LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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 7.627 1819 1831 1849 rVB 340667 823213 1.42% 0.419%
2 7.987 1926 1943 1965 rBV 252821 625518 1.08% 0.318%
3 8.550 2103 2118 2143 rVB 568995 1196368 2.06% 0.609%
4 10.058 2571 2587 2614 rBvV 1035279 1992271 3.43% 1.014%
5 11.380 2985 2998 3015 rBV 972489 1726157 2.98% 0.878%
6 11.482 3015 3030 3047 rBVY 1775110 3244190 5.59% 1.651%
7 11.598 3047 3066 3084 rBV 3448072 7217453 12.44% 3.672%
8 11.920 3144 3166 3182 rBv4 584815 1919039 3.31% 0.976%
9 12.093 3212 3220 3227 rBV 460364 674463 1.16% 0.343%
10 12.142 3227 3235 3249 rVV5 412097 777501 1.34% 0.396%

11 12.222 3249 3260 3272 rVB 5085535 8055007 13.88% 4_.099%
12 12.376 3296 3308 3319 rBvV 876259 1519823 2.62% 0.773%
13 12.563 3350 3366 3378 rBV 7182714 12219006 21.06% 6.217%
14 12.630 3378 3387 3391 rVV 1156844 1801213 3.10% 0.916%
15 12.662 3391 3397 3403 rVV 1951234 3006038 5.18% 1.530%

16 12.707 3404 3411 3421 rVB 2534078 3904573 6.73% 1.987%
17 12.865 3446 3460 3471 rBV 370109 766474 1.32% 0.390%
18 12.939 3473 3483 3486 rBv4 468282 738419 1.27% 0.376%
19 13.016 3495 3507 3531 rVB 34064498 58018901 100.00% 29.521%
20 13.145 3532 3547 3557 rVV2 2509426 5379475 9.27% 2.737%

21 13.209 3557 3567 3575 rVV 1436335 2363880 4_.07% 1.203%
22 13.264 3575 3584 3592 rVV 1434952 2180244 3.76% 1.109%
23 13.347 3592 3610 3623 rVV 9651598 17311135 29.84% 8.808%
24 13.418 3623 3632 3642 rVV 952876 1503113 2.59% 0.765%
25 13.486 3643 3653 3656 rVV 2752294 3763877 6.49% 1.915%

26 13.518 3656 3663 3671 rVV 6851568 11415091 19.67% 5.808%
27 13.566 3671 3678 3693 rVV3 2123642 5330441 9.19% 2.712%
28 13.646 3693 3703 3714 rVB2 1180859 2077081 3.58% 1.057%
29 13.775 3732 3743 3748 rBV 2030645 3247210 5.60% 1.652%
30 13.804 3748 3752 3761 rVV 2141641 3153055 5.43% 1.604%

31 13.862 3761 3770 3780 rVV 4165504 6327310 10.91% 3.219%
32 13.920 3780 3788 3794 rVV 1296104 2008064 3.46% 1.022%
33 13.968 3794 3803 3814 rVB2 4175957 6922580 11.93% 3.522%
34 14.103 3835 3845 3854 rBV2 1050915 1659200 2.86% 0.844%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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\82N110420W.M
SW846 8260

35 14.183 3854 3870 3876 rVvV 1268998 2252597 3.88% 1.146%
36 14.222 3876 3882 3891 rVB 1772917 2567069 4.42% 1.306%
37 14.450 3945 3953 3962 rBV3 462869 732699 1.26% 0.373%

38 14.556 3975 3986 4000 rBV4 2187753 4352191 7.50% 2.214%
39 14.714 4025 4035 4045 rBV 1129520 1761003 3.04% 0.896%

Sum of corrected areas: 196532942
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

Abundance TIC: VN064666.D

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

R

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: VN064666.D

3e+07
2.5e+07
2e+07
1.5e+07
le+07
5000000 11.60

10.06 11%%67\“
ob— —— ?'6? AU 8'55 AN . .

T T T T T T T 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: VN064666.D
13.02

3e+07
2.5e+07
2e+07

1.5e+07

13.35
12.56 13.52

12.22
5000000 L L 13 13.88.97
! i > 145
11922@ 1238 1§§§ i 3 401 21418018 14 94.71

o+ e — B =25 e —r— —— — ——

I T T T
Time--> 12 OO 12 50 13. OO 13.50 14 OO 14 50 15.00 15.50 16.00 16.50

1e+07
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 Bicyclo[4.1.0]heptane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.09 19.54 ug/I 674463 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0Theptane 96 C7H12 000286-08-8 64
2 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 49
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 49
4 l1sopropenvicvclopropane 82 C6H10 004663-22-3 43
5 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 43

