LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 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\82N080618W.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 1.657 3 21 59 rBY 4786441 8080166 86.43% 7.996%
2 2.802 363 377 392 rBV 261506 522942 5.59% 0.517%
3 3.137 467 481 507 rvB4 42264 123056 1.32% 0.122%
4 4.072 753 772 791 rBV2 37297 110764 1.18% 0.110%
5 4_.535 896 916 921 rBV3 43265 118881 1.27% 0.118%
6 5.056 1053 1078 1112 rBvV2 92744 338068 3.62% 0.335%
7 6.632 1548 1568 1586 rBv3 157918 490947 5.25% 0.486%
8 7.593 1844 1867 1878 rBV 585589 1473107 15.76% 1.458%
9 7.667 1878 1890 1906 rVB 960712 2300852 24.61% 2.277%
10 8.033 1985 2004 2027 rBv2 737799 1898961 20.31% 1.879%

11 8.162 2029 2044 2055 rBVS8 63593 175561 1.88% 0.174%
12 8.300 2078 2087 2114 rVB7 51501 151237 1.62% 0.150%
13 8.586 2159 2176 2202 rBV 1260539 2704296 28.93% 2.676%
14 9.082 2305 2330 2344 rBV3 169328 469700 5.02% 0.465%
15 9.615 2482 2496 2504 rBV2 61617 126216 1.35% 0.125%

16 10.091 2629 2644 2675 rBV 2289321 4328311 46.30% 4.283%
17 10.258 2687 2696 2718 rVB8 39820 139400 1.49% 0.138%
18 10.432 2740 2750 2762 rVB3 65362 119729 1.28% 0.118%
19 10.525 2766 2779 2795 rVB6 74648 164128 1.76% 0.162%
20 11.410 3038 3054 3072 rBV 1627244 2897927 31.00% 2.868%

21 11.500 3073 3082 3093 rVB2 52532 96645 1.03% 0.096%
22 11.654 3119 3130 3153 rVB9 51094 138842 1.49% 0.137%
23 12.249 3304 3315 3329 rVB 603073 975906 10.44% 0.966%
24 12.403 3350 3363 3377 rBV 1500004 2513918 26.89% 2.488%
25 12.593 3406 3422 3436 rVB 1170973 1931461 20.66% 1.911%

26 13.171 3587 3602 3614 rBV2 432217 819828 8.77% 0.811%
27 13.345 3643 3656 3671 rVB 1635520 2689571 28.77% 2.661%
28 13.445 3676 3687 3697 rVvV 157426 249980 2.67% 0.247%
29 13.516 3697 3709 3710 rVvVv 937257 1157682 12.38% 1.146%
30 13.544 3711 3718 3728 rVV 3665333 6030676 64.51% 5.968%

31 13.593 3728 3733 3748 rVV2 384611 834393 8.93% 0.826%
32 13.673 3748 3758 3770 rVB 486733 818238 8.75% 0.810%
33 13.889 3814 3825 3834 rBV 1377119 2045972 21.89% 2.025%
34 13.946 3834 3843 3849 rVvVv 813523 1285350 13.75% 1.272%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 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\82N080618W .M
SW846 8260

35 13.995 3849 3858 3871 rVB2 2477454 4158493 44.48% 4.115%

36 14.069 3873 3881 3889 rvVB4 87620 138944 1.49% 0.137%
37 14.133 3889 3901 3908 rBV 217758 354150 3.79% 0.350%
38 14.210 3909 3925 3942 rVB 2035747 3393413 36.30% 3.358%
39 14.294 3942 3951 3957 rBV2 237262 368086 3.94% 0.364%
40 14.364 3967 3973 3979 rBVY 120757 146225 1.56% 0.145%

41 14.425 3980 3992 4000 rVV3 327906 666869 7.13% 0.660%
42 14.477 4000 4008 4018 rVvv2 1187193 1956765 20.93% 1.936%
43 14.525 4019 4023 4031 rVB3 191889 245339 2.62% 0.243%
44 14.593 4031 4044 4056 rBV3 4931458 9348347 100.00% 9.251%
45 14.657 4056 4064 4074 rVB4 403874 710536 7.60% 0.703%

46 14.741 4085 4090 4097 rVB2 96142 127508 1.36% 0.126%
47 14.853 4098 4125 4131 rBV4 1264237 3122970 33.41% 3.090%
48 14.885 4131 4135 4144 rVV 829148 1330398 14.23% 1.316%
49 14.959 4146 4158 4177 rVB2 1584361 3498106 37.42% 3.462%
50 15.046 4179 4185 4192 rBV2 86747 121940 1.30% 0.121%

51 15.094 4192 4200 4211 rBV3 163923 274117 2.93% 0.271%
52 15.191 4219 4230 4238 rBV 971040 1625630 17.39% 1.609%
53 15.261 4238 4252 4259 rBV3 727849 1974811 21.12% 1.954%
54 15.419 4288 4301 4312 rBV 904937 1628907 17.42% 1.612%
55 15.487 4314 4322 4332 rVB4 129001 234345 2.51% 0.232%

