LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR101719WMA_.M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.372 3 10 29 rvB 1971520 1985124 99.61% 11.409%
2 1.507 41 52 74 rVB2 140635 190070 9.54% 1.092%
3 1.610 75 84 95 rBv3 839005 1470552 73.79% 8.452%
4 1.678 101 105 109 rBv 29193 26864 1.35% 0.154%
5 1.707 109 114 121 rvVB 52224 56760 2.85% 0.326%
6 1.752 121 128 135 rVB 124349 131142 6.58% 0.754%
7 1.932 175 184 199 rVB2 155586 236958 11.89% 1.362%
8 2.015 202 210 220 rVB 127116 170397 8.55% 0.979%
9 2.179 252 261 269 rBV 190671 260798 13.09% 1.499%
10 2.231 269 277 301 rVB3 200686 422633 21.21% 2.429%
11 2.343 306 312 325 rVB 22610 33171 1.66% 0.191%
12 2.443 332 343 352 rBV2 72955 122986 6.17% 0.707%
13 2.494 353 359 370 rVB2 23093 36499 1.83% 0.210%
14 2.597 378 391 404 rBV 226117 389606 19.55% 2.239%
15 2.668 405 413 429 rVB3 43734 81738 4_.10% 0.470%
16 2.890 474 482 492 rVB2 33319 53075 2.66% 0.305%
17 3.009 507 519 536 rBV6 20372 53610 2.69% 0.308%
18 3.115 544 552 561 rvV 17595 31195 1.57% 0.179%
19 3.170 562 569 582 rVB5 11328 23824 1.20% 0.137%

20 3.427 618 649 673 rBv2 84197 276161 13.86% 1.587%

21 3.629 696 712 729 rVB5 58861 152495 7.65% 0.876%

22 3.739 734 746 765 rvVB2 33613 73257 3.68% 0.421%
23 3.871 770 787 799 rBv4 13888 35212 1.77% 0.202%
24 3.951 802 812 826 rVB6 8750 22842 1.15% 0.131%
25 4.243 886 903 915 rBv4 18839 48170 2.42% 0.277%
26 4.514 970 987 1000 rBV3 17190 43279 2.17% 0.249%

27 4.716 1025 1050 1067 rBV2 333212 920387 46.18% 5.290%
28 5.115 1154 1174 1197 rBV 184189 445696 22.36% 2.562%

29 5.237 1198 1212 1223 rBV3 9487 22326 1.12% 0.128%
30 5.488 1277 1290 1300 rBV10 9055 22244 1.12% 0.128%
31 5.629 1321 1334 1351 rVB4 12109 25225 1.27% 0.145%
32 5.771 1351 1378 1407 rBV2 379681 1010380 50.70% 5.807%
33 6.009 1441 1452 1460 rBv4 11803 23742 1.19% 0.136%
34 6.067 1461 1470 1489 rVB4 20110 49803 2.50% 0.286%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR101719WMA_M
Title - TRACE VOA SOMO1.0
35 6.173 1489 1503 1513 rBv4 13673 29370 1.47% 0.169%

36 6.292 1526 1540 1563 rBV 344670 691083 34.68% 3.972%
37 6.584 1615 1631 1653 rBV 1032634 1992894 100.00% 11.454%
38 6.735 1665 1678 1701 rVB 235925 466146 23.39% 2.679%
39 6.931 1731 1739 1754 rVB3 20363 35202 1.77% 0.202%
40 7.607 1931 1949 1967 rBV 117470 226825 11.38% 1.304%

41 7.935 2034 2051 2064 rBvV 442621 784227 39.35% 4_.507%
42 8.005 2065 2073 2082 rVB 33752 58010 2.91% 0.333%
43 8.218 2127 2139 2158 rBV 67620 129448 6.50% 0.744%
44 8.584 2241 2253 2269 rVB2 61069 104153 5.23% 0.599%
45 8.690 2270 2286 2319 rBV 342189 1023556 51.36% 5.883%

46 8.832 2321 2330 2362 rVB3 71257 185188 9.29% 1.064%
47 9.449 2508 2522 2559 rBvV 457642 852676 42.79%% 4.901%
48 9.722 2593 2607 2618 rBV3 11623 23202 1.16% 0.133%
49 10.391 2800 2815 2836 rBV5 27453 62244 3.12% 0.358%
50 10.787 2926 2938 2965 rVB 175753 311651 15.64% 1.791%

51 11.729 3217 3231 3243 rBV2 50558 90033 4._.52% 0.517%
52 11.844 3254 3267 3286 rVB 350683 655386 32.89% 3.767%
53 12.224 3369 3385 3405 rVB 332302 607528 30.48% 3.492%

