LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMUTR111418WMA_.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 1.392 59 68 83 rvv3 321338 565356 28.92% 3.158%
2 1.456 83 88 91 rvv 29246 30875 1.58% 0.172%
3 1.479 91 95 101 rVvv 24906 29173 1.49% 0.163%
4 1.521 101 108 119 rvVvB 69563 78469 4_.01% 0.438%
5 1.681 152 158 175 rvv3 78885 131389 6.72% 0.734%
6 1.907 218 228 236 rBV 53257 73015 3.73% 0.408%
7 1.964 236 246 260 rVB2 63560 102233 5.23% 0.571%
8 2.054 266 274 282 rBV 19238 26427 1.35% 0.148%
9 2.138 292 300 309 rvB4 38605 58737 3.00% 0.328%
10 2.276 332 343 354 rBV 113572 173781 8.89% 0.971%
11 2.540 416 425 433 rBV 17937 29048 1.49% 0.162%
12 2.685 447 470 485 rBV6 22940 66728 3.41% 0.373%
13 2.984 550 563 583 rVB 190785 361588 18.50% 2.020%
14 3.189 616 627 645 rVB3 18319 42279 2.16% 0.236%
15 3.447 686 707 719 rBV 20113 58554 3.00% 0.327%
16 3.804 809 818 830 rvB4 13811 29533 1.51% 0.165%

17 4.225 928 949 994 rvB2 279895 872070 44.61% 4.872%
18 4.652 1061 1082 1102 rBV 97429 245369 12.55% 1.371%
19 5.340 1271 1296 1305 rBV3 189646 526655 26.94% 2.942%
20 5.389 1305 1311 1334 rVB2 128638 271928 13.91% 1.519%

21 5.643 1381 1390 1406 rVB3 10518 23579 1.21% 0.132%
22 5.887 1453 1466 1492 rBV 171526 336045 17.19% 1.877%
23 6.186 1543 1559 1581 rBv4 123824 297530 15.22% 1.662%
24 6.295 1581 1593 1596 rvv2 41997 61091 3.12% 0.341%
25 6.334 1597 1605 1624 rVB 130812 255972 13.09% 1.430%

26 7.231 1869 1884 1902 rBV2 59515 107078 5.48% 0.598%
27 7.565 1971 1988 1999 rBvV 239881 420741 21.52% 2.350%
28 7.636 1999 2010 2025 rVB 438826 747966 38.26% 4.178%
29 7.852 2066 2077 2092 rBV2 36146 61154 3.13% 0.342%
30 8.315 2209 2221 2254 rBV 397862 702349 35.93% 3.924%

31 9.090 2451 2462 2486 rVB 254328 430746 22.03% 2.406%
32 9.250 2500 2512 2524 rBV 94877 150564 7.70% 0.841%
33 9.376 2536 2551 2566 rVB 154678 259846 13.29% 1.452%
34 9.781 2665 2677 2702 rVB 187786 311535 15.94% 1.740%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMUTR111418WMA .M
TRACE VOA SOMO1.0

35 10.434 2864 2880 2894 rVB2 95176 180217 9.22% 1.007%

36 10.681 2942 2957 2962 rBV3 18069 32216 1.65% 0.180%
37 10.916 3019 3030 3039 rBV5 11297 19737 1.01% 0.110%
38 10.974 3039 3048 3064 rVB 18310 32708 1.67% 0.183%
39 11.147 3091 3102 3114 rBV 103256 159699 8.17% 0.892%
40 11.424 3175 3188 3196 rBV5 12366 21237 1.09% 0.119%

41 11.485 3196 3207 3221 rVV 260538 408301 20.89%% 2.281%
42 11.572 3221 3234 3248 rVV 655447 1002748 51.29% 5.602%
43 11.765 3281 3294 3303 rBVY 340164 621884 31.81% 3.474%
44 11.806 3303 3307 3315 rVV 150078 211866 10.84% 1.184%
45 11.868 3315 3326 3342 rVB4 498610 1017389 52.04% 5.683%

