3 91
2 2-Hexene, (E)- 84 C6H12 004050-45-7 91
3 2-Hexene, (E)- 84 C6H12 004050-45-7 91
4 3-Hexene, (2)- 84 C6H12 007642-09-3 91
5 2-Hexene 84 C6H12 000592-43-8 91

Abundance Scan 669 (3.241 min): VV016538.D (-657) (-) m/z 55.00 100.00%
55
5000 42 B4
| 69
3.00 3.20 3.40 3.60
N ....,...37.;.'...5i9.|!l.,6?..-.|,.7.4..7?..~..,9.2..., m/z 42.00 39.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1468: 3-Hexene, (2)-
55
41
5000 27
84 3.00 3.20 3.40 3.60
69 m/z 41.10 37.79%
15
.||33..| 5.9|.| 63 | 77
miz--> 0 20 30 40 50 60 70 8 90
Abundance #1463: 2-Hexene, (E)-
55
3.00 3.20 3.40 3.60
5000 42 m/z 84.05 37 .35%
84
29 69
15 sl soll e |
miz--> 10 20 30 40 50 60 70 8 90
Abundance #1470: 2-Hexene, (E)-
55 3.00 3.20 3.40 3.60
m/z 39.00 27 .92%
5000 42
21 84
69
15 “‘3237“\ 50,/ e | 7
m/z--> 10 20 30 40 50 60 70 8 90 ' 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 56

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

3.29 8.66 ug/L 180961 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
2 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
3 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86

Abundance Scan 684 (3.290 min): VV016538.D (-678) (-) m/z 69.10 100.00%
69
41
5000
84
53 3.00 3.20 3.40 3.60
...,....,....,....,..3?~.|;..‘.‘7.,-.'.:.,‘?3..':,'...7.8,....9,0.... m/z 41.00 76.69%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1475: 2-Pentene, 4-methyl-
41 60
5000
84 3.00 3.20 3.40 3.60
m/z 84.10 26.64%
27 55
15 L|, 49 || 63 .|, 77
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #1483: 2-Pentene, 4-methyl-
41 69
3.00 3.20 3.40 3.60
5000 m/z 39.00 20.20%
7 84
15 55
S SN NS - < O 1 IS T RN £ A P
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1516: 2-Pentene, 4-methyl-, (E)-
4 69 3.00 3.20 3.40 3.60
m/z 53.00 7.38%
5000
84
27 55
S P T A - 2 S
m/z--> 0 10 20 30 40 50 60 70 80 90 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 70

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

3.38 4.71 ug/L 98472 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 90
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 90
4 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 87
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 83

Abundance Scan 712 (3.380 min): VV016538.D (-701) (-) m/z 41.00 100.00%
41 69
55
5000 84
51 65| 79 3.00 3.20 3.40 3.60 3.80
el |.!f‘,“?...:!.J!,]?ﬁ,‘?ﬁ.',...-.;....,...:,..'..;....,...., m/z 69.05 87.35%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41
69
5000
- =° 84 300 320 340 3.60 3.80
‘ J m/z 55.00 55.19%
51
1518|3” O 8 2
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41
69
3.00 3.20 3.40 3.60 3.80
5000 55 m/z 84.05 50.94%
27 84
19 32 38|14g O || 6265 | 77
IR i g i U i g
Abundance #1473: 2-Pentene, 3-methyl-
4 69 3.00 3.20 3.40 3.60 3.80
m/z 39.00 33.20%
5000 55 84
27
15 24|30 3é‘\‘45 Sl || 6265 | 7781,
miz-> 5 10 15 20 25 30 35 40 45 50 §5 60 6% 70 75 80 85 90 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Cyclopentene, 3-methyl- Concentration Rank 16

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

3.45 77.23 ug/L 1613060 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H10 000926-54-5 90

Abundance Scan 734 (3.450 min): VV016538.D (-721) (-) m/z 67.00 100.00%
67
5000
82
3.20 3.40 3.60 3.80
N .|i|-. VPR R M 2/ S — m/z 82.05 23.96%
m/z--> 20 60 80 100 120 140 160
Abundance #1227: Cyclopentene, 3-methyl-
67
5000 AR UL LS UL AR
320 340 3.60 3.80
82 m/z 39.00 19.93%
|| 53
”'I""I"w'lﬂl”ﬁh"'l""l"'W'"'I""
m/z--> 20 60 80 100 120 140 160
Abundance #1244: Cyclopentene, 3-methyl-
67
3.20 3.40 3.60 3.80
5000 m/z 41.00 15.67%
82
i H 5 |
M LI 1
miz--> 20 40 60 80 100 120 140 160
Abundance #1236: Cyclopentene, 3-methyl-
67 3.20 3.40 3.60 3.80
m/z 81.05 10.18%
5000
82
||||||||||||||||||||||||||||| T
m/z--> 20 80 100 120 140 160 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 20 Cyclopentene, 4-methyl- Concentration Rank 32

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

3.52 29.26 ug/L 611146 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
4 Cyclopentene, l1l-methyl- 82 C6H10 000693-89-0 86
5 1,4-Hexadiene 82 C6H10 000592-45-0 86

Abundance Scan 756 (3.521 min): VV016538.D (-749) (-) m/z 67.00 100.00%
67 A
5000
39
|| 54 | 200 3.20 3.40 3.60 3.80
.”,...w.NW.“U..ﬁ”..,.”.,..”,...w....“...,” m/z 82.10 27.14%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #1231. Cyclopentene, 4-methyl-
67
5000 USRS SR SRR
82 3.20 3.40 3.60 3.80
m/z 39.00 17.87%
"w"'wL”wwJ"W"'w"'w"'w"'w"'w"'w"
m/z--> 20 80 100 120 140 160 180 200
Abundance #1244: Cyclopentene, 3-methyl-
67
3.20 3.40 3.60 3.80
5000 m/z 41.00 11.15%
41 82
%7 | s3
M| LIl 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1236: Cyclopentene, 3-methyl-
67 3.20 3.40 3.60 3.80
m/z 81.05 10.84%
5000
82
"W""P"'I”"I”"I'”'I"”I"'W""P"'I”
m/z--> 80 100 120 140 160 180 200 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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: Cyclic3.79 Concentration Rank 6

