LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX052219\

Data File : VX009822.D

Aca On - 22 May 2019 23:21

Operator : JC/SP

Sample - K2976-01 50X

Misc - 6.560/5mL/100uL/5.00mL/MSVOA_X/MEOH ERLSBE2 SR/
ALS Vial : 34 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\82X042919W.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 5.500 701 713 727 rBV 96138 282367 3.73% 0.483%
2 5.659 727 739 753 rVvV 174045 493414 6.52% 0.844%
3 6.061 793 805 823 rBV 122188 327393 4_.33% 0.560%
4 6.860 922 936 950 rBV 283015 671583 8.87% 1.148%
5 8.713 1235 1240 1255 rVB 597732 946423 12.50% 1.618%
6 9.445 1350 1360 1368 rBV 83977 137595 1.82% 0.235%
7 9.561 1373 1379 1385 rBV3 67720 151047 2.00% 0.258%
8 9.622 1385 1389 1393 rVB 121031 164775 2.18% 0.282%
9 9.676 1393 1398 1402 rBV 185584 271438 3.59% 0.464%
10 9.890 1426 1433 1437 rBv3 145115 359297 4._.75% 0.614%

11 9.957 1440 1444 1449 rVB 161874 221129 2.92% 0.378%
12 10.067 1455 1462 1465 rBV 317731 452819 5.98% 0.774%
13 10.109 1465 1469 1475 rVB 570402 747280 9.87% 1.278%
14 10.182 1475 1481 1485 rVB5 43416 94297 1.25% 0.161%
15 10.237 1485 1490 1497 rBv2 103108 196926 2.60% 0.337%

16 10.335 1497 1506 1507 rBV2 205437 347022 4._.58% 0.593%
17 10.371 1507 1512 1516 rVB2 347145 640778 8.47% 1.096%
18 10.408 1516 1518 1529 rVB 227067 380496 5.03% 0.651%
19 10.512 1529 1535 1541 rBV 143606 214361 2.83% 0.367%
20 10.640 1549 1556 1564 rBV3 571955 1037110 13.70% 1.774%

21 10.725 1564 1570 1573 rBV3 296175 452493 5.98% 0.774%
22 10.768 1574 1577 1580 rVB2 153117 183373 2.42% 0.314%
23 10.835 1580 1588 1592 rBV2 1471915 2132270 28.17% 3.646%
24 10.908 1592 1600 1604 rBV2 1125116 1929194 25.49% 3.299%
25 10.944 1604 1606 1611 rVB 566481 737994 9.75% 1.262%

26 11.012 1611 1617 1621 rBV2 298673 497695 6.58% 0.851%
27 11.054 1621 1624 1626 rBV2 225464 318172 4._.20% 0.544%
28 11.085 1626 1629 1632 rVB 381296 460920 6.09% 0.788%
29 11.133 1632 1637 1642 rVB 1324558 1800014 23.78% 3.078%
30 11.182 1642 1645 1648 rVB2 209486 245516 3.24% 0.420%

31 11.219 1648 1651 1652 rBV 119399 123029 1.63% 0.210%
32 11.274 1656 1660 1669 rVB3 884267 1360514 17.97% 2.327%
33 11.359 1670 1674 1677 rBV 597684 736542 9.73% 1.260%
34 11.390 1677 1679 1683 rBV2 155017 185217 2.45% 0.317%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX052219\

Data File : VX009822.D

Aca On - 22 May 2019 23:21

Operator : JC/SP

Sample - K2976-01 50X

Misc - 6.560/5mL/100uL/5.00mL/MSVOA_X/MEOH ERLSBE2 SR/
ALS Vial : 34 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\82X042919W_M
SW846 8260

35 11.450 1683 1689 1692 rBV2 789777 1372891 18.14% 2.348%

36 11.487 1692 1695 1696 rBV 710831 774810 10.24% 1.325%
37 11.505 1696 1698 1701 rVB 665625 617646 8.16% 1.056%
38 11.578 1707 1710 1715 rVB4 140750 180661 2.39% 0.309%
39 11.627 1715 1718 1720 rBV 117423 136984 1.81% 0.234%
40 11.682 1720 1727 1732 rVV6 451851 917097 12.12% 1.568%

