LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO40519WMA .M
Title : VOC Analysis

Signal > TIC

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

1.180 22 28 34 rBvV 45483 44158 0.05% 0.019%
1.299 58 65 85 rBvV 535795 575560 0.62% 0.244%
rBvV2 4375234 4784080 5.19% 2.030%
1.511 127 131 138 rBV 13669 12472 0.01% 0.005%
1.675 172 182 195 rBV2 274373 384694 0.42% 0.163%
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1.749 195 205 225 rVB 2606211 3524353 3.83% 1.495%
1.894 240 250 257 rBV 145103 203483 0.22% 0.086%
264 281 rVB 546660 742371 0.81% 0.315%
2.042 287 296 306 rBV 146730 197094 0.21% 0.084%
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1 2.096 306 313 316 rvve 8832 13862 0.02% 0.006%
11 2.132 316 324 332 rVV 68290 100020 0.11% 0.042%
12 2.180 333 339 350 rvB4 21233 33799 0.04% 0.014%
13 2.276 355 369 408 rVB 6627468 11407651 12.38% 4._.840%
14 2.444 411 421 438 rVB2 37960 71668 0.08% 0.030%
15 2.640 465 482 485 rBV6 17846 35073 0.04% 0.015%

16 2.701 489 501 505 rvv 205641 392422 0.43% 0.166%
17 2.736 507 512 520 rvVv 284885 514060 0.56% 0.218%
18 2.784 521 527 552 rvv3 169187 365345 0.40% 0.155%
19 2.990 573 591 618 rBv4 422394 982339 1.07% 0.417%
20 3.196 639 655 670 rVvB6 17999 43888 0.05% 0.019%

21 3.296 670 686 701 rBv4 48625 106139 0.12% 0.045%
22 3.440 711 731 760 rBV 498211 1163558 1.26% 0.494%
23 3.649 785 796 802 rBV7 5076 9800 0.01% 0.004%
24 3.736 808 823 836 rBvV7 13155 41319 0.04% 0.018%
25 3.990 883 902 916 rBV3 74458 207902 0.23% 0.088%

26 4.090 916 933 949 rVvB2 175475 463722 0.50% 0.197%
27 4.218 949 973 1021 rBV2 34911297 86553493 93.95% 36.719%
28 4.643 1090 1105 1126 rBV2 345213 898116 0.97% 0.381%
29 4.910 1169 1188 1206 rBV 2420378 5892945 6.40% 2.500%
30 4.987 1207 1212 1224 rVV4 55141 116250 0.13% 0.049%

31 5.077 1225 1240 1267 rVB3 218630 565631 0.61% 0.240%
32 5.218 1271 1284 1298 rBV4 43731 106249 0.12% 0.045%
33 5.337 1299 1321 1329 rVvV2 728997 2150864 2.33% 0.912%
34 5.386 1330 1336 1353 rVV 669361 1405525 1.53% 0.596%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

35 5.476 1353 1364 1369 rvVVv6 57494 136183 0.15% 0.058%

36 5.534 1371 1382 1400 rVvV3 250120 675401 0.73% 0.287%
37 5.624 1401 1410 1425 rVB6 26133 56933 0.06% 0.024%
38 5.887 1478 1492 1528 rVV 634137 1379464 1.50% 0.585%
39 6.251 1564 1605 1626 rBV10 198344932 92126867 100.00% 39.084%
40 6.344 1629 1634 1647 rVB 659596 1259312 1.37% 0.534%

41 6.643 1722 1727 1738 rVB3 48055 80449 0.09% 0.034%
42 6.736 1746 1756 1766 rVB7 22970 47205 0.05% 0.020%
43 6.823 1775 1783 1786 rBVS8 6566 10552 0.01% 0.004%

44 6.923 1799 1814 1828 rVB2 122669 262183 0.28% 0.111%
45 7.048 1840 1853 1865 rBV3 140189 298664 0.32% 0.127%

46 7.103 1866 1870 1881 rVB5 25460 39898 0.04% 0.017%
47 7.225 1897 1908 1926 rBV 310347 601513 0.65% 0.255%
48 7.369 1947 1953 1965 rVB3 27780 45922 0.05% 0.019%

49 7.527 1989 2002 2004 rBvV2 235613 344205 0.37% 0.146%
50 7.562 2005 2013 2029 rVB 1119792 1958090 2.13% 0.831%

51 7.710 2046 2059 2074 rBV5 103314 248836 0.27% 0.106%
52 7.849 2091 2102 2113 rBV 210365 375397 0.41% 0.159%
53 7.913 2113 2122 2142 rVB2 185463 351747 0.38% 0.149%
54 8.045 2150 2163 2187 rVB3 173304 375512 0.41% 0.159%
55 8.160 2187 2199 2208 rBV 148093 267301 0.29% 0.113%

56 8.225 2208 2219 2235 rVV 1056573 1788283 1.94% 0.759%
57 8.308 2235 2245 2283 rVB 688780 1333238 1.45% 0.566%
58 8.485 2289 2300 2308 rBv4 104351 187515 0.20% 0.080%
59 8.543 2308 2318 2329 rVvVv2 192846 323350 0.35% 0.137%

60 8.601 2329 2336 2345 rVB4 29189 43950 0.05% 0.019%
61 8.755 2381 2384 2392 rVB7 4287 4788 0.01% 0.002%
62 8.842 2403 2411 2422 rBVS8 15675 29580 0.03% 0.013%
63 8.897 2426 2428 2438 rVB6 7324 8633 0.01% 0.004%
64 9.025 2457 2468 2476 rBvV 42767 76818 0.08% 0.033%

