LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 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 U\METHOD\82U092218W.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 2.321 349 357 373 rVB 12970 21748 3.20% 0.310%
2 2.443 385 395 414 rBV2 15600 27848 4_.10% 0.397%
3 2.829 498 515 528 rBvV2 5157 10895 1.60% 0.155%
4 3.003 550 569 591 rBV 90023 197678 29.08% 2.821%
5 4.202 926 942 951 rBV2 3314 8304 1.22% 0.118%

4.884 1135 1154 1171 rBV 96909 218990 32.22% 3.125%
4.983 1171 1185 1208 rVB 127757 285920 42.06% 4._.080%
rBv 123882 260374 38.30% 3.715%
5.392 1303 1312 1328 rVB3 9632 21290 3.13% 0.304%
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1 5.887 1452 1466 1485 rBV 199922 390513 57.45% 5.572%
11 6.417 1614 1631 1642 rVB5 4953 10525 1.55% 0.150%
12 7.565 1969 1988 2025 rBvV 376681 679763 100.00% 9.700%
13 8.176 2166 2178 2187 rBv4 3359 7119 1.05% 0.102%
14 9.089 2450 2462 2485 rBvV 281593 477721 70.28% 6.817%
15 9.369 2539 2549 2567 rVB9 3322 8622 1.27% 0.123%
16 10.166 2786 2797 2808 rBV 40694 62748 9.23% 0.895%
17 10.308 2830 2841 2858 rBV 253419 406653 59.82% 5.803%
18 10.491 2891 2898 2915 rVB5 4140 7271 1.07% 0.104%
19 10.588 2915 2928 2950 rBV 51174 84807 12.48% 1.210%
20 11.099 3075 3087 3095 rBv4 7169 12194 1.79% 0.174%
21 11.292 3134 3147 3150 rBV3 8108 12223 1.80% 0.174%
22 11.324 3150 3157 3173 rVB 26610 44061 6.48% 0.629%
23 11.485 3195 3207 3222 rBV 317215 489916 72.07% 6.991%
24 11.572 3225 3234 3242 rVB2 7458 11419 1.68% 0.163%
25 11.687 3262 3270 3281 rVB2 15486 23251 3.42% 0.332%
26 11.768 3282 3295 3314 rVV4 179642 337730 49.68% 4_.819%
27 11.867 3316 3326 3345 rVBS8 19232 48245 7.10% 0.688%
28 11.983 3352 3362 3373 rBV2 30916 47407 6.97% 0.676%
29 12.250 3432 3445 3452 rBV 102713 163327 24.03% 2.331%
30 12.285 3452 3456 3468 rVVv2 45992 67517 9.93% 0.963%
31 12.356 3468 3478 3498 rVVv2 121932 256864 37.79% 3.665%
32 12.539 3526 3535 3549 rVB2 24921 41323 6.08% 0.590%
33 12.652 3549 3570 3581 rBV 94440 159283 23.43% 2.273%
34 12.713 3581 3589 3599 rVv7 5099 11076 1.63% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 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 U\METHOD\82U092218W.M
Title - SW846 8260
35 12.787 3603 3612 3621 rVB4 13556 21208 3.12% 0.303%
36 12.880 3633 3641 3648 rBV2 10452 19550 2.88% 0.279%
37 12.928 3649 3656 3661 rvv4 12916 21937 3.23% 0.313%
38 12.964 3661 3667 3674 rVB 19090 27477 4.04% 0.392%
39 13.121 3694 3716 3734 rBV2 342980 561298 82.57% 8.009%
40 13.240 3746 3753 3757 rBV3 5082 7527 1.11% 0.107%
41 13.289 3758 3768 3787 rVB 73002 123529 18.17% 1.763%
42 13.401 3793 3803 3812 rBV10 11242 21466 3.16% 0.306%
43 13.456 3812 3820 3828 rVvVv 15087 24379 3.59% 0.348%
44 13.510 3828 3837 3845 rvVv 42503 68107 10.02% 0.972%
45 13.578 3845 3858 3862 rvv4 28579 57611 8.48% 0.822%
46 13.613 3863 3869 3889 rVB3 43631 96719 14.23% 1.380%
47 13.742 3896 3909 3918 rBV 79849 137798 20.27% 1.966%
48 13.787 3919 3923 3932 rVB 14418 19875 2.92% 0.284%
49 13.854 3934 3944 3958 rBvV2 28318 46044 6.77% 0.657%
50 13.951 3958 3974 3986 rBV3 36414 73006 10.74% 1.042%
51 14.012 3987 3993 4003 rVB3 14135 21689 3.19% 0.309%
52 14.153 4026 4037 4041 rBV3 14514 23916 3.52% 0.341%
53 14.350 4082 4098 4110 rBvV4 39667 94234 13.86% 1.345%
54 14.478 4129 4138 4148 rVB2 11946 18827 2.77% 0.269%
55 14.539 4148 4157 4170 rVB4 17921 32716 4.81% 0.467%
56 14.678 4189 4200 4214 rBV2 64590 110456 16.25% 1.576%
57 14.877 4250 4262 4273 rBV 44691 80117 11.79% 1.143%
58 14.935 4273 4280 4295 rVB10 9137 20927 3.08% 0.299%
59 15.063 4309 4320 4334 rBV 85699 149929 22.06% 2.139%
60 15.588 4470 4483 4498 rVB6 6908 13959 2.05% 0.199%
61 15.803 4542 4550 4555 rBV5 7294 11583 1.70% 0.165%
62 15.835 4556 4560 4570 rVB3 6591 8932 1.31% 0.127%
63 15.915 4574 4585 4596 rBV3 19454 35354 5.20% 0.504%
64 16.060 4620 4630 4638 rBV 43725 73297 10.78% 1.046%
65 16.099 4638 4642 4654 rVB4 16321 22460 3.30% 0.320%
66 16.263 4682 4693 4695 rBV4 7573 9412 1.38% 0.134%
67 16.292 4697 4702 4720 rVB4 11035 19331 2.84% 0.276%
68 16.433 4734 4746 4760 rBV3 6612 10784 1.59% 0.154%
69 16.742 4833 4842 4852 rBV3 5048 7871 1.16% 0.112%
Sum of corrected areas: 7007950
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Vu027247.D

