LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 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 X\METHOD\82X092618W.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 1.636 67 79 83 rBv7 17076 52188 1.64% 0.191%
2 2.446 207 212 218 rBV 49674 79287 2.49% 0.290%
3 2.623 235 241 251 rVB 93562 162272 5.09% 0.593%
4 3.074 310 315 322 rVB 22864 51013 1.60% 0.186%
5

3.202 324 336 349 rVB 75049 200046 6.28% 0.731%

4_397 520 532 544 rVB4 22076 69471 2.18% 0.254%
5.507 702 714 721 rBv2 201081 578822 18.16% 2.114%
731 rvv2 36508 86761 2.72% 0.317%
5.659 731 739 763 rVB 267890 760959 23.88% 2.780%
6.068 796 806 826 rBv2 208260 547442 17.18% 2.000%

(@R {cNec R NNe))
()]
)]
\l
N
\l
N
N
\]
N
)]

11 6.299 828 844 849 rBV6 10524 41735 1.31% 0.152%
12 6.860 924 936 945 rBV 384282 930740 29.20% 3.400%
13 7.458 1024 1034 1045 rBV3 43543 113089 3.55% 0.413%

14 8.214 1144 1158 1164 rBV 32091 71413 2.24% 0.261%
15 8.573 1211 1217 1227 rVB 34184 62909 1.97% 0.230%
16 8.714 1234 1240 1258 rBV 869804 1501806 47.12% 5.486%
17 9.220 1319 1323 1334 rVB 21878 38008 1.19% 0.139%
18 10.116 1460 1470 1480 rBV 791612 1170393 36.72% 4._275%
19 10.360 1500 1510 1516 rVB2 24724 49644 1.56% 0.181%
20 11.140 1632 1638 1653 rBV 828801 1090516 34.22% 3.984%
21 11.670 1717 1725 1733 rBV 31827 54802 1.72% 0.200%
22 11.768 1733 1741 1745 rBV 25845 42413 1.33% 0.155%
23 11.920 1761 1766 1769 rBV 56471 77290 2.43% 0.282%
24 12.079 1786 1792 1800 rBV 1035929 1331741 41.79% 4 _.865%
25 12.231 1813 1817 1821 rBV 62804 77803 2.44% 0.284%

26 12.304 1821 1829 1836 rVV 1334477 1747429 54.83% 6.383%
27 12.371 1836 1840 1848 rVB2 91587 140116 4._.40% 0.512%
28 12.463 1848 1855 1861 rBV 176699 229782 7.21% 0.839%
29 12.670 1881 1889 1892 rBV 1310040 1545614 48.50% 5.646%
30 12.701 1892 1894 1899 rVvVv 363420 428451 13.44% 1.565%

31 12.756 1899 1903 1910 rVV2 1114961 1615091 50.68% 5.900%
32 12.816 1910 1913 1918 rVV 32015 41656 1.31% 0.152%
33 12.896 1920 1926 1932 rVB 111415 147924 4.64% 0.540%
34 12.981 1932 1940 1945 rBV 1027324 1284830 40.31% 4.693%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 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_X\METHOD\82X092618W_.M
SW846 8260

35 13.085 1952 1957 1963 rBV2 86030 139967 4_.39% 0.511%

36 13.152 1964 1968 1971 rVvV 52783 66725 2.09% 0.244%
37 13.194 1971 1975 1977 rVvVv2 119293 156909 4.92% 0.573%
38 13.225 1977 1980 1990 rVB 655649 832260 26.11% 3.040%
39 13.347 1995 2000 2006 rVvv2 2258314 3186991 100.00% 11.642%

40 13.408 2006 2010 2011 rVv2 62350 86492 2.71% 0.316%
41 13.426 2011 2013 2018 rVV 73748 91968 2.89% 0.336%
42 13.481 2018 2022 2027 rVB 68639 90616 2.84% 0.331%
43 13.566 2031 2036 2038 rVvVv 72798 96045 3.01% 0.351%

44 13.603 2038 2042 2045 rVV 206220 293208 9.20% 1.071%
45 13.640 2045 2048 2052 rvv2 258717 376941 11.83% 1.377%

46 13.700 2052 2058 2059 rvv2 179329 276571 8.68% 1.010%
47 13.725 2059 2062 2071 rVB3 291056 491879 15.43% 1.797%
48 13.810 2071 2076 2079 rBV 40751 56981 1.79% 0.208%
49 13.853 2079 2083 2089 rVvVv 71353 91133 2.86% 0.333%
50 13.914 2089 2093 2097 rVB 114228 136416 4.28% 0.498%