65 9.086 2476 2487 2506 rVV 1017066 1691095 1.84% 0.717%

66 9.180 2507 2516 2528 rVB3 65496 130256 0.14% 0.055%

67 9.250 2528 2538 2550 rBV9 16538 35650 0.04% 0.015%
68 9.331 2550 2563 2568 rBV2 44615 82654 0.09% 0.035%
69 9.440 2590 2597 2623 rVB 53813 111204 0.12% 0.047%
70 9.566 2628 2636 2647 rVB7 8963 15633 0.02% 0.007%
71 9.649 2655 2662 2671 rBV7 4315 8047 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA _M
Title : VOC Analysis
72 9.717 2673 2683 2686 rBV9 9769 15382 0.02% 0.007%
73 9.781 2699 2703 2718 rVB6 12996 23923 0.03% 0.010%
74 9.951 2747 2756 2768 rVB8 11553 19586 0.02% 0.008%
75 10.041 2775 2784 2802 rVB8 11168 24490 0.03% 0.010%
76 10.164 2803 2822 2833 rBvY 151841 265204 0.29% 0.113%
77 10.218 2833 2839 2852 rVB3 18567 32251 0.04% 0.014%
78 10.427 2892 2904 2922 rBV 676092 1076656 1.17% 0.457%
79 10.537 2935 2938 2944 rVB5 2576 2226 0.00% 0.001%
80 10.594 2950 2956 2961 rBV9 5180 6748 0.01% 0.003%
81 11.147 3122 3128 3133 rVV7 3743 4247 0.00% 0.002%
82 11.192 3133 3142 3152 rVB4 24283 39811 0.04% 0.017%
83 11.289 3164 3172 3176 rBV2 11734 16734 0.02% 0.007%
84 11.321 3176 3182 3192 rVB2 21575 35310 0.04% 0.015%
85 11.427 3210 3215 3220 rVB7 3150 3520 0.00% 0.001%
86 11.479 3220 3231 3252 rBV 948485 1548417 1.68% 0.657%
87 11.569 3252 3259 3269 rVv2 21091 34758 0.04% 0.015%
88 11.684 3289 3295 3306 rVB9 4518 8370 0.01% 0.004%
89 11.765 3311 3320 3322 rBV5 10490 13062 0.01% 0.006%
90 11.858 3336 3349 3367 rBV 865735 1440485 1.56% 0.611%
91 11.987 3387 3389 3398 rVB8 2286 2186 0.00% 0.001%
92 12.057 3402 3411 3422 rVB4 14441 24855 0.03% 0.011%
93 12.356 3495 3504 3520 rVvv4 29857 63128 0.07% 0.027%
94 12.491 3535 3546 3548 rBV8 5369 7734 0.01% 0.003%
95 12.649 3591 3595 3599 rBvV4 2886 2460 0.00% 0.001%
96 13.122 3735 3742 3753 rVB9 5745 9445 0.01% 0.004%
97 13.186 3755 3762 3769 rVV10 3053 5415 0.01% 0.002%
98 13.459 3840 3847 3850 rBV6 1971 2209 0.00% 0.001%
99 13.749 3923 3937 3949 rBV2 28700 63921 0.07% 0.027%
100 16.305 4726 4732 4736 rBV7 2237 3219 0.00% 0.001%

Sum of corrected areas: 235717985
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
vu031144.D

12 Apr 2019 21:17

JC/SP

K2339-11

5.0mL/MSVOA U/WATER

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU031144.D
25
1.5e+08
1e+08:
5e+07
4.22
o 1.18.19()49.511.637513@%11%1\282.44 250048 2.99 3.203(B.44 3.6674 3.990J\ 4.64 4.918p06%.2888RER62  5.89 6.34
e T 7 T T T 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: vU031144.D
1.5e+08
1e+08
5e+07
0 BIBI8R 92 NAF.227.377(5367.7177.839B.08.863231 8 394608. BiR90.98NIPE33.49. 989739 050401.2210.43G459 111180 2B 1ER5716376861 99Dt
— T T T T T
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: vU031144.D
1.5e+08
1e+08
5e+07
0 12.3R.492.65 13329 13.46 13.75 16.30
—— T 77— T T 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 U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

1.30 20.86 ug/L 575560 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 53
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 65 (1.299 min): VU031144.D (-58) (-) m/z 43.10 100.00%
43
5000 /\
% 120 140 160
57 : :
o........,....,....,....,....,....,....,....,3.6...|,...f‘.‘?.?ﬁ?.?,..-.-?ﬂ...,....,. m/z 41.05 48.59%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #235: Isobutane
43
5000 A L R
o7 120 1.40  1.60
39 m/z 42.05 33.76%
o 1215 19 30 36| 5053 57
miz--> 5L 15 %0 25 30 %5 40 45 50 % 60 65 7o
Abundance
43
A L
120 140 160
5000 m/z 39.10 18.78%
27
39
0 1 1215 19 30 36 515457
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #237: 1sobutane U L
43 120 140  1.60
m/z 57.10 3.62%
5000
27 39
15
0 2 12 | A, _ 5053 57
miz--> 5L 15 %0 25 30 %5 40 45 50 % 60 65 7o 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 2

