LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/10mL/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\82X050525W.M

Title : SW846 8260

Signal : TIC: VX046400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.075 317 326 347 rBV 1370201 2600954 100.00% 12.914%
2 4.020 471 481 495 rBv2 20356 60110 2.31% 0.298%
3 4.184 498 508 516 rVwV 32231 95479 3.67% 0.474%
4 4,276 516 523 538 rw2 23763 70187 2.70% ©.348%
5 5.105 644 659 676 rBvV2 32660 120846 4.65% 0.600%
6 5.379 695 704 710 rBV 45277 133483 5.13% 0.663%
7 5.483 710 721 734 rVVW2 394859 1426369 54.84% 7.082%
8 5.599 734 740 754 rVB 135373 428285 16.47% 2.127%
9 5.806 761 774 788 rBV 531447 1538250 59.14% 7.638%
106 5.952 789 798 810 rVB 51017 140328 5.40% 0.697%
11 6.166 819 833 841 rBv4 59162 238119 9.16% 1.182%
12 6.239 841 845 853 rvv2 27818 73495 2.83% 0.365%
13 6.336 853 861 874 rVB2 34530 98580 3.79% 0.489%
14 6.592 893 903 921 rBV 422757 1033324 39.73% 5.131%
15 6.757 921 930 943 rVB 114469 283166 10.89% 1.406%
16 7.367 1018 1030 1042 rVV3 60226 159698 6.14% 0.793%
17 7.550 1055 1060 1069 rVV2 17046 36641 1.41% 0.182%
18 7.647 1069 1076 1085 rVV2 23505 47468 1.83% 0.236%
19 8.269 1173 1178 1182 rBV 16904 28234 1.09% 0.140%
20 8.427 1199 1204 1214 rVB2 15134 29175 1.12% 0.145%
21 8.647 1234 1240 1246 rVV 249500 406861 15.64% 2.020%
22 8.714 1246 1251 1264 rVB 341240 553046 21.26% 2.746%
23 8.909 1277 1283 1288 rBV 36185 52272 2.01% 0.260%
24  9.507 1374 1381 1385 rVv4 18833 41289 1.59% 0.205%
25 9.555 1385 1389 1394 rVWV 28702 45422 1.75% 0.226%
26 9.616 1394 1399 1403 rwV 18164 33244 1.28% 0.165%
27  9.824 1427 1433 1437 rBV3 24143 49112 1.89% 0.244%
28 9.903 1441 1446 1451 rVB 59051 88303 3.40% 0.438%
29 10.006 1456 1463 1466 rBV 60414 87464 3.36% 0.434%
30 10.049 1466 1470 1477 rVWV 252967 371548 14.29% 1.845%

31 10.189 1486 1493 1498 rVV2 45386 87780 3.37%
32 10.299 1498 1511 1516 rVv2 136913 324054 12.46%
33 10.354 1516 1520 1532 rVB 239432 344624 13.25%
34 10.579 1551 1557 1561 rBV2 62402 105102 4.04%
35 10.640 1564 1567 1570 rBV 55443 67407 2.59%

