LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055348.D

Aca On : 2 May 2019 14:14

Operator : JC/SP

Sample : K2658-14

Misc : 5.00mL/MSVOA N/WATER

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\82N042919W_.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 7.667 1821 1833 1862 rVB2 428478 1036013 1.26% 0.353%
2 8.587 2103 2119 2148 rBV 658006 1429418 1.74% 0.487%
3 10.091 2572 2587 2615 rBVY 1069940 2206787 2.68% 0.752%
4 11.406 2983 2996 3014 rBV 973372 1836461 2.23% 0.626%
5 11.509 3014 3028 3046 rBV 4008745 7257412 8.83% 2.473%
6 11.615 3046 3061 3082 rBV 9547228 19272394 23.44% 6.568%
7 11.947 3143 3164 3179 rBV 3076539 6923937 8.42% 2.360%
8 12.043 3186 3194 3202 rBV 814709 1123485 1.37% 0.383%
9 12.117 3209 3217 3223 rBV3 662526 1088359 1.32% 0.371%
10 12.162 3224 3231 3247 rVB6 985786 1861037 2.26% 0.634%

11 12.249 3247 3258 3268 rBV 4395051 7284940 8.86% 2.483%
12 12.336 3280 3285 3294 rVB 903616 1298704 1.58% 0.443%
13 12.400 3294 3305 3316 rBvV 936313 1716163 2.09% 0.585%
14 12.590 3348 3364 3374 rBV 7504862 12769071 15.53% 4._.352%
15 12.654 3374 3384 3390 rBV 8675949 13735622 16.71% 4.681%

16 12.731 3400 3408 3419 rVB 9998533 15739361 19.14% 5.364%
17 12.889 3444 3457 3468 rBV 2909013 5548434 6.75% 1.891%
18 12.963 3472 3480 3492 rVvV3 1575087 3133640 3.81% 1.068%
19 13.040 3492 3504 3517 rVB2 49731996 82213752 100.00% 28.018%
20 13.168 3530 3544 3553 rBV2 1973173 4480710 5.45% 1.527%

21 13.236 3554 3565 3573 rVV3 2096348 3648344 4.44% 1.243%
22 13.287 3574 3581 3589 rVvv2 1255978 1961138 2.39% 0.668%
23 13.374 3592 3608 3621 rVB 19643952 32909372 40.03% 11.215%
24 13.442 3622 3629 3637 rVB 711908 967546 1.18% 0.330%
25 13.512 3641 3651 3653 rVV 2199790 2966949 3.61% 1.011%

26 13.541 3653 3660 3668 rVV2 6726445 11326149 13.78% 3.860%
27 13.583 3668 3673 3690 rVB4 2822828 5977938 7.27% 2.037%
28 13.670 3690 3700 3709 rBV4 1399761 2356185 2.87% 0.803%
29 13.802 3732 3741 3745 rVV 2219316 3463690 4.21% 1.180%
30 13.831 3746 3750 3759 rVV 2454319 3476197 4.23% 1.185%

31 13.889 3759 3768 3777 rVV 4187132 6324023 7.69% 2.155%
32 13.943 3777 3785 3791 rVV 1210408 1817717 2.21% 0.619%
33 13.992 3791 3800 3811 rVB3 4096491 6789993 8.26% 2.314%
34 14.127 3832 3842 3850 rBV2 1221143 2013876 2.45% 0.686%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
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 - 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\82N042919W .M
SW846 8260

35 14.207 3852 3867 3873 rVV 1836929 3550364 4._.32% 1.210%
36 14.246 3873 3879 3888 rVB 2022195 3078082 3.74% 1.049%
37 14.583 3972 3984 3998 rBV4 2874172 5747969 6.99% 1.959%

38 14.741 4023 4033 4044 rVB 891564 1416721 1.72% 0.483%
39 15.130 4135 4154 4167 rVB 924237 1684217 2.05% 0.574%

Sum of corrected areas: 293432170
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055348.D

Aca On : 2 May 2019 14:14

Operator : JC/SP

Sample : K2658-14

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

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

EP1-PZ-E3-4

Abundance
5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VN055348.D

04
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

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

2e+07

1e+07

TIC: VN055348.D

7.67 8.59 10.09

11.62

11.5
11.4

0
Time-->

T T T T
7.00 7.50 8.00 8.50 9.00 9.50 10.00

i —
10.50

T T
11.00 11.50
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5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VN055348.D

