LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 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 N\METHODS\82N082118W.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 1.658 3 21 44 rBV 867191 1436022 23.25% 1.457%
2 7.593 1847 1867 1878 rBV 554829 1377820 22.31% 1.398%
3 7.667 1879 1890 1921 rVB 797787 1898504 30.74% 1.927%
4 8.030 1982 2003 2031 rBV 531402 1251208 20.26% 1.270%
5 8.262 2041 2075 2076 rBvV3 63747 269266 4 .36% 0.273%

8.587 2160 2176 2204 rBV 1210002 2499783 40.48% 2.537%
10.091 2629 2644 2678 rBV 2137290 3970382 64.29% 4._.029%
2973 2990 3008 rVB6 50928 144292 2.34% 0.146%
11.300 3008 3020 3029 rBV2 48743 86933 1.41% 0.088%
11.410 3039 3054 3074 rBV 1574279 2802734 45.38% 2.844%

QOO ~NO®
=
=
N
o
N

11 11.631 3102 3123 3138 rBv6 167932 464914 7.53% 0.472%
12 11.947 3200 3221 3237 rBV3 229849 625694 10.13% 0.635%
13 12.046 3243 3252 3260 rBV 198471 282076 4._.57% 0.286%
14 12.120 3266 3275 3280 rBV3 94318 161294 2.61% 0.164%
15 12.159 3281 3287 3297 rVB4 137676 249904 4._05% 0.254%

16 12.300 3320 3331 3335 rBV6 81298 166087 2.69% 0.169%
17 12.339 3337 3343 3347 rVV 107547 137715 2.23% 0.140%
18 12.400 3354 3362 3372 rVV 1330143 2152088 34.85% 2.184%
19 12.445 3372 3376 3385 rVB 170772 209988 3.40% 0.213%
20 12.561 3405 3412 3427 rVB6 126079 246422 3.99% 0.250%

21 12.654 3427 3441 3449 rBV 812508 1460173 23.64% 1.482%
22 12.728 3455 3464 3476 rVB3 2473294 4024872 65.17% 4._.085%
23 12.892 3502 3515 3525 rBV 1035901 1899369 30.76% 1.928%
24 12.963 3530 3537 3549 rVB 688133 1060089 17.17% 1.076%
25 13.040 3550 3561 3570 rBV 947041 1518397 24.59% 1.541%

26 13.091 3570 3577 3586 rVB3 156795 230122 3.73% 0.234%
27 13.146 3587 3594 3608 rVB6 163463 356621 5.77% 0.362%
28 13.236 3609 3622 3630 rBV2 866255 1546507 25.04% 1.569%
29 13.284 3631 3637 3644 rBV4 335414 458882 7.43% 0.466%
30 13.345 3644 3656 3661 rBV 1648437 2914906 47.20% 2.958%

31 13.426 3675 3681 3693 rVB2 225501 369223 5.98% 0.375%
32 13.512 3700 3708 3710 rBV 451531 535358 8.67% 0.543%
33 13.541 3711 3717 3723 rVV 1251757 1871750 30.31% 1.900%
34 13.583 3723 3730 3743 rVB2 1627670 2672434 43.27% 2.712%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO82218\
Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 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_N\METHODS\82N082118W.M
SW846 8260

35 13.673 3746 3758 3767 rBV 1834398 2911108 47.14% 2.954%

36 13.741 3771 3779 3788 rVB 835567 1223420 19.81% 1.242%
37 13.802 3790 3798 3802 rBV 709573 1042366 16.88% 1.058%
38 13.831 3803 3807 3816 rVvB 1010107 1395172 22.59% 1.416%
39 13.889 3817 3825 3834 rVB 1598676 2401617 38.89% 2.437%
40 13.943 3835 3842 3848 rBV2 255255 379065 6.14% 0.385%

41 13.995 3848 3858 3868 rVB 1839926 2951168 47.79% 2.995%
42 14.053 3868 3876 3878 rBVY 229998 310581 5.03% 0.315%
43 14.127 3890 3899 3907 rBV2 732839 1237861 20.04% 1.256%
44 14.210 3919 3925 3930 rBVY 486691 621355 10.06% 0.631%
45 14.249 3931 3937 3945 rVB 1497068 2118810 34.31% 2.150%