Abundance Scan 3219 (12.090 min): VN064666.D (-3212) (-) m/z 67.00 100.00%
67 81
5000
41 96
o 109 124 11.80 12.00 12.20 12.40
o e L M0 27 Tm/z 81.00 87.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2868: Bicyclo[4.1.0]heptane
67 g1
54
5000
39 % 11.80 12.00 12.20 12.40
m/z 82.10 60.57%
0 ‘ ‘ ‘ A il 1,
"'I'”'I""P"'I"”I""P"'I"”I'"'I”"I"”
m/z--> 80 100 120 140 160 180 200
Abundance
81
11.80 12.00 12.20 12.40
5000 m/z 96.05 34.64%
41 67
27 55 95 124
15 109
G S S I SR L LA S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: 1H-Indene, octahydro-, trans-
67 11.80 12.00 12.20 12.40
m/z 41.00 32.08%
81
5000 96
124
41
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 : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 2
R.T. EstConc Area Relative to ISTD R.T.
12.14 22.52 ug/1 777501 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 94
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 78
3 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 59
4 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
5 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 53
Abundance Scan 3235 (12.142 min): VN064666.D (-3227) (-) m/z 83.10 100.00%
a3
55
5000 a1
126
69 97 112 | 11.80 12.00 12.20 12.40
o} L I o o m/z 55.00 72 .56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11533: Cyclohexane, propyl-
55 83
5000 41 NN UL B
11.80 12.00 12.20 12.40
27 67 126 m/z 82.00 50.11%
0 '}?Iﬂﬂ'ww"ﬂyﬁl“'ll"?Z""l""l'"'I""I"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 37 .09%
41
. 112
67 o7
O B L S WL UL WL S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #154561: Oxalic acid, cyclohexyl decyl ester e ARERREE R
83 11.80 12.00 12.20 12.40
m/z 126.10 18.69%
5000 55
41
0 ?\9 ! M ! \‘ 6\7\\ lijy 97 111 129 185
m/z--> 20 40 ' 80 100 120 140 160 180 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 : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 7
R.T. EstConc Area Relative to ISTD R.T.
13.49 10.87 ug/Il 3763880 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83
Abundance Scan 3654 (13.489 min): VN064666.D (-3643) (-) m/z 105.00 100.00%
195 119
5000 134
91
77
39 51 65 007 13.20 13.40 13.60 13.80
o} A B L o m/z 119.10 96.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
91 13.20 13.40 13.60 13.80
-7 m/z 134.05 44 .84%
27 4151 65 | ‘
0 ...|.‘.‘..‘l‘..‘..|‘.‘...“l..‘a.”l‘..‘.l...‘.l....l....l....l....
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 28.64%
91
77
oL 15 27 39 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 117.00 20.65%
5000 134
91
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 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 : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 32.97 ug/1 11415100 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
2 Benzaldehvde. 4-(l1-phenvl-2-prop... 238 C16H1402 1000277-56-1 53
3 Deltacvclene 118 C9H10 007785-10-6 50
4 Indole 117 C8H7N 000120-72-9 49
5 BH-1-Pyrindine 117 C8H7N 000270-91-7 43
Abundance Scan 3664 (13.521 min): VN064666.D (-3656) (-) m/z 117.05 100.00%
147
5000
91
39 51 63 13.20 13.40 13.60 13.80
ol 7208 seras o m/z 118.10 57.71%
miz-> 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 33.09%
27 39 51 65 77 | 102 M 129 143 165 178 191203 234

m/z--> 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 13.13%
65 91
39 51 77 105 | 131 152165 178 238
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8953: Deltacyclene
117 13.20 13.40 13.60 13.80
m/z 63.00 8.32%
5000
39 91
51 65 77 ‘ 103 ‘
e
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\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 8

R.T. EstConc Area Relative to ISTD R.T.
13.77 9.38 ug/Il 3247210 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 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3741 (13.769 min): VN064666.D (-3732) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 77 9|1 105 ‘ 13.40 13.60 13.80 14.00
Obr et ol 145358 208 | T34 05 30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00
7 s m/z 91.00 19.30%
39 51 65 ‘
"1'5|'2"7"‘|""“"l“""‘Hl'""|‘H“"‘M""'l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.40 13.60 13.80 14.00
5000 m/z 105.00 13.80%
01 134
15 27 39 51 65 7' 195
mz-> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- A A A
119 13.40 13.60 13.80 14.00
m/z 77.00 10.88%
5000
134
91
L1527 4536577 | 103 |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.80 9.11 ug/l 3153060 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 91
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 3751 (13.801 min): VN064666.D (-3748) (-) m/z 119.10 100.00%
119
5000
o 134
39 51 65 77 103 13.40 13.60 13.80 14.00 14.20
o..,....,....,....','....,-....,.-.'..,...':~,....,'....,.-:..,..'.'.I....,.I..,..l.‘.‘?..l.“??... m/z 134.10 21.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene
119
5000
13.40 13.60 13.80 14.00 14.20
o1 134 m/z 91.00 11.72%
0 27 \4\1 5\1 6\5 7 103 LLIl
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 120.10 10.30%
-7 91 134
15 27 39 51 65 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl- e P e
119 13.40 13.60 13.80 14.00 14.20

m/z 117.10 7.55%

5000

134
15 27 % 51 oes 715105
T T e e et e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 18.28 ug/Il 6327310 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance m/z 119.05 100.00%

