LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 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\82X110718W_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 4.745 577 589 601 rvB2 2755 9985 1.62% 0.093%
2 5.214 653 666 676 rBV5 3390 10628 1.72% 0.099%
3 5.501 701 713 727 rBvV2 69372 215261 34.83% 2.006%
4 5.653 728 738 756 rvVB 130555 377736 61.13% 3.520%
5 6.068 795 806 826 rBV3 77096 213858 34.61% 1.993%
6 6.324 839 848 860 rvB2 3360 10324 1.67% 0.096%
7 6.860 925 936 957 rBV 201667 475613 76.97%  4.432%
8 8.049 1124 1131 1141 rVB2 4108 8602 1.39% 0.080%
9 8.336 1173 1178 1182 rBV2 3938 6489 1.05% 0.060%
10 8.494 1200 1204 1214 rVB 4302 8027 1.30% 0.075%
11 8.713 1234 1240 1254 rVB 357122 576157 93.24% 5.369%
12 8.970 1276 1282 1290 rBV2 6186 10473 1.69% 0.098%
13 9.555 1371 1378 1385 rBV2 5419 11171 1.81% 0.104%
14 9.957 1440 1444 1452 rVB 23922 34250 5.54% 0.319%
15 10.061 1455 1461 1465 rBV 19585 27287 4._42% 0.254%
16 10.116 1465 1470 1481 rVB 383557 553306 89.54% 5.156%
17 10.256 1487 1493 1497 rVB 22454 30543 4.94% 0.285%
18 10.360 1497 1510 1515 rvVv 65480 99924 16.17% 0.931%
19 10.414 1515 1519 1529 rVB2 28289 49253 7.97% 0.459%
20 10.640 1552 1556 1560 rvv 12266 16741 2.71% 0.156%
21 10.701 1560 1566 1568 rVvvVv 12369 17250 2.79% 0.161%
22 10.725 1568 1570 1573 rVB 7471 8065 1.31% 0.075%
23 10.835 1580 1588 1592 rBV2 13925 25032 4_05% 0.233%
24 10.914 1592 1601 1604 rBV2 9506 17623 2.85% 0.164%
25 11.018 1612 1618 1623 rBvY 13201 21132 3.42% 0.197%
26 11.085 1625 1629 1632 rBvY 12485 17811 2.88% 0.166%
27 11.140 1632 1638 1648 rVB3 329817 548478 88.76% 5.111%
28 11.244 1648 1655 1659 rBvY 33972 42980 6.96% 0.401%
29 11.359 1671 1674 1681 rVB 69809 92783 15.01% 0.865%

30 11.439 1681 1687 1694 rBV 193871 371817 60.17% 3.465%

31 11.506 1694 1698 1710 rVB2 134670 276969 44.82% 2.581%

32 11.603 1710 1714 1717 rBV 7407 9062 1.47% 0.084%
33 11.670 1720 1725 1732 rBV 85815 121780 19.71% 1.135%
34 11.737 1732 1736 1738 rBV2 12368 14975 2.42% 0.140%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 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\82X110718W.M

Title : SW846 8260

35 11.768 1738 1741 1743 rBV 13041 12102 1.96% 0.113%
36 11.810 1743 1748 1757 rVB 482400 617952 100.00% 5.759%
37 11.896 1757 1762 1764 rBV 21195 31666 5.12% 0.295%
38 11.920 1764 1766 1768 rBV 7522 6837 1.11% 0.064%
39 11.945 1768 1770 1774 rVB 20924 22664 3.67% 0.211%
40 11.987 1774 1777 1780 rBVY 30218 38377 6.21% 0.358%
41 12.024 1780 1783 1787 rVB 30573 34675 5.61% 0.323%

42 12.079 1787 1792 1797 rBV 425484 570477 92.32% 5.316%
43 12.146 1797 1803 1807 rBV3 101176 163498 26.46% 1.524%

44 12.182 1807 1809 1810 rVV 13243 12558 2.03% 0.117%
45 12.201 1810 1812 1814 rVV 21480 22410 3.63% 0.209%
46 12.225 1814 1816 1824 rVB2 38117 48867 7.91% 0.455%

47 12.323 1824 1832 1836 rBV2 205616 391217 63.31% 3.646%
48 12.371 1836 1840 1847 rVB4 297072 480011 77.68% 4._.473%
49 12.438 1847 1851 1852 rBV2 10958 14174 2.29% 0.132%
50 12.475 1852 1857 1861 rVB2 80804 96730 15.65% 0.901%

