LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X061919W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.843 268 277 291 rBvV 54098 127923 2.00% 0.458%
2 5.501 699 713 723 rBvY 126772 369702 5.77% 1.323%
3 5.659 730 739 762 rVB 217336 681327 10.64% 2.438%
4 6.061 795 805 813 rBv2 127611 327457 5.11% 1.172%
5 6.141 813 818 830 rVvB 37434 96964 1.51% 0.347%
6 6.348 842 852 863 rvVB 67823 204178 3.19% 0.731%
7 6.860 925 936 948 rBV 324917 772302 12.06% 2.764%
8 8.055 1123 1132 1140 rBV 50440 99242 1.55% 0.355%
9 8.177 1144 1152 1161 rBV 111643 220783 3.45% 0.790%
10 8.713 1226 1240 1248 rBV 722076 1103502 17.23% 3.949%

11 10.140 1464 1474 1480 rBV2 3996624 6404920 100.00% 22.919%
12 10.658 1544 1559 1563 rBV3 42194 107773 1.68% 0.386%
13 10.835 1585 1588 1596 rVB2 48968 66032 1.03% 0.236%
14 11.018 1613 1618 1622 rBV 259960 335183 5.23% 1.199%
15 11.134 1631 1637 1642 rBV 607495 766924 11.97% 2.744%

16 11.280 1658 1661 1668 rVB 52070 64188 1.00% 0.230%
17 11.359 1669 1674 1677 rBV 147355 183725 2.87% 0.657%
18 11.670 1718 1725 1732 rBV2 107308 162499 2.54% 0.581%
19 11.768 1732 1741 1745 rBV 228985 290231 4_.53% 1.039%
20 11.920 1758 1766 1768 rBV 336413 503963 7.87% 1.803%

21 11.945 1768 1770 1775 rVB 356382 377088 5.89% 1.349%
22 12.079 1786 1792 1804 rBV 730793 991620 15.48% 3.548%
23 12.231 1812 1817 1823 rVB 884891 1070107 16.71% 3.829%
24 12.298 1823 1828 1833 rBV 968973 1178948 18.41% 4.219%
25 12.365 1835 1839 1847 rVB3 146432 256027 4._00% 0.916%

26 12.457 1849 1854 1861 rBV2 112237 160104 2.50% 0.573%
27 12.664 1879 1888 1891 rBV 726478 946592 14.78% 3.387%
28 12.701 1891 1894 1899 rVvVv 799567 1045986 16.33% 3.743%
29 12.755 1899 1903 1910 rVV2 2289026 3525066 55.04% 12.614%
30 12.816 1910 1913 1917 rVV 137682 174250 2.72% 0.624%

31 12.896 1917 1926 1931 rVV 627253 890295 13.90% 3.186%
32 12.975 1931 1939 1944 rVV2 607512 919714 14.36% 3.291%
33 13.085 1952 1957 1962 rVB3 158117 224251 3.50% 0.802%
34 13.188 1970 1974 1977 rVvV 164216 213605 3.34% 0.764%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X061919W_M
SW846 8260

35 13.225 1977 1980 1982 rVV 212668 264966 4.14% 0.948%

36 13.249 1982 1984 1989 rVvVv 147592 161385 2.52% 0.577%
37 13.304 1989 1993 1995 rVvV 45242 68730 1.07% 0.246%
38 13.347 1995 2000 2005 rVVv2 1104503 1468606 22.93% 5.255%
39 13.402 2005 2009 2014 rVV3 110169 155505 2.43% 0.556%
40 13.475 2014 2021 2027 rVB3 112180 183312 2.86% 0.656%

41 13.597 2037 2041 2044 rVB2 63012 77700 1.21% 0.278%
42 13.639 2044 2048 2051 rVv2 92081 115581 1.80% 0.414%
43 13.676 2051 2054 2055 rVvVv 54858 65207 1.02% 0.233%

44 13.694 2055 2057 2059 rvvVv 98934 118620 1.85% 0.424%
45 13.719 2059 2061 2071 rVB2 97227 138314 2.16% 0.495%

46 14.694 2211 2221 2225 rBVY 90404 115717 1.81% 0.414%
47 14.834 2240 2244 2252 rBVY 109208 150111 2.34% 0.537%

Sum of corrected areas: 27946225

82X061919W.M Thu Jul 11 07:19:59 2019 Page: 2



Data Path :
Data File :
Acq 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\VX070819\
VX010727.D

