LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VXe42443.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 22 28 35 rBV2 13995 21440 0.01% 0.007%
2 1.374 42 47 66 rvB2 60449 175776 0.06% 0.056%
3 1.648 86 92 96 rBV2 14982 32773 0.01% 0.011%
4 2.276 188 195 211 rBV 88318 182075 ©0.07% 0.058%
5 2.721 264 268 273 rVvwv3 1461 3013 0.00% 0.001%
6 2.776 273 277 288 rVB4 1881 4503 0.00% 0.001%
7 2.953 298 306 314 rBV2 2335 6896 0.00% 0.002%
8 3.081 319 327 341 rBV2 19971 78349 0.03% 0.025%
9 3.611 407 414 418 rBvV3 503 1122 0.00% 0.000%
10 4.483 544 557 617 rBV 2250006 7386962 2.66% 2.367%
11 5.056 640 651 669 rBV 71950 225706 ©0.08% 0.072%
12 5.373 696 703 704 rBV3 1354 2518 0.00% 0.001%
13 5.556 727 733 735 rBV2 587 1155 ©0.00% 0.000%
14 5.964 789 800 821 rBV2 206398 587464 ©.21% 0.188%
15 6.604 894 905 913 rVBS 1732 4136 0.00% 0.001%
16 6.763 921 931 948 rBV 185915 466008 0.17% 0.149%
17 7.123 979 990 1013 rBV 7729462 17082492 6.16% 5.473%
18 7.312 1013 1021 1031 rBV 113401 251239 ©.09% 0.080%
19 7.769 1091 1096 1101 rVB4 1470 2949 0.00% 0.001%
20 7.958 1121 1127 1138 rVB8 1616 3972 0.00% 0.001%
21 8.183 1158 1164 1169 rBV5 2108 4081 0.00% 0.001%
22 8.275 1172 1179 1182 rBV2 19591 32475 0.01% 0.010%
23 8.330 1182 1188 1200 rVB 67283 126821 ©0.05% 0.041%
24  8.433 1200 1205 1215 rBV 19544 35222 0.01% 0.011%
25 8.506 1215 1217 1225 rVB5 2200 3275 0.00% 0.001%
26 8.598 1225 1232 1236 rBV 49217 95759 0.03% 0.031%
27 8.653 1236 1241 1247 rVB 285038 482957 0.17% ©.155%
28 8.720 1247 1252 1259 rBV 356495 609668 ©0.22% 0.195%
29 8.915 1278 1284 1288 rBV 123769 206818 0.07% 0.066%
30 8.964 1288 1292 1300 rVB2 51519 138752 ©.05% 0.044%
31 9.104 1310 1315 1323 rVB4 39699 85601 0.03% 0.027%
32 9.323 1336 1351 1358 rBV4 51928458 277453507 100.00% 88.897%
33  9.397 1362 1363 1373 rVV 282169 419558 0.15% 0.134%
34 9.518 1377 1383 1388 rVvv4 131234 344513 0.12% 0.110%
35 9.573 1388 1392 1397 rVW 133677 199907 ©0.07% 0.064%

