LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample : K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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\SOMUTR110419WMA_.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 1.617 78 86 94 rBvV 122781 136579 1.45% 0.220%
2 1.935 177 185 198 rVB 100377 129037 1.37% 0.208%
3 2.015 198 210 237 rBY 6998619 9447435 100.00% 15.222%
4 2.227 265 276 301 rBVY 1358657 1911992 20.24% 3.081%
5 2.623 380 399 429 rVB2 656812 1542400 16.33% 2.485%
6 3.073 525 539 545 rBV 829309 1773087 18.77% 2.857%
7 3.112 546 551 563 rVB 861781 1498898 15.87% 2.415%
8 3.395 621 639 665 rBVY2 1005386 2254795 23.87% 3.633%
9 3.613 689 707 728 rVB3 64973 158528 1.68% 0.255%
10 3.739 729 746 767 rBV2 171197 383047 4 .05% 0.617%

11 3.877 773 789 801 rBV3 51954 126173 1.34% 0.203%
12 3.961 801 815 824 rvv2 87537 216105 2.29% 0.348%
13 4.022 825 834 851 rvB2 107931 258501 2.74% 0.417%
14 4._.137 854 870 886 rBvV2 73467 184410 1.95% 0.297%
15 4._.237 886 901 916 rBv4 50384 121095 1.28% 0.195%

16 4.382 923 946 960 rBV3 104316 279667 2.96% 0.451%
17 4.478 961 976 990 rvv2 151148 371023 3.93% 0.598%
18 4._.575 990 1006 1023 rvVv 883540 2104069 22.27% 3.390%
19 4_.700 1024 1045 1081 rVB 170798 530117 5.61% 0.854%
20 5.115 1160 1174 1185 rBV 162840 369389 3.91% 0.595%

21 5.430 1253 1272 1283 rBV3 425023 1033290 10.94% 1.665%
22 5.504 1283 1295 1315 rVB 394566 953881 10.10% 1.537%
23 5.632 1321 1335 1343 rBV3 86709 194006 2.05% 0.313%
24 5.771 1361 1378 1390 rBV2 329396 823616 8.72% 1.327%
25 5.890 1403 1415 1421 rBV2 176044 351596 3.72% 0.567%

26 5.941 1421 1431 1447 rVV2 447859 1192813 12.63% 1.922%
27 6.028 1448 1458 1470 rVB3 104835 227940 2.41% 0.367%
28 6.292 1527 1540 1548 rBV 241926 485380 5.14% 0.782%
29 6.607 1620 1638 1663 rVB6 59881 170851 1.81% 0.275%
30 6.735 1663 1678 1685 rBvV 206560 422209 4._.47% 0.680%

31 7.292 1837 1851 1867 rVB 180037 368831 3.90% 0.594%
32 7.420 1868 1891 1931 rBV6 219637 625687 6.62% 1.008%
33 7.603 1933 1948 1959 rBv2 100573 212549 2.25% 0.342%
34 7.793 1995 2007 2019 rvVB4 53991 105199 1.11% 0.170%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample : K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA .M
TRACE VOA SOMO1.0

35 7.935 2041 2051 2063 rVB 363996 620355 6.57% 1.000%

36 8.218 2123 2139 2149 rBV2 51696 107379 1.14% 0.173%
37 8.439 2201 2208 2228 rVB2 63172 115963 1.23% 0.187%
38 8.684 2271 2284 2319 rBV 343913 1038512 10.99% 1.673%
39 9.449 2509 2522 2543 rBvV 346846 651905 6.90% 1.050%
40 9.600 2559 2569 2589 rVB 296023 484445 5.13% 0.781%

41 9.722 2594 2607 2637 rBV 680516 1188827 12.58% 1.915%
42 10.131 2720 2734 2759 rVB 75321 136355 1.44% 0.220%
43 10.513 2841 2853 2875 rBVY 174430 295345 3.13% 0.476%
44 10.787 2926 2938 2960 rBVY 177990 314065 3.32% 0.506%
45 10.935 2970 2984 3000 rBV 769784 1270807 13.45% 2.048%

46 11.025 3000 3012 3031 rVV 1904450 4446914 47.07% 7.165%
47 11.115 3031 3040 3067 rVB 851981 1382808 14.64% 2.228%
48 11.317 3090 3103 3130 rBV 936924 1551145 16.42% 2.499%
49 11.494 3144 3158 3177 rBV 4317172 6811143 72.10% 10.974%
50 11.635 3191 3202 3206 rBV 83885 123836 1.31% 0.200%

51 11.668 3207 3212 3229 rVB 99203 154638 1.64% 0.249%
52 11.838 3252 3265 3280 rVV 409850 768123 8.13% 1.238%
53 11.918 3280 3290 3317 rVB 791391 1278702 13.53% 2.060%
54 12.121 3337 3353 3370 rBV3 699869 1410612 14.93% 2.273%
55 12.214 3370 3382 3405 rVB5 753463 1508995 15.97% 2.431%

56 12.327 3405 3417 3429 rVB2 59277 95769 1.01% 0.154%
57 12.401 3429 3440 3455 rVB 139261 241199 2.55% 0.389%
58 12.488 3455 3467 3472 rBV 248919 389092 4.12% 0.627%
59 12.520 3473 3477 3488 rVB 191898 265333 2.81% 0.428%
60 12.594 3489 3500 3508 rBV 356531 573303 6.07% 0.924%

61 12.635 3508 3513 3524 rVB2 98911 152615 1.62% 0.246%
62 12.706 3524 3535 3553 rBvV 300352 539444 5.71% 0.869%
63 12.899 3582 3595 3607 rVB2 78805 138895 1.47% 0.224%
64 12.996 3607 3625 3633 rBV 437247 692999 7.34% 1.117%
65 13.050 3633 3642 3654 rVB 399545 627702 6.64% 1.011%

66 13.317 3716 3725 3750 rVB 219589 387047 4._.10% 0.624%
67 13.478 3764 3775 3788 rVB2 499422 820388 8.68% 1.322%
68 13.860 3885 3894 3907 rBV3 105441 188131 1.99% 0.303%
69 13.963 3920 3926 3943 rVB2 113781 216803 2.29% 0.349%
70 14.111 3953 3972 3994 rBV 55466 110300 1.17% 0.178%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample : K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 - 0 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\SOMUTR110419WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 62064089
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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\VU111919\
VU035774.D

19 Nov 2019 16:55

JC/SP

K5910-20DL 20X

25.0mL/MSVOA U/WATER

18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AS5555
6000000
5000000
4000000
3000000

2000000

1000000

1.62

— A

TIC: VU035774.D
02

2.23

3.39 457

5.830

0
Time-->

—T—
1.50

5.94
MBS IR0 62 668

}\ 3.6?-7%.M@3.]A2M
: 550 6.00 6.50

5.11
f f } T
4.00 4.50

1

7{32 3?1’

— T T
2.50 3.00

T
5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

) AN

3.50
TIC: VU035774.D

11.49

11.02

10.981.1111.32 1192212,

11.

