LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 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\82N091019W_.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 7.577 1783 1805 1816 rBv2 302121 764800 12.69% 1.756%
2 7.651 1816 1828 1855 rVB 433309 1041656 17.28% 2.391%
3 8.014 1918 1941 1963 rBV 379856 888169 14.74% 2.039%
4 8.220 1980 2005 2007 rBvV3 45854 146454 2.43% 0.336%
5 8.574 2100 2115 2135 rBV 637223 1352584 22.44% 3.105%
6 10.085 2570 2585 2601 rBVY 1283033 2345842 38.92% 5.386%
7 11.406 2979 2996 3019 rBV 946124 1776260 29.47% 4_.078%
8 11.950 3146 3165 3179 rBV3 40324 100368 1.67% 0.230%
9 12.403 3294 3306 3318 rBV 900864 1518956 25.20% 3.487%
10 12.738 3402 3410 3419 rVB 114661 186144 3.09% 0.427%

11 12.895 3446 3459 3467 rBV 92379 190780 3.17% 0.438%
12 12.966 3475 3481 3494 rVB5 86439 139256 2.31% 0.320%
13 13.043 3496 3505 3515 rvB2 182082 291862 4.84% 0.670%
14 13.242 3560 3567 3574 rVB5 64690 92461 1.53% 0.212%
15 13.291 3575 3582 3589 rBV5 78434 103774 1.72% 0.238%

16 13.349 3589 3600 3608 rBV 1127250 2136942 35.46% 4._.906%
17 13.519 3646 3653 3656 rBvV2 104550 137093 2.27% 0.315%
18 13.548 3656 3662 3669 rvv2 281432 439146 7.29% 1.008%
19 13.590 3669 3675 3689 rVB3 215841 371017 6.16% 0.852%
20 13.667 3690 3699 3710 rBV7 181168 369579 6.13% 0.848%

21 13.808 3736 3743 3748 rBV 163095 241860 4.01% 0.555%
22 13.895 3761 3770 3779 rVB 580649 861575 14.30% 1.978%
23 13.950 3780 3787 3794 rVV3 128614 200825 3.33% 0.461%
24 14.001 3794 3803 3813 rVB 594320 936150 15.53% 2.149%
25 14.136 3835 3845 3852 rBV3 235589 460446 7.64% 1.057%

26 14.217 3863 3870 3876 rBvV 391490 524406 8.70% 1.204%
27 14.255 3876 3882 3890 rVB 510564 748619 12.42% 1.719%
28 14.303 3891 3897 3902 rBV3 158040 201293 3.34% 0.462%
29 14.339 3903 3908 3915 rVvB4 152070 175723 2.92% 0.403%
30 14.483 3945 3953 3962 rBV2 473470 750780 12.46% 1.724%

31 14.532 3963 3968 3976 rVvB2 216025 281885 4.68% 0.647%
32 14.596 3976 3988 3999 rBV3 1716296 3590230 59.57% 8.243%
33 14.651 3999 4005 4017 rVB3 498978 872564 14.48% 2.003%
34 14.860 4062 4070 4076 rBv4 526043 841913 13.97% 1.933%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 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\82N091019W .M
SW846 8260

35 14.963 4093 4102 4115 rVB3 676531 1342676 22.28% 3.083%

36 15.117 4144 4150 4163 rVB3 511656 839320 13.93% 1.927%
37 15.184 4166 4171 4177 rVB3 137605 163000 2.70% 0.374%
38 15.233 4179 4186 4193 rBV5 405218 709127 11.77% 1.628%
39 15.393 4226 4236 4248 rBV 702296 1432797 23.77% 3.289%%
40 15.709 4325 4334 4342 rBV4 433569 782831 12.99% 1.797%

41 15.831 4364 4372 4380 rBV3 478028 833816 13.83% 1.914%
42 15.934 4398 4404 4411 rBV 368728 511598 8.49% 1.175%
43 16.049 4431 4440 4461 rVB 2315639 4434720 73.58% 10.181%
44 16.217 4479 4492 4511 rVB 2856802 6027083 100.00% 13.837%
45 16.660 4622 4630 4656 rVB5 565873 1399000 23.21% 3.212%

Sum of corrected areas: 43557380
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
Quant Title : SW846 8260

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

Abundance TIC: VN058141.D
3000000

2500000

2000000

1500000

1000000

500000

e L o —

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN058141.D

3000000
2500000
2000000
1500000 10.08

1000000 1141

500000 7.65
78 8.01
/\ 8.22
0 T—r—

T T T —— —— —r —T— —T— Tt
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN058141.D