13.37

11.95 12.25

13.54
2102204 212440

Time-->

T I
12.00 12.50 13.00 13 50 14 OO 14 50 15 OO

T
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16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 Nonane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.04 30.59 ug/1 1123490 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 87
4 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 59
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 53
Abundance Scan 3193 (12.040 min): VN055348.D (-3186) (-) m/z 57.05 100.00%
g7
43 71
5000
113 g Tan ol o T
85 11.80 12.00 12.20 12.40
e el el e e e 227 M2 hy7 71,10 61.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
11.80 12.00 12.20 12.40
m/z 43.10 59.40%
113
15 ‘\ “ L ‘ | \‘ I ?\5 98 \‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71
11.80 12.00 12.20 12.40
5000 23 m/z 41.00 40.78%
29 113
8 g 127 142
wwmwﬁwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl- O B ma s e
57 11.80 12.00 12.20 12.40
71 m/z 56.10 32.40%
41
5000
29 ‘ g5 113
"'v%?'w'ﬂi"'“l'“l”'”|'“'w*“'|“t'|“??w'"JL'W'}%z"'&%?'W' R SUNIURN SO SO IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

82N042919W.M Thu May 09 14:16:25 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055348.D

Aca On : 2 May 2019 14:14

Operator : JC/SP

Sample : K2658-14

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 Bicyclo[4.1.0]heptane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.12 29.63 ug/1 1088360 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0Theptane 96 C7H12 000286-08-8 52
2 Norbornane 96 C7H12 000279-23-2 50
3 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 49
4 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 49
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
Abundance Scan 3218 (12.120 min): VN055348.D (-3209) (-) m/z 67.00 100.00%
7 81
41
5000 96
5
109 124 11.80 12.00 12.20 12.40
b 027 "m/z 81.05 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2868: Bicyclo[4.1.0]heptane
67 g1
54
5000
39 9% 11.80 12.00 12.20 12.40
27 m/z 57.10 63.35%
L o N B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
81 R DR U BN B
11.80 12.00 12.20 12.40
5000 54 m/z 82.00 52.07%
39
27 96
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10638: Bicyclo[3.3.1]nonane
g1 11.80 12.00 12.20 12.40
124 m/z 41.00 51.09%
67
41
5000 54 96
S ST R — vl S A
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\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.16 50.67 ug/1 1861040 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 53
4 Cvcloheptanone. 4-methvl-. (R)- 126 C8H140 013609-59-1 52
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 50
Abundance Scan 3230 (12.159 min): VN055348.D (-3224) (-) m/z 83.10 100.00%
55 a3
41
5000
69 98 126
||| | | oo | us | e 11.80 12.00 12.20 12.40
et et e e b et e || M/Z 55.00  81.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11539: Cyclohexane, propyl-
83
55
5000 LN N BRI UL
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 41.00 56.68%
III':I'?'I"""I""‘Il""l"ll'l"'*‘i'"'I'l''I"?'7I""I""I""I""I""II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 82.00 46.70%
41
112
27 67

75 91 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #11583: Cyclohexane, (1-methylethyl)-

55 83 11.80 12.00 12.20 12.40

m/z 57.10 46.41%
5000 a1
67
27 126

B <HUN OO R OO 00 ASNNOUUUONENY PR . V0 W PPV

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

82N042919W.M Thu May 09 14:16:28 2019

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .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 4 Nonane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 35.36 ug/1 1298700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 50
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 50
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 47
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 47
Abundance Scan 3286 (12.339 min): VN055348.D (-3280) (-) m/z 57.10 100.00%
57
5000 43 n
98 e e A\ a4
81 12.00 12.20 12.40 12.60
110 123
142 207 m/z 43.10 49.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19173: Nonane, 4-methyl-
57
43
5000 USSR A SRR RS B
7 12,00 12.20 12,40 12.60
m/z 71.10 40.16%
M M I 85 \‘ 112 127 142
iz 3 6 8 i 130 140 1% 16 200
Abundance
57
43 12.00 12.20 12.40 12.60
5000 7 m/z 70.10 36.49%
29
9
85 113 128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19208: Heptane, 2,3,4-trimethy!- e R R e
43 57 12.00 12.20 12.40 12.60
m/z 41.00 29.60%
5000 71
29
99
S — Ma N Vi 7.
m/z--> 20 40 80 100 120 140 160 180 200 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 20.87 ug/1 13735600 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3383 (12.651 midr)w): VN055348.D (-3374) (-) m/z 105.00 100.00%
105
5000
120
7 o1
39 51 65 12.40 12.60 12.80 13.00
Ol bbb b 240 207 1 h77120.05  30.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.00 13.07%
27 3‘9 51 g5 77 91
| 1l Al . ull ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.00 10.48%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 12.40 12.60 12.80 13.00
m/z 106.00 8.98%
120
5000
27 4151 e5 '/ %1 ‘
| | R i . n Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 trans-Cinnamyl bromide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 17.21 ug/Il 11326100 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 53
2 Benzene. 1.1°-(l1l.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
3 Deltacvclene 118 C9H10 007785-10-6 50
4 Indole 117 C8H7N 000120-72-9 46
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 40
Abundance Scan 3660 (13.541 min): VN055348.D (-3653) (-) m/z 117.00 100.00%
117
5000
130 153 13.20 13.40 13.60 13.80
(o} R e e m/z 118.00 55.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58675: trans-Cinnamyl| bromide
117
5000
13.20 13.40 13.60 13.80
o1 m/z 115.00 32.64%
15 27 395163 77 | 105 | 129 169 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 14.66%
91
27 3951 65 77 | 103 | 129143 165178191203 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8952: Deltacyclene
117 13.20 13.40 13.60 13.80
m/z 105.00 12.36%
5000
91
39
g e
| | ] | "
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80

