LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\82U092218W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.759 172 182 204 rVB 390852 510136 5.55% 1.055%
2 2.305 336 352 372 rVB 69094 135439 1.47% 0.280%
3 2.707 459 477 497 rBV 419080 871150 9.48% 1.801%
4 3.000 550 568 592 rBV 915711 1940647 21.13% 4.013%
5 3.996 857 878 899 rBV2 113972 320232 3.49% 0.662%
6 4.736 1090 1108 1129 rBvV3 35753 98730 1.07% 0.204%
7 4.884 1138 1154 1170 rBvV 118032 268346 2.92% 0.555%
8 5.000 1170 1190 1205 rBvV 2068823 5025653 54.71% 10.392%
9 5.083 1205 1216 1253 rVB 416357 1020123 11.11% 2.109%
10 5.260 1256 1271 1281 rBV 272348 655025 7.13% 1.354%

11 5.482 1324 1340 1351 rBV2 630788 1431180 15.58% 2.959%
12 5.556 1352 1363 1374 rVV3 629349 1500660 16.34% 3.103%
13 5.627 1374 1385 1415 rVB 776552 1734376 18.88% 3.586%
14 5.887 1451 1466 1484 rBV 257599 509614 5.55% 1.054%
15 6.421 1607 1632 1646 rBV 4253054 9185924 100.00% 18.994%

16 6.739 1715 1731 1748 rBvV 168689 346346 3.77% 0.716%
17 6.910 1768 1784 1804 rBV3 229364 626296 6.82% 1.295%
18 7.051 1814 1828 1839 rBV 170547 357308 3.89% 0.739%
19 7.260 1878 1893 1902 rBV 113190 231207 2.52% 0.478%
20 7.530 1963 1977 1982 rBV2 608841 1091360 11.88% 2.257%

21 7.565 1983 1988 2019 rVvB2 792567 1373359 14.95% 2.840%
22 7.710 2019 2033 2046 rBv2 259259 582757 6.34% 1.205%
23 7.778 2047 2054 2068 rVB 148636 261782 2.85% 0.541%
24 7.919 2086 2098 2122 rVB 537190 988947 10.77% 2.045%
25 8.048 2123 2138 2149 rBV 240825 438768 4.78% 0.907%

26 8.491 2257 2276 2284 rBV3 124880 244423 2.66% 0.505%
27 8.546 2284 2293 2303 rVV 492900 798946 8.70% 1.652%
28 8.607 2303 2312 2323 rVB 267420 447378 4._.87% 0.925%
29 8.848 2369 2387 2413 rVB3 54821 136170 1.48% 0.282%
30 9.089 2451 2462 2479 rBvV 373800 612814 6.67% 1.267%

31 9.189 2479 2493 2503 rBvV 164610 282951 3.08% 0.585%
32 9.363 2526 2547 2553 rBV3 96673 212775 2.32% 0.440%
33 9.726 2643 2660 2678 rBV5 68388 226209 2.46% 0.468%
34 9.954 2704 2731 2748 rBV2 113042 251769 2.74% 0.521%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

35 10.048 2748 2760 2777 rBV5 74540 153187 1.67% 0.317%

36 10.167 2787 2797 2808 rBV 397100 616813 6.71% 1.275%
37 10.308 2830 2841 2853 rBV 353675 558739 6.08% 1.155%
38 10.495 2891 2899 2916 rVB4 53997 94082 1.02% 0.195%
39 10.588 2916 2928 2949 rBV 399984 625263 6.81% 1.293%
40 11.292 3128 3147 3151 rBVY 83463 148778 1.62% 0.308%

41 11.324 3151 3157 3174 rVB 204215 324997 3.54% 0.672%
42 11.485 3196 3207 3221 rBV 426685 666164 7.25% 1.377%
43 11.572 3221 3234 3247 rBVY 621430 939680 10.23% 1.943%
44 11.691 3260 3271 3283 rBVY 99543 158487 1.73% 0.328%
45 11.774 3283 3297 3310 rBV3 376298 774382 8.43% 1.601%

46 11.864 3310 3325 3331 rBV2 73206 134438 1.46% 0.278%
47 11.983 3350 3362 3375 rBVY 125078 201564 2.19% 0.417%
48 12.253 3421 3446 3452 rBVY 387123 638369 6.95% 1.320%
49 12.286 3452 3456 3468 rVV 213945 314594 3.42% 0.650%
50 12.356 3468 3478 3497 rVV3 302681 755813 8.23% 1.563%

51 12.549 3526 3538 3550 rVB4 208670 404922 4.41% 0.837%
52 12.652 3550 3570 3582 rBV 287642 491411 5.35% 1.016%
53 12.925 3647 3655 3662 rVV3 64754 113936 1.24% 0.236%
54 13.121 3693 3716 3726 rBV2 878655 1421295 15.47% 2.939%
55 13.289 3759 3768 3785 rVvB2 150164 261788 2.85% 0.541%

