LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc : 3.17g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 36 43 62 rVB 81748 99734  8.25% 1.067%
2 1.597 72 80 99 rBvV 36950 59120 4.89% 0.632%
3 1.678 103 105 110 rVB4 1049 834 0.07% 0.009%
4 1.710 110 115 119 rBvV2 405 417 0.03% 0.004%
5 1.781 126 137 138 rBV6 6340 8237 0.68% 0.088%
6 1.874 161 166 172 rBV 28837 33276  2.75% 0.356%
7 2.057 220 223 227 rBV3 405 363 0.03% 0.004%
8 2.138 245 248 250 rBV 456 322  0.03% 0.003%
9 2.150 250 252 257 rVB2 805 537 0.04% 0.006%
106 2.183 257 262 263 rBV 525 473 0.04% 0.005%
11  2.208 267 270 273 rVB3 517 343 0.03% 0.004%
12 2.253 281 284 287 rVB2 889 571 0.05% 0.006%
13 2.292 287 296 301 rBV3 1557 2421 0.20% 0.026%
14 2.334 306 309 310 rBV3 827 496 0.04% 0.005%
15 2.363 313 318 327 rBV 5051 8264 ©0.68% 0.088%
16 2.430 334 339 345 rBv4 3791 4780 0.40% 0.051%
17 2.536 362 372 384 rVB 193433 293294 24.26%  3.138%
18 2.636 394 403 419 rVB3 26972 49514 4.10% ©.530%
19 2.732 431 433 437 rVB3 570 329 0.03% 0.004%
20 2.758 438 441 445 rVB3 1062 764 0.06% ©0.008%
21 2.829 459 463 467 rBv2 550 488 0.04% 0.005%
22 2.880 476 479 484 rVB2 590 398 0.03% 0.004%
23 2.948 490 500 516 rBV2 12801 24499 2.03% 0.262%
24 3.031 521 526 534 rVB4 1891 2434 0.20% 0.026%
25 3.182 552 573 585 rBV 14507 36133 2.99% 0.387%
26 3.260 593 597 602 rVB2 828 828 0.07% 0.009%
27 3.446 651 655 658 rBv2 344 298 0.02% 0.003%
28 3.568 683 693 694 rBv4 1578 1941 0.16% 0.021%
29 3.684 725 729 732 rBV2 534 417 0.03% 0.004%
30 3.739 742 746 752 rBvV2 560 576 ©0.05% 0.006%
31 3.819 764 771 777 rBV2 514 709 0.06% ©0.008%
32 4.025 831 835 838 rBvV 643 515 0.04% 0.006%
33 4.054 838 844 850 rBV4 783 1165 0.10% 0.012%
34 4.134 866 869 876 rvB2 308 325 0.03% 0.003%
35 4.179 880 883 886 rvv 453 354 0.03% 0.004%
36 4.208 889 892 896 rvB 828 598 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc : 3.17g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis
37 4.253 901 906 908 rBvV2 349 347 0.03% 0.004%
38 4.330 928 930 934 rVB 594 317 0.03% 0.003%
39 4.350 934 936 940 rBV 685 414 0.03% 0.004%
40 4.469 969 973 977 rBv2 432 473 0.04% 0.005%
41  4.629 1005 1023 1037 rBvV 63542 177383 14.67% 1.898%
42 4.922 1110 1114 1119 rVB3 769 691 0.06% 0.007%
43 5.060 1141 1157 1180 rBV 153219 362087 29.95% 3.874%
44  5.198 1189 1200 1220 rVB2 24936 54496 4.51% 0.583%
45  5.343 1236 1245 1247 rBV2 973 1252 0.10% 0.013%
46  5.388 1256 1259 1263 rVB2 809 643 0.05% 0.007%
47  5.424 1263 1270 1272 rBV 528 559 0.05% 0.006%
48 5.469 1281 1284 1289 rVB2 534 421 0.03% 0.005%
49 5.597 1320 1324 1326 rBV 566 397 0.03% 0.004%
50 5.716 1341 1361 1385 rVV2 262280 699458 57.86% 7.483%
51 5.825 1393 1395 1400 rVB 713 519 0.04% 0.006%
52 5.851 1400 1403 1405 rBV 578 374 0.03% 0.004%
53 5.970 1429 1440 1445 rBV6 7192 12552 1.04% 0.134%
54 6.157 1487 1498 1513 rBvV2 8385 23026 1.90% 0.246%
55 6.247 1513 1526 1555 rVB 268344 537199 44.43% 5.747%
56 6.398 1562 1573 1596 rVB4 23332 52539 4.35% 0.562%
57 6.523 1604 1612 1621 rVB5 4829 7925 0.66% 0.085%
58 6.594 1625 1634 1643 rBV5 3702 7050 0.58% 0.075%
59 6.690 1650 1664 1681 rBV2 155339 316890 26.21% 3.390%
60 6.780 1681 1692 1704 rBV2 13878 34952 2.89% 0.374%
61 6.925 1726 1737 1770 rVB 16160 50411 4.17% 0.539%
62 7.057 1774 1778 1780 rBV2 523 389 0.03% 0.004%
63 7.102 1789 1792 1795 rBV 598 439 0.04% 0.005%
64 7.186 1808 1818 1841 rBvV4 42103 98863 8.18% 1.058%
65 7.295 1849 1852 1857 rVB3 818 620 0.05% 0.007%
66 7.378 1869 1878 1888 rBV4 1710 2742 0.23% 0.029%
67 7.565 1924 1936 1958 rVB2 90806 176026 14.56%  1.883%
68 7.658 1961 1965 1970 rVB2 629 478 0.04% 0.005%
69 7.690 1970 1975 1982 rBV4 1555 2059 0.17% 0.022%
70 7.768 1994 1999 2000 rBV 787 615 0.05% 0.007%
71 7.787 2000 2005 2006 rBV2 1645 1249 0.10% 0.013%
72 7.896 2026 2039 2054 rBV 309039 548819 45.40% 5.871%
73 8.034 2078 2082 2091 rBV5 2507 2938 0.24% 0.031%
74  8.182 2117 2128 2151 rVB2 80478 172084 14.23% 1.841%
75 8.324 2168 2172 2175 rVB2 490 374 0.03% 0.004%
76 8.369 2184 2186 2191 rVB2 537 411 0.03% 0.004%