36 9.628 1397 1401 1404 rVV 64737 108851 ©0.04% 0.035%

SFAMXLMO70324WMA.M Thu Jul 25 18:55:11 2024 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 9.677 1406 1409 1416 rVV4 71269 153331 0.06% 0.049%
38 9.762 1419 1423 1427 rVV 105810 177962 ©0.06% 0.057%
39 9.835 1431 1435 1438 rVV2 122011 201249 0.07% 0.064%
40 9.878 1439 1442 1443 rVWVv2 76568 99234 0.04% 0.032%
41  9.909 1443 1447 1451 rVV2 195453 296383 ©0.11% 0.095%
42 9.951 1451 1454 1459 rVB 29808 35964 0.01% 0.012%
43 10.012 1459 1464 1468 rBV 218938 322312 0.12% 0.103%
44 10.055 1468 1471 1480 rVB 415151 560526 ©.20% 0.180%
45 10.195 1491 1494 1498 rVB3 54941 80927 0.03% 0.026%
46 10.238 1498 1501 1504 rVV 56288 82706 ©0.03% 0.026%
47 10.305 1508 1512 1517 rVV2 206888 377158 ©0.14% 0.121%
48 10.360 1517 1521 1525 rVV 388249 483948 0.17% ©0.155%
49 10.402 1525 1528 1532 rVB 64838 87206 0.03% 0.028%
50 10.457 1532 1537 1540 rVB3 12046 17274 0.01% 0.006%
51 10.494 1540 1543 1546 rVB2 6361 6527 ©0.00% 0.002%
52 10.585 1552 1558 1562 rBvV3 55948 90621 0.03% 0.029%
53 10.646 1564 1568 1582 rvB2 77181 157960 ©0.06% 0.051%
54 10.756 1582 1586 1587 rBV2 11985 15636 ©0.01% 0.005%
55 10.780 1587 1590 1594 rVvB2 39869 49269 0.02% 0.016%
56 10.854 1598 1602 1607 rVV3 39496 53346 0.02% 0.017%
57 10.951 1614 1618 1623 rBV4 6216 11513 ©0.00% 0.004%
58 11.030 1629 1631 1634 rVB 6171 5502 0.00% 0.002%
59 11.195 1653 1658 1672 rVB 242567 329203 0.12% 0.105%
60 11.305 1672 1676 1679 rBV2 5154 6714 0.00% 0.002%
61 11.384 1684 1689 1694 rVV 18984 34280 0.01% 0.011%
62 11.451 1694 1700 1702 rVV2 22316 38147 0.01% 0.012%
63 11.475 1702 1704 1714 rVB2 30272 38947 0.01% 0.012%
64 11.622 1723 1728 1733 rBV7 4532 9901 0.00% 0.003%
65 11.664 1733 1735 1740 rVB5 2078 3159 0.00% 0.001%
66 11.713 1740 1743 1746 rBV2 4770 5270 0.00% 0.002%
67 11.756 1746 1750 1760 rVB 23870 37719 0.01% 0.012%
68 11.860 1760 1767 1769 rBV7 2571 6078 0.00% 0.002%
69 11.8%90 1770 1772 1776 rVB4 2366 2728 0.00% 0.001%
70 11.939 1776 1780 1783 rBV5 3765 4983 0.00% 0.002%
71 11.988 1783 1788 1790 rBV 23988 35091 0.01% 0.011%
72 12.024 1790 1794 1800 rVB 480218 607114 0.22% 0.195%
73 12.219 1823 1826 1833 rBV2 6344 11737 0.00% 0.004%
74 12.323 1837 1843 1851 rBV 369302 497264 0.18% 0.159%
75 12.420 1854 1859 1864 rVVv2 21899 31821 0.01% 0.010%
76 12.530 1873 1877 1879 rBV5 1953 3097 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 12.719 1905 1908 1912 rVB6 2447 2939 0.00% 0.001%
78 12.768 1912 1916 1921 rBV3 10665 15018 ©0.01% 0.005%
79 12.817 1921 1924 1929 rVB5 3183 4596 0.00% 0.001%
80 12.878 1931 1934 1936 rBV3 1687 2408 0.00% 0.001%
81 12.975 1947 1950 1956 rVB5 3440 6613 ©0.00% 0.002%
82 13.042 1958 1961 1965 rVB5 1592 1864 0.00% 0.001%
83 13.207 1985 1988 1991 rBV4 971 1158 0.00% 0.000%
84 13.268 1993 1998 2001 rBV 7370 9911 0.00% 0.003%
85 13.384 2013 2017 2021 rBV3 4428 6247 ©0.00% 0.002%
86 13.597 2048 2052 2058 rBV6 1427 2419 0.00% 0.001%
87 13.701 2064 2069 2072 rBV7 1712 3134 0.00% 0.001%
88 13.786 2078 2083 2088 rBV4 2210 4300 0.00% 0.001%
89 13.841 2088 2092 2099 rBV7 2436 5592 0.00% 0.002%
90 14.036 2120 2124 2129 rW 7025 8137 0.00% 0.003%
91 14.103 2132 2135 2137 rBV3 1201 1551 ©0.00% 0.000%
92 14.371 2174 2179 2183 rBV2 5670 7959 0.00% 0.003%
93 14.426 2186 2188 2191 rVB3 1507 1554 0.00% 0.000%
94 14.615 2215 2219 2222 rBV 2726 3383 0.00% 0.001%
95 14.755 2238 2242 2245 rBV 7393 9034 0.00% 0.003%
96 14.987 2278 2280 2286 rVB6 3188 4358 0.00% 0.001%
97 15.213 2313 2317 2321 rVB3 4297 5949 0.00% 0.002%
98 15.487 2358 2362 2367 rBV2 5333 7759 0.00% 0.002%
99 15.962 2435 2440 2449 rBV6 10066 20334 0.01% 0.007%
100 16.090 2456 2461 2468 rBV2 18795 32503 0.01% 0.010%

Sum of corrected areas: 312106840
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX042443.D\data.ms
5e+07