46 11.980 3352 3361 3371 rBV2 22591 35715 1.83% 0.200%
47 12.054 3371 3384 3396 rVvV 119779 185789 9.50% 1.038%
48 12.144 3400 3412 3417 rVV 515231 795978 40.72% 4._447%
49 12.176 3417 3422 3433 rVV 564201 805579 41.21% 4 _500%
50 12.250 3433 3445 3467 rVV 1302278 1954931 100.00% 10.921%

51 12.376 3467 3484 3502 rVB2 130370 291823 14.93% 1.630%
52 12.552 3527 3539 3549 rBV 267777 406451 20.79% 2.271%
53 12.649 3557 3569 3577 rBV 214007 320132 16.38% 1.788%
54 12.700 3577 3585 3603 rVB 289931 437295 22.37% 2.443%
55 12.964 3655 3667 3682 rVB2 83883 129493 6.62% 0.723%

56 13.121 3694 3716 3732 rBV3 194811 342527 17.52% 1.913%

57 13.289 3759 3768 3778 rVB3 17321 28566 1.46% 0.160%
58 13.511 3827 3837 3844 rBV5 23741 43322 2.22% 0.242%
59 13.742 3900 3909 3920 rBV 65338 105614 5.40% 0.590%
60 13.858 3934 3945 3957 rVB4 14585 23308 1.19% 0.130%
61 13.951 3964 3974 3988 rBV6 19422 36483 1.87% 0.204%
62 14.350 4082 4098 4112 rBv4 24288 54372 2.78% 0.304%
63 14.543 4149 4158 4169 rVB5 13335 24639 1.26% 0.138%
64 14.678 4190 4200 4213 rBv4 27466 46115 2.36% 0.258%
65 14.864 4241 4258 4272 rBVS8 25919 65209 3.34% 0.364%
66 14.935 4272 4280 4293 rVB6 12964 26109 1.34% 0.146%
67 15.064 4311 4320 4332 rVB2 15703 24458 1.25% 0.137%
68 15.588 4467 4483 4500 rBV5 27151 69498 3.56% 0.388%
Sum of corrected areas: 17900811
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
vu028141.D

15 Nov 2018 00:07

MD/SY

J5943-03

25.0mL/MSVOA U/WATER

35 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA_M
- TRACE VOA SOMO1.0

= C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 1 (DEL) Alkane: Cyclicl.52 Concentration Rank 18

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

1.52 1.17 ug/L 78469 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 86
3 1-Butene 56 C4HS8 000106-98-9 86
4 1-Butene 56 C4HS8 000106-98-9 86
5 2-Butene, (2)- 56 C4HS8 000590-18-1 80

Abundance Scan 108 (1.521 min): VU028141.D (-101) (-) m/z 41.10 100.00%
4.1
56
5000
3 5053 140 1.60 1.80
s SR 1 1| m/z 56.10 55.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #176: 1-Butene
41
5000 L L L L
27 56 140 160 180
J m/z 39.10 41.09%
o 1 1215 20 24¢|[po 38| 5083
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #186: 1-Propene, 2-methyl-
41
A R A
140 160 1.80
5000 56 m/z 55.10 27 .50%
28
2 115 il 5058
e L L AR A KA AL AAARA AR KRR RARLS RAARY LRSI RRARS B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #173: 1-Butene
41 140 160 1.80
m/z 53.10 10.65%
5000 56
28
o 2 15 19 25‘\ 34 . S0s3
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyclicl.91 Concentration Rank 19

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

1.91 1.09 ug/L 73015 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 91
2 1-Pentene 70 C5H10 000109-67-1 91
3 1-Pentene 70 C5H10 000109-67-1 91
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 90
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 83