9.72

Time-->

T
7.00

11.50

T i L e
12.00

L

7.93 8.68
7.29.42
o alis LT -

94@6%

10.13 10.51 10.79
, : : — AL S AT R
7.50 8.00 8.50 9.00 9.50 10.00 10.50

5555
6000000
5000000
4000000
3000000

2000000

1000000

o

(LA

11.00
TIC: VU035774.D

13.48

13905
A eE

2.9
T

Time--> 1

T L S e e B e e e e N L s e
2.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00

SOMUTR110419WMA .M Mon Nov 25 11:42:03 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Straight-Chai... Concentration Rank 1

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

2.02 97.32 ug/L 9447440 1,4-Difluorobenzene 6.29
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 42
5 Pentane 72 C5H12 000109-66-0 37

Abundance Scan 211 (2.018 min): VU035774.D (-198) (-) m/z 43.10 100.00%
a3
57
5000
| 7 160 180 200 220 2.40
ol el A2 M/z 42.05  83.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 I AR LU R AN
1.60 1.80 2.00 2.20 2.40
29 m/z 41.05 82.22%
0 II"'l'sl""'|:"'IIIII"71'2'I""I""I""IIIII [rrrrprrrTrrTTTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
. 160 180 200 220 2.40
5000 29 m/z 57.10 74.23%
, 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- e BAma EaE LR R
43 1.60 1.80 2.00 2.20 2.40
m/z 56.10 24 _65%
57
5000 21
15 ‘
0 II2""'I"l"“""l"7l2'l""l""l""lIIII [rrrrprrrTrrTTT [rerryrrrrpr T T Ty T T T T
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\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 6

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

2.23 19.70 ug/L 1911990 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 91
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 90
5 Butane, 2-methyl- 72 C5H12 000078-78-4 33

Abundance Scan 277 (2.231 min): VU035774.D (-265) (-) m/z 43.10 100.00%
48
5000
57 7 ISR SRR U I
o1 207 1.80 2.00 2.20 2.40 2.60
Ol et O T Tn/z 42.05  59.76%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
48
5000 ISR SRR U I
1.80 2.00 2.20 2.40 2.60
27 57, m/z 41.10 50.90%
15 " || il
o L U S UL UL B L L B WA W
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
180 2.00 220 2.40 2.60
5000 m/z 57.05 17.43%
27 5 72
15
G L U UL UL UL B B B B W W
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane |...|||||||/}|||||||||/|\||
43 1.80 2.00 2.20 2.40 2.60
m/z 39.05 15.98%
5000
27
57 72
0 'F"%?I'J"h"'JI"l'I""I""I""I"" [rrrrfrrrrpTT AR SRS R L
m/z--> 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\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Straight-Chai... Concentration Rank 7

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

3.07 18.26 ug/L 1773090 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 87
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 58
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 47

Abundance Scan 538 (3.070 min): VU035774.D (-525) (-) m/z 43.05 100.00%
43
5000
71
39 55 86 2.80 3.00 3.20 3.40
4751 6367 | 7782 : : : !
0““MHMHMWNHNHNWMHMWML'HMWM4MH“W“M“W“W“WLW“W“ m/z 42.10 84.38%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
i)
5000
7 2.80 3.00 3.20 3.40
27 m/z 41.10 39.03%
0 15 ||32 3$ . 515F 6367 | 77 0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
2.80 3.00 3.20 3.40
5000 m/z 71.10 27 .60%
27
39 71
0 1 15 34 51%° 61 67 77 86
AL S LR LAk) U LA RAAR) RAER) KAL) LAY LA L) LARS) SRS LARLI AR RARS) ML LA RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl-
43 2.80 3.00 3.20 3.40
m/z 39.05 15.52%
5000
71
27
o 15 ‘ 39 5199 6267 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 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 U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 8

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

3.11 15.44 ug/L 1498900 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 53
2 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 43
3 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 38
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 550 (3.108 min): VU035774.D (-546) (-) m/z 43.10 100.00%
43
71
5000
‘ 57
2.80 3.00 3.20 3.40
86
0 ...,....,....,....,..3.‘3.|i...?9~.'!|.,?ﬁ‘..!:..??..:.,...1.?9...,....,.. m/z 71.10 54.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43
70
5000
2.80 3.00 3.20 3.40
55 m/z 41.10 34.68%
ol 2 ! ‘|, |62 || 77 88 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
2.80 3.00 3.20 3.40
5000 71 m/z 42.10 31.68%
31 55 84
63 101
s S AR RS AR AR RARAS RARRA RN AL RALSS SaRAS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1806: Furan, tetrahydro-2-methyl-
43 71 2.80 3.00 3.20 3.40

m/z 57.10 23.23%

5000 27
56
5 Ll i
3 1
0 ...,....“.M.,....,..ﬁ,....,.ﬂ..,”..,....,..”,....,....“...,..

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA_M
Quant Title : 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: Straight-Chai... Concentration Rank 4

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

3.39 23.23 ug/L 2254800 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 83
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 78

Abundance Scan 638 (3.391 min): VU035774.D (-621) (-) 57.05 100.00%
57
41
5000
71 86 3.00 320 3.40 3.60 3.80
0 ...,....,....,....,....|,.'|...??-.'.:,.‘?“?.-;'...?9,..:.,..9.6.,.. m/z 56.05 85.18%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000

3.00 3.20 3.40 3.60 3.80
m/z 41.05 56 .55%

NI 1 Y A

Ot e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
a1 3.00 3.20 3.40 3.60 3.80
5000 29 m/z 43.10 21.94%
15 51 63 't 86
O e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.05 14 .61%
29 41
5000
2 1\5 il ‘\‘ [ 7\1 8§
Ot e e e e e
m/z--> 0 10 20 30 40 50 60 70 8 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Cyclic3.61 Concentration Rank 37

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

3.61 1.63 ug/L 158528 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 90
4 Cvclohexane 84 C6H12 000110-82-7 86
5 Cyclohexane 84 C6H12 000110-82-7 80

Abundance Scan 706 (3.610 min): VU035774.D (-689) (-) m/z 56.10 100.00%
56
41
5000 69 84
53 0 20 2E0 2RO 400
3 | 50 6265 7781 3.20 3.40 3.60 3.80 4.00
Olrrrrrprrrrrerprrreprerrrer et b e 2o et bt | M7z 41.00 65.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1488: 1-Pentene, 2-methyl-
56
41
5000
69 84 3.20 3.40 3.60 3.80 4.00
29 m/z 55.05 43.90%
|I|| 5053 | 62 |
O T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56
3.20 3.40 3.60 3.80 4.00
5000 27 69 m/z 84.10 42 .06%
84
15 53
ol 12 30 44 S0 6165 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
a1 56 3.20 3.40 3.60 3.80 4.00
m/z 69.10 40.68%
5000
27 69 84
o 1010 3033 38|44 50°°|| 6165 | 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00

SOMUTR110419WMA .M Mon Nov 25 11:42:10 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Straight-Chai... Concentration Rank 20

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

3.74 3.95 ug/L 383047 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 64
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50

