LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO91118\

Data File : VN051123.D

Aca On - 11 Sep 2018 13:33

Operator : MD\SY

Sample - J4849-09

Misc - 5_.00mL/MSVOA N/WATER 2P
ALS Vial : 15 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\82N091018W.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 7.593 1783 1810 1821 rBV 478479 1204742 8.56% 0.843%
2 7.667 1821 1833 1871 rVB 742718 1819356 12.93% 1.273%
3 8.030 1926 1946 1974 rBV 448563 1077749 7.66% 0.754%
4 8.587 2103 2119 2156 rBvV 1046793 2215141 15.74% 1.549%
5 10.091 2570 2587 2616 rBY 1898214 3574054 25.40% 2.500%
6 10.432 2680 2693 2709 rVB 114383 219323 1.56% 0.153%
7 11.005 2858 2871 2882 rBV 208291 380568 2.70% 0.266%
8 11.210 2916 2935 2953 rVB3 108504 249349 1.77% 0.174%
9 11.407 2983 2996 3013 rBV 1419005 2532279 17 .99% 1.771%
10 11.497 3014 3024 3032 rBV2 204270 350361 2.49% 0.245%

11 11.654 3062 3073 3082 rBv3 330314 682548 4._.85% 0.477%
12 11.815 3112 3123 3141 rVB2 144616 279370 1.99% 0.195%
13 11.921 3141 3156 3165 rBv4 342160 790237 5.62% 0.553%
14 12.082 3199 3206 3209 rBV2 111456 145074 1.03% 0.101%
15 12.117 3210 3217 3225 rVB 356546 543858 3.86% 0.380%

16 12.249 3247 3258 3270 rVB 4659352 7401394 52.59% 5.177%
17 12.336 3280 3285 3294 rVB3 170404 259515 1.84% 0.182%
18 12.400 3294 3305 3317 rBV 1354440 2315774 16.46% 1.620%
19 12.474 3317 3328 3339 rBv2 325553 639440 4._.54% 0.447%
20 12.590 3347 3364 3377 rBV 8182643 14072666 100.00% 9.844%

21 12.725 3396 3406 3417 rVB8 258471 596254 4.24% 0.417%
22 12.783 3418 3424 3433 rVB4 104672 158640 1.13% 0.111%
23 12.866 3443 3450 3457 rBV7 102104 165547 1.18% 0.116%
24 12.963 3470 3480 3483 rBV2 457726 706452 5.02% 0.494%
25 12.992 3483 3489 3496 rVV 1091143 1739649 12.36% 1.217%

26 13.040 3496 3504 3515 rVB 2093992 3260294 23.17% 2.281%
27 13.169 3529 3544 3556 rBV3 4166879 8765217 62.29% 6.131%
28 13.287 3572 3581 3590 rBV 1878055 2806870 19.95% 1.963%
29 13.342 3590 3598 3614 rVB 1373077 2311977 16.43% 1.617%
30 13.442 3619 3629 3639 rBV 1632498 2568550 18.25% 1.797%

31 13.513 3640 3651 3656 rVV 4859751 8161687 58.00% 5.709%
32 13.541 3656 3660 3669 rVV 4528840 6798683 48.31% 4._.756%
33 13.593 3669 3676 3691 rVV3 3402690 7579181 53.86% 5.302%
34 13.673 3691 3701 3722 rVB 2535264 4367958 31.04% 3.055%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO91118\

Data File : VN051123.D

Aca On - 11 Sep 2018 13:33

Operator : MD\SY

Sample - J4849-09

Misc - 5_.00mL/MSVOA N/WATER 2P
ALS Vial : 15 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\82N091018W.M
SW846 8260

35 13.802 3729 3741 3747 rBV 3519083 5870883 41.72% 4.107%

36 13.889 3759 3768 3777 rVB 2366224 3420855 24.31% 2.393%
37 13.947 3777 3786 3792 rVV 2433941 3830301 27.22% 2.679%
38 13.995 3792 3801 3812 rVB2 7733138 12766227 90.72% 8.930%
39 14.069 3814 3824 3832 rVB4 384984 723384 5.14% 0.506%
40 14.130 3833 3843 3851 rBV2 1326358 2058210 14.63% 1.440%

41 14.210 3852 3868 3873 rBV 3931188 6589437 46.82% 4._.609%
42 14.249 3873 3880 3889 rVvV 6027328 9383798 66.68% 6.564%
43 14.294 3889 3894 3901 rVB2 415872 483974 3.44% 0.339%
44 14.365 3909 3916 3923 rBVY 318025 413934 2.94% 0.290%
45 14.426 3924 3935 3943 rVV3 424631 830086 5.90% 0.581%

46 14.477 3943 3951 3960 rVvv3 769153 1329303 9.45% 0.930%
47 14.525 3960 3966 3974 rVB 452825 665585 4.73% 0.466%
48 14.590 3974 3986 3997 rBV4 622955 1364090 9.69% 0.954%
49 14.654 3997 4006 4016 rvB4 376136 638025 4_.53% 0.446%
50 14.850 4051 4067 4073 rBvV4 356836 746581 5.31% 0.522%

