LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 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\82N110420W.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 7.550 1785 1807 1819 rBv2 228806 589146 1.08% 0.269%
2 7.627 1819 1831 1852 rVB 343134 821019 1.50% 0.375%
3 7.987 1926 1943 1967 rBV 260550 617911 1.13% 0.282%
4 8.550 2104 2118 2139 rVB 592251 1244372 2.28% 0.569%
5 10.058 2573 2587 2618 rBV 990377 1852766 3.39% 0.847%
6 11.380 2985 2998 3015 rBVY 1024270 1798276 3.29% 0.822%
7 11.482 3016 3030 3048 rBV 1375246 2554516 4.68% 1.167%
8 11.601 3048 3067 3084 rBV2 1563905 3644252 6.67% 1.665%
9 11.894 3145 3158 3169 rBv4 510440 1257592 2.30% 0.575%
10 12.093 3213 3220 3227 rBV2 485263 724132 1.33% 0.331%

11 12.138 3227 3234 3241 rVB6 394655 609717 1.12% 0.279%
12 12.222 3250 3260 3271 rBV 4155824 6593530 12.07% 3.013%
13 12.376 3297 3308 3319 rBvV 984063 1704891 3.12% 0.779%
14 12.447 3319 3330 3341 rBV7 351340 854729 1.56% 0.391%
15 12.566 3350 3367 3377 rVB 6918905 11889071 21.76% 5.432%

16 12.630 3377 3387 3391 rBV 2171501 3422266 6.26% 1.564%
17 12.662 3391 3397 3404 rVV 3815491 6202357 11.35% 2.834%
18 12.707 3404 3411 3421 rVB 3272400 5139991 9.41% 2.348%
19 12.846 3447 3454 3467 rBV7 218487 570363 1.04% 0.261%
20 12.939 3475 3483 3489 rBV3 1017126 1663082 3.04% 0.760%

21 13.016 3496 3507 3519 rVB 31970450 54633497 100.00% 24.962%
22 13.145 3533 3547 3556 rBV2 2546138 5435719 9.95% 2.484%
23 13.209 3558 3567 3576 rVV3 1408785 2482965 4._.54% 1.134%
24 13.264 3576 3584 3592 rVV 1217380 1859046 3.40% 0.849%
25 13.347 3593 3610 3623 rVB 13990021 24809838 45.41% 11.336%

26 13.418 3624 3632 3641 rBV 1104123 1622254 2.97% 0.741%
27 13.486 3644 3653 3657 rVV 3178890 4767663 8.73% 2.178%
28 13.518 3657 3663 3671 rVV 6298658 10113022 18.51% 4.621%
29 13.566 3671 3678 3692 rVVv4 2263112 5277922 9.66% 2.411%
30 13.646 3693 3703 3712 rVB4 1774039 3126833 5.72% 1.429%

31 13.778 3734 3744 3748 rVV 2198494 3420052 6.26% 1.563%
32 13.807 3749 3753 3761 rVV 2490230 3399864 6.22% 1.553%
33 13.862 3761 3770 3780 rVV 5727974 8712446 15.95% 3.981%
34 13.920 3780 3788 3794 rVV 1450436 2220515 4._.06% 1.015%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 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\82N110420W.M
SW846 8260

35 13.968 3794 3803 3814 rVV3 5476665 8967615 16.41% 4._.097%

36 14.029 3815 3822 3834 rVB8 301037 728250 1.33% 0.333%
37 14.103 3835 3845 3854 rBV2 1803270 2986753 5.47% 1.365%
38 14.183 3855 3870 3876 rVvV 2540187 4710573 8.62% 2.152%
39 14.222 3876 3882 3891 rVB 3445865 5060788 9.26% 2.312%
40 14.450 3945 3953 3962 rBV3 533827 827574 1.51% 0.378%

41 14.559 3975 3987 4000 rBV4 3283730 6603666 12.09% 3.017%
42 14.714 4019 4035 4045 rBVY 755982 1277562 2.34% 0.584%

43 14.929 4093 4102 4113 rVB2 294821 621700 1.14% 0.284%
44 15.103 4139 4156 4169 rVB 827167 1445315 2.65% 0.660%

Sum of corrected areas: 218865411
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.M
Quant Title : SW846 8260

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

Abundance TIC: VN064667.D

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000
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Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN064667.D
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5000000

10.06 1138
7.5563 7.99 8.55 R AN N

e L WA SAS
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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: VN064667.D
13.02
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2.5e+07
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1.5e+07 13.35
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5000000 12.22 25 ) ] g2 1456
12 /o (1306l3. (65219 go14.
olieoizzn 1 |10 i -Ml@e@%o