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

1.75 127.74 ug/L 3524350 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 50
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 205 (1.749 min): VU031144.D (-195) (-) m/z 43.05 100.00%
a3
57
5000
72 140 1.60 1.80 2.00
0 ...,....,....,....,.?.‘i;.:.?ﬁ-.'l:,.‘??.,~!...,....,.9.4..,....,.1.1:‘3.,.. m/z 41.05 86.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
43
57
5000
140 1.60 1.80 2.00
29 m/z 42.10 84 _.23%
o 15 “ ‘M ‘ 5Q‘J‘ 65
RS I I I I UL IR SN IR IULRIA LS BAREE BRARE B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57 140 1.60 1.80 2.00
5000 29 m/z 57.10 66.96%
1 1B 50 64 2
o A AR RARRS RRAN RAARS RARAS RARRN RARRS RARRA RSN SARAN RARRN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #712: Butane, 2-methyl- ../,\....,....,...’\.,....,.
43 140 1.60 1.80 2.00
m/z 39.05 26 .02%
57
5000 21
15 ‘
0 ”W%”'PJ”I”lW”'ﬁ'h?ﬂﬁ*P'”ﬁé”l”'W'”'P”'P'”P'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80 2.00

SOMULMO40519WMA .M Mon Apr 15 14:41:21 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 3 (DEL) Alkane: Cyclicl.89 Concentration Rank 19

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

1.89 7.38 ug/L 203483 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 78
2 1-Pentene 70 C5H10 000109-67-1 76
3 1-Pentene 70 C5H10 000109-67-1 74
4 Cvyclobutane. methvl- 70 C5H10 000598-61-8 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59

Abundance Scan 249 (1.891 min): VU031144.D (-240) (-) m/z 42.10 100.00%
4
55
5000 70
1.60 1.80 2.00 2.20
bl e ey 8L 103 128 sz 5510 76.82%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #576: Cyclopropane, ethyl-
42
5000 %5
27 0 1.60 1.80 2.00 2.20
15 m/z 41.10 51.16%
0"W?”W'L'PJJP“qlM'“M'ﬁi'P”'P'”P'”P'”P'”I””I””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
42
55 1.60 1.80 2.00 2.20
5000 m/z 70.10 47 .82%
27 70
0 15 34 63
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #551: 1-Pentene
4 1.60 1.80 2.00 2.20
55 m/z 39.05 40.06%
5000 70
29
0'“I”“I}?I“'W”'W”W'”'ﬁ%'P”'P'”P'”P'”P'”I””I””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

1.94 26.91 ug/L 742371 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 52
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9

Abundance Scan 264 (1.939 min): VU031144.D (-257) (-) m/z 43.10 100.00%
43
5000
R REEEEEEE s e o)
5172 o 207 160 1.80 2.00 2.20
Ot e e e e e e e m/z 42.10 56.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane
43
5000 LA L L L L L L L LB B}
27 1.60 1.80 2.00 2.20
57 m/z 41.10 50.68%
, 15 T
o+t
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
R A REAREEEsssnE e )
1.60 1.80 2.00 2.20
5000 27 m/z 39.05 15.65%
15 ST 1
2
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #709: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.15 14.76%
5000
27 57 7o
15 H | \‘ VAN
0.,..”,..”,..”,..”,..”,..”,.”.,.”. EEEEEEEEEE R RERAE R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Cyclic2.04 Concentration Rank 21

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

2.04 7.14 ug/L 197094 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
2 2-Pentene. (BE)- 70 C5H10 000646-04-8 90
3 2-Methvl-1-butene 70 C5H10 000563-46-2 90
4 2-Methvl-1-butene 70 C5H10 000563-46-2 87
5 2-Pentene 70 C5H10 000109-68-2 87

Abundance Scan 295 (2.038 min): VU031144.D (-287) (-) m/z 55.05 100.00%
56
5000 0
4
108 . 1.80 2.00 2.20 2.40
o} m/z 70.10 36.94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #571: 2-Butene, 2-methyl-
55
5000
- 41 70 1.80 2.00 2.20 2.40
m/z 42.10 30.85%
Ll L
W'“'P'”I“'W'”'P'”I”'W'”'P'” REBE SRS BRSY BERSY SARRN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
180 200 220 240
5000 a9 70 m/z 41.05 26 .74%
15
o R R A R B B B S AR RS RARSE AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #563: 2-Methyl-1-butene PR
55 1.80 2.00 2.20 2.40
m/z 39.10 26 .50%
5000 70
3
0'I”}ﬁ'”'P'“P'“I”'W'“'P'”I“"“"'”'"”I”'W'”'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 1.80 2.00 2.20 2.40

SOMULMO40519WMA .M Mon Apr 15 14:41:24 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Cyclic2.13 Concentration Rank 27

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

2.13 3.63 ug/L 100020 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 83
2 2-Pentene. (2)- 70 C5H10 000627-20-3 83
3 2-Pentene. (E)- 70 C5H10 000646-04-8 80
4 2-Pentene 70 C5H10 000109-68-2 80
5 2-Pentene, (E)- 70 C5H10 000646-04-8 80

Abundance Scan 323 (2.128 min): VU031144.D (-316) (-) m/z 55.10 100.00%
55
5000 42 70
1.80 2.00 2.20 2.40
0 et e m/z 70.10  35.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #563: 2-Methyl-1-butene
55
5000
42 70 1.80 2.00 2.20 2.40
29 ‘ m/z 42.10 34.99%
0"}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
180 200 220 240
5000 42 m/z 39.00 28.09%
70
29
15
e L I S U S S RS S B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #561: 2-Pentene, (E)-
55 1.80 2.00 2.20 2.40
m/z 41.05 19.31%
5000 42
29 70
s |
I I I SIS IS B A SN R R AR R LR UL
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40