Abundance Scan 746 (3.739 min): VU035774.D (-729) (-) m/z 57.05 100.00%
g7
41
5000
% 3.40 3 %b'/';hb' 400
37 53|| 636771 79 T
0““umPumPumPumPJhumPmLLP“P“H“P”P”W“W“W m/z 41.05 68.11%
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 43.10 61.71%
o 15 | 3ﬂ,‘ 4953)| 6165 'L 77
miz--> 0 5 10 15 20 2'5 B 40 o5 o o e o 75 5 85 o
Abundance
57
43
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 58.96%
39
86
o 2 P 53 1
SRR L Ly ) NS A AL AL KAy L) Kk AR AR LA KAL) R M) Kk I
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 R AEasEs s L e ]
43 57 3.40 3.60 3.80 4.00
m/z 42.05 35.48%
29
5000
39 86
2 15 53 71
Al ) add s Al ) L) Uadd e )bl sl el A ) B ARl
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Cyclic3.88 Concentration Rank 40

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

3.88 1.30 ug/L 126173 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (E)- 84 C6H12 013269-52-8 83
2 Cvclopropane. 1l-ethvl-2-methvl-.... 84 C6H12 019781-68-1 81
3 2-Hexene. (2)- 84 C6H12 007688-21-3 72
4 3-Hexene. (2)- 84 C6H12 007642-09-3 72
5 3-Hexene, (E)- 84 C6H12 013269-52-8 72

Abundance Scan 790 (3.880 min): VU035774.D (-773) (-) m/z 55.05 100.00%
55
at 84
5000 69
51 3.60 3.80 4.00 4.20
65 77
3 SSUU——— 1 ,|' | et m/z 41.00  67.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1467: 3-Hexene, (E)-
41 55
5000
27 69 84 3.60 3.80 4.00 4.20
5 m/z 84.10 57.79%
0..P.“,“.q.“.P.“,L.W.H.P?Llukﬁ.”.i%“ y.q§%§ﬁ!“,”?ﬂ?z.p.”i”.q.”.p
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 55
3.60 3.80 4.00 4.20
5000 o7 69 m/z 69.05 51.58%
84
15 38 51 65
Ot T T e e T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1462: 2-Hexene, (2)-
55 3.60 3.80 4.00 4.20
m/z 42.05 46.68%
42
5000 27 29
84
69
15 51
Oty |12l | 2?“ P ?6‘= |48 . 58|626F‘ 1 7ﬁ77 ?1 T
T[T I T [ I T [T [ I [T [T T[T [T T [ [T T[T [ T [T T[T [ Ir [ Trrr[rrrol —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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: Cyclic3.96 Concentration Rank 31

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

3.96 2.23 ug/L 216105 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. (2)- 84 C6H12 007688-21-3 91
2 2-Hexene 84 C6H12 000592-43-8 91
3 2-Hexene. (2)- 84 C6H12 007688-21-3 90
4 3-Hexene. (2)- 84 C6H12 007642-09-3 90
5 2-Hexene, (E)- 84 C6H12 004050-45-7 87

Abundance Scan 815 (3.961 min): VU035774.D (-801) (-) m/z 55.10 100.00%
55
5000
42 84
51 | 5265 a1 3.60 3.80 4.00 4.20
o..,....,....,....,....,....,....,..:.;...'.,....i:.'.!....,....i.!.l,....,....,.~...i....,...., m/z 84.10 39.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 2-Hexene, (2)-
55
5000 4
27 84 3.60 3.80 4.00 4.20
69 m/z 42.10 33.98%
L sl Sy e | o |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
360 380 400 420
5000 41 m/z 41.05 33.76%
27 84
69
0 15 30 38 51 65
R L L A AR ALY KAy L) KR AR AR LAY KAL) KAL) KA AR BN AL Kl
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1462: 2-Hexene, (2)- R ABARRR RS e
55 3.60 3.80 4.00 4.20
m/z 56.10 24 _.85%
42
27
5000 39
84
69
15 51
Obrrrrrrrearfrrrrra g st et Ot o e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 10 (DEL) Alkane: Cyclic4.02 Concentration Rank 27

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

4.02 2.66 ug/L 258501 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 86
2 2-Pentene. 4-methvl-. (BE)- 84 C6H12 000674-76-0 86
3 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 83
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 80
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 80

Abundance Scan 833 (4.018 min): VU035774.D (-825) (-) m/z 69.10 100.00%
6o
41
5000 84
53 3.60 3.80 4.00 4.20 4.40
37 49 6165 79
0“M“W“W“W“W“W“W“W“WJH“W“WLW“W“J’%“W“W“W“W“l m/z 41.05 73.12%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1482: 2-Pentene, 2-methyl-
41 69
5000 RN A LR L R
3.60 3.80 4.00 4.20 4.40
27 e 84 m/z 84.10 35.59%
o | 131 37|| I 5.:I'I I 6165| \ 7
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 23.44%
27 - 84
0 2 s 31 37 517 6165 | 7377
SRR L LA L) ) Kk KA AL ALY ML) KAk AR LAY LAl A L) Kkt W AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1480: 2-Pentene, 4-methyl- A aans n e SR
a4 3.60 3.80 4.00 4.20 4.40
6 m/z 67.10 14 .32%
5000
27 84
o 15 gL 37y, 51 6165 |
miz--> T G s a e e T TTTE ™| |25 5 4 4 4k
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 (DEL) Alkane: Cyclic4.14 Concentration Rank 34

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

4.14 1.90 ug/L 184410 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 90
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 90
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 90

Abundance Scan 871 (4.141 min): VU035774.D (-854) (-) m/z 69.10 100.00%
41 69
55 84
5000
51 65 79 3.80 4.00 4.20 4.40
S ——. L1 [T ;!.I!,]...,....;...-,....,....,....,....,...., m/z 41.05 88.17%
m/z--> 0 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)-
a4
69
5000
%5 84 3.80 4.00 4.20 4.40
‘ m/z 84.10 56.62%
. O O =
'm“W“W“W“W“W”W“W“W“W'W“'“W”W“W“W“W“W“W“W”W
m/z--> 0 5 10 15 20 25 30 0 45 50 55 60 65 70 75 80 85 90
Abundance
41
69
3.80 4.00 4.20 4.40
5000 55 m/z 55.05 55.82%
o 15 32 37 5L 6165 77
AL L) L) LA AR SRLANARL) RALSA EARE) ML) LALLE LARL) LALANRARE) RAL) IARA) AL AL ARSI SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
4 69 3.80 4.00 4.20 4.40
m/z 39.05 26 .83%
5000 . 55 84
o 1 15 | 37.ll, S| e165, | 7377
miz--> 3 T T e 5 o 45 45 e o5 75 76 35 h 9 380 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 (DEL) Alkane: Cyclic4.24 Concentration Rank 41

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

4.24 1.25 ug/L 121095 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene 84 C6H12 000592-43-8 87
2 2-Hexene. (2)- 84 C6H12 007688-21-3 87
3 2-Hexene. (2)- 84 C6H12 007688-21-3 87
4 2-Hexene. (E)- 84 C6H12 004050-45-7 87
5 3-Hexene, (2)- 84 C6H12 007642-09-3 86

