LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X060722W.M

Title : SW846 8260

Signal : TIC: VX@29512.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.477 711 720 727 rVV3 203496 795296 14.64% 0.461%
2 5.812 759 775 790 rBV4 656689 2110807 38.86% 1.224%
3 6.153 818 831 840 rVV2 269787 926412 17.06% 0.537%
4 6.251 840 847 854 rVV2 245182 676616 12.46%  ©0.392%
5 6.349 854 863 877 rVB 356337 1000115 18.41% ©0.580%
6 6.763 921 931 941 rBV 416535 1033197 19.02% 0.599%
7 7.373 1018 1031 1042 rVB 2265674 5431456 100.00%  3.149%
8 7.556 1056 1061 1071 rVV 383821 799054 14.71% 0.463%
9 7.769 1086 1096 1105 rVB2 572793 1209651 22.27% 0.701%
10 7.952 1119 1126 1141 rVB 471634 974882 17.95% 0.565%
11  8.275 1174 1179 1182 rVV 435243 764785 14.08%  0.443%
12 8.312 1182 1185 1192 rVV2 734972 1263916 23.27% 0.733%
13 8.440 1201 1206 1209 rVWV 781193 1354708 24.94% 0.785%
14  8.598 1225 1232 1236 rBV 2441166 4580495 84.33%  2.655%
15 8.647 1236 1240 1249 rVB2 1563924 3228673 59.44% 1.872%
16 8.775 1255 1261 1265 rBV 663367 1085871 19.99% 0.630%
17 8.976 1289 1294 1306 rVB2 1585946 2696356 49.64% 1.563%
18 9.104 1306 1315 1320 rBV 896388 1507847 27.76% ©.874%
19 9.293 1339 1346 1351 rVB 412309 651778 12.00% 0.378%
20 9.385 1351 1361 1371 rBV 1103000 1933075 35.59% 1.121%
21 9.500 1375 1380 1386 rBV3 1343288 2664912 49.06% 1.545%
22 9.561 1386 1390 1395 rVB 1699328 2482408 45.70% 1.439%
23 9.622 1395 1400 1404 rBV 1702046 2718448 50.05% 1.576%
24  9.763 1416 1423 1428 rBV2 425270 697430 12.84% 0.404%
25 9.830 1428 1434 1438 rBV2 1307263 2651186 48.81% 1.537%

