LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_0mL/MSVOA X/WATER S TR D
ALS Vial : 20 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\82X010819W.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 2.842 271 277 287 rVB 60919 141549 1.26% 0.191%
2 5.507 700 714 725 rBV 318287 914178 8.15% 1.236%
3 5.665 729 740 763 rVB 550206 1774208 15.82% 2.399%
4 6.067 796 806 824 rBV2 327525 848460 7.57% 1.147%
5 6.348 842 852 862 rVB 185998 559258 4 _.99% 0.756%
6 6.860 926 936 948 rBV 819559 1912902 17.06% 2.587%
7 7.457 1023 1034 1043 rBv4 55044 155156 1.38% 0.210%
8 8.055 1121 1132 1140 rVB 126546 269460 2.40% 0.364%
9 8.177 1142 1152 1160 rBV 213825 419824 3.74% 0.568%
10 8.713 1224 1240 1249 rBvV 1729730 2817127 25.12% 3.810%

11 10.116 1464 1470 1478 rBV2 1681630 3036925 27.08% 4.107%
12 10.183 1478 1481 1487 rVB 88668 127134 1.13% 0.172%
13 10.335 1501 1506 1509 rBV 90321 134451 1.20% 0.182%
14 10.658 1546 1559 1564 rBV3 146298 359798 3.21% 0.487%
15 10.811 1575 1584 1585 rBV2 57513 114766 1.02% 0.155%

16 10.835 1585 1588 1596 rVB 192437 252867 2.26% 0.342%
17 10.914 1596 1601 1607 rBV5 108712 186551 1.66% 0.252%
18 11.018 1613 1618 1631 rBV 818847 1112206 9.92% 1.504%
19 11.134 1632 1637 1642 rBV 1461650 1915150 17.08% 2.590%
20 11.182 1642 1645 1649 rVB 175294 214746 1.92% 0.290%

21 11.280 1657 1661 1665 rVB 198489 239584 2.14% 0.324%
22 11.359 1670 1674 1678 rBV 240265 286309 2.55% 0.387%
23 11.670 1718 1725 1732 rBV 309347 439189 3.92% 0.594%
24 11.768 1732 1741 1745 rBV 569283 743410 6.63% 1.005%
25 11.920 1758 1766 1768 rBV 1260024 1757251 15.67% 2.376%

26 11.944 1768 1770 1776 rVV 1696274 1832538 16.34% 2.478%
27 12.079 1787 1792 1803 rBV 1979806 2670876 23.82% 3.612%
28 12.231 1812 1817 1823 rVB 2061775 2449482 21.85% 3.313%
29 12.298 1823 1828 1834 rVV 1538013 1883980 16.80% 2.548%
30 12.365 1835 1839 1848 rVB2 304265 507485 4_.53% 0.686%

31 12.457 1850 1854 1862 rBV2 250988 370225 3.30% 0.501%
32 12.670 1879 1889 1892 rBV 7348912 8894033 79.32% 12.028%
33 12.700 1892 1894 1899 rVV2 1606242 1932198 17.23% 2.613%
34 12.755 1899 1903 1910 rVV2 8384956 11212831 100.00% 15.164%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\
Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_0mL/MSVOA X/WATER S TR D
ALS Vial : 20 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\82X010819W_.M
SW846 8260

35 12.816 1910 1913 1918 rVB 325815 380538 3.39% 0.515%

36 12.896 1918 1926 1931 rVB 1631851 2200074 19.62% 2.975%
37 12.975 1931 1939 1944 rBV 4072792 5247292 46.80% 7.096%
38 13.091 1952 1958 1963 rVB2 333220 512889 4._.57% 0.694%
39 13.152 1963 1968 1971 rBV 435313 522807 4._.66% 0.707%
40 13.194 1971 1975 1978 rBV 471124 573834 5.12% 0.776%

41 13.225 1978 1980 1982 rBV 135809 129852 1.16% 0.176%
42 13.249 1982 1984 1989 rVB 308250 331281 2.95% 0.448%
43 13.310 1989 1994 1996 rBV2 185295 286531 2.56% 0.387%
44 13.347 1996 2000 2006 rVB2 5413284 7033536 62.73% 9.512%
45 13.402 2006 2009 2012 rBV2 297778 397002 3.54% 0.537%

