LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 24 rVB 840544 750637 0.23% 0.138%
2 1.222 33 41 58 rVvB 2712457 2529462 0.77% 0.466%
3 1.312 58 69 79 rBV 11004172 12627469 3.86% 2.328%
4 1.361 79 84 95 rvv 2068695 1992433 0.61% 0.367%
5 1.422 96 103 113 rVV 1830931 1662389 0.51% 0.307%
6 1.544 134 141 157 rVB2 599790 844223 0.26% 0.156%
7 1.624 157 166 188 rVB 3619278 4788244 1.46% 0.883%
8 1.717 189 195 201 rVB 34355 37823 0.01% 0.007%
9 1.766 201 210 216 rBV 2543637 3157229 0.96% 0.582%
10 1.808 216 223 243 rVB 2698150 3732399 1.14% 0.688%

11 1.904 244 253 268 rBV 2134568 2756993 0.84% 0.508%
12 1.988 269 279 285 rVV 1282668 1729514 0.53% 0.319%
13 2.029 285 292 308 rvB 1265532 1807085 0.55% 0.333%
14 2.116 310 319 334 rBV 296057 439717 0.13% 0.081%
15 2.444 408 421 424 rBV2 175340 263594 0.08% 0.049%

16 2.489 426 435 446 rVB 1683371 2810015 0.86% 0.518%
17 2.589 455 466 504 rVB 3069651 6038579 1.84% 1.113%
18 2.772 504 523 539 rvv2 154553 388399 0.12% 0.072%
19 2.965 568 583 599 rBv2 207379 423220 0.13% 0.078%
20 3.055 599 611 632 rvB2 102165 208557 0.06% 0.038%

21 3.171 632 647 657 rBvV 66794 141454 0.04% 0.026%
22 3.238 658 668 676 rBvV 111723 217578 0.07% 0.040%

23 3.383 701 713 721 rBV3 43353 92857 0.03% 0.017%
24 3.454 722 735 749 rBV3 363242 908792 0.28% 0.168%
25 3.711 801 815 820 rvvv 18035 39378 0.01% 0.007%

26 3.785 821 838 860 rvv 1076057 2788810 0.85% 0.514%
27 3.894 864 872 911 rVB2 118364 331698 0.10% 0.061%
28 4_.377 1002 1022 1041 rBV 246411 650097 0.20% 0.120%
29 4.483 1043 1055 1072 rVB3 77844 196319 0.06% 0.036%
30 4.704 1097 1124 1149 rBV 1611931 4112190 1.26% 0.758%

31 4.975 1183 1208 1218 rBVS 16676 52782 0.02% 0.010%
32 5.184 1219 1273 1289 rBV6 83706664 327432684 100.00% 60.371%
33 5.393 1326 1338 1369 rVB 2997379 6081000 1.86% 1.121%
34 5.643 1404 1416 1446 rVB 463212 920336 0.28% 0.170%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

35 5.968 1499 1517 1535 rBV2 124969 266084 0.08% 0.049%

36 6.093 1541 1556 1567 rBV 329067 673713 0.21% 0.124%

37 6.270 1603 1611 1624 rVB4 31360 63045 0.02% 0.012%
38 6.386 1635 1647 1661 rBV5 16818 38278 0.01% 0.007%
39 6.573 1692 1705 1708 rBV3 67683 116997 0.04% 0.022%
40 6.714 1742 1749 1763 rVB2 13742 28507 0.01% 0.005%

41 6.827 1769 1784 1795 rBV2 98014 182856 0.06% 0.034%
42 7.010 1829 1841 1856 rBV2 253435 456364 0.14% 0.084%

43 7.093 1858 1867 1878 rBV2 23113 47124 0.01% 0.009%
44 7.164 1879 1889 1892 rBV 79809 125501 0.04% 0.023%
45 7.248 1908 1915 1930 rVB4 46022 86776 0.03% 0.016%

46 7.338 1932 1943 1953 rBV 710810 1228181 0.38% 0.226%
47 7.415 1953 1967 1989 rVB 19620776 34795232 10.63% 6.415%
48 7.544 1997 2007 2023 rVB 817440 1410996 0.43% 0.260%
49 7.643 2029 2038 2050 rvB2 137793 217217 0.07% 0.040%
50 7.717 2050 2061 2086 rVB 532018 901170 0.28% 0.166%

51 7.875 2098 2110 2128 rVB6 32606 77295 0.02% 0.014%
52 8.106 2172 2182 2199 rBvV 454129 752510 0.23% 0.139%
53 8.238 2211 2223 2238 rBV 585239 1032485 0.32% 0.190%
54 8.666 2345 2356 2365 rBV 11698 20861 0.01% 0.004%
55 8.775 2374 2390 2400 rBV 29605 89722 0.03% 0.017%

56 8.875 2402 2421 2426 rVV 730218 1249396 0.38% 0.230%
57 8.920 2427 2435 2457 rvV 3073301 5047859 1.54% 0.931%
58 9.042 2457 2473 2491 rVV2 29755887 51155254 15.62% 9.432%
59 9.164 2492 2511 2531 rVV2 4755984 8746097 2.67% 1.613%
60 9.283 2534 2548 2556 rvV 1019839 1657970 0.51% 0.306%

61 9.328 2556 2562 2576 rVV3 614436 1075326 0.33% 0.198%
62 9.408 2577 2587 2597 rVVv 516787 827926 0.25% 0.153%
63 9.476 2597 2608 2616 rvVv3 608248 1170701 0.36% 0.216%
64 9.521 2616 2622 2626 rVV 419160 602436 0.18% 0.111%
65 9.566 2626 2636 2659 rVB 7286276 11466095 3.50% 2.114%

66 9.740 2672 2690 2700 rBvV2 238853 423477 0.13% 0.078%
67 9.826 2700 2717 2726 rVV3 252246 617823 0.19% 0.114%
68 9.884 2726 2735 2746 rVB 303865 472826 0.14% 0.087%
69 9.952 2747 2756 2766 rBV 640983 961670 0.29% 0.177%
70 10.103 2793 2803 2819 rVB 318502 537141 0.16% 0.099%

71 10.241 2836 2846 2855 rBV 597665 952301 0.29% 0.176%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 10.376 2881 2888 2897 rVB 539782 768865 0.23% 0.142%
73 10.431 2898 2905 2911 rVV 507458 732789 0.22% 0.135%
74 10.470 2911 2917 2939 rVB2 593712 1377952 0.42% 0.254%
75 10.563 2939 2946 2957 rVB 217759 344339 0.11% 0.063%

76 10.624 2958 2965 2971 rBV2 33834 47088 0.01% 0.009%
77 10.675 2972 2981 2988 rBV2 39463 86024 0.03% 0.016%
78 10.759 2998 3007 3015 rBV 1006679 1626852 0.50% 0.300%
79 10.862 3032 3039 3051 rVB4 245731 424646 0.13% 0.078%
80 10.936 3051 3062 3072 rBV 1309315 1935114 0.59% 0.357%

81 11.006 3080 3084 3093 rVB2 107656 134868 0.04% 0.025%
82 11.116 3111 3118 3133 rBV5 95361 199334 0.06% 0.037%
83 11.270 3155 3166 3177 rBV2 869501 1381818 0.42% 0.255%
84 11.357 3184 3193 3204 rBV 897681 1301869 0.40% 0.240%
85 11.550 3243 3253 3265 rBV 812201 1307938 0.40% 0.241%

86 11.646 3274 3283 3294 rVB 759173 1165890 0.36% 0.215%
87 11.769 3312 3321 3333 rBV 354734 542579 0.17% 0.100%
88 12.039 3399 3405 3411 rBV2 75227 100128 0.03% 0.018%
89 12.138 3429 3436 3455 rVB 196252 363081 0.11% 0.067%
90 12.749 3619 3626 3633 rBvV 50273 71493 0.02% 0.013%

91 12.907 3665 3675 3687 rBV2 333488 558945 0.17% 0.103%
92 12.971 3688 3695 3711 rVB 165603 263398 0.08% 0.049%
93 13.077 3717 3728 3740 rVB4 244126 416479 0.13% 0.077%
94 13.524 3855 3867 3887 rBV 2068824 3186604 0.97% 0.588%
95 13.646 3895 3905 3926 rVB 443894 704938 0.22% 0.130%

96 14.315 4106 4113 4125 rVB 44101 67959 0.02% 0.013%
97 14.463 4148 4159 4171 rBv4 26642 52390 0.02% 0.010%
98 14.601 4194 4202 4211 rBV 39416 60347 0.02% 0.011%

99 14.659 4211 4220 4236 rBV2 99366 229121 0.07% 0.042%
100 14.842 4266 4277 4294 rVB2 209422 382353 0.12% 0.070%