26  9.903 1443 1446 1451 rVB 1223004 1619521 29.82%
27 10.013 1457 1464 1468 rBV 1389869 2020984 37.21%
28 10.055 1468 1471 1476 rVB 755884 1000239 18.42%
29 10.128 1476 1483 1487 rBV3 297678 661078 12.17%
30 10.183 1487 1492 1499 rVB2 453103 850084 15.65%
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31 10.275 1499 1507 1510 rBV2 857531 1659384 30.55%
32 10.317 1510 1514 1518 rVB2 1279897 1899452 34.97%
33 10.354 1518 1520 1532 rVB2 1009923 1766896 32.53%
34 10.458 1532 1537 1546 rBV2 523069 864872 15.92%
35 10.592 1552 1559 1566 rBV3 1853952 3296745 60.70%
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36 10.671 1569 1572 1577 rVB2 691335 835486 15.38%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X060722W.M
Title : SW846 8260
37 10.781 1582 1590 1594 rBV2 2956332 4748963 87.43% 2.753%
38 10.860 1594 1603 1606 rBV3 2401150 4077727 75.08%  2.364%
39 10.897 1606 1609 1614 rVB 1551569 2084284 38.37% 1.208%
40 10.951 1614 1618 1623 rBV3 456121 801740 14.76% 0.465%
41 11.006 1623 1627 1628 rBvV2 508773 671906 12.37% 0.390%
42 11.031 1628 1631 1635 rVB2 1150108 1395184 25.69% 0.809%
43 11.086 1635 1640 1643 rBV3 2039596 2751603 50.66% 1.595%
44 11.195 1654 1658 1660 rVV 1142951 1699676 31.29%  ©.985%
45 11.220 1660 1662 1667 rVB3 1492717 1837028 33.82% 1.065%
46 11.311 1673 1677 1679 rBV2 464651 719156 13.24% 0.417%
47 11.390 1686 1690 1694 rBv4 745919 1180109 21.73% 0.684%
48 11.433 1694 1697 1702 rVV2 1672003 2554353 47.03% 1.481%
49 11.482 1702 1705 1709 rVB3 1207723 1714686 31.57% 0.994%
50 11.634 1723 1730 1734 rVB6 812801 1904147 35.06% 1.104%
51 11.683 1734 1738 1741 rBV2 668622 898098 16.54% 0.521%
52 11.720 1741 1744 1747 rVV 1921670 2076993 38.24% 1.204%
53 11.756 1747 1750 1760 rVB2 1689059 3466809 63.83% 2.010%
54 11.841 1760 1764 1766 rBV2 633422 882171 16.24% 0.511%
55 11.896 1766 1773 1777 rVB4 1027089 1916503 35.29% 1.111%
56 11.945 1777 1781 1784 rBV 1815215 2377350 43.77% 1.378%
57 11.976 1784 1786 1789 rVB3 708972 709081 13.06% 0.411%
58 12.037 1789 1796 1800 rVB4 958086 2134213 39.29% 1.237%
59 12.085 1800 1804 1811 rVB3 852599 2139371 39.39% 1.240%
60 12.177 1811 1819 1826 rVB5 714239 2075066 38.20% 1.203%
61 12.250 1826 1831 1833 rBV3 652936 1061109 19.54% 0.615%
62 12.317 1838 1842 1849 rBV3 1906750 3289076 60.56% 1.907%
63 12.427 1849 1860 1864 rBV2 1369903 3115327 57.36% 1.806%
64 12.469 1864 1867 1873 rVB4 1419953 2233550 41.12%  1.295%
65 12.561 1875 1882 1884 rBV 1222208 2305257 42.44%  1.336%
66 12.616 1889 1891 1899 rVB 911568 1389940 25.59% 0.806%
67 12.689 1899 1903 1906 rBV3 636580 1156024 21.28% 0.670%
68 12.719 1906 1908 1913 rVB4 654276 1081978 19.92% 0.627%
69 12.823 1918 1925 1932 rVB6 1285102 2575523 47.42% 1.493%
70 12.890 1932 1936 1939 rBV2 1842747 2628183 48.39% 1.524%
71 12.921 1939 1941 1945 rVB 790090 866787 15.96% 0.503%
72 12.969 1945 1949 1950 rBV 1086369 1382980 25.46% 0.802%
73 13.042 1955 1961 1964 rBv4 571820 1013094 18.65% 0.587%
74 13.097 1967 1970 1975 rVB 542694 763701 14.06% 0.443%
75 13.158 1975 1980 1985 rBV4 434541 917913 16.90% ©.532%

76 13.292 1998 2002 2008 rVB2 2358081 3589787 66.09%  2.081%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X060722W.M
Title : SW846 8260
77 13.420 2020 2023 2032 rVB6 1312315 3306006 60.87% 1.917%
78 13.506 2033 2037 2040 rBV2 498861 789259 14.53%  0.458%
79 13.585 2046 2050 2055 rBV4 804448 1518510 27.96% 0.880%
80 13.677 2061 2065 2068 rBV3 655977 974223 17.94%  0.565%
81 13.744 2073 2076 2080 rVB2 561645 776768 14.30%  0.450%
82 13.798 2083 2085 2089 rVB3 785902 918388 16.91% 0.532%
83 13.847 2090 2093 2099 rVB5 416269 843906 15.54%  0.489%
84 13.926 2100 2106 2111 rVB7 731156 1702359 31.34% 0.987%
85 14.073 2126 2130 2133 rBV4 494105 778818 14.34%  0.452%
86 14.219 2149 2154 2159 rBV4 1123867 1962146 36.13% 1.138%
87 14.323 2168 2171 2176 rBV2 539198 723692 13.32% 0.420%
88 14.378 2177 2180 2183 rVB 662222 748034 13.77%  0.434%
89 14.420 2183 2187 2193 rVB3 619835 1119686 20.61% 0.649%
90 14.487 2193 2198 2206 rBV6 896521 1979854 36.45% 1.148%
91 14.640 2216 2223 2226 rBV2 1592429 2659766 48.97% 1.542%
92 14.676 2226 2229 2233 rVB2 872125 1080602 19.90% 0.626%
93 14.725 2233 2237 2240 rBV2 549833 790256 14.55% 0.458%
94 14.780 2243 2246 2251 rVV2 1494868 2212944 40.74%  1.283%
95 15.182 2308 2312 2319 rVB6 570162 1120424 20.63% 0.650%
96 15.377 2340 2344 2347 rBV2 760103 1046774 19.27% 0.607%
97 15.481 2353 2361 2366 rBV 1394879 2281587 42.01% 1.323%
98 15.615 2378 2383 2386 rBV 1526936 2305285 42.44% 1.336%
99 15.652 2386 2389 2397 rVB2 1396333 2205169 40.60% 1.278%
100 16.603 2540 2545 2549 rVV 375355 747146 13.76%  0.433%