56 13.511 3827 3837 3845 rBV3 149662 233385 2.54% 0.483%
57 13.578 3845 3858 3862 rBV4 75015 137758 1.50% 0.285%
58 13.610 3863 3868 3875 rVB 75168 94935 1.03% 0.196%
59 13.742 3893 3909 3918 rBV2 247888 440949 4._80% 0.912%
60 13.787 3918 3923 3936 rVvVv 65398 101569 1.11% 0.210%

61 13.961 3967 3977 3986 rBV5 54099 111088 1.21% 0.230%
62 14.154 4026 4037 4043 rBvV 53890 98374 1.07% 0.203%
63 14.334 4083 4093 4109 rBV2 100929 225513 2.45% 0.466%
64 14.539 4148 4157 4170 rVB4 67609 126653 1.38% 0.262%
65 14.681 4190 4201 4217 rBvV4 72220 154969 1.69% 0.320%

66 14.877 4251 4262 4272 rVV 459973 739242 8.05% 1.529%
67 15.064 4309 4320 4334 rBvV 455520 764211 8.32% 1.580%
68 15.916 4573 4585 4607 rBV 127610 250141 2.72% 0.517%
69 16.060 4620 4630 4637 rBV 155277 245776 2.68% 0.508%
70 16.099 4637 4642 4656 rVB 80779 120383 1.31% 0.249%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U092218W_M
SW846 8260

Sum of corrected areas: 48362448
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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\VU092818\
VU027275.D

28 Sep 2018 16:38

MD/SY

J5041-06

5.0mL/MSVOA U/WATER

22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: VU027275.D

3.00

A 231 /\ 4.00

Time-->

A

|
1.50 2.00 2.50 3.00 3.50 4.00

Abundance

4000000

3000000

2000000

1000000

TIC: VU027275.D

10.1H 31 10.59

0 |
Time--> 9.50 12.00
Abundance TIC: VU027275.D
4000000
3000000
2000000
1000000 13.12
ho 14.885.06
1%t 74
o .7&3.9&4.1514}-\3314.544.68 15.
al T 1 1 T T T T I T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclopentane, 1,3-dimethyl- Concentration Rank 3

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

5.48 140.42 ug/l 1431180 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 95
2 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 94
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
5 Cycloheptane 98 C7H14 000291-64-5 50

Abundance Scan 1339 (5.479 min): VU027275.D (-1324) (-) m/z 70.10 100.00%
56 70
41
5000
83
98 520 540 5.60 5.80
0 ...,....,....,....,....;”...5,9.'.' |.,‘??.-:||...7?,-.|...??...',...., m/z 56.05 78.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
520 540 560 5.80
27 83 o5 m/z 55.05 66.43%
| ‘||| 5(.)||| 63 il ”
e L L IR AL R UL UL AR RS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56 70
41
520 540 5.60 5.80
5000 m/z 41.05 56 .80%
27 83
5 ‘ 98
oL 1 ‘ \‘34‘\50“\63”77‘91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 540 560 5.80
m/z 39.10 25_75%
41
5000
83
0 134 |l 48 || 63 1| 77 | 90 |
m/z--> 0 10 20 30 40 5 60 70 8 9 100 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 2

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

5.56 147.24 ug/Il 1500660 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 91
2 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 91
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 86
4 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 78
5 Isopropylcyclobutane 98 C7H14 000872-56-0 53

Abundance Scan 1364 (5.559 min): VU027275.D (-1352) (-) m/z 56.10 100.00%
56 70
41
5000
83
98 520 5.40 5.60 5.80
0 ...,....,....,....,....:.|'...5,(-’.'.' L A AP . m/z 70.10  97.43%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
27 520 5.40 5.60 5.80
8 m/z 55.10 79.02%
o1 B | 33 .|| so,lll 63 Jl 77 | &
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56 70
41
520 5.40 5.60 5.80
5000 m/z 41.10 66.22%
27 83
5 ‘ 98
oL 1 | \‘34‘\50“\63”77‘91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56 70 520 5.40 5.60 5.80
41 m/z 69.10 38.11%
5000
27 ‘ ‘ 83 08
NN - 1 1 .1 O A N S
m/z--> 0O 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\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclopentane, 1,2-dimethyl-__._. Concentration Rank 1

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

5.63 170.17 ug/l 1734380 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 94
2 lIsopropvicvclobutane 98 C7H14 000872-56-0 94
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
4 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 74
5 1-Heptene 98 C7H14 000592-76-7 72

