LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\

Data File : VU027542.D

Aca On - 09 Oct 2018 23:29

Operator : MD/SY

Sample - J5165-23

Misc : 5.0mL/MSVOA U/WATER SN
ALS Vial : 18 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\82U100118W.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 2.325 347 358 379 rBV 53078 85754 1.14% 0.245%
2 2.447 385 396 418 rBV 52618 96276 1.28% 0.275%
3 4.887 1139 1155 1171 rBv2 107779 244726 3.26% 0.698%
4 4.987 1171 1186 1213 rVV 179936 403712 5.38% 1.152%
5 5.312 1272 1287 1318 rBV 134100 290959 3.87% 0.830%
6 5.890 1451 1467 1507 rBV 277459 561018 7.47% 1.601%
7 7.569 1967 1989 2019 rBV 436661 807018 10.75% 2.303%
8 9.090 2451 2462 2479 rBvV 381891 633603 8.44% 1.808%
9 9.250 2502 2512 2526 rVB 160870 266506 3.55% 0.760%
10 9.379 2526 2552 2567 rBvV 281997 561225 7.47% 1.601%

11 9.723 2642 2659 2677 rBV7 66078 209969 2.80% 0.599%
12 9.954 2710 2731 2742 rBV3 115393 245220 3.27% 0.700%
13 10.048 2749 2760 2770 rBv4 93047 183168 2.44% 0.523%
14 10.167 2786 2797 2808 rBV 668580 1036569 13.80% 2.958%
15 10.308 2831 2841 2854 rVB 309475 494257 6.58% 1.410%

16 10.376 2854 2862 2872 rBV2 51100 80415 1.07% 0.229%
17 10.491 2890 2898 2910 rVvB3 106128 179783 2.39% 0.513%
18 10.588 2917 2928 2939 rBV 1090956 1655066 22.04% 4.722%
19 10.684 2947 2958 2960 rBV 481236 640890 8.53% 1.829%
20 10.707 2961 2965 2975 rVvV 654099 894222 11.91% 2.552%

21 10.771 2975 2985 3007 rVB 985004 1586453 21.12% 4.527%
22 10.980 3039 3050 3068 rVB5 59809 144055 1.92% 0.411%
23 11.102 3074 3088 3092 rBV 114635 186948 2.49% 0.533%
24 11.151 3092 3103 3128 rVB 4985730 7509997 100.00% 21.429%
25 11.292 3131 3147 3151 rBV 158467 276199 3.68% 0.788%

26 11.324 3151 3157 3172 rVB 347783 554258 7.38% 1.581%
27 11.427 3173 3189 3197 rBvV 221752 375813 5.00% 1.072%
28 11.482 3197 3206 3219 rVB3 493575 786871 10.48% 2.245%
29 11.572 3222 3234 3257 rVB 1180281 1809878 24.10% 5.164%
30 11.688 3259 3270 3282 rVB 127972 213970 2.85% 0.611%

31 11.771 3283 3296 3304 rBV3 881579 1762689 23.47% 5.030%
32 11.874 3316 3328 3346 rVB4 610340 1410732 18.78% 4.025%
33 11.980 3351 3361 3374 rBV 158350 255126 3.40% 0.728%
34 12.147 3402 3413 3417 rBV 345772 510176 6.79% 1.456%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On - 09 Oct 2018 23:29

Operator : MD/SY

Sample - J5165-23

Misc : 5.0mL/MSVOA U/WATER SN
ALS Vial : 18 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_U\METHOD\82U100118W_.M
SW846 8260

35 12.176 3418 3422 3432 rVV 381211 511356 6.81% 1.459%

36 12.250 3433 3445 3452 rVV 760425 1168805 15.56% 3.335%
37 12.286 3452 3456 3467 rVB 278477 393966 5.25% 1.124%
38 12.356 3467 3478 3499 rBV2 494788 1225532 16.32% 3.497%
39 12.495 3512 3521 3527 rBvV4 55389 92664 1.23% 0.264%
40 12.546 3528 3537 3550 rVB3 220058 427299 5.69% 1.219%

41 12.649 3550 3569 3577 rBV 368279 653555 8.70% 1.865%
42 12.704 3577 3586 3602 rVB 614359 966118 12.86% 2.757%
43 12.787 3603 3612 3627 rBV2 82385 159098 2.12% 0.454%
44 12.964 3661 3667 3674 rVB 81857 106928 1.42% 0.305%
45 13.122 3706 3716 3730 rVV2 643646 1016100 13.53% 2.899%

46 13.289 3758 3768 3796 rVB 371999 608685 8.10% 1.737%
47 13.511 3828 3837 3844 rBV4 59649 97736 1.30% 0.279%

48 13.610 3863 3868 3891 rVB2 43463 87155 1.16% 0.249%
49 13.742 3897 3909 3920 rBV 354541 578125 7.70% 1.650%