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

3.79 175.59 ug/L 3667610 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 840 (3.791 min): VV016538.D (-820) (-) m/z 56.05 100.00%
96
41
5000 69 /\
il st || ees | 74 70 TR0 350 3ho 4B 420
'“m“w“W“w“W“w“W“W“W“WLW“WLN“W“N“W“W“W“W“W“v m/z 41.00 54.13%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 T
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 m/z 69.10 44 .12%
84
15 I, 37L|| 51“| 65,
miz--> 3 L6 15 2 25 30 % 40 43 2 %5 8 o5 70 75 30 85 %0
Abundance #1493: Cyclopentane, methyl-
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.05 25.95%
69
21 84
1 15 | 3337)||] 51, “ 6165 | 77
miz--> A I
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 3.40 3.60 3.80 4.00 4.20
27 m/z 39.00 24 _00%
5000
42
B %
I A oo i g L B IR P VN A S

SOMVLMO60320WMA .M Mon Jun 08 04:37:56 2020 Page: 25



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Cyclopentene, 1-methyl- Concentration Rank 55

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

4.48 8.94 ug/L 186726 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 Cyclopentene, l1l-methyl- 82 C6H10 000693-89-0 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86

Abundance Scan 1054 (4.479 min): VV016538.D (-1042) (-) m/z 67.00 100.00%
67
5000
3 53 7982
35 | 4226 50°° cg 63 24 420 4.40 4.60 4.80
..,....,....,....,....,....,....,..:Ii".‘...,....;!:!:,....,....l.-:.,....,.:.!i!...,....,... m/z 82.05 27.24%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1243: Cyclopentene, 1-methyl-
67
5000 82
420 4.40 4.60 4.80
7 39 e 79 m/z 39.00  20.00%
i 2l 2oLtz Nlseeoey ), mall
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1227: Cyclopentene, 3-methyl-
67
420 4.40 4.60 4.80
5000 m/z 41.00 14 .58%
- 39 82
15 | 30 ‘%245 50°356 63, | 74 79
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1244: Cyclopentene, 3-methyl-
67 420 4.40 4.60 4.80
m/z 81.05 12.80%
5000
41 82
2 m| 5053 o3 79
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 1,5-Hexadiyne Concentration Rank 1

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

5.19 17713.60 ug/L 369984000 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Hexadiyne 78 C6H6 000628-16-0 90
2 Benzene 78 C6H6 000071-43-2 74
3 Benzene 78 C6H6 000071-43-2 72
4 Benzene 78 C6H6 000071-43-2 64
5 Benzene 78 C6H6 000071-43-2 64

Abundance Scan 1275 (5.190 min): VV016538.D (-1220) (-) m/z 50.05 100.00%
2 18
39 //\
5000
63
e e
4.80 5.00 520 5.40 5.60
Obrreprrrrprrrerret ,| ol 89 98 118 128 139 153 m/z 51.05 100.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1022: 1,5-Hexadiyne
39 78
52
5000 G SN SR RN
4.80 5.00 520 5.40 5.60
m/z 52.10 100.00%
27 | 63
'”ﬁaﬁ”m'”I”JP”WA”PHI””P”W””P”W””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1016: Benzene
78
480 500 520 540 560
5000 m/z 77.05 100.00%
51
"'P%?W'?ﬁl'”'l”"P"Wé?”l'””"P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1018: Benzene R L ma e
78 4.80 5.00 520 5.40 5.60
m/z 78.10 100.00%
5000
52
39
'“l"“l'?ﬁl"'m"'wk"wg?"'*J""'"'w"'w""v"'v"'v"'v"'v' SRR SN SR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 Cyclobutane, ethenyl- Concentration Rank 4

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

5.27 205.23 ug/L 4286610 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 80
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 76

Abundance Scan 1300 (5.270 min): VV016538.D (-1291) (-) m/z 67.00 100.00%
67
54
5000 82
39
‘ | o | o 500 520 540 560
et A8 OL Ll T 14 Tnsz 54.00  64.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1218: Cyclobutane, ethenyl-
67
54
5000
41 82 5.00 520 5.40 5.60
- m/z 82.05 39.78%
R I '|'§§'i ""I“L“'GP'”"|'7§"|""| UL B U
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1219: Ethylidenecyclobutane
3 i RN R S IR
82 5.00 5.20 5.40 5.60
5000 m/z 39.00 31.53%
41
UL SR SR UL SR IR SURLLEL SURELI UL L W
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1191: Cyclohexene A E e Eamma
67 5.00 5.20 5.40 5.60
54 m/z 41.00 24 _10%
5000 a1 -
27
...,..a‘a,:.{?.aia..4.8ﬁ‘l‘.‘..?1..‘.l,.7.4.‘a‘,‘....,....,....,....,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Thiophene Concentration Rank 3

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

5.39 215.82 ug/L 4507850 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4H4S 000110-02-1 95
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 37

Abundance Scan 1337 (5.389 min): VV016538.D (-1317) (-) m/z 83.95 100.00%
7}
58
5000
45
39 L IR e L
| 50 | e 69 08 5.00 520 540 5.60 5.80
R e e e e e e e N m/z 58.00 59.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1350: Thiophene
4
58
5000 AR R RS RN
45 5.00 520 540 5.60 5.80
39 m/z 44.95 35.37%
69
"'I:!-:?"I"2'6'I3'2"I!|I""I?I:I'-"|"i""II'"'II:III'I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1353: Thiophene
a4
o 500 520 540 560 580
5000 m/z 39.00 18.65%
45
39
12 18 26 32 | 51 | 69 75
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #1352: Thiophene R L A
84 5.00 5.20 5.40 5.60 5.80
58 m/z 57.00 14.01%
45
5000
39
26 32 | 1 6?
| | L 11 L i
miz--> 10 20 30 40 50 60 70 8 90 100 500 520 540 560 580
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Diethyl sulfide Concentration Rank 47