41 11.737 1732 1736 1738 rVV2 359660 457228 6.04% 0.782%
42 11.767 1738 1741 1744 rVV 1607257 1877844 24.81% 3.211%
43 11.810 1744 1748 1757 rVB 5450410 7569299 100.00% 12.944%
44 11.889 1757 1761 1763 rBV2 297459 416652 5.50% 0.713%
45 11.920 1763 1766 1767 rVV 356839 427495 5.65% 0.731%

46 11.944 1767 1770 1774 rVV 875747 1184061 15.64% 2.025%
47 11.999 1774 1779 1781 rVV 932318 1237277 16.35% 2.116%
48 12.024 1781 1783 1787 rVV2 538474 661221 8.74% 1.131%
49 12.078 1787 1792 1797 rVV4 696833 1492412 19.72% 2.552%
50 12.139 1797 1802 1809 rVB 1746172 2332946 30.82% 3.990%

51 12.298 1823 1828 1830 rBV 667338 916539 12.11% 1.567%
52 12.322 1830 1832 1835 rVV 605967 656062 8.67% 1.122%
53 12.371 1835 1840 1846 rVV3 1776144 3195258 42.21% 5.464%
54 12.462 1846 1855 1861 rVV3 352632 1026043 13.56% 1.755%
55 12.523 1861 1865 1870 rVB3 309818 575032 7.60% 0.983%

56 12.584 1870 1875 1877 rBV 791129 1101747 14.56% 1.884%
57 12.609 1877 1879 1885 rVV 1052517 1498411 19.80% 2.562%
58 12.664 1885 1888 1892 rVV 949821 1256138 16.60% 2.148%
59 12.694 1892 1893 1897 rVV 168439 177224 2.34% 0.303%
60 12.767 1897 1905 1911 rVB4 527305 1376217 18.18% 2.353%

61 12.847 1914 1918 1920 rVV3 217829 301963 3.99% 0.516%
62 12.901 1924 1927 1930 rVB2 348881 431501 5.70% 0.738%
63 12.944 1930 1934 1936 rBV2 296133 424116 5.60% 0.725%
64 12.975 1936 1939 1942 rVB 444037 515665 6.81% 0.882%
65 13.017 1942 1946 1953 rVB 734313 1011610 13.36% 1.730%

66 13.078 1953 1956 1961 rBV3 192506 348216 4._.60% 0.595%
67 13.145 1965 1967 1972 rVB 95157 118844 1.57% 0.203%
68 13.194 1972 1975 1976 rBV2 120758 127495 1.68% 0.218%
69 13.261 1983 1986 1990 rVB3 96417 116090 1.53% 0.199%
70 13.304 1990 1993 1996 rVV2 164608 213241 2.82% 0.365%

71 13.340 1996 1999 2006 rVvv2 731374 1054390 13.93% 1.803%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On : 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._M

: SW846 8260

72 13.426 2010 2013 2017 rVv2 81827 110321 1.46% 0.189%
73 13.474 2017 2021 2031 rVB2 274700 447361 5.91% 0.765%
74 13.560 2031 2035 2038 rBV3 54272 78915 1.04% 0.135%
75 13.639 2044 2048 2052 rBV3 108772 180375 2.38% 0.308%

76 13.718 2059 2061 2067 rVB2 68110 96957 1.28% 0.166%
77 13.834 2076 2080 2087 rVB2 102331 164273 2.17% 0.281%

Sum of corrected areas: 58477021
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._M
Quant Title : SW846 8260