28 Sep 2018 00:29

MD/SY

J5029-11

5.0mL/MSVOA U/WATER

21 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

T11-MW-13-8.0-092018

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU027247.D

3.00

4.20

Time-->

O

4.00 5.50

5.89

6.00

6.50

Abundance

350000

300000

250000

200000

150000

100000

50000

04—

TIC: VU027247.D

9.09
10.31

10.17

9.37

Time-->

T T T T

I T
9.50 10.00 10.50 11.00

11.48

11.50

11.77

12.00

Abundance

350000

300000

250000

200000

TIC: VU027247.D

150000

12 36

100000

50000

12.65
13.29

Mﬁ%ﬁ ok

13.74

1

3113
3 %%%ﬁ#i#k

15.06
14.68

14.35 14.88

4,15 (| 14484

16 06
15.59

1%&25643 16.74

Ok
Time-->

12 50 13. OO

13 50

14 OO

14 50 15 00

15.50 16. OO

16 50

17. OO

17. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\
Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.77 34.47 ug/1 337730 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
4 7-Methvlenecvcloocta-1.3.5-triene 118 C9H10 002570-13-0 64
5 Deltacyclene 118 C9H10 007785-10-6 64
Abundance Scan 3296 (11.771 min): VU027247.D (-3282) (-) m/z 117.10 100.00%
117
5000
91 W'A”I'”'I”"P"W'
39 51 63 70 77 | 98 105 134 11.40 11.60 11.80 12.00
Obrrrprrrrprrrr et e bt O ek b 98l T Tm/z 118.10  53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 LN BRI SUNILN UG I
11.40 11.60 11.80 12.00
3 58 91 m/z 115.10 37.98%
o1z | | P 7784 103110L
m/z--> fo 25 §0 45 55 éo fo éo §0 160 110 120 150 150
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
11.40 11.60 11.80 12.00
5000 m/z 91.10 18.41%
91
39 5158 65 103
0 '“I""P'%?I"”“""ﬁ"lI'J”I"Tzlgﬂ'uy"'vt'%}q'”“"'W""I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117 11.40 11.60 11.80 12.00
m/z 119.10 14 .92%
5000 o1
39 51 g 78 103
0'“l“'w'“'w'“h”'WhHIVU“l“”“'“JV'“l“'w'”M'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092818\
Data File : VU027247.D

Aca On : 28 Sep 2018 00:29

Operator : MD/SY

Sample : J5029-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

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

12.25 16.67 ug/Il 163327 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3445 (12.250 min): VU027247.D (-3432) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 105 12.00 12.20 12.40 12.60
) MY S Y S S N | SO0 N m/z 134.10 27.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.00 12.20 12.40 12.60
m/z 91.05 17.21%
27 39 e 77 91 105
2 15 ! L Al " wle ol A
R o e e e ] S [
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
12.00 12.20 12.40 12.60
5000 m/z 105.10 10.38%
134
91
15 27 4l 81 O 77 |
O e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119 12.00 12.20 12.40 12.60
m/z 120.10 10.16%
5000
134
91
15 27 ‘4‘1 5 6? 77 103 A
Ol e e e T P e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.36 26.22 ug/1 256864 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
3 Indan. 1-methvl- 132 C10H12 000767-58-8 83
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3479 (12.359 min): VU027247.D (-3468) (-) m/z 117.05 100.00%
117
5000
132
91 UL SR DU B I
39 51 63 77 | 102 | | 12.00 12.20 12.40 12.60
YU N O oSN | BT PR m/z 115.05 35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
12.00 12.20 12.40 12.60
91 m/z 132.10 27 .86%
o 15 27 3 1 e T | 103 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-