SOMULMO40519WMA .M Mon Apr 15 14:41:25 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 Isopropyl Alcohol Concentration Rank 30

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

2.44 2.60 ug/L 71668 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Methoxvacetvl chloride 108 C3H5CI02 038870-89-2 4
4 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 4
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 420 (2.440 min): VU031144.D (-411) (-) m/z 45.05 100.00%
45 h
5000
59 207 220 2.40 2.60 2.80
0 e A B s 2 m/z 43.10 23.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: 1sopropy! Alcohol
45
5000
220 2.40 2.60 2.80
27 m/z 41.10 9.24%
1\5\ M\ H‘ 59
G L L S U S S B S B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
220 2.40 2.60 2.80
5000 m/z 42.00 6.35%
15 27 59
G L L S U S S B S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5217: Methoxyacetyl chloride
45 2.20 2.40 2.60 2.80
m/z 39.00 5.94%
5000
15 29
ol |, 63 80 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80

SOMULMO40519WMA .M Mon Apr 15 14:41:25 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 10

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

2.70 14.22 ug/L 392422 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 40

Abundance Scan 501 (2.701 min): VU031144.D (-489) (-) m/z 43.05 100.00%
43
5000
71
55 86 2.40 2.60 2.80 3.00
Ob e Sl A2 0 62 P96 105 o 45 10 89.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1831: Butane, 2,3-dimethyl-
43
5000
2.40 2.60 2.80 3.00
27 - m/z 41.10 38.14%
o1 M 37/ 49 %5 &1 77 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
2.40 2.60 2.80 3.00
5000 m/z 71.05 21.56%
97 71
15 37 % 62 86
e L R R RS RS LR RS RRRRS LR LSS RN B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1828: Butane, 2,3-dimethyl-
43 2.40 2.60 2.80 3.00
m/z 39.10 14_47%
5000
71
27 55
0 15 |, 3ﬁ‘ L 49 | 65 8?
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 240 2.60 2.80 3.00

SOMULMO40519WMA .M Mon Apr

15 14:41:26 2019

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 1-Butanol, 2,3-dimethyl- Concentration Rank 8

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

2.74 18.63 ug/L 514060 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 64
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
5 Pyrrolidine 71 CAHON 000123-75-1 42

Abundance Scan 513 (2.739 min): VU031144.D (-507) (-) m/z 43.10 100.00%
a3
5000 71
57
86 240 2.60 2.80 3.00
o...,....,....,....,..3.6.|,.|:..??.'.'.,.‘?“.3.!.-...,..!.,..9.6.,...., m/z 41.10 42.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43
5000 n
240 2.60 2.80 3.00
31 55 84 m/z 71.10 42 _.13%
Oy ""I"?ﬂl"'%?'"'?%"'I""I""I""%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43
240 2.60 2.80 3.00
5000 m/z 57.10 28 .38%
27 71
57
2 " 51 63 86
e A I UL UL AR LA RS LA AN RS LR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43 240 2.60 2.80 3.00
m/z 42.10 25.71%
5000
27 71
57
0"w%“'l}?w"ih'“'w*'w'”ml'“'b"w'?ﬁl“"w"w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80 3.00

SOMULMO40519WMA .M Mon Apr 15 14:41:27 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Cyclic2.78 Concentration Rank 11

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

2.78 13.24 ug/L 365345 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 Cvclopentane 70 C5H10 000287-92-3 64
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
5 Cyclopentane 70 C5H10 000287-92-3 56

Abundance Scan 526 (2.781 min): VU031144.D (-521) (-) m/z 42.10 100.00%
ap
55
5000 0
240 2.60 2.80 3.00 3.20
0 ...,....,....,....,..3.6:|| D 82 B4 96 | m/z 55.10 50.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #553: 1-Pentene
42
55
5000
27 70 240 2.60 2.80 3.00 3.20
m/z 70.10 35.67%
o 5 s | 49 | 63
S IR UL SULELLN UL S JULRL UL SO SURIL U S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
42
\'P"W"”I'”'I”"P
240 2.60 2.80 3.00 3.20
5000 m/z 41.10 33.40%
27 > 70
36 49 62
o R L S I UL SIS IS SIS IR IS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #556: Cyclopentane
42 240 2.60 2.80 3.00 3.20
m/z 39.10 20.91%
5000
55 70
27 ‘
oL 1 5 .33 w‘ 49 63
m/z--> 0 10 20 30 40 50 6 70 8 90 100 240 2.60 2.80 3.00 3.20

SOMULMO40519WMA .M Mon Apr 15 14:41:28 2019 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

3.30 3.85 ug/L 106139 1,4-Difluorobenzene 5.89
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 90
3 n-Hexane 86 C6H14 000110-54-3 86
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 47

