LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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\82X092618W_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 1.404 37 41 47 rBv 103699 104657 2.21% 0.250%
2 1.782 98 103 118 rVB 790978 1167596 24.66% 2.784%
3 1.995 133 138 150 rBV 328302 497421 10.51% 1.186%
4 2.117 153 158 165 rvv 49640 71747 1.52% 0.171%
5 2.263 178 182 189 rVB 35565 55457 1.17% 0.132%
6 2.446 208 212 219 rVB 52835 84422 1.78% 0.201%
7 2.617 235 240 252 rVB 47713 88114 1.86% 0.210%
8 2.842 269 277 280 rBv2 79108 177851 3.76% 0.424%
9 2.885 280 284 287 rVvv 173090 337883 7.14% 0.806%
10 2.928 287 291 303 rvB 252958 534437 11.29% 1.274%

11 3.166 321 330 342 rBV 162906 368924 7.79% 0.880%
12 3.513 379 387 397 rBvV 44072 104437 2.21% 0.249%
13 4_397 520 532 545 rVB 337898 997864 21.08% 2.379%
14 4.702 572 582 589 rBv2 25615 73269 1.55% 0.175%
15 5.500 700 713 719 rBV 155116 457930 9.67% 1.092%

16 5.574 719 725 732 rVV2 172472 518154 10.94% 1.235%
17 5.665 732 740 770 rVB 210150 692139 14.62% 1.650%

18 5.933 773 784 796 rVB6 24900 86402 1.83% 0.206%
19 6.067 796 806 814 rBv2 167713 436065 9.21% 1.040%
20 6.141 814 818 827 rVB 38769 89861 1.90% 0.214%
21 6.256 829 837 840 rBV3 25527 65590 1.39% 0.156%
22 6.354 848 853 861 rvB4 32818 85831 1.81% 0.205%
23 6.452 861 869 882 rvB2 23149 69552 1.47% 0.166%

24 6.860 926 936 959 rBV 316251 806266 17.03% 1.922%
25 7.457 1022 1034 1045 rBVvV2 85914 234447 4_95% 0.559%

26 8.719 1234 1241 1247 rBV 723389 1182471 24.98% 2.819%
27 8.787 1247 1252 1259 rVB 291119 452079 9.55% 1.078%
28 10.116 1459 1470 1480 rBV 677060 964096 20.36% 2.299%
29 10.256 1487 1493 1504 rBV 3391998 4684760 98.95% 11.169%
30 10.359 1504 1510 1531 rVB 3477908 4734274 100.00% 11.287%

31 10.701 1560 1566 1585 rVB 2650592 3407359 71.97% 8.124%
32 11.018 1612 1618 1626 rBV 264867 346499 7.32% 0.826%
33 11.140 1632 1638 1651 rBV 732003 938918 19.83% 2.239%
34 11.359 1669 1674 1681 rBV 535084 663765 14.02% 1.583%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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\82X092618W_.M
SW846 8260

35 11.432 1681 1686 1694 rVV 1172126 1980610 41.84% 4.722%

36 11.506 1694 1698 1705 rVB 337862 408379 8.63% 0.974%
37 11.670 1719 1725 1737 rBV 1000937 1224597 25.87% 2.920%
38 11.810 1742 1748 1761 rVB 2442002 3020807 63.81% 7.202%
39 12.024 1778 1783 1787 rBV 47504 61924 1.31% 0.148%
40 12.079 1787 1792 1798 rVV 923407 1131107 23.89%% 2.697%

41 12.146 1798 1803 1809 rVB 700415 870031 18.38% 2.074%
42 12.298 1821 1828 1836 rBV2 1097211 1523870 32.19% 3.633%
43 12.371 1836 1840 1849 rVB2 164600 256259 5.41% 0.611%
44 12.463 1850 1855 1860 rBV2 48606 70228 1.48% 0.167%
45 12.518 1860 1864 1870 rVB 59437 74433 1.57% 0.177%

