LSC Area Percent Report

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

Data File : VN051125.D

Aca On - 11 Sep 2018 14:23

Operator : MD\SY

Sample - J4849-11

Misc - 5_.00mL/MSVOA N/WATER EELLANHED
ALS Vial : 17 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

7.593 1790 1810 1821 rBV 493713 1250349 1.30% 0.333%
7.667 1821 1833 1862 rVB 836384 2039429 2.12% 0.544%
456002 1093538 1.14% 0.291%
8.587 2103 2119 2145 rBV 1086267 2275072 2.36% 0.606%
10.091 2571 2587 2615 rBV 2096095 4079696 4.24% 1.087%
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11.406 2983 2996 3013 rBV 1472442 2661428 2.76% 0.709%
11.509 3014 3028 3045 rBV2 694584 1680132 1.74% 0.448%
6670819 13486260 14.01% 3.595%
11.921 3142 3156 3167 rBV7 760303 1932899 2.01% 0.515%
12.120 3209 3218 3225 rBVY 1068150 1674284 1.74% 0.446%
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11 12.168 3225 3233 3247 rVV4 912669 1735004 1.80% 0.462%
12 12.249 3247 3258 3270 rVB 11330069 17881164 18.57% 4._.766%
13 12.400 3294 3305 3317 rBV 1490314 2563777 2.66% 0.683%
14 12.474 3317 3328 3339 rBv4 591122 1312233 1.36% 0.350%
15 12.590 3348 3364 3376 rVB2 19930621 33381694 34.67% 8.898%

16 12.689 3377 3395 3402 rBV 8562768 14804070 15.37% 3.946%
17 12.731 3402 3408 3419 rVB 5837564 9134950 9.49% 2.435%
18 12.963 3472 3480 3485 rBV2 1141584 1774189 1.84% 0.473%
19 13.040 3493 3504 3518 rVB3 56781253 96289310 100.00% 25.667%
20 13.172 3530 3545 3554 rBV3 4028198 8873184 9.22% 2.365%

21 13.236 3556 3565 3573 rVV3 1197113 2174434 2.26% 0.580%
22 13.287 3573 3581 3590 rVV 1575793 2483196 2.58% 0.662%
23 13.374 3590 3608 3620 rVV 22685713 38700044 40.19% 10.316%
24 13.442 3621 3629 3639 rVV 1769202 2688120 2.79% 0.717%
25 13.512 3640 3651 3653 rVV 4743756 6062387 6.30% 1.616%

26 13.545 3654 3661 3669 rVV 13618462 22649058 23.52% 6.037%
27 13.590 3669 3675 3691 rVV4 3381345 8255822 8.57% 2.201%
28 13.670 3691 3700 3710 rVB2 2334531 3901711 4._.05% 1.040%
29 13.802 3731 3741 3746 rBV 2411288 3924880 4._.08% 1.046%
30 13.831 3746 3750 3759 rVvVv 2577017 3686301 3.83% 0.983%

31 13.889 3759 3768 3778 rVV 8636371 13415114 13.93% 3.576%
32 13.947 3778 3786 3792 rVV 2894923 4521329 4._.70% 1.205%
33 13.992 3792 3800 3812 rVB3 8554437 14379549 14.93% 3.833%
34 14.130 3832 3843 3852 rBV3 2072546 3372144 3.50% 0.899%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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_N\METHODS\82N091018W.M
SW846 8260

35 14.210 3852 3868 3874 rVV 3833660 6753840 7.01% 1.800%
36 14.249 3875 3880 3888 rVB 2359972 3274625 3.40% 0.873%

37 14.477 3943 3951 3960 rBV2 872889 1339027 1.39% 0.357%
38 14.583 3973 3984 3998 rBV4 7005914 13645733 14.17% 3.637%

Sum of corrected areas: 375149976
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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

Abundance TIC: VN051125.D

5e+07

4e+07

3e+07

2e+07

1e+07

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN051125.D

5e+07
4e+07
3e+07
2e+07

1e+07 11.63

7.8%67 8.03 8.59 1%)9 11.41 5

05— T T T T T T T T T T T T T T T T T T T T T L T T

T T T T T T f
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN051125.D
1304

5e+07
4e+07

3e+07
13.37

12.59
2e+07
13.54
12.25
1e+07 269 13. 39 99 Lass
13.17 || 13 1
11.921227 12504 12, 3329 RX % . 4
0 T T T T T T T