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

5.97 13.49 ug/L 281839 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfide 90 C4H10S 000352-93-2 96
2 Diethyl sulfide 90 C4H10S 000352-93-2 95
3 Diethyl sulfide 90 C4H10S 000352-93-2 94
4 Diethyl sulfide 90 C4H10S 000352-93-2 94
5 Phosphine, diethyl- 90 C4H11P 000627-49-6 45

Abundance Scan 1518 (5.971 min): VV016538.D (-1501) (-) m/z 75.00 100.00%
75 90
47 o1
5000
o LIl sl e 8l o éeb' 580 6.00 6.20 6.40
e M LS W R Tm/z 90.00  89.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2331: Diethyl sulfide
75
47 90
5000 61
29 5.60 5.80 6.00 6.20 6.40
‘ m/z 46.95 63.27%
3B 4
S NS 1R Y O 71T PRSP,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2334 Diethyl sulfide
N T %0 SRR NS RS LR
27 61 5.60 5.80 6.00 6.20 6.40
5000 m/z 61.00 55.52%
35 41
ot sl e L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2332: Diethyl sulfide
47 75 5.60 5.80 6.00 6.20 6.40
90 m/z 62.00 51.15%
27 o1
5000
35
B N 1 O~ P PO
m/z--> 0 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 (DEL) Alkane: Cyclic6.39 Concentration Rank 72

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

6.39 4.40 ug/L 91954 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 93
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 72
3 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43
4 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 38
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 38

Abundance Scan 1648 (6.389 min): VV016538.D (-1634) (-) m/z 69.00 100.00%
41 N
55
5000
i Ih 3|3 9|8 108 6.00 6.20 6.40 6.60 6.80
MMM 1] N % e et m/z 68.00 83.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3337: Cyclopentane, ethyl-
69
41
5000 55
6.00 6.20 6.40 6.60 6.80
0
o7 o 98 m/z 41.00 78.81%
s ey el
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3341: Cyclopentane, ethyl-
4 69
55 6.00 6.20 6.40 6.60 6.80
5000 o7 m/z 70.10 59.05%
83 98
A=< 1 2T -~ 1| O N R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3382: 3-Hexene, 2-methyl-, (E)-
41 69 6.00 6.20 6.40 6.60 6.80
55 m/z 54.95 55.06%
5000
27 98
15 83 ‘
S - sl m Lol
m/z--> 10 20 30 40 60 70 80 90 100 110 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 Cyclohexene, 3-methyl- Concentration Rank 43

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

6.57 17.43 ug/L 363973 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 95
2 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 93
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
5 2-Heptyne 96 C7H12 001119-65-9 81

Abundance Scan 1704 (6.569 min): VV016538.D (-1691) (-) m/z 80.95 100.00%
il
5000
96
5 | ‘ 6.20 6.40 6.60 6.80 7.00
..,....,....,....|,|.‘.“‘? ,QH 6..':.,.74'| L m/z 67.00  43.99%
m/z--> 10 20 30 80 90 100
Abundance #2873. Cyclohexene, 3- methyl
g1
5000
55 67 96 6.20 6.40 6.60 6.80 7.00
27 m/z 68.10 31.27%
15 |, |J 45 591” 62..‘ 75 ][, 91
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2880: Cyclohexene, 1-methyl-
81
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 96.05 30.36%
96
a9 55
15 \‘ ‘\4559\‘ 82, 75 1), 91 |
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2879: Cyclohexene, 4-methyl-
81 6.20 6.40 6.60 6.80 7.00
54 m/z 55.05 26.05%
5000
39 &7 %
27
s ] 62“‘ 75,0, 9L
m/z--> 10 20 30 4'0 50 60 70 8 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 Cyclopentene, 1,5-dimethyl- Concentration Rank 39

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

6.83 21.74 ug/L 454119 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72

Abundance Scan 1785 (6.830 min): VV016538.D (-1767) (-) m/z 81.10 100.00%
g1
5000
96
3|9 . 5|3 o 67 » | oL 6.40 6.60 6.80 7.00 7.20
S W N PP PN X P T .3 N L0 | S m/z 96.10 27.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2909: Cyclopentene, 1,5-dimethyl-
il
5000
6.40 6.60 6.80 7.00 7.20
27 39 53 96 m/z 79.00 25_.47%
15 67
ot lom e L e el e [
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.00 14 _86%
27 39 53 &7 96
...,....,...‘.,...a‘i‘..4.6.i‘a‘l‘..,6.2.‘.‘2,..75.‘.“1.8.6.,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2929: Cyclopropane, 1-methyl-1-isopropeny!-
il 6.40 6.60 6.80 7.00 7.20
m/z 66.95 13.82%
5000
41
53
27 ‘ ‘ 67 96
...,....,....,.?5..ia...i‘al‘l.,6.2.‘a‘l,..75.‘.‘,1..5.;?..‘..,...
m/z--> 10 20 30 40 50 60 70 8 90 100 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 2-Pentanol, 2-methyl- Concentration Rank 48

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

7.16 12.90 ug/L 269428 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 72
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 72
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 72
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64

Abundance Scan 1888 (7.161 min): VV016538.D (-1878) (-) m/z 59.00 100.00%
59
5000
45 87
39||‘ 53 6f 6 81 | o s 6.80 7.00 7.20 7.40
Ol ot e 2 800 L 96 8 s 44,95 30.81Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4459: 2-Pentanol, 2-methyl-
59
5000 S U UL R
45 6.80 7.00 7.20 7.40
31 87 m/z 41.10 27 .27%
39 69
"'P%?W"LJ”'JAL'W§%”i”"P"W"”I'”'P"W"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4473: 2-Butanol, 2,3-dimethyl-
59
6.80 7.00 7.20 7.40
5000 m/z 87.10 25.88%
a1 A 69 &
15 == 101
miz--> 10 2 30 40 50 60 70 80 90 100 110 120
Abundance #4478: 2-Butanol, 2,3-dimethyl-
59 6.80 7.00 7.20 7.40

m/z 42.95 24 _.27%

5000

41
69

15 31 ‘
| 29| |||47 53 77 101

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Thiophene, 2-methyl- Concentration Rank 7

