LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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\82N052820W.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 7.548 1777 1796 1808 rBv2 192998 482134 30.63% 3.985%
2 7.625 1808 1820 1841 rVB 357736 852510 54.16% 7.046%
3 7.989 1915 1933 1959 rBV 207697 485029 30.82% 4 _.009%
4 8.551 2091 2108 2127 rBV 541180 1128020 71.67% 9.323%
5 10.059 2560 2577 2592 rBV 855627 1573997 100.00% 13.009%
6 11.381 2973 2988 3009 rBV 821430 1448719 92.04% 11.974%
7 12.143 3212 3225 3240 rBV6 24820 62460 3.97% 0.516%
8 12.217 3241 3248 3263 rVB4 22179 42088 2.67% 0.348%
9 12.377 3284 3298 3311 rBV 645379 1101144 69.96% 9.101%
10 12.699 3391 3398 3408 rVB10 9822 18252 1.16% 0.151%
11 12.898 3454 3460 3469 rvB2 25784 39774 2.53% 0.329%
12 12.995 3481 3490 3502 rVB10 10801 22491 1.43% 0.186%
13 13.172 3530 3545 3547 rBV10 12726 23734 1.51% 0.196%
14 13.316 3578 3590 3605 rBvV 842906 1446920 91.93% 11.959%
15 13.487 3635 3643 3646 rBvV2 22668 30711 1.95% 0.254%
16 13.519 3646 3653 3679 rVvB3 80364 192737 12.25% 1.593%
17 13.628 3680 3687 3698 rBvV3 33854 63063 4.01% 0.521%
18 13.863 3752 3760 3769 rVB 69454 107723 6.84% 0.890%
19 13.924 3770 3779 3784 rBV4 32724 52196 3.32% 0.431%
20 13.969 3784 3793 3803 rVB2 98318 165009 10.48% 1.364%
21 14.104 3828 3835 3843 rBv4 22119 33005 2.10% 0.273%
22 14.188 3852 3861 3877 rBV2 77366 133769 8.50% 1.106%
23 14.268 3880 3886 3893 rVvB4 22657 32692 2.08% 0.270%
24 14.339 3902 3908 3916 rBv4 14626 19797 1.26% 0.164%
25 14.403 3918 3928 3935 rVB5 33757 55456 3.52% 0.458%
26 14.451 3935 3943 3952 rBV2 51690 83520 5.31% 0.690%
27 14.564 3967 3978 3990 rBv4 210132 433341 27.53% 3.582%
28 14.625 3991 3997 4009 rVB3 30508 52060 3.31% 0.430%

29 14.824 4049 4059 4066 rBV3 109214 196413 12.48% 1.623%
30 14.930 4082 4092 4103 rVB2 143108 289544 18.40% 2.393%

31 15.062 4127 4133 4143 rVB3 20154 34373 2.18% 0.284%
32 15.162 4157 4164 4170 rBV3 23789 39217 2.49% 0.324%
33 15.213 4172 4180 4189 rBV5 52899 121356 7.71% 1.003%
34 15.387 4224 4234 4246 rBV2 99380 185352 11.78% 1.532%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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\82N052820W.M

: SW846 8260

35 15.545 4274 4283 4289 rBV2 94535 175254 11.13% 1.448%
36 15.664 4312 4320 4330 rVB2 65853 111042 7.05% 0.918%
37 15.734 4331 4342 4353 rBV3 97108 214513 13.63% 1.773%
38 15.876 4376 4386 4398 rBV3 100787 199035 12.65% 1.645%
39 16.065 4430 4445 4456 rVB5 44746 117371 7.46% 0.970%
40 16.123 4456 4463 4472 rBV3 20326 37827 2.40% 0.313%

41 16.310 4508 4521 4538 rBV7 72715 195560 12.42% 1.616%

Sum of corrected areas: 12099208
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .M
SW846 8260

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

Abundance TIC: VN061663.D
800000

600000

400000

200000

e s S e S SUENSRI S -

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: VN061663.D

800000

10j06 11.38

600000
8.55

400000

7.63

7.99

N 7/\%& ]\
e L S k— kﬂ kﬂ

T 1 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: VN061663.D

800000 1332

12.38
600000

400000

200000

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\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Benzene, l-ethenyl-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.52 6.66 ug/l 192737 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
2 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 74
3 Indane 118 C9H10 000496-11-7 68
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68

