LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 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\82N072418W_.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 1.661 3 22 49 rBY 3092800 4830502 34.28% 4.016%
2 2.175 170 182 194 rBvV 217905 312843 2.22% 0.260%
3 2.796 360 375 394 rBVY 1240307 2481206 17.61% 2.063%
4 3.130 462 479 500 rvB 306910 686062 4.87% 0.570%
5 3.796 666 686 711 rBV3 66430 210894 1.50% 0.175%
6 4.593 893 934 986 rVB5 395904 2523546 17.91% 2.098%
7 5.056 1048 1078 1104 rBV3 324673 1177425 8.36% 0.979%
8 5.931 1326 1350 1373 rBV3 68454 214958 1.53% 0.179%
9 6.072 1373 1394 1409 rBV3 45661 147738 1.05% 0.123%
10 6.628 1546 1567 1588 rBV 798569 2486251 17.64% 2.067%

11 7.390 1792 1804 1822 rVB2 56680 156443 1.11% 0.130%
12 7.596 1842 1868 1876 rBV 534171 1358472 9.64% 1.130%
13 7.667 1878 1890 1906 rVB3 1122301 2864725 20.33% 2.382%
14 7.876 1940 1955 1967 rBV3 120599 294317 2.09% 0.245%
15 8.030 1988 2003 2026 rBV 565674 1345960 9.55% 1.119%

16 8.172 2028 2047 2056 rBV7 156116 485267 3.44% 0.403%
17 8.239 2059 2068 2078 rvVve 102242 243178 1.73% 0.202%
18 8.586 2160 2176 2199 rBV 1248958 2776669 19.71% 2.309%
19 9.082 2303 2330 2345 rBV2 433546 1196758 8.49% 0.995%
20 9.271 2378 2389 2402 rVB 81129 155370 1.10% 0.129%

21 9.615 2484 2496 2507 rBV2 204912 403408 2.86% 0.335%
22 9.866 2556 2574 2595 rBVS8 56746 202754 1.44% 0.169%
23 9.969 2596 2606 2618 rBv2 108739 199663 1.42% 0.166%
24 10.094 2630 2645 2672 rBV 2170180 4194448 29.77% 3.488%
25 10.522 2766 2778 2794 rBV5 144539 317202 2.25% 0.264%

26 11.008 2922 2929 2940 rVB2 95520 171837 1.22% 0.143%
27 11.410 3041 3054 3071 rBV 1592274 2822531 20.03% 2.347%
28 11.509 3074 3085 3103 rVB2 214784 503028 3.57% 0.418%
29 11.657 3122 3131 3140 rBvV4 84982 156802 1.11% 0.130%
30 11.924 3202 3214 3237 rBV8 113380 433309 3.08% 0.360%

31 12.120 3267 3275 3281 rBV4 135895 221701 1.57% 0.184%
32 12.165 3283 3289 3305 rVvVv8 141200 275386 1.95% 0.229%
33 12.252 3306 3316 3327 rVB 1049504 1675473 11.89% 1.393%
34 12.403 3351 3363 3376 rBV 1408109 2455131 17.42% 2.041%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 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\82N072418W .M
SW846 8260

35 12.593 3406 3422 3435 rVB 2285467 3776022 26.80% 3.140%

36 12.892 3502 3515 3523 rBV 297053 606958 4_.31% 0.505%
37 12.966 3531 3538 3544 rBV2 199912 285363 2.03% 0.237%
38 13.172 3588 3602 3611 rBV3 679762 1416278 10.05% 1.178%
39 13.345 3646 3656 3673 rBV 1453473 2562796 18.19% 2.131%
40 13.445 3681 3687 3695 rVB 260604 361136 2.56% 0.300%

41 13.516 3699 3709 3711 rVV 1497970 1990363 14.13% 1.655%
42 13.544 3712 3718 3728 rVV 4214525 6877813 48.81% 5.719%
43 13.596 3728 3734 3747 rVB2 563332 1212533 8.61% 1.008%
44 13.673 3748 3758 3768 rBV3 1259971 2151233 15.27% 1.789%
45 13.892 3816 3826 3835 rVB 3936324 5936188 42.13% 4_.936%