16.22
3000000

16.05

2500000

2000000 14.60

1500000

1000000
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11.95
L I T T T — T — 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\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.90 20.16 ug/1 861575 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 p-Cvmene 134 C10H14 000099-87-6 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 93
Abundance Scan 3772 (13.902 min): VN058141.D (-3761) (-) m/z 119.10 100.00%
119
5000
134
77 %L 105 13.60 13.80 14.00 14.20
39 63 : : : :
0...,....,..'..,....',..|..,J.'..'.' B B 1 m/z 134.05 28.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14812: o-Cymene

5000
13.60 13.80 14.00 14.20

m/z 91.05 16.69%

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

Abundance
119
R e R RRARE e
13.60 13.80 14.00 14.20
5000 m/z 120.05 10.05%
134
91

27 41 63 77 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14809: p-Cymene
9

13.60 13.80 14.00 14.20
m/z 105.05 9.71%

5000

m/z--> 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\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 Indan, 1-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.00 21.90 ug/1 936150 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 70
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 64
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 64
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64

Abundance Scan 3803 (14.001 min): VN058141.D (-3794) (-) m/z 117.05 100.00%
117
5000
91 132
39 51 65 77 105 148 170 13.60 13.80 14.00 14.20 14.40
Obrprrrrprrrrrrflbeste e eprdb et bbb e m/z 119.10  44_82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14031: Indan, 1-methyl-
117
5000
132 13.60 13.80 14.00 14.20 14.40
o1 m/z 115.05 36.62%
oz s & 7 g3 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
13.60 13.80 14.00 14.20 14.40
5000 132 m/z 132.10 25.61%
91
27 39 5L 65 77 105
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117 13.60 13.80 14.00 14.20 14.40
m/z 91.05 21.23%
5000 132
Lo o e e |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.60 84 .00 ug/1 3590230 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 83
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 80
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70

Abundance Scan 3989 (14.599 min): VN058141.D (-3976) (-) m/z 117.05 100.00%

147
5000

14.20 14.40 14.60 14.80 15.00

148 168 193

o m/z 119.10 59.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117
5000
14.20 14.40 14.60 14.80 15.00
o1 132 m/z 132.10 35.48%
39 53 77
0.”,A.ﬂ”ﬁwi.hu.w&.w”kw”.w”.w”..”..”..”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 14.20 14.40 14.60 14.80 15.00
5000 m/z 115.05 31.79%
91
63 77
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 14.20 14.40 14.60 14.80 15.00
m/z 134.10 23.48%
132
5000
91
7
51
27 | | |
OH.PHW.MWMHA.MWAHW.L..”w.”w.”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 Undecane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.65 20.42 ug/1 872564 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 86
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 42
3 Glvcine. N-(m-toluov)-. methvl e... 207 C11H13NO3 1000299-63-8 38
4 m-Toluic acid. 4-chlorophenvl ester 246 C14H11Cl102 1000307-56-6 35
5 Benzene, 1,1"-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 35
Abundance Scan 4005 (14.651 min): VN058141.D (-3999) (-) m/z 119.10 100.00%
57 119
5000 8B n (Fﬁ f
148
14.40 14.60 14.80 15.00
0 ,....','...'| A .I,n:l.'.l.l bl 435 |, 169184 207 281 871G 97.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48875: Undecane, 2,6-dimethyl-
57
5000 43 1 R UL B B SRR
14.40 14.60 14.80 15.00
- m/z 43.00 49 _45%
113
L I =22 -1 3
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
1440 14.60 14.80 15.00
5000 43 - m/z 71.10 45 _45%
29 85
o 99 113157141155169 184
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66703: Glycine, N-(m-toluoy)-, methyl esterl R e R R AR
9 14.40 14.60 14.80 15.00
m/z 41.00 39.96%
5000 /\M\,‘AA}M
o} R B B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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, pentamethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .86 19.70 ug/Il 841913 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 64
2 Benzene. 1.4-diethyl-2-methvl- 148 C11H16 013632-94-5 64
3 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 58
4 Benzene. 1l-ethvl-3-(l-methvlethvIl)- 148 C11H16 004920-99-4 58
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58

Abundance Scan 4070 (14.860 min): VN058141.D (-4062) (-) m/z 133.10 100.00%
5000
119 148
91
39 51 g5 !7 14.60 14.80 15.00 15.20
0 prbl 164 180191 207 | "m/z 131.10  45.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
133
5000
148 14.60 14.80 15.00 15.20
9L 05 m/z 119.10 36.94%
77
SECTE A W Y T W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
119 14.60 14.80 15.00 15.20
5000 m/z 148.10 33.46%
148
91 105
15 2839 51 65 /7
B o o TR e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133 14.60 14.80 15.00 15.20
m/z 91.05 22 .85%
5000
105 148
91 119
e T ,....,. T e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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, (1-methyl-1-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.96 31.42 ug/1 1342680 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 64
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 64
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 64
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 64