T I 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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 unknownl12.09 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.09 20.13 ug/1 724132 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 47
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 46
3 Cvclopropane. 1.1-dimethvl-2-met... 82 C6H10 004372-94-5 43
4 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 43
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 43
Abundance Scan 3219 (12.090 min): VN064667.D (-3213) (-) m/z 67.00 100.00%
67 81
5000 41 . 96
109 124 11.80 12.00 12.20 12.40
0..,....,....,....‘;!l..?ﬂ”l!.,..'!I'Il. a8 i MO h/z 81.00 90.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67
55 96 11.80 12.00 12.20 12.40
by 9 ‘ m/z 82.00 51.84%
0"P%§W"”I'”'I”%?P"'P"W"“I'”g?“"P"W"”I'”'I”"P"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
11.80 12.00 12.20 12.40
5000 m/z 41.00 43.00%
55 68 96
7 39
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1269: Cyclopropane, 1,1-dimethyl-2-methylene- M
67 11.80 12.00 12.20 12.40
a1 m/z 96.10 36.35%
5000
27 54 82
0“|““V'MV“ﬁw“ﬁJ”W“MHZQM'HVH'V“W'“W“'W““l““w
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\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 Cyclohexane, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.14 16.95 ug/I 609717 Chlorobenzene-d5 11.38
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 Pvridine. 2.3.4.5-tetrahvdro- 83 C5HON 000505-18-0 53
4 Cvclopentane. l1-ethvl-1-methvl- 112 C8H16 016747-50-5 52
5 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 52
Abundance Scan 3235 (12.142 min): VN064667.D (-3227) (-) m/z 83.05 100.00%
a3
55
5000
41
126
67 11.80 12.00 12.20 12.40
98
0 ,.':'..,!...-,..11.2:,.|...1,4?...,....,....,2.0.7.. m/z 55.05 67.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl-
83
55
5000 NN BN B
41 11.80 12.00 12.20 12.40
29 67 126 m/z 82.00 50.16%
S A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 33.20%
41
. 112
67 o7
L L L U S S S S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1312: Pyridine, 2,3,4,5-tetrahydro- Bl B S
55 11.80 12.00 12.20 12.40
m/z 126.10 19.52%
28 83
5000 a1
0"}?wh"MH“M|ﬁ%'il”'|"“|"'w"'w""w"'l”"
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\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.63 6.90 ug/Il 3422270 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
4 Mesitvlene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 3387 (12.630 min): VN06466£.D (-3377) () m/z 105.00 100.00%
105
5000
120 A
77 o 1960 10080 1200
39 51 65 91 12.40 12.60 12.80 13.00
Ol et e idQ 452 7z 120.10 0 29.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.00 12.83%

a9 77 9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

105

5

12.40 12.60 12.80 13.00
5000 m/z 79.00 9.01%

120

27 39 51 65 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9429: Benzene, 1-ethyl-4-methyl-

5

12.40 12.60 12.80 13.00
m/z 106.00 8.76%

5000

5

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 Benzene, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.49 9.61 ug/Il 4767660 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
Abundance Scan 3654 (13.489 min): VN064667.D (-3644) (-) m/z 105.00 100.00%
195 119
5000 134
91
39516577 13.20 13.40 13.60 13.80
0 el 20l m/z 119.10 96.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
13.20 13.40 13.60 13.80
77 91 m/z 134.10 44 _78%
27 39 51 g5 ‘
0...,ﬂm.w.ﬂm,U..M.n..NM.UL..M,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 28.06%
91
77
oL 15 27 39 51 65
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
m/z 77.00 18.74%
5000 134
91
27 4151 65 7‘7 ‘ |
0 ...|.‘.‘..‘l‘..‘..|‘.‘...“l..‘a.”l‘..‘.l...‘.l....l....l....l....
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\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 Deltacyclene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 20.38 ug/1 10113000 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Deltacvclene 118 C9H10 007785-10-6 64
2 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
3 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 53
4 Indole 117 C8H7N 000120-72-9 49
5 BH-1-Pyrindine 117 C8H7N 000270-91-7 43
Abundance Scan 3664 (13.521 min): VN064667.D (-3657) (-) m/z 117.05 100.00%
147
5000
39 51 63 o1 13.20 13.40 13.60 13.80
ol oA A3 ase s e W/Zz 118.10 58.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8953: Deltacyclene
117
5000
g1 13.20 13.40 13.60 13.80
39 m/z 115.00 32.71%
51 65 77 ‘ 103 ‘
e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 12.29%
91
27 39 51 65 77 | 102 129 143 165 178191203 234
mz-> 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
m/z 63.00 8.20%
5000
65 91
0 3951 %77 | 105 || 131 152165 178 238
mz-> 20 Jo éo 85 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.86 17.56 ug/Il 8712450 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3769 (13.859 min): VN064667.D (-3761) (-) m/z 119.10 100.00%
119
5000
134
77 %! 105 13.60 13.80 14.00 14.20
39 63 . . . .
Obrrrprrr i pr b e e e 2 2o | M/z 134.10 0 29.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
., o 105 m/z 91.00 18.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.00 10.68%
01 134
sy 51 77 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14811: o-Cymene
119 13.60 13.80 14.00 14.20
m/z 120.10 9.89%
5000
134
91
oL 41 63 77 | 105 |
mz-> 20 40 'eb' A vt sy sy 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 Benzene, (2-methylcycloprop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 18.07 ug/Il 8967620 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 90
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 86
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
Abundance Scan 3804 (13.971 min): VN064667.D (-3794) (-) m/z 117.00 100.00%
117
5000