Abundance Scan 687 (3.299 min): VU031144.D (-670) (-) m/z 57.10 100.00%
g7
41
5000
| ‘ 86 300 320 340 360
36 53 67 /1 : : :
0““mvmvmvmvmvmvmvmvmhmvmv*L*PMPJHMPNPMJ“W“W' m/z 41.05 75.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43
29
5000
39 3.00 3.20 3.40 3.60
5 86 m/z 43.10 61.84%
o 2 R “ 531, i
SRR LA LA S LA SARSY NARLA SRS LALY AU ALAS SALAN ARSI SAALY LARAL SRAAS LR SAAA ARSI ARSI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
4 - 3.00 ':;'zb' 340 360
5000 m/z 56.10 52 .30%
29 86
o 15 37| 4953 6165 ‘! 77
L L Ly L L AR AL LR AL ALY ALY LALLN ALY EALEN RARA) IALAN AR RALSA AR AL LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane | e o S e 1
43 57 300 320 340 3.60
m/z 42.10 35.11%
29
5000
39 86
J 2 B 53| L
miz--> PR g 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Straight-Chai... Concentration Rank 18

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

3.99 7.54 ug/L 207902 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 81
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 59
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 902 (3.990 min): VU031144.D (-883) (-) m/z 43.05 100.00%
57
5000
85
3.60 3.80 4.00 4.20 4.40
69
) :.~.'.-,.'.-~..,.|...9?....,....,....,....,....,.295?. m/z 57.10 81.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
3.60 3.80 4.00 4.20 4.40
27 85 m/z 41.10 52 .50%
L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
3.60 3.80 4.00 4.20 4.40
5000 m/z 56.10 49_36%
ol 15 69 100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 3.60 3.80 4.00 4.20 4.40
m/z 42.05 23.95%
5000 85
29
0 15 H H\ N 69 A 100
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40

SOMULMO40519WMA .M Mon Apr 15 14:41:29 2019 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Cyclic4.09 Concentration Rank 9

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

4.09 16.81 ug/L 463722 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
5 Cyclohexane 84 C6H12 000110-82-7 64

Abundance Scan 933 (4.090 min): VU031144.D (-916) (-) m/z 56.10 100.00%
56

5000 41 69

-

84 3.80 4.00 4.20 4.40
ol lbed 2 | m/z 41.05  49.29%
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1491: Cyclopentane, methyl-

56

-

5000

69 3.80 4.00 4.20 4.40
. 84 m/z 69.05 40.75%
0 15 M ‘\“ u‘\ !
B L e e e e A
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance
56
a1 3.80 4.00 4.20 4.40
5000 69 m/z 55.05 24 .67%
28 84
15
O LA e e NS LA i
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56 3.80 4.00 4.20 4.40
41 84 m/z 39.10 22.81%

5000
69

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.80 4.00 420 4.40

o
N

=

o

- N
= ~
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 7

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

5.08 20.50 ug/L 565631 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47

Abundance Scan 1241 (5.080 min): VU031144.D (-1225) (-) m/z 56.10 100.00%
56
43
5000 n
85 480 5.00 5.20 5.40
oo A 22002 n/z 43.10 74320
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 480 5.00 5.20 5.40
m/z 41.05 63.64%
o \‘ L8 am
m/z--> 0 20 40 éo 80 100 120 140 160 180 200
Abundance
43 56
480 5.00 5.20 5.40
5000 m/z 57.10 59.73%
29 71
0 15 85 100
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3987: Pentane, 2,3-dimethyl- R mEE s e Rmnn A
43 56 480 5.00 5.20 5.40
m/z 71.15 36 .90%
5000 29
71
0 2 1\5 ‘\\ \‘\ ‘ 8\5 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 25

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

5.22 3.85 ug/L 106249 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 74
4 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1284 (5.218 min): VU031144.D (-1271) (-) m/z 43.05 100.00%
43
71
5000 57
63 85 100 480 5.00 520 5.40 5.60
0 ...,....,....,....,.??.',.':..?].1.|..,.~...',:...7,9..'..,...~.;...., m/z 41.10 62.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3977: Hexane, 3-methyl-
43
5000 57 70
29 480 5.00 5.20 5.40 5.60
m/z 71.05 59.17%
15 ‘ 51 | 85 100
e R R IS RN IS RS RS RARRS RS RARRS RRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43
5 71 4.80 5.00 5.20 5.40 5.60
5000 m/z 70.10 57 .64%
29
0 15 37 51 65 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3980: Hexane, 3-methyl-
43 480 5.00 5.20 5.40 5.60
m/z 57.10 48 _.31%
5000 29 57 71
oL 1 15 ‘ a7l s1[| 65 || 77 8 100
m/z--> 0 10 20 30 40 50 60 70 8 90 100 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Cyclic5.48 Concentration Rank 23

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

5.48 4.94 ug/L 136183 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 76
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 76
3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 68
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 58
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 53

Abundance Scan 1365 (5.479 min): VU031144.D (-1353) (-) m/z 70.05 100.00%
55 !
41
5000
IJ 207 5.20 5.40 5.60 5.80
0 .hq..”,..”,..”,..”,...w...w.... m/z 55.10 78.84%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
56 70
41
5000
27 520 540 5.60 5.80
‘ 83 og m/z 56.10 65.53%
0 ..:L‘.Slu‘l‘..‘l‘..“ﬁ“‘lu‘l‘..|‘....‘|....|....|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
56 70
41
520 5.40 5.60 5.80
5000 m/z 41.05 60.00%
27 83
15 98
S S S I SR WL S S L BN SR
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70 520 5.40 5.60 5.80
41 m/z 43.10 47 .06%
5000
83
[l |
0"w"”|'” L S U B B S B
m/z--> 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 4

