LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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: VX046097.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 25 29 36 rBV2 37815 41602 3.19% 0.295%
2 1.373 41 47 51 rBV 60301 77718 5.97% 0.550%
3 1.721 99 104 115 rVB 98162 132444 10.17% 0.938%
4 1.934 134 139 148 rVB 66209 86953 6.68% 0.616%
5 2.324 196 203 210 rBV 21587 40921 3.14% 0.290%
6 2.769 269 276 278 rBvV2 16769 32849 2.52% 0.233%
7 2.812 278 283 296 rVB 68289 145566 11.18% 1.031%
8 3.087 319 328 344 rVB 43132 100864 7.75% 0.714%
9 3.434 375 385 397 rBvV 53858 124910 9.59% 0.884%
10 3.690 417 427 444 rBV 49649 148464 11.40% 1.051%
11 4.038 473 484 499 rVB3 9399 29563  2.27% 0.209%
12 4.202 499 511 518 rBv2 10340 30201 2.32% 0.214%
13  4.294 518 526 534 rVB3 7783 21825 1.68% 0.155%
14 5.111 647 660 673 rBv4 6294 23041 1.77% 0.163%
15 5.379 694 704 712 rBV2 47303 139219 10.69% 0.986%
16 5.489 712 722 726 rVW4 48851 146759 11.27% 1.039%
17 5.543 727 731 738 rVB 54860 133019 10.22% 0.942%
18 5.818 764 776 790 rBV2 57664 174468 13.40% 1.235%
19 5.952 790 798 804 rvV 54681 143315 11.01% 1.015%
20 6.031 804 811 823 rVV2 86661 240466 18.47% 1.703%
21 6.165 824 833 842 rVv8 7767 32557 2.50% 0.231%
22 6.348 855 863 873 rVB5 8399 23715 1.82% 0.168%
23  6.604 896 905 917 rBV 79585 196160 15.06%  1.389%
24 6.757 922 930 944 rVWW 117876 289282 22.22%  2.048%
25 7.238 1003 1009 1021 rVB 12491 29443  2.26% 0.208%
26 7.372 1021 1031 1044 rBV 111524 253949 19.50% 1.798%
27 7.494 1044 1051 1055 rBv2 21982 43512 3.34% 0.308%
28 7.555 1055 1061 1072 rVB3 27623 63112 4.85% 0.447%
29 7.763 1086 1095 1103 rBV3 17080 39214 3.01% 0.278%
30 8.183 1157 1164 1169 rBV 22912 42034 3.23% 0.298%
31 8.268 1173 1178 1182 rVV 110717 185680 14.26%  1.315%
32 8.311 1182 1185 1192 rVV 45438 74149 5.69% 0.525%
33 8.433 1200 1205 1225 rVB 107752 211369 16.23% 1.497%
34 8.598 1225 1232 1235 rBV3 54141 101327 7.78% 0.717%
35 8.646 1235 1240 1246 rVV 259148 432472 33.21%  3.062%