51 13.987 2097 2105 2109 rBV2 215507 303757 9.53% 1.110%
52 14.030 2109 2112 2116 rVB 101293 118216 3.71% 0.432%
53 14.133 2124 2129 2132 rBV 159081 205219 6.44% 0.750%
54 14.164 2132 2134 2138 rVB 57110 58142 1.82% 0.212%
55 14.274 2147 2152 2162 rBV3 242255 488981 15.34% 1.786%

56 14.377 2162 2169 2174 rBV 104644 145499 4._.57% 0.532%
57 14.432 2174 2178 2183 rVV3 182228 241203 7.57% 0.881%
58 14.542 2190 2196 2201 rBV2 257438 342228 10.74% 1.250%

59 14.664 2210 2216 2220 rBV3 38833 84326 2.65% 0.308%
60 14.731 2223 2227 2232 rVV2 44687 66927 2.10% 0.244%
61 14.853 2241 2247 2254 rBV3 71474 146423 4_.59% 0.535%
62 14.969 2259 2266 2273 rBVS8 12384 32481 1.02% 0.119%
63 15.249 2306 2312 2320 rBV 42380 73116 2.29% 0.267%
64 15.444 2338 2344 2347 rBV 68060 104139 3.27% 0.380%
65 15.481 2347 2350 2355 rVB 73728 97499 3.06% 0.356%

66 15.548 2355 2361 2367 rBV 244989 401662 12.60% 1.467%
67 15.688 2375 2384 2397 rVB 529068 855775 26.85% 3.126%
68 15.810 2398 2404 2410 rBV3 23297 42541 1.33% 0.155%
69 15.920 2412 2422 2434 rVB 149455 395078 12.40% 1.443%
70 16.072 2441 2447 2459 rVB 90911 158778 4.98% 0.580%

71 16.419 2497 2504 2512 rVB2 58421 118220 3.71% 0.432%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial =: 30 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_.M
SW846 8260

Sum of corrected areas: 27374768
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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 X\DATA\VX092618\
: VX004747.D

: 27 Sep 2018 02:24

: JC/MD

: J5029-03

: 5.0mL/MSVOA X/WATER

: 30 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

T11-MW-1-8.0-092018

Abundance

2000000

1500000

1000000

500000

TIC: VX004747.D

5 515.66

2.62 20
2.45
1,64 3oﬁ\ 4.40 5

05

(AL L L L L L L L L L L I L L L L L L LB L LB N B

6.07
6.3(

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 540 560 5.80 6.00 6.20

Abundance

2000000

1500000

1000000

500000

TIC: VX004747.D

8.71
10.12

8.21 8.57 9.22 10 36

11.14

0
Time-->

I
8.50 9.00 10 50

T
11.00

Abundance

2000000

1500000

1000000

500000

TIC: VX004747.D

12.30 12.67

12.76

12.08 12.98

13.22
15.69

RERIPY 15.55
g%j\l 14166‘1:4 §§1 97 15. 251

1.1
68 702 13.

15.9

15531\3607

16.42
o

Time-->

12.00 12.50 13.00 16. OO

— T
13.50 14 OO 14 50 15 OO 15 50

T
16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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, 1-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 65.61 ug/1 1747430 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propenvl- 118 C9H10 000637-50-3 90
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 55
3 Indane 118 C9H10 000496-11-7 55
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 55
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 055337-80-9 55
Abundance Scan 1828 (12.298 min): VX004747.D (-1821) (-) m/z 117.05 100.00%
117
5000
105
9 134 UM RS AR
39 51 63 77 | 144 007 12.00 12.20 12.40 12.60
0 e m/z 118.10 53.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117
5000 NN '|""|'qq/x
o1 12.00 12.20 12.40 12.60
m/z 115.05 36.29%
| 15 27 39 51 g3 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8959: Benzene, 2-propenyl-
117
12.00 12.20 12.40 12.60
5000 m/z 119.10 35.14%
91
58
27 39 77 ‘ 103 ‘
0....|.‘...‘|..“..“|“.‘...”,..‘a.,‘...l‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 105.10 31.57%
5000
39 &g 91
13 % 'y, 77 | 108 ‘
0"”I'h”\'ﬂ”IM'”H'J”Iu'JI"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 58.03 ug/1 1545610 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1889 (12.670 min): VX004747.D (-1881) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 L 105 ‘ 148 12.40 12.60 12.80 13.00
ot el W 298 170 PeyZz7134 100 29.50%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 91.05 15.87%
oL 15 2395 & 7 o5 ||
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.76%
134
2 15 27 3 51 65 77 9\1 1(\)5 |
0:|||‘|||||‘||‘|‘|‘:‘:::”::::‘i::‘i‘:::“:||||||||
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.40 12.60 12.80 13.00
m/z 117.05 8.91%
5000
134
91
m/z--> 0 20 40 60 80 100 120 140 160 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 (E)-1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 16.09 ug/Il 428451 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY-1-Phenvl-1-butene 132 C10H12 001005-64-7 93
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 90
3 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 90
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90
Abundance Scan 1894 (12.701 min): VX004747.D (-1892) (-) m/z 117.10 100.00%
117
5000 132
JAN
65 o 12.40 12.60 12.80 13.00
39 51 77 104 : : - :
o.w””“”.“”qunm.mﬁmq”m,”ul“wm.wnhpnﬂ 148 m/z 132.10 45_73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000 o1 132 12.40 12.60 12.80 13.00