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

5.53 24 .48 ug/L 675401 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
3 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 59
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1381 (5.530 min): VU031144.D (-1371) (-) m/z 57.10 100.00%
57
5000
41
67 99 520 5.40 560 5.80
o IS | N AN~ N N - S m/z 56.10 32.55%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000

5.20 540 5.60 5.80
m/z 41.10 24.56%

o2 1 ‘\ ‘\ | 69 83 9 114
,,,,,,,,,
m/z--> 0 60 80 100 120 140 160
Abundance
57
5.20 5.40 5.60 5.80
5000 m/z 43.10 14 .66%
29 41
o2 15 69 79 9P 114
T T T T T T [ T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #38358: Heptane, 2,2,4,6,6-pentamethyl-
57 5.20 5.40 5.60 5.80
m/z 39.10 7.77%
5000
o ‘\ L F 85 99 112 155 170
,,,,,,,,,
m/z--> 0 60 80 100 120 140 160 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 unknown-01 Concentration Rank 1

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

6.25 3339.23 ug/L 92126900 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 43
2 Trichloroethvlene 130 C2HCI3 000079-01-6 43
3 Dimethvl sulfide 62 C2H6S 000075-18-3 22
4 Trichloroethvlene 130 C2HCI3 000079-01-6 14
5 Trichloroethylene 130 C2HCI3 000079-01-6 14

Abundance Scan 1605 (6.251 min): VU031144.D (-1564) (-) m/z 60.10 100.00%

_;::::::j

5000
6.00 6.20 6.40 6.60
o 155171 191207 235 254270 m/z 62.10 100.00%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #336: Dimethyl sulfide
7 62
5000 LA I L L L L L L LB
6.00 6.20 6.40 6.60
27 m/z 94.10 100.00%
R R R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 130
RN RAREEEE e
60 6.00 6.20 6.40 6.60
5000 m/z 95.10 100.00%
35
12
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #338: Dimethyl sulfide I Aam e R RREEs o
47 6o 6.00 6.20 6.40 6.60
m/z 97.10 100.00%
5000
15
1 \‘ ‘3\ Il AT
o o o ————
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Cyclic6.64 Concentration Rank 29

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

6.64 2.92 ug/L 80449 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 58
2 Cvclopropanecarboxvlic acid. 2-e... 198 C12H2202 103604-31-5 47
3 Cvclopentane. pentvl- 140 C10H20 003741-00-2 43
4 Cvclopentane. propvl- 112 C8H16 002040-96-2 42
5 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 38

Abundance Scan 1726 (6.640 min): VU031144.D (-1722) (-) m/z 69.10 100.00%
41
5000 56
83 o7 207 6.40 6.60 6.80 7.00
ol ol e m/z 41.10 67.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
4 69
55
5000
27 6.40 6.60 6.80 7.00
98 m/z 68.15 60.06%
15 ‘ 83
0"”|“l“kh“m“'M“lh'”l"”l"“l"“l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41
69
6.40 6.60 6.80 7.00
5000 - m/z 70.10 51.58%
55
87 g9 112
G L L S U S L B S SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17982: Cyclopentane, pentyl- A EEEEE RS L
1 g5 69 6.40 6.60 6.80 7.00
m/z 56.05 45_71%
5000 83
29
97
LA L
0"”I'l”ﬁl'ﬂI“J”IJ'JM'JLI"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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: Straight-Chai... Concentration Rank 16

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

6.92 9.50 ug/L 262183 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 86
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 86
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
4 Propan-1.3-dioic acid. dil3-meth... 244 C13H2404 064617-96-5 72
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 1813 (6.919 min): VU031144.D (-1799) (-) m/z 43.10 100.00%
a3
71
5000

7
6.60 6.80 7.00 7.20

Obrrrrrree) ..'!| B TN 207 281 "m/z 71.10 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7654: Pentane, 2,3,4-trimethy!-
43
71
5000

6.60 6.80 7.00 7.20
m/z 70.10 60.20%

27 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
6.60 6.80 7.00 7.20
5000 m/z 41.10 30.32%
27 57
0 97 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7660: Pentane, 2,3,4-trimethyl-
43 6.60 6.80 7.00 7.20
m/z 55.05 28.94%
71
5000
27
0 ‘\ \H | 97 114
T e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

7.05 10.83 ug/L 298664 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59

Abundance Scan 1854 (7.051 min): VU031144.D (-1840) (-) m/z 43.05 100.00%
43
71
5000 57
85
99 6.80 7.00 7.20 7.40
0 .,....,...'.|,' ..'|.,.-.'..~,'-....,.?1.2I,.1.39.,.... 2 m/z 71.15  61.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.80 7.00 7.20 7.40
27 85 m/z 70.10 49.66%
2 15 | \“ | |99 13
m/z--> 0 25 40 éo 85 160 120 140 160 180 200
Abundance
43
6.80 7.00 7.20 7.40
5000 m/z 57.20 46.77%
57 71
27 85
99
e L UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 6.80 7.00 7.20 7.40
m/z 41.05 36.74%
5000
29 57 71 &5
. | \‘M ‘M‘ \‘ \‘ 99 113 128
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 (DEL) Alkane: Cyclic7.71 Concentration Rank 20

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

7.71 7.36 ug/L 248836 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 91
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 81
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 81
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 53
5 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 53