46 13.481 2019 2022 2028 rVB 136542 176149 1.57% 0.238%
47 13.597 2038 2041 2044 rVvV 187471 253976 2.27% 0.343%
48 13.639 2044 2048 2052 rVvV2 635290 908854 8.11% 1.229%
49 13.700 2052 2058 2059 rvv2 385083 677541 6.04% 0.916%
50 13.719 2059 2061 2070 rVB2 537406 667961 5.96% 0.903%

51 13.810 2071 2076 2079 rBV 120756 160793 1.43% 0.217%
52 13.853 2079 2083 2088 rVB 90695 121839 1.09% 0.165%
53 13.914 2088 2093 2097 rBV 105418 141532 1.26% 0.191%
54 13.981 2101 2104 2108 rVV2 107517 143624 1.28% 0.194%
55 14.267 2147 2151 2157 rBV 90959 138730 1.24% 0.188%

56 14.535 2190 2195 2202 rBV2 89571 134333 1.20% 0.182%
57 14.840 2240 2245 2253 rVB 238351 318032 2.84% 0.430%

Sum of corrected areas: 73945107
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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\VX011719\
VX007096.D

17 Jan 2019 18:29

JC/SP

K1168-02

5.0mL/MSVOA X/WATER

20 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
: SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

STO08MWO037-190114

Abundance
8000000

6000000

4000000

2000000

TIC: VX007096.D

284

5.67

5.51

6.07 g

O

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance
8000000

6000000

4000000

2000000

TIC: VX007096.D

10.12

.180.34

10.6

Ok
Time-->

-
9.00

T
10.00

10.50

Abundance
8000000

6000000

4000000

2000000

11.

TIC: VX007096.D

13.35

12.97

1.3 %

11,02
77

230

28746 | \1R.82 |13 5@@ @mm1u7mm1“4

Time-->

L e . mo s s  py By S R e e —Ar
12.00 12.50 13.00 13 50 14.00 14. 50 15. OO

T
15.50

T
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011719\
Data File : VX007096.D

Aca On : 17 Jan 2019 18:29

Operator : JC/SP

Sample - K1168-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 1 Pentane, 2,2,4-trimethyl- Concentration Rank 10

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

6.35 14.62 ug/Il 559258 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
3 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 64
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59

Abundance Scan 852 (6.348 min): VX007096.D (-842) (-) m/z 57.10 100.00%
g7
5000
41
83 99 6.00 6.20 6.40 6.60
Obrrrrrrrrire sl e o o 181 207222 251266 289 m/z 56.05 41.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7664: Pentane, 2,2,4-trimethyl-
57
5000
41 6.00 620 6.40 6.60
9 m/z 41.10 32.06%
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
6.00 6.20 6.40 6.60
5000 a m/z 43.05 18.92%
0 15 83 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28452: Heptane, 2,2,3,5-tetramethyl-
57 6.00 6.20 6.40 6.60
m/z 55.10 10.96%
5000
98
0 ”'I"'W"'P"'??”'I"'W"'%ﬁi%§6”"I'”'I"'W""I”"I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 o0-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.23 45.86 ug/1 2449480 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 1817 (12.231 min): VX007096.D (-1812) (-) m/z 119.05 100.00%
119
5000
91 134 N
39 63 77 | 104 12.00 12.20 12.40 12.60
o..”,”..“.m,fnl,”l.m.i|.”u,E?¥,”..EQZW?V.,“??i... m/z 134.10 28.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14810: o-Cymene

12.00 12.20 12.40 12.60
m/z 91.00 24.28%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.10 15.31%
91 134
21 41 63 77 | 105
G L UL LS UL SRR LSS B AR LS RS RS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- e A e
9 12.00 12.20 12.40 12.60

m/z 120.10 9.90%

5000

AN
LI B I B I I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Benzene, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.30 35.27 ug/1 1883980 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 89
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 76
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 70
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 62
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 52