46 14.297 3945 3952 3958 rBV2 693112 931848 15.09% 0.946%
47 14.332 3958 3963 3971 rVB2 476979 587860 9.52% 0.597%
48 14.432 3986 3994 4001 rVB3 529140 827703 13.40% 0.840%
49 14.477 4001 4008 4016 rBV3 558747 883999 14.31% 0.897%
50 14.525 4016 4023 4031 rVB 976925 1367539 22.14% 1.388%

51 14.586 4031 4042 4055 rBV5 2763607 6175544 100.00% 6.267%
52 14.647 4056 4061 4072 rVB2 540123 858238 13.90% 0.871%
53 14.741 4082 4090 4100 rVB 1228382 1826261 29.57% 1.853%
54 14.853 4107 4125 4131 rBV3 1243385 2899902 46.96% 2.943%
55 14.959 4148 4158 4174 rVB2 1276346 2696104 43.66% 2.736%

56 15.110 4194 4205 4212 rBV5 274847 642886 10.41% 0.652%
57 15.191 4221 4230 4238 rBV 973378 1576650 25.53% 1.600%
58 15.249 4239 4248 4268 rVB7 734362 2568927 41.60% 2.607%
59 15.419 4289 4301 4314 rBV3 834206 1792794 29.03% 1.819%
60 15.577 4335 4350 4353 rBV5 700870 1486811 24.08% 1.509%

61 15.615 4355 4362 4377 rVB 1704148 3063953 49.61% 3.109%
62 15.699 4382 4388 4398 rVVv4 462034 910196 14.74% 0.924%
63 15.770 4400 4410 4435 rVB6 700647 2156192 34.92% 2.188%
64 15.914 4443 4455 4466 rBV2 1197253 2388887 38.68% 2.424%
65 16.101 4504 4513 4524 rVB3 894568 1698987 27.51% 1.724%

66 16.162 4525 4532 4542 rVB3 532904 890068 14.41% 0.903%
67 16.355 4579 4592 4604 rBvV4 951097 2361770 38.24% 2.397%

Sum of corrected areas: 98537471
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : SW846 8260

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

Abundance TIC: VN050821.D
3000000

2500000

2000000

1500000

1000000}1 g6

500000

0 L L L L L L L N L L L L L L L L L L L O L L L L L L L LB NI O

Time--> 1.60 1.80 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VN0O50821.D
3000000

2500000

10.09
2000000

11.41

1500000
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN050821.D
3000000 14,59

12.73

2500000

15.62
2000000

1500000

1000000

500000

T —T — T —T —T — — T —T — T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.58 45.84 ug/1 2672430 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 3729 (13.580 min): VN050821.D (-3723) (-) m/z 119.05 100.00%
119
5000
134
29 77 ﬂl . 207 13.20 13.40 13.60 13.80
oY R . 0 O YW D N 07 (— 1 1 m/z 134.10 31.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.20 13.40 13.60 13.80
m/z 91.00 15.09%
47 91
15 39 62 °) .
m/z--> 0 20 4b éo 80 160 120 140 160 180 200 220 240 260 280
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-

13.20 13.40 13.60 13.80
m/z 120.00 9.83%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-