OO RrRFrOe
~N
=
=
S

36 10.775 1581 1589 1593 rBvV2 86239 140872 5.42% 0.699%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/10mL/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\82X050525W.M
Title : SW846 8260
37 10.854 1593 1602 1606 rvv3 105898 190487 7.32%  0.946%
38 10.890 1606 1608 1613 rVvB2 27969 37720 1.45% 0.187%
39 10.957 1613 1619 1622 rBv4 24613 48080 1.85% 0.239%
40 11.025 1628 1630 1633 rVV2 26325 29338 1.13% 0.146%
41 11.079 1633 1639 1650 rVB2 310909 537700 20.67% 2.670%
42 11.189 1650 1657 1660 rBv2 91464 142016 5.46% 0.705%
43 11.214 1660 1661 1666 rVB4 46796 45709 1.76% 0.227%
44 11.305 1669 1676 1684 rBV2 73286 148860 5.72% 0.739%
45 11.378 1684 1688 1694 rVV 222485 373642 14.37%  1.855%
46 11.427 1694 1696 1698 rvV 88419 111424 4.28% 0.553%
47 11.451 1698 1700 1701 rVV 102559 104932 4.03% 0.521%
48 11.476 1701 1704 1709 rVB 430801 496151 19.08% 2.464%
49 11.610 1722 1726 1733 rVB2 136327 233078 8.96% 1.157%
50 11.677 1733 1737 1740 rBV2 28580 37208 1.43% 0.185%
51 11.713 1740 1743 1745 rBV2 82555 90500 3.48% 0.449%
52 11.750 1745 1749 1759 rVB 367549 533966 20.53% 2.651%
53 11.835 1759 1763 1765 rBV3 27393 41391 1.59% 0.206%
54 11.890 1765 1772 1776 rVB4 66490 119012 4.58% 0.591%
55 11.939 1776 1780 1783 rBV 99866 131972 5.07% 0.655%
56 11.969 1783 1785 1788 rVB3 55402 54550 2.10% 0.271%
57 12.018 1788 1793 1799 rBV2 280351 428317 16.47% 2.127%
58 12.085 1799 1804 1810 rBV3 108495 239290 9.20% 1.188%
59 12.171 1815 1818 1825 rVB4 65684 107953 4.15% 0.536%
60 12.244 1825 1830 1832 rBV 121480 176781 6.80% 0.878%
61 12.268 1832 1834 1837 rVB 124160 121432 4.67% 0.603%
62 12.311 1837 1841 1848 rVB3 208782 387241 14.89% 1.923%
63 12.421 1848 1859 1863 rBV 393435 511353 19.66%  2.539%
64 12.463 1863 1866 1872 rVB2 103664 145285 5.59% 0.721%
65 12.530 1873 1877 1879 rBV 77119 109064 4.19% 0.542%
66 12.555 1879 1881 1884 rVB 55428 51219 1.97% 0.254%
67 12.610 1887 1890 1893 rVB 66967 74637 2.87% 0.371%
68 12.640 1893 1895 1899 rVB2 36902 41869 1.61% ©.208%
69 12.695 1899 1904 1906 rBV2 67244 111373 4.28% 0.553%
70 12.817 1917 1924 1927 rBV3 94267 136824 5.26% 0.679%
71 12.884 1931 1935 1938 rBV2 63923 102984 3.96% 0.511%
72 12.975 1944 1950 1954 rVB3 85763 190951 7.34% 0.948%
73 13.042 1954 1961 1964 rBV4 70110 122250 4.70% 0.607%
74 13.164 1974 1981 1985 rBV3 94316 163665 6.29% 0.813%
75 13.213 1985 1989 1991 rVWV 53315 61517 2.37% 0.305%

76 13.262 1992 1997 1999 rVV2 173813 234243 9.01% 1.163%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/10mL/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\82X050525W.M

Title : SW846 8260

77 13.292 1999 2002 2007 rVV2 205556 280444 10.78%  1.392%
78 13.335 2007 2009 2012 rVVW3 22747 29199 1.12% ©.145%
79 13.384 2012 2017 2019 rvv2 29695 48103 1.85% 0.239%
80 13.420 2019 2023 2032 rVB 146992 261949 10.07% 1.301%
81 13.500 2032 2036 2039 rBV2 37245 55017 2.12% ©.273%
82 13.542 2039 2043 2046 rBV 32223 38881 1.49% 0.193%
83 13.585 2046 2050 2054 rBV3 47209 75727 2.91% ©0.376%
84 13.664 2060 2063 2067 rBV2 32121 50664 1.95% ©.252%
85 13.847 2087 2093 2099 rVB4 72064 138476 5.32% 0.688%
86 13.926 2099 2106 2111 rBvV4 58044 113370 4.36% 0.563%
87 14.036 2120 2124 2127 rVB3 66619 71598 2.75%  ©.356%
88 14.073 2127 2130 2133 rBV2 31043 36543 1.40% 0.181%
89 14.225 2149 2155 2163 rVB3 101732 176397 6.78% 0.876%
99 14.371 2175 2179 2182 rBV2 24349 27652 1.06% 0.137%
91 14.481 2192 2197 2205 rVB3 50269 90224  3.47% 0.448%
92 14.615 2215 2219 2221 rBV 57375 79051 3.04% 0.393%
93 14.670 2225 2228 2233 rVB2 29323 39021 1.50% 0.194%
94 15.560 2369 2374 2379 rVB 41136 61002 2.35% ©.303%