Abundance Scan 1386 (5.630 min): VU027275.D (-1374) (-) m/z 56.10 100.00%
96
70
41
5000
| 83 98
520 5.40 560 5.80 6.00
0 ...,....,....,....,....;]'...5?.'.' |83y -..??,.'...?1...!,.... m/z 55.10 70.53%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70
41
5000
27 520 5.40 560 5.80 6.00
‘ 83 98 m/z 70.10 67 .75%
oLt s [l soyl ss ) 77
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
56
41
70 520 5.40 5.60 5.80 6.00
5000 7 m/z 41.10 57 .95%
98
83
| \‘ Il ‘ ‘ 59“ ‘ 63 1 Il 77 ‘
e L IR UL AL IR IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56 520 5.40 560 5.80 6.00
a1 m/z 69.10 32.71%
70
5000
27 98
™ Ny
oL 1 15 L34 || 50, 63 | 77 | 8o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 8

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

6.91 61.45 ug/1 626296 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 90
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 87
3 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 80
4 cis-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-69-3 64
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 64

Abundance Scan 1784 (6.910 min): VU027275.D (-1768) (-) m/z 70.05 100.00%
55 70
5000 a1
‘ 84
97 112 6.60 6.80 7.00 7.20
o.,....,....|il...5f-’.':.|.,.‘.*?': ...77.,.'.|..,9?.-.'.,....,!...,. m/z 55.10 85.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
5000 41
6.60 6.80 7.00 7.20
27 84 m/z 56.10 74 .35%
| | 97 112
0% |"'Lh ""L'l"'?%”' '|§?'” |"??I" HRSUREMERI BRI DU
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6838: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70
55 "'I”"I'Aﬂl'”'l'”'l
6.60 6.80 7.00 7.20
5000 a1 m/z 41.05 50.64%
27
84
o Il oes || 7o o7 12
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 6.60 6.80 7.00 7.20
m/z 43.10 39.23%
5000
41
7 ‘ ‘ ‘ 84 112
0'|"""|""‘|"'"|"'"|""'‘”??l"l"l"?zl""l""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 5

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

7.92 80.69 ug/1 988947 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 97
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 96
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
4 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 76
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72

Abundance Scan 2098 (7.919 min): VU027275.D (-2086) (-) m/z 55.10 100.00%
55 97
5000 4l
69 112
| ‘ 8 7.60 7.80 8.00 8.20
o...,....,....,....,.|...,-.".'.F.2..'!,-....,~:|!..,....',....,.~...,.1.?‘?,... m/z 97.10 93.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
556 97
41
5000 7.60 7.80 8.00 8.20
27 ‘ ‘ 112 m/z 41.05 50.79%
0'”I}?W'“MP'”Ih'Wd”hP'ﬂl”'W'”'P'JI“'W“”'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #6819: Cyclohexane, 1,2- dlmethyl , trans-
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.05 42 _.27%
27 69 112
‘ ‘ 83
0'”I}il”'m”'hj”'vhLF%““”'WJLW'”lP'”P””I””I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
56 97 7.60 7.80 8.00 8.20
m/z 69.05 34 .98%
5000 a
60 112
27 83
0'”I}?I”Jh”'MJ“'P“”F%'M”'WJM"”lP'”I“'W”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Cyclohexane, ethyl- Concentration Rank 7

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

8.55 65.19 ug/1 798946 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 93
2 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 76
3 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 76
4 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 64
5 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 64

Abundance Scan 2294 (8.549 min): VU027275.D (-2284) (-) m/z 83.10 100.00%
55 g3
5000 a1
112
67 AR R L
7 o1 8.20 8.40 860 8.80
o} B RS ovT] /St Y PRt ¥ ) m/z 55.10 79.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 8.20 8.40 860 8.80
7 67 m/z 82.10 47 .96%
0"w%?'w"‘w"JH“"ﬁ”!'V'JHP'??V"'V"w'"w'“'w'
m/z--> 10 20 30 40 5 60 70 80 90 100 110 120
Abundance #6720: 2-Hexene, 2,4-dimethyl-
55 83
820 840 860 880
5000 a1 m/z 41.05 37 .95%
112
27 69 97
0"w"'w'jﬂw"jﬁk"w“%'w'”Jh'??w"'w'J'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6697: 3,4-Dimethyl-2-hexene
55 83 8.20 8.40 860 8.80
m/z 112.10 23.17%
5000
41
- 112
69
O'W'”'P'jm'”JPM”I”J”P'm“”??U'”I'?ZP"W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Benzene, 1,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.57 70.53 ug/1 939680 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 3233 (11.569 min): VU027275.D (-3221)d)(-) m/z 105.10 100.00%
105
5000 120
77
39 51 65 91 11.20 11.40 11.60 11.80
O et oo e B8 98 L WL 757150 10 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120 LA AR SRS