13.20 13.40 13.60 13.80
m/z 105.00 8.63%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 49.93 ug/1 2911110 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 92
2 Tetradecane 198 C14H30 000629-59-4 52
3 Nonane. 5-(l1-methvipropvl)- 184 C13H28 062185-54-0 47
4 Hexadecane 226 C16H34 000544-76-3 47
5 Tridecane 184 C13H28 000629-50-5 47
Abundance Scan 3757 (13.670 min): VN050821.D (-3746) (-) m/z 57.10 100.00%
5000
13.40 13.60 13.80 14.00
m/z 43.10 80.06%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71
5000
85 13.40 13.60 13.80 14.00
29 m/z 71.10 49 .83%
98 156
14|||||.||11312
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
43 ¥
71 13.40 13.60 13.80 14.00
5000 a5 m/z 41.10 44 .18%
29
‘ 99
dol L L 7 118 127 141 155 169 198
m/z--> 25 45 éo 50 160 150 150 160 180 260
Abundance #48917: Nonane, 5-(1-methylpropyl)- el Bmmm s B
43 57 71 13.40 13.60 13.80 14.00
m/z 85.10 29.83%
5000 85
29 126
97
\‘ L N | M & < 141 155
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 1&'30 2(')0 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 41.20 ug/1 2401620 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3825 (13.889 min): VN050821.D (-3817) (-) m/z 119.10 100.00%
119
5000
134
91
77 7| 105 13.60 13.80 14.00 14.20
51
Ot e bt e 248, 168101 207 28| "m/z 134.05  30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 15.57%
15 39 63 77 7105
mz-> 20 40 60 85 100 120 140 180 180 200 230 240 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 120.05 9.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 105.00 9.33%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\
Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.99 50.62 ug/1 2951170 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 64
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 64
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 50
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 Indan, l-methyl- 132 C10H12 000767-58-8 50
Abundance Scan 3857 (13.991 min): VN050821.D (-3848) (-) m/z 117.00 100.00%
11
5000
91
132 148
13.60 13.80 14.00 14.20 14.40
(o} m/z 119.05 97 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.60 13.80 14.00 14.20 14.40
m/z 105.00 35.97%
51 77
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132 13.60 13.80 14.00 14.20 14.40
5000 m/z 115.00 35.68%
91
”.,?7”,.??w..71...w...w....“...“...................,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 33.49%
5000 132
7791
A I PR Y R MU TV WY TV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 3-Phenylbut-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.59 105.93 ug/Il 6175540 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 80
2 o-Cvmene 134 C10H14 000527-84-4 55
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 55
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 55
5 p-Cymene 134 C10H14 000099-87-6 50
Abundance Scan 4043 (14.590 min): VN050821.D (-4031) (-) m/z 117.00 100.00%
11
5000
148 14.20 14.40 14.60 14.80 15.00
0 168182 207 m/z 119.05  96.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
147
5000
14.20 14.40 14.60 14.80 15.00
91 132 m/z 132.05 34.66%
39 3 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119
14.20 14.40 14.60 14.80 15.00
5000 m/z 115.00 33.50%
134
91
2741 6377 | 105 | ‘
m/z--> 20 40 eb 85 160 150 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- N I e e
119 14.20 14.40 14.60 14.80 15.00
m/z 134.10 32.09%
5000
134
91
27 41 63 17 | 105 | ‘
miz--> "55"AB"55"éb”'iéé”iéb”iAb”ieb”isb”éob”ézb”é4b”éé6”ééé' 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.85 49.74 ug/1 2899900 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 87
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 62
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 59
4 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 55
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 50

Abundance Scan 4124 (14.850 min): VN050821.D (-4107) (-) m/z 131.10 100.00%
131
5000
14.60 14.80 15.00 15.20
162176193 209 m/z 133.10 87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 14.60 14.80 15.00 15.20
77 115 m/z 119.05 43.56%
|....|J |||| .||| | | II||:I”|I|.I ||| P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
14.60 14.80 15.00 15.20
5000 m/z 148.10 31.93%
o1 146
115
39 6377
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131 14.60 14.80 15.00 15.20
m/z 91.00 25.33%
o1 146
5000
o7 41 65 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 " 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.96 46.25 ug/1 2696100 1,4-Dichlorobenzene-d4 13.35
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-4.7-dimet... 146 C11H14 006682-71-9 76
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 76
4 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 76
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
Abundance Scan 4158 (14.959 min): VN050821.D (-4148) (-) m/z 131.00 100.00%
131
5000
115 146
51 77 14.60 14.80 15.00 15.20
o.“.ﬁfnuw.”...L,”.WAMW.L?E?”,J?ﬁ.”...”..269.§?. m/z 133.10 33.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000 RSN AR B I
146 14.60 14.80 15.00 15.20
m/z 146.10 22 .57%
39 64 91 115
B O L I | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
14.60 14.80 15.00 15.20
5000 146 m/z 91.00 15.38%
39 65 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3—dihydro—l,2—dimethy|— LA L L L L DL B
131 14.60 14.80 15.00 15.20
m/z 115.00 13.11%
5000
o1 146
115
39 6377
2 IIIIIIIIIIIIIIIII|I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082218\
Data File : VN050821.D