4e+07
3e+07
2e+07

1e+07

4.483
1.258374 1.648 2.276 2247 @.95%3081 3.611 VAN 5.056 5.37%.556 5.964
ﬁ\\T\‘\\ﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/_r\\r\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘Y_Y_Yi‘\\\\TY_Y_F\TY_Y_\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 TIC: VX042443.D\data.ms
5e+07 9.523

o

4e+07

3e+07

2e+07

1e+07 7.123

0 6.608.763 7.312 7.7697.958 8.18328BINBESFR03 DML 104 | 9.395SHER2HOI0EN 0 FHRAZYE SHFEREA5030 . 1 9BIBANET
"Y—r [— T ‘Y—'*\ T T ‘Y—'—Y—Y* L “Yﬁ [ T T ‘ T T L ‘7 T T T ‘ T T ‘ T T T ‘7 T —T T T‘Y*\ [ ‘7
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX042443.D\data.ms

5e+07

4e+07

3e+07

2e+07

1e+07

3¢ 2.2@%%(5312271;:@5%@;@@@843.@J@I‘ma%nogms 14%7@74.‘6]1457‘551‘4.?8715.‘21‘3 1‘5.1‘187‘ . 1‘5.9‘@2(‘)99 —
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\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.275 3.48 ug/L 32475 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 90
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 81
5 2-Piperidinone 99 C5HONO 000675-20-7 64
Abundance Scan 1179 (8.275 min): VX042443.D\data.ms (-1172) ()| m/z 57.10 100.00%
3.0 57.1
5000 M
70.1
99.1 “W‘H‘,H“_‘Hf\u‘
‘ H M 851 ‘ 114.2 8.00 8.20 8.40 8.60
0 HWH‘_HwmewwH_‘H_‘H_Mmlwwuw m/z 43.05  91.44%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000 UL L L I B L R
290 0.0 8.00 8.20 8.40 8.60
ey 99.0 m/z 41.10 42.64%
om0 | 140
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 LS SENSAVARL SAL P
8.00 8.20 8.40 8.60
5000 m/z 42.10 41.73%
29.0
70.0 9.0
0 15 0 I . M I “ 85.0 \‘ 11\4.0
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl- R ARRRA RSN
43.0 570 8.00 8.20 8.40 8.60
m/z 70.10  26.95%
5000
29.0 70.0 99.0
e o R ARAARARRS TS o ARAREREEERI T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.433 3.14 ug/L 35222  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
3 Nonane, 5-methyl- 142 C1OH22 015869-85-9 64
4 Heptane, 3,4,5-trimethyl- 142 C1OH22 020278-89-1 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
Abundance Scan 1205 (8.433 min): VX042443.D\data.ms (-1200) (-) m/z 43.10 100.00%
43.1
85.0
5000
‘ ‘ 700 1141 8.20 8.40 8.60 8.80
ol m/z 57.05 85.55%
miz--> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000 L B B LI IR B
8.20 8.40 8.60 8.80
2710 m/z 85.00  76.74%
‘ ‘ ‘ ‘ 69.0 114.0
O\\\‘\\\\i}\\‘\“\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
R E e RRRmEEEE
850 8.20 8.40 8.60 8.80
5000 m/z 56.10 57.05%
27,0
‘ ‘ 70.0 114.0
0 e el A
m/iz--> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl- R e e
43.0 8.20 8.40 8.60 8.80
m/z 41.00 53.35%
85.0
5000
LA I \\‘ 69.0 112.0127.0142.0
e e e e L oA
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic8.598 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.598 8.54 ug/L 95759  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 91

Abundance Scan 1232 (8.598 min): VX042443.D\data.ms (-1225) (-) m/z 97.10 100.00%
97.1
55.0
5000
112.1
411 69.1 P i e
‘ ‘ ‘ 83.1 8.20 8.40 8.60 8.80 9.00
0 m_m_m,uHi“mwwm}‘m_MHWMMwim_ m/z 55.00  70.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 ‘\J\\/\\\A‘/\\T\H‘HH‘HH‘H
112.0 8.20 8.40 8.60 8.80 9.00
270 69.0 m/z 112.10  32.59%
‘ ‘ 83.0
O \\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\‘\‘\\\“\1\\\\“\H\\‘\\‘\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7677: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
P fet e
8.20 8.40 8.60 8.80 9.00
5000 41.0 ITI/Z 41.10 23.58%
69.0 112.0
27.0
D o
Obrrrrerr e bbb
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7678: Cyclohexane, 1,3- dwneWwL cis- ‘£5Y¥¥7“H“‘H“‘H
55.0 97.0 8.20 8.40 8.60 8.80 9.00
m/z 69.10 18.75%
5000
41.0
112.0
27.0 69.0
o‘“‘149_HM,HH“lmlwHMmﬁ??wmxww_ el VWY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic9.104 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.104 7.64 ug/L 85601 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 1315 (9.104 min): VXO42443[ndmalns(1310)() m/z 97.05 100.00%
55.0 0
5000
41.0 112.1
69.0
‘ ‘ 83.0 8.80 9.00 9.20 9.40
0 m_mwwHHmwJ:H_m‘ll”m‘m A 1262 s ss.ee  83.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
112.0 8.80 9.00 9.20 9.40
27.0 69.0 m/z 112.05 40.56%
T A
OH\‘\H\‘\H1“HH}!‘\H“\‘\\‘\‘H\‘\lHH‘WHH‘HM‘HH‘\‘\H‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
PR T e
8.80 9.00 9.20 9.40
5000 41.0 ITI/Z 41.00 35.08%
112.0
27.0 690
b
SN Y S v S M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- e AR
55.0 97.0 8.80 9.00 9.20 9.40
m/z 57.10 30.79%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
PR YW e AR B PO L'V SV VA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic9.518 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.518 30.73 ug/L 344513 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 74
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 62
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 58
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 58
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 52