46 13.950 3835 3844 3849 rBVY 866037 1382020 9.81% 1.149%
47 13.998 3850 3859 3870 rvVB2 3703972 6282769 44._.59% 5.224%
48 14.136 3892 3902 3907 rBV 333983 586092 4.16% 0.487%
49 14.213 3918 3926 3943 rVB 2448889 4050225 28.74% 3.368%
50 14.297 3945 3952 3957 rBV2 337610 475889 3.38% 0.396%

51 14.422 3985 3991 4000 rVB4 398515 680873 4.83% 0.566%
52 14.480 4000 4009 4018 rVV2 1571459 2431137 17.25% 2.021%
53 14.528 4019 4024 4031 rVB3 332474 403796 2.87% 0.336%
54 14.589 4031 4043 4055 rBV3 7033846 14090558 100.00% 11.716%
55 14.651 4056 4062 4074 rVB5 674016 1206125 8.56% 1.003%

56 14.853 4117 4125 4131 rBV4 985403 1479646 10.50% 1.230%
57 14.959 4149 4158 4171 rVB3 1479724 3047171 21.63% 2.534%
58 15.094 4194 4200 4204 rBvV 299743 426575 3.03% 0.355%
59 15.194 4223 4231 4238 rBV 766782 1239302 8.80% 1.030%
60 15.265 4240 4253 4271 rVB3 887137 3031226 21.51% 2.520%

61 15.422 4294 4302 4314 rBV 384667 736108 5.22% 0.612%
62 15.580 4344 4351 4356 rBvV 487398 825751 5.86% 0.687%
63 15.618 4358 4363 4380 rVB 1081626 1936665 13.74% 1.610%
64 15.917 4444 4456 4475 rBV 1506331 2983156 21.17% 2.480%
65 16.104 4507 4514 4525 rVB4 426904 817786 5.80% 0.680%

66 16.168 4527 4534 4558 rVB6 389037 1021655 7.25% 0.849%
67 16.355 4579 4592 4606 rBV 1761203 3976318 28.22% 3.306%

Sum of corrected areas: 120268783
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VN050086.D

7000000
6000000
5000000

4000000

1.66
3000000

2000000
2.80
1000000 6.€

3.13 4.59 5.06
o 2ﬂ18 N 3.80 P 5.936.07
IT

Time--> 1.

60 1.80 200 220 240 2.60 2.80 300 3.20 3.40 3.60 3.80 400 420 4.40 4.60 480 5.00 5.20 540 560 580 600 6.20 6.40
Abundance TIC: VN050086.D
7000000

6000000

5000000

4000000

3000000

10.09

2000000 11.41

1000000

0h—

7.67

7. 8.03
7.39

8.59

9.08

9.62
R Ig,§9.97l 10.52 11.01

Time-->

T
7.50 8.00

8.50

10.50 11.00

/\_9.27
T

9.00 9.50 10.00

Abundance
7000000

TIC: VNO50086.D
14,59

6000000

5000000

4000000

3000000

2000000

1000000

T T T T — T —
12.50 13.00 13.50 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 2
R.T. EstConc Area Relative to ISTD R.T.
13.54 134.19 ug/I 6877810 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 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 45
4 Benzaldehvde. 4-(1l-phenvl-2-prop... 238 C16H1402 1000277-56-1 42
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 40
Abundance Scan 3717 (13.541 min): VN050086.D (-3712) (-) m/z 117.00 100.00%
117
5000
91
39 51 63 13.20 13.40 13.60 13.80
o B A28 w0153 208 “m/z 118.00  54.46%
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 SRR B N, |--fg>
13.20 13.40 13.60 13.80
o1 m/z 115.00 32.39%
27 39 51 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 11.26%

63
14 27 39 51 " 75 ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58679: Benzene, (2-bromocyclopropyl)-
7