56 15.580 4334 4351 4357 rBV3 799020 1827717 19.55% 1.809%
57 15.699 4379 4388 4398 rBV 394623 745048 7.97% 0.737%
58 15.773 4399 4411 4422 rVB3 569737 1240040 13.26% 1.227%
59 15.914 4440 4455 4495 rBV 1424825 3168588 33.89% 3.135%
60 16.104 4496 4514 4523 rVV4 588042 1449280 15.50% 1.434%

61 16.162 4523 4532 4558 rVB 809045 1986559 21.25% 1.966%
62 16.355 4576 4592 4606 rBV 2955417 6502868 69.56% 6.435%
63 16.493 4626 4635 4650 rVB4 160805 387708 4._.15% 0.384%

Sum of corrected areas: 101056418
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

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

Abundance :
50000001 g6 TIC: VN0O50513.D

4000000
3000000
2000000

1000000

2.80
3. 14 4 07 4.54 5.06 6.€

0 L L L L L L L L N L L L L L I L L L O L L L L L L L LB NN O

Time--> 1.60 1.80 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 500 5.20 5.40 5.60 580 6.00 6.20 6.40

Abundance
5000000 TIC: VN050513.D

4000000

3000000

10.09
2000000

7.67
1000000 /\ﬁ 8.03 ]k
7.
9.08
o /\\8/.\1/@330 908 9.62 10.2601353

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VN050513.D
5000000 1459

11.41

4000000
13.54

3000000 16.35

13.99

14.21

2000000
14.96

14.44 14.8

13.35

12.40

1000000 13)%2

13.17

T I T T I T I T T I T T I I T T I T T I T T I 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\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 1,1"-(1,5-hexadien... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 112.11 ug/Il 6030680 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
2 Indole 117 C8H7N 000120-72-9 46
3 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 42
4 Benzaldehvde. 4-(1l-phenvl-2-prop... 238 C16H1402 1000277-56-1 36
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 32
Abundance Scan 3717 (13.541 min): VN050513.D (-3711) (-) m/z 117.00 100.00%
117
5000
91
39 51 63 13.20 13.40 13.60 13.80
ol s B m/z 118.00 55.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117
5000 UGN R AR AS )

13.20 13.40 13.60 13.80
m/z 115.00 32.69%

91
27 3951 65 77 | 103 || 129143 165178191203 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8575: Indole
117
13.20 13.40 13.60 13.80
5000 90 m/z 91.00 11.90%

63
14 27 3951 ' 75 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58675: trans-Cinnamyl bromide
117 13.20 13.40 13.60 13.80
m/z 116.00 8.02%
5000
91

15 27 3951 63 77 | 105 || 129 160 196

T e e e e e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.89 38.04 ug/1 2045970 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3825 (13.889 min): VN050513.D (-3814) (-) m/z 119.00 100.00%
119
5000
134
77 %1 13.60 13.80 14.00 14.20
51 - - - -
0 .,....,....,..-..,....',..|..,l.l..'! b 2o e || M/Z 134.05 29 12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
9 m/z 91.00 16.29%
39 65 |
15 1l |

A L I
LB L L e L B R R R R R R A RAR R R

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 120.10 9.73%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 117.00 9.48%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

82N080618W.M Mon Aug 13 18:35:05 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Indan, l1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.99 77.31 ug/1l 4158490 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 94
2 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 80
3 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 74
4 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 74
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74
Abundance Scan 3857 (13.991 min): VN050513.D (-3849) (-) m/z 117.00 100.00%
147
5000
o1 132
51 77 13.60 13.80 14.00 14.20 14.40
0 S 148 208 281 m/z 115.00  33.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
147
5000
132 13.60 13.80 14.00 14.20 14.40
o1 m/z 132.00 25.88%
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
147
132 13.60 13.80 14.00 14.20 14.40
5000 o m/z 119.05 23.29%
39
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 13.60 13.80 14.00 14.20 14.40
m/z 91.00 17.03%
132
5000
91
77
,27\,4,\,,w\\,‘,, S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.21 63.08 ug/1 3393410 1,4-Dichlorobenzene-d4 13.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97

2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97

3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 o-Cvmene 134 C10H14 000527-84-4 95

5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3925 (14.210 min): VN050513.D (-3909) (-) m/z 119.00 100.00%

119
5000 134
39 77 % 13.80 14.00 14.20 14.40 14.60
63 105 . . . . .
oY SR R 0P vl N N1 S 2 207 - m/z 134.10 48.15%
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
134
5000

13.80 14.00 14.20 14.40 14.60
m/z 91.00 15.61%

39
Al | 105 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
13.80 14.00 14.20 14.40 14.60
5000 134 m/z 133.05 10.08%

91
15 3\? Ly 6\:\3 717 105\\\ I,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 13.80 14.00 14.20 14.40 14.60
m/z 120.00 9.84%
134
5000