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

Abundance TIC: VX009822.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.64 69.39 ug/1 1037110 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 64
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 53
3 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-77-7 53
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 52
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
Abundance Scan 1556 (10.640 min): VX009822.D (-1549) (-) m/z 97.05 100.00%
58.1 97.0
43.1
5000
‘ 69.1 851
126.1
10.40 10.60 10.80 11.00
111.1
..,....,....,....i.|...,'.':.:,...':!'....,'.'!..,..!!',....,-....,..~!'.,...1.‘,‘.2;.1.,. m/z 55.10 99.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
5000
41.0 10.40 10.60 10.80 11.00
29.0 69.0 1o 126.0 m/z 43.10 70.06%
”I%EQP'JA"”h“”'ILLW"ML'“'”L"P"h"}ﬁ%g'l”"P'“I'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97.0
5.0 RN BRI BURURN SN IR
10.40 10.60 10.80 11.00
5000 41.0 69.0 m/z 57.10 64.91%
27.0
..,??:9,...U,....‘;H...,‘.‘..‘.,...wl....ﬁﬁ'.o.,..ll,...1.1:2:(.’.,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0 10.40 10.60 10.80 11.00
m/z 41.10 59.69%
5000 41.0
69.0
Dol L 880 | a0 1260
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 Octane, 2,6-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.83 142.67 ug/Il 2132270 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 92
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 46
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 46

Abundance Scan 1587 (10.829 min): VX009822.D (-1580) (-) m/z 57.10 100.00%
571.1
43.0 71.1
5000
96.1 113.1 10.60 10.80 11.00 11.20
b 12711422 1692 | Tz 43 05 58.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000 RN DU S B SUN
10.60 10.80 11.00 11.20
m/z 71.10 58.06%
29.0 | ‘ g5.0 113.0
150 | 0 99.0 | 127.0 142.0
miz--> 20 40 60 80 100 120 140 160
Abundance #19185: Octane, 3,6-dimethyl-
57.0
71.0 10.60 10.80 11.00 11.20
5000 43.0 m/z 41.10 51.67%
29.0
113.0
“ “‘ L 80 990 | 127.0 1420
miz--> 20 40 60 80 100 120 140 160
Abundance #19167: Nonane, 3-methyl- A T T
57.0 10.60 10.80 11.00 11.20
m/z 56.10 34.15%
71.0
5000 43.0
29.0
112.0
150 | “‘ I, | 80980 | 127.01420
m/z--> 20 40 60 80 100 120 140 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 Cyclohexane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.91 129.08 ug/Il 1929190 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 76
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 60
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
Abundance Scan 1600 (10.908 min): VX009822.D (-1592) (-) m/z 83.10 100.00%
55.0 83.1
5000
39 126.1
109.1 | 1421 10.60 10.80 11.00 11.20
L e e o e m/z 55.05 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
55.0 83.0
5000
10.60 10.80 11.00 11.20
390 126.0 m/z 82.10 59.44%
15.0 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11596: Cyclohexane, (1-methylethyl)-
83.0
55.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 59.17%
39/0 ‘ 126.0
...,.U.JN..W,.A..,l”.,}%¥9,”..,....,.”.,....“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- San R e A ERR R
83.0 10.60 10.80 11.00 11.20
m/z 57.10 39.31%
5000 55.0
S0 .l 1120 13901550 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W_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 4 Heptane, 3-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.94 49.38 ug/1 737994 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 64
2 Undecane. 6-methvl- 170 C12H26 017302-33-9 64
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 50
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 45
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 43

Abundance Scan 1605 (10.938 min): VX009822.D (-1604) (-) m/z 57.10 100.00%
57.1
5000 43.1
98.1
71.1 125.1 1401 10.60 10.80 11.00 11.20
R e L 7 m/z 43.10 47 .32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19221: Heptane, 3-ethyl-2-methyl-
51.0
5000 43.0 DR UL SR
10,60 10.80 11.00 11.20
98.0 m/z 41.10 27 .98%
29.0 71.0
. 1130 142.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38334: Undecane, 6-methyl-
57.0
10.60 10.80 11.00 11.20
5000 m/z 98.10 26.31%
43.0
29.0 98.0
I \w 4 10 | 112.0126.0 141.0155.0 170.0
mz-> 2 40 60 80 100 10 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0 10.60 10.80 11.00 11.20
m/z 56.10 17.50%
5000 43.0
71.0
29.0
T L, 98091130457 0141.0155.0169.0 184.0
m/z--> 20 Jo i 80 100 120 140 160 180 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 2-Octene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.27 45.58 ug/1 1360510 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 70
2 1-Octene. 3.3-dimethvl- 140 C10H20 074511-51-6 38
3 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 38
4 3-Nonene. 2-methvl- 140 C10H20 053966-53-3 38
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 35
Abundance Scan 1659 (11.268 min): VX009822.D (-1656) (-) m/z 69.10 100.00%
6d.1
55.1
5000 41 125.1
83.1 111.1 LI BN UL IS L
0 ‘ | 97.0 |' 140.2 11.00 11.20 11.40 11.60
il |