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

7.54 143.75 ug/L 3138560 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 95
2 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
3 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
4 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91

Abundance Scan 2006 (7.540 min): V\V016538.D (-1985) (-) m/z 97.00 100.00%
o7
5000
B s s 75 T 760 7h
0 "'I""I'"'I""I"':II""i"I'"!'I""'II""'I'"'I""Ii""l""l""l'"'I" m/z 98.00 55.73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3123: Thiophene, 2-methyl-
o7
5000 AR L UL R

7.20 7.40 7.60 7.80
m/z 45.00 12.46%

45
1827 37 | P18 @ |
re e e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3122: Thiophene, 2-methyl-
97
N BRI
7.20 7.40 7.60 7.80
5000 m/z 39.00 8.52%
45
27 53
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3121: Thiophene, 3-methyl- e e
97 7.20 7.40 7.60 7.80
m/z 99.00 7.44%
5000
45 53
15 2\7 3\% il “61 6‘9\ 82 ‘
re e e e e e e e R RARRNREEE s m
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Thiophene, 3-methyl- Concentration Rank 20

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

7.72 71.81 ug/L 1567990 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 95
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 93
4 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91

Abundance Scan 2062 (7.720 min): VV016538.D (-2050) (-) m/z 97.00 100.00%
o7
5000
45 740 7.60 7.80 800
53 69 - - - :
e 62, 0 8L 110 h777 98 00 53.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3121: Thiophene, 3-methyl-
o7
5000 AR L L LR S
7.40 7.60 7.80 8.00
45 m/z 44.95 14.76%
15 27 38 | 9P 569 g
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #3124: Thiophene, 3-methyl-
o7
AR L LR S
7.40 7.60 7.80 8.00
5000 m/z 99.00 7.38%
45
115 %38 | 62 % a1 g
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #3123: Thiophene, 2-methyl- A B e e
o7 7.40 7.60 7.80 8.00

m/z 69.00 6.57%

5000

45
18 27 38 | %P 6269 g ]

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

SOMVLMO60320WMA .M Mon Jun 08 04:38:05 2020 Page: 36



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Sulfide, ethyl propyl Concentration Rank 59

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

7.87 7.94 ug/L 173307 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 95
2 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 89
3 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 83
4 Ethanethiol 62 C2H6S 000075-08-1 38
5 Ethanethiol 62 C2H6S 000075-08-1 38

Abundance Scan 2109 (7.872 min): VV016538.D (-2099) (-) m/z 95.10 100.00%
95
75
5000 104
62
41 77 $ 110
55 7.60 7.80 8.00 8.20
3 82 89
S .|,|!|.|! et U, 88 LIE2 8 L L 777 75,00 70.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4809: Sulfide, ethyl propyl
75
104
5000 27 a7 62
a1 7.60 7.80 8.00 8.20
m/z 104.10 40.27%
35 89
"'|""|"'IL"h'th“‘W'??”JJ"§?"h'§%"'|""|'”"|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4807: Sulfide, ethyl propyl
75
104 7.60 7.80 8.00 8.20
5000 47 62 m/z 62.00 34 .34%
27 A4 0
B N 1 A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4808: Sulfide, ethyl propyl e maa e o S
75 7.60 7.80 8.00 8.20
m/z 67.00 30.29%
47
5000 27 62 104
41
89
e l‘, 35, b .?‘?w;‘.‘. L0 T NN AN
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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 Thiophene, tetrahydro- Concentration Rank 26

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

8.24 43.03 ug/L 939606 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 97
2 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 96
3 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 94
4 Thietane, 2-methyl- 88 C4H8S 017837-41-1 74
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 50

Abundance Scan 2224 (8.241 min): VV016538.D (-2212) (-) m/z 59.95 100.00%
g0
88
5000
e
3 “ 5 73 8.00 8.20 8.40 8.60
...,....,....,....,...ﬂ‘,'...|.,.ﬁ.!|':...,.'...ﬁ‘?.'..'i..??,?(.’f‘.}??..,. m/z 87.95 70.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2081: Thiophene, tetrahydro-
60
88
5000 RS S IR
45 8.00 8.20 8.40 8.60
m/z 44.95 31.70%
1 15 I|. $|: S:ﬂ || i 73 81 |,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2082: Thiophene, tetrahydro-
60
8.00 8.20 8.40 8.60
5000 45 88 m/z 46.00 25.69%
27
1 15 \‘\ 3$‘ ‘ S:H \‘u 3 81 L
miz--> 57 30 3 40 50 60 7 8 90 100 1o
Abundance #2083: Thiophene, tetrahydro- T e
80 8.00 8.20 8.40 8.60
m/z 59.00 22.62%
5000 8
27 45
...,....,.?.5.,..:‘:,..?ﬁ‘...‘.,?iﬁ.l‘w...,7.?..,....,....,....,....,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Cyclopentanol, 1-methyl- Concentration Rank 61

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

8.30 7.67 ug/L 167359 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 68
2 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 64
3 Butanoic acid, 2-hexenyl ester, ... 170 C10H1802 053398-83-7 53
4 1,5,7-Octatrien-3-o0l, 3,7-dimethyl- 152 C10H160 029957-43-5 43
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 37

Abundance Scan 2242 (8.299 min): VV016538.D (-2235) (-) m/z 71.00 100.00%
T
43
5000 58
8.00 8.20 8.40 8.60
...,....-|;|:.-':'~|.|,.-.!.'t".|...1?(’..1.12],....,....,.... m/z 43.00 67.03%
m/z--> 20 40 60 100 120 140 160
Abundance #3891 Cyclopentanol, 1-methyl-
T
43
5000 %8
8.00 8.20 8.40 8.60
85 m/z 57.95 50.17%
”ﬂl'“"I"”JI"!'I“"}?%"'I""I'"'I"'
m/z--> 20 80 100 120 140 160
Abundance #3901. Cyclopentanol, 1-methyl-
!
43 58 8.00 820 8.40 8.60
5000 m/z 66.95 49_76%
85
s 3l T 100
m/z--> 25 40 65 80 160 120 140 160
Abundance #38046: Butanoic acid, 2-hexenyl ester, (E)-
7 8.00 8.20 8.40 8.60
43 m/z 39.00 22.71%
5000 . 55
82
I \“ e, 1L 99 109118127 141 153 170
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Butane, 2-(ethylthio)- Concentration Rank 57