SFAMULM@51622WMA.M Thu Jun 02 17:11:37 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc : 3.17g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis
77 8.478 2216 2220 2225 rBV2 507 476 0.04% 0.005%
78 8.552 2230 2243 2256 rBvV4 19053 32969 2.73% 0.353%
79 8.652 2256 2274 2302 rVV 230330 513642 42.49% 5.495%
80 8.784 2311 2315 2317 rBV3 1276 1065 ©0.09% 0.011%
81 8.857 2333 2338 2342 rBV3 1113 1208 0.10% 0.013%
82 8.919 2354 2357 2363 rVB5 2078 2177 0.18% 0.023%
83 9.005 2379 2384 2389 rBV2 1966 2236 0.18% 0.024%
84  9.150 2423 2429 2434 rBV 2719 3905 0.32% 0.042%
85 9.420 2501 2513 2531 rBV 565183 1080083 89.34% 11.555%
86 10.764 2919 2931 2951 rVB 494186 814894 67.40% 8.718%
87 11.060 3014 3023 3030 rBv4 23834 35723 2.95% 0.382%
88 11.115 3030 3040 3060 rVB 317708 476946 39.45% 5.102%
89 11.816 3246 3258 3271 rBV 751430 1208959 100.00% 12.933%
990 12.005 3310 3317 3327 rVB4 16734 24412 2.02% 0.261%
91 12.195 3364 3376 3395 rBV 614733 1012087 83.72% 10.827%
92 12.327 3409 3417 3431 rVB 58919 81785 6.76% 0.875%
93 13.391 3739 3748 3756 rBV2 30590 44536 3.68% 0.476%
94 14.095 3960 3967 3977 rVB3 7833 12949 1.07% 0.139%
95 15.372 4359 4364 4370 rBV7 6046 6098 0.50% 0.065%
96 15.478 4393 4397 4399 rBV 716 502 0.04% 0.005%
97 15.713 4466 4470 4471 rBV 725 511 ©0.04% 0.005%
98 15.758 4481 4484 4487 rVV2 731 471 0.04% 0.005%
99 16.262 4630 4641 4645 rBV9 1809 2858 0.24% 0.031%
100 16.330 4660 4662 4666 rVB2 2001 873 0.07% 0.009%
Sum of corrected areas: 9347613
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048665.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.478 9.28 ug/L 99734  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 83
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 43 (1.478 min): VU048665.D\data.ms (-36) (-) m/z 45.00 100.00%