Sum of corrected areas: 20139893
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

1 Q2139-01
: 1.18g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 12 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\

: VX046400.D
: 29 May 2025 15:33

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VX046400.D\data.ms
3.075

5.806
5.483

.599

4.026.18276 5.105 5.37 5.952%&%:

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘/\\\T\‘\\\\ m‘ﬁ_ﬁ\‘uu CTTr T T

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 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 5.60 5.80 6.00 6.20

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VX046400.D\data.ms

6.592

8.714 11.079
8.6 10.049 10.354

6.757 . 0 10899 10889
336 N 307 55647 5.260.427 8.909 9%0%169.8 A W
/\ﬁk/\ — [ L — T T

— — B
6.50 7.00 7.50 8.00 8 50 9.00 9.50 10.00 10.50 11.00

Abundance

1200000

1000000

800000

600000

400000

200000,

TIC: VX046400.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T ‘ T
12.00 12.50 13.00 13 50 14 00 14 50 15 00 15 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.483 166.52 ug/1 1426370  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 90
2 Octane 114 C8H18 000111-65-9 59
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 58
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 50
5 2-Pentanone, 3-ethyl-3-methyl- 128 C8H160 019780-65-5 50
Abundance Scan 721 (5.483 min): VX046400.D\data.ms (-710) (-) m/z 43.05 100.00%
5000 85.1
‘ ‘ 5.20 5.40 5.60 5.80
ol 820y 1680 /7 41.e5  54.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4467: Hexane, 2-methyl-
43.0
5000
85.0 5.20 5.40 5.60 5.80
m/z 85.10 49.73%
oltso || . jero |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #8623: Octane
43.0
e
5.20 5.40 5.60 5.80
5000 m/z 42.10 37.02%
85.0
ol 250 “\‘ L 67. “ 114.0
e
m/z--> 200 40 60 80 100 120 140 160
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 5.20 5.40 5.60 5.80
m/z 57.05 33.15%
5000 85.0
0 150 H ‘\ | \‘\67Y0 1 !
—
m/z--> 200 40 60 80 100 120 140 160 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.599 50.00 ug/l 428285  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 46
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
4 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 39
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 37
Abundance Scan 740 (5.599 min): VX046400.D\data.ms (-734) (-) 56.10 100.00%
56.1
43.1
5000 71.0
| 85.1 5.20 5.40 5.60 5.80 6.00
Ol e ool el 2091 Tz 43.10 74.50%

miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
29.0

5000 P e e
71.0 5.20 5.40 5.60 5.80 6.00

m/z 41.05 73.23%

20 130 H Ao 839 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’\\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2013: Oxirane, (1-methylethyl)-
410 80

5.20 5.40 5.60 5.80 6.00

o

5000 ITI z 57.10 65.89%
H\ ‘M Al \ 85.0
O rrrrrrrr et e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #228: Aziridine, 2-methyl-
28.0 56.0 5.20 5.40 5.60 5.80 6.00

m/z 71.05 39.95%

5000
42.0
15.0 ‘ ‘
o) S R e —

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Hexane, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.806 179.58 ug/1l 1538250  Pentafluorobenzene 5.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53
Abundance Scan 774 (5.806 min): VX046400.D\data.ms (-761) (-) m/z 43.10 100.00%

I 5.40 5.60 5.80 6.00 6.20
el e b b e M/z 41,180 61.18%

miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
70.0

5000 e e e
29.0 5.40 5.60 5.80 6.00 6.20

m/z 71.10 60.02%

50 ||| 8.0 1000
H\‘\H\’HH‘H}\‘HH’HH‘\H\‘HH’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0