51 m/z 115.05  33.84%
28 39 65 77

103 ‘

0.w}?,uﬂp.J“”.m”wﬂiqddh””hh”!H”.”..”mn”w.”w”.w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117

12.40 12.60 12.80 13.00
m/z 131.10 16.43%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117

12.40 12.60 12.80 13.00
m/z 91.10 15.45%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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-4-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.76 60.64 ug/1 1615090 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
Abundance Scan 1904 (12.762 min): VX004747.D (-1899) (-) m/z 117.05 100.00%
117
5000
132
91
39 51 65 77 103 ‘ 12.40 12.60 12.80 13.00
0 ol 198165 207 1 "m/z 115.05  33.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117
5000
132 12.40 12.60 12.80 13.00
o1 m/z 132.05 28.84%
0‘ IIlIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
12.40 12.60 12.80 13.00
5000 132 m/z 119.10 17.61%
91
27 39 51 65 77 ‘ 105 ‘
0 ||‘|||‘|||“i”||‘ﬁ‘|||M|||‘i||w‘||Hlul“u‘uluuuu|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00
m/z 91.05 15.44%
5000
132
91
g2 RH e T | |
mz> 20 40 0 80 100 130 140 160 180 200 | | 1240 1260 12,80 1300
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.98 48.24 ug/1 1284830 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 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 1940 (12.981 min): VX004747.D (-1932) (-) m/z 119.05 100.00%
119
5000 134
39 65 77 o1 12.60 12.80 13.00 13.20
51 103 - : : :
bbb el 148IS8 69 7713410 47.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20
m/z 91.05 15.51%
27 3% 51 g5 77 N s
0 ...|.|...|||..'|:'.|':|...|"|....|'.'..'.'|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134 12.60 12.80 13.00 13.20
5000 m/z 133.10 9.70%
27 39 51 65 77 ot 105
0 '}?l'“"m"V'l“"'\""l*"ml"J“|""|""|
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 120.10 9.57%
5000 134
15 27 3\9 5\1 6\5 I 9‘1 105 L] \
0::‘:||||‘|||‘|‘::::”::::‘i‘::i|||‘|||||||||
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 ' 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.22 31.25 ug/1 832260 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
4 Indan., 1-methvl- 132 C10H12 000767-58-8 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
Abundance Scan 1979 (13.219 min): VX004747.D (-1977) (-) m/z 117.10 100.00%
117
5000 132
39 51 64 77 91 .0 | 13.00 13.20 13.40 13.60
Obreprrrrrrrrrprretyrree el rreteprrrdere il bl 143157 m/z 132.10 37.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 13.00 13.20 13.40 13.60

39 51 g5 77 ‘ m/z 115.05 27 .14%

27 105
0.q}?pJunanﬂhﬁquﬁpuhhuﬁ%quu.n
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
13.00 13.20 13.40 13.60
5000 15 m/z 131.10 14.13%
39 51 91
27 65 77
o ..,....,...‘.,....‘,‘....i:‘...,a‘l..,...‘a,....,‘....}.(‘).:?.,..hl,...‘l‘,.‘...,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 13.00 13.20 13.40 13.60
m/z 91.10 11.15%
5000 132
27 39 51 65 77 91
0.w””“anﬂpnqhnpww”m“”wtnﬁﬁw”m.HMm”“”w””“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.35 119.66 ug/Il 3186990 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 95
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 94
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 94
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
Abundance Scan 2001 (13.353 min): VX004747.D (-1995) (-) m/z 117.05 100.00%
117
5000 13
5165 77 1450 1920 1340 1960
39 103 : . . :
0 153 166 207 m/z 119.10 36.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132 UV A ARRS &
o1 13.00 13.20 13.40 13.60
m/z 132.05 36.44%
27 39 51 65 77 105 |
01 S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene
7