09 Jul 2019 04:16

JC/SP

K3690-05

5.0mL/MSVOA_X/WATER

46 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

SS038MW013-190703

AoR858855

3000000

2000000

1000000

TIC: VX010727.D

284

5.66
5.50 6. (2)6 .
/\,}4 6.t

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

Ab TIC: VX010727.D
4585556 e
3000000
2000000
1000000

8.71 11.13
6.86 11.0 6
8.08.18 106&08 11
! RS/ /A NS G S S 1 N — ,_ka %#f

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10. 50 11. oo

AbXé‘H&S}?& TIC: VX010727.D
3000000

12.76
2000000
1000000
14.6B4.83
0 = L e =5 .,.....’.\‘—.A'.|....|..........
Time-- 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\
Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 9

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

8.18 14.29 ug/Il 220783 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59

Abundance Scan 1153 (8.183 min): VX010727.D (-1144) (-) m/z 43.00 100.00%
43
71
5000 57 85
99 7.80 8.00 820 8.40 8.60
el el e M2 138 a1 10 70, 99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 820 8.40 8.60
27 85 m/z 70.10 53.63%
'“I?”'I}§'P'JJP"JP"W'J'W"”I"”I'”'I'”??”"llq'P"'P"W'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7645: Hexane, 3,3-dimethyl-
43
7 7.80 8.00 820 8.40 8.60
5000 57 85 m/z 57.10 49_73%
29
"WH“|}?|“m“““¢““l““l”“wh“lJ“v'?a'“w'“v'“v'“v
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43 7.80 8.00 820 8.40 8.60
m/z 85.10 45 _.89%
5000
29 57 71
"w"“|"“|'“Hh'“'jh"|“HLP"'N"W'H'w"%ﬁ'”'llg'l“%??“"|' LA R RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 o0-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.23 53.96 ug/1 1070110 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 1817 (12.231 min): VX010727.D (-1812) (-) m/z 119.05 100.00%
119
5000
91 134
39 51 65 77 103 ‘ 12.00 12.20 12.40 12.60
Oberrrrrrprrerrrrbrrre et o S L 144152 m/z 134.10 28.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 90.95 23.65%
27 (L s1 65 77 103

I y ol Ly 1 L
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene

12.00 12.20 12.40 12.60
m/z 117.05  14.77%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A

Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- T T SIS
119 12.00 12.20 12.40 12.60

m/z 120.05 9.73%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.30 59.45 ug/1 1178950 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
4 Indane 118 C9H10 000496-11-7 55
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 46
Abundance Scan 1828 (12.298 min): VX010727.D (-1823) (-) m/z 117.10 100.00%
117
105
5000
91 134
% s e T e | uesen 760 12120 1240 1200
o T .t e m/z 119.05 71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 12.00 12.20 12.40 12.60
o m/z 105.10 70.17%
39 63 77 103
'W}?PEn”“k”ﬁhJNLW”mP”h“”ﬁ“ﬂ“'P“W““P“W”“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8964: Benzene, cyclopropyl-
1]
12.00 12.20 12.40 12.60
5000 m/z 118.05 51.85%
91
39 51 103 ‘
'W""P'??I”"I"”I"'W'éé'P'TTI”"I'”'I'”'I"”I"'W""P"'I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl- R R AL
117 12.00 12.20 12.40 12.60
m/z 114.95 36.53%
5000 o1
Pa e,
oy T A i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070819\
Data File : VX010727.D

Acq On : 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.66 47.73 ug/l 946592 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1887 (12.658 min): VX010727.D (-1879) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 !/ 148 12.40 12.60 12.80 13.00
oupuw.”w””w“”ﬁmwsmw”Aq””“”.an”hdnupm.“”w”.w. m/z 134.10 28.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
12.40 12.60 12.80 13.00
2 % s 134 m/z 91.00 19.84%
"I']'-'S'I"2"'7I"':'3?""5i:'lz"'l'E?I'S'I"'III""'IL"'I'IH'I"l:l'I""I""'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

#14812: 0-Cymene

12.40 12.60 12.80 13.00
m/z 105.00 19.09%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
1 12.40 12.60 12.80 13.00
m/z 120.05 10.82%
5000
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:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 (E)-1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 52.74 ug/1 1045990 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 96
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
4 Benzene, (1-methylenepropyl)- 132 C10H12 002039-93-2 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 1894 (12.701 min): VX010727.D (-1891) (-) m/z 117.05 100.00%
117
5000 132
91
39 51 63 77 | 104 148 12.40 12.60 12.80 13.00
Obrrprrrrrrrrrprrrprere e etk ety m/z 132.10 47.23%
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 "|""|""|"A"|""|
91 132 12.40 12.60 12.80 13.00