46 12.585 1870 1875 1878 rBV 170002 234895 4._.96% 0.560%
47 12.670 1884 1889 1892 rBV 263293 323330 6.83% 0.771%
48 12.700 1892 1894 1898 rVV 125509 134955 2.85% 0.322%
49 12.755 1898 1903 1911 rVV 387035 501199 10.59% 1.195%
50 12.853 1911 1919 1924 rVV 111045 245905 5.19% 0.586%

51 12.902 1924 1927 1932 rVB2 54494 72863 1.54% 0.174%
52 12.975 1932 1939 1942 rBV 164177 212223 4.48% 0.506%
53 13.017 1942 1946 1952 rVB2 167299 229171 4._.84% 0.546%
54 13.225 1976 1980 1985 rVB 232478 267543 5.65% 0.638%
55 13.347 1996 2000 2006 rVB2 485688 650189 13.73% 1.550%

56 13.481 2018 2022 2031 rVB 65877 89726 1.90% 0.214%
57 13.603 2038 2042 2045 rBV 41738 56808 1.20% 0.135%
58 13.639 2045 2048 2055 rVV5 41295 82140 1.74% 0.196%
59 13.719 2059 2061 2066 rVB2 45422 56417 1.19% 0.135%
60 13.773 2066 2070 2074 rVB 63503 81314 1.72% 0.194%

61 13.834 2074 2080 2084 rBV 1483037 1792246 37.86% 4.273%
62 13.877 2084 2087 2091 rVvVv 117999 153630 3.25% 0.366%
63 13.926 2091 2095 2100 rVB 117858 152202 3.21% 0.363%
64 14.694 2217 2221 2226 rVB 132220 154554 3.26% 0.368%
65 14.840 2240 2245 2253 rVB 189555 249534 5.27% 0.595%

Sum of corrected areas: 41943626
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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\VX100818\
VX005117.D

08 Oct 2018 10:40

JC/MD

J5268-02

5.0mL/MSVOA_X/WATER

7 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

1.40

TIC: VX005117.D

1.78

2.00 4.40

g3
I\ 2122 262452 62 2 817

3.51 4.70

5.508%767

6,07
5.93/\0.14.%6.

0

Time--> 1.20 1.40 1.60 1.80 200 220 240 260 280 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

3000000

2500000

2000000

1500000

1000000

500000

6.45
O

TIC: VX005117.D

10.24.36

10.12

.

10.70

11.43

Time-->

T
6.50

™
9.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VX005117.D

11.81

13.83

14.50

13.50 14.00 15.00

15.50

16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 Butane, 2-methyl- Concentration Rank 2

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

1.78 84 .35 ug/1 1167600 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 45
4 1-Butene 56 C4H8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 103 (1.782 min): VX005117.D (-98) (-) m/z 43.05 100.00%
43
57
5000
72 140 1.60 1.80 2.00 2.20
...,....,....,...37:|;.:..‘??-.']:,‘??..,'.'..?,0....,....,...19?.... m/z 42.10 86.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 41.10 85.71%
5 || sl s e 7
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
42
8l 140 1.60 1.80 2.00 2.20
5000 m/z 57.10 65.61%
15 95 50 57 72
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #706: Pentane ||||ll|llll|llll/|\llll|ll
43 1.40 1.60 1.80 2.00 2.20
m/z 39.10 26 .55%
5000
27 57 72
15 “‘ 37‘\ I 51 M‘ 63 ‘
m/z--> 0 20 30 40 50 60 70 8 90 100 110 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 Pentane Concentration Rank 8