Abundance Scan 902 (4.240 min): VU035774.D (-886) (-) m/z 55.05 100.00%
55
5000 42 84
39 69
51 ‘ 6265 7781 4.00 4.20 4.40 4.60
o..,....,....,....,....,....,....,.::.;....,....,.:!!....,....;.!:Ii....,....,.:..i....,...., m/z 42.05  39.39%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1451: 2-Hexene
55
42
5000
84 4.00 4.20 4.40 4.60
29 39 69 m/z 84.05 39.10%
0 15 24| | |45 51|,| 6165 | 747781 |
miz-> 8 10 15 20 25 30 3 40 45 50 85 60 68 70 75 80 85 %o
Abundance
55
42 4.00 4.20 4.40 4.60
5000 27 m/z 41.00 36.72%
39 6 a4
0 30 51 63
B L L R AR KAL) Ky L) KR AR AR LAY KAL) KAL) KA AR RN ALY Sl
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1462: 2-Hexene, (2)-
56 4.00 4.20 4.40 4.60
m/z 56.00 28.61%
42
5000 27 29
84
69
| \
) S 2 . [ Bl 114 S N A1 P—
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 (DEL) Alkane: Cyclic4.38 Concentration Rank 26

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

4._.38 2.88 ug/L 279667 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 90
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 90
4 Cvclopropane. 1.2.3-trimethvl- 84 C6H12 042984-19-0 90
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 87

Abundance Scan 945 (4.378 min): VU035774.D (-923) (-) m/z 69.05 100.00%
41 69
5000 55 84
51 4.00 4.20 4.40 4.60 4.80
65
o,....,....,....,....,....,....,.?’..,!..‘}....,!:.'.',I...,‘?.?.,.I.-'...7.4.7.7..?.1.:.,....,...., m/z 41.05 81.64%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1514: 2-Pentene, 3-methyl-, (2)-
41
69
5000 55
84 4.00 4.20 4.40 4.60 4.80
27 m/z 84.05 52.47%
o 34 || || | |
RN AR AR SAAR) LA RS RARLYAALA LARAS SARMS SRS RAARA LRSI MARATAALSY ARSI BARMALARY
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
4.00 4.20 4.40 4.60 4.80
5000 55 84 m/z 55.05 48.42%
27
o 15 24 30 38 45 Sl 6265 77 81
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41 69 4.00 4.20 4.40 4.60 4.80
m/z 39.00 25.37%
5000 55
84
27
0 3&\ ‘ ﬁl‘\ 65 | L
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60 4.80

SOMUTR110419WMA .M Mon Nov 25 11:42:17 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

4.48 3.82 ug/L 371023 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 977 (4.481 min): VU035774.D (-961) (-) m/z 43.10 100.00%
43 7
5000
85
69 420 4.40 4.60 4.80
o...,....,....,...3.4i|:..?%.'.:,‘??..',..?7.,..:.,....1?9..., m/z 57.10 92.04%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
a3
57
5000
420 4.40 4.60 4.80
27 85 m/z 56.10 57 .88%
0 5 ] 3ﬂ,|, 51| 69 77 | 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
43
57
420 4.40 4.60 4.80
5000 m/z 41.05 53.62%
0 15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 420 4.40 4.60 4.80
m/z 85.10 27 .50%
5000 85
29
o 15 \‘ 3A‘ 51 || 63 69 77 | 100
m/z--> 10 20 30 40 50 6 70 8 9 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 15 (DEL) Alkane: Cyclic4.57 Concentration Rank 5

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

4_.57 21.67 ug/L 2104070 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
3 Cvclohexane 84 C6H12 000110-82-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1005 (4.571 min): VU035774.D (-990) (-) m/z 56.10 100.00%
56
5000 41 69
84 420 4.40 4.60 4.80 5.00
37 51 6165 | 74 79
0........,....,....,....,....,....,....,....,...I,-..|.'.,....,:.::,:..,....,.!!.i....,....,....',....,...., m/z 41.10 45.63%
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
41
5000 69
420 4.40 4.60 4.80 5.00
o8 o m/z 69.10 44 .31%
R 0 N
O T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80 5.00
5000 m/z 55.10 25.99%
69
21 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56 420 4.40 4.60 4.80 5.00
84 m/z 42.10 20.00%
5000 a1
69
27
0 15 [ 37, 51 65, 77 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

5.50 9.83 ug/L 953881 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
5 Heptane 100 C7H16 000142-82-5 47

Abundance Scan 1294 (5.501 min): VU035774.D (-1283) (-) m/z 56.10 100.00%
56
43
5000 71
85 100 5.20 5.40 5.60 5.80
o...,....,....,....,..??'il:..S,O.'.|:,.‘?“?.,':..??-.n'..?l....i...., m/z 43.05 76.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 5.20 5.40 5.60 5.80
m/z 57.10 69.22%
0 sl a0 1 esy 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
5.20 5.40 5.60 5.80
5000 m/z 41.10 55.42%
29 71
0 15 37, 50 65 | 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 5.20 5.40 5.60 5.80
m/z 71.10 41 _.55%
5000 29
71
o2 a7 50|l 65 77 85 100
m/z--> 0 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 33

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

5.63 2.00 ug/L 194006 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 83
4 Heptane 100 C7H16 000142-82-5 80
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59

Abundance Scan 1334 (5.629 min): VU035774.D (-1321) (-) m/z 43.05 100.00%
43
71
57
5000
85 100 5.20 5.40 5.60 5.80 6.00
0 .”,.”.,”..“..w..”Llh.?%.:“§?ma.7ﬁum.,”.:p..w m/z 71.10 73.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3974 Hexane, 3-methyl-
43
57 71
5000
5.20 5.40 5.60 5.80 6.00
29 m/z 70.10 67.86%
0 15 || |l 51| e 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
5.20 5.40 5.60 5.80 6.00
5000 29 57 71 m/z 57.10 62.02%
0 1 15 37 51 65 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3977: Hexane, 3-methyl-
43 5.20 5.40 5.60 5.80 6.00
m/z 41.05 61.91%
5000 57 70
29
0 s | 5L % 10
mz-> 0 10 20 30 40 50 60 70 8 90 100 | | 520 540 560 580 6.0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 18 (DEL) Alkane: Cyclic5.89 Concentration Rank 24

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

5.89 3.62 ug/L 351596 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 87
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 80
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 64
4 Cvclopentane. 1.2-dimethvl-., cis- 98 C7H14 001192-18-3 55
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 53

Abundance Scan 1415 (5.890 min): VU035774.D (-1403) (-) m/z 70.10 100.00%
70
56
5000 41
‘ 83
98 5.60 5.80 6.00 6.20
51 77
0 ..,....,....,....|;I...,'.'.'.|.,‘?3.~.':||...-.',|:|...?1...-.,.... m/z 56.10 62.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl-
70
55
41
5000
27 5.60 5.80 6.00 6.20
‘ ‘ 83 o m/z 55.10 60.68%
Ot ,.%ﬁ. i ”,. .:II'...;'J!.L ,??n': = .Z?q':...,. e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56 70
41
5.60 5.80 6.00 6.20
5000 m/z 41.10 47 .80%
27 83
98
15 50 63 77
S S S I S S U SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 5.60 5.80 6.00 6.20
m/z 43.05 32.30%
41
5000
83
o || 34 []| 48 | 638 || 77 | 90 |
m/z--> 10 ' ' 4 50 60 70 8 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