reprerrprre el el el L "m/z 55.10  61.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-

41.0 69.0

55.0

5000 11,00 1120 1140 11.60
29.0 : : : :

m/z 70.10 58.52%

83.0 140.0
|‘ A 97.0 1110 4250

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17990: 1-Octene, 3,3-dimethyl-

41.0 69.0

11.00 11.20 11.40 11.60
5000 55.0 m/z 41.10 50.09%

27.0
H Il 97.0 1120 1250 140.0

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

‘ 84.0

Abundance #3350: 1-Pentene, 2,3-dimethyl- R B RN R

41.0 69.0 11.00 11.20 11.40 11.60
m/z 125.10 46.33%

55.0
5000
27.0 83.0
98.0
15.0 M
S B N Y | O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.45 46.00 ug/1 1372890 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 81
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 81
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 1689 (11.450 min): VX009822.D (-1683) (-) m/z 105.10 100.00%
106.1
5000
120.1 A )
39.0 551 77.0 911 " 1120 11,40 11.60 11.80
Ol bt L gl L 1402 4738 777150 10 28.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ""I"'qWﬁ\A' rrrrrprTT
120.0 11.20 11.40 11.60 11.80
m/z 77.00 12._.14%
39.0 630 77-0 910
'"F?p"k'”h'|0"Jﬂ'"'|"L"|”"'|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9401: Mesitylene
105.0
120.0 11.20 11.40 11.60 11.80
5000 m/z 91.10 10.98%
77.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 11.20 11.40 11.60 11.80
m/z 55.10 9.57%
5000
120.0
mz-> 20 40 60 80 100 120 140 160 180 " 1120 11,40 1160 11.80
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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

R.T. EstConc Area
12.14 78.16 ug/1 2332950
Hit# of 5 Tentative ID

7 Benzene, 1,2,3-trimethyl-

Relative to ISTD

1,4-Dichlorobenzene-d4

Concentration Rank 3

12.08

1 Benzene.
2 Benzene.

1.2.3-trimethvl-
1.2.4-trimethvl-

3 Mesitvlene

4 Benzene.

1-ethvl-3-methyl-

5 Benzene, l-ethyl-4-methyl-

000526-73-8 95
000095-63-6 94
000108-67-8 93
000620-14-4 90
000622-96-8 90

Abundance

5000

0

Scan 1802 (12.139 min): VX00982
1

39.1 51.0 g5 (0 910

2.D (-1797) (-)
5.1

120.1

141.1153.3

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9418: Benzene, 1,2,3-trimethyl-

10

39.0 51.0 77.0 91.0
15,0 27.0 39 65.0

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9410: Benzene, 1,2,4-trimethyl-