Abundance Scan 229 (1.910 min): VU028141.D (-218) (-) m/z 42.05 100.00%
4
55
5000 39 20
1.60 1.80 2.00 2.20
50
Obreprrreprrrrereprrreprrrere SO 0 8088 O | m/z 55.10 65.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #573: Cyclopropane, ethyl-
4
5000 a0 55
27 0 1.60 1.80 2.00 2.20
m/z 41.10 50.18%
0 12 24,L|31 36, 4851 | 6063 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #551: 1-Pentene
4
55 1.60 1.80 2.00 2.20
5000 0 m/z 39.05 37 .86%
29 39
15 zé 1 51, | 62 67
G e R B s RS B LA AR KRN NRAAN AALA RAALA RARLN RRARN RSN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #553: 1-Pentene
42 1.60 1.80 2.00 2.20
m/z 70.10 37 .53%
55
5000
27 39 70
0 121 1,803336,|(||, 4851 | 6063 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Cyclicl.96 Concentration Rank 16

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

1.96 1.52 ug/L 102233 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 90
2 2-Pentene. (E)- 70 C5H10 000646-04-8 87
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87

Abundance Scan 245 (1.961 min): VU028141.D (-236) (-) m/z 55.05 100.00%
55
5000
395 70
51 1.60 1.80 2.00 2.20
o........,....,....,....,....,....,....,....?.‘?.'.;]..'.“ﬁ...;:...-.'...,.?3.,?7..,:...,....,.. m/z 70.05 35.29%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #564: 2-Methyl-1-butene
55
5000
29 3942 70 1.60 1.80 2.00 2.20
m/z 39.10 34.18%
o 1 1215 24, 32 36,,‘ 4851 | 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
1.60 1.80 2.00 2.20
5000 3042 70 m/z 42.10 28.29%
29
o 1526|3236 || 4gl[|, 62 67|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #567: 2-Butene, 2-methyl-
55 1.60 1.80 2.00 2.20
m/z 41.10 25.24%
5000 70
41
29
0 15 26| 3w 51 sse 67 73
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyclic2.14 Concentration Rank 21

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

2.14 0.87 ug/L 58737 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
2 1.4-Pentadiene 68 C5H8 000591-93-5 59
3 Furan 68 C4H40 000110-00-9 59
4 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 14
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 14

Abundance Scan 301 (2.141 min): VU028141.D (-292) (-) m/z 55.10 100.00%
55
39
5000 42 68
51 1.80 2.00 2.20 2.40
o........,....,....,....,....,....,....,....3.‘?.|.,||...,....;...|: oo e M/z 39.10  77.79%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #580: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
1.80 2.00 2.20 2.40
29 42 m/z 68.10 36 .66%
. 26| a6 | || asfl o1 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #437: 1,4-Pentadiene
39 68
53 A“l"'w"'w"'w"'w
1.80 2.00 2.20 2.40
5000 21 m/z 70.10 36.24%
2
65
1 12 54 31 3 0 82
Ot e T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #414: Furan
39 1.80 2.00 2.20 2.40
68 m/z 42.05 36.05%
5000
29
. 14 26| 34 ([%2 =50
m/z--> 0 5 10 fs 20 2% 30 35 40 45 50 55 60 65 fo 75 80 1.80 2.00 2.20 2.40

SOMUTR111418WMA .M Thu Nov 15 13:47:49 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 5 Cyclopentene Concentration Rank 20

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

2.68 0.99 ug/L 66728 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 90
2 Cvclopentene 68 C5H8 000142-29-0 87
3 Cvclopentene 68 C5H8 000142-29-0 87
4 2.3-Diazabicvclol2.2.11-hept-2-ene 96 C5H8N2 002721-32-6 72
5 Cyclopentene 68 C5H8 000142-29-0 72