5.94 12.29 ug/L 1192810 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64

Abundance Scan 1431 (5.941 min): VU035774.D (-1421) (-) m/z 57.10 100.00%
57
5000
41
99 5.60 5.80 6.00 6.20
Ob e 90l 89 83 W2 | sy 56.10  34.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
g7
5000
5.60 5.80 6.00 6.20
41 m/z 41.05 24 .06%
0 15 2 ,H 50 J, 69 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.60 5.80 6.00 6.20
5000 m/z 43.10 13.81%
41
o s 2 50 71 83 99
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 5.60 5.80 6.00 6.20
m/z 39.00 7.87%
5000
41
29
o2 15 | |l so | e s 9P 11
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 20 (DEL) Alkane: Cyclic6.03 Concentration Rank 30

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

6.03 2.35 ug/L 227940 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 90
2 Isopropvlcvclobutane 98 C7H14 000872-56-0 87
3 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 80
4 1-Heptene 98 C7H14 000592-76-7 64
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64

Abundance Scan 1459 (6.031 min): VU035774.D (-1448) (-) m/z 56.10 100.00%
96
70
5000 a1
81 98
|| 501/ 63 o | 5.60 580 6.00 6.20 6.40
o HSMSEBESEBESESESENSSENIMEMMNISMSRSMBS | PR 1 N 81 BRRPRE ¥ VOUMSL. - S0V B m/z 70.10 71.29%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 o8 5.60 580 6.00 6.20 6.40
a3 m/z 55.10 59 _58%
N ‘|| 34 ||| 50, 63..‘. 77 | 89
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
41 56
70 5.60 580 6.00 6.20 6.40
5000 7 m/z 41.05 39.97%
98
83
50 63 77
e e LS IR R AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56 5.60 580 6.00 6.20 6.40
m/z 69.05 35.22%
41 70
5000
27 ‘ 83 98
o [ 24 [l 50, e3 | 77 | &
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 5.60 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 21 Cyclopentene, 4,4-dimethyl- Concentration Rank 35

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

6.61 1.76 ug/L 170851 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 70
2 Cvclopropane. trimethvimethvlene- 96 C7H12 034462-28-7 59
3 2-Hexvne. 4-methvl- 96 C7H12 020198-49-6 53
4 Cvclobutane. (1-methvlethvlidene)- 96 C7H12 001528-22-9 52
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 52

Abundance Scan 1639 (6.610 min): VU035774.D (-1620) (-) m/z 81.05 100.00%
il
5000
41 55 9
67
5 o1 | 6.20 6.40 6.60 6.80 7.00
) M =|i|. - ﬁ:'.-L Sl ralll il Tm/z 79.10 0 37.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl-
g1
5000
39 6.20 6.40 6.60 6.80 7.00
27 53 9% m/z 96.05 26.09%
Ol ,.%?., ...thz..JiL.. .ﬂJ!L.,G?H?Z|. NP L =3 N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81
6.20 6.40 6.60 6.80 7.00
5000 41 m/z 55.10 23.07%
o 35 46 62 75 86 91
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2863: 2-Hexyne, 4-methyl-
81 6.20 6.40 6.60 6.80 7.00
m/z 40.95 20.07%
67
5000 41
27 53 ‘ 96
0--|-:-LS--|----|----|----|----|6-%---|----|----|----|---- O L B
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

7.29 3.80 ug/L 368831 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78

Abundance Scan 1851 (7.292 min): VU035774.D (-1837) (-) m/z 43.05 100.00%
43 71
5000
55
95 7.00 7.20 7.40 7.60
0 ...,....,....,....,....|,.':..,.'.:|.,‘??.'.',.-...,E.‘?..,..'..,...1.1,9...,.. m/z 71.10 88.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71
5000 R UL L I R
7.00 7.20 7.40 7.60
57 m/z 70.10 72 .85%
29
0 15 | |l 50| LB e 1
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7.00 7.20 7.40 7.60
5000 70 m/z 41.05 34 .84%
29
55
0 1 15 62 77 85 100
A R SR IR SIS SRR UL U IULIL LI IR B SRR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl- S e
43 7.00 7.20 7.40 7.60
m/z 55.05 33.13%
71
5000
27 55
0 H 36\M‘ ‘k\ 63 83 97 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

7.42 6.45 ug/L 625687 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 59
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 47
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 43
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 43
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43

Abundance Scan 1891 (7.420 min): VU035774.D (-1868) (-) m/z 43.05 100.00%
43
71
5000
7 7.00 7.20 7.40 7.60 7.80
I 112 28l "m/z 71.05 70.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 R L I L
7.00 7.20 7.40 7.60 7.80
27 m/z 81.10 65.11%
o2 |l |‘ I ] 99114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
7.00 7.20 7.40 7.60 7.80
5000 71 m/z 70.10 62 .60%
27
oL2 99114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7645: Hexane, 3,3-dimethyl-
43 7.00 7.20 7.40 7.60 7.80
m/z 57.05 56.62%
71
5000
2 ‘ 99
0'v“'““ﬂ“'ﬁﬂh|““V“'VHW'“W“'W““l““v'HVH'w“w'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 25 Cyclohexene, l1-methyl- Concentration Rank 43

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

7.79 1.08 ug/L 105199 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-methvl- 96 C7H12 000591-49-1 81
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 74
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 64
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 64
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 64

Abundance Scan 2006 (7.790 min): VU035774.D (-1995) (-) m/z 81.05 100.00%
g1
5000 o7
96
|| || ‘| ¥ 110 7.40 7.60 7.80 8.00 8.20
) SN A P AP ,-"' --u..uwuw..”,.”. m/z 67.05 52.42%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #2874: Cyclohexene, 1-methyl-
il
5000 AN SARAN LR RS A
55 6 % 740 7.60 7.80 8.00 8.20
m/z 96.10 35.77%
oL 15 2 || 46 |” 61 || 74,1[, 89
m/z--> 10 20 30 40 §0 60 fo 80 90 100 110
Abundance
81
7.40 7.60 7.80 8.00 8.20
5000 67 m/z 79.00 35.09%
55 96
39
27
0"I'%§'I""I""I'ﬂpW""?%"'I'?§'I"'§?'"'I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2885: Cyclohexane, methylene-
81 7.40 7.60 7.80 8.00 8.20
67 m/z 68.00 33.12%
5000 54 96
39
27 ‘
O'W"”I'”ml”"m?§W"”I”w'P"“l'”I'L'I”"P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 26 5,5-Dimethyl-1,3-hexadiene Concentration Rank 47

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

8.44 0.89 ug/L 115963 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 83
2 Ketone. 1.5-dimethvlbicvclol2.1.... 138 C9H140 024081-57-0 72
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 68
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 64
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 59

Abundance Scan 2208 (8.439 min): VU035774.D (-2201) (-) m/z 95.10 100.00%
95
5000
67
110
39 53 | 79 L], 205 ] 8.20 8.40 8.60 8.80
o} A ST SN N [ m/z 67.10 23.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5974: 5,5-Dimethyl-1,3-hexadiene
95
67
5000 R RS RSN IR L
110 8.20 8.40 8.60 8.80
41 85 77 m/z 93.05 17.55%
s |l gl ]
0"I'"'I"'II'I"':i""'Illl::'I"'I'!'I"'Illl'"'Il'l'!'l""ll""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
8.20 8.40 8.60 8.80
5000 m/z 110.10 17.20%
43 67
55
27 79