Sum of corrected areas: 35046643
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
VU027542.D

09 Oct 2018 23:29

MD/SY

J5165-23

5.0mL/MSVOA U/WATER

18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.68 40.72 ug/1 640890 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 2957 (10.681 min): VU027542.D (-2947) (-) m/z 105.05 100.00%
105
5000
120 .
77 91 a0 1060 1080 1100
39 51 65 10.40 10.60 10.80 11.00
eyt 84l B 1B L 138 1 Tn777120.05  30.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.40 10.60 10.80 11.00

m/z 77.05 12 .65%
18 27 39 515865 ot

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

3

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 91.05 12.58%
120
27 39 51 7 91
| .88 D | 84| 98 113 |
B S AT o o o e R e e L R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9399: Mesitylene
105 10.40 10.60 10.80 11.00
120 m/z 79.10 8.69%
5000
39 77 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.71 56.82 ug/1 894222 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 2966 (10.710 min): VU027542.D (-2961) (-) m/z 105.10 100.00%
105
5000
120 AN
39 51 65 '/ 91 174 10.40 10.60 10.80 11.00
S VAN PSS | BRI N Nt m/z 120.10 25.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 "|""/}'f"'\'|""|""|
120 10.40 10.60 10.80 11.00

m/z 77.00 9.68%

27 3? 51 65 17 91
| 11 fl

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9402: Mesitylene
105
120 10.40 10.60 10.80 11.00
5000 m/z 103.10 8.56%

27 3\9 5\1 6\5 7\7 9\1 Ll

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 10.40 10.60 10.80 11.00
m/z 106.10 8.26%
120
5000

39 51 7 91
15 27 IR 6\5 L \ Ll

| I T
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.57 115.01 ug/Il 1809880 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 3233 (11.569 min): VU027542.D (-3222) (-) m/z 105.05 100.00%
105
5000 120
77
39 51 g5 91 11.20 11.40 11.60 11.80
Obrrrrrrr bttt 289292 7z 120,10 41.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120 RN B B S

11.20 11.40 11.60 11.80
m/z 77.00 13.46%

27 3 51 g5 f 9

15
4 ! i 1 | i
B L N L E s L o B B e R s s e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
11.20 11.40 11.60 11.80
5000 120 m/z 91.05 10.19%
28 39 51 7 91
65
”ﬂﬁw”ﬂpnﬁm”ﬂmwﬂnpumu”P”wﬂkpwhnnpuwuupnw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9402: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 119.10 9.58%
120
5000
..,....,..2.‘.7,...:.?....5,‘.1‘..a‘,.‘§.5.,..7.‘:7‘,....gi.l...,.‘al.,..‘.‘.,‘....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 2-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.77 112.01 ug/Il 1762690 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
2 Indane 118 C9H10 000496-11-7 70
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 50
Abundance Scan 3296 (11.771 min): VU027542.D (-3283) (-) m/z 117.05 100.00%
117
5000
91 105
39 51 63 77 | | 134 150 11.40 11.60 11.80 12.00
Obrrrrrrrrprrrr et et Al 1S e 22 m/z 118.05  54.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1 LN BN SUNIL UG
11.40 11.60 11.80 12.00
39 m/z 115.05 33.62%
| y 1l
mz-> 10 20 30 40 s'o T g w00 1o 150 15 1ho 1o
Abundance #8949: Indane
117
11.40 11.60 11.80 12.00
5000 m/z 119.05 24 .14%
o7 39 58 91
"'v"w"“|'“jv"ﬁ?'Jljﬁql“??v"ﬁk“'}ﬂé'v'tu'“'v"w"“l'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8954: (2)-1-Phenylpropene
117 11.40 11.60 11.80 12.00
m/z 105.05 21.77%
5000 o1
39 51 77 103
“W}?sz“JP“wLJ“MW”N'“h““P“W““P”W““P“W““P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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-3-(1-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.25 74.27 ug/1 1168810 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 p-Cvmene 134 C10H14 000099-87-6 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
Abundance Scan 3445 (12.250 min): VU027542.D (-3433) (-) m/z 119.05 100.00%
149
5000
134
39 51 65 77 9|1 105 169 12.00 12.20 12.40 12.60
o} S A A NS L PO NS 1 S SEN— m/z 134.10 28.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.10 16.45%
15 27 4151 6 77 | 103 | |
mz-> 20 40 60 80 100 120 140 160
Abundance #14811: o-Cymene
119
12.00 12.20 12.40 12.60
5000 m/z 120.05 9.88%
o1 134
27 fst O | s )
mz-> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.00 12.20 12.40 12.60

m/z 77.05 9.35%

5000

91 134
77 105

39 51 65
..1.5,.2‘.7..‘,‘..“.‘.,‘.‘...“‘,..‘a.,“l..‘”...‘.,....,....