Sum of corrected areas: 542364369
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
VV016567 .D

06 Jun 2020 04:27

SY/MD

L2862-13

5.0mL/MSVOA_V/WATER

46 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW016567.D
8e+07 18
6e+07
4e+07
2e+07
1.31
2183 &,021781 90093 59 4.70 5.39
Oiﬁ,m.ﬁx + 300317 224977 2.77 2.9708.328.3815  3.317889 4.3848 4 4.97 A 564 5.96.096.28.39 6.5
T B e e e e e B e B e e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW016567.D
8e+07
6e+07
4e+07
9.04
2e+07 .42
9.57
9.16
0L6.76.83 7.010a167534 7.5484727.87 8.1B.24 8.68.7@\9 j\mggﬁg 9. 2B8D30. 10. 20 EREaaARIG. 8041 121127361 1 BE65.77 12.0¢
e e P R A R R TR A S R R e e SR e S e e e e A e A A e S ]
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: VW016567.D
8e+07
6e+07
4e+07
2e+07
ok14 12.752.917.08 1392 65 14.304. 4AL666.4.84
T T e N T e e e e T T 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 26

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

1.11 40.78 ug/L 750637 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3HS8 000074-98-6 90
2 Propane 44 C3HS8 000074-98-6 83
3 Propane 44 C3HS8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 6 (1.110 min): VV016567.D (-3) (-) m/z 44.05 100.00%
a4
39
5000
BN S s
1.20 1.30 1.40 1.50
3 4851 56 6569 77
'm“”P”W”W“W“”PmP“Wm'ﬁLLI'”W”W””P”W”W“W“”PMP m/z 43.10 91.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78: Propane
29
5000 HRUAE UL L L AR
" 1.20 1.30 1.40 1.50
39 m/z 39.00 73.13%
15 50 8 el
ARRRRRRS RLRR RARRA LERRA KRR ALASE ELRSA RRRRA RAALY SRS RARAI SARAI RN RRRAN RLAAL RERA) RRRANLARA N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #79: Propane
29
1.20 1.30 1.40 1.50
5000 m/z 41.00 57.69%
44
) 39
1 15 20 4 36, |,
miz--> T 15 % 5 3 % 40 45 % %5 06 65 70 75 5 o
Abundance #80: Propane
29 1.20 1.30 1.40 1.50
m/z 38.00 22.68%
5000
39 44
15 2
2 | 19 \ |
miz--> 5% 10 15 20 25 30 35 40 45 %0 55 60 66 70 75 80 85 120 130 1.40 150
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 10

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

1.22 137.42 ug/L 2529460 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 53
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 40 (1.219 min): VV016567.D (-33) (-) m/z 43.05 100.00%
5000
57 1.20 1.30 1.40 1.50 1.60
e e e e e | M/z 40.95  50.05%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #236: Isobutane
a3
5000
27 1.20 1.30 1.40 1.50 1.60
m/z 42.05 33.99%
L s | s
m/z--> 0 20 40 eb 80 100 120 140 160 180 200
Abundance #235: Isobutane
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 39.00 22 .52%
57
'w"'w"w"'w"'w"'w"'w"“l"“ SR SRR S
m/z--> 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 38.00 3.73%
5000
s s
miz--> '"""""""'e'o""s'o"'ic'x')"iéd"ilu')"ied"iéé"ééé'" 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 90.31 ug/L 1662390 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 1-Butene 56 C4H8 000106-98-9 87
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
4 2-Butene, (2)- 56 C4H8 000590-18-1 74
5 2-Butene 56 C4H8 000107-01-7 72

Abundance Scan 102 (1.418 min): VV016567.D (-96) (-) m/z 41.00 100.00%
4.1
56
5000
‘ 50 64 o1 120 140 160 1.80
o | N | - S - S m/z 56.05 59.01%
m/z--> 0 10 20 30 40 5 60 70 80 90
Abundance #186: 1-Propene, 2-methyl-
4.1
5000 56 ESGALE SRS wERAE Sas
120 140 160 1.80
28 m/z 39.00 45_.21%
'”I?"W'%é'I”!'h'”ql:"ﬁ?J'W"'W"'W"'W"'W
m/z--> 0 10 20 30 40 50 60 70
Abundance #177: 1-Butene
4.1
120 140 160 1.80
5000 56 m/z 54.95 27 .89%
28
'”I?"W'%é'I”"I'”'I"'ﬁq"W"'W"'W"'W"'W
m/z--> 0 10 20 30 40 50 60 70
Abundance #188: 1-Propene, 2-methyl-
4 120 140 160 1.80
m/z 53.00 10.77%
5000 56
28
'“lg"w'%§'|“‘H“'“”l*"ﬁq“'w"'w"'w"'w"'w
m/z--> 0 10 20 30 40 5 60 70 80 90 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 4

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

1.62 260.14 ug/L 4788240 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 36

Abundance Scan 165 (1.621 min): VV016567.D (-157) (-) m/z 43.05 100.00%
43
57
5000
72 1.20 1.40 1.60 1.80 2.00
51
Ol el Sl 6385 91 Tz 41.00 92.90%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #714: Butane, 2-methyl-
43
57
5000
1.20 1.40 1.60 1.80 2.00
29 m/z 42.05 85 .44%
s | sl s e 7
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #713: Butane, 2-methyl-
43
57 1.20 1.40 1.60 1.80 2.00
5000 29 m/z 57.05 66 .90%
T }....,.%?.,....,..??,....?%...,??..,?% R EmEE
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #712: Butane, 2-methyl-
43 1.20 1.40 1.60 1.80 2.00
m/z 39.00 33.62%
57
5000 27
15 ‘
2 “ i i 51‘\ . 7\2
m/z--> 0 10 20 30 40 50 60 70 80 ' ' 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 6

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

1.77 171.53 ug/L 3157230 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 91
2 2-Pentene, (2)- 70 C5H10 000627-20-3 83
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 74
5 1-Pentene 70 C5H10 000109-67-1 70

Abundance Scan 211 (1.769 min): VV016567.D (-201) (-) m/z 42.05 100.00%
4
55
5000 70
1.40 1.60 1.80 2.00 2.20
oGl A9l O3 L T 91 98 0 "m/z 55.00  75.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #577: Cyclopropane, ethyl-
4p
55
5000
70 1.40 1.60 1.80 2.00 2.20
‘ m/z 41.00 51.87%
‘I Al il 62
”'I”"P"W"”I'”'I"W"”I'”'I”"P"W'”'I”"
m/z--> 0 40 50 60 70 80 90 100
Abundance #557: 2-Pentene, (2)-
55
1.40 1.60 1.80 2.00 2.20
5000 42 70 m/z 70.10 48.88%
15 “ 49 || 62
miz--> 0 10 20 ' 4 50 60 70 80 60 100
Abundance #576. C clopropane, ethyl-
4 1.40 1.60 1.80 2.00 2.20
m/z 39.00 48_.43%
55
5000 07
70
15
otk sl el e
m/z--> 0 10 20 30 40 50 60 70 8 90 100 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 5

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

1.81 202.77 ug/L 3732400 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 53

Abundance Scan 224 (1.811 min): VV016567.D (-216) (-) m/z 43.10 100.00%
43
5000
St 1|4&)”1IQ)”1I|8&)”2I6(I)”2I|26I
o...,....,....,....,.?.‘?'i..-..,..:|.,....,!..?,0....?.1...,..1.‘.’?....,....}.3.3..,. m/z 41.00 52.59%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane
a3
5000
140 1.60 1.80 2.00 2.20
27 57 - m/z 42.05 52 .39%
15 " || il 1y
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #708: Pentane
43
140 1.60 1.80 2.00 2.20
5000 27 m/z 39.00 18.59%
15 5T 72
“'3”'P“'P”'P”'P”'P”'P”'P”'P“'P”'P“'P”'P”'P”'P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #709: Pentane
43 140 1.60 1.80 2.00 2.20
m/z 57.05 16.14%
5000
27 57 72
"W””I}?I”it””hl”P”“P”'P”'P“'P”'P“'P”'P”W'”W' kW"“l"“ T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 9

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

1.90 149.78 ug/L 2756990 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-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
4 2-Pentene, (2)- 70 C5H10 000627-20-3 90
5 2-Pentene, (E)- 70 C5H10 000646-04-8 87

Abundance Scan 252 (1.901 min): VV016567.D (-244) (-) m/z 55.05 100.00%
S5
5000 o 70
1.60 1.80 2.00 2.20
0 [CR) 18 9 m/z 70.10 38.42%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #562: 2-Pentene, (E)-
55
5000 39 70
1.60 1.80 2.00 2.20
29 m/z 39.00 33.18%
15
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #564: 2-Methyl-1-butene
55