Abundance Scan 1383 (9.518 min): VX042443.D\data.ms (-1377) (-) m/z 55.10 100.00%
5I:
1111
5000
390 7)0 126.2 — :
L e ]
Obrrrrrrrerrrrrrrrrerr bl el il 928 L niz 6910 74.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
41.0
5000 M
126.0 950
L 84.0 m/z 111.10 67.09%
O 26!!![!”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
ey ‘
9.50
5000 ITI/Z 97.10 65.59%
126.0
il [ 0 O
0‘H‘JH_‘H_H‘_HWWHwu‘ﬁuuyﬂuw‘ﬁwu‘ﬂuw‘uwu‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0 9.50
m/z 57.10 57.76%
5000 111.0
126.0
I I
oH"""""‘_Wwp“ww_"‘,"""Ww_ww_m, A .~
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic9.573 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.573 17.83 ug/L 199907 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 68
Abundance Scan 1392 (9.573 min): VX042443.D\data.ms (-1388) (-)| m/z 83.85 100.00%
83.0
55.0
5000
1121
39‘-0 9.50
Obrerprrrrprree et bbb e e g0 m/z 55.05  63.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7536 Cyclohexane, ethyl-
83.0
55.0
5000 — :
9.50
112.0 m/z 82.05 46.43%
39,0
O \\\‘\\\\‘\\\U‘\\\\“\H\\\‘\w1\‘H\wiH\\“\1\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7535: Cyclohexane, ethyl-
83.0
S T
55.0 9.50
5000 m/z 41.05 29.79%
112.0
39.0
0 H‘“""H‘U_‘HH“"M!"H“1‘{HH"1"‘m‘Wu‘mwmwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7533: Cyclohexane, ethyl- — ‘
83.0 9.50
55.0 m/z 112.10  27.06%
5000
27.0 112.0
0 120\\\\\‘\\\\ N LNve
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic9.628 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.628 9.71 ug/L 108851 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64

Abundance Scan 1401 (9.628 min): VX042443.D\data.ms (-1397) () | m/z 111.10 100.00%
111.1

69.1
5000
55.0
41.1 83.1 P PP
9.50 10.00
‘ 97.1 126.1 o
0m‘mwH‘mMWM!‘Wm‘:“uH‘MH‘mh‘W‘HWHMW m/z 69.10 62.16%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
111.0
Ena

5000 55.0 T R
9.50 10.00
41.0

m/z 55.05 35.32%

8 O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0

o

T U
55.0 9.50 10.00
5000 41.0 m/z 83.10 22.13%

27.0 126.0

L e
0 m‘mwm‘m‘WHNH“_H“luu_‘m‘m("m‘!m_mwu
mlz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-

69.0 111.0 9.50 10.00

m/z 41.10 22.07%

55.0
83.0
270
I 970 | 1260

SRS AN O -7 A A0 R -
miz--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.677 13.68 ug/L 153331  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 80
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 64
3 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 50

4 5-Undecene, 4-methyl- 168 C12H24 143185-91-5 49
5 2-Methyl-2-octene 126 CSH18 016993-86-5 47

Abundance Scan 1409 (9.677 min): VX042443.D\data.ms (-1406) (-) m/z 55.10 100.00%