m/z--> 20 40 60 80 100 120 140 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.36 77.87 ug/l 1225530 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 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 3479 (12.360 min): VU027542.D (-3467) (-) m/z 117.05 100.00%
117
5000
oL 132
39 51 65 77 | 12.00 12.20 12.40 12.60
ke ] 103 .L', ol 148169 | /7 115.05  32.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.00 12.20 12.40 12.60
91 m/z 132.05 26.73%
mz-> 20 40 60 80 100 120 140 160
Abundance #14031: Indan, 1-methyl-
117
12.00 12.20 12.40 12.60
5000 m/z 91.05 16.73%
132
91
27 P S ] ws )
miz--> 20 40 60 80 100 120 140 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 12.00 12.20 12.40 12.60
m/z 119.05 15.93%
5000 132
91
15 27 % % e T T ||
m/z--> 20 40 60 80 100 120 140 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.65 41.53 ug/1 653555 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 96
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 3569 (12.649 min): VU027542.D (-3550) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 | 105 149 12.40 12.60 12.80 13.00
Y NSNS PR P i 1 m/z 134.05 46.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.40 12.60 12.80 13.00
o1 m/z 91.10 16.72%
15 27 39 51 65 w 105 |
el AT Y I by o
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 9.89%
27 3? 51 65 77 % e ‘ ‘
| L Ll Ly L LL L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.10 9.32%
5000 134
39 . 91
"P%?'P'??I”"W'”'?}'“I'??'P'J”P"'J”"}R?'I'mhl"'ﬂ't“'l“"I'“'
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\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Benzene, 2-butenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.12 64 .57 ug/1 1016100 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 83
2 o-Cvmene 134 C10H14 000527-84-4 60
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 60
4 p-Cvmene 134 C10H14 000099-87-6 60
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 60

Abundance Scan 3716 (13.122 min): VU027542.D (-3706) (-) m/z 119.10 100.00%

119

5000 134
91

39 51 65 77 12.80 13.00 13.20 13.40
0 2| m/z 117.10  67.78%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
147
132

5000
o1 12.80 13.00 13.20 13.40

m/z 134.10 43.78%

7 39 51 65 77

15 Al
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14806: o-Cymene
119
R R REEREEEE s ey
12.80 13.00 13.20 13.40
5000 o m/z 91.05 24 .55%
134
39 5 65 77 103 ‘
B O P |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.80 13.00 13.20 13.40
m/z 115.10 24 _11%
5000
91 134

7 105
39 51 65 ‘ ‘
15 27 l | ‘H ‘M‘ L]

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\HPCHEM1\MSVOA U\DATA\VU101018\
Data File : VU027542.D

Aca On : 09 Oct 2018 23:29

Operator : MD/SY

Sample : J5165-23

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.29 38.68 ug/1 608685 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 96
2 Benzene. cvclobutvl- 132 C10H12 004392-30-7 59
3 Indan. epoxide 132 C9H80 000768-22-9 58
4 N-Ethvlbenzimidovl bromide 211 C9H10BrN 041182-87-0 40
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 40
Abundance Scan 3768 (13.289 min): VU027542.D (-3758) (-) m/z 104.05 100.00%
104
5000 91 132
115 LRV U BN IR
39 51 65 78 13.00 13.20 13.40 13.60
el et 162 183 1 Fnz77132.10 46.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
13.00 13.20 13.40 13.60
m/z 91.00 43.51%
,7 39 51 65 78 117

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14049: Benzene, cyclobutyl-
104
13.00 13.20 13.40 13.60
5000 m/z 115.10 16 .50%
78
39 50 91 132
N WY N N O S A —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14522: Indan, epoxide
104 13.00 13.20 13.40 13.60
m/z 117.10 14 _.58%
5000
51 78 132
39

|
m/z--> 20 40 60 80 100 120 140 160

T
180 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101018\
Data File : VU027542.D

Acq On : 09 Oct 2018 23:29

Operator : MD/SY

Sample - J5165-23

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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-ethyl-_... 10.68 40.7 ug/1 640890 4 11.48 786871 50.0
Benzene, l-ethyl-_... 10.71 56.8 ug/I 894222 4 11.48 786871 50.0
Benzene, 1,2,3-tr... 11.57 115.0 ug/l1 1809880 4 11.48 786871 50.0
Benzene, 2-propenyl- 11.77 112.0 ug/l 1762690 4 11.48 786871 50.0
Benzene, l-methyl... 12.25 74.3 ug/1 1168810 4 11.48 786871 50.0
Benzene, l-etheny... 12.36 77.9 ug/l 1225530 4 11.48 786871 50.0
Benzene, 1,2,3,4-... 12.65 41.5 ug/1 653555 4 11.48 786871 50.0
Benzene, 2-butenyl- 13.12 64.6 ug/l1 1016100 4 11.48 786871 50.0
Naphthalene, 1,2,... 13.29 38.7 ug/Il 608685 4 11.48 786871 50.0
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