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

8.79 8.18 ug/L 178521 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-(ethylthio)- 118 C6H14S 005008-72-0 90
2 Methyl cis-3-chloropropenoate 120 C4H5CI102 1000144-78-7 53
3 Methyl trans-3-chloropropenoate 120 C4H5CI102 1000144-78-8 42
4 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 40
5 2,3-Dihydrothiophene 1,1-dioxide 118 C4H602S 001192-16-1 39

Abundance Scan 2395 (8.791 min): VV016538.D (-2371) (-) m/z 89.00 100.00%
8o
5000 41
61 118
79 A
5 67 108 SRS SR
35| 47 il 73|| | 99 | 8.40 8.60 8.80 9.00 9.20
SRS 1P R P8 ISP 1FF TV 8 P 1 X oo RN PO m/z 41.10 44.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8888: Butane, 2-(ethylthio)-
89
29
5000 41 61
118 8.40 8.60 8.80 9.00 9.20
m/z 118.00 40.64%
35 | 47 55“ e 108
'|"!!|'J'Jl'JJ'l“J'th"g?'”"?%'"P'9$'|""|"'“l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9192: Methyl cis-3-chloropropenoate
89
8.40 8.60 8.80 9.00 9.20
5000 m/z 60.95 34.14%
61
42 53 “\ 5| ‘ 102 120
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9193: Methyl trans-3-chloropropenoate
89 8.40 8.60 8.80 9.00 9.20
m/z 56.10 31.44%
5000
61
4 58 | 75 ‘ 120
m/z--> 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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, tetrahydro-3-met... Concentration Rank 17

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

9.28 77.13 ug/L 1683990 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H10S 004740-00-5 97
2 Thietane, 2,4-dimethyl- 102 C5H10S 043044-24-2 47
3 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 46
4 Thiophene, tetrahydro-2-methyl- 102 C5H10S 001795-09-1 43
5 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 41

Abundance Scan 2547 (9.280 min): VV016538.D (-2534) (-) m/z 102.00 100.00%
102
60
74
5000 41 87
5 118 170 9.00 9.20 9.40 9.60
T m/z 60.00 75.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4365: Thiophene, tetrahydro-3-methyl-
6 102
41
5000 - 4 g7
9.00 9.20 9.40 9.60
m/z 74.00 52 .69%
18 S | | |
m/z--> 20 40 60 80 100 120 140 160
Abundance #4354: Thietane, 2,4-dimethyl-
6p
9.00 9.20 9.40 9.60
5000 m/z 41.00 51.42%
102
N
m/z--> 20 40 60 80 100 120 140 160
Abundance #4202: 2-Thiazolamine, 4,5-dihydro-
102 9.00 9.20 9.40 9.60
60 m/z 87.00 51.40%
5000
43
28 ‘
...}8|....|....l...74..|8.4...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 Thiophene, 2,3-dimethyl- Concentration Rank 9

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

9.33 125.60 ug/L 2742250 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2,3-dimethyl- 112 C6HS8S 000632-16-6 81
2 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 81
3 Thiophene, 3,4-dimethyl- 112 C6HS8S 000632-15-5 81
4 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 81
5 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 74

Abundance Scan 2563 (9.331 min): VV016538.D (-2555) (-) m/z 111.00 100.00%
111
97
5000
> 9.00 9.20 9.40 9.60
0...,....,....,...ﬂ;,..|..;5.?..:',.-.'.'.|,'...|!-,.5.3.5.,...:-,....,.':]!1.?....1,:??.., m/z 112.00  80.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6440: Thiophene, 2,3-dimethyl-
9 112
5000
9.00 9.20 9.40 9.60
‘ 77 m/z 97.00 68 .18%
"'w%é'w"'w"'w"'ﬁﬁ*”'“d”ﬁ"H'géw"'h""'h'w"'w"”l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6446: Thiophene, 2,4-dimethyl-
111
97
9.00 9.20 9.40 9.60
5000 25 m/z 101.00 21.57%
77
'”I“'W'“W'”ﬁP'”ﬁ?”l“' M‘”"“'P'“I“”I“'W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6443: Thiophene, 3,4-dimethyl-
111 9.00 9.20 9.40 9.60
97 m/z 45.00 16.88%
5000
45
38 | 53 69 77 g5 ‘
mz-> 10 20 % 40 50 60 70 80 90 100 110 130 130 | 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 trans-2,3-Dimethylthiophane Concentration Rank 22

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

9.41 61.69 ug/L 1346940 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 93
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 90
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 87
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 74
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 64

Abundance Scan 2587 (9.408 min): VV016538.D (-2576) (-) m/z 101.00 100.00%
101
5000 59 116
67 74
7 53 9.00 9.20 9.40 9.60 9.80
..,....,....|i|:.|‘.1'.,.-.'.!!'..~.|.,-.-I..?1..5.‘7,.9.4..-,!'..1.0,9...'.,.... m/z 116.00  41.32%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116
59 9.00 9.20 9.40 9.60 9.80
‘ 4 m/z 58.95 36.64%
88
..|....|...| |4|7 ||||| |'-'|.,{3:2.'.!,....,!-...,..-..,....
m/z--> 20 30 60 70 8 90 100 110 120
Abundance #8233: cis-2,3-Dimethylthiophane
101
41 9.00 9.20 9.40 9.60 9.80
5000 116 m/z 67.00 23.85%
74
i \\ \
||||||||||||il“ I\‘\\\ “‘|||‘l||‘l||||||l‘|||||||‘||||||
m/z--> 20 30 40 50 70 80 90 100 110 120
Abundance #8250: Thlophene, tetrahydro-2,5-dimethyl-, cis-
101 9.00 9.20 9.40 9.60 9.80
m/z 74.00 21.66%
5000 59 116
27 41 67 74
m/z--> 20 30 40 50 60 70 8 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 Thiophene, tetrahydro-2,5-d... Concentration Rank 18