55.1
83.1
— —
26, | ‘ 051 16?9 9.50 10.00
0l ! M‘W‘_Mkuqh‘ww‘Hn“‘ﬁh“‘w“\u“ m/z 69.18  79.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13241: 2,3-Dimethyl-3-heptene, (Z)-
69.0
41.0
5000 — —
9.50 10.00
126.0 m/z 41.10  52.59%
97.0
0 \1\5\.(‘)\“\\‘i“\\‘\“!“\M‘\\‘M\‘\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0
T —
9.50 10.00
5000 410 m/z 83.10 51.76%
126.0
97.0
olzse gl LT T
m/z--> 20 40 60 80 100 120 140 160
Abundance #43579: Cyclopropane, 1-ethyl-2-heptyl-
55.0 9.50 10.00
m/z 126.10 42.83%
5000
83.0
29.0
0 oo teeo |y e LIV I
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX@42443.D

Acqg On : 22 Jul 2024 12:42

Operator JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA .M
: VOC Analysis

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 10 (DEL) Alkane: Cyclic9.762 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.762  15.87 ug/L 177962  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
2 3-Heptene, 4-ethyl- 126 C9H18 033933-74-3 47
3 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 47
4 trans--4-Nonene 126 C9H18 010405-85-3 47
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 46
Abundance Scan 1423 (9.762 min): VX042443.D\data.ms (-1419) (-) m/z 55.10 100.00%
553.1
126.1 —— —
| ‘ 79#) ‘ 9.50 10.00
ob e BT LA L1638y 97,16 se.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5000
9.50 10.00
m/z 69.10 45.67%
27.0 ‘
0\\\‘\‘“\\\\‘\“ ‘\7\79‘\\!"\\\‘\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13187: 3-Heptene, 4-ethyl-
55.0
E T ‘ T T ‘ T
9.50 10.00
5000 m/z 41.10 35.94%
83.0 126.0
il WO I
| ‘HH‘!HJ,HH_H‘_‘H_H
miz--> 20 100 120 140 160
Abundance #115563: Sulfurous aC|d,butyI cyclohexylmethyl ester — —
97.0 9.50 10.00
m/z 70.10 26.35%
55.0
5000
29.0 ‘ gL
79 .
oHw‘”wu!_hwmww,m&??F’WHW —r ARVALN
m/z--> 60 80 100 120 140 160 9.50 10.00

SFAMXLMO70324WMA.M Thu Jul 25 18:55:26 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 11 (DEL) Alkane: Cyclic9.835 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.835 17.95 ug/L 201249  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 64
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 59
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 53
4 2-Propanamine, N,N'-methanetetra... 126 C7H14N2 000693-13-0 50
5 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 47
Abundance Scan 1435 (9.835 min): VX042443.D\data.ms (-1431) ()| m/z 55.10 100.00%
53.1 111.1
5000 83.1
— —
‘ 9.50 10.00
o380 L Ml 1328 1697 11116 87.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
5000 111.0 = o \/\\/\/\\
9.50 10.00
m/z 69.10 76.69%
0! “JPLQ\ | } 90‘ :
\\‘\\\\‘\\\\\1\\\\\\\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
— —
41.0 9.50 10.00
5000 m/z 83.10 42.71%
15.0 ‘ ‘
Y | M 2 N MN—
m/z--> 20 40 60 80 100 120 140 160
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. - A
69.0 111.0 9.50 10.00
m/z 41.10 41.06%
41.0
5000
15.0 ‘ ‘
PN N | O A O AN SV W
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

SFAMXLMO70324WMA.M Thu Jul 25 18:55:27 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 12 3,3-Dimethylcyclohexanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.878 8.85 ug/L 99234  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylcyclohexanone 126 C8H140 002979-19-3 64
2 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 59
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 53
4 1-Propanone, 1l-cyclohexyl- 140 C9H160 001123-86-0 50
5 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 50
Abundance Scan 1442 (9.878 min): VX042443.D\data.ms (-1439) (-) m/z 83.10 100.00%
55.1 83.1
5000 126.2
- =l
9.50 10.00
36
o‘H"H‘ul;‘Muw‘mwpwm_u‘”_u”_mlf‘r’r? m/z 55.10 87.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13042: 3,3-Dimethylcyclohexanone
83.0
5000 55.0 ! UL
126.0 9.50 10.00
m/z 69.10 64.46%
O\\\\‘2\7\(\)\‘“\\\‘1“\‘\\\“1\\\‘1\0\8‘?(?‘\‘1\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #13120. Cyclopentanone, 2,4,4-trimethyl-
83.0
— —
5.0 9.50 10.00
5000 m/z 41.10 43.02%
126.0
27.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- “ —T
83.0 9.50 10.00
55.0
m/z 126.15 39.55%
5000
27.0
oW_HH A T R 708 %
m/z--> 60 80 100 120 140 160 9.50 10.00