10

28.0 51.0 g50 77.0 91.0

14.0 | ‘\ i 1 M ‘ I

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9402: Mesitylene
10

27.0 39.0 51.0 g50 /70 910

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z

11.80 12.00 12.20 12.40

105.05 100.00%

m/z

120.10 41.12%

11.80 12.00 12.20 12.40

m/z

11.80 12.00 12.20 12.40

77.00 13.03%

m/z

11.80 12.00 12.20 12.40

91.00 9.95%

m/z

11.80 12.00 12.20 12.40

119.10 9.81%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.61 50.20 ug/1 1498410 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 p-Cvmene 134 C10H14 000099-87-6 93
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
Abundance Scan 1879 (12.609 min): VX009822.D (-1877) (-) m/z 119.10 100.00%
119.1
5000
134.1
391 551 770 O o 12.20 12.40 12.60 12.80 13.00
Obrrrrrrprrrryrehir et b b et 2 | Mz 134.10  25.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
12.20 12.40 12.60 12.80 13.00
910 134.0 m/z 91.00 13.72%
270 410 630 770 | 1050 | |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14812: o-Cymene
119.0
12.20 12.40 12.60 12.80 13.00
5000 m/z 97.10 11.86%
134.0
91.0
270 410 630 770 | 1040 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14807: p-Cymene L B L L B
119.0 12.20 12.40 12.60 12.80 13.00

m/z 120.10 10.17%

5000

134.0
91.0

27.0 4\]\“0 \55\0 ] 77\'0 ‘ 195'0 |

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIII‘II IIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIII

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.66 42.08 ug/1 1256140 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 1887 (12.658 min): VX009822.D (-1885) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
51.0 /7.0 7771051 12.40 12.60 12.80 13.00
e S el l L 15221660 1 Tzo7134 10 27.50%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
118.0
5000
134.0 12.40 12.60 12.80 13.00
910 ' m/z 91.10 16.27%
39.0 77.0 9L
'1#?'%52 J"'h“ ?aglﬂ'"hl'"'qup'wl""'l"" T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
12.40 12.60 12.80 13.00
5000 m/z 105.10 12.23%
134.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.40 12.60 12.80 13.00
m/z 77.05 10.37%
5000
91.0 134.0
77.0 105.0 ‘
S £ Y YN T A
m/z--> 0 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009822.D

Aca On 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.56a0/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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 p-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.77 46.11 ug/1 1376220 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 60
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 60
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 60
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 58
5 o-Cymene 134 C10H14 000527-84-4 55
Abundance Scan 1905 (12.767 min): VX009822 D (-1897) (-) m/z 119.05 100.00%
105.1119.1
5000 910
70 134.1148.1
39.0 63.0 j 168.1 12.40 12.60 12.80 13.00
01 A e m/z 105.10 86.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14808: p-Cymene
119.0
5000
91.0 12.40 12.60 12.80 13.00
134.0 m/z 91.00 37.39%
150 %0 ep 0 | 160 |
mz> %0 40 6 8o 10 1o o 1o
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.40 12.60 12.80 13.00
5000 m/z 117.05 32.41%
91.0 134.0
77.0 105.0
—— |2.7.0. "I ISIJ‘-\IOI ?4;!9' I‘HI : I“; : |H“- -‘M — .“. amaan e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.40 12.60 12.80 13.00
m/z 106.05 29.66%
5000
91.0 134.0
77.0 105.0
51.0
|1|4|0|2|7|0| "I il I?‘}TO” .‘”,..‘a i |‘H‘- -M e
m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX052219\
Data File : VX009822.D

Acq On : 22 May 2019 23:21

Operator : JC/SP

Sample : K2976-01 50X

Misc : 6.569/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._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]
Cyclohexane, 1-et... 10.64 69.4 ug/1 1037110 3 10.11 747280 50.0
Octane, 2,6-dimet... 10.83 142.7 ug/l 2132270 3 10.11 747280 50.0
Cyclohexane, propyl- 10.91 129.1 ug/1 1929190 3 10.11 747280 50.0
Heptane, 3-ethyl-... 10.94 49.4 ug/1 737994 3 10.11 747280 50.0
2-Octene, 2,6-dim... 11.27 45.6 ug/l 1360510 4 12.08 1492410 50.0
Benzene, l-ethyl-_.. 11.45 46.0 ug/l 1372890 4 12.08 1492410 50.0
Benzene, 1,2,3-tr... 12.14 78.2 ug/l 2332950 4 12.08 1492410 50.0
Benzene, l-methyl... 12.61 50.2 ug/1 1498410 4 12.08 1492410 50.0
Benzene, 2-ethyl-_... 12.66 42.1 ug/l 1256140 4 12.08 1492410 50.0
p-Cymene 12.77 46.1 ug/l 1376220 4 12.08 1492410 50.0
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