Abundance Scan 1828 (12.298 min): VX007096.D (-1823) (-) m/z 105.00 100.00%

9

5000

39 63 12.00 12.20 12.40 12.60

152 175 193207

O m/z 119.10 98.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14837: Benzene, 1,2-diethyl-
1(D5119
5000 91 134 ||||||||||/\|||||||||||/|\
12.00 12.20 12.40 12.60
77 m/z 117.10 49 .63%
3§
5 8 b
obr e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105119 .
AR T
12.00 12.20 12.40 12.60
5000 134 m/z 134.05 46 .33%
91
i
27 41 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M A /\
Abundance #14839: Benzene, 1,3-diethyl- R E e RREEEEEL R
105119 12.00 12.20 12.40 12.60
m/z 90.95 31.29%
5000 134
o 77 91
15 63 ) |
P T s A e ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, 1l-ethyl-2,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.67 166.50 ug/Il 8894030 1,4-Dichlorobenzene-d4 12.08
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 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1889 (12.670 min): VX007096.D (-1879) (-) m/z 119.10 100.00%
119
5000
134
91
39 77 i 105 12.40 12.60 12.80 13.00
Ol o ok 148, 169184 207 247 | 77 134.10  30.33%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 90.95 15.10%
o 15 39 63 77 ‘ 105 A
iz R B B 180 13 14 1% 186 2% 2% %0 2t
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.68%
91 134
,7 51 7 105
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.00 9.20%
5000
134
91
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, (2-methyl-1-propen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 36.17 ug/1 1932200 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
Abundance Scan 1894 (12.700 min): VX007096.D (-1892) (-) m/z 117.00 100.00%
117
5000 132
A M
st 12.40 12.60 12.80 13.00
39 63 . . . .
O.HPHNPJqW.hJLﬁ..“‘ 148 165 220 298 | "m/z 132.10 48.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14069: Benzene, (2-methyl-1-propenyl)-

5000

12.40 12.60 12.80 13.00
m/z 115.00  34.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 131.05 16.94%
91
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00
m/z 91.00 15.83%
5000
132
39 65 o
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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, l-ethenyl-3-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.76 209.91 ug/Il 11212800 1,4-Dichlorobenzene-d4 12.08
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 90
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
Abundance Scan 1904 (12.761 min): VX007096.D (-1899) (-) m/z 117.05 100.00%
117
5000
132 R M
o 12.40 12.60 12.80 13.00
51 64 77 . . . .
o 8 100 W o 148162177 207 225239 265 | /7 115.00  33.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.40 12.60 12.80 13.00
01 m/z 132.10 29.69%
51 ., 77
0..w?iwpﬁnﬁﬂnhnh¢m.m.ﬂw.”...”..” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
ARARRARARSR AR AR o
12.40 12.60 12.80 13.00
5000 m/z 119.05 23.60%
132
91
oL 26 39 65 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14065: Benzene, (2-methylcyclopropyl)- A e e
117 12.40 12.60 12.80 13.00
m/z 91.00 15.65%
5000 132
91
51 g4 77
NI 0 A | L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\

Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.90 41.19 ug/1 2200070 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 93
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86

Abundance Scan 1927 (12.902 min): VX007096.D (-1918) (-) m/z 131.05 100.00%

131
5000

o1 115 | 146 12.60 12.80 13.00 13.20

51 77
o 37 176190 209225239 268282 m/z 91.00 15_72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000

12.60 12.80 13.00 13.20
m/z 146.05 15.10%

91 146
15 39 64 ‘ 115
o T S S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 115.00 14.10%

146

39 64 91 115

25
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 12.60 12.80 13.00 13.20
m/z 132.05 10.46%
5000
91 15 146
39 63 77
o N i S SV | S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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82X010819W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011719\
Data File : VX007096.D