88, 103110 123 138

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95 8.20 8.40 8.60 8.80
m/z 91.00 13.33%
5000 67
110
27 39 55 77
0..,.1.?.,...:‘,....‘i‘....i‘a‘.‘..,..‘.a,...‘.‘i‘....,‘.‘.l.,....‘,....,....,....,.... T T R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 27 Benzene, propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.93 8.27 ug/L 1270810 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. proovl- 120 C9H12 000103-65-1 87
3 Benzene. proovl- 120 C9H12 000103-65-1 87

4 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 72
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72

Abundance Scan 2983 (10.931 min): VU035774.D (-2970) (-) m/z 91.10 100.00%
o
5000
120
65 10.60 10.80 11.00 11.20
51 105 |
oY SN R B m/z 120.10 23.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
il
5000
10.60 10.80 11.00 11.20
65 120 m/z 92.10 10.96%
39 105
o1, Y e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 65.10 9.87%
120
3 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
il 10.60 10.80 11.00 11.20
m/z 78.10 6.54%
5000
120
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 28 Benzene, l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.02 28.95 ug/L 4446910 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
Abundance Scan 3011 (11.021 min):VUO35774.D(—13)OOO) ) m/z 105.10 100.00%
105
5000
120
77 91 1080 11,00 1120 1140
39 51 65 10.80 11.00 11.20 11.40
Olr prrrrrrrrr ey o 84 98 Ul 113 134 T777120.10 0 31.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.80 11.00 11.20 11.40
oL m/z 91.10 11.66%
0 18 2|7 3I9 5L 58 |65 | | N fin
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.80 11.00 11.20 11.40
5000 m/z 77.05 11.46%

120

15 27 39 51gg65 7 %

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.80 11.00 11.20 11.40
m/z 106.05 8.91%
5000
120
39 77 91

NP NN TG0 SSSUUS B PO AY) WY | 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 29 Mesitylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.11 9.00 ug/L 1382810 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 3039 (11.111 min): VU035774.D (-3031) (-) m/z 105.10 100.00%

105
5000 120

10.80 11.00 11.20 11.40

7 91
39 Sl 5865 | g5 o8| 11

Obr e e B8 98l 1130 m/z 120.10 50.35%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene
105
120
5000

10.80 11.00 11.20 11.40
m/z 119.10  14.00%

77
15 27 39 slgges I g

(O e o I b o o o S R B s e s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
R R AR mEEms
120 10.80 11.00 11.20 11.40
5000 m/z 77.05 12.43%
77 91
ol 15 27 39 51 58 65 98
LA B e o e o R RN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 10.80 11.00 11.20 11.40
m/z 91.10 9.73%
120
5000
7 91
o 15 27 3 515865 Y gg " eg | |,
LA B o e e e S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 30 Benzene, l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.32 10.10 ug/L 1551150 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3104 (11.320 min): VU035774.D (-3090) (-) m/z 105.10 100.00%
105
5000
120
77 o1 ‘ 11.00 11.20 11.40 11.60
39 51 65 - - - -
Ol e ey il 82 98 L LA Th777120.10 31.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
20 . o1 m/z 91.05 12.22%
o 2 T Stse® Y e | o7 | us |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 77.10 11.69%
120
15 27 3 sl 65 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.10 8.88%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 31 Benzene, 1,2,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.49 44_.34 ug/L 6811140 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3157 (11.491 min): VU035774.D (-3144) (-) m/z 105.05 100.00%

105
5000 120
o9l 11.20 11.40 11.60 11.80
39 51 65
Ol ol 84l 98 L 113 L 138 1 Th757950.10  45.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

11.20 11.40 11.60 11.80
m/z 119.05 12.55%

77 91
15 27 3 Slsges 98

O e A L B e L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 77.10 11.89%

27 a4 Slgges 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
0
120 m/z 91.05 10.07%
5000
7
oL 15 27 39 Slsg 65 | 84 Lo
R B R L s B B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 32 Benzene, (2-methylpropyl)- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.64 0.81 ug/L 123836 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 87
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 87
3 Benzene. butvl- 134 C10H14 000104-51-8 80
4 Benzene. butvl- 134 C10H14 000104-51-8 72
5 Benzene, butyl- 134 C10H14 000104-51-8 72
Abundance Scan 3203 (11.639 min): VU035774.D (-3191) (-) m/z 91.05 100.00%
o
5000
134
Ol e 2 ikl e e || M/Z 92.10  52.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14847: Benzene, (2-methylpropyl)-
g1
5000
134 11.40 11.60 11.80 12.00
43 - m/z 134.10 27 .92%
ol 15 27 | Slss | 77 , 103 115 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
11,40 11.60 11.80 12,00
5000 m/z 65.10 9.86%
134
43
. 27 5158 ° 77 105 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14828: Benzene, butyl-
91 11.40 11.60 11.80 12.00
m/z 43.00 7.19%
5000
134
0 AT N A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 33 Benzene, 1l-methyl-4-propyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.67 1.01 ug/L 154638 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 90
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 86
3 2-Tolvloxirane 134 C9H100 002783-26-8 78
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 72
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 64
Abundance Scan 3213 (11.671 mirJ)):VUO35774.D(—3207) ) m/z 105.10 100.00%
105
5000
77 134 11,40 11.60 11.80 12.00
51
O e O3 89 L 297 Th/z 106.10  10.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.40 11.60 11.80 12.00
27 134 m/z 134.10 10.01%
15 27 39 5L 65 1y O ) 17 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11,40 11.60 11.80 12.00
5000 m/z 103.10 9.82%
134
. 15 27 39 51 g5 /7 91 117
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15278: 2-Tolyloxirane
105 11.40 11.60 11.80 12.00
m/z 77.00 9.15%
5000
134
77
0 27 39 51 g5 | O | 0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 34 Benzene, 1,2,4-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.32 ug/L 1278700 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3291 (11.922 min):VUO35774.D(—3280)d)(—) m/z 105.10 100.00%
105
5000 120
7 e 11,60 11.80 12.00 12.20
39 51 65
Ol e e e el b B L WAL Tz 120.05  42.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000 "|""|"/x'|""|""|
11.60 11.80 12.00 12.20
-7 m/z 77.00 11.51%
27 41 51 g3 65 91 |
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 119.10 10.78%
ol 15 27 ¥ slgges (T O g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
11.60 11.80 12.00 12.20
m/z 91.05 10.12%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 35 Benzene, l-ethenyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.12 9.18 ug/L 1410610 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 80
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 55
3 Indane 118 C9H10 000496-11-7 50
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 50
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 50
Abundance Scan 3353 (12.121 min): VU035774.D (-3337) (-) m/z 117.10 100.00%
117
105
5000
91 134
39 " a1 | o8 127 11.80 12.00 12.20 12.40
0..,....,....,....',....;'...'.,:'.'..,...|!',....',....,.':!.,... L2 e m/z 119.10 55.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
147
5000
91 11.80 12.00 12.20 12.40
m/z 105.05 53.28%
39 515865 77 ‘ 103
) NN A MY O NG -2 O = |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 118.10 51.01%
91
39 51 5g
. 97 65 78 103,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane R ERRE AR A L S
11.80 12.00 12.20 12.40
m/z 115.10 40.58%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 36 Benzene, 1,2-diethyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
12.33 0.62 ug/L 95769 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
Abundance Scan 3418 (12.330 min): VU035774.D (-3405) (-) m/z 105.10 100.00%
105
119
5000 134
91
7 ISRV BN UGS
39 91 3 | | | 12.00 12.20 12.40 12.60
Obrrrrrrr et et b e e e et e m/z 119.10 80.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 9
5000 a1 134 12.00 12.20 12.40 12.60
77 m/z 134.10 49.62%
27 39 51 65
0 ”,.%?.,”.hu...ﬁh...ﬂr”n,HJ.w..J”,”..'r.98:L!.“.LLI.}%z....,“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
12.00 12.20 12.40 12.60
5000 134 m/z 91.00 31.99%
91
77
L 15 21 % 5lsg 98 127
mmwﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14838: Benzene, 1,4-diethyl-
119 12.00 12.20 12.40 12.60
105 m/z 117.05 24 .89%
5000 134
91
27 41 51cg65 [/
0 “I'%?'I'”“I"'“ﬁ"'“"?ﬁ'm'ﬂ"JHI“"I"%8'Wl'P'“hl'}%z"“'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 38 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.49 2.53 ug/L 389092 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3468 (12.491 min): VU035774.D (-3455) (-) m/z 119.10 100.00%
119
5000
134
9 51 65 77 9|1 o6 1?5 127 12.20 12.40 12.60 12.80
Obrrprrrr e e e 2ot b B Tm/z 134.10  31.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 91.05 16.10%
91 105
o 15 27 39 Blsg€5 7 | " | 197 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.05 13.21%
91 134
77 105
15 27 39 51,465
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 117.05 11.66%
5000
91 134
7 105
L5 21 3 Sleg® | | og " || 127 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 39 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.52 1.73 ug/L 265333 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 91
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 91
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 90
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 90
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 90
Abundance Scan 3477 (12.520 min): VU035774.D (-3473) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 91 103 12.20 12.40 12.60 12.80
Ol prrrr e R e m/z 134.10 25.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.20 12.40 12.60 12.80
o1 134 m/z 117.10 9.44%
o, 15 27 A4l 51586 77 | 103 |16 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 91.10 8.85%
134
91
15 27 41 515865 77 105 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