1.60 1.80 2.00 2.20
5000 m/z 42.05 33.13%

70
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55

1.60 1.80 2.00 2.20
m/z 41.00 26 .05%

5000 70
41
H H L
e Y

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 13

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

1.99 93.96 ug/L 1729510 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Pentene, (2)- 70 C5H10 000627-20-3 90
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 280 (1.991 min): VV016567.D (-269) (-) m/z 55.05 100.00%
55
5000
39 70
50 1.60 1.80 2.00 2.20 2.40
o...,.”.,..”,...uL??.pJu.,??u.“..7?.”.?%.9?,”. m/z 70.05  39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #563: 2-Methyl-1-butene
55
5000 70
42 1.60 1.80 2.00 2.20 2.40
m/z 39.00 34 .66%
15 || |” 49| 62
miz--> % 30 40 50 e 70 8 s 100
Abundance #582.Cycbpr0pane,LZ—dHnemyL,cS—
55
1.60 1.80 2.00 2.20 2.40
5000 0 m/z 42.00 34 .53%
41
H H 29.] 62
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #559: 2-Pentene, (2)-
55 1.60 1.80 2.00 2.20 2.40

m/z 41.00 24 .52%

5000 42
70
29
15 ‘M‘ 34 W‘\ 49 || 63
e HH e e el 2 e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 12

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

2.03 98.18 ug/L 1807090 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 90
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 2-Pentene, (E)- 70 C5H10 000646-04-8 87
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83

Abundance Scan 292 (2.029 min): VV016567.D (-285) (-) m/z 55.00 100.00%
55
5000 70
39
1.60 1.80 2.00 2.20 2.40
62
...,....,....,....,...:;“.‘.‘7.;'.|.-:.,:..-.-,....8,0....,.9.3..,. m/z 70.10 41.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
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 33.06%
H| 49 ||, 62
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #571: 2-Butene, 2-methyl-
55
1.60 1.80 2.00 2.20 2.40
5000 m/z 41.00 30.12%
41 70
27
1 > “33‘_49‘\” 63
miz--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #562: 2-Pentene, (E)-
55 1.60 1.80 2.00 2.20 2.40

m/z 42.05 23.11%

5000 39 70
29

15 H \\‘ 49\‘\ 62

m/z--> 0 10 20 30 40 50 60 70 80 90 100 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 44

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

2.44 14.32 ug/L 263594 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 64
2 1-Hexene 84 C6H12 000592-41-6 64
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
5 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 50

Abundance Scan 420 (2.441 min): VV016567.D (-408) (-) m/z 43.10 100.00%
3
56
5000
69 84
220 2.40 2.60 2.80
50
...,....,....,....,..?.,.:..i-.':|.-.,‘??.'.,..??,.l..,....,.1.9‘?,.. m/z 41.00 93.96%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1484: 1-Pentene, 4-methyl-
43
5000 56
27 220 2.40 2.60 2.80
‘ 69 o m/z 56.10 63.05%
2 15 . 37l 50, 63 | 77
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1453: 1-Hexene
41 56
27 220 240 2.60 2.80
5000 m/z 39.00 43.91%
84
69
S <01 O ¢ 2 A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1485: 1-Pentene, 4-methyl-
43 220 2.40 2.60 2.80
m/z 42.00 36.94%
5000 56
27
‘ 69 g4
|, 37|, 50| 63 | 77
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 220 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 7

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

2.49 152.66 ug/L 2810020 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 87
3 Cyclopentene 68 C5H8 000142-29-0 86
4 Cyclopentene 68 C5H8 000142-29-0 78
5 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 72

Abundance Scan 435 (2.489 min): VV016567.D (-426) (-) m/z 67.00 100.00%
67
5000
I e o
o...,....,....,...~!I|:.‘?‘?,-.|...??~.':.,.7.3..,.?.6.,....,....,.1.1.5.,.. m/z 68.10 37.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #431: Cyclopentene
67
5000 IR SRR R S
220 240 2.60 2.80
39 53 m/z 39.00 25.35%
2I7 | 61 1]
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #429: Cyclopentene
67
220 240 2.60 2.80
5000 m/z 53.00 19.15%
39
53
27
15 3 flas | er,
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #426: Cyclopentene
67 220 240 2.60 2.80
m/z 41.00 10.32%
5000
39 53
27
"'I'%§'I"'hI??'lhh4$'l'L"?%'w“I""I""I""I""I""I" U\"'I""I' ISR L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 3

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

2.59 328.06 ug/L 6038580 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 78
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
4 Cyclopentane 70 C5H10 000287-92-3 72
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 53

Abundance Scan 466 (2.589 min): VV016567.D (-455) (-) m/z 42.10 100.00%
5000 55 70
220 240 2.60 2.80 3.00
o & 207 24 m/z 55.00 42.57%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #556: Cyclopentane
2
5000 AL ARARE SRS SRS A
55 70 220 240 2.60 2.80 3.00
27 m/z 70.10 36 .52%
1 14 ,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #553: 1-Pentene
4
55 220 240 260 280 3.00
5000 m/z 41.05 35.41%
70
,,,,,,,, e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #575: Cyclobutane, methyl-
42 220 240 2.60 2.80 3.00
m/z 39.00 26 .37%
5000
55
i
‘\
m/z--> 0 2I 4'0 60 80 100 120 140 160 180 200 220 240 220 240 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 35

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

2.77 21.10 ug/L 388399 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 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56

Abundance Scan 522 (2.769 min): VV016567.D (-504) (-) m/z 57.05 100.00%
g7
41
5000
67 86 240 2.60 2.80 3.00 3.20
...,....,....,....,....|,!|..?f’..|..',...'.i'...??..:.,....,....,....1,2]1..., m/z 56.10 88.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
240 2.60 2.80 3.00 3.20
m/z 41.00 71.43%
s || el 1w
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1826: Pentane, 3-methyl-
57
29 4 240 260 2.80 3.00 3.20
5000 m/z 43.05 23.68%
'"ﬁ"'P%?'P"'I"'W"'?9'"I§4'I%”??'?ﬁl"”l"'W"'W"'W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1827: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 21.00%
29 41
5000
s “‘ \“ .
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 240 260 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 34

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

2.97 22.99 ug/L 423220 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1l-Hexene 84 C6H12 000592-41-6 81
3 1-Hexene 84 C6H12 000592-41-6 81
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
5 Cyclohexane 84 C6H12 000110-82-7 52

Abundance Scan 585 (2.971 min): VV016567.D (-568) (-) m/z 40.95 100.00%
41 56
5000
69 84
2.60 2.80 3.00 3.20 3.40
37 6165 77
'm“W“W“W“W“W”W“W“”“M'““W“WIW“W“W“W“W“W“W”W m/z  56.05 94.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 g6
5000 27 69
84 2.60 2.80 3.00 3.20 3.40
15 ‘ m/z 55.10 64 .58%
131 1 ||, 6165, 77
miz--> 0 5 10 15 20 25 30 35 40 45 5'0 55 60 65 70 75 80 85 90
Abundance #1452: 1-Hexene
41 56
260 280 3.00 3.20 3.40
5000 m/z 42.00 59.26%
27 69 84
15 ‘ 37|, 51 ||, 6165 ‘ 77
miz--> 5T T T e 5 o 45 45 e o5 7 7o 35 h 95
Abundance #1453: 1-Hexene LA L L L L L L B
41 56 2.60 2.80 3.00 3.20 3.40
27 m/z 39.00 50.57%
5000
84
69
15 51 ‘
e eSS S AS, o 6185 | 73Ty L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 49

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

3.06 11.33 ug/L 208557 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 53
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 40

Abundance Scan 613 (3.061 min): VV016567.D (-599) (-) m/z 57.10 100.00%
57
41
5000
86
37l |||45 53/|| 6266 'L 76 82 2:80_3.00 3.20 3.40
'M“W“w“W“w“W“W“W“W“h“W“M”+’W“W“J“W“W“W“W“W' m/z 41.00 71.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
g7
41
5000 BASa RS ARSS NSNS
2.80 3.00 3.20 3.40
29 86 m/z 43.10 62.51%
15 | 37L| 4953)| 6165 1 77
miz--> 0 5 10 15 20 2'5 B 4 4 55 5 B 6 T T 0 0 00 5
Abundance #1822: n-Hexane
g7
43
29 2.80 3.00 3.20 3.40
5000 m/z 56.05 51.39%
39
15 86
2 \ 2 ‘ 53|, it
miz--> 05D 15 20 25 30 35 40 45 %0 55 60 65 70 75 80 85 %0 98
Abundance #1820: n-Hexane
43 57 2.80 3.00 3.20 3.40
m/z 42.05 32.67%
29
5000
39 86
| I 53, 1
Mt M M) LA A A L AL i A S L A UERBE RN S LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