SFAMXLMO70324WMA.M Thu Jul 25 18:55:29 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.909  26.44 ug/L 296383  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 86
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Octane, 4-methyl- 128 C9H20 002216-34-4 68
4 Ether, hexyl pentyl 172 C11H240 ©32357-83-8 59
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 53
Abundance Scan 1447 (9.909 min): VX042443.D\data.ms (-1443) (-) m/z 43.10 100.00%
3.1
- T W\,JU
1000

113.1 :
0 m_m‘i‘m‘!w‘“m“““““;““113?;?”Hl,f’?’-? m/z 57.05 52.20%

m/z--> 20 40 60 80 100 120 140 160

Abundance #14530: Octane, 2-methyl-

43.0
5000 \j\“‘ U
10.00
710 m/z 71.10  46.83%
| AL g e
0\\\‘\}\\“}\\‘\“\\“H‘\H\‘Hi‘w\{\\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
=
10.00
5000 850 m/z 41.10 38.58%
Jaso | lme | wse
m/z--> 20 40 60 80 100 120 140 160
Abundance #14529: Octane, 4-methyl- —T
43.0 10.00
m/z 84.10  35.80%
5000 850
I
R e B e e R RS P
m/z--> 20 40 60 80 100 120 140 160 10.00

SFAMXLMO70324WMA.M Thu Jul 25 18:55:30 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.951 3.21 ug/L 35964  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-2-octene 126 CSH18 016993-86-5 86
2 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 72
3 2,5-Dimethylcyclohexanone 126 C8H140 000932-51-4 64
4 5-Methyl-1,3-cyclohexanedione 126 C7H1002 004341-24-6 59
5 5-Methyl-1,3-cyclohexanedione 126 C7H1002 004341-24-6 53
Abundance Scan 1454 (9.951 min): VX042443.D\data.ms (-1451) (-) m/z 69.10 100.00%
69.1
41.1
5000 126.1
—
10.00
97.0
[ M u;‘u‘, e b 1978 /2 5610 65.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13183: 2-Methyl-2-octene
69.0
41.0
5000 1
10.00
126.0 m/z 41.1@ 55.77%
98.0
O\\\‘\H\\iH\\\“\"\M\\‘W\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13213: trans-2-Methyl-3-octene
69.0
—T
41.0 10.00
5000 m/z 55.00 50.06%
126.0
5150 L 980
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13038: 2,5-Dimethylcyclohexanone —
69.0 10.00
41.0 m/z 126.10  37.88%
5000 126.0
98.0
150 | |
01 A R T
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.360 43.17 ug/L 483948  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 87
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 1521 (10.360 min): VX042443.D\data.ms (-1517) (- | m/z 43.10 100.00%
43.1
5000 85.1
| Hﬂ . u) 128.1 10.00 10.50
om_m‘im 670 | 41091 | 1659 /. 57.05 93.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
5000
10.00 10.50
85.0 m/z 41.10 47.73%
miz--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane
43.0
— .
10.00 10.50
5000 m/z 85.10 40.21%
L 85.0
128.0
0 25\67-&)
m/z--> 20 40 60 80 100 120 140 160 jk
Abundance #14520: Nonane P T
43.0 10.00 10.50
m/z 71.10 29.71%
5000
85.0
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\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.403 7.78 ug/L 87206  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-2-heptene 126 CSH18 003074-64-4 83
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 53
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 53
4 Benzene, 2-chloro-1,4-bis(cycloh... 364 C20H25C104 294874-04-7 42
5 2,6-Octadiene, 2,4-dimethyl- 138 C10H18 063843-03-8 42
Abundance Scan 1528 (10.402 min): VX042443.D\data.ms (-1525) (- | m/z 83.10 100.00%
3.1
55.1
5000
126.1
— e
‘ 10.00 10.50
Ol b 2054 1678 L 5510 se.ee%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13205: 2,3-Dimethyl-2-heptene
558.0
83.0
5000 - j
10.00 10.50
126.0 m/z 126.10  35.30%
27.0
0\\\‘\‘}‘\\\\‘\‘1’\“\‘\\”“\\\“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3808: 2-Pentene, 3,4-dimethyl-, (Z)-
550  83.0 A 1
‘ i a
10.00 10.50
5000 m/z 69.10 30.99%
27.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #3785: 2-Pentene, 2,4-dimethyl- — =
55.0 83.0 10.00 10.50
m/z 84.05 26.11%
5000
27.0 ‘
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\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 17 (DEL) Alkane: Cyclic1e@.585 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.585 8.08 ug/L 90621  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 81