13.20 13.40 13.60 13.80
m/z 116.00 7.53%

5000

91
39 51 63
77

| 15 27 169 184196
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\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 115.82 ug/Il 5936190 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3825 (13.889 min): VN050086.D (-3816) (-) m/z 119.00 100.00%
119
5000
134
91
51 77 | 105 13.60 13.80 14.00 14.20
Obrrr s prir b e ik 248163188 207 26728 m/z 134.10 29.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 16.15%
AT N/
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
13.60 13.80 14.00 14.20
5000 m/z 120.00 9.75%
91 134
7 105
0..W?ZH“?i,L”u”.whnkpn.“.”,”..”...”...”..”,”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 105.00 9.25%
5000
134
77 91
0...ﬁ%..unk.??”J,.ﬂ.f?ﬁuq..” 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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.00 122.58 ug/Il 6282770 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
2 Indan. 1-methvl- 132 C10H12 000767-58-8 76
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 72
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 68
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 68
Abundance Scan 3860 (14.001 min): VN050086.D (-3850) (-) m/z 117.00 100.00%
117
5000
o 132
51 77 13.60 13.80 14.00 14.20 14.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.60 13.80 14.00 14.20 14.40
91 m/z 119.00 27 .94%
51 77
o 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117
13.60 13.80 14.00 14.20 14.40
5000 m/z 132.00 27 .07%
132
%g | 6? 1 ‘
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 16.87%
132
5000 o1
39
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\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.21 79.02 ug/1 4050230 1,4-Dichlorobenzene-d4 13.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97

2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95

3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94

5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3925 (14.210 min): VN050086.D (-3918) (-) m/z 119.00 100.00%

119
5000 134
91
39 g3 77 13.80 14.00 14.20 14.40 14.60
Ot b e el i 67, 188 200 281 m/z 134.05 47.62%
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
134
5000

13.80 14.00 14.20 14.40 14.60
m/z 91.00 14.32%

91
39 77
15 53 ol 105 J

O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134 13.80 14.00 14.20 14.40 14.60
5000 m/z 133.00 10.01%

91
15 3953 775105 | |

Orrrrrrrr et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811: o-Cymene
119 13.80 14.00 14.20 14.40 14.60
m/z 120.00 9.75%
5000
134
91
2741 6377 | 105 |
e M
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\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 3-Phenylbut-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.59 274.91 ug/I 14090600 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 70
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 64
3 o-Cvmene 134 C10H14 000527-84-4 64
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
Abundance Scan 4043 (14.589 min): VN050086.D (-4031) (-) m/z 119.00 100.00%
5000
14.20 14.40 14.60 14.80 15.00
o 148 168 186 208 260 281 m/z 117.00 57 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
147
5000
14.20 14.40 14.60 14.80 15.00
91 132 m/z 134.05  41.95%
39 77
o 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119
14.20 14.40 14.60 14.80 15.00
5000 134 m/z 91.00 22.21%
91
2141 3 77 | 105
0...|....‘l‘..J.‘.|.‘...“lnu.ﬂ..‘.‘l...“.P...l.... R RRRARERRARRRsaaEEEERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119 14.20 14.40 14.60 14.80 15.00
m/z 115.00 21.60%
5000
134
91
oL 274t 6377 | 105 ‘
m/z--> 20 4b eb 85 160 150 140 160 180 200 220 240 260 280 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\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 8
R.T. EstConc Area Relative to ISTD R.T.
14.96 59.45 ug/1 3047170 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl1l1H14 017059-48-2 90
2 Benzene. 1l-methvl-4-(1-methvl-2-... 146 C11H14 097664-18-1 81
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 81
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 81
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 81
Abundance Scan 4158 (14.959 min): VN050086.D (-4149) (-) m/z 131.00 100.00%
131
5000
o1 115 146
51 64 77 14.60 14.80 15.00 15.20
ob 32 S L .,.|.|..,1.6.6..1?.1...,2]‘?7.. 20 "m/z 133.00  37.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 14.60 14.80 15.00 15.20
s 14 m/z 146.10 23.83%
5p 64 77 gﬂ i
0'|“"w"w¢'dl“"w"w"'|“"w'“ SRR SRR SRR B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131
14.60 14.80 15.00 15.20
5000 m/z 91.00 15.61%
o1 146
116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 14.60 14.80 15.00 15.20
m/z 115.00 14 _.31%
5000
o1 146
115
g 0 6377 ‘
o} T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 9
R.T. EstConc Area Relative to ISTD R.T.
15.26 59.14 ug/1 3031230 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-. 146 C11H14 001559-81-5 94
2 1H-Indene. 2.3- dlhvdro—1.3—dimet... 146 C11H14 004175-53-5 90
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 87
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
Abundance Scan 4252 (15.261 min): VNO50086.D (-4240) (-) m/z 131.00 100.00%
131
5000
146
o e 15.00 15.20 15.40 15.60
51 77 - - - -
ol 3 166180194209 232 260 282 n/z 146.00 30 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
5000
146 15.00 15.20 15.40 15.60
91 44 m/z 115.00 18.34%
15 39 63 77
0
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-
131
15,00 15.20 15.40 15.60
5000 m/z 117.00 17.70%
146
91
39 o3 ‘ 115 ‘
A A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- AR L AR R aa e
131 15.00 15.20 15.40 15.60
m/z 91.00 16.77%
5000
146
27 5 01 115
o3 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 10
R.T. EstConc Area Relative to ISTD R.T.