Sum of corrected areas: 172492163

82X060722W.M Thu Jun 16 16:15:51 2022 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: N3304-05
: 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\

: VX029512.D
: 15 Jun 2022 17:54

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P
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8.598
7.373

9.86P2

647 8.976

9.500

9.38
9.104

1‘&()) .013

9.293 970'

)\

10.317

101

ll .055

018 045
l.

10.781

10.592

il

10.860

11.086
11.433

97 11 220

11.0

o5

Hl'

I I
8.50 9.00 9. 50 10 00

10 50

—
11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: VX029512.D\data.ms

11.720

11.945 12.890

12.317

14.660240
1175

4 Q7

12.823 69

56 1 13.420

13586

Ul "'H"n i

14. 219

11. 1"'- 037

‘5“1

47%8 926

i l

48V 67
A‘

=T
=
w

il

]

15. 41@615
652

16.603

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00

T ‘ T
15.50

T ‘ T
16.00

T ‘ T
16.50

82X060722W.M

Thu Jun 16 16:15:53 2022

Page:

4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.812 132.71 ug/1 2110810  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
3 Heptane 100 C7H16 000142-82-5 53
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 50
Abundance Scan 775 (5.812 min): VX029512.D\data.ms (-759) (-) m/z 43.10 100.00%
43.1
70.1
57.1
5000
| 83.1 100.2 5.40 5.60 5.80 6.00 6.20
0 ‘H,H‘w‘m_m_‘H,w"m‘e_m“:‘H,“MWJW‘ m/z 70.10  69.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0 T T T
’ 5.40 5.60 5.80 6.00 6.20
m/z 71.10 69.69%
oL 10 150 “ I | 85.0 100.0
\\\’\\\\‘\\H‘\H\‘H\\i\}\\‘\‘\H‘\H\“H\\’\\\\‘\\Hi\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
70.0
5.40 5.60 5.80 6.00 6.20
5000 m/z 57.10 59.47%
84.0
56.0
29.0
101.0
L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane EaaaaEa e o
43.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 57.32%
57.0
5000 71.0
290 100.0
; 0
T e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00 6.20

82X060722W.M Thu Jun 16 16:15:54 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.598 228.97 ug/l 4580500 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 91
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90

Abundance Scan 1232 (8.598 min): VX029512.D\data.ms (-1225) (-) m/z 97.05 100.00%
97.0
55.0
5000
‘ ‘ 8.20 8.40 8.60 8.80 9.00
0 HwHHUMHu‘HV‘&H:MHH_M_1”55‘2‘”‘1‘8‘4‘3‘ m/z 55.05 68.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 112.15 30.44%
27.0 ‘
O\\\‘\m\\\\\‘\‘\\V?‘Q\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 97.0
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 41.05 23.06%
27.0
77.0
ol e L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0 8.20 8.40 8.60 8.80 9.00
m/z 69.10 18.09%
5000
29.0
0 m"HHMH“!_“V‘ﬂu“‘m‘_m_m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX@29512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexane, 1,2-dimethyl-, Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.976 134.79 ug/l 2696360 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
3 Cyclohexane, 1,3-dimethyl-, trans— 112 C8H16 002207-03-6 80
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 74
1,3-di