119 12.20 12.40 12.60 12.80
m/z 120.10 8.15%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 40 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.59 3.73 ug/L 573303 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3499 (12.590 min): VU035774.D (-3489) (- m/z 119.10 100.00%
119
5000
134
39 51 65 77 9|1 o8 105 127 12.20 12.40 12.60 12.80 13.00
Obrrrprrrrprrrr e e e e e s e m/z 134.05 28.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80 13.00
m/z 91.10 15.81%
ol 15 27 39 5leg65 F Tows ] |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 117.05 10.47%
91 134
7 105
oL 15 27 39 51565 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 120.10 10.18%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80 13.00

SOMUTR110419WMA .M Mon Nov 25 11:42:42 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 42 1-Phenyl-1-butene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.51 ug/L 539444 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
2 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
3 Indan. l-methvl- 132 C10H12 000767-58-8 81
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 81
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 80
Abundance Scan 3536 (12.709 min): VU035774.D (-3524) (-) m/z 117.05 100.00%
117
5000
132
9 51 63 77 9|1 102 ‘ 12.40 12.60 12.80 13.00
I NN |1 S m/z 115.10 36.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene
117
5000 132

o1 12.40 12.60 12.80 13.00
m/z 132.05  29.03%

39 51 e 77 |
0 ”.,.“.,”?ZP...P..w:wﬁﬁﬂﬂ”,.“h,§4H:.?ﬁ%ﬁﬁ,..”,..dﬂﬂn.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 91.05 13.86%
91
. ;5 27 39 51 e 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14030: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00
m/z 118.10 9.99%
5000
132
91
27 39 51 63 77
0...“%?.“.J.“..J“...ﬂ..:aW.w..Jw..”\..”}9?}19ﬂh,??ﬁﬂ.”.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 43 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
12.90 0.90 ug/L 138895 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
3 o-Cvmene 134 C10H14 000527-84-4 91
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90

Abundance Scan 3595 (12.899 min): VU035774.D (-3582) (-) m/z 119.05 100.00%
119
5000
134
ngm 12.60 12.80 13.00 13.20
39 51 65 ) . . )
0 ...,....','..~'.~.,'.-'...'-,..'|..,':|..':|- Akwe 207 713410 L.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 12.60 12.80 13.00 13.20
0
o 77 105 m/z 91.05 18.88%
15 27 39 51
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 131.10 17.37%
91 134
15 27 3 51 65 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: 0-Cymene
119 12.60 12.80 13.00 13.20
m/z 117.05 11.33%
5000
134
91
oL 27 T3 ® 7 | 103 |
mz-> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

SOMUTR110419WMA .M Mon Nov 25 11:42:44 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 44 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.00 4_.51 ug/L 692999 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
Abundance Scan 3626 (12.999 min): VU035774.D (-3607) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 12.60 12.80 13.00 13.20 13.40
Ob bt et e 248190 207 1 /7 13410 47.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
91 m/z 91.10 15.08%
15 27 39 51 65 77 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 133.10 10.79%
271 39 51 g5 77 N e
O L L LA o o e e o o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 120.10 9.67%
5000 134
91
15 27 3? 51 65 ﬂ7 [ 105
o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 46 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.32 2.52 ug/L 387047 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 93
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 83
Abundance Scan 3726 (13.320 min): VU035774.D (-3716) (-) m/z 117.10 100.00%
117
5000 132
39 51 64 77 2L 103 207 13.00 13.20 13.40 13.60
o} R T I T e m/z 132.10 39.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 13.00 13.20 13.40 13.60
0
,, 39 51 65 77 m/z 115.10 30.85%

15

ol b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 19.93%
39 51 91
27 6 77 7" 103
o) NSRS N S PR W M| A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 13.00 13.20 13.40 13.60
m/z 91.00 11.94%
132
5000
91
o7 39 51 65 77 ‘ 103 ‘
o Y N N I ) —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA_M
Quant Title : 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 47 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.48 5.34 ug/L 820388 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 76
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 74

Abundance Scan 3776 (13.481 min): VU035774.D (-3764) (-) m/z 117.10 100.00%

117
5000 132

91
39 51 .,65 77 103 13.20 13.40 13.60 13.80
o..,....,....,....',....i'...??.'!'..,...l:,?ﬁ‘..-,'....,:-..1.1,9..|.'|,...'!','|.-.'..,.. m/z 132.10 38.19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 13.20 13.40 13.60 13.80
m/z 115.05 32.45%
39 51 6 91
27 5 77 103 |
0”,“.W.H.P.”r”“ih.ﬁﬂﬂ.w.A,H.W.H.Pn}}Q!h.nﬁph“,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 131.10 20.94%
91 132