Abundance Scan 3653 (13.519 min): VN061663.D (-3646) (-) m/z 117.00 100.00%
147
5000
39 51 63 9% 00 13.20 13.40 13.60 13.80
o 4 e 20 m/z 118.00  60.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000 USRS SRR SRR SRR
91 13.20 13.40 13.60 13.80
m/z 115.00 34 .53%
39 51 65 77 ‘ 103
0 ...|.2‘.7..‘|..“£.“|“.‘...hlu.‘l.|“...l‘lu...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.00 10.21%
91
57 20 5163 77 | 103
0'}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117 13.20 13.40 13.60 13.80
m/z 116.00 9.99Y%
5000
91
0 15 27 3\9 ?1 \?ﬁ 77 \‘ 193 |
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\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.70 ug/l 165009 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 76
2 Benzene. l1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 74
3 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 74
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 68

Abundance Scan 3793 (13.969 min): VN061663.D (-3784) (-) m/z 117.00 100.00%

5000

117
132

13 60 13 80 14. OO 14 20
0 148 207 m/z 115.00  33.00%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000

132 13.60 13.80 14.00 14.20
m/z 118.95  31.97%

27 39 51 65 77 ‘ 103 ‘
0...,.‘...‘,..‘..,‘:‘...‘,....,...l‘,..‘..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117

132 13.60 13.80 14.00 14.20
5000 m/z 132.00 27 .07%

o 105
»7 39 51 65 77
O T o o e T I o AL B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117

13.60 13.80 14.00 14.20
m/z 90.95 17.30%

132
5000
91
39 51 65 7 105
15 27 | L |
0 | g ol ol |l

m/z--> 20 40 60 80 100 120 140 160 180 200 13 60 13 80 14. OO 14 20

91
39 51 65 77
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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, 2-ethenyl-1,4-dime... Concentration Rank 1

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

14 .56 14.97 ug/I1 433341 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 90
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64

4 Benzene.

1-methvl-2-(2-propenvi)- 132 C10H12

001587-04-8 64
007525-62-4 64

m/z 119.00 100.00%

14.20 14.40 14.60 14.80

m/z 117.00 95.67%

14.20 14.40 14.60 14.80

m/z 134.00 39.71%

14.20 14.40 14.60 14.80

m/z 114.95 36 .00%

14.20 14.40 14.60 14.80

5 Benzene, l-ethenyl-3-ethyl- 132 C10H12
Abundance Scan 3977 (14.561 min): VN061663.D (-3967) (-)
119
5000 134
91
i
51
o 105 148 193209 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91
5165 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132
5000
91
63 77
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117
5000
91 132
39 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 132.00 33.07%

14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .82 6.79 ug/l 196413 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 87
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 50
4 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 50
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49
Abundance Scan 4058 (14.821 min): VN061663.D (-4049) (-) m/z 131.00 100.00%
131
5000
o1 11 148
3955 17 14.60 14.80 15.00 15.20
o e e e 28k | m/z 133.00  89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 14.60 14.80 15.00 15.20
91 415 m/z 148.10 31.72%
39 63 77
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
91 146 14.60 14.80 15.00 15.20
5000 m/z 119.00 31.21%
o7 41 65 116

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
1

14.60 14.80 15.00 15.20
m/z 115.00 25.10%

5000

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.93 10.01 ug/Il 289544 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 70
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 70
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 70
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70

Abundance Scan 4092 (14.930 min): VN061663.D (-4082) (-) m/z 131.00 100.00%

131
5000

14.60 14.80 15.00 15.20

191 208

0 m/z 133.00 43.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131
5000
91 146 14.60 14.80 15.00 15.20
77 115 m/z 146.00 22 .63%
63 ‘
S N i Y T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
14.60 14.80 15.00 15.20
5000 m/z 115.00 16.53%
o1 146
115
39 6377
oL.25
mmmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 14.60 14.80 15.00 15.20
m/z 91.00 16.26%
5000
146
39 64 91 115
N P W S e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.39 6.41 ug/Il 185352 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 Cl11H14 001075-22-5 96
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 94
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 94
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 4235 (15.390 min): VN061663.D (-4224) (-) m/z 131.00 100.00%
131
5000
146
91 115
39 63 77 15.00 15.20 15.40 15.60 15.80
0 L LA 281 m/z 146.00  34.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146
15.00 15.20 15.40 15.60 15.80
m/z 114.90 15.56%
39 65 91 115