13.00 13.20 13.40 13.60
m/z 115.10 30.01%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 13.00 13.20 13.40 13.60
m/z 131.10 18.45%
132
5000
91
51
152739‘6577‘105‘ ‘
o ...,.‘...‘,..‘l‘.‘,“”..“a“‘,..‘:.,“a‘...‘, I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.72 18.47 ug/Il 491879 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 86
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 70
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 70
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 70
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 70
Abundance Scan 2061 (13.719 min): VX004747.D (-2059) (-) m/z 131.10 100.00%
131
5000
91 115 e
39 51 64 77 103 13.40 13.60 13.80 14.00
o! .,J:ﬂ?Q.E@.”.,%@. m/z 146.10 24.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.40 13.60 13.80 14.00
s 14 m/z 91.10 14._95%
27351 64 77 ags )
L s o s B B B L RS man
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
13.40 13.60 13.80 14.00
5000 m/z 115.10 14 _.41%
146
91 118
15 27 39 51 63 77 ‘ 104 “
S Y PN O SR | N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131 13.40 13.60 13.80 14.00
m/z 129.05 12.76%
o1 146
5000
7 LR T L
Ouuuulu‘.‘..l‘. """‘I‘”"'hl ..‘l.l‘l‘...‘lu‘l‘.. .H...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.27 18.36 ug/Il 488981 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl11H14 017059-48-2 94
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 91
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 2151 (14.267 min): VX004747.D (-2147) (-) m/z 131.10 100.00%
131
5000
146
47 91 e 14.00 14.20 14.40 14.60
51 - - - -
O3 160174 191 208 281 | “n/z 146.10 31.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146

14.00 14.20 14.40 14.60
m/z 115.05 19.07%

39 65 91 115

04
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
e e R s S
14.00 14.20 14.40 14.60
5000 m/z 129.10 16.50%
146
39 64 91 115
o N PR | A —
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 14.00 14.20 14.40 14.60
m/z 128.10 14.69%
5000
o1 15 146
39 63 77 ‘ ‘
o T Ml PV T | O N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX092618\

Data File : VX004747.D

Aca On - 27 Sep 2018 02:24

Operator : JC/MD

sample - J5029-03 -
Misc - 5.0mL/MSVOA X/WATER b D 0L
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W .M
Quant Title : 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, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.69 32.13 ug/1 855775 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 2384 (15.688 min): VX004747.D (-2375) (-) m/z 156.05 100.00%
141136
5000
7 1 15.40 15.60 15.80 16.00
39 63 . : .
o ...,....-,..-'..,1:.'.--.',..-.??...'.,.-.1..' 178192207221 253267 283 /2 141.05 84 57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
15.40 15.60 15.80 16.00
115 m/z 155.10 29.90%
51 76
ol 2 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141

15.40 15.60 15.80 16.00
m/z 115.05  17.98%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl-
156 15.40 15.60 15.80 16.00
141 m/z 128.10 14 _.52%
5000
115
27 51 TTg 7] |
N O - N N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX092618\

Data File : VX004747.D

Acg On - 27 Sep 2018 02:24

Operator : JC/MD

Sample - J5029-03 -
Misg - 5.0mL/MSVOA_X/WATER LI b B O PO
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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-propenyl- 12.30 65.6 ug/l 1747430 12.08 1331740 50.0

4
Benzene, l-ethyl-.._. 12.67 58.0 ug/l 1545610 4 12.08 1331740 50.0
(BE)-1-Phenyl-1-bu... 12.70 16.1 ug/1 428451 4 12.08 1331740 50.0
Benzene, l-etheny... 12.76 60.6 ug/l 1615090 4 12.08 1331740 50.0
Benzene, 1,2,3,5-... 12.98 48_.2 ug/l 1284830 4 12.08 1331740 50.0
Benzene, 2-etheny... 13.22 31.3 ug/l 832260 4 12.08 1331740 50.0
1-Phenyl-1-butene 13.35 119.7 ug/l 3186990 4 12.08 1331740 50.0
1H-Indene, 2,3-di... 13.72 18.5 ug/1 491879 4 12.08 1331740 50.0
1H-Indene, 2,3-di... 14.27 18.4 ug/1 488981 4 12.08 1331740 50.0

4

Naphthalene, 2,3-... 15.69 32.1 ug/Il 855775 12.08 1331740 50.0
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