Abundance Scan 469 (2.681 min): VU028141.D (-447) (-) m/z 67.10 100.00%
67
5000
39 53 ‘ R
36| 2 49 ‘ 63 84 240 2.60 2.80 3.00
o.,....,....,....,....,....,....,:.!.lf!..,...-.i.'.'..r....,.'.-:.,...-,....,....,...:,....,...., m/z 68.10 43.99%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #431: Cyclopentene
67
5000 T ey
240 2.60 2.80 3.00
39 53 m/z 53.10 28.18%
a1 2 so| 63|
Orrprrrrprrrr T T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #429: Cyclopentene
67
240 2.60 2.80 3.00
5000 m/z 39.00 27 .01%
39
53
0 15 3134 ||f%as5 50| 576063, |/70
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #426: Cyclopentene
67 240 2.60 2.80 3.00
m/z 41.10 17.43%
5000
39 53
0 15 27 31 36‘\ﬁ245 50 | 576063, |70
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyclic3.19 Concentration Rank 25

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

3.19 0.63 ug/L 42279 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 94
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 76
4 1-Hexene 84 C6H12 000592-41-6 72
5 2-Butene 56 C4H8 000107-01-7 53

Abundance Scan 627 (3.189 min): VU028141.D (-616) (-) m/z 56.10 100.00%
| 56
5000
69 84
3 I‘ 5053 7|2 2.80 3.00 3.20 3.40 3.60
O“P“WMW““vmv“wmehlmv“W“W’“PMPLW“M““P“WMW““l m/z 41.10 99.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69 T T T T T T
84 2.80 3.00 3.20 3.40 3.60
15 ‘ 53 m/z 39.05 48.78%
0 12 | ||BO [llaa 50| ||, 6165, | 747781
miz> 5 10 15 20 25 3 % 4b 45 50 55 60 65 75 75 80 85 6 |
Abundance #1487: 1-Pentene, 2-methyl-
56
41
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.10 46.97%
27 69 84
0 1210 /8033 38|44 50 \ | 6165 | 747781
P i g
Abundance #1488: 1-Pentene, 2-methyl-
56 2.80 3.00 3.20 3.40 3.60
m/z 43.10 42 .66%
41
5000 6 B4
29
| . 50%% 62
LA LA RN AL MRS LAY AR RARAS REAS) LALR) SRS LARAN AAS AR MRS LARM AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 unknown-01 Concentration Rank 14

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

7.23 1.59 ug/L 107078 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
2 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 17
3 Thiophosaene 114 CCIl2S 000463-71-8 16
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 9
5 Methane, oxybis[chloro- 114 C2H4CI20 000542-88-1 9

Abundance Scan 1884 (7.231 min): VU028141.D (-1869) (-) m/z 79.10 100.00%
70
5000 42
o1 114 SRR L I IR
| | 63 o | 6.80 7.00 7.20 7.40 7.60
Obrrrprrrrprrrr b b 20 W88 | M/Z 42.10 49.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11978: 2-Propanol, 1,3-dichloro-
79
5000 43
6.80 7.00 7.20 7.40 7.60
15 m/z 81.10 31.53%
0 , ,fg 36 | Bl 61 71 || 92 109 121 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11979: 2-Propanol, 1,3-dichloro-
79
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 23.74%
43
o \ 293 | 51 61 72 || 91 100 111 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7674: Thiophosgene e BEaa B e
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 20.10%
5000
114
—
ol 12 Ly 56 67 || ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60

SOMUTR111418WMA .M Thu Nov 15 13:47:52 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,2,3-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.15 1.96 ug/L 159699 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 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 3103 (11.151 min): VU028141.D (-3091) (-) m/z 105.10 100.00%
105
5000 120
B s e | % 10.80 11.00 11.20 1140
S W W . SO NN NSO VI m/z 120.10 42.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
A
5000 UL AL SRS B
120 10,80 11.00 11.20 11.40
a0 77 o1 m/z 77.10 13.94%
oo 15 2 U Siss 85 s | o8 || 13,
mz> 1o % % 4 0 6 70 8 90 100 10 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
AU SRR AREE
120 10.80 11.00 11.20 11.40
5000 m/z 91.10 11.98%
77
o 15 2 3 Slgges O Sleg | |
mz-> 10 20 30 40 0 80 70 8 0 100 10 130 A
Abundance #9421: Benzene, 1,2,4-trimethyl- PR