13.60 13.80 14.00 14.20

208

260 281

0! m/z 119.10 51.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
5000 132
o1 13.60 13.80 14.00 14.20
m/z 115.00 35.37%
51 77 ‘
o O T S | ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 13.60 13.80 14.00 14.20
5000 91 m/z 132.10 25.99%
39 65
0 15
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 91.00 22 .95%
5000 132
91
2 % ‘ ‘H |
O.HP.”LN”ﬁM”LJ”P.”.P”..”P.”..”..”..”..”P.”P.
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\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.18 9.49 ug/Il 4710570 1,4-Dichlorobenzene-d4 13.32
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 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3869 (14.180 min): VN064667.D (-3855) (-) m/z 119.10 100.00%

119
5000 134

o1
39 51 65 77 | 103 13.80 14.00 14.20 14.40

Ob bt 299, 186 207 1 gz 134.10  47.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

13.80 14.00 14.20 14.40
m/z 91.00 17.36%

91
15 27 %) 51 65 77 | 103 )
T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.80 14.00 14.20 14.40
5000 134 m/z 120.05 9.98%
91
15 27 39 51 65 77 105
O T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 133.05 9.85%
134
5000
21 39 51 g5 77 N e
o ...,.‘...‘,..“a‘.,‘a‘...“‘,..‘..,‘.‘..‘.‘l...“.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40

82N110420W.M Tue Nov 17 14:22:47 2020 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\

VNO64667.D

16 Nov 2020 18:01
JC/MD

L4772-06
5.00mL/MSVOA N/WATER

20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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, 1l-ethyl-3,5-dimethyl- Concentration Rank 7

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

14.22 10.20 ug/Il 5060790 1,4-Dichlorobenzene-d4 13.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
3 Benzene. 1-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3881 (14.219 min): VN064667.D (-3876) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 /7 103 177 207 14.00 14.20 14.40 14.60
) S ST PR e 11 N N T AL A m/z 134.10 41.23%
m/z--> 20 40 60 80 100 120 140 180 200
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 14.00 14.20 14.40 14.60
o1 m/z 91.00 15.26%
27 39 51 65 77 105
Y K )
m/z--> 20 40 60 80 100 120 140 180 200
Abundance
119
14.00 14.20 14.40 14.60
5000 m/z 120.10 9.59%
134
B o o o o B ) LJLA A  o
m/z--> 20 40 60 80 100 120 140 180 200
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 14.00 14.20 14.40 14.60
m/z 77.00 8.60%
5000
134
91
Js 27 aso6s 7 105 |
L B o o I I o B LI B e o
m/z--> 20 40 60 80 100 120 140 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064667.D

Aca On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.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, 1l-methyl-2-(2-prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 13.31 ug/Il 6603670 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
3 p-Cvmene 134 C10H14 000099-87-6 64
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 64
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64

Abundance Scan 3987 (14.559 min): VN064667.D (-3975) (-) m/z 119.10 100.00%

5000
14.20 14.40 14.60 14.80
148
0 168 191 m/z 117.00 50.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
5000 132
o1 14.20 14.40 14.60 14.80
0
39 6377 ‘ m/z 134.10 39.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
14.20 14.40 14.60 14.80
5000 134 m/z 91.00 23.58%
91
214 377 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene
119 14.20 14.40 14.60 14.80
m/z 115.00 19.64%
5000
91 134
0 27 ‘\1\1 I 63\ 7\7 ‘ 105\\
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VN111620\
Data File : VN064667.D

Acq On : 16 Nov 2020 18:01

Operator : JC/MD

Sample : L4772-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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]
unknownl12 .09 12.09 20.1 ug/I1 724132 3 11.38 1798280 50.0
Cyclohexane, propyl- 12.14 16.9 ug/I 609717 3 11.38 1798280 50.0
Benzene, l-ethyl-_.. 12.63 6.9 ug/l 3422270 4 13.32 24809800 50.0
Benzene, 1,3-diet... 13.49 9.6 ug/l 4767660 4 13.32 24809800 50.0
Deltacyclene 13.52 20.4 ug/1 10113000 4 13.32 24809800 50.0
Benzene, 2-ethyl-_... 13.86 17.6 ug/1 8712450 4 13.32 24809800 50.0
Benzene, (2-methy... 13.97 18.1 ug/1 8967620 4 13.32 24809800 50.0
Benzene, 1,2,4,5-... 14.18 9.5 ug/l 4710570 4 13.32 24809800 50.0
Benzene, l-ethyl-_.. 14.22 10.2 ug/1 5060790 4 13.32 24809800 50.0
Benzene, l-methyl... 14.56 13.3 ug/l 6603670 4 13.32 24809800 50.0
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