11.20 11.40 11.60 11.80
m/z 77.00 13.82%

28 39 51 77 91
N O O .. B O 2 17 P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
11.20 11.40 11.60 11.80
5000 120 m/z 91.10 10.09%
39 7 91
PN O Y OO I NN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105 11.20 11.40 11.60 11.80
120 m/z 119.10 9.71%
5000
i
0 15 27 3\? o1 58 65 L o o Ll It
B R o o o o o R e L RRAREREEEEss o)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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, 2-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 58.12 ug/1 774382 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 91
2 Deltacvclene 118 C9H10 007785-10-6 90
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 83
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 022250-74-4 80
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 80
Abundance Scan 3296 (11.771 min): VU027275.D (-3283) (-) m/z 117.10 100.00%
117
5000 105
91
39 51 . | - ‘ 127174 11.40 11.60 11.80 12.00
0..,....,....,....',....|'....,:|.'..,...|!-....',....,....,...' qt2l b m/z 118.10  53.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
147
5000 o1 LN BRI SUNILN UL I
11.40 11.60 11.80 12.00
9 5 65 m/z 119.05 39.03%
58 78 103
I I I [ T I I I I | | I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8953: Deltacyclene

11.40 11.60 11.80 12.00
m/z 105.10 37.85%

5000
39
51 58 65 77
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-

11.40 11.60 11.80 12.00
m/z 115.05  34.83%

5000

m/z--> 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\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Benzene, l-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.12 106.68 ug/Il 1421300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
4 o-Cvmene 134 C10H14 000527-84-4 64
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64

Abundance Scan 3716 (13.121 min): VU027275.D (-3693) (-) m/z 119.10 100.00%

119

5000 134
91

-

39 51 65 77 12.80 13.00 13.20 13.40
0 e et || m/z 117.10  52.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117 F
5000

132 12.80 13.00 13.20 13.40
m/z 134.10 40.87%

39 51 65 /7
7
0 I o e I LA e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117
T
12.80 13.00 13.20 13.40
5000 m/z 91.05 21.93%
91 132
27 39 51 g5 77 ‘ 105 |
o ...,.‘...‘,..“a‘.,‘a‘...“‘,..‘..,‘a‘..H,..‘.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 115.05 20.65%
5000 134
91
15 27 3) 81 65 77| 103 )
L L i e i o o o o R

m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027275.D

Aca On : 28 Sep 2018 16:38

Operator : MD/SY

Sample : J5041-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.06 57.36 ug/1 764211 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 l1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 4319 (15.060 min): VU027275.D (-4309) (-) m/z 142.05 100.00%
142
5000
115
63 71 14,80 15.00 15.20 15.40
39 51 89
Oberrrrrrrmtyrrr eyl e Lt 292 129 L2018 1 77 7141.10  91.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19233: Naphthalene, 2-methyl-
142
5000 LA SR BN U IS
115 14.80 15.00 15.20 15.40
m/z 115.05 34 .50%
ol 27 39 5L 63 71 89 102 126 |
S0 i I gt W
Abundance #19232: Naphthalene, 1-methyl-
142
14.80 15.00 15.20 15.40
5000 115 m/z 143.10 11.66%
oLo27 39 51 G718 400 | 16 |
> B a8 b B % 160 110 13 135 140 150 1%
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 14.80 15.00 15.20 15.40
m/z 139.05 11.31%
5000 115
oL2r ¥ o %371 29 89 102 126 L
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 150 160 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092818\
Data File : VU027275.D

Acq On : 28 Sep 2018 16:38

Operator : MD/SY

Sample - J5041-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclopentane, 1,3... 5.48 140.4 ug/1 1431180 2 5.89 509614 50.0
Cyclopentane, 1,3... 5.56 147.2 ug/1 1500660 2 5.89 509614 50.0
Cyclopentane, 1,2... 5.63 170.2 ug/l 1734380 2 5.89 509614 50.0
Cyclopentane, 1,2... 6.91 61.5 ug/I 626296 2 5.89 509614 50.0
Cyclohexane, 1,2-_.. 7.92 80.7 ug/Il 988947 3 9.09 612814 50.0
Cyclohexane, ethyl- 8.55 65.2 ug/I 798946 3 9.09 612814 50.0
Benzene, 1,2,4-tr... 11.57 70.5 ug/I1 939680 4 11.48 666164 50.0
Benzene, 2-propenyl- 11.77 58.1 ug/Il 774382 4 11.48 666164 50.0
Benzene, l-methyl... 13.12 106.7 ug/l 1421300 4 11.48 666164 50.0

4

Naphthalene, 1-me... 15.06 57.4 ug/I1 764211 11.48 666164 50.0
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