10.80 11.00 11.20 11.40
m/z 119.10 11.69%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11. 20 11.40

SOMUTR111418WMA .M Thu Nov 15 13:47:53 2018 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.76 7.62 ug/L 621884 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 92
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 78
4 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
Abundance Scan 3293 (11.761 min): VU028141.D (-3281) (-) m/z 117.10 100.00%
117
5000
39 51 63 o 11.40 11.60 11.80 12.00
77 103 : : : :
0...,....,....,....',....,"...'.,:'.'..,...-.-,?f"..',l....,.-.-..,..!.',....,1.?‘.‘.,.. m/z 118.10 52.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 A DARRA RS AN RS
11.40 11.60 11.80 12.00
m/z 115.10 36.23%
39 5 63 a
- A T R/ AN N1 | AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
11.40 11.60 11.80 12.00
5000 m/z 91.10 16.88%
39 58 91
51
ooz A P e 193110‘\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117 11.40 11.60 11.80 12.00
m/z 63.10 9.45%
5000
91
39 515865 77 ‘ 103
0...,....,..2.‘.7,....‘,....ﬁ‘a..‘l,:U..,...‘l,?ﬂ.‘,:...,a‘..l.lc.).l.‘,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMUTR111418WMA .M Thu Nov 15 13:47:53 2018 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1l-methyl-3-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.59 ug/L 211866 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 87
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 87
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 86
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 80
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 80
Abundance Scan 3308 (11.810 min):VU028141.D(—d;3303) ) m/z 105.10 100.00%
105
5000
134
77 11.40 11.60 11.80 12.00 12.20
39 51 63 92
o..,....,....,....-,-....,-....,.-...7,‘?..':',....,'.'...,.':!.,.1.?‘?,.1.?‘?,.I~..,.. m/z 134.10 22.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
5000
11.40 11.60 11.80 12.00 12.20
134 m/z 106.10 15.44%
. 27 3 &1 65 TG 119
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15358: Benzeneacetaldehyde, .alpha.-methyl-
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 77.10 9.91%
77 134
. 27 3 S ey || S ) us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14854: Benzene, 1-methyl-4-propyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 79.05 7.97%
5000
134
oL 15 27 39 515865 9 119197 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1l-methyl-4-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.05 2.28 ug/L 185789 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 3383 (12.051 min):VU028141.D(—d;3371) ) m/z 105.10 100.00%
105
5000
- 134
39 51 65 91 115 11.80 12.00 12.20 12.40
o..,....,....,....',....,'....,.-.'..,...':',....,'.~...,.':!.,..~.~.,..1.2]7,.I..,.. m/z 134.10 21.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.80 12.00 12.20 12.40
. 134 m/z 77.10 11.50%
ol 15 27 3 51 65 % og | 15 1 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
11.80 12.00 12.20 12.40
5000 m/z 106.10 8.89%
134
o 15 27 39 sisges 1 S| 11095 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105 11.80 12.00 12.20 12.40
m/z 79.10 8.50%
5000
27 o1 134
ol 15 27 39 Slgges | . 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMUTR111418WMA .M Thu Nov 15 13:47:55 2018 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.14 9.75 ug/L 795978 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3411 (12.141 min): VU028141.D (-3400) (-) m/z 119.10 100.00%
119
5000
134
7 9 108
39 51 65 | 11.80 12.00 12.20 12.40
| S ¥ S N SO S 1 S m/z 134.10 29.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.10 18.59%
15 27 39 51 4 77 91 105 |
0 ”W'”W'mﬁ'”ﬁ'”Wh”ﬁw”ﬁJLW'”W'”W'”WJ“W'mq'”W““W”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
11.80 12.00 12.20 12.40
5000 m/z 105.10 14 .96%
01 134
77 105
15 27 3\9 5\1 \6\5 1l M‘ | ‘ |
G e R AL RN RS RAREA RAARS RRALN AR RRAAY RARA) RALRS RARAY SARSE RN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 77.10 10.82%
5000 134
, s 7 A w o
o e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMUTR111418WMA .M Thu Nov 15 13:47:56 2018 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.18 9.87 ug/L 805579 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 p-Cvmene 134 C10H14 000099-87-6 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 3423 (12.179 min): VU028141.D (-3417) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 % 103 o7 11.80 12.00 12.20 12.40
Ol et e et e m/z 134.10 23.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119
5000
11.80 12.00 12.20 12.40
01 134 m/z 91.10 12.66%
15 27 3? 51 65 77 103
ot .."..' X e S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119
11.80 12.00 12.20 12.40
5000 m/z 120.10 8.76%
134
91
oL e &7 | 18
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 11.80 12.00 12.20 12.40
m/z 77.10 7.88%
5000
o1 134
oL 2 e 8T | 103
mz-> 20 40 60 80 100 120 140 160 180 200 | | 11.80 12,00 12.20 12.40