3.17 7.68 ug/L 141454 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 90
3 2-Hexene, (2)- 84 C6H12 007688-21-3 90
4 2-Hexene 84 C6H12 000592-43-8 70
5 3-Hexene, (2)- 84 C6H12 007642-09-3 70

Abundance Scan 647 (3.171 min): VV016567.D (-632) (-) m/z 55.10 100.00%
56
41
5000 84
69
2.80 3.00 3.20 3.40 3.60
S——]1 49"'!.,‘?3.'.|:,..77-,~.'.-..,.?“?.,....1,19..., m/z 41.00  70.34%
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance #1464. 3-Hexene, (2)-
55
41
5000 84
69 2.80 3.00 3.20 3.40 3.60
‘ ‘ m/z 42.05 50.17%
"w"w"“h'“llL"mh'wg?m|“??w"w'“'|“"w"w
m/z--> 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 44 _67%
27 69 84
15
"|""|""|""|"'%?'"|§?"|"??|""|""|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1465: 2-Hexene, (2)-
55 2.80 3.00 3.20 3.40 3.60
m/z 38.95 44 _10%
5000 A
27 84
69
"|'%§'|""| "lk"'%?HH"Ig?"k"??I""I""I""I""I
m/z--> 10 20 30 40 60 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 48

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

3.24 11.82 ug/L 217578 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene, (E)- 84 C6H12 004050-45-7 91
2 2-Hexene 84 C6H12 000592-43-8 91
3 2-Hexene, (2)- 84 C6H12 007688-21-3 91
4 3-Hexene, (2)- 84 C6H12 007642-09-3 91
5 2-Hexene, (2)- 84 C6H12 007688-21-3 91

Abundance Scan 669 (3.242 min): VV016567.D (-658) (-) m/z 55.00 100.00%
55
5000 42 84
‘ 69
3.00 3.20 3.40 3.60
...,....,....,..3?:;.'..‘.‘?-.'!l.,‘??.-.|,..?7.,..~..,..9.6.,1.93.,. m/z 84.05 38.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1463: 2-Hexene, (E)-
55
5000 42
84 3.00 3.20 3.40 3.60
29 69 m/z 42_.00 38.39%
15 |J L | 49 ”| 63 ,| 77
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1451: 2-Hexene
55
3.00 3.20 3.40 3.60
5000 42 84 m/z 41.00 38.11%
29 69
15 “ L | 49 63 “ 77
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #1462: 2-Hexene, (2)-
55 3.00 3.20 3.40 3.60
m/z 39.00 28 .58%
42
5000 27
69
- | w)
SN NS N O N7 N 20 N 7
m/z--> 10 20 30 40 50 70 80 90 100 110 3.00 3.20 3.40 3.60

SOMVLMO60320WMA .M Mon Jun 08 04:46:41 2020 Page: 21



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 58

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

3.38 5.04 ug/L 92857 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 87
2 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 76
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 76
4 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 70
5 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 58

Abundance Scan 712 (3.380 min): VV016567.D (-701) (-) m/z 41.00 100.00%
4 69
5000 55 84
51 6! 3.00 3.20 3.40 3.60 3.80
38 ||,45 58 62 9
..,....,....,....,....,....,....,.~.~..:!!.,....|!:I'.,....,...~.l:.'.;....,....',:!..;....,...., m/z 69.10 91.97%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1489: Pentane, 3-methylene-
4 69
55
5000 21 84
3.00 3.20 3.40 3.60 3.80
‘ ‘ m/z 84.05 46.27%
e i 8033 3 laa S loper s, | rsrren |
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)-
a4
69
3.00 3.20 3.40 3.60 3.80
5000 55 m/z 55.05 42 .89%
27 84
51
"|“"v"ﬁ§'“|"“|*w'|ﬁ?'v?“‘ h'v"4l‘Jl'“'ﬁ%'§ﬁl'4"“|Z?'v"w'“'v"w
m/z--> 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)-
4 3.00 3.20 3.40 3.60 3.80
69 m/z 39.00 40.82%
5000 o7 55 84
"v'“l“'ﬁé“'v'“lhlh?f'v?“ lﬁﬂ'“'?ﬁ'H'“w'“§ﬁl“i““|zzw'“'v'“l“'w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 19 Cyclopentene, 3-methyl- Concentration Rank 20

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

3.45 49_37 ug/L 908792 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 1,3,3-Trimethylcyclopropene 82 C6H10 003664-56-0 91
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 90

Abundance Scan 734 (3.451 min): VV016567.D (-722) (-) m/z 67.00 100.00%
67
5000 J\/k
39 82 B U LR U S
3.20 3.40 3.60 3.80
36 | B2 505356 6063/ |70 74 70| 85
P”W”“P“W””P“W“”P”Lh”P“W””?“W“”LlW“”P“hL“P”W”“ m/z 82.05 23.95%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 h
Abundance #1244: Cyclopentene, 3-methyl-
67
5000
3.20 3.40 3.60 3.80
41 82 m/z 39.00 19.83%
G NN N N
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1227: Cyclopentene, 3-methyl-
67
3.20 3.40 3.60 3.80
5000 m/z 41.05 16.19%
- 39 82
15 | 30 4245 50%%56 63, | 74 79
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1236: Cyclopentene, 3-methyl-
67 3.20 3.40 3.60 3.80
m/z 81.05 11.03%
5000
7 39 82
| 323642 5093866063 | 74 79
miz-> 5 10 15 20 25 35 35 45 45 50 55 60 65 70 75 80 85 90 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 (DEL) Alkane: Cyclic3.78 Concentration Rank 8

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

3.78 151.51 ug/L 2788810 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 836 (3.778 min): VV016567.D (-821) (-) m/z 56.05 100.00%
56
41 /\
5000 69
84 340 360 380 4.00 4.20
37 51 | 6165 | 7377 ; ' ; '
Obrrrrrrreprrreprrreprrrerremprere e O ey m/z 41.00 54_00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56 a
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 m/z 69.10 43.73%
84
15 I, 37L|| 5}“|. 65,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.05 26.23%
69
21 84
1 5| 3337 ] 51““ 6165 | 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 3.40 3.60 3.80 4.00 4.20
27 m/z 39.00 24 _.20%
5000
42
84
'm“W“W“W“W“W”W“W“W“MLM“W“W*W“W“W“W“W“L“W”W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Cyclopentene, 1-methyl- Concentration Rank 50

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

4.48 10.67 ug/L 196319 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, 4-methyl- 82 C6H10 001759-81-5 83
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 83
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 83
5 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 80

Abundance Scan 1054 (4.479 min): VV016567.D (-1043) (-) m/z 67.00 100.00%
g7
5000
82
39 .
53 420 4.40 4.60 4.80
36|42 S 63 74
..,....,....,....,....,....,....,...I-,‘!‘...,....;?:!:,....,....l:.'.,....,.:.!,I...,....,... m/z 82.05 29.05%
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-
g7
5000 82

420 440 4.60 4.80
7 39 79 m/z 39.00 20.19%

53
1215 oa| 323642 S9Ts66063 |, 74, | |‘
TP T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67

420 4.40 4.60 4.80
5000 m/z 81.00 15.69%

39 82
27
15 24| 31 36|42 4851 u 576063 7074 79|
T T T | P ——
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance :

#1242: Cyclopentene, 1-methyl- L e e e e A B
67 420 440 460 480

m/z 41.00 13.97%

5000
39 82
27 79
1215 2430 36 ‘#2 “\‘ 63 |, 74

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 (DEL) Alkane: Cyclic4.97 Concentration Rank 65

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

4.97 2.87 ug/L 52782 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 87
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 81
3 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 52
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 49
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46

Abundance Scan 1207 (4.971 min): VV016567.D (-1183) (-) m/z 56.05 100.00%
96
69
41 83
5000
oalesdls | @ 250 450 500 520 540
e per bl Ll S e Tm/z 55.00  88.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 83
4.60 4.80 500 520 5.40
27 m/z 68.95 79.81%
"'I""I'"'I"'|'|I""|ill""1?'l: |II""II""I'!"I"'9:8I""I""II
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56
4l 69 83 4.60 4.80 500 520 5.40
5000 m/z 41.00 73.37%
27
15 98
"'}”"l"'w""|"'w"'4?"w""|'7§ '*"?4"h""|"“|'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #6677: 1-Heptene, 6-methyl-
43 56 4.60 4.80 500 520 5.40
60 m/z 83.10 66 .68%
5000
| a w
I 1]
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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.