36 8.714 1246 1251 1257 rVWW 474020 729579 56.03% 5.166%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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 8.768 1257 1260 1266 rVvB2 18413 31700 2.43% 0.224%
38 8.909 1277 1283 1289 rBV 157725 224997 17.28%  1.593%
39 8.976 1289 1294 1303 rVB 26575 46725 3.59% 0.331%
40 9.098 1306 1314 1320 rBvV 16086 27616  2.12% 0.196%
41  9.287 1340 1345 1351 rVB 20510 29454  2.26%  0.209%
42 9.384 1351 1361 1373 rVB 30203 55973 4.30% 0.396%
43 9.494 1373 1379 1386 rBv2 48351 94253 7.24% 0.667%
44  9.561 1386 1390 1395 rVB2 32229 45897 3.52% 0.325%
45 9.616 1395 1399 1403 rBV 17746 24156 1.86% 0.171%
46 9.817 1424 1432 1436 rBV3 21765 43259 3.32% 0.306%
47 9.866 1436 1440 1442 r\W3 17494 28636 2.20% 0.203%
48 9.902 1442 1446 1451 rVB 127197 174682 13.41% 1.237%
49 10.006 1457 1463 1466 rBV 88414 118622 9.11% 0.840%
50 10.049 1466 1470 1476 rVB 255247 346799 26.63% 2.456%
51 10.195 1487 1494 1503 rBV 111975 160689 12.34% 1.138%
52 10.299 1503 1511 1517 rVV 653251 931563 71.54% 6.596%
53 10.360 1517 1521 1529 rVB 185203 238357 18.30% 1.688%
54 10.433 1529 1533 1540 rVB 36164 53226 4.09% 0.377%
55 10.585 1553 1558 1563 rVV 61295 87116 6.69% 0.617%
56 10.640 1563 1567 1570 rVV 144942 202505 15.55% 1.434%
57 10.671 1570 1572 1576 rVwV 61142 77649 5.96% ©.550%
58 10.713 1576 1579 1582 rVwV 30536 37026 2.84% 0.262%
59 10.780 1586 1590 1594 rVB 80678 102998 7.91% 0.729%
60 10.829 1594 1598 1599 rBV 19307 25364 1.95% 0.180%
61 10.853 1599 1602 1606 rVV2 41064 58610 4.50% 0.415%
62 10.896 1606 1609 1613 rVB2 15847 23345 1.79% 0.165%
63 10.957 1613 1619 1623 rVB4 12597 28076 2.16% 0.199%
64 11.024 1623 1630 1634 rBV 83983 142001 10.90%  1.005%
65 11.079 1634 1639 1642 rVV2 358136 565936 43.46% 4.007%
66 11.103 1642 1643 1649 rVB 191619 172251 13.23% 1.220%
67 11.164 1649 1653 1654 rBV2 31572 38623 2.97% 0.273%
68 11.189 1654 1657 1664 rVB 173382 198650 15.26% 1.407%
69 11.378 1684 1688 1693 rBV 34175 56465 4.34% 0.400%
70 11.426 1693 1696 1698 rVv2 32402 48627 3.73% 0.344%
71 11.475 1700 1704 1709 rVB 454810 517444 39.74% 3.664%
72 11.628 1722 1729 1733 rBV4 26552 53873 4.14% 0.381%
73 11.683 1735 1738 1740 rVWV 29006 33952 2.61% 0.240%
74 11.713 1740 1743 1746 rVV2 29121 34669 2.66%  0.245%
75 11.750 1746 1749 1759 rVB2 64541 114354 8.78% 0.810%
76 11.835 1759 1763 1766 rBV2 21088 31541 2.42% 0.223%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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 11.890 1769 1772 1776 rVB2 15565 21696 1.67% 0.154%
78 11.945 1776 1781 1783 rBV 16477 23584 1.81% 0.167%
79 12.018 1789 1793 1800 rVB 241234 330917 25.41% 2.343%
80 12.097 1804 1806 1811 rVB2 32860 37711 2.90% 0.267%
81 12.170 1815 1818 1825 rVB 27869 39313 3.02% 0.278%
82 12.262 1825 1833 1837 rBV6 8890 20624 1.58% 0.146%
83 12.317 1837 1842 1848 rVB4 18320 38240 2.94% 0.271%
84 12.408 1848 1857 1864 rBV2 371097 556772 42.76%  3.942%
85 12.487 1864 1870 1875 rVB2 29411 42786  3.29% ©0.303%
86 12.810 1917 1923 1925 rBV 44937 61929 4.76% 0.438%
87 12.847 1925 1929 1933 rVW 260029 335349 25.75%  2.374%
88 12.908 1933 1939 1943 rVV6 22891 67535 5.19% 0.478%
89 12.987 1947 1952 1957 rVV 301002 407967 31.33% 2.889%
990 13.036 1957 1960 1964 rVB2 21323 27012 2.07% 0.191%
91 13.268 1994 1998 2008 rVB2 118154 196495 15.09% 1.391%
92 13.383 2013 2017 2020 rBV 17960 25925 1.99% 0.184%
93 13.737 2071 2075 2077 rBV 17073 20046 1.54% 0.142%
94 13.768 2077 2080 2083 rVV2 19598 21656 1.66% 0.153%
95 13.835 2087 2091 2099 rVB2 27241 42651 3.28% 0.302%
96 14.036 2120 2124 2128 rBV 73076 75253 5.78% 0.533%
97 14.219 2149 2154 2164 rVB 183426 244916 18.81% 1.734%
98 14.438 2182 2190 2197 rBV 1051784 1302169 100.00% 9.220%
99 14.621 2216 2220 2228 rVB 57657 72829 5.59% 0.516%
100 14.956 2269 2275 2280 rBV 15053 20204 1.55% 0.143%
Sum of corrected areas: 14122979
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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