SOMUTR111418WMA .M Thu Nov 15 13:47:56 2018 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.38 3.57 ug/L 291823 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 o-Cvmene 134 C10H14 000527-84-4 97
4 o-Cvmene 134 C10H14 000527-84-4 97
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
Abundance Scan 3485 (12.379 min): VU028141.D (-3467) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 (7 | 105 148 12.00 12.20 12.40 12.60
Oberprrrrprerr e et b e bt m/z 134.10 26.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
5000
12.00 12.20 12.40 12.60
91 134 m/z 91.10 17.96%
0 U S N | T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: o-Cymene
119
12.00 12.20 12.40 12.60
5000 m/z 77.10 10.74%
134
91
1 27 At s 6 7 | 8 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119 12.00 12.20 12.40 12.60
m/z 117.10 9.94%
5000
134
91
0 27 \4\1 5\1 6\5 7\7 108
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 12.00 12.20 12.40 12.60

SOMUTR111418WMA .M Thu Nov 15 13:47:57 2018 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M

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 Benzene, 1l-ethyl-2,3-dimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.55 4.98 ug/L 406451 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3538 (12.549 min): VU028141.D (-3527) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 | 105 007 12.20 12.40 12.60 12.80
o} A VS S N PR U7 R 0 -/ A m/z 134.10 28.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 12.20 12.40 12.60 12.80
0
o 77 105 m/z 91.10 18.90%
15 27 39 51
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 11.54%
91 105 134
77
..1.5,.2.7..3?..5.1.,6:5...,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 77.10 11.10%
5000
01 134
77 105
15 27 3\9 5\1 65 ‘H A M‘ H\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

SOMUTR111418WMA_.M Thu Nov 15 13:47:58 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.92 ug/L 320132 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3569 (12.649 min): VU028141.D (-3557) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 . 65 77 | 103 17 12.40 12.60 12.80 13.00
0..,....,....,....','....,'....,.-.':.,...'.-,....,....,....,..'.':I....,.'.'..,... m/z 134.10 45.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
o1 m/z 91.05 16.09%
oL 15 27 39 Blggb5 7 7 gg105 | 197
o> b % % 4 50 60 70 80 90 100 110 150 130 130
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
12.40 12.60 12.80 13.00
5000 134 m/z 120.10 10.01%
39 77 91
o 15 3 1 Stegf UL | 98105 | 197 ||
mz> 10 % 30 4 80 6 7o 8 % 100 110 130 150 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 77.05 9.57%
5000 134
39 77 o
ob 15 27T tee 103 ) 127 ),
m/z--> 15 25 §0 Jo 55 eb fo 85 95 160 110 150 150 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.96 1.59 ug/L 129493 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 93
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
Abundance Scan 3666 (12.961 min): VU028141.D (-3655) (-) m/z 117.05 100.00%
117
5000 132
39 51 64 77 o1 12.60 12.80 13.00 13.20
105 : : : :
o 138 207 m/z 132.10  39.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 12.60 12.80 13.00 13.20
0
,7 39 51 65 77 m/z 115.10 30.82%