5.40 5.60 5.80 6.00 6.20

P T
850 1001

43.1
71.1
5000

o

o

5000 570 710 m/z 70.10  55.20%
29.0 100.0
B0
0 e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 5.40 5.60 5.80 6.00 6.20
m/z 57.05 51.63%
71.0
5000
29.0
57.0
rerpr b e b e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 3,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.166 42.05 ug/l 238119 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
4 Octane, 4,5-dimethyl- 142 C1eH22 015869-96-2 56
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 50
Abundance Scan 833 (6.166 min): VX046400.D\data.ms (-819) (-) m/z 43.10 100.00%
70.1
5000
| 580600620640
98.1 . : : :

0 wWH_m‘MuulmHM:M%Q,Hwa”,ww m/z 70.10  75.45%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14542: Heptane, 3,4-dimethyl-

43.0
57.0
5000
5.80 6.00 6.20 6.40
29.0 m/z 71.10 54.78%
99.0
ol 150 | | 113.,0128.0
H‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4998: 1-Butanol, 2-ethyl-
43.0
R RREE AT A RRE
5.80 6.00 6.20 6.40
5000 70.0 m/z 41.00 40.31%
29.0
‘ ‘ 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14573: Hexane, 3,3,4-trimethyl- AR e EAEaRRREESC
43.0 57.0 71.0 5.80 6.00 6.20 6.40
' m/z 55.10  32.30%
5000
29.0 99.0
0140 | L g5 | 110
H‘HH‘H‘WH‘WH‘W‘HW‘H"H‘_H‘M‘HM‘HM‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.592 182.46 ug/l 1033320  1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 42
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 42
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 38

Abundance Scan 903 (6.592 min): VX046400.D\data.ms (-893) (-) m/z 43.10 100.00%

43.1
711
5000
1001 /AN B C—
‘ ‘ ‘ 6.20 6.40 6.60 6.80 7.00
o -+t m/z 41.10 68.00%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4461: Heptane
43.0
5000 71.0 [T T T T T T
6.20 6.40 6.60 6.80 7.00
m/z 71.10 57.32%
mol B L
O\‘\\\‘\‘\\\"}\\’\\}\’\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0
e A Ra R
6.20 6.40 6.60 6.80 7.00
5000 m/z 57.10 51.37%
29.0
o L L sro mso 161.0
I L LA e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl- T e
43.0 6.20 6.40 6.60 6.80 7.00

m/z 56.10  32.38%

5000 70.0
150 | | 1000
S0 N St

m/z--> 0 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 6 Nonane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.354 46.38 ug/l 344624  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
3 Octane 114 C8H18 000111-65-9 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 47
Abundance Scan 1520 (10.354 min): VX046400.D\data.ms (-1516) (- m/z 43.10 100.00%
43.1
5000
85.1 h
H A} 10,00 10258ijL
oHwmMmuumh‘“““““1‘99-9“1”_m_m m/z 57.05 83.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000 J\A ‘ ‘ MJJL
10.00 10.50
85.0 m/z 41.10 57.84%
0.0167'%“128.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl-
57.0
= =
10.00 10.50
5000 m/z 85.10 32.39%
29.0 85.0
111.0
bl bl b Al TR 13401840
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #8621: Octane o Sy
43.0 10.00 10.50
m/z 71.10 25.59%
5000
85.0
L mao ]
0Hw‘umUM\“w“\w‘u‘lHw‘\u‘w‘mu‘mm‘mm /‘\ﬁ I
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.378 43.62 ug/l 373642 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX046400.D\data.ms (-1684) (- m/z 105.00 100.00%
105.0
5000
120.1
390 ¢, 77‘-0 | 11.00 11.50
O 22 b 1402 00,10 30.75%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 90.95 13.91%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— o
11.00 11.50
5000 m/z 77.00 13.52%
120.0
77.0
39.0
o180, T 390 Wl
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 8.98%
5000
790 120.0
39.0 63.0 H ‘
N O A N N Y A SR
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.421 59.69 ug/l 511353  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 83
4 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 78
5 Decane 142 C1OH22 000124-18-5 78
Abundance Scan 1859 (12.421 min): VX046400.D\data.ms (-1848) (- m/z 57.05 100.00%
57.0
5000
85.1
—F
| \‘ 1131 1562 —
oH‘_mUm‘_umhH_m‘HH,mwwwwwm,” m/z 43.10  94.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33080: Undecane
57.0
5000 M
85.0 1250
29.0 m/z 41.85 58.33%
\‘ | | js0 1560
0\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\}\‘H\\’\\\\‘H\\‘\\H‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
—
12.50
5000 m/z 71.05 49.46%
85.0
29.0
o L) 10 940016801960 241
T ‘\\\\‘\\H‘\\\\‘\\H’\\\\‘\\\\‘\\\\‘\H\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AﬂvﬁAJ\
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0 1250
m/z 55.05 28.66%
5000
85.0
290 ‘ 1110 1540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 32.74 ug/1l 280444  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 89
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 86