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 76
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 62
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 59
Abundance Scan 1558 (10.585 min): VX042443.D\data.ms (-1552) (- m/z 97.10 100.00%
97.1
55.1
5000
69.0 126.1 ) ‘
Lo ||
oH,mWmw‘mu_H‘mm_m_m_m‘mwu‘w m/z 55.10  72.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 e :
10.50
41.0 69.0 126.0 m/z 57.85 33.28%
27.0 ‘ ‘
OH’\H‘\“\H\“HH\‘\w!\‘H\‘\‘\\\\8":\3\9\‘\\!1‘\\]\-\]-“]\"\(\)\‘\\\‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13274: us].EﬂwlSrnemylcydohexane
55.0 0
10.50
5000 m/z 41.10 31.04%
410 69.0 126.0
LT L w0 | o
H,H‘W‘H‘_‘H‘H‘w‘m1p‘uqm‘w‘u‘_‘u,u‘w‘u‘“‘u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- rea=
55.0 97.0 10.50
m/z 43.05 29.81%
5000 41.0
27.0 69.0 126.0
ot B0 | a0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.781 4.39 ug/L 49269 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 49
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 49
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
5 Ether, methyl 1-tetradecenyl 226 C15H300 026537-05-3 43
Abundance Scan 1590 (10.780 min): VX042443.D\data.ms (-1587) (- m/z 57.10 100.00%
57.1
81.0
5000 4111
113.1
10.50 11.00
| S “i“ il ““ - “ 122 71.e5  86.67%
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 410
10.50 11.00
m/z 43.05 55.20%
113.0
O\ 151.0 T \‘i‘} T T \“} T ‘8?.\()\ T [ L 1‘\ ‘ T \]\_4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
=4 —
10.50 11.00
5000 m/z 81.05 55.11%
41,0 113.0
O S ™
0 e e bl e
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- —T o
57.0 10.50 11.00
m/z 67.00 48.04%
5000
41,0
113.0
85.0
obso il b L T [ wze MWW T
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 19 (DEL) Alkane: Cyclic10.854 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.854 4.76 ug/L 53346  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 87
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 72
Abundance Scan 1602 (10.854 min): VX042443.D\data.ms (-1598) (- m/z 83.05 100.00%
83.
55.0
5000
‘ 126.1 va .
109.0 ‘ 10.50 11.00
0 m_‘?’?‘ bl ST L1888 55 a5 68.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 = 5SS
10.50 11.00
m/z 82.10 66.33%
270 M 12‘6.0
O\\\‘\‘\‘\\““\\\M“\{\\“1\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
= et
10.50 11.00
5000 m/z 41.10 40.10%
210 126.0
o"“‘M‘WJH‘M"J“M“‘,“‘W‘M“““w“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #13247: Cyclohexane, (1-methylethyl)- = =
55.0 83.0 10.50 11.00
m/z 66.95 26.83%
5000
27.0 M 126.0
0 ““JJ‘JJH‘ w‘1“‘W“‘,“u“‘t“““““‘ s A
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 20 Benzene, 1l-ethyl-2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.384 2.82 ug/L 34280 1,4-Dichlorobenzene-d4 12.024
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-2-methyl- 120 CO9H12 000611-14-3 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1689 (11.384 min): VX042443.D\data.ms (-1684) (| m/z 105.10 100.00%
105.1
5000
120.0 f\ I\
N ‘
91.0
390 63.0 77‘ ‘0 ‘ \ 11.00 11.50
Ot e e e m/z 120.00 29.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 1150
m/z 91.e0 13.17%
77.0 91.0
O\\‘]\_\5\\0‘\\\\‘\\3\?‘(\)\\\“\\\\6‘%\‘\0\‘\\\M“HH“HH‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 J\
S :
11. 00 11. 50
5000 m/z 77.00 10.51%
120.0
77.0 91.0
39.0
- oA Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10722: Benzene, 1-ethyl-2-methyl- /\ fuh [
105.0 11. 00 11. 50
m/z 79.00 9.01%
5000
120.0
39.0 77.0 91.0 %W\ M
U O NS Y 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 21 Thiophene, 2,5-diethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

12.42  2.62 ug/l 31821 1,4-Dichlorobenzene-dd  12.624

Hit# of 5 Tentative ID MW MolForm CASH# Qual

hiophene, 2,5-diethyl- 140 C8H12S 005069-23-8 60
hiophene, 3,4-diethyl- 140 C8H12S 035686-14-7 58
»5,6-Pyrimidinetriamine 125 C4H7N5 000118-70-7 52
thanone, 1-(4-methyl-2-thienyl)- 140 C7H80S 013679-73-7 49
-Acetyl-5-methylthiophene 140 C7H80S 013679-74-8 49