5.18 17788.80 ug/L 327433000 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 83
3 1,5-Hexadien-3-yne 78 C6H6 000821-08-9 74
4 Benzene 78 C6H6 000071-43-2 72
5 2,4-Hexadiyne 78 C6H6 002809-69-0 68

Abundance Scan 1272 (5.180 min): VV016567.D (-1219) (-) m/z 50.05 100.00%
5 18
39
5000
63
LI UL L I
480 500 520 5.40 5.60
Obrrerrrrrprrrrprrtiperrs '...,J... A8 102 115 128 139 158 | '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 U UL L I
480 500 520 5.40 5.60
m/z 52.10 100.00%
63
'“ﬁ%“v“w'JL““m'“vh'Hh
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%
15 26 H L
m/z--> b%&b%&%m%@@@@@@@
Abundance #1026: 1,5—Hexadien—3—yne L DL AL LA A LN B
78 480 500 520 5.40 5.60
m/z 78.10 100.00%
52
5000
39
63
“w}avfi“”MHWH“vL'N“'“'HHPHW““V“W““P“W““V' U UL L I
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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Thiophene Concentration Rank 2

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

5.39 330.37 ug/L 6081000 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 C4H4sS 000110-02-1 91
5 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 37

Abundance Scan 1337 (5.389 min): VV016567.D (-1326) (-) m/z 84.00 100.00%
4
58
5000
I VAN
3’|9 ‘ 50 69 500 520 540 560 580
3 6164 81| 88 o= I S Y
e S R84 L L8 Tm/z  58.00  60.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1353: Thiophene
84
58
5000 AR R RS LN
45 5.00 520 540 5.60 5.80
39 m/z 45.00 35.34%
12 18 26 3236 5 g1 % 7681
iz 51015 25 05 % B 40 45 0 % 6 o 7o 75 B o % %
Abundance #1350: Thiophene
84
58 SRR SRR RS RN
5.00 520 540 5.60 5.80
5000 45 m/z 39.00 18.94%
39
“l“'w'%$v"w'“'?f'w?g'?ﬁ“l“'w'“'ﬁ'“l“'w'“'v'?ﬁ'“'v'“?ﬁl|'“'v'“|“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1352: Thiophene R e
84 5.00 520 540 5.60 5.80
58 m/z 57.00 13.62%
45
5000
39
26 50 69
'w'“'v'“l“'w'“'|L'w?f'?“lw"“|“'4*“'v"w'“'v'leg'v'“?&l|'“'v'“|“ SRR SRR AR RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 5.00 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Diethyl sulfide Concentration Rank 43

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

5.97 14.46 ug/L 266084 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfide 90 C4H10S 000352-93-2 97
2 Diethyl sulfide 90 C4H10S 000352-93-2 96
3 Diethyl sulfide 90 C4H10S 000352-93-2 96
4 Diethyl sulfide 90 C4H10S 000352-93-2 91
5 Phosphine, diethyl- 90 C4H11P 000627-49-6 45

Abundance Scan 1518 (5.971 min): VV016567.D (-1499) (-) m/z 75.00 100.00%
75 90
47
61
5000
41 81 5.60 5.80 6.00 6.20 6.40
55 96
0...,....,....,..3.6.',|..|I.-,.-.':'“!.-..(.3?..:'.,'....-':..-.,.... m/z 90.00  90.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2332: Diethyl sulfide
47 »
o7 90
61
5000
5.60 5.80 6.00 6.20 6.40
35 m/z 47.00 67.61%
el sl L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2334 Diethyl sulfide
47 & 90
27 61 5.60 5.80 6.00 6.20 6.40
5000 m/z 60.95 55.11%
35 41
s sl e L L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2331: Diethyl sulfide
75 5.60 5.80 6.00 6.20 6.40
47 90 m/z 62.00 48.83%
61
5000 -
3B 4
SN S S S U1 PO PSS PE—
m/z--> 10 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 1-Butanethiol Concentration Rank 62

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

6.27 3.43 ug/L 63045 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanethiol 90 C4H10S 000109-79-5 53
2 1-Butanethiol 90 C4H10S 000109-79-5 49
3 1-Butanethiol 90 C4H10S 000109-79-5 43
4 3-Buten-1-ol, 2-methyl- 86 C5H100 004516-90-9 25
5 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 25

Abundance Scan 1611 (6.270 min): VV016567.D (-1603) (-) m/z 56.10 100.00%

5000

6.00 6.20 6.40 6.60
m/z 41.00 82.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2330: 1-Butanethiol
56
41
90
5000
29 6.00 6.20 6.40 6.60
m/z 90.00 65.11%
15 73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2329: 1-Butanethiol
41 56
27 9% 6.00 6.20 6.40 6.60
5000 m/z 67.00 43.81%
SR L .- A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2326: 1-Butanethiol R Ea T Rma man s
41 56 6.00 6.20 6.40 6.60
m/z 39.00 38.65%
27
5000 90
15
| ul, ‘ \‘ ‘\H‘ 75 A
T T T T e T e e e R A BARENREE S e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Cyclohexene, 3-methyl- Concentration Rank 57

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

6.57 6.36 ug/L 116997 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 94
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
3 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 87
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 83
5 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 76

Abundance Scan 1704 (6.569 min): VV016567.D (-1692) (-) m/z 81.05 100.00%
g1
5000 67
39 55 96
6.20 6.40 6.60 6.80 7.00
91
..,....,....,....|i|:...5?:”|..,6.2.':|',.7?.|.|i!...,~....,... m/z 67.00  39.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2873: Cyclohexene, 3-methyl-
81
5000
39 55 67 9% 6.20 6.40 6.60 6.80 7.00
m/z 96.10 30.16%
15 |, |J 45 591” 62..‘ 75 ), 91
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #2879: Cyclohexene, 4-methyl-
81
>4 6.20 6.40 6.60 6.80 7.00
5000 m/z 68.00 28.00%
39
67 96
27
‘\ \‘\ 46 M‘ 62\“ 75\‘ l 91 I
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
m/z 79.00 26.43%
5000 67
39 55 96
27 ‘
15 “\ ‘\“45 SQ“ 62\\ 75\‘ | o1 L
m/z--> :I.IO I I 4|0 5|0 6|0 7IO 8|0 9|O 1(I)O 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Cyclobutane, (1-methylethyl... Concentration Rank 51

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

6.83 9.93 ug/L 182856 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
3 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 87
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
5 Cyclopropane, 1-methyl-l1-isoprop... 96 C7H12 003422-07-9 86

Abundance Scan 1785 (6.830 min): VV016567.D (-1769) (-) m/z 81.10 100.00%
81
5000
o 96
53 67 6.40 6.60 6.80 7.00 7.20
91 : : : : :
et N B o .7.4.'.|,- bl | m/Z 96.10  25.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
6.40 6.60 6.80 7.00 7.20
27 39 53 o7 96 m/z 79.00 23.57%
o S S S ...:LL Aﬁ.ihhl..?%.hh ,.??Hh !..??.. P
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.00 14_87%
27 39 96
53
8w s Lo e |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2902: 2,4-Hexadiene, 2-methyl- e R RRE mER T
81 6.40 6.60 6.80 7.00 7.20
m/z 67.10 14 _.05%
5000 a1 96
27 53 67
— ....,...Lh.q{ .,..??,....?%...,.?4..,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 30 unknown-01 Concentration Rank 67

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

7.09 2.56 ug/L 47124 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 45
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38
3 3-Heptanol 116 C7H160 000589-82-2 38
4 3-Heptanol 116 C7H160 000589-82-2 38
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38

Abundance Scan 1866 (7.090 min): VV016567.D (-1858) (-) m/z 59.05 100.00%
59
5000
41 69 g7
Tt T T T T
53 ‘ | 6.80 7.00 7.20 7.40
e el b Tl 4 Tm/z 40.95 34.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4473: 2-Butanol, 2,3-dimethyl-
59
5000
6.80 7.00 7.20 7.40
- 41 69 87 m/z 69.10 29.00%
15 N ||| 53 | | | 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4479: 2-Butanol, 2,3-dimethyl-
59
6.80 7.00 7.20 7.40
5000 m/z 87.00 27 .46%
87
31 M 69
"I”'W'”'ﬂ'”Jmh'ﬁ?”l”'W'”'P'”l”"'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8323: 3-Heptanol
59 6.80 7.00 7.20 7.40
69 m/z 43.00 25.45%
5000 a1 a7
31
s sl w8 s
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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 56

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

7.16 6.82 ug/L 125501 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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 56
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 53
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 50