51 12.524 1861 1865 1871 rVB2 81231 122193 19.77% 1.139%
52 12.591 1871 1876 1877 rBV 141033 171510 27.75% 1.598%
53 12.609 1877 1879 1885 rVB 125254 143153 23.17% 1.334%
54 12.670 1885 1889 1893 rBV 254786 280389 45.37% 2.613%
55 12.774 1899 1906 1912 rVB4 54158 146537 23.71% 1.366%

56 12.853 1913 1919 1924 rBV4 21263 42040 6.80% 0.392%
57 12.908 1924 1928 1931 rVV 46374 58910 9.53% 0.549%
58 12.981 1931 1940 1943 rVV 141189 234753 37.99% 2.188%
59 13.018 1943 1946 1951 rVB 204968 275960 44.66% 2.572%

60 13.079 1951 1956 1957 rBV 52135 56598 9.16% 0.527%
61 13.103 1957 1960 1962 rVVv2 85663 121268 19.62% 1.130%
62 13.127 1962 1964 1968 rVV 59980 60829 9.84% 0.567%
63 13.170 1968 1971 1973 rVV 18058 19102 3.09% 0.178%
64 13.219 1973 1979 1984 rVB2 88833 148410 24.02% 1.383%
65 13.268 1984 1987 1990 rBV2 45412 50631 8.19% 0.472%

66 13.316 1990 1995 1998 rVV3 103497 169908 27.50% 1.583%
67 13.353 1998 2001 2010 rVV5 160580 254720 41.22% 2.374%

68 13.426 2010 2013 2018 rVB2 69294 87587 14.17% 0.816%
69 13.481 2018 2022 2031 rVB6 23243 51567 8.34% 0.481%
70 13.560 2031 2035 2038 rBV3 31433 49244 7.97% 0.459%
71 13.603 2038 2042 2044 rBV 38395 45186 7.31% 0.421%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 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\82X110718W.M
Title - SW846 8260
72 13.633 2044 2047 2055 rVB2 89817 165449 26.77% 1.542%
73 13.731 2059 2063 2068 rVB3 53877 79806 12.91% 0.744%
74 13.774 2068 2070 2076 rVB3 14390 21888 3.54% 0.204%
75 13.828 2076 2079 2086 rVB3 20084 36648 5.93% 0.342%
76 13.889 2086 2089 2092 rBvV4 16228 29289 4.74% 0.273%
77 13.987 2100 2105 2109 rvB4 35820 57706 9.34% 0.538%
78 14.030 2109 2112 2115 rVvVv 20279 24501 3.96% 0.228%
79 14.091 2119 2122 2125 rVB3 49158 55178 8.93% 0.514%
80 14.133 2125 2129 2133 rBV 60324 70071 11.34% 0.653%
81 14.219 2141 2143 2148 rVB2 11891 13777 2.23% 0.128%
82 14.273 2148 2152 2165 rVB 58436 99966 16.18% 0.932%
83 14.377 2165 2169 2174 rBV 39321 49500 8.01% 0.461%
84 14.432 2174 2178 2182 rVB 35075 40018 6.48% 0.373%
85 14.475 2182 2185 2191 rVB5 11823 19808 3.21% 0.185%
86 14.548 2191 2197 2205 rBvV4 12461 33002 5.34% 0.308%
87 14.621 2205 2209 2213 rBV5 5480 9827 1.59% 0.092%
88 14.694 2213 2221 2226 rBV 111161 154025 24.93% 1.435%
89 14.786 2231 2236 2238 rBV3 9100 14257 2.31% 0.133%
90 14.810 2238 2240 2242 rVV 21679 20869 3.38% 0.194%
91 14.840 2242 2245 2249 rVB 44136 50391 8.15% 0.470%
92 15.249 2307 2312 2314 rBV 7588 11509 1.86% 0.107%
93 15.273 2314 2316 2320 rVB2 7048 8790 1.42% 0.082%
94 15.444 2339 2344 2348 rBV 13487 20679 3.35% 0.193%
95 15.554 2356 2362 2372 rVB3 32639 58677 9.50% 0.547%
96 15.688 2379 2384 2388 rBV2 29538 48377 7.83% 0.451%
97 15.724 2388 2390 2397 rVB 16397 21527 3.48% 0.201%
98 15.913 2413 2421 2426 rBV 6297 13287 2.15% 0.124%
99 16.072 2442 2447 2451 rBV2 4653 7573 1.23% 0.071%
100 16.450 2504 2509 2515 rBV6 3371 8078 1.31% 0.075%
Sum of corrected areas: 10730568
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.M
Quant Title : SW846 8260