5 Cyclohexane, imethyl- 112 C8H16 000591-21-9 64
Abundance Scan 1294 (8.976 min): VX029512.D\data.ms (-1289) (-) m/z 97.10 100.00%
97.1
55.1
5000
-7 (ﬂ 126.2 8.60 8.80 9.00 9.20
Ol S8R ML L A%ee 1892 /s 55 10 80.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
8.60 8.80 9.00 9.20
m/z 41.10 37.63%
27.0 ‘
O\\\‘\H\\‘i‘\\\h“\??‘dl\\\“\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
55.0
97.0
8.60 8.80 9.00 9.20
5000 m/z 69.10 37.10%
27.0
79.0
ok el T
m/z--> 20 40 60 80 100 120 140 160
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 8.60 8.80 9.00 9.20
m/z 112.15 37.05%
5000
29.0 ‘ ‘
0 H\\»\?ww
m/z--> 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.500 133.21 ug/l 2664910 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 76
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 52
3 Octane, 3-methyl- 128 C9H20 002216-33-3 50
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
5 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 47
Abundance Scan 1380 (9.500 min): VX029512.D\data.ms (-1375) (-) m/z 57.10 100.00%
57.1
5000 \
111.2
381 ‘H 831 | | 1303 1540 1752 %50
0 m_H‘;Hwuﬂ_m,‘;uH“Wmlﬁ‘ 19401752 /7 41.10 34.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 e ‘
9.50
m/z 43.10 32.62%
29.0 99.0
O \\\‘\‘\‘\\‘i‘\\\‘L’u‘\\‘r??’o\\\\“‘\\\\%??;9‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
9.50
5000 m/z 56.10 27.35%
29.0 99.0
0 128.0
e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14528: Octane, 3-methyl- o
57.0 9.50
m/z 55.10  26.56%
5000
29.0 98.0
o\\Lwhmo wil
m/z--> 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclohexane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.561 124.09 ug/l 2482410  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
2 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 58
3 3-Ethyl-3-hexene 112 C8H16 016789-51-8 53
4 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 53
5 2H-Pyran-2-carboxaldehyde, 3,4-d... 112 C6H802 000100-73-2 52

Abundance Scan 1390 (9.561 min): VX029512.D\data.ms (-1386) (-) m/z 83.10 100.00%