12.00 12.20 12.40 12.60
m/z 90.95  16.93%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-

12.00 12.20 12.40 12.60
m/z 119.10 12.65%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 16.26 ug/Il 159283 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C10H14 000527-84-4 93
Abundance Scan 3569 (12.649 min): VU027247.D (-3549) (-) m/z 119.10 100.00%
119
5000 134
91
39 55 65 77 | 103 149 12.40 12.60 12.80 13.00
) S NN Y S S M | . m/z 134.10 44.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000

12.40 12.60 12.80 13.00
m/z 91.10 18.07%

91
15 27 39 51 65 77 7 105
R B L Raas L B B e S maana e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134 12.40 12.60 12.80 13.00
5000 m/z 77.00 10.13%
27 % 51 g 7 N
0..,....,...‘.,....‘,‘....i‘a‘...,.‘a‘..,...‘a‘,....,....,.‘.‘..,..‘.‘.l....,.‘.‘..,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.10 9.86%
134
5000
91
15 27 \4\1 51 6\5 7\7 105 L | Ll
R B L R L B A B B
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\HPCHEMI\MSVOA U\DATA\VU092818\
Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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, 1l-methyl-4-(2-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.12 57.29 ug/1 561298 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 50
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 50
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 50
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50

Abundance Scan 3716 (13.121 min): VU027247.D (-3694) (-) m/z 117.10 100.00%

117

5000 134

91

77
39 51 65 12.80 13.00 13.20 13.40

o! e || m/z 119.10  94.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000
91 12.80 13.00 13.20 13.40

m/z 134.10 39.59%

39 51 65 /7 |
LA

(o L o LN B o o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
12.80 13.00 13.20 13.40
5000 132 m/z 115.00 35.38%
91
27 39 5t 65 17 ‘ 105 ‘ |
0 ...,.‘...‘,..‘a”.,‘:‘...‘,..‘a.,“l“..“ B o LN B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117 12.80 13.00 13.20 13.40
m/z 132.10 32.84%
132
5000 o1
39 51 65
15 7 ] Ll e
ol el ey W e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.29 12.61 ug/Il 123529 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 90
2 Benzene. cvclobutvl- 132 C10H12 004392-30-7 50
3 Indan. epoxide 132 C9H80 000768-22-9 49
4 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 38
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 27
Abundance Scan 3768 (13.289 min): VU027247.D (-3758) (-) m/z 104.05 100.00%
104
5000 91 132
115 ririrrrryrrrrrprrrry T o
39 | 5g 65 | | | | | 13.00 13.20 13.40 13.60
Obrr el e et e e e el e | TmZz 91.05 45.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14082: Naphthalene, 1,2,3,4—tetrahygr0—
104
5000
o1 132 13.00 13.20 13.40 13.60
115 m/z 132.10 44 _.96%
28 39 sg 65 | |
0 ||||:!-|5|||||I!|||||||||||=||||:|:|!||||||||| ||||||||| Illu||||!||||||'!I|||'|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14049: Benzene, cyclobutyl-
104
13.00 13.20 13.40 13.60
5000 m/z 114.95 19.94%
78
132
o P Peges | | s
mz-> 10 2 % 4 50 60 70 80 9 100 110 130 130
Abundance #14522: Indan, epoxide
104 13.00 13.20 13.40 13.60