Abundance Scan 1888 (7.161 min): VV016567.D (-1879) (-) m/z 59.00 100.00%
59
5000
45 87
69 6.80 7.00 7.20 7.40
e B S L] e0 wms a0 S 00  a1.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4447: 2-Pentanol, 2-methyl-
59
5000 45 S S UL L
87 6.80 7.00 7.20 7.40
31 6 m/z 41.00 26 .79%
“l'%?w"JﬂL"JlL"ﬁ%”“I“'Jl'“??'“'l"%%"'w""v"'|“"|"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59
6.80 7.00 7.20 7.40
5000 41 m/z 87.00 26.02%
31
H 69 g7
'W'%?W"jh"”hﬁ'”?%Jmi"”h"“I"“I"%ﬁ"'ﬁ"'ﬁ"”I"”I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4459: 2-Pentanol, 2-methyl-
59 6.80 7.00 7.20 7.40
m/z 43.00 25.01%
5000
45 o
31
69
”Iﬁil”m““”qﬁ”ﬁ%”i””“””I”“I””I”'W”'W“'W“'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 18

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

7.54 56.47 ug/L 1411000 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 95
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 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): VV016567.D (-1997) (-) m/z 97.00 100.00%
g7
5000
45 49 720 7.40 7.60 780

i Lo 281
bbb ek e reeeeee | mM/z 98.00  55.59%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #3123: Thiophene, 2-methyl-
97
5000 LI L L L L NN L L LN LB |
7.20 7.40 7.60 7.80
5 m/z 45.00 11.32%
27 69
L M M Emaaa B o A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3124: Thiophene, 3-methyl-
97
R A EEEEREREOE SRR
7.20 7.40 7.60 7.80
5000 m/z 39.00 7.84%
45
27 69
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3122: Thiophene, 2-methyl- R Rmama e Rs
97 7.20 7.40 7.60 7.80
m/z 98.95 7.15%
5000
45
27 69
N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 27

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

7.72 36.06 ug/L 901170 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
3 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
4 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 93
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91

Abundance Scan 2062 (7.720 min): VV016567.D (-2050) (-) m/z 97.00 100.00%
g7
5000
%P e g 740 750 750 800
e il 2 8Ll 110 Thzz 98,00 53.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3126: Thiophene, 3-methyl-
g7
5000 AR L L LU S
7.40 7.60 7.80 8.00
45 m/z 44.95 14_.70%
18 27 3 | % e 7l g ,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3124: Thiophene, 3-methyl-
97
AR L L UL
7.40 7.60 7.80 8.00
5000 m/z 98.95 7 .35%
45
1 15 2] 3m “‘5‘3 1 62 6\9\ 81 90 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3121: Thiophene, 3-methyl-
97 7.40 7.60 7.80 8.00

m/z 69.00 6.65%

5000

45 53
15 2\7 3§ ‘ TR 6\9\ 82 |

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 64

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

7.87 3.09 ug/L 77295 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 93
2 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 93
3 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 76
4 Ethanethiol 62 C2H6S 000075-08-1 35
5 Ethanethiol 62 C2H6S 000075-08-1 35

Abundance Scan 2109 (7.872 min): VV016567.D (-2098) (-) m/z 95.00 100.00%
95
75
5000 104
41 47 62
110
| ‘ |‘| | 83 89 | 7.60 7.80 8.00 8.20
R |.I| III... """.'." "'I""I|"|!'|"|""|""| m/z 75.00 64 .04%
m/z--> 10 20 30 40 50 70 8 90 100 110
Abundance #4807: Sulflde, ethyl propyl
75
5000 47 62 104 N AR RS AR
7.60 7.80 8.00 8.20
o7 A m/z 104.00 40.65%
15 || 35 || 55 || 69 &
”'P'”I”'W'mJJJLI”'%J”'I'hl”'W'”'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4809: Sulfide, ethyl propyl
75
47 104 7.60 7.80 8.00 8.20
5000 27 62 m/z 47.00 33.24%
41
35 89
"'I""I""I""I"" SSMJ | 6? 'w'?%"ml""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4808: Sulfide, ethyl propyl
75 7.60 7.80 8.00 8.20
m/z 62.00 30.79%
47
5000 27 62 104
41
89
"'I'%S'I"' 35 |"" "'”J'h'§9"w'l""“""l""l""l HRR U RN UL
m/z--> 10 20 30 40 50 60 70 8 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 25

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

8.24 41_.32 ug/L 1032490 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 93
3 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 90
4 Thietane, 2-methyl- 88 C4H8S 017837-41-1 53
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 50

Abundance Scan 2224 (8.241 min): VV016567.D (-2211) (-) m/z 60.00 100.00%
88
5000
45
L mmaa
73 8.00 820 8.40 8.60
e 2o || m/z 87.95 70.35%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2081: Thiophene, tetrahydro-
60
88
5000 A U LS UL UL
45 8.00 820 8.40 8.60
2 m/z 44_.95 31.28%
1 15 |. |||||| 7|3 A,
m/z--> 0 25 40 60 80 100 120 140 160 180 200
Abundance #2082: Thiophene, tetrahydro-
60
8.00 820 8.40 8.60
5000 45 88 m/z 46.00 24.80%
27
|:|I-|||1|5|||||||||||7|3||||||||||||||||||||| A RRamE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2083: Thiophene, tetrahydro-
60 8.00 820 8.40 8.60
m/z 58.95 22 .50%
5000 88
.|...1.5|....|.....7.:?:|....|....|....|.... A RRamE
m/z--> 0 20 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 1-(2-Propenyl)cyclopentene Concentration Rank 61

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

8.78 3.59 ug/L 89722 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Propenyl)cyclopentene 108 C8H12 037689-19-3 83
2 1-(2-Propenyl)cyclopentene 108 C8H12 037689-19-3 46
3 Spiro[2.4]heptane, 4-methylene- 108 C8H12 024308-54-1 35
4 3-Methyl-2-butene-1-thiol 102 C5H10S 005287-45-6 30
5 Cyclobutane, 1,2-diethylidene- 108 C8H12 024517-05-3 25

Abundance Scan 2392 (8.781 min): VV016567.D (-2374) (-) m/z 67.10 100.00%
41 6 93
79
108
5000 102
53 61 ‘ 118
8.40 860 8.80 9.00 9.20
e I??h!|l|4lll||l|||||||”|| ||I?||‘ |I|I|I||||| ."...l,... m/z 93.00 84.91%
m/z--> 10 20 30 40 50 60 90 100 110 120
Abundance #5452: 1—(2—Propenyl)cyclopentene
67
93
79 N
5000 USRI RARAE SRR N
39 108 8.40 8.60 8.80 9.00 9.20
m/z 40.95 84 _56%
2 % bl
s A e st sslles L se)
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #5459: 1-(2-Propenyl)cyclopentene
67
o 9 8.40 8.60 8.80 9.00 9.20
0,
5000 39 108 m/z 69.10 82 .44Y%
53
s A e s ll rslles L ae)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5480: Spiro[2.4]heptane, 4-methylene-
79 93 8.40 860 8.80 9.00 9.20
m/z 90.95 75.13%
5000 108
39
53 67
..,....,...??....kﬁ%?. 1 1 R A Y [ S A 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 8.40 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 37 Thiophene, tetrahydro-3-met... Concentration Rank 16

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

9.28 66.35 ug/L 1657970 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H10S 004740-00-5 96
2 Thietane, 2,4-dimethyl- 102 C5H10S 043044-24-2 47
3 Thiophene, tetrahydro-2-methyl- 102 C5H10S 001795-09-1 46
4 2H-Thiopyran, tetrahydro- 102 C5H10S 001613-51-0 43
5 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 41

Abundance Scan 2547 (9.280 min): VV016567.D (-2534) (-) m/z 102.00 100.00%
142
60
41 % 87
5000
Ll
53 9.00 9.20 9.40 9.60
SN i L1 NPT |:.'.|I,-.'.':.?1..'.:',??..,":..,..1.1.7,... m/z 60.00 78.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60 102
41
5000 4 g7
27 9.00 9.20 9.40 9.60
! ‘ T m/z 74.00 55.15%
5
'w"iﬁ'“”w?é' 'LVJL”"Jw'“'l“'w"“””“'w"w"
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #4354: Thletane, 2,4 dimethyl-
60
9.00 9.20 9.40 9.60
5000 m/z 87.00 52.61%
102
53 | 69 87
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4366: Thiophene, tetrahydro-2-methyl-
87 9.00 9.20 9.40 9.60
m/z 41.00 52.26%
5000 102

59 74
7 ‘ 7 5 67
15 35‘ F \\ \ \ 1L 11
”,”.w.”.“.”,”.. e e

m/z--> 10 20 30 60 70 80 90 100 110 120 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 38 Thiophene, 2,4-dimethyl- Concentration Rank 24

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

9.33 43.03 ug/L 1075330 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 91
2 Thiophene, 2,3-dimethyl- 112 C6HS8S 000632-16-6 87
3 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 87
4 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 87
5 Thiophene, 3,4-dimethyl- 112 C6HS8S 000632-15-5 83