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

9.47 75.73 ug/L 1653510 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 90
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 87
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 87
4 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 81
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 58

Abundance Scan 2606 (9.470 min): VV016538.D (-2597) (-) m/z 101.00 100.00%
101
5000 5o 116
6( 74 o
9.20 9.40 9.60 9.80
0..,....,....|,| |"‘?]1.|..||. Ly .'I..,...':,....,!-.1.95,‘...-.,....,1.3.?.,. m/z 116.00 39.67%
m/z--> 20 30 40 50 70 8 90 100 110 120 130 140
Abundance #8235. trans-2,3-Dimethylthiophane
101
5000 41 116

9.20 9.40 9.60 9.80
m/z 59.00 36.43%

h Juh h.. 81 L

IIIIIIIIIIIII II II.III. I.I.IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 30 40 50 7 80 90 100 110 120 130 140
Abundance #8251: Thlophene, tetrahydro-2,5-dimethyl-, trans-
101
9.20 9.40 9.60 9.80
5000 59 116 m/z 67.00 28.49%
74
7
34 “ ’4 8l 88 Il
..,....,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101 9.20 9.40 9.60 9.80
m/z 41.00 24 _17%
5000 59 116
74
\ 34 “ ’4 8l 88 l1
..,....,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 20 70 80 90 100 110 120 130 140 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Thiophene, 3,4-dimethyl- Concentration Rank 42

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

9.80 19.68 ug/L 429681 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 3,4-dimethyl- 112 C6HS8S 000632-15-5 78
2 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 74
3 Thiophene, 3,4-dimethyl- 112 C6HS8S 000632-15-5 72
4 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 72
5 Thiophene, 2,5-dimethyl- 112 C6HS8S 000638-02-8 64

Abundance Scan 2709 (9.801 min): VV016538.D (-2700) (-) m/z 111.00 100.00%
141
97
5000
45
9.40 9.60 9.80 10.00 10.20
85
....,....,....,....,'..|..-'-'--9--'|'...|:-,....,...:,1.9‘.‘.,.':391.?....,. m/z 112.00 72.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6443: Thiophene, 3,4-dimethyl-
111
97
5000 USRI LRI LU BN BN
9.40 9.60 9.80 10.00 10.20
45 m/z 97.00 52 .80%
38 | 53 09 7 g5 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6442: Thiophene, 2,5-dimethyl-
111
97 9.40 9.60 9.80 10.00 10.20
5000 m/z 44.95 21.44%
27 45 "
'"'|'%§'|"j'|""|""ﬁﬁ'lt"'h““"Ml'§§'|"'*|""|J"'|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6449: Thiophene, 3,4-dimethyl-
111 9.40 9.60 9.80 10.00 10.20
m/z 39.00 15.53%
5000 o7
45
77
27 53
....,....,....,...3.,....,....,6.'%..,....,.f‘?.,....,....,....,....,. Anpdy  noon Ao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 2H-Thiopyran, tetrahydro-2-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.10 27.67 ug/L 1047340 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 95
2 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 87
3 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 81
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 45
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 45
Abundance Scan 2802 (10.100 min): VV016538.D (—27d8)6) ) m/z 101.00 100.00%
101
116
5000
67
41 59 87
5 75 128 9.80 10.00 10.20 10.40
o m/z 115.95 54 _.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8245: 2H-Thiopyran, tetrahydro—Z—meﬂ:B/I—
101
116
5000 41
27 60 67 87 9.80 10.00 10.20 10.40
H 75 ‘ m/z 67.00 37.57%
...,1....,.?-?.,..:!',....;!.!|.?-].1!|:!,|...=',-.I!|..,-!n..:,....,!'...,..-.-.,....,....
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101
41 9.80 10.00 10.20 10.40
5000 116 m/z 41.00 31.39%
59 74
88
'”I””I””I””I”'W”'fﬁ'W”'W”'ﬁ{'W“'W“'W“'W”'W”“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
1 9.80 10.00 10.20 10.40

m/z 87.00 31.29%

5000

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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 46 unknown-01 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.76 ug/L 104638 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Phosphole, 2,3-dihydro-1,4-di... 130 C6H110P 015450-68-7 47
2 Butanoic acid, 2,3-dimethyl-2-(1... 172 C10H2002 055519-33-0 42
3 3H-1,2,4-Triazole-3-thione, 2,4-... 115 C3H5N3S 024854-43-1 42
4 Butanedioyl dihydrazide 146 C4H10N402 004146-43-4 38
5 Butanedioyl dihydrazide 146 C4H10N402 004146-43-4 38
Abundance Scan 2830 (10.190 min): VV016538.D (-2820) (-) m/z 115.00 100.00%
115
5000 74 130
4
81
65 88 g7 9.80 10.00 10.20 10.40 10.60
S .|; '. .|ﬁ‘.8i~.'! : '.|;'. .'.'.|; Moot 22105 L2220l Thzz 130.05  45.42%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13324: 1H-Phosphole, 2,3-dihydro-1,4-dimethyl-, 1-oxide
115
5000
130 9.80 10.00 10.20 10.40 10.60
39 47 . 97 m/z 74.00 44 . 77%
27 3 57 . 75 87. | 104 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39655: Butanoic acid, 2,3-dimethyl-2-(1-methylethyl)-, me...
115
9.80 10.00 10.20 10.40 10.60
5000 130 m/z 41.00 39.93%
41 57
27 73 83
--|----|---‘-‘|----‘i‘-‘--?R-‘-‘-‘|-§§‘|‘-‘---|-‘---|---%8|-1-(-)§|-‘-*-|----‘|‘----|-
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7695: 3H-1,2,4-Triazole-3-thione, 2,4-dihydro-4-methyl-
115 9.80 10.00 10.20 10.40 10.60
m/z 55.05 33.76%
5000
42 60 74
15 3\0 ‘ 53\\ ‘ ‘ 82 Iy
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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, (l1-methyl-2-cyclop... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
10.31 5.19 ug/L 196294 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 50
2 trans-2,4-Dimethylthiane 130 C7H14S 061568-42-1 43
3 Butanoic acid, 2,3-dimethyl-2-(1... 172 C10H2002 055519-33-0 36
4 4-(3,4-Dihydro-2H-quinolin-1-yl)... 247 C13H17N302 315673-61-1 35
5 Allyloxytrimethylsilane 130 C6H140Si 018146-00-4 34
Abundance Scan 2867 (10.309 min): VV016538.D (-2858) (-) m/z 115.00 100.00%
115
5000
5o 130
81
M ‘ 70 88
10.00 10.20 10.40 10.60
5
..,....,....|,|:.'.-.,31:::!'..~.'.'!."~..',|...'!~,-..9.7,.19.5.,.'.:':,1.2.3..,-...1.‘}9... m/z 130.05 41.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13117: Benzene, (1-methyl-2-cyclopropen-1-yl)-
115
5000
130 10.00 10.20 10.40 10.60
S m/z 59.00 33.85%
39 89
”,..?Z,....,”..,L...,ﬂP.?R:ZZ ...Jp...%?3..,”!h}??JJp.”.,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13594: trans-2,4-Dimethylthiane
115