45.0
5000

140 160 1.80

O T T T T e m/z 46.00 50.66%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #110: Dimethyl ether
45.0
29.0
15.0
5000 L L

140 1.60 1.80
m/z 43.10 2.21%

0 L2201 390
\HH\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\ \H\‘\H\‘\\
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethanol
31.0
At
45.0 1.40 1.60 1.80
5000 ITI/Z 44.00 1.39%
0 2.0 150 250 ‘\ ‘ W
e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether T
45.0 1.40 1.60 1.80
m/z 47.00 1.22%
5000 290
15.0
O e L s s
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 Methyl propionate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.198 5.07 ug/L 54496 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 90
2 Methyl propionate 88 C4H802 000554-12-1 90
3 Methyl propionate 88 C4H802 000554-12-1 86
4 Methyl propionate 88 C4H802 000554-12-1 80
5 Methyl propionate 88 C4H802 000554-12-1 59
Abundance Scan 1200 (5.198 min): VU048665.D\data.ms (-1189) (-) m/z 57.00 100.00%
57.0
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R e R
45.0 4.80 5.00 5.20 5.40 5.60
ot e m/z 88.10 37.10%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate
57.0
29.0
2000 4.805.00 5.20 5.40 5.60
88.0 : : . : :

m/z 59.00  33.49%

15.0
‘ \“ 41 45\'0 1 i
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2286: Methyl propionate
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A

29'0 [rrrrprrrrprrrrprrrrpre
4.80 5.00 5.20 5.40 5.60

m/z 55.00 6.10%
5000 88.0
12.0 ‘ 45.0
oH_H_‘!M‘mH‘Mwmu_m_m_mww
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate ‘AHHWHWHWHW
0.0 57.0 4.80 5.00 5.20 5.40 5.60
' m/z 45.00 5.64%
5000
88.0
15.0
‘ \‘\ 20 ‘
(O B L L R R A Eamme mE
m/z--> 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 Methyl isobutyrate

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.398 4.89 ug/L 52539 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl isobutyrate
2 Methyl isobutyrate
3 Methyl isobutyrate
4 Methyl isobutyrate
5 Cycloserine