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
R B
15.00 15.20 15.40 15.60 15.80
5000 146 m/z 129.00 14.96%
115
15 39 63 77 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- B B B am e
131 15.00 15.20 15.40 15.60 15.80
m/z 128.00 14.87%
5000
o1 15 146
39 63 77 ‘ ‘
N —— ALY L A
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\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.54 6.06 ug/Il 175254 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 94
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 94
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 93
Abundance Scan 4282 (15.541 min): VN061663.D (-4274) (-) m/z 131.00 100.00%
131
5000
146
39 779 150 177101 - 15.20 15.40 15.60 15.80
o m/z 146.00 34 _.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 15.20 15.40 15.60 15.80
o1 115 m/z 129.00 15.11%
39
It N NV 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
15.20 15.40 15.60 15.80
5000 146 m/z 115.00 14 _.96%
39 91 115
o2 63 77
mmmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- A R Rt
131 15.20 15.40 15.60 15.80
m/z 128.00 13.75%
5000
146
91
39 g3 77 ‘ 115 ‘
o P V| — SRV AR VA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 4-Phenyl-3-butyn-2-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 7.41 ug/l 214513 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Phenvl-3-butvyn-2-ol 146 C10H100 1000118-15-0 72
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 68
3 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 64
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 62
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 58
Abundance Scan 4341 (15.731 min): VN061663.D (-4331) (-) m/z 131.00 100.00%
145
5000

160 15.40 15.60 15.80 16.00

39 51 65 77
101 207 m/z 145.00 56.31%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21539: 4-Phenyl-3-butyn-2-ol
103 131
7
5000 LA L L L L L LB L |
43 145 15.40 15.60 15.80 16.00
m/z 145.95 33.25%
15 29 ‘ 115
ey M. w\w el T | S
m/z--> 20 O 100 120 140 160 180 200
Abundance
131
15.40 15.60 15.80 16.00
5000 m/z 128.00 20.72%
o1 146
115
39
27 51 63 77 103
o REREGENERS 'S NS I TN N Wil N SR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- M
131 15.40 15.60 15.80 16.00
m/z 114.95 20.17%
5000
146
27 39 51 g3 77 91 115
0...?,”..“.N.w:uu.,.ﬂnﬁqg.h,ﬂh.,ﬂ.”,....“...,.”. . o S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60520\
Data File : VN061663.D

Aca On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88 6.88 ug/Il 199035 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 70
4 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 55
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 55

Abundance Scan 4387 (15.879 min): VN061663.D (-4376) (-) m/z 131.00 100.00%

1

5000
105
91
39 51 63 77 160 - 15.60 15.80 16.00 16.20
0 m/z 144.95 77.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000 LA L L L L L L
27 39 91 105 15.60 15.80 16.00 16.20
15 Sl g3 77 m/z 118.00 68.78%
SETR A OV A 1 | S——
m/z--> 20 40 O 100 120 140 160 180 200
Abundance
118
145
15.60 15.80 16.00 16.20
5000 m/z 146.00 65.19%
91 160
15 283951 65 77 103 129
o iR TR R S S SE NN S| S N /.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131 15.60 15.80 16.00 16.20
118 m/z 117.00 40.58%
146
5000 o1
39 105
27
ol bk e e b Wl MY TV N e
m/z--> 20 4 O 100 120 140 160 180 200 15.60 15.80 16. OO 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO60520\
Data File : VN061663.D

Acq On : 5 Jun 2020 12:47

Operator : JC/MD

Sample : L2904-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052820W .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]
Benzene, l-etheny... 13.52 6.7 ug/l 192737 4 13.32 1446920 50.0
Indan, 1-methyl- 13.97 5.7 ug/Il 165009 4 13.32 1446920 50.0
Benzene, 2-etheny... 14.56 15.0 ug/I1 433341 4 13.32 1446920 50.0
1H-Indene, 2,3-di... 14.82 6.8 ug”/Il 196413 4 13.32 1446920 50.0
Bicyclo[4.2.0]Joct... 14.93 10.0 ug/I1 289544 4 13.32 1446920 50.0
1H-Indene, 2,3-di... 15.39 6.4 ug/Il 185352 4 13.32 1446920 50.0
1H-Indene, 2,3-di... 15.54 6.1 ug/Il 175254 4 13.32 1446920 50.0
4-Phenyl-3-butyn-... 15.73 7.4 ug/l 214513 4 13.32 1446920 50.0
Naphthalene, 1,2,... 15.88 6.9 ug/Il 199035 4 13.32 1446920 50.0
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