10.00 10.20 10.40 10.60
m/z 55.05  31.34%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #39655: Butanoic acid, 2,3-dimethyl-2-(1-methylethyl)-, me...
115

10.00 10.20 10.40 10.60
m/z 81.05 22.26%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Benzene, propyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.38 51.92 ug/L 1965210 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 83
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2889 (10.379 min): VV016538.D (-2873) (-) m/z 90.95 100.00%
il
5000
120
39 65 105 10.00 10.20 10.40 10.60
el e e e e || M7z 120.10 23 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
il
5000
10.00 10.20 10.40 10.60
65 120 m/z 65.00 11.18%
39
15 . 105 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
Sl
10.00 10.20 10.40 10.60
5000 m/z 92.00 10.77%
120
39 % | 105
. Ll ) {
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
Sl 10.00 10.20 10.40 10.60

m/z 39.00 6.92%

5000
120

15 39 6 105

IIIIIIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Hydrazine, l1-ethyl-1-(1-met... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.43 32.06 ug/L 1213570 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 64
2 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 59
3 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 52
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 50
5 Diazene, butyl[1-(2,2-dimethylhy... 172 C8H20N4 061940-95-2 36
Abundance Scan 2905 (10.431 min): VV016538.D (-2897) (-) m/z 87.00 100.00%
87
5000
45 116
53 59 g 97 10.20 10.40 10.60 10.80
o..,....,..??,'..':-.,.'.-.:',...~.,7~?..?¥.'.:',...'.,...1."?..!.,.1.2.‘?,.... m/z 116.00 23.69%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8279: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87
5000
45 10.20 10.40 10.60 10.80
29 59 116 m/z 45.00 14.71%
DN
”I”J”“”“m””l”““'”'L'”I”'h'”'ﬁ'”l”'ﬂ'”'v'”
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8257: Hydrazine, 1,1-dipropyl-
87
45
10.20 10.40 10.60 10.80
5000 m/z 41.00 8.69%
116
Al s 1 ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1855: Thiocyanic acid, ethyl ester
29 10.20 10.40 10.60 10.80

m/z 39.00 8.25%

5000
87
59
35 4 5 | 2 g1
SRR NN SSRGS,

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 Benzene, l-ethyl-2-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.47 34.33 ug/L 1299210 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Mesitylene 120 C9H12 000108-67-8 87
Abundance Scan 2917 (10.470 min): VV016538.D (-2911) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 10.20 10.40 10.60 10.80
..,....,....,....',....i'....,.'.'..,...|:',....,|:...,.':!.,1.1.3.'.-,~..i‘?,g....,l.‘.“.‘.,. m/z 120.10 31.69%
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
5000
120 10.20 10.40 10.60 10.80

m/z 111.00 19.01%
27 39 51 65 77 91

. | il | : ! .
B N L EARRREAREESE LS an sy e n s ey
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

10.20 10.40 10.60 10.80
5000 m/z 91.00 13.80%
120

77 91

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

Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.20 10.40 10.60 10.80
m/z 77.00 13.67%
5000
120
! I L) ‘\\ ! il i
R o b S R L e R L S RRARE

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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 51 Benzene, 1,2,4-trimethyl- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
10.56 11.91 ug/L 450765 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 2945 (10.560 min): VV016538.D (-2939) (-) m/z 105.00 100.00%
105
5000 120
R e B EA S mma s
91
39 51 65 10.20 10.40 10.60 10.80
Ol S el e S8 UL 113, 128 70700 05 46.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120
5000
10.20 10.40 10.60 10.80
m/z 77.00 13.20%
51 7o, 91
15 27 39 Slsg65 g4 98 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105
120 10.20 10.40 10.60 10.80
5000 m/z 119.00 12.40%
27 3\9 5\1 5? §§ 7\?\ i L il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 10.20 10.40 10.60 10.80
m/z 91.00 11.68%
120
5000
i
15 27 9 Sleges ) Slgg | |
m/z--> 1|0 2|0 3|0 4|0 5|0 6|0 7|0 8|0 9|0 100 1:II.O 12|O 1éO 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 : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample : L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 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 52 Thiophene, 2-(1-methylethyl)- Concentration Rank 74

R.T. EstConc Area Relative to ISTD R.T.
10.62 3.87 ug/L 146392 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-(1-methylethyl)- 126 C7H10S 004095-22-1 72
2 Thiophene, 2-ethyl-5-methyl- 126 C7H10S 040323-88-4 70
3 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 64
4 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 64
5 Ethanone, 1-(2-thienyl)- 126 C6H60S 000088-15-3 64