54 12.922 3591 3602 3618 rBV2 56637 92274 4.63% 0.530%
55 14.092 3957 3966 3980 rBV3 16795 30196 1.52% 0.174%
Sum of corrected areas: 17399513
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU035354.D
37

1500000

6.58

1000000
1.61

500000 577 6.29

2.60 11 6.7
3.43
o 29267 288.m317 A 3B74gm5 424 451 Ns24 sug.69 | eamm1
= ~ LAWY AL L L, e R e R

T ™ T
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: VU035354.D

1500000
1000000

500000 7.93 9.45
8.69 11.84

7.61 10.79
6.93 o1 822 856\ 883 972 103 |\ 11.7

L L e e e e s e B L mes e oo e e e e B A e e s s e e L B e e e B B e L E
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU035354.D

1500000
1000000
500000

.22

12.92

14.09
ot
Time--> 12.50 13.00

T — = = T
15.00 17.50

T T = T
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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: Cyclicl.37 Concentration Rank 1

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

1.37 14_.36 ug/L 1985120 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 7
4 Cvclopropane 42 C3H6 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance Scan 9 (1.369 min): VU035354.D (-3) (-) m/z 41.00 100.00%
5000 *F h
sg 1.40 1.50 1.60 1.70 1.80
o e e | M/z 39.00 83.78%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #57: Propene
5000 27
1.40 1.50 1.60 1.70 1.80
m/z 42.00 60.22%
1 15
0 USRI S BRI LI WL UL
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
4
140 150 1.60 1.70 180
5000 27 m/z 44.05 32.32%
, 15
e I S S R B B LS W B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #60:Cyc|0pr0pane LI L L L N LN BB
4 1.40 1.50 1.60 1.70 1.80
m/z 43.00 31.95%
5000 27
L
o e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 5

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

1.51 1.38 ug/L 190070 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 53
2 Isobutane 58 C4H10 000075-28-5 50
3 Isobutane 58 C4H10 000075-28-5 50
4 Isobutane 58 C4H10 000075-28-5 38
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 53 (1.510 min): VU035354.D (-41) (-) m/z 42.95 100.00%
43
5000
64 207 1.40 1.50 1.60 1.70 1.80 1.90
) —ST A S O 2 o] B T= D=0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #236: Isobutane
43
5000
27 1.40 1.50 1.60 1.70 1.80 1.90
m/z 42.00 33.52%
oLt P | I, 57
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.00 21.58%
27
15 57
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 63.90 10.30%
5000
27
15
L2 A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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.75 Concentration Rank 9

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

1.75 0.95 ug/L 131142 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 2-Butene. (2)- 56 C4H8 000590-18-1 83
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 83
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 72
5 2-Butene, (2)- 56 C4H8 000590-18-1 68

Abundance Scan 127 (1.748 min): VU035354.D (-121) (-) m/z 41.00 100.00%
a4
56
5000
77 207 1.60 1.80 2.00
o L R m/z 56.05 66 .83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #177: 1-Butene
a
5000 56 R A R S
1.60 1.80 2.00
28 m/z 39.00 43.90%
0! 2 15 A
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance
4
5 160 180 200
5000 m/z 55.00 33.62%
28
15
G e U UL S UL B I L B WAL W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #186: 1-Propene, 2-methyl-
a 1.60 1.80 2.00
m/z 53.00 11.79%
5000 56
28
0 '%-ﬁi'i'NH'WL|“"|'“'|"“|"'w""w"'w'"|“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 6

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

2.02 1.23 ug/L 170397 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 211 (2.019 min): VU035354.D (-202) (-) m/z 43.05 100.00%
57
5000
72 94 007 1.60 1.80 2.00 2.20 2.40
| UEBERSSSSIRRB | MY AN DRSS~ m/z 41.95 88.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 41.00 87 .39%
72
0 w"}?w"J"*lw'4'|“"|“"|“"|'“' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 74 .51%
, 185 72
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 29.21%
57
5000 27
15 ‘
0 'E"Llﬂ"il““l'7ﬁl"“l"'w"'w""""w"'l“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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: Cyclic2.18 Concentration Rank 3

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

2.18 1.89 ug/L 260798 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 86
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 78
3 1-Pentene 70 C5H10 000109-67-1 74
4 1-Pentene 70 C5H10 000109-67-1 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68