Abundance TIC: VX046097.D\data.ms
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Abundance TIC: VX046097.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.721  49.78 ug/l 132444  Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28

5 Azetidine 57 C3H7N 000503-29-7 9
Abundance  Scan 104 (1.721 min): VX046097.D\data.ms (-99) (-) m/z 43.10 100.00%

57.1
5000
R EARmEEEEREES
‘ 721 1.40 1.60 1.80 2.00

ok et umm‘w,wwu‘m_ m/z 41.10  95.99%

mfz--> 0 10 20 30 40 70 80

Abundance #813: Butane, 2-methyl-

43.0
57.0
5000 27.0 T T TR T T T
1.40 1.60 1.80 2.00
15.0 m/Z 42.05 88.99%
72.0
O\\\‘2.\()\\\‘\}\\‘\\11‘\\\\}}\\“\‘\“’\\\\‘\\\‘\
miz--> 0 10 20 30 40 70 80
Abundance #752: 3—Buten—1—o|
42.0
: 1.40 1.60 1.80 2.00
5000 m/z 57.10 62.45%
15.0 570 720
0 H““H““w““““ SV S EN
miz--> 0 10 50 60 70 80
Abundance #809: Pentane R AREERREEEE
43.0 1.40 1.60 1.80 2.00
m/z 39.00 35.98%
5000
27.0 57.0 720
15.0 M ‘\ | ‘H‘
0 T ‘mWm_m,‘m_”w R AR AR SRR
m/z--> 0 10 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.812 54.72 ug/l 145566  Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
4 Pentane 72 C5H12 000109-66-0 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
Abundance Scan 283 (2.812 min): VX046097.D\data.ms (-278) (-) m/z 43.10 100.00%
43.1
5000 71.0
. N
57.1 R R
‘ ‘ 86.0 2.40 2.60 2.80 3.00 3.20
Ol pll oy m/z 41.00 48.65%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2042: Pentane, 2-methyl-
43.0
2.40 2.60 2.80 3.00 3.20
27.0 710 m/z 42.10 47.87%
57.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
R
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.05 43.54%
71.0
o L seo | oo
O e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl- PSS JNS NSVA .
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.05 23.95%
5000 710
20.0 56.0 ‘ 84.0
0 HwHH"‘H_HH‘“"“":‘H_ulh‘_ml:wwwlﬂlnqw et e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Pentane, 3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.087 37.91 ug/1 100864  Pentafluorobenzene 5.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 58
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 56

5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50

Abundance Scan 328 (3.087 min): VX046097.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.1
5000
R e RRREE RN
H 711 ge1 2.80 3.00 3.20 3.40
0Lt et P m/z se.le 85.31%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 HT{\HH‘HH‘HH‘HH
27, 2.80 3.00 3.20 3.40
m/z 41.10 70.50%
oL.10 140 A 0 seo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0 R R
2.80 3.00 3.20 3.40
5000 ITI/Z 43.05 24.70%
29.0 85.0
150
0 J, 700 | 1000
‘H‘H‘W‘HW‘H‘_‘H_‘H‘H R R Rl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1687: Propane, 2-cyclopropyl- R R e R
56.0 2.80 3.00 3.20 3.40
41.0 m/z 39.10 21.70%
5000
27.0
69.0
oL10 140 W1 840
et et e e e R N R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 n-Hexane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.434 46.95 ug/1 124910  Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 35

Abundance Scan 385 (3.434 min): VX046097.D\data.ms (-375) (-) m/z 57.10 100.00%

57.1
41.1
5000 /L
86.1 e e
711 3.20 3.40 3.60 3.80
0 ‘w"‘“H",“m}‘;“pukl,‘u‘fh“W““‘u‘ m/z 41.10 82.20%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000
3.20 3.40 3.60 3.80
86.0 m/z 43.10 73.66%
15.0 71.0
O\\‘\i\\‘\\1\’\\\i}\}\\‘\‘\\1’\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80
Abundance #1948: 2-Ethyl-oxetane
57.0
R e RAARNEERRE
41.0 3.20 3.40 3.60 3.80
5000 m/z 56.10 51.10%
29.0 86.0
150 “ Il \“ 7]-‘.0 Il
0"""“"",H""‘HiuH‘,Huiuu‘um_u
miz--> 10 20 30 40 50 60 70 80
Abundance #1673: 1-Pentene, 4-methyl- R N R
43.0 3.20 3.40 3.60 3.80
m/z 42.10 34.85%
5000 56.0
27.0
ol L L
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 1-Propene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.690  55.81 ug/1 148464  Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 60
2 1-Butene 56 C4H8 000106-98-9 49
3 2-Propanethiol, 2-methyl- 90 C4H1es 000075-66-1 43
4 Nitroxide, bis(1,1-dimethylethyl) 144 C8H18NO 002406-25-9 36
5 Propanethial, S-oxide 90 C3H60S 032157-29-2 9
Abundance Scan 427 (3.690 min): VX046097.D\data.ms (-417) (-) m/z 41.05 100.00%
41.0
57.0
5000
90.0
R RN aRR
“ 75‘-0 3.40 3.60 3.80 4.00
ol el e m/z 57.08  59.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #210: 1- Propene 2-methyl-