15 i

0 e o e IRLALA N e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
12.60 12.80 13.00 13.20
5000 132 m/z 131.05 21.01%

91
51 77 ‘
52 P P e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-

117 12.60 12.80 13.00 13.20

m/z 91.10 16.88%
5000 132
27 39 51 g5 77 91
P O AN Y N

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.12 4.19 ug/L 342527 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 70
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 64
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 62
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 58
Abundance Scan 3716 (13.121 min): VU028141.D (-3694) (-) m/z 117.10 100.00%
147
5000
o1 132
3 51 65 17 | 103 ‘ |‘ 12.80 13.00 13.20 13.40
Obrrprrrrprrrr et e el el et el bl Tm/z 119.10 70.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132
5000 USSR NN SUNBA R
12.80 13.00 13.20 13.40
o e e o1 ‘ m/z 115.10 34.51%
77 105
0..“%?.“.??“...p..qhnﬁﬁ.”L,.“hq”.njh..u...“.l!“.sw e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14033: 3-Phenylbut-1-ene

12.80 13.00 13.20 13.40
m/z 132.10 31.71%

5000

0!

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-
1

12.80 13.00 13.20 13.40
m/z 134.10 28.43%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.51 0.53 ug/L 43322 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl-5-(1-methv... 148 Cl11H16 004706-90-5 58
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 58
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 58
4 2-tert-Butvltoluene 148 C11H16 001074-92-6 53
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 52
Abundance Scan 3837 (13.511 min): VU028141.D (-3827) (-) m/z 133.10 100.00%
5000
148
a1 01 115
55 | 103 | | 180 o7 13.20 13.40 13.60 13.80
o B ||.| Al .|.|||| ﬁp..u ','I'."!!I'li'.!"' |'I|"'|""I|""|"" m/z 148.10 28.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
5000
13.20 13.40 13.60 13.80
148 m/z 131.10 27.82%
, 1527 39 51 g5 77 gﬂ 105117
0 .|...'.l.I...lll..'.'.|'.'...||....|.|..'.'|..'..l..‘..l....l....|....
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
33
13.20 13.40 13.60 13.80
5000 105 m/z 115.10 20.17%
_ 91 119 148
7 41 3
0'I'”'Iﬂ“'l”?'I”'NP"'”“'N"'W'“'W"”I"”I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22772: Benzene, pentamethyl-
133 13.20 13.40 13.60 13.80
m/z 91.00 18.28%
148
5000
27 ?} 53 65 77 o1 105117 I
) NS [N | SN F PSP S S .‘... e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 24 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.35 0.67 ug/L 54372 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001680-51-9 94
2 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 87
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
Abundance Scan 4098 (14.350 min): VU028141.D (-4082) (-) m/z 131.10 100.00%
131
118 146
5000
91 105
39 51 7 ] | "I 160 14.00 14.20 14.40 14.60
o..,....,....,....|,.:..;'.I.I..,.'!'..l':..h'....',....,:'...,..!',...'.,'.'...,~.-.- m/z 118.10 57.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
27 39 91 105 14.00 14.20 14.40 14.60
15 51 g3 77 m/z 146.20 56.71%
0 h”LJ“Wth”W”“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146
118 14.00 14.20 14.40 14.60
5000 131 m/z 117.10 37.69%
91
o o ® s oes T | | |
mz-> 10 2 30 40 % 60 70 80 90 100 110 150 130 140 150 180
Abundance #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
18146 14.00 14.20 14.40 14.60
118 m/z 115.00 26.86%
5000
105

