LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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: VX@42386.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 23 28 40 rBV2 20230 30297 3.49% 0.385%
2 1.373 43 47 66 rvB 27314 86601 9.97% 1.100%
3  1.569 706 79 80 rBv4 3547 6781 0.78% 0.086%
4 1.648 88 92 95 rBV2 14549 25344  2.92% 0.322%
5 2.276 189 195 212 rBV 122657 232403 26.75% 2.951%
6 2.721 261 268 274 rBV 8303 18190 2.09% 0.231%
7 4.489 550 558 575 rBV 52700 191698 22.06% 2.434%
8 5.056 639 651 669 rBV 109768 342355 39.41% 4.347%
9 5.818 769 776 786 rBV4 1359 3967 0.46% 0.050%
16 5.958 788 799 815 rBV2 301974 868790 100.00% 11.032%
11  6.757 921 930 958 rVW 192449 470609 54.17% 5.976%
12 7.110 982 988 999 rVB5 2120 5110 0.59% 0.065%
13 7.232 999 1008 1012 rBV4 2301 5368 0.62% 0.068%
14 7.305 1012 1020 1029 rBV 175047 400379 46.08% 5.084%
15 7.549 1056 1060 1073 rVB3 2956 6693 0.77% 0.085%
16 7.763 1086 1095 1102 rBV2 5508 12209 1.41% 0.155%
17 7.952 1120 1126 1136 rBV4 6833 14550 1.67% 0.185%
18 8.183 1158 1164 1167 rBV3 3059 5751 0.66% ©0.073%
19 8.269 1174 1178 1182 rBV2 4085 6443 0.74% 0.082%
20 8.323 1182 1187 1200 rVB 103952 178817 20.58% 2.271%
21  8.433 1200 1205 1208 rBV2 5238 8808 1.01% 0.112%
22 8.598 1225 1232 1235 rBV2 22571 42540 4.90% 0.540%
23 8.647 1235 1240 1248 rW 450724 715284 82.33% 9.083%
24  8.720 1248 1252 1256 rVWV 17356 29242  3.37% 0.371%
25 8.768 1256 1260 1267 rVV 15457 28502 3.28% 0.362%
26 8.842 1268 1272 1279 rVB5 3768 5986 0.69% 0.076%
27 8.915 1279 1284 1285 rBV3 3569 5263 0.61% 0.067%
28 8.951 1285 1290 1307 rVV2 75971 154275 17.76%  1.959%
29 9.098 1307 1314 1320 rVV2 11428 19149 2.20% 0.243%
30 9.226 1332 1335 1339 rvwv2 5547 8304 0.96% 0.105%
31 9.287 1339 1345 1350 rVB5 7707 14468 1.67% 0.184%
32 9.390 1357 1362 1375 rBV 224914 471263 54.24% 5.984%
33 9.500 1375 1380 1386 rVv2 22309 42404 4.88% ©.538%
34 9.555 1386 1389 1394 rVvB2 14461 21234  2.44% 0.270%
35 9.616 1394 1399 1403 rBV 40887 62466 7.19% ©.793%
36 9.652 1403 1405 1409 rVB2 6675 7689 0.89% 0.098%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 9.756 1415 1422 1426 rBV4 4772 7940 0.91% 0.101%
38 9.823 1426 1433 1437 rBV3 18463 38577 4.44%  0.490%
39 9.902 1442 1446 1451 rVB 24240 35026 4.03% 0.445%
40 10.006 1457 1463 1466 rBV 23577 33448 3.85% 0.425%
41 10.055 1466 1471 1487 rVV 399959 560672 64.53% 7.119%
42 10.177 1487 1491 1498 rVB5 6938 13679 1.57% 0.174%
43 10.274 1503 1507 1509 rBV2 11096 16180 1.86% 0.205%
44 10.317 1511 1514 1517 rVW2 15684 21913 2.52% 0.278%
45 10.360 1517 1521 1532 rVB2 18634 32352 3.72% 0.411%
46 10.451 1532 1536 1541 rBV3 8563 12535 1.44% 0.159%
47 10.530 1545 1549 1551 rBvV2 5119 7194 0.83% 0.091%
48 10.585 1551 1558 1565 rVB4 26616 45669 5.26% 0.580%
49 10.671 1565 1572 1576 rBv4 12069 23378 2.69% 0.297%
50 10.780 1582 1590 1594 rBV 27295 40826 4.70% ©.518%
51 10.829 1594 1598 1599 rBV3 7109 8691 1.00% 0.110%
52 10.853 1599 1602 1605 rVv2 15011 19681 2.27% 0.250%
53 10.896 1605 1609 1613 rVB 17330 26723 3.08% 0.339%
54 10.945 1613 1617 1622 rVB4 5646 8935 1.03% 0.113%
55 11.000 1622 1626 1627 rBV4 6164 6872 0.79% 0.087%
56 11.030 1627 1631 1634 rVB 13194 16085 1.85% 0.204%
57 11.085 1634 1640 1642 rBV3 11860 17148 1.97% 0.218%
58 11.195 1650 1658 1666 rBV 387099 546122 62.86% 6.935%
59 11.335 1677 1681 1686 rVv4 3550 5950 0.68% 0.076%
60 11.384 1686 1689 1693 rVVv4 3863 5977 ©.69% 0.076%
61 11.433 1693 1697 1700 rVV 10447 14187 1.63% ©0.180%
62 11.475 1700 1704 1710 rVB2 31645 40633 4.68% 0.516%
63 11.634 1726 1730 1735 rVB4 5518 7786 0.90% 0.099%
64 11.683 1735 1738 1740 rBV2 5120 6073 0.70% 0.077%
65 11.713 1740 1743 1746 rVB 11780 11414 1.31% 0.145%
66 11.750 1746 1749 1752 rBV3 2897 4128 0.48% 0.052%
67 11.835 1760 1763 1766 rBV3 4133 6646 0.76% 0.084%
68 11.890 1769 1772 1776 rVWV4 5607 9350 1.08% 0.119%
69 11.939 1776 1780 1783 rVV4 8125 12415 1.43% 0.158%
70 11.969 1783 1785 1788 rVv4 4445 6293 0.72% 0.080%
71 12.024 1789 1794 1800 rVV 427492 569720 65.58% 7.234%
72 12.073 1800 1802 1804 rVV 6484 7431 0.86% 0.094%
73 12.103 1804 1807 1811 rVB3 7501 9532 1.10% 0.121%
74 12.170 1811 1818 1826 rVB6 6455 14088 1.62% 0.179%
75 12.262 1826 1833 1837 rBVS8 1833 4245 0.49% 0.054%