Abundance Scan 2059 (7.710 min): VU031144.D (-2046) (-) m/z 97.10 100.00%
55 o7
5000 41 69
83 7.40 7.60 7.80 8.00
112
o 2 2%, m/z 55.05  87.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97
55
5000 69
41 7.40 7.60 7.80 8.00
m/z 69.10 48.48%
27
0:||1|5||U||‘|“|||‘|‘||‘l‘|||8‘l4uul‘||:|l-]l-2||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
97
55
7.40 7.60 7.80 8.00
5000 41 69 m/z 41.10 45 _43%
27
15 84 112
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6750: Cyclohexane, 1,1-dimethyl-
o7 7.40 7.60 7.80 8.00
55 m/z 73.10 45.00%
5000 41 69
27
0...1.5|.‘l‘..‘ﬁ“..‘.‘.‘,.‘l‘..,8‘l4..l‘|.:.L].-z.,....l....l....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 (DEL) Alkane: Cyclic7.91 Concentration Rank 14

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

7.91 10.40 ug/L 351747 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 97
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 95
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 95
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 93
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90

Abundance Scan 2121 (7.910 min): VU031144.D (-2113) (-) m/z 55.05 100.00%
g5 o7
5000 41
69 112
8 7.60 7.80 8.00 8.20
o! 133 191 207 m/z 97.20 98.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6819: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
27 69 112 7.60 7.80 8.00 8.20
83 m/z 41.10 46.73%
s | g )]
0"”I"”i"““'w”l"”u"”l"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.10 38.51%
27 69 112
83
15
G L L UL U B B B S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 7 7.60 7.80 8.00 8.20
m/z 69.10 37.02%
41
5000 110
69
LT
o <N | | T S T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Cyclic8.04 Concentration Rank 12

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

8.04 11.10 ug/L 375512 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 96
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 95
3 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 95
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 91
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 2162 (8.041 min): VU031144.D (-2150) (-) m/z 55.05 100.00%
55 o7
5000
41 112
‘ 69
3 7.80 8.00 8.20 8.40
o...,....,....,....LI'...,-.'.' ,6.2..'!|!...'.~,-.-'.'..,..'!!,....,.~...,...1.?9..., m/z 97.15 97.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 7.80 8.00 8.20 8.40
27 69 m/z 41.05 35.83%
83
0'“I}?I”Lh“”kL”IM“F%mM””ﬁ““"LP”'P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
7.80 8.00 8.20 8.40
5000 41 m/z 112.15 35.15%
112
69
27 83
o 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 9 7.80 8.00 8.20 8.40
m/z 56.10 32.13%
5000 41 112
27
0'“lﬁal“hh““hm“lmyF%“H““wH“"“'“'w“'w“w'”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 2-Pentanone, 4,4-dimethyl- Concentration Rank 17

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

8.16 7.90 ug/L 267301 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 90
2 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 86
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
4 1-Butoxv-2-propanol acetate 174 C9H1803 085409-76-3 64
5 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 50

Abundance Scan 2199 (8.160 min): VU031144.D (-2187) (-) m/z 43.10 100.00%
43
5000 57
68 99 114 7.80 8.00 8.20 8.40
Ol el 22 88 20 TT 80191 07 0 Tz 57.10  48.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7575: 2-Pentanone, 4,4-dimethyl-
43
5000 57

7.80 8.00 8.20 8.40
m/z 58.10 35.38%

29
L \‘ A 71 86 99 114
oSS 4NN - S SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.80 8.00 8.20 8.40
5000 57 m/z 41.10 23.90%
15 29
71 g 90 114
R SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7508: 2-Hexanone, 5-methyl- e B e R AR
43 7.80 8.00 8.20 8.40
m/z 39.00 11.28%
5000
58
27
Ll T e o9 114
Ot e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 27 (DEL) Alkane: Cyclic8.49 Concentration Rank 22

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

8.49 5.54 ug/L 187515 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 95
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 91
3 4-Octene. (E)- 112 C8H16 014850-23-8 64
4 3-Octene. (E)- 112 C8H16 014919-01-8 60
5 4-Octene, (2)- 112 C8H16 007642-15-1 58

Abundance Scan 2302 (8.492 min): VU031144.D (-2289) (-) m/z 55.05 100.00%
56
97
41 83
5000
70 112
8.20 8.40 8.60 8.80
0...,....,....,...:;Il:..,'.|.' Lozl 105128 e s 68, 34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55
4 97
5000
- 70 83 112 8.20 8.40 8.60 8.80
m/z 41.05 55.54%
0'”I}?I”'W“'W'”W'“'ﬁ%'P'”P'“ SRS SRS AR BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
97
8.20 8.40 8.60 8.80
5000 41 0 83 m/z 83.10 46 .62%
112
27
o 15 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6637: 4-Octene, (E)-
55 8.20 8.40 8.60 8.80
41 m/z 70.10 40.47%
5000 70
27 ‘
0 '“|'%?'w"'|“'jix"|”Lt|§?M|“"w'l"w'??|”"|““'|"”|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 (DEL) Alkane: Cyclic8.54 Concentration Rank 15

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

8.54 9.56 ug/L 323350 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 94
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 72