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

Abundance TIC: VX006007.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.44 32.59 ug/1 371817 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 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1687 (11.439 min): VX006007.D (-1681) (-) m/z 105.10 100.00%
105
5000
120
77 91 190 11140 1160 1180
39 51 65 11.20 11.40 11.60 11.80
Ol e e e e el B LML Tz 120.10 0 31.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
o1 m/z 91.10 11.90%
1527 3 Slgges ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.05 11.53%
120
15 27 39 5l cg 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 103.10 8.39%
5000
120
15 27 39 sieges 7 Ofgg | L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 1,2,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.15 14 .33 ug/Il 163498 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, l-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 91

Abundance Scan 1804 (12.152 min): VX006007.D d)(-1797) ) m/z 105.10 100.00%
105
5000 120
43
71
| | 79 91 113 141 11.80 12.00 12.20 12.40
SRS B NSRS PO WP S A NS /9| N . S m/z 120.10 42.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.80 12.00 12.20 12.40
o 7 o m/z 43.10 26 .56%
51
"v%é'v'%?v"Jﬁ"'ﬁ”"vgéw"ﬂm"“|M'H|J'L|'”“|“'“|'“'l'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 57.10 21.89%
27 39 51 g5 7 9L
WWWWWTWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl- e T
105 11.80 12.00 12.20 12.40
m/z 71.10 16.13%
5000
120
Zr P oam e g |
I 1 A | I 1 N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 1180 1200 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 1l-methyl-3-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 34.29 ug/1 391217 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 95
2 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 72
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 1832 (12.323 min): VX006007.D (-1824) (-) m/z 105.10 100.00%
105
5000
134
39 51 g /91 |19 153 12.00 12.20 12.40 12.60
rrprrrrprrr e e e e b || M/z 13410 24 82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
5000

12.00 12.20 12.40 12.60
134 m/z 106.10 13.41%

27 39 51 65 17 91 119

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

Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 76.95 11.30%
134
27 39 51 65 7 91 115
Wwwwmrmmﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14855: Benzene, 1-methyl-2-propyl-
105 12.00 12.20 12.40 12.60
m/z 91.05 10.52%
5000
134
15 27 39 s1 65 T SU | 119
T T T T R T S e e e
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\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.59 15.03 ug/I 171510 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 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1876 (12.591 min): VX006007.D (-1871) (-) m/z 119.05 100.00%
119
5000
134
77 St 105 12.20 12.40 12.60 12.80 13.00
39 51 65 | | | 168 . . . . .
SN S S PN MMESS ¥R ESOA MEINSN L. m/z 134.10 33.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80 13.00
m/z 91.10 16.84%
R
| | iy Ll m n Ll i
miz--> 20 40 60 8 100 120 140 160
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 105.05 13.19%
91 134
s 27 30 51 65 ' 105
mz-> 20 40 60 8 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 120.10 10.14%
5000
91 134
7 105
15 2 3?? i I?\SI 0 R Y R 1 R
m/z--> 20 40 60 80 100 120 140 160 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 1l-ethyl-2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.67 24 .58 ug/1 280389 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 1889 (12.670 min): VX006007.D (-1885) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 77 °1 105 12.40 12.60 12.80 13.00
Ol ettt ekt | m/z 134.05  29.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 91.05 15.68%
5 27 % 51 7 9o |
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.78%
91 134
7 105

15 27 39 51 65

TTWWWWWWWW
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-

119 12.40 12.60 12.80 13.00

m/z 105.05 9.43%
5000
134
91
27 39 51 65 77 105
...,2....,.1.‘.5.,...‘.,....‘,‘....,‘.‘...,.‘.‘..,...‘a‘,....,....,.‘a‘..,..‘a‘al....,.‘.‘..,....,....