76 12.323 1837 1843 1849 rBV 547038 731378 84.18% 9.287%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 12.420 1855 1859 1864 rBV 25111 29892 3.44% 0.380%
78 12.463 1864 1866 1875 rVB7 4227 7492 0.86% 0.095%
79 12.554 1875 1881 1883 rBV6 3166 5729 0.66% 0.073%
80 12.884 1928 1935 1943 rVVo 5622 16117 1.86% 0.205%
81 12.975 1947 1950 1955 rVW4 4401 6499 0.75% 0.083%
82 13.268 1993 1998 2001 rBV 11852 14266 1.64% 0.181%
83 13.383 2014 2017 2019 rVV3 3560 4610 ©.53% 0.059%
84 13.402 2019 2020 2031 rVV9 4624 12807 1.47% 0.163%
85 13.512 2033 2038 2047 rVB2 16918 24178 2.78% 0.307%
86 13.780 2077 2082 2089 rVB 16993 23585 2.71% ©.299%
87 14.036 2119 2124 2128 rVV 5204 6859 0.79% 0.087%
88 14.639 2219 2223 2228 rVB 10999 13252 1.53% 0.168%
89 14.780 2238 2246 2249 rBV3 9415 15882 1.83% 0.202%
990 14.816 2249 2252 2259 rVB 13653 17141 1.97% 0.218%
91 14.932 2267 2271 2278 rVB2 11562 15943 1.84% 0.202%
92 15.048 2285 2290 2296 rBV3 26226 37498 4.32% 0.476%
93 15.219 2313 2318 2326 rVB4 2340 6368 0.73% 0.081%
94 15.481 2356 2361 2366 rBV4 5677 11492 1.32% 0.146%
95 15.615 2378 2383 2386 rBV4 6326 9446 1.09% 0.120%
96 15.651 2386 2389 2394 rVB3 4082 5855 0.67% 0.074%
97 15.737 2399 2403 2410 rVB5 6051 10360 1.19% 0.132%
98 15.846 2413 2421 2426 rBV9 2098 5579 0.64% 0.071%
99 16.102 2456 2463 2469 rBV6 3191 6599 0.76% 0.084%
100 16.328 2495 2500 2510 rVB2 5177 11716 1.35% 0.149%
Sum of corrected areas: 7875289
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: P3238-19ME
: 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 26 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\

: VX042386.D
: 18 Jul 2024 21:38

JC/MD

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 Dimethyl ether Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.258 3.22 ug/L 30297 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dimethyl ether 46 C2H60 000115-10-6 72