Abundance Scan 261 (2.179 min): VU035354.D (-252) (-) m/z 42.05 100.00%
4 55
5000 70
° 20 1.80 2.00 2.20 2.40 2.60
ol 4 ! m/z 55.00 79.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 1.80 2.00 2.20 2.40 2.60
m/z 41.00 51.10%
15
0 R R S L B WL B WAL S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42
1.80 2.00 2.20 2.40 2.60
5000 . 55 m/z 70.05 50.13%
70
15
2
G L U UL L WL B L B B S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
42 1.80 2.00 2.20 2.40 2.60
55 m/z 39.00 44 .36%
5000 70
29
0 w"}?w"'w"'|“"|“"|'“'|"“|"“|"'w"'w"" EDESARIU NS U R AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 2

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

2.23 3.06 ug/L 422633 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 59

Abundance Scan 277 (2.231 min): VU035354.D (-269) (-) m/z 43.00 100.00%
43
5000
55
72
1.80 2.00 2.20 2.40 2.60
o...,....,....,....,...3?.;.:..5,9.'.:|.,‘??..I!..??....?l...., m/z 42.00 62.57%
m/z--> 0 10 20 30 40 50 60 70
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 57 7 m/z 41.00 56.94%
15 . 37L ! n| 63
e B S L S UL S SR I UL IR
m/z--> 0 10 20 40 50 60 70
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 27 m/z 55.05 32.47%
57
) 15 51 72
o L UL LI S UL SV SIS I UL IR
m/z--> 0 10 20 30 40 50 60 70
Abundance #707: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.00 27 .24%
5000
27
57
0 2 1\5 il . “ 7\2
L NN SRR UL S UL SO SN UL SO IR DERRARE SRR SRR BARSE R
m/z--> 0 10 20 40 50 60 70 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 7 (DEL) Alkane: Cyclic2.44 Concentration Rank 10

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

2.44 0.89 ug/L 122986 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 93
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
3 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 91
4 2-Pentene. (E)- 70 C5H10 000646-04-8 87
5 2-Pentene, (2)- 70 C5H10 000627-20-3 87

Abundance Scan 342 (2.440 min): VU035354.D (-332) (-) m/z 55.00 100.00%
55
5000 - 70
220 2.40 2.60 2.80
o e 2. | m/Z 70.10  38.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #562: 2-Pentene, (E)-
55
5000 39 70
220 2.40 2.60 2.80
27 m/z 42.00 33.81%
15
0 IR I WL WL UL WL I W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
220 2.40 2.60 2.80
5000 20 m/z 39.00 32.40%
41
29
G R L I I B WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans- R o e e
55 220 2.40 2.60 2.80
m/z 41.00 24 .78%
5000 70
41
29 ‘
OIIIII"""“i"'”'“lI"""'I'"'I'"'I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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: Cyclic3.63 Concentration Rank 7

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

3.63 1.10 ug/L 152495 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 81
2 1-Hexene 84 C6H12 000592-41-6 76
3 Oxirane. (l-methvlbutvl)- 114 C7H140 053229-39-3 72
4 2-Hexene. (2)- 84 C6H12 007688-21-3 52
5 Cyclohexane 84 C6H12 000110-82-7 50

Abundance Scan 712 (3.629 min): VU035354.D (-696) (-) m/z 40.95 100.00%
41 6
5000
69 84
50 ‘ ‘ 3.20 3.40 360 3.80 4.00
Ol el 2l 83 L T L Tm/z 56.00 90.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1453: 1-Hexene
41 56
27
5000
84 3.20 3.40 360 3.80 4.00
69 m/z 55.00 56.40%
L2 % llss |l sl es | 7
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
41 56
3.20 3.40 360 3.80 4.00
5000 m/z 42.00 50.36%
27 69 84
15 50 63 77
e L U UL UL LS IS UL IR I IS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7555: Oxirane, (1-methylbutyl)-
56 3.20 3.40 360 3.80 4.00
41 m/z 38.95 49.88%
5000
69
‘ 85
O ﬁq‘l‘kl"“'ﬂl'??lhlt '|"'??""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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: Straight-Chai... Concentration Rank 13

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

3.74 0.53 ug/L 73257 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 59
3 n-Hexane 86 C6H14 000110-54-3 53
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 50
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 50

Abundance Scan 746 (3.739 min): VU035354.D (-734) (-) m/z 57.10 100.00%
g7
41
5000
86
| ‘ 53, 6771 3.40 3.60 3.80 4.00
Ol m/z 41.00 65.47%
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
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 42.95 63.70%
o 15 | 37L‘ 4953 6165 L 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 ¥
29 3.40 3.60 3.80 4.00
5000 m/z 56.00 58.41%
39 86
. 2 15 53 71
SRR L Ly ) ML KA A MRS KAL) KLY AR ML LAkt A LAY LA R ALY LA Nkt
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 3.40 3.60 3.80 4.00
43 m/z 42.00 31.72%
29
5000
39
15 86
o 2 2 L 53] i
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 Hexanal Concentration Rank 8