83.1
55.1
5000
112.2 — :
‘ 9.50
Obrrrbctl g b 14311672 . 5510 69.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0
5000 P :
9.50
112.0 m/z 82.10  48.80%
27.0
0\\\\‘\U\\“H\\\H!‘\‘\“\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 83.0
T
9.50
5000 m/z 41.10 28.26%
27.0 112.0
o I R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7522: 3-Ethyl-3-hexene T
55.0 9.50
m/z 112.20  25.70%
5000 83.0
112.0
210‘
0\\H‘JN\HHWEMM\WW\H‘\H\‘H\\M\\w\\u‘\u
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.622 135.89 ug/l 2718450  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 92
2 Isocytosine 111 C4H5N30 000108-53-2 72
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 64
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 50
Abundance Scan 1400 (9.622 min): VX029512.D\data.ms (-1395) (-) m/z 111.20 100.00%
111.2
69.1
5000
41.1
‘ ‘ ‘ 9.50 10.00
Obrr e bl b 1871 1863y 69,16 66.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 et ML
9.50 10.00
‘ ‘ m/z 55.10 34.25%
O\\\\‘\H\\““\\\‘\“\H‘\\‘}\\\‘\\‘1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111.0
i 2
9.50 10.00
5000 m/z 41.10 22.01%
430 700
0 14.0
R BB B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13234: 1,1,4-Trimethylcyclohexane T —7
69.0 111.0 9.50 10.00
m/z 83.10 20.93%
5000
41.0
NEEELTI E—
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclohexane, 1,2,4-trimethy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.830 132.53 ug/l 2651190  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 76
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 74
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 68
Abundance Scan 1434 (9.830 min): VX029512.D\data.ms (-1428) (-) m/z 111.15 100.00%
69.1 111.2
5000 43.1
H ‘ l 9.50 10.00
Ob oot i RO L L 18421781 69 10 94.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
5000 41.0 T T
9.50 10.00
m/z 55.10 60.93%
0\]\_\4\.(‘)\”\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0
111.0 — AW,
9.50 10.00
5000 41.0 m/z 43.10 46.03%
15.0
ol Al e e e ey
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. - o
69.0 111.0 9.50 10.00
m/z 41.10 40.30%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclohexane, 1l-ethyl-2-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.592 164.80 ug/l 3296750  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 60
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 60
3 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 52
4 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 50
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 49
Abundance Scan 1559 (10.592 min): VX029512.D\data.ms (-1552) (- m/z 97.10 100.00%
97.1
55.1
5000
126.2
10.50
0 6O M L1579 1872 n/z 55.18  70.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
550 97.0
5000 — :
10.50
290‘ ‘ 126.0 m/z 57.10 51.51%
O \\\‘\H\\’\\\‘!’\H\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
10.50
5000 m/z 43.10 42.77%
126.0
27.0
0 76.0
e e A RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13188: 3-Heptene, 3-ethyl- o ‘
55.0 10.50
m/z 41.10 36.61%
5000
97.0
126.0
0 ““2‘7‘&?“,“‘HM,HV‘PMH‘HH_“H_M‘W‘_m_‘ ViV
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.781 237.39 ug/l 4748960  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 55
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 55
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 46
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 43
Abundance Scan 1590 (10.781 min): VX029512.D\data.ms (-1582) (- m/z 57.10 100.00%
57.1
5000
81.1
113.2 T ‘ T T ‘ T
‘ ‘ 142.2 10.50 11.00
Obrrrprrrefhs il 1822 1704 2024 s 7110 68.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22103: Octane, 2,6-dimethyl-
57.0
5000 — CavVAE
29.0 10.50 11.00
113.0 m/z 43.10 47.94%
85.0 '
O \\\‘\‘\\\‘i‘i\\““\\H}\‘}‘\\\’\\1\‘\\\1\4;2\.\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
e —
10.50 11.00
5000 m/z 41.10 43.53%
113.
29.0 3.0
. 85.0 142.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- . —
57.0 10.50 11.00
m/z 67.10 37.08%
5000
29‘0‘ 650 1120
SN A - 7 S 'V W | W
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclohexanone, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.860 203.84 ug/l 4077730  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 59
4 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
Abundance Scan 1603 (10.860 min): VX029512.D\data.ms (-1594) (- m/z 83.10 100.00%
83.1
55.1
5000
126.2
= ety
‘ ‘ ‘ 10.50 11.00
ol Ll 058 | 1881 1845 o5 16 77.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000 — —
126.0 10.50 11.00
m/z 82.10 62.37%
0 \\\‘\\\\“\\\m‘\\‘\\‘l\\‘\“‘\M\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
55.0 — —=
10.50 11.00
5000 m/z 41.10 40.49%
126.0
29.0
0l el e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20677: Cyclohexane, butyl- T —
55.0 83.0 10.50 11.00
m/z 57.10  29.14%
5000
29.0 140.0
0 HW\Mml_\wwmlﬂewW_W‘ WVVIZLT
m/z--> 60 80 100 120 140 160 180 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029512.D

Acqg On : 15 Jun 2022 17:54

Operator : JC/MD

Sample : N3304-05

Misc : 4.72g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexane, 3-methyl- 5.812 132.7 wug/l 211810 1 5.556 795296 50.0
Cyclohexane, 1,... 8.598 229.0 ug/l 4580500 3 10.061 1000240 50.0
Cyclohexane, 1,... 8.976 134.8 wug/l 2696360 3 10.061 1000240 50.0
Heptane, 2,5-di... 9.500 133.2 ug/l 2664910 3 10.061 1000240 50.0
Cyclohexane, et... 9.561 124.1 ug/l 2482410 3 10.061 1000240 50.0
Cyclohexane, 1,... 9.622 135.9 ug/l 2718450 3 10.061 1000240 50.0
Cyclohexane, 1,... 9.830 132.5 wug/l 2651190 3 10.061 1000240 50.0
Cyclohexane, 1-... 10.592 164.8 ug/l 3296750 3 10.061 1000240 50.0
Octane, 2,6-dim... 10.781 237.4 ug/l 4748960 3 10.061 1000240 50.0
Cyclohexanone, ... 10.860 203.8 ug/l 4077730 3 10.061 1000240 50.0
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