Abundance Scan 2964 (10.621 min): VV016538.D (-2957) (-) m/z 111.00 100.00%
111
5000 126
45 77 o7
53 ~1 69 10.40 10.60 10.80 11.00
...,....,....,..??,..'..i'.-...??.u-.-,-...':,.E.*?.,-...|:,....,~!'...,..'.'.,....1,‘??.., m/z 126.00 41.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11225: Thiophene, 2-(1-methylethyl)-
111
5000
126 10.40 10.60 10.80 11.00
45 77 m/z 97.00 19.64%
,15,2'7,31,'|,58,'6'7,',85,97,,',,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11224: Thiophene, 2-ethyl-5-methy!-

10.40 10.60 10.80 11.00
m/z 45.00 11.19%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11136: Ethanone, 1-(3-thienyl)-
1

10.40 10.60 10.80 11.00
m/z 76.95 8.72%

5000

39
50 58 69

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016538.D

Acq On : 05 Jun 2020 16:05

Operator : SY/MD

Sample - L2861-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.11 12.6 ug/L 263757 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.22 21.3 ug/L 444271 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.42 95.2 ug/L 1988700 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.63 84.0 ug/L 1755140 1 5.64 1044350 50.0
(DEL) Alkane: Cyc... 1.77 23.4 ug/L 488110 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.81 72.1 ug/L 1505070 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.91 106.0 ug/L 2213890 1 5.64 1044350 50.0
(DEL) Alkane: Str... 1.99 69.8 ug/L 1457710 1 5.64 1044350 50.0
(DEL) Alkane: Cyc... 2.03 54_.1 ug/L 1129330 1 5.64 1044350 50.0
(DEL) Alkane: Str... 2.45 11.9 ug/L 247739 1 5.64 1044350 50.0
Cyclopentene 2.49 204.8 ug/L 4277080 1 5.64 1044350 50.0
(DEL) Alkane: Cyc... 2.59 302.6 ug/L 6321320 1 5.64 1044350 50.0
(DEL) Alkane: Str... 2.78 15.2 ug/L 317842 1 5.64 1044350 50.0
(DEL) Alkane: Str... 3.06 8.1 ug/L 169950 1 5.64 1044350 50.0
(DEL) Alkane: Str... 3.17 7.1 ug/L 147721 1 5.64 1044350 50.0
(DEL) Alkane: Str... 3.24 15.8 ug/L 329950 1 5.64 1044350 50.0
(DEL) Alkane: Str... 3.29 8.7 ug/L 180961 1 5.64 1044350 50.0
(DEL) Alkane: Str... 3.38 4.7 ug/L 98472 1 5.64 1044350 50.0
Cyclopentene, 3-m... 3.45 77.2 ug/L 1613060 1 5.64 1044350 50.0
Cyclopentene, 4-m... 3.52 29.3 ug/L 611146 1 5.64 1044350 50.0
(DEL) Alkane: Cyc... 3.79 175.6 ug/L 3667610 1 5.64 1044350 50.0
Cyclopentene, 1-m... 4.48 8.9 ug/L 186726 1 5.64 1044350 50.0
1,5-Hexadiyne 5.19 17713.6 ug/L 369984000 1 5.64 1044350 50.0
Cyclobutane, ethe... 5.27 205.2 ug/L 4286610 1 5.64 1044350 50.0
Thiophene 5.39 215.8 ug/L 4507850 1 5.64 1044350 50.0
Diethyl sulfide 5.97 13.5 ug/L 281839 1 5.64 1044350 50.0
(DEL) Alkane: Cyc... 6.39 4.4 ug/L 91954 1 5.64 1044350 50.0
Cyclohexene, 3-me... 6.57 17.4 ug/L 363973 1 5.64 1044350 50.0
Cyclopentene, 1,5... 6.83 21.7 ug/L 454119 1 5.64 1044350 50.0
2-Pentanol, 2-met... 7.16 12.9 ug/L 269428 1 5.64 1044350 50.0
Thiophene, 2-methyl- 7.54 143.8 ug/L 3138560 2 8.87 1091690 50.0
Thiophene, 3-methyl- 7.72 71.8 ug/L 1567990 2 8.87 1091690 50.0
Sulfide, ethyl pr... 7.87 7.9 ug/L 173307 2 8.87 1091690 50.0
Thiophene, tetrah... 8.24 43.0 ug/L 939606 2 8.87 1091690 50.0
Cyclopentanol, 1-... 8.30 7.7 ug/L 167359 2 8.87 1091690 50.0
Butane, 2-(ethylt... 8.79 8.2 ug/L 178521 2 8.87 1091690 50.0
Thiophene, tetrah... 9.28 77.1 ug/L 1683990 2 8.87 1091690 50.0
Thiophene, 2,3-di... 9.33 125.6 ug/L 2742250 2 8.87 1091690 50.0
trans-2,3-Dimethy. .. 9.41 61.7 ug/L 1346940 2 8.87 1091690 50.0
Thiophene, tetrah... 9.47 75.7 ug/L 1653510 2 8.87 1091690 50.0
Thiophene, 3,4-di... 9.80 19.7 ug/L 429681 2 8.87 1091690 50.0
2H-Thiopyran, tet... 10.10 27.7 ug/L 1047340 3 11.27 1892380 50.0
unknown-01 10.19 2.8 ug/L 104638 3 11.27 1892380 50.0
Benzene, (1-methy... 10.31 5.2 ug/L 196294 3 11.27 1892380 50.0
Benzene, propyl- 10.38 51.9 ug/L 1965210 3 11.27 1892380 50.0
Hydrazine, l-ethy... 10.43 32.1 ug/L 1213570 3 11.27 1892380 50.0
Benzene, l-ethyl-_.. 10.47 34.3 ug/L 1299210 3 11.27 1892380 50.0
Benzene, 1,2,4-tr... 10.56 11.9 ug/L 450765 3 11.27 1892380 50.0
Thiophene, 2-(1-m... 10.62 3.9 ug/L 146392 3 11.27 1892380 50.0
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