Scan 3769 (13.859 min): VN064666.D (-3761) (-)
119

5000

134
77 oL 105

39 65

0 1 5|1 L m I L 1 148

T e et et e P e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

13.60 13.80 14.00 14.20
m/z 134.10 28.15%

0!

27 41 51

65

77

91

WWWWWTWWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
91 0
77 105 m/z 91.00 18.64%
51 65
..,.1..5.,..2..7,...:??‘....i‘.‘...,.‘.‘..,...‘l‘,....‘,a...,.‘l‘..,..M....,..‘..,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.00 10.49%

134
103

Abundance

5000

15 27 Al 51

65

77
|

#14908: Benzene, 1-methyl-3-(1-methylethyl)-
119

91

134

103 i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

i

13.60 13.80 14.00 14.20

m/z 120.05 10.13%

]

13.60 13.80 14.00 14.20

82N110420W.M Tue Nov

17 14:22:29 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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, (l1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 19.99 ug/I 6922580 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 64
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64

Abundance Scan 3804 (13.971 min): VN064666.D (-3794) (-) m/z 117.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 119.10  44.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
7

5000
13.60 13.80 14.00 14.20

m/z 115.00 34 .75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

117
13.60 13.80 14.00 14.20
5000 m/z 132.10 24.89%
91 132
39 63 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene

13.60 13.80 14.00 14.20
m/z 91.00 21.56%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

82N110420W.M Tue Nov 17 14:22:30 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 10

R.T. EstConc Area Relative to ISTD R.T.
14.22 7.41 ug/l 2567070 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
3 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3881 (14.219 min): VN064666.D (-3876) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 200 14.00 14.20 14.40 14.60
o} St A S P M i || S . m/z 134.10 41.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 14.00 14.20 14.40 14.60

m/z 91.00 15.38%

77 91 105
15 27 39 51 €5 /f "0 T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
14.00 14.20 14.40 14.60
5000 m/z 120.10 9.59%
91 134
27 39 51 65 77 103
O T T T T T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119 14.00 14.20 14.40 14.60
m/z 77.00 8.73%
5000
134
A e B S
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN064666.D

Aca On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

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 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 12.57 ug/Il 4352190 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 87
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 87
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 81
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 81
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 76
Abundance Scan 3987 (14.559 min): VN064666.D (-3975) (-) m/z 119.05 100.00%
119
5000 134
7791
51 105 14.20 14.40 14.60 14.80
b 148162 207 281 m/z 117.00 51.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
14.20 14.40 14.60 14.80
2 m/z 134.05 39.25%
77
0 “u..¥”??,J”J,.ﬂ.f??”,..ﬁw.................... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 14.20 14.40 14.60 14.80
5000 m/z 91.00 22.86%

91
3953 77 77405

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 14.20 14.40 14.60 14.80
m/z 115.00 20.27%
134
5000
7 7 105
o,n.w.”wwnlpﬂ.“.”“.m,”” .
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 : VN064666.D

Acq On : 16 Nov 2020 17:36

Operator : JC/MD

Sample : L4772-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 19 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]
Bicyclo[4.1.0]hep... 12.09 19.5 ug/I1 674463 3 11.38 1726160 50.0
Cyclohexane, propyl- 12.14 22.5 ug/I1 777501 3 11.38 1726160 50.0
Benzene, 1,4-diet... 13.49 10.9 ug/1 3763880 4 13.32 17311100 50.0
Benzene, 1,1"-(1,... 13.52 33.0 ug/1 11415100 4 13.32 17311100 50.0
Benzene, 2-ethyl-_.. 13.77 9.4 ug/l 3247210 4 13.32 17311100 50.0
o-Cymene 13.80 9.1 ug/l 3153060 4 13.32 17311100 50.0
Benzene, 4-ethyl-_... 13.86 18.3 ug/1 6327310 4 13.32 17311100 50.0
Benzene, (1-methy... 13.97 20.0 ug/1 6922580 4 13.32 17311100 50.0
Benzene, l-ethyl-_.. 14.22 7.4 ug/l 2567070 4 13.32 17311100 50.0
Benzene, 1,2,4,5-... 14.56 12.6 ug/l 4352190 4 13.32 17311100 50.0
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