2 Ethanol 46 C2H60 000064-17-5 9

3 Dimethyl ether 46 C2H60 000115-10-6 9

4 Ethanol 46 C2H60 000064-17-5 7

5 Dimethyl ether 46 C2H60 000115-10-6 7

Abundance  Scan 28 (1.258 min): VX042386.D\data.ms (-23) (-) m/z 45.10 100.00%

45.1
5000

64.0 \\\\\‘\\\\\\\
120 1.40 1.60

O b ey | M/z 46,10 48.63%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #110: Dimethyl ether
45.0
29.0
15.0

5000 S e
120 140 160

m/z 64.00 17.14%

O HH\H‘HH‘\\\\‘\\\!‘}\\\‘HH‘H}\HH\‘HH‘HH H\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #107: Ethanol
31.0

45.0 120 1.40 160
5000 ITI z 48.00 7.89%
0 2.0 15\'0‘ 24-d\‘\ \‘ ‘
AT A TEE L L e o paa
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70
Abundance #109: Dimethyl ether N
45.0 120 1.40 160
m/z 43.10 2.51%
5000 29.0
15.0 A
O e e e L e A e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 4
R.T. EstConc Area Relative to ISTD R.T.
9.500 3.78 ug/L 42404  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2,5,5-trimethyl- 126 CSH18 062185-56-2 43
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 42
3 2-Hexyl-1-octanol 214 C14H300 019780-79-1 42
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 38
5 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 35

Abundance Scan 1380 (9.500 min): VX042386.D\data.ms (-1375) (-) m/z 57.10 100.00%
57.1
5000 1111
‘ 83.1 ‘ 9.50
O Frrr bl ‘«s‘;nu‘!H““m‘_‘:H_Mww‘_ m/z 55.85 48.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13228: 1-Hexene, 2,5,5-trimethyl-
57.0
5000 T T
9.50
29.0 111.0 m/z 69.05 47.507%
L] 830
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
T ‘ T L
9.50
5000 ITI/Z 111.10 44 ,19%
29.0 99.0
[ | 1280
[ NSNS AN MDA iR N
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\
Abundance #92365: 2-Hexyl-1-octanol ‘ A ‘ =4
57.0 9.50
m/z 41.10 42.28%
5000
29.0 85.0
111.0
ol I | n‘\ \‘h 41390 1680 196.0 )
H“H“‘H‘ R AR ARAR RS P ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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: Cyclic9.616 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.616 5.57 ug/L 62466 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70
3 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 64
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 60

Abundance Scan 1399 (9.616 min): VX042386.D\data.ms (-1394) (-) m/z 111.10 100.00%

1101
69.1
5000
55.0 JL
41.0 831

‘ L ‘ 97.2 126.1 950 10,00
ettt 208 S22 m/z 69.10 63.98%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
41.0

5000 950 10 00
83.0
m/z 55.05 32.30%
| |

27.0
Wl ) ero | 1260
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
LN

o

o

950 1000
55.0 m/z 41.05 24.66%
5000 41.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AAf
Abundance #6829: 4-Amino-6-hydroxypyrimidine T I
111.0 9.50 10.00
m/z 83.10 20.81%
5000
68.0
41.0 ‘ 870
oH‘w‘HH‘wMH‘HH‘HH‘H‘w‘!‘wwww!www SAS i
m/z--> 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\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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: Cyclic9.823 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.823 3.44 ug/L 38577  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 93
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 76

4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 72
5 Cyclohexane, 1,3,5-trimethyl- 126 CSH18 001839-63-0 70

Abundance Scan 1433 (9.823 min): VX042386.D\data. ms(1426)() m/z 69.10 100.00%

69.1 111.
5000 84.1
126.1
9.50 10.00
0 ‘wHH,‘HwHH_H‘M:H_HwHH‘M‘HwHMM_wwwuw m/z 111.16  92.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0
111.0
55.0 /\/\
5000 41.0 g‘Ao‘ ‘ ‘0\00‘
126.0 S 10.
m/z 43.10 71.58%
83.0
O \\‘HH’\H\‘HH“MH\“\‘\!‘\‘\H\1\\H‘\H\\‘?\7\9\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 = AP
55.0 9.50 10.00
5000 41.0 m/z 55.10 70.86%
126.0
970 ‘ 84.0
0 H_‘H,HLMH‘w”‘wﬂuw‘Hhhuwwwuw‘ﬁ‘uu‘u‘wu‘w‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 — A
69.0 111.0 9.50 10.00
m/z 41.05 49.26%
55.0
5000 41.0
126.0
‘ ‘ |50 /\M
0‘wH,‘HwH‘“H““‘“WH“‘HNNH‘m“‘uu‘lwww AN
m/z--> 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\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 2-Methylpentyl formate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.902 3.12 ug/L 35026 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentyl formate 130 C7H1402 381670-34-4 53
2 Octane, 4-methyl- 128 C9H20 002216-34-4 53
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50