Aca On : 22 Aug 2018 15:51

Operator : MD\SY

Sample : J4586-01 10X

Misc : 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1H-Indene, 2,3-dihydro-4-pr... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.25 44_07 ug/1 2568930 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-propvl- 160 C12H16 092013-16-6 87
2 Benzene. 1-(chloromethvl)-4-(2-p... 166 C10H11ClI 036875-10-2 55
3 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 55
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 55
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55

Abundance Scan 4248 (15.249 min): VN050821.D (-4239) (-) m/z 131.00 100.00%
131
5000 117
160 15.00 15.20 15.40 15.60
176191 209 m/z 117.00  48.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30883: 1H-Indene, 2,3-dihydro-4-propyl-
131
5000 LRI S B BULILL I
7 15.00 15.20 15.40 15.60
o1 160 m/z 133.10 41.39%
39 63 77 145
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34773: Benzene, 1-(chloromethyl)-4-(2-propenyl)-
131
15.00 15.20 15.40 15.60
5000 117 m/z 146.10 38.00%
91 166
51 77
SN O T O N O Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 15.00 15.20 15.40 15.60
m/z 115.00 28.11%
a1
5000
146
77 115
”.P”Jwaﬂum.uwmthHwﬁ..”..”..”” N NI -4 BN YA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15,20 15.40 15.60

82N082118W.M Thu Aug 23 13:18:31 2018
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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, (1-methylenebutyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.62 52.56 ug/1 3063950 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlenebutvIl)- 146 C11H14 005676-32-4 80
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 58
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 52
5 BH-Benzocycloheptene,6,7,8,9-tet. .. 146 Cl11H14 001075-16-7 43
Abundance Scan 4363 (15.618 min): VN050821.D (-4355) (-) m/z 118.00 100.00%
118
146
5000

15.40 15.60 15.80 16.00

(0} m/z 146.10 62.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21613: Benzene, (1-methylenebutyl)-
118
5000
91 15.40 15.60 15.80 16.00
, 57 146 m/z 117.05 49.81%
182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118
145

15.40 15.60 15.80 16.00
m/z 131.00 48.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

15.40 15.60 15.80 16.00
m/z 105.00 34.61%

5000

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50821.D

Aca On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X :
Misc - 7.01a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 ks LB SRl
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.91 40.98 ug/1 2388890 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 76
4 1H-Benzimidazole. 5.6-dimethvl- 146 C9H10N2 000582-60-5 64
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 62
Abundance Scan 4454 (15.911 min): VN050821.D (-4443) (-) m/z 131.00 100.00%
131
146
5000

160

39 637/ 15.60 15.80 16.00 16.20

176191 207

0 m/z 146.10 62.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131

5000 15.60 15.80 16.00 16.20

m/z 118.00 61.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146 15.60 15.80 16.00 16.20
5000 117 m/z 145.05 51.91%
15 63 77
WY |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- e e
146 15.60 15.80 16.00 16.20
m/z 117.00 32.93%
5000 131
117
27 82 7% | | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15.80 16. OO 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082218\

Data File : VNO50821.D

Acq On - 22 Aug 2018 15:51

Operator : MD\SY

Sample - J4586-01 10X -
Misc - 7.01g/5mL/100uL/5 .00mL/MSVOA_N/MEOH S LB e s
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N082118W.M
Quant Title : 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]
Benzene, 2-ethyl-._.. 13.58 45.8 ug/l 2672430 4 13.35 2914910 50.0
Undecane 13.67 49.9 ug/l1 2911110 4 13.35 2914910 50.0
Benzene, l-ethyl-_.. 13.89 41.2 ug/l 2401620 4 13.35 2914910 50.0
1-Phenyl-1-butene 13.99 50.6 ug/1 2951170 4 13.35 2914910 50.0
3-Phenylbut-1-ene 14.59 105.9 ug/l 6175540 4 13.35 2914910 50.0
Benzene, (1-methy... 14.85 49.7 ug/l 2899900 4 13.35 2914910 50.0
1H-Indene, 2,3-di... 14.96 46.3 ug/l 2696100 4 13.35 2914910 50.0
1H-Indene, 2,3-di... 15.25 44_.1 ug/l 2568930 4 13.35 2914910 50.0
Benzene, (1-methy... 15.62 52.6 ug/1 3063950 4 13.35 2914910 50.0
Naphthalene, 1,2,... 15.91 41.0 ug/l 2388890 4 13.35 2914910 50.0
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