91
39 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.59 173.79 ug/Il 9348350 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 83
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
Abundance Scan 4043 (14.589 min): VN050513.D (-4031) (-) m/z 117.00 100.00%
117
5000 13
s 77 14.20 14.40 14,60 14.80 15.00
ol 3 148162177191 207 260 281 m/z 119.00 41.67%
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
o1 14.20 14.40 14.60 14.80 15.00
51 m/z 132.05 36.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
14.20 14.40 14.60 14.80 15.00
5000 132 m/z 115.00 30.01%
91
51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117 14.20 14.40 14.60 14.80 15.00
m/z 91.00 19.02%
132
5000 91
51
27 7
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\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, (1-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.85 58.06 ug/1 3122970 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvl-1-butenvl)- 146 C11H14 053172-84-2 89
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 86
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 64
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 64
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
Abundance Scan 4124 (14.850 min): VN050513.D (-4098) (-) m/z 131.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 133.10 67.68%

160 177191 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 14.60 14.80 15.00 15.20
77 115 m/z 146.10 25.18%
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
5000 m/z 115.00 22.00%
146
39 91 115
B S <N I O S
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 14.60 14.80 15.00 15.20
m/z 91.00 20.57%
5000
o1 146
115
39 6377
2
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\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 1l-methyl-4-(1-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.96 65.03 ug/1 3498110 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 87
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 87
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 87
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 83
Abundance Scan 4158 (14.959 min): VN050513.D (-4146) (-) m/z 131.00 100.00%
131
5000
oL 15 146
39 51 64 77 105 14.60 14.80 15.00 15.20
o! '.,.|!..,...1.7T..1.9?,.29?. m/z 133.05 27.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131
5000
o1 146 14.60 14.80 15.00 15.20
116 m/z 146.10 24 .09%
27 39 51 65 77 | 105 |
w.h..p.M.UL.J,.:h,T..M.ﬁ!.wh..,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
14.60 14.80 15.00 15.20
5000 m/z 91.00 14.67%
146
91
7 RS e T |ty
I A 11 L i I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 14.60 14.80 15.00 15.20
m/z 115.00 13.80%
146
5000
9% 115
5L 65 77 | 105 ) |
mz-> 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\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 58.91 ug/1 3168590 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 90
4 2-Propvn-1-ol. 3-(4-methviphenvl)- 146 C10H100 016017-24-6 76
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64
Abundance Scan 4454 (15.911 min): VN050513.D (-4440) (-) m/z 131.00 100.00%
131
146
5000

160 15.60 15.80 16.00 16.20
176191 207 283 m/z 146.05 63.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146

5000 15.60 15.80 16.00 16.20

m/z 117 .95 63.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131
146 15.60 15.80 16.00 16.20
5000 117 m/z 145.05 38.51%
39 91
15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22075: 1H- 1,3,2 Benzodlazaborole, 2- ethyl 2,3 dlhydro B L B
146 15.60 15.80 16.00 16.20
m/z 117.00 36.97%
5000 131
117
27 52 769 | | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO0O50513.D

Aca On : 10 Aug 2018 13:18

Operator : MD\SY

Sample : J4420-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 3
R.T. EstConc Area Relative to ISTD R.T.

16.35 120.89 ug/Il 6502870 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 4591 (16.351 min): VN050513.D (-4576) (-) m/z 142.00 100.00%

142

_>

5000
115
39 63 89 160 16.00 16.20 16.40 16.60
Obprr itk s ot b H o i AL88 208 265282 1 Tz 141.00 91.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000
115 16.00 16.20 16.40 16.60
m/z 115.00 35.36%
39 63 89
il mi
R R R e o B R o o R e e R Ran
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
16.00 16.20 16.40 16.60
5000 m/z 143.00 11.70%
115
9 9, 8 I
| il i
R B o e o o o e RAREREREEEEE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene
141 16.00 16.20 16.40 16.60
m/z 139.00 11.47%
5000 115
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN081018\
Data File : VNO50513.D

Acq On : 10 Aug 2018 13:18

Operator : MD\SY

Sample - J4420-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 1,1"-(1,... 13.54 112.1 ug/l 6030680 4 13.35 2689570 50.0
Benzene, 4-ethyl-_.. 13.89 38.0 ug/1 2045970 4 13.35 2689570 50.0
Indan, 1-methyl- 13.99 77.3 ug/l 4158490 4 13.35 2689570 50.0
Benzene, 1,2,3,5-... 14.21 63.1 ug/l1 3393410 4 13.35 2689570 50.0
Benzene, 2-etheny... 14.59 173.8 ug/l 9348350 4 13.35 2689570 50.0
Benzene, (1-methy... 14.85 58.1 ug/1 3122970 4 13.35 2689570 50.0
Benzene, l-methyl... 14.96 65.0 ug/l1 3498110 4 13.35 2689570 50.0
Naphthalene, 1,2,... 15.91 58.9 ug/1 3168590 4 13.35 2689570 50.0
Naphthalene, 1-me... 16.35 120.9 ug/l 6502870 4 13.35 2689570 50.0
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