Abundance Scan 4101 (14.959 min): VN058141.D (-4093) (-) m/z 131.10 100.00%
131
5000
91 146
39 51 @5 77 14.60 14.80 15.00 15.20
o - “ 08 A9 209 | Tn/z 133.10  60.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 14.60 14.80 15.00 15.20
39 51 77 115 m/z 146.10 21.22%
27 63 103
R A | ‘\ Il \‘
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.60 14.80 15.00 15.20
5000 m/z 91.05 20.25%
146
a1 118
15 27 39 51 63 77 104
O T e P T e T [T [T T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3—dihydro—l,6—dimethy|— L LA L LB L N DL B
131 14.60 14.80 15.00 15.20
m/z 115.00 18.08%
5000
146
27 39 51 o1 115
0....,.‘...‘,..“.‘.,?.“1..7.‘7,....1,0.3..‘1,.‘”‘1. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.39 33.52 ug/1 1432800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 94
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 94
3 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 Cl11H14 001685-82-1 93
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 93
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
Abundance Scan 4235 (15.390 min): VN058141.D (-4226) (-) m/z 131.10 100.00%
5000
146
39 s, 01 1 15.00 15.20 15.40 15.60 15.80
63 - - - -
o 162177 194209 282 m/z 146.05 37 _13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131
5000
146 15.00 15.20 15.40 15.60 15.80
m/z 115.00 16.46%
39 6377 o M5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
15.00 15.20 15.40 15.60 15.80
5000 146 m/z 129.10 14.18%
39 65 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- R s e
131 15.00 15.20 15.40 15.60 15.80
m/z 128.05 13.02%
5000
146
39 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.05 103.76 ug/Il 4434720 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 64

Abundance Scan 4440 (16.049 min): VN058141.D (-4431) (-) m/z 142.10 100.00%

142

5000
115

_>

9 83 g9 15.80 16.00 16.20 16.40
S R N TP ORI 7SR | VLSS VAR 2 S E—L m/z 141.10 86.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #19233: Naphthalene, 2-methyl- J\
142

5000 L
115 15.80 16.00 16. 20 16. 40

m/z 115.00 34 .29%

olzr 80%% 8 | 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142

15.80 16.00 16.20 16.40

o

>—

5000 m/z 143.10 11.33%
115
ol 3 63 89 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene
141 15.80 16.00 16.20 16.40

m/z 139.05 10.70%

5000 115
39 63 89
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VN058141.D

Aca On : 17 Sep 2019 12:05

Operator : JC/SP

Sample : K4871-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.66 32.73 ug/1 1399000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 64
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 60
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 60
4 1H-Indene. 2.3-dihvdro-4.5.7-tri... 160 C12H16 006682-06-0 60
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
Abundance Scan 4630 (16.660 mm) VNO058141.D (-4622) (-) m/z 145.10 100.00%
145
57 71
5000 160
4 85
0011322 T iew | 16e
183 : :
o 210226 267281 | 77 57.10  66.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145
5000 L Y L BN
160 16. 40 16 60
128 m/z 71.10 64.62%
15 39 4377 91105
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
1640 1660
5000 160 m/z 43.10 60.34%
ol 15 39 37791 117131 Jﬂ\n\/\ﬁ/\dg\g/\dx\//\LV\)\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)- —— T
145160 16.40  16.60
m/z 160.10 35.07%
5000
130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1640  16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091719\
Data File : VNO058141.D

Acq On : 17 Sep 2019 12:05

Operator : JC/SP

Sample - K4871-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
o-Cymene 13.90 20.2 ug/1 861575 4 13.35 2136940 50.0
Indan, 1-methyl- 14.00 21.9 ug/1 936150 4 13.35 2136940 50.0
3-Phenylbut-1-ene 14.60 84.0 ug/l1 3590230 4 13.35 2136940 50.0
Undecane, 2,6-dim... 14.65 20.4 ug/1 872564 4 13.35 2136940 50.0
Benzene, pentamet... 14.86 19.7 ug/1 841913 4 13.35 2136940 50.0
Benzene, (1-methy... 14.96 31.4 ug/1 1342680 4 13.35 2136940 50.0
1H-Indene, 2,3-di... 15.39 33.5 ug/1 1432800 4 13.35 2136940 50.0
Naphthalene, 1-me... 16.05 103.8 ug/l 4434720 4 13.35 2136940 50.0
Naphthalene, 1,2,... 16.66 32.7 ug/1 1399000 4 13.35 2136940 50.0
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