39 51 7
0 27 58 65 84 98 105

wmmmﬁrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

13.20 13.40 13.60 13.80
m/z 119.10 18.97%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\

VU035774.D

19 Nov 2019 16:55
JC/SP

K5910-20DL 20X
25.0mL/MSVOA U/WATE
18 Sample Multipl

Library Search Compound Report

R
ier: 1

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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

Peak Number

48 Benzene, (3-met

hyl-2-butenyl)-

Concentration Rank 42

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

13.86 1.22 ug/L 188131 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 78
2 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 78
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 78
4 Benzene. (1l-methvl-1-butenvl)- 146 C11H14 053172-84-2 60

5 Benzene,

2-ethenyl-1,3,5-tri

methyl- 146 C11H14

000769-25-5 60

Abundance

5000

04
m/z--> 20

Scan 3894 (13.860 min): VU035774.D (-3885) (-)

91
39 51 65 /7

40 60 80 100 120

146

160 B0 507

|
140 160 180 200

Abundance

5000

#21631: Benzene, (3-methyl-2-butenyl)-

91

146

0 R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
91
5000 146
39
27 51
15 65 77 103 115
O B LA B e e e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 91
115
39 51 g5 77 | 103
0..”,..”W.JL,MH”M.NL,M.AH.&M jh”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200

m/z 131.10 100.00%

13.60 13.80 14.00 14.20

m/z 133.10 88.81%

13.60 13.80 14.00 14.20

m/z 146.10 39.91%

13.60 13.80 14.00 14.20

m/z 115.00 27 .35%

13.60 13.80 14.00 14.20

m/z 148_.10 25.69%

13.60 13.80 14.00 14.20

SOMUTR110419WMA .M Mon Nov 25 11:42:48 2019

Page: 48



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111919\
Data File : VU035774.D

Aca On : 19 Nov 2019 16:55

Operator : JC/SP

Sample - K5910-20DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _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 49 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
13.96 1.41 ug/L 216803 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 93
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 93
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 90
Abundance Scan 3925 (13.960 min): VU035774.D (-3920) (-) m/z 131.10 100.00%
5000
115 146
91
39 51 64 77 13.60 13.80 14.00 14.20
ol 102 20 Tm/z 146.10  24.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.60 13.80 14.00 14.20
14 m/z 129.00 20.29%
27 39 51 g4 77 9 5110
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13.60 13.80 14.00 14.20
5000 m/z 115.00 20.12%
o1 146
115
o 27 39 51 63 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131 13.60 13.80 14.00 14.20
m/z 128.00 15.22%
91
5000 146
39
27 " 51 65 77 115
103
0...:I-?lu‘l“..“i“..“l‘. IHM"“I"‘l'l‘m'"l‘l .‘H‘l.l‘l“...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111919\
Data File : VU035774.D

Acq On : 19 Nov 2019 16:55

Operator : JC/SP

Sample : K5910-20DL 20X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA .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: Str... 2.02 97.3 ug/L 9447440 1 6.29 485380 5.0
(DEL) Alkane: Str... 2.23 19.7 ug/L 1911990 1 6.29 485380 5.0
(DEL) Alkane: Str... 3.07 18.3 ug/L 1773090 1 6.29 485380 5.0
(DEL) Alkane: Str... 3.11 15.4 ug/L 1498900 1 6.29 485380 5.0
(DEL) Alkane: Str... 3.39 23.2 ug/L 2254800 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 3.61 1.6 ug/L 158528 1 6.29 485380 5.0
(DEL) Alkane: Str... 3.74 4.0 ug/L 383047 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 3.88 1.3 ug/L 126173 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 3.96 2.2 ug/L 216105 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 4.02 2.7 ug/L 258501 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 4.14 1.9 ug/L 184410 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 4.24 1.3 ug/L 121095 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 4.38 2.9 ug/L 279667 1 6.29 485380 5.0
(DEL) Alkane: Str... 4.48 3.8 ug/L 371023 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 4_57 21.7 ug/L 2104070 1 6.29 485380 5.0
(DEL) Alkane: Str... 5.50 9.8 ug/L 953881 1 6.29 485380 5.0
(DEL) Alkane: Str... 5.63 2.0 ug/L 194006 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 5.89 3.6 ug/L 351596 1 6.29 485380 5.0
(DEL) Alkane: Str... 5.94 12.3 ug/L 1192810 1 6.29 485380 5.0
(DEL) Alkane: Cyc... 6.03 2.4 ug/L 227940 1 6.29 485380 5.0
Cyclopentene, 4,4_.. 6.61 1.8 ug/L 170851 1 6.29 485380 5.0
(DEL) Alkane: Str... 7.29 3.8 ug/L 368831 1 6.29 485380 5.0
(DEL) Alkane: Str... 7.42 6.5 ug/L 625687 1 6.29 485380 5.0
Cyclohexene, 1-me... 7.79 1.1 ug/L 105199 1 6.29 485380 5.0
5,5-Dimethyl-1,3-__. 8.44 0.9 ug/L 115963 2 9.45 651905 5.0
Benzene, propyl- 10.93 8.3 ug/L 1270810 3 11.84 768123 5.0
Benzene, l-ethyl-_.. 11.02 28.9 ug/L 4446910 3 11.84 768123 5.0
Mesitylene 11.11 9.0 ug/L 1382810 3 11.84 768123 5.0
Benzene, l-ethyl-_.. 11.32 10.1 ug/L 1551150 3 11.84 768123 5.0
Benzene, 1,2,3-tr... 11.49 44_.3 ug/L 6811140 3 11.84 768123 5.0
Benzene, (2-methy... 11.64 0.8 ug/L 123836 3 11.84 768123 5.0
Benzene, l-methyl... 11.67 1.0 ug/L 154638 3 11.84 768123 5.0
Benzene, 1,2,4-tr... 11.92 8.3 ug/L 1278700 3 11.84 768123 5.0
Benzene, l-etheny... 12.12 9.2 ug/L 1410610 3 11.84 768123 5.0
Benzene, 1,2-diet... 12.33 0.6 ug/L 95769 3 11.84 768123 5.0
Benzene, 2-ethyl-_.. 12.49 2.5 ug/L 389092 3 11.84 768123 5.0
Benzene, l-methyl... 12.52 1.7 ug/L 265333 3 11.84 768123 5.0
Benzene, l-ethyl-_.. 12.59 3.7 ug/L 573303 3 11.84 768123 5.0
1-Phenyl-1-butene 12.71 3.5 ug/L 539444 3 11.84 768123 5.0
Benzene, l-ethyl-_.. 12.90 0.9 ug/L 138895 3 11.84 768123 5.0
Benzene, 1,2,4,5-... 13.00 4.5 ug/L 692999 3 11.84 768123 5.0
Benzene, 2-etheny... 13.32 2.5 ug/L 387047 3 11.84 768123 5.0
1H-Indene, 2,3-di... 13.48 5.3 ug/L 820388 3 11.84 768123 5.0
Benzene, (3-methy... 13.86 1.2 ug/L 188131 3 11.84 768123 5.0
1H-Indene, 2,3-di... 13.96 1.4 ug/L 216803 3 11.84 768123 5.0
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