==

5000 RS S e AR
3.40 3.60 3.80 4.00

m/z 39.10 48.91%

28.0
\\\‘2\(\)\\‘J\-\S\\O‘\\IH“\\\\“}\\\}‘\‘f‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #195: 1-Butene
41.0

3.40 3.60 3.80 4.00

o

m/z 90.00  29.31%
5000 56.0
27.0
1.0 15\'0 il H\‘
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2635: 2-Propanethiol, 2-methyl- R ARamEEE e e R
41.0 57.0 3.40 3.60 3.80 4.00
m/z 56.10  27.59%
5000 29.0 90.0
75.0 M
0 SR - A A
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 Hexane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.818 65.58 ug/1 174468 Pentafluorobenzene 5.549

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
3 Heptane 100 C7H16 000142-82-5 53
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 53
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 45
Abundance Scan 776 (5.818 min): VX046097.D\data.ms (-764) (-) m/z 43.10 100.00%
3.1
71.1
5000
‘ ‘ ‘ 1001 5.40 5.60 5.80 6.00 6.20
OFr el el e m/z 41,10 63.43%
miz--> 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
5.40 5.60 5.80 6.00 6.20
m/z 71.1@ 57.32%
miz--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
R R RaRT e
5.40 5.60 5.80 6.00 6.20
5000 m/z 70.10 54.24%
0 26.0 \‘\ ‘\ Ly 990 129.0 155.0
el e
m/z--> 20 40 60 80 100 120 140 160 /A\%
Abundance #4463: Heptane A A N A avah&
43.0 5.40 5.60 5.80 6.00 6.20
m/z 57.10 49.67%
5000 71.0
0 O O
ok 280 W e | A ey
m/z--> 20 40 60 80 100 120 140 160 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\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 unknownl2.408 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.408 84.13 ug/l 556772  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrolein 70 C4H60 000078-85-3 30
2 2-Butyne-1,4-diol 86 C4H602 000110-65-6 28
3 1-Amino-3,3-dimethyl-2-butanone 115 C6H13NO 082962-91-2 28
4 Isopropyl isobutyl disulfide 164 C7H16S2 067421-82-3 25
5 Ethenyl tert-butyl sulfoxide 132 C6H120S 042779-15-7 25

Abundance Scan 1857 (12 408 min): VX046097.D\data.ms (-1848) (- m/z 41.05 100.00%

L |

108.0 164.1 12.50
A ““‘?§9H“‘“‘4?%%““““‘ m/z 57.10  76.83%
miz--> 100 120 140 160
Abundance #595. Methacrolein
41.0
70.0
5000 s
12. 50

m/z 39.10 54.43%

O\\\\‘\“\“\\‘\\‘\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 0 60 80 100 120 140 160
Abundance #1869: 2-Butyne-1,4-diol
57.0

4
39.0 12 50
5000 ITI z 43.10 28.68%
18.0 85.0
0! M
m/z--> 20 40 60 80 100 120 140 160 ‘/\MA
Abundance #8890: 1-Amino-3,3-dimethyl-2-butanone ‘
30.0 12. 50

m/z 56.05 24.36%

5000
57.0
87.0 1150
OHH“LUJ ‘h | | | /\/\'M

m/z--> 20 40 60 80 100 120 140 160 12. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 unknownl2.847 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.847 50.67 ug/l 335349 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl isobutyl disulfide 164 C7H16S2 067421-82-3 43
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 38
3 2-Propyn-1-o0l, propionate 112 C6H802 001932-92-9 38
4 Ethenyl tert-butyl sulfoxide 132 C6H120S 042779-15-7 37
5 Nitroxide, bis(1,1-dimethylethyl) 144 C8H18NO 002406-25-9 28