4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 49
5 Octane, 2-methyl- 128 C9H20 003221-61-2 43

Abundance Scan 1446 (9.902 min): VX042386.D\data.ms (-1442) (-) 43.05 100.00%

43.0
5000 57.0 71.1
85.0
113.1 950 10 00
99.1
oH,‘MWWM:‘WHW‘1mwmHmww:‘mﬂzﬁzm m/z 71.18  49.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15409: 2-Methylpentyl formate
43.0
71.0 N\
5000 ‘
950 10 00
m/z 57.05 47.19%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl-
43.0 ij\
— A A
9.50 10.00
5000 m/z 85.05 36.62%
290 57.0 71.0 85.0
R A > oo
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 N J\
Abundance #8649: Hexane, 3,3-dimethyl- \\AA‘ N
43.0 9.50 10.00
m/z 41.05 32.50%
71.0
5000 57.0 85.0
29.0
99.0
m/z--> 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\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.360 2.89 ug/L 32352  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 81
4 Nonane 128 C9H20 000111-84-2 74
5 Octane 114 C8H18 000111-65-9 59
Abundance Scan 1521 (10.360 min): VX042386.D\data.ms (-1517) (- | m/z 43.05 100.00%
43.0 57,0
5000 85.1
71.0
H H 99.1 128.2 10. oo 10 50
oHwW‘_m‘w_wu_Hw‘w_mw‘w,ww‘w m/z 57.05 86.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
L)
5000
29.0 1000 1050
71.0 85.0 m/z 41.00 42.75%
saso |l | eso amo
H‘HH‘\\H‘HH‘\H\‘HH‘HH‘H\\‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0 10,00 10.50
5000 m/z 85.10 42.23%
29.0
128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\\,\/\
Abundance #14520: Nonane ph .
43.0 10.00 10.50
57.0 m/z 71.00  31.18%
5000
290 710 85.0
990
obaso L |4 oo wme L, Ao
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

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 8 (DEL) Alkane: Cyclic1e@.585 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.585 4.07 ug/L 45669 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18

019489-10-2 49
003728-55-0 49

3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 46
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 43
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 43
Abundance Scan 1558 (10.585 min): VX042386.D\data.ms (-1551) (- m/z 97.10 100.00%
57.1 97.1
41)0
5000
a1 126.1 b i
’ 10.50
[ M i N‘“‘Jm HM ST “M 17120 m/z 57.18  92.66%
m/z--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
T 1 Aﬂj\
5000 AAALY = ‘
10.50
126.0 m/z 55.05 76.10%
ol I
0 \\\’\M\ \‘iH\ \‘\‘!“ ‘M‘\ \““\ T \“ T (L
miz--> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
Ty \
10.50
5000 m/z 43.10 64.94%
126.0
39‘0 ‘ 81.0 ‘ ‘
1 X RTINS 1H] S MY RN
miz-> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane AVAVZAL T —
55.0 97.0 10.50
m/z 56.05 56.86%
5000
126.0
39‘0 ‘ 8LO ‘
S X O R R W WILAY
m/z--> 20 40 60 80 100 120 140 10.50

SFAMXLMO70324WMA.M Mon Jul 22 17:05:56 2024

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.780 3.64 ug/L 40826 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 58
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53

Abundance Scan 1590 (10.780 min): VX042386.D\data.ms (-1582) (- m/z 57.10 100.00%
57.1
5000 41.0
81.1
113.1 .
10 50 11. 00
140.0
y— m”‘ ‘ Al Mg“l‘ o “ A TD L m/z 71.85  70.86%
miz-> 20 4 60 8 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0 j\
5000 s MAVAS
10.50 11.00
113.0 m/z 43.05 50.46%
‘ ‘ ‘ 85.0 ‘
O\\]-\S\.O‘\‘\\\“{\\““\\“}\‘1‘\\\“\\!\‘\\\]\.4“2\'0\\
miz-> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
Py —
10.50 11. 00
5000 ITI/Z 41.05 %
410 113.0
| ‘ ‘ 85.0 142.0
) S| S A | R VR S sl
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0 10 50 11 00
m/z 56.05 32.99%
5000 410
113.0
LU | Y N -3 W TV
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\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.475 3.57 ug/L 40633 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 87
3 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 78
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
5 Decane 142 C10H22 000124-18-5 68