Abundance Scan 2563 (9.331 min): VV016567.D (-2556) (-) m/z 111.00 100.00%
97 141
5000
39 45
51 59 69 77 9.00 9.20 9.40 9.60
et b Sl 1 851408 s s Ta05 00 84 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6445: Thiophene, 2,4-dimethyl-
111
97
5000
9.00 9.20 9.40 9.60
39 77 m/z 97.00 79 .84Y%
53 59 67
IIIII”IIII?ITTII”|I|I|I|”il| I|| |"Illluu||!I||§'§|||||!'1|0|3”| I..luuu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6440: Thiophene, 2,3-dimethyl-
or 112
9.00 9.20 9.40 9.60
5000 m/z 101.00 31.41%
45
27
51 59 77
”'P%éW'”'I”'W"”I”"P'”I'”"§§W'”'I”'W"”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6446: Thiophene, 2,4-dimethyl-
111 9.00 9.20 9.40 9.60
97 m/z 45.00 18.80%
5000 45
39 77
‘ 51 59 67
---.----.----.----.----a‘-‘--l‘.‘-‘-H‘ PRS0
m/z--> 10 20 30 40 90 100 110 120 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 23

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

9.48 46.85 ug/L 1170700 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 89
2 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 87
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 76

005161-14-8 74
005161-13-7 74

4 Thiophene,
5 Thiophene,

tetrahydro-2,5-dimeth... 116 C6H12S
tetrahydro-2,5-dimeth... 116 C6H12S

Abundance Scan 2609 (9.479 min): VV016567.D (-2597) (d;) m/z 101.00 100.00%
101
5000 a1 59 67 87 116
74
‘ | 50 | | | 9.20 9.40 9.60 9.80
...,....,....,....,...:;:.I'.i'.'!|!~!,:.-..',-.'...,..-.:,?ﬁ‘..,.'...,..~.-.,.... m/z 67.00 46.61%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
161
5000 41 116
59 9.20 9.40 9.60 9.80
‘ m/z 102.00 45 .38%
8
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-
101
6 9.20 9.40 9.60 9.80
5000 41 1 m/z 58.95 42.17%
27 67
60
PSR 1 A A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8233: cis-2,3-Dimethylthiophane
101 9.20 9.40 9.60 9.80
m/z 86.95 40.75%
41
5000
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 cis-2,3-Dimethylthiophane Concentration Rank 40

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

9.74 16.95 ug/L 423477 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 93
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 91
3 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S 010416-81-6 68
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 59
5 1,2,4-Thiadiazole, 5-amino- 101 C2H3N3S 007552-07-0 55

Abundance Scan 2690 (9.740 min): VV016567.D (-2672) (-) m/z 101.00 100.00%
101
116
5000
4 59 74
81 130 9.40 9.60 9.80 10.00
| |4' '3| ||--'- .~,..?.‘7.,??..-,!'..19?..|.-.,....,....,. m/z 116.00  51.69%
m/z--> 30 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101
41
5000 116
59 74 9.40 9.60 9.80 10.00

m/z 41.00 41.98%

?H ||..,,

|. A

m/z--> 3 0 70 80 90 100 110 120 130
Abundance #8235. trans-2,3-Dimethylthiophane
101
9.40 9.60 9.80 10.00
5000 41 116 m/z 74.00 34.68%
59 74
.,....‘ila 53....,....,8.2..8.8,....,....,....,....,....,.
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #7986: Thiazole, 4,5-dihydro-4-methyl-2-amino-
101 9.40 9.60 9.80 10.00
m/z 59.00 33.77%
5000 43 116
74
5
1|, 53 67\\ | &1 88 s i
w..”,.”.,”... ML B e e e o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 42 Thiophene, tetrahydro-2,5-d... Concentration Rank 33

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

9.83 24.72 ug/L 617823 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 94
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 91
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 91
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 91
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 72

Abundance Scan 2718 (9.830 min): VV016567.D (-2700) (-) m/z 101.00 100.00%
1
116
5000 a1
59 74

|| ||| ||‘ 205 9.60 9.80 10.00 10.20
it e e || M/ 116.000 50.83%

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

Abundance d)8233. cis-2,3-Dimethylthiophane

101

41
116

59 74 9.60 9.80 10.00 10.20
m/z 41.00 36.39%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8235: trans-2,3-Dimethylthiophane
101

9.60 9.80 10.00 10.20
5000 41 116 m/z 73.95 28.63%

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

Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101 9.60 9.80 10.00 10.20
m/z 59.00 25.57%
5000 59 116
41 74
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 44 2H-Thiopyran, tetrahydro-2-... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.10 19.44 ug/L 537141 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 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 89
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 87
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 64
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 64
Abundance Scan 2802 (10.100 min): W016567.D(—27d€;3) ) m/z 101.00 100.00%
101
5000 16
67 87
75 ‘ 9.80 10.00 10.20 10.40
5
...,....,....,....,....|i‘:-.|!|. ,~].1:|.'!|!|...:','.'!|..,-!-.'.:,....',.'-...,...-=,..1.?f‘. — | m/z 116.00 52.20%
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 5 ‘ m/z 67.00 38.23%
...,1....,.?-?.,..:!',....,!.!|.?-].1!|:!,|...=',-.I!|..,-!n..:,....,!'...,...-.,....,....
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane 0
1
9.80 10.00 10.20 10.40
5000 41 116 m/z 86.95 31.88%
74
---|----|----|----|----|--” ]T.|....|....8|:.L...|....|....|....|....|....
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101 9.80 10.00 10.20 10.40
m/z 41.05 30.28%
41
5000
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Benzene, propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.38 27.82 ug/L 768865 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2889 (10.380 min): VV016567.D (-2881) (-) m/z 91.00 100.00%
il
5000
120
65
39 51 78 105 10.00 10.20 10.40 10.60
e bt e 98 02 L 128 757120.10  22..98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9407: Benzene, propyl-
il
5000
10.00 10.20 10.40 10.60
65 120 m/z 65.00 11.08%
15 21 3 Slgg B 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9408: Benzene, propyl-
Sl
10.00 10.20 10.40 10.60
5000 m/z 92.05 10.69%
120
27 ¥ s P | s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9406: Benzene, propyl-
il 10.00 10.20 10.40 10.60
m/z 78.00 6.24%
5000
120
15 27 39 Slsg® 78 | 105 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 | | 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 46 Hydrazine, l1-ethyl-1-(1-met... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.43 26.52 ug/L 732789 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 47
5 2-0-Methyl-d-xylose 164 C6H1205 1000130-01-3 36
Abundance Scan 2905 (10.431 min): VV016567.D (-2898) (-) m/z 87.00 100.00%
87
5000
116
53 59 g7 97 10.20 10.40 10.60 10.80
e BB R ST TA B 109 | 126 776,00 24.23%
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 14.93%
N
'W'”hh'”J”'W'JHP'”I”'W'”!P'”I”'W'”'P'”I”'W
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 9.63%
116
ZK‘ L, 56 70 ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1855: Thiocyanic acid, ethyl ester —=Frrr e T
29 10.20 10.40 10.60 10.80

m/z 39.00 8.46%

5000
87
59
35 B | 72 g
SN N N T PR .

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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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, l-ethyl-2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.47 49.86 ug/L 1377950 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-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 2917 (10.470 min): VV016567.D (-2911) (-) m/z 105.00 100.00%
105
5000
120
7 9
39 51 65 10.20 10.40 10.60 10.80
et et A3 129 144 7715010 30. 48%
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 77.00 13.23%
27 39 51 65 77 91

. | Ll fl : ! L
N N o R L L n e o o S RARRRRRA RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105

10.20 10.40 10.60 10.80
5000 m/z 91.00 12.93%
120

77 9
18 27 39 51 65

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
m/z 111.00 12.88%
5000
120
91
5 27 % oso&s U
T T T T T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 Mesitylene Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.56 12.46 ug/L 344339 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 2945 (10.560 min): VV016567.D (-2939) (-) m/z 105.00 100.00%
105
5000 120
77 91 250 1040 1060 1020 |
39 51 65 10.20 10.40 10.60 10.80
i SO L 98 L 181 128 o700 05 49.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120
5000

10.20 10.40 10.60 10.80
m/z 77.00 13.19%

7 91
sz % s Leaee o

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

Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 10.20 10.40 10.60 10.80
5000 m/z 91.00 11.29%
39 51 77 91
SO SO A OO i JNNON VOO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene
105 10.20 10.40 10.60 10.80
120 m/z 119.00 10.56%
5000
39 77 91
S A R i I YW - I NN
m/z--> 10 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 : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 49 Thiophene, 2-(1-methylethyl)- Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
10.68 3.11 ug/L 86024 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 90
2 Thiophene, 2-ethyl-5-methyl- 126 C7H10S 040323-88-4 80
3 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 64
4 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 50
5 Ethanone, 1-(3-thienyl)- 126 C6H60S 001468-83-3 50