Abundance Scan 1929 (12.847 min): VX046097.D\data.ms (-1925) (- m/z 41.05 100.00%

o [ T

6o 1080 164.1 1250 13,00
6. 132.0 ,
o e 3320 L mjz 57.05  86.49%

|
m/z--> 0 20 60 80 100 120 140 160
Abundance #40150Jsom0pstobuwldSuMde
57.0
5000
29.0 1250 1300
164.0 9
1220 m/z 39.05 53.98%
L gmo
\’\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #210: 1-Propene, 2-methyl-

o

0
41.0
1250 1300
5000 m/z 56.05 25.38%
NI
mlz--> 0O 20 40 60 80 100 120 140 160
Abundance #7228: 2-Propyn-1-ol, propionate
57.0 12.50 13.00
m/z 43.10 18.37%
29.0
5000
| | 83.0
(O A A e N B N R . —
m/z--> 0O 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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 unknownl12.987 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.987 61.64 ug/l 407967 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 52
2 Nitroxide, bis(1,1-dimethylethyl) 144 C8H18NO 002406-25-9 38
3 1-Butene 56 C4H8 000106-98-9 30
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 27
5 Cyclobutane 56 C4H8 000287-23-0 25
Abundance Scan 1952 (12.987 min): VX046097.D\data.ms (-1947) (|  m/z 57.85 100.00%
57.0
M o
1300
122.0 178.1 :
370 90.1
0 "‘H"‘Hu‘}uWM"H""u"mH“Hw_l‘s?ﬁ””‘_‘ m/z 41.05  85.20%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 LN
13.00
m/z 39.10 43.51%
150H“‘ |
O\‘\\\‘\‘\‘\\\“‘\\H\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #24320: Nitroxide, bis(1,1-dimethylethyl)
41.0
A A
13.00
5000 m/z 56.10 28.65%
lS.OH 74.0
) S | WOV G IS A —
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #199: 1-Butene N
41.0 13.00
m/z 55.10  14.59%
5000
ol 22 L
m/z--> 0 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 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@ unknownl4.438 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.438 196.75 ug/1 1302176 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 46
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 46
3 4,4-Dimethyl-3-oxopentanenitrile 125 C7H11INO 059997-51-2 32
4 Nitroxide, bis(1,1-dimethylethyl) 144 C8H18NO 002406-25-9 28
5 2-Propyn-1-o0l, propionate 112 C6H802 001932-92-9 25
Abundance Scan 2190 (14.438 min): VX046097.D\data.ms (-2182) (f  m/z 57.85 100.00%
57.0 ﬂ
5000
154.0 14.50
90.0 210.1 .
] RS L’122.1‘178.1 m/z 41.10  77.86%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000
14.50
m/z 39.05 39.58%
‘ 89.0 1571.0 219.0
O \‘\\\\‘\\\\‘\\\‘\"\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #209: 1-Propene, 2-methyl-
41.0
T
14.50
5000 m/z 56.10 25.73%
=) L
N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12401: 4,4-Dimethyl-3-oxopentanenitrile
57.0 14.50
m/z 55.10 13.00%
5000 290
‘ 0
ol ekl b L2280 A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050825\
Data File : VX@46097.D

Acqg On : 08 May 2025 17:36

Operator : JC/MD

Sample : Q1966-03 10X

Misc : 1.47g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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|
Butane, 2-methyl- 1.721 49.8 ug/l 132444 1 5.549 133019 50.0
Pentane, 2-methyl- 2.812 54.7 ug/l 145566 1 5.549 133019 50.0
Pentane, 3-methyl- 3.087 37.9 ug/l 100864 1 5.549 133019 50.0
n-Hexane 3.434 47.0 ug/l 124910 1 5.549 133019 50.0
1-Propene, 2-me... 3.690 55.8 ug/l 148464 1 5.549 133019 50.0
Hexane, 3-methyl- 5.818 65.6 ug/l 174468 1 5.549 133019 50.0
unknownl12.408 12.408 84.1 wug/l 556772 4 12.018 330917 50.0
unknownl2.847 12.847 50.7 ug/l 335349 4 12.018 330917 50.0
unknown12.987 12.987 61.6 ug/l 407967 4 12.018 330917 50.0
unknown14.438 14.438 196.8 ug/l 1302170 4 12.018 330917 50.0

82X050525W.M Fri May 09 16:56:33 2025 Page: 15