Abundance Scan1704(11475num VX042386.D\data.ms (-1700) (- m/z 57.05 100.00%
57.0
- JAﬁLﬂwﬂkﬂAvuﬁﬁ&ﬂﬂWM
T
‘ ‘ 97.0 1421 11.50
ob— HHMHLJM$NN‘ A m/z 43.05 95.82%
miz--> 50 100 150 200 250
Abundance #22067: Decane
43.0
5000 R
11.50
85.0 m/z 71.10 42.78%
Ly, e
O T T ‘\ ‘\ ‘ J ‘ \ T T \ T T T T ‘ T T T T ‘ T T T T
m/z--> 5 100 150 200 250
Abundance #22068: Decane
43.0
T
11.50
5000 m/z 41.10 40.50%
85.0
AR AT R
m/iz--> 50 100 150 200 250
Abundance #197437: Decane, 1,1'-oxybis- —
57.0 11.50
m/z 55.10 34.21%
5000
1120
015-0‘\‘ o \“ \ 1710 2130 2850 296.(
el ‘ ‘ —— e ——
m/z--> 50 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.420 2.62 ug/L 29892 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 92
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 86
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80
Abundance Scan 1859 (12.420 min): VX042386.D\data.ms (-1855) (- m/z 57.10 100.00%
57.1
5000
97.0 R
L d i, o
S S — m/z 43.10  79.98%
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 1
12.50
m/z 71.10 53.36%
27‘-0“ | 980 1560
O T T ‘\ \‘ - T “\‘ \“‘\ H‘ \H T ‘\ T “\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33079: Undecane
57.0
s
12.50
5000 m/z 41.05 42 .09%
N 0 Y P
m/iz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride ——
57.0 12.50
m/z 85.00 33.46%
5000
1.0
133.0
0 }??0“‘ R “‘2?§J J\Aﬂ\ AA \
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.048 3.29 ug/L 37498 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 000515-13-9 91
2 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 000515-13-9 90
3 1,5-Cycloundecadiene, 8,8-dimeth... 190 C14H22 062338-54-9 45
4 1,4-Methanocycloocta[d]pyridazin... 204 C13H20ON2 1000221-85-9 35
5 7-Propylidene-bicyclo[4.1. @]heptane 136 C1oH16 082253-09-6 30

Abundance Scan 2290 (15.048 min): VX042386.D\data.ms (-2285) (- m/z 81.00 100.00%

81.0
5000 41 147.1
189.3
H ‘ ‘ 281.( 15.00
o At e m/z 93.00 89.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80460: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0
41.0 AJ\
M
5000 A A
121.0 15.00

161.0

m/z 107.10  66.62%

o Ll a0

m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #80458: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth

81.0
Al /\ [\M A Iy

it S i
410 15.00
5000 121.0 ITI/Z 79.00 65.69%
161.0
204.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64910: 1,5-Cycloundecadiene, 8,8-dimethyl-9-methylen L ‘/\“‘ [ A{VM‘{\
93.0
410 15.00
m/z 67.00 62.50%
5000
147.0175.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071824\
Data File : VX042386.D

Acqg On : 18 Jul 2024 21:38

Operator : JC/MD

Sample : P3238-19ME

Misc : 4.88g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 26 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|
Dimethyl ether 1.258 3.2 ug/L 30297 1 6.757 470609 50.0
(DEL) Alkane: S... 9.500 3.8 ug/L 42404 2 10.055 560672 50.0
(DEL) Alkane: C... 9.616 5.6 ug/L 62466 2 10.055 560672 50.0
(DEL) Alkane: C... 9.823 3.4 ug/L 38577 2 10.055 560672 50.0
2-Methylpentyl ... 9.902 3.1 ug/L 35026 2 10.055 560672 50.0
(DEL) Alkane: S... 10.360 2.9 ug/L 32352 2 10.055 560672 50.0
(DEL) Alkane: C 10.585 4.1 ug/L 45669 2 10.055 560672 50.0
(DEL) Alkane: S 10.780 3.6 ug/L 40826 2 10.055 560672 50.0
(DEL) Alkane: S 11.475 3.6 ug/L 40633 3 12.024 569720 50.0
(DEL) Alkane: S... 12.420 2.6 ug/L 29892 3 12.024 569720 50.0
unknown-01 15.048 3.3 ug/L 37498 3 12.024 569720 50.0
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