Abundance Scan 2002 (13.292 min): VX046400.D\data.ms (-1999) (- m/z 117.05 100.00%

11y.1
5000
91.0 T T
390 620 ‘ | 14801662 13.00 13.50
O el Wl VTN gz 119,10 35.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — —
91.0 13.00 13.50
51.0 m/z 132.05 35.59%
0 T T i‘\ \\LJ\ “‘1‘\7\3"#‘ \‘M T ‘M\\ [T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
s —
13.00 13.50
5000 ITI/Z 115.00 30.95%
91.0
51.0
o 20 a0 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene T —
117.0 13.00 13.50
m/z 91.00 18.79%
5000
91.0
51.0 ‘
ol 220 0 e 8O0 . Lﬂ |V T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.420 30.58 ug/l 261949 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 87
2 Indan, epoxide 132 C9H80 000768-22-9 50
3 2-Methylbenzyl cyanide 131 CO9H9N 022364-68-7 46
4 Benzene, cyclobutyl- 132 C10H12 004392-30-7 45
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 40

Abundance Scan 2023 (13.420 min): VX046400.D\data.ms (-2019) (- m/z 104.00 100.00%
104.0
5000 132.1 Al
780 ——— ‘
51‘ .0 H “ 166.2 13.50
0 m,wm“mw “‘w i e il 00T m/z 132,05 43.84%
m/z--> 20 40 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 A g
13.50
m/z 91.00 40.67%
39.0 65.0
0 \H’\H\“‘H1‘\‘”‘\\‘\““\\‘}\“HHM‘\‘!“‘\‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16653: Indan, epoxide
104.0
—T—
13.50
5000 m/z 115.00 16.50%
27.0 ‘
) M el "_mw“mwuﬂ”:_m_‘H_m
miz--> 20 40 100 120 140 160
Abundance #16068: 2- MethWbenzyIcyamde —
104.0 13.50
m/z 78.00 13.36%
5000 131.0
77.0
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052925\
Data File : VX046400.D

Acqg On : 29 May 2025 15:33

Operator : JC/MD

Sample : Q2139-01

Misc : 1.18g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 2-methyl- 5.483 166.5 ug/l 1426370 1 5.544 428285 50.0
Pentane, 2,3-di... 5.599 50.0 ug/l 428285 1 5.544 428285 50.0
Hexane, 3-methyl- 5.806 179.6 wug/l 1538250 1 5.544 428285 50.0
Heptane, 3,4-di... 6.166 42.0 ug/l 238119 2 6.757 283166 50.0
Heptane 6.592 182.5 ug/l 1033320 2 6.757 283166 50.0
Nonane 10.354 46.4 ug/l 344624 3 10.055 371548 50.0
Benzene, 1l-ethy... 11.378 43.6 ug/l 373642 4 12.018 428317 50.0
Undecane 12.421 59.7 ug/l 511353 4 12.018 428317 50.0
Benzene, 2-ethe... 13.292 32.7 ug/l 280444 4 12.018 428317 50.0
Naphthalene, 1,... 13.420 30.6 ug/l 261949 4 12.018 428317 50.0
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