Time--> 12.00 12.50 13.00 13 50 14 OO 14 50 15.00 15.50 16.00 16.50

[e))
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 1H-Indene, octahydro-, trans- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.12 31.45 ug/1 1674280 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 62
2 Pentalene. octahvdro-1-methvl- 124 C9H16 032273-77-1 46
3 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 46
4 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 46
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
Abundance Scan 3218 (12.120 min): VN051125.D (-3209) (-) m/z 67.00 100.00%
67 1
5000 9%
41 57
109 124 11.80 12.00 12.20 12.40
0 ..,....,....,....|i|:'..?,9|!'!|.,..'!|"'...'.|,...5??..|..,....',....,..'..,...1.‘,‘9..., m/z 81.00 96.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81
5000 96
a 124 11.80 12.00 12.20 12.40
. 55 m/z 82.10 65.39%
0 ..,}ﬂ.,..JJ,”..LL...ﬁ”[.,.ﬂl'“..hh....,”L.,..}Pﬁ...,...w....,.”.,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10700: Pentalene, octahydro-1-methyl-
67
11.80 12.00 12.20 12.40
5000 - m/z 96.10 39.48%
41 55 9% 124
0 2 75, 109
FAR INRARA IR SRR LR AR RN AR AR RSN SRR LRSS SRR SRS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10644: Cyclohexene,1-propyl-
81 11.80 12.00 12.20 12.40
m/z 41.10 23.84%
5000 67
95 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 32.60 ug/1 1735000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 90
2 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 53
3 Cvclopentane. l1l-ethvl-1-methvl- 112 C8H16 016747-50-5 53
4 Oxalic acid. cvclohexvl octvl ester 284 C16H2804 1000309-31-0 50
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 50
Abundance Scan 3233 (12.168 min): VN051125.D (-3225) (-) m/z 83.05 100.00%
88
55
5000
41 126
67 11.80 12.00 12.20 12.40
1 T | S RN A N . m/z 55.05 63.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
56 88
5000 41
11.80 12.00 12.20 12.40
27 67 126 m/z 82.10 48 .59%
15 97
0 RS S S SR B S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #176832: Oxalic acid, cyclohexyl dodecy! ester
88
11.80 12.00 12.20 12.40
5000 55 m/z 41.10 24 .43%
41
0 ?\9 \“‘ \\‘ 6\7\ “\‘ 97 111 129 213
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6796: Cyclopentane, 1-ethyl-1-methyl- =
55 83 11.80 12.00 12.20 12.40
m/z 126.10 22 .19%
5000 41
70
27
| |7
0% "1?|'l "Mk"“ll'U“ '|""‘|'%%%| SRRV VR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.51 7.83 ug/l 6062390 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 86
Abundance Scan 3650 (13.509 min): VN051125.D (-3640) (-) m/z 119.05 100.00%
105 149
5000 134
27 91
39 51 65 | | | 144 158 13.20 13.40 13.60 13.80
o} S R A ¥ SN S SO B 1| N N 2 m/z 105.00 99.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl-
105 19
5000 134
91 13.20 13.40 13.60 13.80
-7 m/z 134.10 48.71%
27 41 51 65
OFrrrrrrprrbt et R et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14842: Benzene, 1,2-diethyl-
105 149
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 24 .96%
91
77
39 51 65
0'W}ﬁvﬁz”Jﬂ”W“”P%W”MP”N“”PMW”mL”W“MP”W“”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14844: Benzene, 1,3-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 77.00 15.80%
5000 134
91
27 39 51 g5 '/
0'WH“PJﬁ“Jﬂ“WM“PNWHMPHHHH‘HWHNL“W“MVHW““P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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, 1,1"-(1,5-hexadien... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.54 29.26 ug/1 22649100 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1l.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
2 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 42
3 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 42
4 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 38
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 37
Abundance Scan 3660 (13.541 min): VN051125.D (-3654) (-) m/z 117.00 100.00%
117
5000
91
3g 58 13.20 13.40 13.60 13.80
o A8 0158 207 | n/z 118.00 55.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117
5000
13.20 13.40 13.60 13.80
o1 m/z 115.00 31.53%
27 39 51 6577 | 103 || 129143 165178191203 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #92457: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 11.58%
65 a1
0 3951 %77 | 105 || 131 152165178 238
R R i i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58675: trans-Cinnamyl bromide
117 13.20 13.40 13.60 13.80
m/z 116.00 6.93%
5000
91
oL 15 27 % 8183 77 | 105 || 129 169 196
R s i L B e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 10