Abundance Scan 2317 (8.540 min): VU031144.D (-2308) (-) m/z 83.15 100.00%
55 83
5000
41
112
67 o5 | 129 200 8.20 8.40 860 8.80
o} L e m/z 55.10 78 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 8.20 8.40 860 8.80
67 m/z 82.05 44 _72%
27
0'}a'u'wh'wh'M'wl"w"“w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 8.20 8.40 8.60 8.80
5000 m/z 41.10 35.16%
41
. 112
67 o7
e S S SR SRS WL WL L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6669: Cyclohexane, ethyl-
83 8.20 8.40 860 8.80
55 m/z 112.10 21.20%
5000
41
112
27 67
0'}a'U'ﬂm'”“'U”ll'ﬁz"“l"“l"“l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

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

Peak Number 29 Pentalene, octahydro- Concentration Rank 24

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

9.18 3.85 ug/L 130256 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro- 110 C8H14 000694-72-4 64
2 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 64
3 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 59
4 1.3-Pentadiene. 2-methvl-. (E)- 82 C6H10 000926-54-5 59
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 59

Abundance Scan 2516 (9.180 min): VU031144.D (-2507) (-) m/z 67.10 100.00%
67
5000 82
at 54 8.80 9.00 9.20 9.40 9.60
95 110 - - - - -
0 e 20 | m/Z 82.10  42.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5940: Pentalene, octahydro-
67
5000 82 SNSRI NARE RE
8.80 9.00 9.20 9.40 9.60
41 m/z 41.05 18.48%
27 | )| e 10
G L S S SIS B UL L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
82 8.80 9.00 9.20 9.40 9.60
5000 m/z 66.10 13.69%
41
54 110
95
G R S S SIS B I L L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1202: C2H5CH=CHCH=CH2
67 8.80 9.00 9.20 9.40 9.60
m/z 39.10 13.38%
5000 39 82
27 54
0 ..1‘.5|.“l‘..“l‘..”l”‘.l‘.“l..“l“....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041219\
Data File : VU031144.D

Aca On : 12 Apr 2019 21:17

Operator : JC/SP

Sample : K2339-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 6-Methyl-2-heptanol, methyl... Concentration Rank 28

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

9.44 3.29 ug/L 111204 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 59
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 50
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 40

Abundance Scan 2597 (9.440 min): VU031144.D (-2590) (-) m/z 59.10 100.00%
59
5000
41
97 115 9.20 9.40 9.60 9.80
o e L 222 g 57.10  54.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59
5000
9.20 9.40 9.60 9.80
m/z 41.05 27 .28%
ol 15 % AL 70 84 97 112 129 143
m/z--> 20 40 60 80 160 150 140 160 180 200 220
Abundance
59
41 9.20 9.40 9.60 9.80
5000 m/z 56.10 18.06%
29
0 15 73 86 104 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59 9.20 9.40 9.60 9.80
m/z 43.00 15.43%
41
5000
29 87
I O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU041219\
Data File : VU031144.D

Acq On : 12 Apr 2019 21:17

Operator : JC/SP

Sample - K2339-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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... 1.30 20.9 ug/L 575560 1 5.89 1379460 50.0
(DEL) Alkane: Str... 1.75 127.7 ug/L 3524350 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 1.89 7.4 ug/L 203483 1 5.89 1379460 50.0
(DEL) Alkane: Str... 1.94 26.9 ug/L 742371 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 2.04 7.1 ug/L 197094 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 2.13 3.6 ug/L 100020 1 5.89 1379460 50.0
Isopropyl Alcohol 2.44 2.6 ug/L 71668 1 5.89 1379460 50.0
(DEL) Alkane: Str... 2.70 14.2 ug/L 392422 1 5.89 1379460 50.0
1-Butanol, 2,3-di... 2.74 18.6 ug/L 514060 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 2.78 13.2 ug/L 365345 1 5.89 1379460 50.0
(DEL) Alkane: Str... 3.30 3.9 ug/L 106139 1 5.89 1379460 50.0
(DEL) Alkane: Str... 3.99 7.5 ug/L 207902 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 4.09 16.8 ug/L 463722 1 5.89 1379460 50.0
(DEL) Alkane: Str... 5.08 20.5 ug/L 565631 1 5.89 1379460 50.0
(DEL) Alkane: Str... 5.22 3.9 ug/L 106249 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 5.48 4.9 ug/L 136183 1 5.89 1379460 50.0
(DEL) Alkane: Str... 5.53 24.5 ug/L 675401 1 5.89 1379460 50.0
unknown-01 6.25 3339.2 ug/L 92126900 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 6.64 2.9 ug/L 80449 1 5.89 1379460 50.0
(DEL) Alkane: Str... 6.92 9.5 ug/L 262183 1 5.89 1379460 50.0
(DEL) Alkane: Str... 7.05 10.8 ug/L 298664 1 5.89 1379460 50.0
(DEL) Alkane: Cyc... 7.71 7.4 ug/L 248836 2 9.09 1691100 50.0
(DEL) Alkane: Cyc... 7.91 10.4 ug/L 351747 2 9.09 1691100 50.0
(DEL) Alkane: Cyc... 8.04 11.1 ug/L 375512 2 9.09 1691100 50.0
2-Pentanone, 4,4-_.. 8.16 7.9 ug/L 267301 2 9.09 1691100 50.0
(DEL) Alkane: Cyc... 8.49 5.5 ug/L 187515 2 9.09 1691100 50.0
(DEL) Alkane: Cyc... 8.54 9.6 ug/L 323350 2 9.09 1691100 50.0
Pentalene, octahy... 9.18 3.9 ug/L 130256 2 9.09 1691100 50.0
6-Methyl-2-heptan. .. 9.44 3.3 ug/L 111204 2 9.09 1691100 50.0
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