m/z 128.10 14 .55%

5000

AN
LA L L I L B LB LB

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 13. OO 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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-1,2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.61 9.87 ug/l 96719 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 91
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 90
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 87
Abundance Scan 3868 (13.610 min): VU027247.D (-3863) (-) m/z 131.10 100.00%
5000
146
64 91 115
39 51 74 83 105 139 13.20 13.40 13.60 13.80 14.00
o} m/z 146.10 31.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 13.20 13.40 13.60 13.80 14.00
- 91 115 m/z 115.00 17.86%
o i €370 "84 | 103 | 120 || 138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
13.20 13.40 13.60 13.80 14.00
5000 m/z 91.00 16.95%
146
% s e 776 T og105 1 ) 13s |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 13.20 13.40 13.60 13.80 14.00
m/z 64.50 14.97%
5000
146
91
27 39 51 77 15
O O VY P O 7S O 1 1 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.35 9.62 ug/l 94234 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 91
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 83
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 74
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 62
Abundance Scan 4098 (14.350 min): VU027247.D (-4082) (-) m/z 131.10 100.00%
131
118 146
5000
51 77 % 105
39 63 14.00 14.20 14.40 14.60
162
ol 22 "m/z 118.00 59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146
118
5000
14.00 14.20 14.40 14.60
m/z 146.10 52.32%
27 39 51 64 77
o A R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146 14.00 14.20 14.40 14.60
5000 m/z 117.05 29.64%
27 39 91 105
15 51 oo 77
O.HL,. A W‘ MMJMIMI\‘ .hﬂh.fhu.,.”.,.”.,.”.
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #21630. Benzene, (3-methyl-2-butenyl)-
131 14.00 14.20 14.40 14.60
m/z 115.00 28.91%
91
5000 146
27 3 51
65 77 115
103
Ouuu:l-‘.slul“..“i“ \‘\\ \\ ”‘\Il‘llwm H\ .‘.“..l‘lh...|....|....|....
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 U\DATA\VU092818\
Data File : VU027247.D

Aca On : 28 Sep 2018 00:29

Operator : MD/SY

Sample : J5029-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.68 11.27 ug/Il 110456 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001680-51-9 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 90
3 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 70
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 64

Abundance Scan 4201 (14.681 min): VU027247.D (-4189) (-) m/z 131.10 100.00%
131
118
146
5000
g1 105
39 65 160 14.40 14.60 14.80 15.00
0 m/z 118.10 69.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000 AR RS A AR AR RN
27 39 91 105 14.40 14.60 14.80 15.00
15 51 o3 77 m/z 146.10 57.78%
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- /\
131
118 \ .”,.”. VNN
146 14.40 14.60 14.80 15.00
5000 m/z 117.10 40.08%
b7 39 91 105
P LT
0-||||‘|||||=|||||H‘||n ‘”” m M H‘ ||||‘||||||l‘||| ||||||||| l:nln‘:‘:lnnlnnl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131 14.40 14.60 14.80 15.00
m/z 114.95 35.51%
146
5000
103 117
91
5, 63 77 ‘ “ |
O”P”W””P”W”“w““mmPﬂl””%”W””'J'””J”W”AP”WM'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU092818\

Data File : VU027247.D

Aca On - 28 Sep 2018 00:29

Operator : MD/SY

sample - J5029-11 -
Misc - 5.0mL/MSVOA U/WATER Lo e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 15.30 ug/Il 149929 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 4319 (15.060 min): VU027247.D (-4309) (-) m/z 142.05 100.00%
142
5000 115 ” ¥
39 51 6371 89 129 14.80 15.00 15.20 15.40
Obrprrrrprrrdrrrre ek el ool i WL 298 Tz 7141.10 0 93.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 14.80 15.00 15.20 15.40
m/z 114.95 39.02%
o 27 3 81 BT 1 | o1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19233: Naphthalene, 2-methyl-
142
14.80 15.00 15.20 15.40
5000 m/z 139.10 11.87%
115
oL 27 3 51 671 8 4090 | 126
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19230: Benzocycloheptatriene At e
141 14.80 15.00 15.20 15.40
m/z 143.10 11.73%
5000 e
Loz st P 89 o1 | 19
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ U\DATA\VU092818\
Data File : VU027247.D

Acg On - 28 Sep 2018 00:29

Operator : MD/SY

Sample - J5029-11 :
Misg - 5.0mL/MSVOA_U/WATER LI D D P
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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]
Indane 11.77 34.5 ug/I1 337730 4 11.48 489916 50.0
Benzene, 2-ethyl-_.. 12.25 16.7 ug/Il 163327 4 11.48 489916 50.0
Benzene, l-etheny... 12.36 26.2 ug/Il 256864 4 11.48 489916 50.0
Benzene, 1,2,4,5-... 12.65 16.3 ug/Il 159283 4 11.48 489916 50.0
Benzene, l-methyl... 13.12 57.3 ug/I1 561298 4 11.48 489916 50.0
Naphthalene, 1,2,... 13.29 12.6 ug/I1 123529 4 11.48 489916 50.0
1H-Indene, 2,3-di... 13.61 9.9 ug/Il 96719 4 11.48 489916 50.0
Naphthalene, 1,2,... 14.35 9.6 ug/Il 94234 4 11.48 489916 50.0
Naphthalene, 1,2,... 14.68 11.3 ug/Il 110456 4 11.48 489916 50.0
Naphthalene, 1-me... 15.06 15.3 ug/I1 149929 4 11.48 489916 50.0
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