15.92 58.20 ug/1 2983160 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 93
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 90
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 70
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 68

Abundance Scan 4457 (15.921 min): VNO50086.D (-4444) (-) m/z 131.00 100.00%

131
146

5000

15.60 15.80 16.00 16.20

160 176190 207

0 m/z 118.00 69.06%
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 146.10 66 .50%

04
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 117.00 38.34%
39 91
15 63 77
0 .N.me.”w.”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- A BAREESE R s e O
146 15.60 15.80 16.00 16.20
m/z 105.00 31.64%
5000 131
117
0...,?Z.u.ﬁ%,..7ﬁ.?€.pL.J\.ﬁ.,lk.w.... e — A A
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\VNO72618\
Data File : VNO50086.D

Aca On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 7
R.T. EstConc Area Relative to ISTD R.T.
16.35 77.58 ug/l 3976320 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 90
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 87
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 49

Abundance Scan 4591 (16.351 min): VNO50086.D (-4579) (-) m/z 142.00 100.00%

142
5000 115

3g 63 g9 16.00 16.20 16.40 16.60
Ot bttty Mo 470103207 %81 o141 00 91.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 VAU AR RS
115 16.00 16.20 16.40 16.60

m/z 115.00 37 .15%

39 63 89 ‘ |
0 ”.w.ﬂﬂﬂﬂh,”hw.”.“.” R RA R R R E R a R s R a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142

16.00 16.20 16.40 16.60
5000 m/z 143.00 12 .56%
115

37 51 71 89 Il

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 11.67%
5000 115
39 63 89
01
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\VNO72618\
Data File : VNO50086.D

Acq On : 26 Jul 2018 16:51

Operator : MD\SY

Sample : J4142-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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,... 13.54 134.2 ug/l 6877810 4 13.35 2562800 50.0
Benzene, l-ethyl-_.. 13.89 115.8 ug/l 5936190 4 13.35 2562800 50.0
Benzene, l-etheny... 14.00 122.6 ug/l 6282770 4 13.35 2562800 50.0
Benzene, 1,2,4,5-... 14.21 79.0 ug/1 4050230 4 13.35 2562800 50.0
3-Phenylbut-1-ene 14.59 274.9 ug/1 14090600 4 13.35 2562800 50.0
1H-Indene, 2,3-di... 14.96 59.5 ug/1 3047170 4 13.35 2562800 50.0
Naphthalene, 1,2,... 15.26 59.1 ug/1 3031230 4 13.35 2562800 50.0
Naphthalene, 1,2,... 15.92 58.2 ug/1 2983160 4 13.35 2562800 50.0
Naphthalene, 1-me... 16.35 77.6 ug/l 3976320 4 13.35 2562800 50.0
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