U WwWNER
Nmpbh 4+

Abundance Scan 1859 (12.420 min): VX042443.D\data.ms (-1854) (] | m/z 125.00 100.00%
10t

25.0
57.1
5000
85.0 —
39
Il | \‘ 49 156.3 o P
RS L \‘“ Ly mwH‘Mmpum‘_ m/z 57.10  66.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #21347: Thiophene, 2,5-diethyl-
125.0
5000 T
12.50
m/z 43.10 56.28%
45.0 91.0
O\\\\‘\\\\“ \‘\“\‘\H‘ \‘\H \“‘\\‘1‘\0\8‘\\‘ “1\\“‘\\0\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #21346.Tmophene,3A=meﬂ1L
125.0
——
12.50
5000 ITI z 70.95 44.91%

45. 97.0
ob 200 L TTO  Meo J\A /k
m/z--> 20 40 60 80 100 120 140 160 fdwjvm
Abundance #12259: 4,5,6-Pyrimidinetriamine )‘\
125.0 1250
m/z 140.00 36.14%

5000

27.0 71.0
Lo, | = J\
OHH‘\H‘ \\H ! ‘ \ i

miz--> 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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 22 Butylated Hydroxytoluene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.090 2.68 ug/L 32503 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
4 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 90
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 90
Abundance Scan 2461 (16.090 min): VX042443.D\data.ms (-2456) (- | m/z 205.15 100.00%
2056.2
5000
N T
‘ 81.1 105 1 1450 177.2 16.00
O bbbt by T L gz 220020 25.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99218: Butylated Hydroxytoluene
205.0
5000 A‘ ‘
16.00
m/z 206.20  19.01%
57.0 1050 50 4770 ‘
0 ‘\\\\"\\\1‘\‘\\\M“\\‘\‘\‘\‘\\“1““\““\‘\‘h\‘\\\‘\\\\“\\‘\\‘\‘\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99217: Butylated Hydroxytoluene
205.0
I "
16.00
5000 m/z 57.10 16.19%
57.0
290‘ 81.0 105.0 14‘5-0 17‘70 ‘
I TR A ISR RS .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99216: Butylated Hydroxytoluene W — f M‘“‘
205.0 16.00
m/z 41.05 11.10%
5000 57.0
145.0
b ]
P ) O T O A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072224\
Data File : VX042443.D

Acqg On : 22 Jul 2024 12:42

Operator : JC/MD

Sample : P3298-06

Misc : 5.52g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 8.275 3.5 ug/L 32475 1 6.763 466008 50.0
(DEL) Alkane: S 8.433 3.1 ug/L 35222 2 10.055 560526 50.0
(DEL) Alkane: C 8.598 8.5 ug/L 95759 2 10.055 560526 50.0
(DEL) Alkane: C 9.104 7.6 ug/L 85601 2 10.055 560526 50.0
(DEL) Alkane: C 9.518 30.7 ug/L 344513 2 10.055 560526 50.0
(DEL) Alkane: C 9.573 17.8 ug/L 199907 2 10.055 560526 50.0
(DEL) Alkane: C 9.628 9.7 ug/L 108851 2 10.055 560526 50.0
(DEL) Alkane: S... 9.677 13.7 ug/L 153331 2 10.055 560526 50.0
(DEL) Alkane: C... 9.762 15.9 ug/L 177962 2 10.055 560526 50.0
(DEL) Alkane: C... 9.835 17.9 ug/L 201249 2 10.055 560526 50.0
3,3-Dimethylcyc... 9.878 8.8 ug/L 99234 2 10.055 560526 50.0
(DEL) Alkane: S. 9.909 26.4 ug/L 296383 2 10.055 560526 50.0
(DEL) Alkane: S 9.951 3.2 ug/L 35964 2 10.055 560526 50.0
(DEL) Alkane: S 10.360 43.2 ug/L 483948 2 10.055 560526 50.0
(DEL) Alkane: S 10.403 7.8 ug/L 87206 2 10.055 560526 50.0
(DEL) Alkane: C 10.585 8.1 ug/L 90621 2 10.055 560526 50.0
(DEL) Alkane: S 10.781 4.4 ug/L 49269 2 10.055 560526 50.0
(DEL) Alkane: C... 10.854 4.8 ug/L 53346 2 10.055 560526 50.0
Benzene, 1l-ethy... 11.384 2.8 ug/L 34280 3 12.024 607114 50.0
Thiophene, 2,5-... 12.420 2.6 ug/L 31821 3 12.024 607114 50.0
Butylated Hydro... 16.090 2.7 ug/L 32503 3 12.024 607114 50.0
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