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

2.00 35.93 ug/1 497421 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 25
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 16
4 Oxirane, ethyl- 72 C4H80 000106-88-7 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 139 (2.001 min): VX005117.D (-133) (-) m/z 43.05 100.00%
43
5000
37| 51 5|7 - 72 29 105 1.60 1.80 2.00 2.20 2.40
| 1 1 R0 L A 4 E— 0 B m/z 42.10 58.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #706: Pentane
ile]
5000 ISR R A SRS
1.60 1.80 2.00 2.20 2.40
27 57 - m/z 41.05 51.43%
15 \\ 37\ , 51 ‘ 63
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
. 160 180 2.00 220 240
5000 29 m/z 39.10 16.83%
1 15 37 51 g 2
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #638: Diaziridine,3,3-dimethyl-
3P 1.60 1.80 2.00 2.20 2.40
a1 m/z 57.10 15.58%
5000
54 72
AR RRRA RS AR RARS ‘47P'AI”"P'”I”'W'”'P'”I” IREDE SRR SRR SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 1-Pentene Concentration Rank 6

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

2.93 38.61 ug/1 534437 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 78
3 Cyclopentane 70 C5H10 000287-92-3 72
4 Cyclobutanone 70 C4H60 001191-95-3 9
5 n-Propyl chloride 78 C3H7CI 000540-54-5 9

Abundance Scan 291 (2.928 min): VX005117.D (-287) (-) m/z 42.10 100.00%

260 2.80 3.00 3.20
...,....,....,....,..3.6:|,'..‘.‘?....,6.2..'.',...77.,.8.4..,9.1..., m/z 55.10 47.80%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #551: 1-Pentene
42
55
5000 70

2.60 2.80 3.00 3.20

a4p
5000 55
‘ 70

29 m/z 70.10 35.87%
15 H “_ 49 62
R S I I R I IS IS I LS IR
m/z--> 0 10 20 30 40 50 60 70
Abundance
42
IS SREE RESE NREE R
2.60 2.80 3.00 3.20
5000 m/z 41.10 30.77%
55
15 49 62
LIRS ILELLELN SR SURLELELSN I SUR L SURLL LS SURBLEL SURELISS UL SUL
m/z--> 0 10 20 30 40 50 60 70
Abundance #556: Cyclopentane
42 2.60 2.80 3.00 3.20
m/z 39.10 23.62%
5000
55 70
27 ‘
1 15 |, 33 M 49 63
m/z--> (I) 1|0 2|0 3IO 4|0 5|O 6|0 7|0 8|0 9|0 I 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 Pentane, 3-methyl- Concentration Rank 10

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

3.17 26.65 ug/1 368924 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 331 (3.172 min): VX005117.D (-321) (-) 57.05 100.00%

57
41
5000

71 -0 86 2.80 3.00 3.20 3.40 3.60
e Ol 7980 08 h/z 56.10  88.67%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29

2.80 3.00 3.20 3.40 3.60
m/z 41.10 64 .90%

s | el 7w
A AR B a e o e e EARARREEREEaR S e S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
43
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.05 25.37%
2 B 50 69 77 99
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.10 16.58%
5000
“ 71
\‘ 50 | 78 85 93 113 128
T T T T R e e T R T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40 3.60

82X092618W.M Tue Oct 16 11:25:19 2018 RPT1 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 Cyclopentane, methyl- Concentration Rank 3

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

4.40 72.09 ug/1 997864 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56

Abundance Scan 532 (4.397 min): VX005117.D (-520) (-) m/z 56.10 100.00%
56 T
5000 “ 69
37| |45 5 | 6165 | 74 79 8|4 4.00 420 4.40 4.60 4.80
0““MWMWMWNWMWNWMWMWMWJWNWHH“wmwﬁwmwmw“M“W“M m/z 41.05 51.70%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 f
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 420 4.40 4.60 4.80
o8 m/z 69.10 42 .69%
84
15 ik 37\‘\ SJM“ 65, 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84
4.00 420 4.40 4.60 4.80
5000 4 m/z 55.10 25.72%
69
27
15 37 51 65 77
L L) L) AL AL A L) Rkt ALY ALR) LA RARAI KAL) SAS) NI A KA AL ARM AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56 4.00 420 4.40 4.60 4.80
a1 m/z 39.10 21.84%
5000
27
69
1 15 1 sl s e 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | | 4.00 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 54.13 ug/1 1224600 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1725 (11.670 min): VX005117.D (-1719) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
e oo e 84 L 98 L 1B L 133 1 77 120,10 30.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
39 . o1 m/z 77.05 11.99%
SR VNS = N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 91.10 11.59%