102 C5H1002
102 C5H1002
102 C5H1e02
102 C5H1002

102 C3H6N202

Abundance Scan 1573 (6.398 min): VU048665.D\data.ms (-1562) (-)
1

000547-63-7 68
000547-63-7 58
000547-63-7 53
000547-63-7 52
000068-41-7 17

m/z 43.10 100.00%

43
71.0
5000 59.0 87.0
‘ ‘ 102.0 6.00 6.20 6.40 6.60 6.80
Ol ettt el b e e e m/z 71,00 58.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
43.0
5000 ‘\‘H‘/\\‘/\\‘\H‘HH,‘\HH‘H
59.0 71.0 6.00 6.20 6.40 6.60 6.80
' 87.0 m/z 41.00 49.64%
27.0 ‘ 102.0
O\\‘\\\\‘\\\‘\“\\\\“\}‘\\‘\\‘\\“\\\\‘\}\\‘\\\\‘\\\\‘!\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Methyl isobutyrate
A 1L Bl
A T B .
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 87.00 45.67%
270 59.0 /10
15.0 '
A A
0 ‘w“‘w“1Mu“h‘M‘W‘H‘WM“w‘l“_“‘_“‘ﬂ“‘_
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate R RS
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00 40.91%
5000 71.0
59.0 87.0
15.0 27.0 ‘ ‘ 102.0
0“‘HM;_‘L“HJ‘M‘W‘Juﬂ‘u‘ﬁl‘W“H‘H“m‘u“ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 2-Butanone, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.780 3.25 ug/L 34952 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 80
2 2-Pentanone 86 C5H100 000107-87-9 78
3 2-Pentanone 86 C5H100 000107-87-9 72
4 2-Pentanone 86 C5H100 000107-87-9 72
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 36

Abundance Scan 1692 (6.780 min): VU048665.D\data.ms (-1681) (-) m/z 42.95 100.00%

5000
86.0 N
S e
I 58.1 ﬁﬂ 6.40 6.60 6.80 7.00 7.20
ot e+ m/z 86.00  28.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 \\‘HH/‘\TT‘H‘HH,HH‘\
6.40 6.60 6.80 7.00 7.20
27.0 86.0 m/z 39.00 14.78%
15.0
‘ A \‘ ‘\ L 57\0 71‘0
0\\\‘\\\\‘\\\\’\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone f“
43.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.00 14.26%
86.0
270 58.0 71.0
0 Y VS N Rt E R P
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone ““H““A\“‘W““
43.0 6.40 6.60 6.80 7.00 7.20
m/z 41.00 13.74%
5000
86.0
27.0 58.0 71.0 /\\ /\\
o"Wl\?]ow‘H“,"H“‘mwml_m“”w”wm B B L1/ S SR
m/z--> 10 20 30 40 50 60 70 80 90 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 Propanal, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.925 4.69 ug/L 50411 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 78
2 3-Pentanone 86 C5H100 000096-22-0 72
3 n-Hexane 86 Ce6H14 000110-54-3 39
4 3-Pentanone 86 C5H100 000096-22-0 28
5 3-Pentanone 86 C5H100 000096-22-0 9

Abundance Scan 1737 (6.925 min): VU048665.D\data.ms (-1726) (-) m/z 57.00 100.00%

57.0
5000
86.1 B
R R e RN
41.9 6.60 6.80 7.00 7.20
O vy oo e e m/z 86.10 28.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2005: Propanal, 2,2-dimethyl-
41.0 51.0
5000 29.0 e
: 86.0 6.60 6.80 7.00 7.20
m/z 55.00 5.82%
0\\‘?‘\5?0\‘\H‘\iH\1"‘1‘1H“\‘\‘H"H\?\?.\OH\’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0 m
|
P e e e
6.60 6.80 7.00 7.20
5000 m/z 56.00 5.17%
29.0 86.0
150 \‘\‘ w4%w0 Ly
[0 AL LA B e o B N I R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane "\‘Hun‘\\u‘umn‘ﬁuu‘
57.0 6.60 6.80 7.00 7.20
m/z 58.00 4.59%
43.0
5000
86.0
71.0
ot SNBSS A S
m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 Butanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.186 9.20 ug/L 98863 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 80
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
5 Methyl isobutyrate 102 C5H1002 000547-63-7 47

Abundance Scan 1818 (7.186 min): VU048665.D\data.ms (-1808) (-) m/z 74.00 100.00%