R.T. EstConc Area Relative to ISTD R.T.
13.80 5.07 ug/l 3924880 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. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3740 (13.799 min): VN051125.D (-3731) (-) m/z 119.05 100.00%
119
5000
134
g 51 77 9|1 1?5 158 13.40 13.60 13.80 14.00 14.20
YN RN MO N ) Y - S ES— 1 m/z 134.05 32.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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 16.15%
15 39 77 91105 b
0....,....I|'..'|.'.|'.'...|“|..l..|':|..'.' b [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 105.00 13.05%
91 134
77 | 105 ‘
0.HW?ZJP?&,m.M.HWU”UL.”“.”,”..”...”..”...”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 13.40 13.60 13.80 14.00 14.20
m/z 120.05 9.93%
5000
91 134
77 | 105
0 27 N 51 Al ‘ ‘
m/z--> 25 40 eb 85 160 150 140 160 180 200 220 240 260 280 1340 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 : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 6 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.89 17.33 ug/Il 13415100 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3768 (13.889 min): VN051125.D (-3759) (-) m/z 119.10 100.00%
119
5000
134
91
51 77 [ 105 13.60 13.80 14.00 14.20
ol 302y e LTl | 148 168 so1207 267 iaati0T 30 04%
m/z--> 0 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 15.19%
15 3 6377 105
miz-> 6 20 40 60 85 100 130 190 160 180 200 230 240 %0
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119
13.60 13.80 14.00 14.20
5000 m/z 120.10 9.90%
134
39 91
0 .“...ﬁ...p”h.??niﬁ.ﬂ.T?ﬁuﬂ..”,..”,................,”..,”..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 105.00 9.53%
5000
134
39 77 91105
0 .:|I'..:.L.5|.‘...‘|‘..5.:?|.1...‘,..‘..,...‘.‘l...‘.,....,.... R R RBAR M
m/z--> 0 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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091118\
Data File : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 Indan, l1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.84 ug/Il 4521330 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 90
2 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 90
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
4 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
Abundance Scan 3787 (13.950 min): VN051125.D (-3778) (-) m/z 117.00 100.00%
147
5000 132
13.60 13.80 14.00 14.20
of m/z 132.10 47 _AT%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
147
5000
132 13.60 13.80 14.00 14.20
o1 m/z 115.00 33.35%
39 65
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14051: (E)-1-Phenyl-1-butene
117
13.60 13.80 14.00 14.20
5000 m/z 91.00 17.66%
91 132
0.”“1”“ﬂ.unmphwm.ﬂwh,””“.”.”..”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117 13.60 13.80 14.00 14.20
m/z 131.10 16.51%
5000 132
91
TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 18.58 ug/Il 14379500 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 86
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 70
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 64
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
Abundance Scan 3800 (13.992 min): VN051125.D (-3792) (-) m/z 117.00 100.00%
147
5000
91 132
39 51 65 77 105 | 13.60 13.80 14.00 14.20 14.40
o Ll 48 166 207 "nm/z 119.10  67.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132

13.60 13.80 14.00 14.20 14.40
m/z 115.00 33.60%

91
27 39 51 g5 77

0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132 13.60 13.80 14.00 14.20 14.40
5000 m/z 132.10 25.21%
91
,7 39 51 65 77 ‘ 103 ‘
L l ol [ . P |
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
11 132 13.60 13.80 14.00 14.20 14.40
m/z 91.00 22.15%
5000
91
39 51 65 77
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 : VNO0O51125.D

Aca On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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 7
R.T. EstConc Area Relative to ISTD R.T.
14.21 8.73 ug/l 6753840 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 97
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3868 (14.210 min): VN051125.D (-3852) (-) m/z 119.10 100.00%
119
5000 134
39 77 o1 13.80 14.00 14.20 14.40 14.60
105 : : : : :
b 23 0 L A0S\ ) 150166 191207 281 s 134 10 49.12%
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 15.04%
oI5 % 377 105
mzs 30 43 80 85 100 130 140 180 150 500 230 250 260 240
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
13.80 14.00 14.20 14.40 14.60
5000 134 m/z 133.10 10.99%
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40 14.60
m/z 120.10 9.90%
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091118\
Data File : VNO0O51125.D

Acq On : 11 Sep 2018 14:23

Operator : MD\SY

Sample : J4849-11

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 17 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]
1H-Indene, octahy... 12.12 31.4 ug/1 1674280 3 11.41 2661430 50.0
Cyclohexane, propyl- 12.17 32.6 ug/1 1735000 3 11.41 2661430 50.0
Benzene, 1,4-diet... 13.51 7.8 ug/l 6062390 4 13.34 38700000 50.0
Benzene, 1,1"-(1,... 13.54 29.3 ug/1 22649100 4 13.34 38700000 50.0
Benzene, 2-ethyl-_.. 13.80 5.1 ug/l 3924880 4 13.34 38700000 50.0
Benzene, l-ethyl-_.. 13.89 17.3 ug/1 13415100 4 13.34 38700000 50.0
Indan, 1-methyl- 13.95 5.8 ug/l 4521330 4 13.34 38700000 50.0
1-Phenyl-1-butene 13.99 18.6 ug/l 14379500 4 13.34 38700000 50.0
Benzene, 1,2,4,5-... 14.21 8.7 ug/l 6753840 4 13.34 38700000 50.0
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