82N042919W.M Thu May 09 14:16:30 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 8 o0-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.89 9.61 ug/Il 6324020 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3768 (13.889 min): VN055348.D (-3759) (-) m/z 119.00 100.00%
119
5000
134
39 51 65 7 9|1 105 s 168 13.60 13.80 14.00 14.20
e el 398 68 m/z 134.05 28.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14810: o-Cymene
119
5000
13.60 13.80 14.00 14.20
01 134 m/z 91.00 16.77%
15 27 ﬁg 51 65 77 103
| | deo ol L ™ 1 L
miz--> 20 40 60 8 100 120 140 160
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.00 10.02%
134
91
15 27 41 51 65 77 103
mz-> 20 40 60 80 100 120 140 160
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 120.00 9.79%
5000
- 91 105 134
51 65
15 27 %9 | | ‘H ‘ ML L ‘

m/z--> 20 40 60 80 100 120 140 160 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN050219\
VN055348.D
2 May 2019 14:14
JC/SP
K2658-14
5.00mL/MSVOA N/WATER
14 Sample Multiplier: 1

EP1-PZ-E3-4

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M

Quant Title

TIC Library

: SW846 8260

= 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, (2-methyl-1-propen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.99 10.32 ug/Il 6789990 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvi)- 132 C10H12 000768-49-0 86
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 86
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70

Abundance Scan 3800 (13.992 min): VN055348.D (-3791) (-) m/z 117.00 100.00%
117
5000
91 132
39 51 65 77 13.60 13.80 14.00 14.20 14.40
148
.:-ll-'.,.:.1.58....,....,2]97.. m/z 119.00 69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117
132
5000 91
13.60 13.80 14.00 14.20 14.40
39 51 65 m/z 115.00 35.74%
B A T N 2 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.60 13.80 14.00 14.20 14.40
5000 132 m/z 91.00 26.30%
91
27 39 51 65 77 105
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 13.60 13.80 14.00 14.20 14.40
m/z 132.00 23.97%
132
5000
91
g@o T | W)
) | 1l m A n ull
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 1éo 2(')0 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\VNO50219\

Data File : VN055348.D

Aca On - 2 May 2019 14:14

Operator : JC/SP

Sample - K2658-14

Misc - 5_.00mL/MSVOA N/WATER S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.58 8.73 ug/l 5747970 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 92
2 o-Cvmene 134 C10H14 000527-84-4 70
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
4 p-Cvmene 134 C10H14 000099-87-6 70
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70

Abundance Scan 3983 (14.580 min): VN055348.D (-3972) (-) m/z 119.00 100.00%

119

5000 134

91

39 51 65 77 14.20 14.40 14.60 14.80
148
o! o228 | Tm/z 134.05  39.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

14.20 14.40 14.60 14.80
o1 m/z 117.00  30.42%
15 27 51 65 77 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
14.20 14.40 14.60 14.80
5000 m/z 91.00 19.84%
134

a9 91
15 27 39 51 65 77 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119 14.20 14.40 14.60 14.80
m/z 115.00 14.20%
5000 134
41 o
oy ses | w05 )
| mi fl " ul Ll ]
s B B B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VNO0O55348.D

Acg On : 2 May 2019 14:14

Operator : JC/SP

Sample : K2658-14

Misc - 5.00mL/MSVOA N/WATER A e 1=
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N042919W.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]
Nonane, 3-methyl- 12.04 30.6 ug/1 1123490 3 11.41 1836460 50.0
Bicyclo[4.1.0]hep... 12.12 29.6 ug/1 1088360 3 11.41 1836460 50.0
Cyclohexane, propyl- 12.16 50.7 ug/1 1861040 3 11.41 1836460 50.0
Nonane, 4-methyl- 12.34 35.4 ug/1 1298700 3 11.41 1836460 50.0
Benzene, l-ethyl-_... 12.65 20.9 ug/1 13735600 4 13.34 32909400 50.0
trans-Cinnamyl br... 13.54 17.2 ug/1 11326100 4 13.34 32909400 50.0
o-Cymene 13.89 9.6 ug/l 6324020 4 13.34 32909400 50.0
Benzene, (2-methy... 13.99 10.3 ug/1 6789990 4 13.34 32909400 50.0
Benzene, 1,2,4,5-... 14.58 8.7 ug/l 5747970 4 13.34 32909400 50.0
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