Aca On : 17 Jan 2019 18:29

Operator : JC/SP

Sample - K1168-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.97 98.23 ug/1 5247290 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 1938 (12.969 min): VX007096.D (-1931) (-) m/z 119.10 100.00%
119
5000 134
39 Wmm5 12.60 12.80 13.00 13.20
63 : : : :
Obrrr ettt i b b bl 148 166 185 207 226 211\ sz 134.05  44.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000 AU LR NS
12.60 12.80 13.00 13.20
m/z 91.00 16.69%
779,
0'“l”'whd'ﬂ“'w'”f“”W“jh'“"“"'“ BRA AR SRS RARE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
134 12.60 12.80 13.00 13.20
5000 m/z 120.10 10.30%
91
oL15 3953 77 7105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 8.80%
5000 134
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20

Jan 18 11:09:56 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011719\
Data File : VX007096.D

Aca On : 17 Jan 2019 18:29

Operator : JC/SP

Sample - K1168-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3

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

13.35 131.67 ug/Il 7033540 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 95
2 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87

Abundance Scan 2001 (13.353 min): VX007096.D (-1996) (-) m/z 117.00 100.00%
117
5000 132
371 77 i 147162 192207 240 28 13,00 1320 1340 1360
o L 2 m/z 132.10 38.81%
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 LA L L L L LB L
91 13.00 13.20 13.40 13.60
51 ‘ ‘ m/z 115.00 28.42%
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 18.87%
27 51 7 a1
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117 13.00 13.20 13.40 13.60
m/z 91.00 12.60%
5000 132
91
5y 5177 ‘ ‘
o e T P Y S | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

82X010819W.M Fri

Jan 18 11:09:57 2019

STO08MWO037-190114

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX011719\
Data File : VX007096.D

Aca On - 17 Jan 2019 18:29

Operator : JC/SP

sample - K1168-02 :
Misc - 5_.0mL/MSVOA X/WATER S TR D
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.64 17.01 ug/Il 908854 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 Cl1l1H14 000769-57-3 95
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 94
3 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 90
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 90
Abundance Scan 2048 (13.639 min): VX007096.D (-2044) (-) m/z 131.10 100.00%
131
5000
146
91 115
51 77 13.40 13.60 13.80 14.00
Obrrrprrd 160 185 207223 281 | "m/z 146.10 35.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 91
13.40 13.60 13.80 14.00
39, 77 115 m/z 133.10 27 .55%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.40 13.60 13.80 14.00
5000 146 m/z 115.00 20.79%
39 91 115
o2 63 77
Wmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 13.40 13.60 13.80 14.00
m/z 91.05 17.84%
91
5000
. 115 | 146
27 ‘ ‘
o.np.nwﬂhmhﬁ.”,M.MWL,””..”..”.”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

82X010819W.M Fri Jan 18 11:09:58 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX011719\

Data File : VX007096.D

Acg On - 17 Jan 2019 18:29

Operator : JC/SP

Sample - K1168-02 -
Misg - 5.0mL/MSVOA_X/WATER ST O
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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]
Pentane, 2,2,4-tr... 6.35 14.6 ug/I1 559258 2 6.86 1912900 50.0
o-Cymene 12.23 45.9 ug/l 2449480 4 12.08 2670880 50.0
Benzene, 1,2-diet... 12.30 35.3 ug/1 1883980 4 12.08 2670880 50.0
Benzene, l-ethyl-._... 12.67 166.5 ug/l 8894030 4 12.08 2670880 50.0
Benzene, (2-methy... 12.70 36.2 ug/1 1932200 4 12.08 2670880 50.0
Benzene, l-etheny... 12.76 209.9 ug/l1 11212800 4 12.08 2670880 50.0
1H-Indene, 2,3-di... 12.90 41.2 ug/l 2200070 4 12.08 2670880 50.0
Benzene, 1,2,3,5-... 12.97 98.2 ug/1 5247290 4 12.08 2670880 50.0
Benzene, 2-etheny... 13.35 131.7 ug/l 7033540 4 12.08 2670880 50.0

4

Benzene, (1,2-dim... 13.64 17.0 ug/I1 908854 12.08 2670880 50.0

82X010819W.M Fri Jan 18 11:09:58 2019 Page: 14