51 14.956 4090 4100 4113 rVB2 483133 1104841 7.85% 0.773%

Sum of corrected areas: 142959271
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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 N\DATA\VN091118\
VN051123.D

11 Sep 2018 13:33

MD\SY

J4849-09

5.00mL/MSVOA N/WATER

15 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance TIC: VN051123.D
8000000
6000000
4000000
2000000
O eI B L e i Ul i
Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN051123.D
8000000
6000000
4000000
2000000 10.09
11.41
g 67 8.59
7. 8.03
o /\ﬂ A 10.43 11,0017 21 |1156%55
T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T I T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN051123.D
8000000 12159 13.99
14.25
6000000
13.51
12.25 %54
14.21
4000000
M5
2000000 12.40 14.18
%gyh%ﬁ MM& %514.88.96
o . —— R 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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.44 55.55 ug/1 2568550 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 3628 (13.439 min): VN051123.D (-3619) (-) m/z 119.05 100.00%
119
5000
o1 134
39 51 65 77 103 ‘ 13.20 13.40 13.60 13.80
Obrerrrrererrretprrr ety bbb ke 244358 77 134.10  28. 10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
5000
13.20 13.40 13.60 13.80
o1 134 m/z 91.00 23.22%
27§t s 6|5 7|7 103
R R B AR AR B RN AR A LARA LALSS LARSS BARAN RARSS LARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
13.20 13.40 13.60 13.80
5000 m/z 117.00 13.92%
o1 134
27 ﬁl 51 65 77 103 |
U AL R RN ) RAARN RARNN ALY SERAN ARAN LAAS SAAAN SAAAN RARRE ALY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.20 13.40 13.60 13.80
m/z 120.05 9.91%
5000
134
91
15 27 A4l sl 6 77 | 103 ) |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 Benzene, 1,3-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.51 176.51 ug/Il 8161690 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 3650 (13.509 min): VN051123.D (-3640) (-) m/z 105.00 100.00%
105 149
5000 134
77 91
39 51 65 007 13.20 13.40 13.60 13.80
o 27 Tm/z 119.10  99.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14839: Benzene, 1,3-diethyl-
105 149
5000 134
13.20 13.40 13.60 13.80
S_— m/z 134.10 48_.32%
15 27 39 51 65 A
01 I""Ilul"l'l"'I'I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 24 .89%
91
27 4151 65 7‘7 ‘ |
0 IIII""'"I"""I""'"‘I'”'Iu'u""l""'I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 77.00 15.85%
5000 134
91
15 27 39 51 65 7 |
o] B B NN B
m/z--> 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 N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 m-Aminophenylacetylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 147.03 ug/Il 6798680 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Aminophenvlacetvlene 117 C8H7N 054060-30-9 50
2 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 45
3 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 40
4 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 38
5 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 17
Abundance Scan 3660 (13.541 min): VN051123.D (-3656) (-) m/z 117.00 100.00%
117
5000 J\
39 58 91 1320 13.40 13.60 13.80
o! A0S W 40aSs 208 | m/z 118.00 55.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8585: m-Aminophenylacetylene
117
5000 USRI R ---
1320 13.40 13.60 13.80
89 m/z 115.00 30.80%
o 27 3951 63 75 | 101
m/z--> 20 40 65 80 100 120 140 160 180 200 220
Abundance #58675: trans-Cinnamy| bromide
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 8.78%
91
oL 15 27 5163 77 | 105 | 12 160 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117 13.20 13.40 13.60 13.80
m/z 116.00 6.71%
5000
27 39 51 65 77 \ 103 \\ 129143 165178191203 234
m/z--> 20 4b 65 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 Benzene, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.67 94 .46 ug/1 4367960 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 74
Abundance Scan 3700 (13.670 min): VN051123.D (-3691) (-) m/z 105.00 100.00%
5000
13.40 13.60 13.80 14.00
o} m/z 119.05 88.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14837: Benzene, 1,2-diethyl-
1d)5119
5000 91 134
13.40 13.60 13.80 14.00
77 m/z 134.10 49 _.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14844: Benzene, 1,3-diethyl-
105119
13.40 13.60 13.80 14.00
5000 134 m/z 91.00 28.14%
39 5 ot
o T Y R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14841: Benzene, 1,4-diethyl-
105119 13.40 13.60 13.80 14.00
m/z 117.00 20.64%
5000 134
91
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.80 126.97 ug/Il 5870880 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3740 (13.799 min): VN051123.D (-3729) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 77 13.40 13.60 13.80 14.00 14.20
Ol i et 388208 1 h757134.10  32.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00 14.20
m/z 91.00 15.85%
15 27 39 51 g5 77 91 105 |
0"“|"“f'Jﬁlv'“H"“lw'mw"“l"“l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 105.00 13.47%
91 134
7 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 13.40 13.60 13.80 14.00 14.20
m/z 120.10 10.05%
5000
01 134
77 105
0...1.5,.2.7.??..5.1.,?5...,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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, l-methyl-2-(2-prop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 82.84 ug/1 3830300 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 90
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 3787 (13.950 min): VN051123.D (-3777) (-) m/z 117.00 100.00%
147
5000 132
ot 13.60 13.80 14.00 14.20
39 ©51 65 77 103 . . . .
o..,....,....,....-,....i'...-.,.':'..,...':,....',|....,.-:..,..!!,.1.2.5!',|.~...1,4.1..., m/z 132.05 47.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117
132
5000 MR ARE AN RASR EaRRE