43.1 74.0
5000
59.0 91.0
R S AR
6.80 7.00 7.20 7.40 7.60
102.3
0 m/z 43.10  85.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4849: Butanoic acid, methyl ester
43.0
74.0
5000 27.0 S e
15.0 6.80 7.00 7.20 7.40 7.60
59.0 87.0 m/z 71.00 79.67%
O\\\‘\\\\‘\\\‘\H“\\\}‘i!}‘\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\]\-(‘)\2\(\)\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester
43.0
74'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 ITI z 41.00 40.73%
27.0
15.0 59.0 87.0
‘ \‘\ HH | ‘ 102.0
1 R EHIE [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4852: Butanoic acid, methyl ester
43.0 74.0 6.80 7.00 7.20 7.40 7.60
m/z 59.00 31.54%
5000
27.0 87.0
15.0 59.0
]
Or e e el e e I n—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.115 19.73 ug/L 476946  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 87
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 72
3 Octane 114 C8H18 000111-65-9 64
4 Tridecane 184 C13H28 000629-50-5 53
5 Decane 142 C1eH22 000124-18-5 53

Abundance Scan 3040 (11.115 min): VU048665.D\data.ms (-3030) (- m/z 57.10 100.00%

57.1
5000 410
85.1
H H “ ‘ 113.2 1422 1100 ll 50
ot el e m/z 43.05 87.58%
m/z--> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0
5000
71.0 1100 1150
m/z 41.00 51.32%
27‘0 ‘ 99.0
O \\\‘\“\\\“‘}\\‘!“\\“!\‘1\\\“‘ \%%4:0‘\\\]\-4"2\0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22071: Octane, 4-ethyl-
57.0
5 —
11.00 11.50
5000 410 m/z 71.10 41.99%
85.0 112.0
T A Y 1420
Ol ‘HH‘HH“H“‘HH_H
m/z--> 20 40 100 120 140
Abundance #8621: Octane . . 1
43.0 11.00 11.50
m/z 85.10 30.52%
5000
85.0
2700
T A
0 ‘““““1‘u“““““““‘M““““‘ 7 T
m/z--> 20 40 60 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On : 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc ¢ 3.17g/5.0emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.327 3.38 ug/L 81785 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane 156 C1l1H24 001120-21-4 83
4 Undecane 156 C1l1H24 001120-21-4 81
5 Undecane 156 C11H24 001120-21-4 74
Abundance Scan 3417 (12.327 min): VU048665.D\data.ms (-3409) (- m/z 57.05 100.00%
57.0
5000
85.1
Ol ‘m‘,u‘u‘u“_“‘_“w“‘w“u“ m/z 43.00 88 62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 \/M
85.0 12. 00 12 50
29.0 ' m/z 40.95 51.47%
\ ‘ I | ‘ 1130  156.0
O\\\‘\‘\\\‘\\\\‘\\‘}\’1\\\”‘\\“\‘\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0 WU\
\
12.00 12 50
5000 m/z 71.10 51.09%
85.0
29.0
0 A 110, 1410 1600 1950
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #33081: Undecane o e
57.0 12.00 12.50
m/z 85.10 31.11%
5000
290 85.0
L mo o
0 ‘H“‘“‘H““Ju,l"NM‘u“‘u““‘M““‘u““ ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52522\
Data File : VU@48665.D

Acqg On ¢ 25 May 2022 12:53

Operator : SY/MD

Sample : N2926-10ME

Misc : 3.17g/5.emL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 1.478 9.3 ug/L 99734 1 6.247 537199 50.0
Methyl propionate 5.198 5.1 ug/L 54496 1 6.247 537199 50.0
Methyl isobutyrate 6.398 4.9 ug/L 52539 1 6.247 537199 50.0
2-Butanone, 3-m... 6.780 3.3 ug/L 34952 1 6.247 537199 50.0
Propanal, 2,2-d... 6.925 4.7 ug/L 50411 1 6.247 537199 50.0
Butanoic acid, 7.186 9.2 ug/L 98863 1 6.247 537199 50.0
(DEL) Alkane: S... 11.115 19.7 ug/L 476946 3 11.816 1208960 50.0
(DEL) Alkane: S... 12.327 3.4 ug/L 81785 3 11.816 1208960 50.0
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