7 91
15 27 39 5lgges 08

wwwm‘mﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-

11.40 11.60 11.80 12.00
m/z 79.10 8.85%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.15 38.46 ug/1 870031 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1804 (12.152 midr)1):VX005117.D(—1798) ) m/z 105.05 100.00%
105
5000 120 A
L
7 91 11.80 12.00 12.20 12.40
39 51 65
et el 18207 Tn/z 120.10 44.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 NN SRR B
11.80 12.00 12.20 12.40
77 m/z 77.00 10.88%
15 27 3\9\ 5:!' §? N 9\1 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.05 10.55%
15 27 39 51 65 o9
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.80 12.00 12.20 12.40
m/z 91.05 9.47%
5000
120
27 19 51 65 17 9&
L e ol | ! 3l A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 67.36 ug/l 1523870 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
4 Deltacyclene 118 C9H10 007785-10-6 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 49
Abundance Scan 1828 (12.298 min): VX005117.D (-1821) (-) m/z 117.10 100.00%
147
5000
39 63 3 10s 12.00 12.20 12.40 12.60
51 77 134 : : : :
e e 70 e 84l 981 | 127 m/z 118.10 54.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

VAN
LI L I B I

12.IOO 12.20 12.40 12.60
m/z 115.10  34.83%

5000

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

117

12.00 12.20 12.40 12.60
5000 o1 m/z 91.10 17 .59%

65

39 51 g 78 103

wwmmmmmﬁrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8967: Benzene, cyclopropyl-

12.00 12.20 12.40 12.60
m/z 119.10  13.55%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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

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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.35 28.74 ug/1 650189 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
4 Indan, l-methyl- 132 C10H12 000767-58-8 76
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
Abundance Scan 2001 (13.353 min): VX005117.D (-1996) (-) m/z 117.05 100.00%
117
5000 132
91 an 1200 1240 12w
39 51 65 77 13.00 13.20 13.40 13.60
ol 10 147 162 m/z 132.05  37.19%
m/z--> 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
5000 132 Ry
13.00 13.20 13.40 13.60
9 51 g8 o1 m/z 115.05 28.73%
27 77 ‘
“V“W““V“ﬁh“VWWHMVHWL“ﬁ§WHM'”““HPHWH“V“W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.00 13.20 13.40 13.60
5000 13 m/z 131.10 19.29%

27 39 51 65 77 91 103

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

Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 91.10 13.21%
5000
91 132
27 39 5} 65 17 ‘ 105 |
| 1l Ll Iy ! Ll L
T T e e e e e e
m/z--> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100818\
Data File : VX005117.D

Acq On : 08 Oct 2018 10:40

Operator : JC/MD

Sample - J5268-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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]
Butane, 2-methyl- 1.78 84.3 ug/1 1167600 1 5.67 692139 50.0
Pentane 2.00 35.9 ug/I1 497421 1 5.67 692139 50.0
1-Pentene 2.93 38.6 ug/I 534437 1 5.67 692139 50.0
Pentane, 3-methyl- 3.17 26.6 ug/I 368924 1 5.67 692139 50.0
Cyclopentane, met... 4.40 72.1 ug/l 997864 1 5.67 692139 50.0
Benzene, l-ethyl-_... 11.67 54_.1 ug/1 1224600 4 12.08 1131110 50.0
Benzene, 1,2,3-tr... 12.15 38.5 ug/I1 870031 4 12.08 1131110 50.0
Indane 12.30 67.4 ug/1 1523870 4 12.08 1131110 50.0
1H-Indene, 2,3-di... 13.35 28.7 ug/l 650189 4 12.08 1131110 50.0
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