T N N
RN |

onpnwunpnﬁunpuw””.”q””“”q””“”w””.”w””“”w””“

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111418\
Data File : VU028141.D

Aca On : 15 Nov 2018 00:07

Operator : MD/SY

Sample : J5943-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14 .86 0.80 ug/L 65209 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 70
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 64
3 Dec-5-ene-3.7-divne. 2.9-dimethvl- 160 C12H16 1000211-23-3 55
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 49
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
Abundance Scan 4257 (14.861 min): VU028141.D (-4241) (-) m/z 118.10 100.00%
118
145 160
5000 105
128
39 3l 77 %
65 14.60 14.80 15.00 15.20
01 m/z 160.20 71.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118
145
5000
14.60 14.80 15.00 15.20
m/z 145_.05 68 .50%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118
145 160 14.60 14.80 15.00 15.20
5000 m/z 117.10 50.72%
105
27 39 5 3 77 % ‘ H 128
0 "I""I"'NI""‘I""'i‘a""l"l"' \”;‘lwlnn e I‘H.|..l.‘|u.‘.‘m.uﬁ‘ﬁl.|....‘ ‘....lu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30887: Dec-5-ene-3,7-diyne, 2,9-dimethyl-
160 14.60 14.80 15.00 15.20
91 115 m/z 115.10 42 _.99%
39 105 130
5000 77 145
51
27 65
O T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111418\
Data File : VU028141.D

Acq On : 15 Nov 2018 00:07

Operator : MD/SY

Sample - J5943-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 1.52 1.2 ug/L 78469 1 5.89 336045 5.0
(DEL) Alkane: Cyc... 1.91 1.1 ug/L 73015 1 5.89 336045 5.0
(DEL) Alkane: Cyc... 1.96 1.5 ug/L 102233 1 5.89 336045 5.0
(DEL) Alkane: Cyc... 2.14 0.9 ug/L 58737 1 5.89 336045 5.0
Cyclopentene 2.68 1.0 ug/L 66728 1 5.89 336045 5.0
(DEL) Alkane: Cyc... 3.19 0.6 ug/L 42279 1 5.89 336045 5.0
unknown-01 7.23 1.6 ug/L 107078 1 5.89 336045 5.0
Benzene, 1,2,3-tr... 11.15 2.0 ug/L 159699 3 11.48 408301 5.0
Indane 11.76 7.6 ug/L 621884 3 11.48 408301 5.0
Benzene, l-methyl... 11.81 2.6 ug/L 211866 3 11.48 408301 5.0
Benzene, l-methyl... 12.05 2.3 ug/L 185789 3 11.48 408301 5.0
Benzene, 2-ethyl-... 12.14 9.8 ug/L 795978 3 11.48 408301 5.0
o-Cymene 12.18 9.9 ug/L 805579 3 11.48 408301 5.0
p-Cymene 12.38 3.6 ug/L 291823 3 11.48 408301 5.0
Benzene, l-ethyl-_.. 12.55 5.0 ug/L 406451 3 11.48 408301 5.0
Benzene, 1,2,4,5-... 12.65 3.9 ug/L 320132 3 11.48 408301 5.0
Benzene, 2-etheny... 12.96 1.6 ug/L 129493 3 11.48 408301 5.0
Benzene, 2-etheny... 13.12 4.2 ug/L 342527 3 11.48 408301 5.0
Benzene, 1,3-dime... 13.51 0.5 ug/L 43322 3 11.48 408301 5.0
Naphthalene, 1,2,... 14.35 0.7 ug/L 54372 3 11.48 408301 5.0
Naphthalene, 1,2,... 14.86 0.8 ug/L 65209 3 11.48 408301 5.0
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