13.60 13.80 14.00 14.20
m/z 115.00 33.37%

91
65 77 1?5 h
1]

2.7 % 5.Il. 58 [ A 98 | il
O e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-
117
13.60 13.80 14.00 14.20
5000 m/z 91.00 18.24%
132
91
A k. 3 /A N 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117 132 13.60 13.80 14.00 14.20
m/z 131.05 16.42%
5000
91
39 65
15 27 % Sleg P 17 | gg105 Al
LN L o o e L L R SRR LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.99 276.09 ug/Il 12766200 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 70

2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 64
3 Indan. l-methvl- 132 C10H12 000767-58-8 64

4 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 62

5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 62

Abundance Scan 3799 (13.988 min): VN051123.D (-3792) (-) m/z 117.00 100.00%

147

5000
91 132
39 51 65 77 13.60 13.80 14.00 14.20 14.40
148
ol 28 Tm/z 119.10  79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.60 13.80 14.00 14.20 14.40
m/z 115.00 34.75%
o7 39 51 65 77 105 |
01 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
13.60 13.80 14.00 14.20 14.40
5000 132 m/z 132.10 24.92%
91
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 24 .39%
5000
132
91
27 PS8 ||
Ot e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.21 142.51 ug/Il 6589440 1,4-Dichlorobenzene-d4 13.34
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. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 3868 (14.210 min): VN051123.D (-3852) (-) m/z 119.05 100.00%
119
5000 134
39 77 o1 13.80 14.00 14.20 14.40 14.60
63 105 : : : : :
0 ...,....,..-..,.'...',..|..,...'.' S TR 0 - m/z 134.05 49._46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
13.80 14.00 14.20 14.40 14.60
91 m/z 91.00 15.60%
oI5 % 377 105
mzs 30 43 80 85 100 130 140 180 150 500 230 250 260 240
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
13.80 14.00 14.20 14.40 14.60
5000 134 m/z 133.05 10.88%
91
0 27 ‘\1\1 63 7\7 ‘ 105\ ‘\
iz 3 40 8 85 100 136 130 15 1ho 250 3k 250 3% o8
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40 14.60
m/z 120.05 9.84%
134
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VN051123.D

Aca On : 11 Sep 2018 13:33

Operator : MD\SY

Sample : J4849-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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 p-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.25 202.94 ug/Il 9383800 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3880 (14.249 min): VN051123.D (-3873) (-) m/z 119.10 100.00%
119
5000 134
91
39 77 77 105 14.00 14.20 14.40 14.60
O et bbb ro el e AR 207 281 Tnzz 134.10  44.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene
119
5000
14.00 14.20 14.40 14.60
o1 134 m/z 91.00 13.39%
o 2741 63 77 | 105
m/z--> 25 40 eb 80 160 120 150 160 180 200 220 240 260 280
Abundance #14810: o-Cymene
119
14.00 14.20 14.40 14.60
5000 m/z 120.10 9.67%
o1 134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 14.00 14.20 14.40 14.60
m/z 117.00 7.30%
5000
134
91
ol 274l 6377 | 105 |
s B 4o o o5 150 430 10 10 150 250 330 %0 2% 14,00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091118\
Data File : VN051123.D

Acq On : 11 Sep 2018 13:33

Operator : MD\SY

Sample - J4849-09

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091018W .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]
o-Cymene 13.44 55.5 ug/1 2568550 4 13.34 2311980 50.0
Benzene, 1,3-diet... 13.51 176.5 ug/l 8161690 4 13.34 2311980 50.0
m-Aminophenylacet... 13.54 147.0 ug/l 6798680 4 13.34 2311980 50.0
Benzene, 1,2-diet... 13.67 94.5 ug/1 4367960 4 13.34 2311980 50.0
Benzene, 2-ethyl-_.. 13.80 127.0 ug/l 5870880 4 13.34 2311980 50.0
Benzene, l-methyl... 13.95 82.8 ug/1 3830300 4 13.34 2311980 50.0
1-Phenyl-1-butene 13.99 276.1 ug/l 12766200 4 13.34 2311980 50.0
Benzene, 1,2,4,5-... 14.21 142.5 ug/l 6589440 4 13.34 2311980 50.0
p-Cymene 14.25 202.9 ug/l 9383800 4 13.34 2311980 50.0
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