Abundance Scan 2982 (10.679 min): VV016567.D (-2972) (-) m/z 111.00 100.00%
111
5000 126
45 59 67 77 g5 o7 10.40 10.60 10.80 11.00
o Rl bt i et e || M/Z 126.00 38 26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11225: Thiophene, 2-(1-methylethyl)-
111
5000
126 10.40 10.60 10.80 11.00
45 m/z 45.00 8.69%
15 27 3y | 58 67 T o | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11224: Thiophene, 2-ethyl-5-methyl-
111
10.40 10.60 10.80 11.00
0
5000 126 m/z 76.95 7.47%
77
27 33 P 5 % 67 Y g4 0 L
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11136: Ethanone, 1-(3-thienyl)-
111 10.40 10.60 10.80 11.00
m/z 39.00 6.88%
5000 126
39 83
26 | |, 50 58 69 | 97 i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.76 58.87 ug/L 1626850 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3007 (10.759 min):W016567.D(—29€d))8) ) m/z 105.00 100.00%
105
5000
120
77 91
39 81 65 10.40 10.60 10.80 11.00
Ol e e oot bl ol 98 Ll 118 L 128 T s57150.05 29, 61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
39 . oL m/z 77.00 12.31%
S R -0 " S~ T < 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 91.00 12.12%
120
15 27 3 sigges S|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene

10.40 10.60 10.80 11.00
m/z 79.00 9.34%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 trans-2-Ethyl-3-methylthiop... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.86 15.37 ug/L 424646 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 72
2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 47
3 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 46
4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 46
5 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 43
Abundance Scan 3038 (10.859 min): VV016567.D (-3032) (-) m/z 101.00 100.00%
101
5000
|| 1,51 | | 81 11|6 10.60 10.80 11.00 11.20
rerprrrepreer ittt gt 94 WL Tm/z 130.10 26.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13598: trans-2-Ethyl-3-methylthiophane
101
5000
10.60 10.80 11.00 11.20
41 59 67 130 m/z 59.00 25.59%
"'I'”'I""P"JJ:hh?$J'Lh'JJI}ﬁ'?%“ﬁﬁ'"“J"'I}iél"”l""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4013: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101
4 10.60 10.80 11.00 11.20
5000 m/z 67.00 22.03%
73
59
"W""I'”'I??'W'lb??”"u'ﬁqi”k"ﬁg"l"'wku"l'”'I"”I""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4008: 1,3,4—Thiadiazol—2—amine L L R B LI BN N N B
101 10.60 10.80 11.00 11.20
74 m/z 41.00 21.36%
5000
28 45 60
”'&%'P'JIL”IMMW'”w'“'P'“P'”P'“Ih”l”'W'”W'“'P RN UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 56 Indane Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.55 47 .33 ug/L 1307940 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Indane 118 C9H10 000496-11-7 87
5 Deltacyclene 118 C9H10 007785-10-6 72
Abundance Scan 3253 (11.550 min): VV016567.D (-3243) (-) m/z 117.05 100.00%
117
5000
JAN JAN
2 51 63 7 % o 11150 1240 1160 1180
0 o m/z 118.00  56.55%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 AR SR A A
11.20 11.40 11.60 11.80
o1 m/z 115.00 32.53%
15 27 39 51 63 77 103
m/z--> 200 40 60 80 100 150 150 1éo 1éo 260
Abundance #8949: Indane
117
11.20 11.40 11.60 11.80
5000 m/z 91.00 15.84%
39 g 91
27
..].'3.|.‘...“,..“..‘,“.‘..7.“7|..“..],-(33..l,....,....,....,....,....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8950: Indane
117 11.20 11.40 11.60 11.80
m/z 62.95 8.52%
5000
39 91
27 51 63 ‘
2 .nh..“ pr..fﬂ .NL.T?% .
m/z--> 200 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060520\
Data File : VV016567.D

Acq On : 06 Jun 2020 04:27

Operator : SY/MD

Sample - L2862-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 46 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 40.8 ug/L 750637 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.22 137.4 ug/L 2529460 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.42 90.3 ug/L 1662390 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.62 260.1 ug/L 4788240 1 5.64 920336 50.0
(DEL) Alkane: Cyc... 1.77 171.5 ug/L 3157230 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.81 202.8 ug/L 3732400 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.90 149.8 ug/L 2756990 1 5.64 920336 50.0
(DEL) Alkane: Str... 1.99 94_.0 ug/L 1729510 1 5.64 920336 50.0
(DEL) Alkane: Cyc... 2.03 98.2 ug/L 1807090 1 5.64 920336 50.0
(DEL) Alkane: Str... 2.44 14.3 ug/L 263594 1 5.64 920336 50.0
Cyclopentene 2.49 152.7 ug/L 2810020 1 5.64 920336 50.0
(DEL) Alkane: Cyc... 2.59 328.1 ug/L 6038580 1 5.64 920336 50.0
(DEL) Alkane: Str... 2.77 21.1 ug/L 388399 1 5.64 920336 50.0
(DEL) Alkane: Str... 2.97 23.0 ug/L 423220 1 5.64 920336 50.0
(DEL) Alkane: Str... 3.06 11.3 ug/L 208557 1 5.64 920336 50.0
(DEL) Alkane: Str... 3.17 7.7 ug/L 141454 1 5.64 920336 50.0
(DEL) Alkane: Str... 3.24 11.8 ug/L 217578 1 5.64 920336 50.0
(DEL) Alkane: Str... 3.38 5.0 ug/L 92857 1 5.64 920336 50.0
Cyclopentene, 3-m... 3.45 49._4 ug/L 908792 1 5.64 920336 50.0
(DEL) Alkane: Cyc... 3.78 151.5 ug/L 2788810 1 5.64 920336 50.0
Cyclopentene, 1-m... 4.48 10.7 ug/L 196319 1 5.64 920336 50.0
(DEL) Alkane: Cyc... 4_97 2.9 ug/L 52782 1 5.64 920336 50.0
1,5-Hexadiyne 5.18 17788.8 ug/L 327433000 1 5.64 920336 50.0
Thiophene 5.39 330.4 ug/L 6081000 1 5.64 920336 50.0
Diethyl sulfide 5.97 14.5 ug/L 266084 1 5.64 920336 50.0
1-Butanethiol 6.27 3.4 ug/L 63045 1 5.64 920336 50.0
Cyclohexene, 3-me... 6.57 6.4 ug/L 116997 1 5.64 920336 50.0
Cyclobutane, (1-m... 6.83 9.9 ug/L 182856 1 5.64 920336 50.0
unknown-01 7.09 2.6 ug/L 47124 1 5.64 920336 50.0
2-Pentanol, 2-met... 7.16 6.8 ug/L 125501 1 5.64 920336 50.0
Thiophene, 2-methyl- 7.54 56.5 ug/L 1411000 2 8.87 1249400 50.0
Thiophene, 3-methyl- 7.72 36.1 ug/L 901170 2 8.87 1249400 50.0
Sulfide, ethyl pr... 7.87 3.1 ug/L 77295 2 8.87 1249400 50.0
Thiophene, tetrah... 8.24 41.3 ug/L 1032490 2 8.87 1249400 50.0
1-(2-Propenyl)cyc. .. 8.78 3.6 ug/L 89722 2 8.87 1249400 50.0
Thiophene, tetrah... 9.28 66.3 ug/L 1657970 2 8.87 1249400 50.0
Thiophene, 2,4-di... 9.33 43.0 ug/L 1075330 2 8.87 1249400 50.0
trans-2,3-Dimethy. .. 9.48 46.9 ug/L 1170700 2 8.87 1249400 50.0
cis-2,3-Dimethylt.._. 9.74 16.9 ug/L 423477 2 8.87 1249400 50.0
Thiophene, tetrah... 9.83 24_.7 ug/L 617823 2 8.87 1249400 50.0
2H-Thiopyran, tet... 10.10 19.4 ug/L 537141 3 11.27 1381820 50.0
Benzene, propyl- 10.38 27.8 ug/L 768865 3 11.27 1381820 50.0
Hydrazine, l-ethy... 10.43 26.5 ug/L 732789 3 11.27 1381820 50.0
Benzene, l-ethyl-_.. 10.47 49.9 ug/L 1377950 3 11.27 1381820 50.0
Mesitylene 10.56 12.5 ug/L 344339 3 11.27 1381820 50.0
Thiophene, 2-(1-m... 10.68 3.1 ug/L 86024 3 11.27 1381820 50.0
Benzene, l-ethyl-_... 10.76 58.9 ug/L 1626850 3 11.27 1381820 50.0
trans-2-Ethyl-3-m... 10.86 15.4 ug/L 424646 3 11.27 1381820 50.0
Indane 11.55 47.3 ug/L 1307940 3 11.27 1381820 50.0
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