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

8.83 1.09 ug/L 185188 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 87
2 Hexanal 100 C6H120 000066-25-1 83
3 Hexanal 100 C6H120 000066-25-1 83
4 Hexanal 100 C6H120 000066-25-1 78
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 43

Abundance Scan 2329 (8.829 min): VU035354.D (-2321) (-) m/z 56.00 100.00%

41 56
5000

8.40 8.60 8.80 9.00 9.20
Of m/z 44.00 94 .94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3771: Hexanal

5000 29 | LI L L L LB LB
8.40 8.60 8.80 9.00 9.20
72 m/z 41.00 89.99%
o 6 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.95 65.44%
27
58 72
0 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3773: Hexanal EE e A Ramar e
8.40 8.60 8.80 9.00 9.20
m/z 43.00 64.08%
5000
29
72
8
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 Octanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.73 0.69 ug/L 90033 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 87
3 Octanal 128 C8H160 000124-13-0 72
4 Octanal 128 C8H160 000124-13-0 72
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 43
Abundance Scan 3231 (11.729 min): VU035354.D (-3217) (-) m/z 41.00 100.00%
4
57
84
5000 69
100
110 11.40 11.60 11.80 12.00
0 ..,....,....,...:;..'..Sﬁ’.”.!,..'!‘.l|!.7.~7".'.|..,9.3.:'!....l . m/z 42.95 93.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12422: Octanal
a 57
84
5000 29 69
11.40 11.60 11.80 12.00
m/z 57.00 73.34%
ozl e oo
0 "|'%?'|'"'l""l'J'ﬁgu'!l"!'Iu'?zl'J"l'l'4""|""|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 56 84
11.40 11.60 11.80 12.00
5000 29 69 m/z 56.10 71.07%
100
110
ol 77 93 128
wwmwﬁmmmrﬁrwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal
43 11.40 11.60 11.80 12.00
56 m/z 55.00 70.33%
29
5000 84
69
100 110
o ..,....,...:,....;....,.w.:,..;H,H.??,H.‘.. o3 | O 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035354.D

Aca On : 22 Oct 2019 10:42

Operator : JC/SP

Sample : K5461-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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 Nonanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.92 0.70 ug/L 92274 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 2-Hepten-1-ol. (B)- 114 C7H140 033467-76-4 38
3 Hex-5-envlamine 99 C6H13N 034825-70-2 25
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 22
5 2,3-Dimethyl-aziridine 71 C4HON 002549-68-0 22
Abundance Scan 3602 (12.922 min): VU035354.D (-3591) (-) m/z 57.00 100.00%
5000
0 o o8
114124 007 12.60 12.80 13.00 13.20
0! e B o B I T o m/z 40.95 96.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19920: Nonanal

5000
12.60 12.80 13.00 13.20

m/z 56.00 73 .04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
R AR
a1 12.60 12.80 13.00 13.20
5000 m/z 55.10 67.49%
27
68 81
96
15 114
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3529: Hex-5-enylamine
30 12.60 12.80 13.00 13.20
m/z 43.00 65.35%
56
5000
1
67 82
0 ,T,,,g?,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102219\
Data File : VU035354.D

Acq On : 22 Oct 2019 10:42

Operator : JC/SP

Sample - K5461-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA _M
TRACE VOA SOMO1.0

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: Cyc... 1.37 14.4 ug/L 1985120 1 6.29 691083 5.0
(DEL) Alkane: Str... 1.51 1.4 ug/L 190070 1 6.29 691083 5.0
(DEL) Alkane: Cyc... 1.75 0.9 ug/L 131142 1 6.29 691083 5.0
(DEL) Alkane: Str... 2.02 1.2 ug/L 170397 1 6.29 691083 5.0
(DEL) Alkane: Cyc... 2.18 1.9 ug/L 260798 1 6.29 691083 5.0
(DEL) Alkane: Str... 2.23 3.1 ug/L 422633 1 6.29 691083 5.0
(DEL) Alkane: Cyc... 2.44 0.9 ug/L 122986 1 6.29 691083 5.0
(DEL) Alkane: Cyc... 3.63 1.1 ug/L 152495 1 6.29 691083 5.0
(DEL) Alkane: Str... 3.74 0.5 ug/L 73257 1 6.29 691083 5.0
Hexanal 8.83 1.1 ug/L 185188 2 9.45 852676 5.0
Octanal 11.73 0.7 ug/L 90033 3 11.84 655386 5.0
Nonanal 12.92 0.7 ug/L 92274 3 11.84 655386 5.0
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