51 m/z 115.00 35.44%

..P%?w..n,.”JP..wL.”,Jl.,HJ...”h.”.fﬂ%q..”,.”rpn.w..”,.”.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117
132 12.40 12.60 12.80 13.00
5000 91 m/z 91.00 17.22%
39 51 65
15 2|l ] a0 |
SR S N SSRGS ATH | S,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14034: 1-Phenyl-1-butene
117 12.40 12.60 12.80 13.00
m/z 131.10 15.84%
5000 132
91
n @8 s T | s
T T e e e e e e e e
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:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\
Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Indan, l1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.76 177.74 ug/Il 3525070 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
4 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 74
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 68
Abundance Scan 1904 (12.761 min): VX010727.D (-1899) (-) m/z 117.00 100.00%
117
5000
o1 132
39 51 65 77 105 ‘ 12.40 12.60 12.80 13.00
o”,””“.”“”q.nqu,H”“.h“”ul”wvmw”!H”JﬂJ}ﬁﬁ??”w m/z 119.05 66.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
o1 m/z 115.10 35.51%
27 39 51 65 77 | 103

1 | Lo ol . i
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.40 12.60 12.80 13.00
m/z 132.10 28.73%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117

12.40 12.60 12.80 13.00
m/z 91.00 21.55%

132

5000

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:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 8
R.T. EstConc Area Relative to ISTD R.T.
12.90 44.89 ug/1 890295 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90
Abundance Scan 1927 (12.902 min): VX010727.D (-1917) (-) m/z 131.05 100.00%
131
5000
91 115 146
39 51 64 77 103 123 12.60 12.80 13.00 13.20
”w.”w””,””p.”p”.wmw.mw”.J””“.”“ﬁ.“”ﬁ!”w”!w”” m/z 91.00 15.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
12.60 12.80 13.00 13.20
o1 146 m/z 146.05 15.41%
39 51 115
o R NN L 0 < Y I N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
12.60 12.80 13.00 13.20
5000 m/z 115.00 13.86%
146
7 P w o o
| AN I 1 L i 1l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 132.10 10.39%
5000
146
91
A A - |
| L 1N I | A | by L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20

82X061919W.M Thu Jul 11 07:20:06 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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

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

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.97 46.37 ug/1 919714 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 1938 (12.969 min): VX010727.D (-1931) (-) m/z 119.05 100.00%
119
5000 134
39 77 n 105 12.60 12.80 13.00 13.20
51 65 . . . .
S A AU O PR PO RO 11 N A L m/z 134.10 45.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20
g1 m/z 91.00 17 .98%
15 27 39 51 65 77 77 105

L (N Ll ! I |
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20
m/z 120.10  10.45%

5000

91
15 27 4151 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.10 9.24%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.35 74.05 ug/1 1468610 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 2001 (13.353 min): VX010727.D (-1995) (-) m/z 117.10 100.00%
147
5000 132
91 2100 1290 12 40 1260 |
39 51 65 77 103 13.00 13.20 13.40 13.60
of A 162 m/z 132.10 39.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
147
132 A
5000 U BARS AN
13.00 13.20 13.40 13.60
m/z 115.00 28.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117

13.00 13.20 13.40 13.60
5000 132 m/z 131.10 19.70%

27 39 51 e 77 91
| ‘ \‘u Il | ‘ 103 ‘H Lt

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 91.00 12.99%
5000
91 132
G i
| 1l L L ! Ll b
T e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010727.D

Acg On - 09 Jul 2019 04:16

Operator : JC/SP

Sample - K3690-05 -
Misg - 5.0mL/MSVOA_X/WATER S
ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : 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, 2,3,3-tr... 8.18 14.3 ug/I1 220783 2 6.86 772302 50.0
o-Cymene 12.23 54_.0 ug/1 1070110 4 12.08 991620 50.0
Benzene, 1-propenyl- 12.30 59.5 ug/1 1178950 4 12.08 991620 50.0
Benzene, 2-ethyl-_... 12.66 47.7 ug/1 946592 4 12.08 991620 50.0
(BE)-1-Phenyl-1-bu... 12.70 52.7 ug/1 1045990 4 12.08 991620 50.0
Indan, 1-methyl- 12.76 177.7 ug/l 3525070 4 12.08 991620 50.0
1H-Indene, 2,3-di... 12.90 44_.9 ug/1 890295 4 12.08 991620 50.0
Benzene, 1,2,4,5-... 12.97 46.4 ug/1 919714 4 12.08 991620 50.0
Benzene, 2-etheny... 13.35 74.0 ug/1 1468610 4 12.08 991620 50.0
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