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.98 20.58 ug/1 234753 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 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 1940 (12.981 min): VX006007.D (-1931) (-) m/z 119.05 100.00%
119
5000 134
77 ot 12.60 12.80 13.00 13.20
39 51 65 103 . . . .
e e e Al 199 168 27934710 46.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.10 16.79%
15 27 35 51 6 T 108 ) |
mz-> 20 40 60 80 100 120 140 160
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.05 10.06%
91
15 27 4151 65 77 105
mz-> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.86%
134
5000
G R
o M n L Ll |
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.02 24.19 ug/1 275960 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 1946 (13.018 min): VX006007.D (-1943) (-) m/z 119.10 100.00%
119
5000 134
39 65 77 o1 12.80 13.00 13.20 13.40
51 103 : : : :
O e el 155 168 m/z 134.10 43.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.80 13.00 13.20 13.40
m/z 91.10 15.31%
27 39 51 65 77 gﬁ 05 |
| Ay Ll M L Ll L
miz--> 20 40 60 80 100 120 140 160
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.05 9.76%
91
15 27 39 51 65 77 103
mz-> 20 40 60 80 100 120 140 160
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.80 13.00 13.20 13.40
m/z 133.10 8.93%
5000
. 91 134
39 65 105
..1.5|.2‘.7..|‘..5‘:.L. H.‘...‘“l..“..Hl‘..‘ﬁ‘l....luuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.32 14.89 ug/I 169908 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 64
4 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 43
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 42
Abundance Scan 1996 (13.322 min): VX006007.D (-1990) (-) m/z 57.10 100.00%
7
5000
13.00 13.20 13.40 13.60
m/z 43.10 77 .90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38315: Dodecane
57
43
71
5000 RN BN BN
85 13.00 13.20 13.40 13.60
29 m/z 71.10 51.97%
98 112 127 170
||1|5||‘|‘||‘|‘|||“|‘|||‘i||‘l|||H|||l‘|||‘|||1|4]|-||||||‘|||
m/z--> 20 40 60 80 100 120 140 160
Abundance
119 133
13.00 13.20 13.40 13.60
5000 oL 148 m/z 41.10 38.48%
105
77
15 28 39 51 65
miz--> 20 40 60 8 100 120 140 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl- e e R m A
133 13.00 13.20 13.40 13.60
119 m/z 133.10 37 .06%
5000 148
9% 405
s 9 s T
[ I Iy ] m I | 1 1
m/z--> % 4b & % ﬁo @ 1% ﬁo ' 13.00 13.20 13.40 13.60

82X110718W.M Thu Nov 15 16:10:51 2018 RPT1
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.35 22 .33 ug/1 254720 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 68

Abundance Scan 2001 (13.353 min): VX006007.D (-1998) (-) m/z 117.10 100.00%

7

5000

13.00 13.20 13.40 13.60
m/z 119.10 54.17%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14033: 3-Phenylbut-1-ene

5000
13.00 13.20 13.40 13.60

m/z 132.10 36.18%

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

117

13.00 13.20 13.40 13.60
5000 132 m/z 115.05 31.28%

27 39 51 65 77 91

mmwﬂmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117

13.00 13.20 13.40 13.60
m/z 91.10 20.35%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60

82X110718W.M Thu Nov 15 16:10:51 2018 RPT1 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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, 1l-ethyl-4-(1-methy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.63 14 .50 ug/I1 165449 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 87
4 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 87
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 87
Abundance Scan 2046 (13.627 min): VX006007.D (-2044) (-) m/z 133.10 100.00%
5000
119 148
39 51 65 77 91 105 13.40 13.60 13.80 14.00
et bt L 180 Tn777119.05  35.65%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
13
5000
105 148 13.40 13.60 13.80 14.00
o1 119 m/z 148.10 32.65%
s 27 4stoes T |||
mz-> 0 20 40 60 8 100 120 140 160
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 134.05 11.97%
148
, 15 21 39 5 g5 77 91 105 137
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133 13.40 13.60 13.80 14.00
m/z 91.00 11.84%
5000
148
, 15 %7 3ﬁ 51 65 77 9} 1?5 117
| . Ly ul Ly Ll L L
m/z--> 0 20 40 60 80 100 120 140 160 13.40 13,60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111418\
Data File : VX006007.D

Acq On : 15 Nov 2018 06:46

Operator : JC/MD

Sample - J5915-02

Misc = 5.00g/710m1/100ul/5.00mL/MSVOA_X/MEOH

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.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]
Benzene, l-ethyl-... 11.44 32.6 ug/Il 371817 4 12.08 570477 50.0
Benzene, 1,2,3-tr... 12.15 14.3 ug/I1 163498 4 12.08 570477 50.0
Benzene, l-methyl... 12.32 34.3 ug/Il 391217 4 12.08 570477 50.0
Benzene, 2-ethyl-_.. 12.59 15.0 ug/I1 171510 4 12.08 570477 50.0
Benzene, l-ethyl-._... 12.67 24_6 ug/I1 280389 4 12.08 570477 50.0
Benzene, 1,2,4,5-_... 12.98 20.6 ug/I1 234753 4 12.08 570477 50.0
Benzene, 1,2,3,5-... 13.02 24_2 ug/I1 275960 4 12.08 570477 50.0
Dodecane 13.32 14.9 ug/I1 169908 4 12.08 570477 50.0
3-Phenylbut-1-ene 13.35 22.3 ug/I1 254720 4 12.08 570477 50.0
Benzene, l-ethyl-_.. 13.63 14.5 ug/I1 165449 4 12.08 570477 50.0
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