LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48658.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 61 rBV 37569 47915 5.68% 0.626%
2 1.594 73 79 86 rBv 36722 47134 5.59% 0.616%
3  2.240 278 280 283 rBV 367 225 0.03% 0.003%
4 2.317 302 304 310 rBV 292 286 0.03% 0.004%
5 2.353 312 315 316 rBV 557 287 0.03% 0.004%
6 2.530 358 370 383 rBV 129912 211711 25.12% 2.766%
7 2.639 396 404 423 rVB4 25842 51335 6.09% 0.671%
8 2.745 435 437 440 rBV 645 462 0.05% 0.006%
9 2.822 458 461 466 rBV 187 231 0.03% 0.003%
106 2.957 490 503 516 rBV3 4858 9910 1.18% 0.129%
11  3.025 521 524 528 rBv4 1085 902 0.11% 0.012%
12 3.176 559 571 585 rBV 7197 17135 2.03% 0.224%
13  3.276 600 602 607 rVB2 384 300 0.04% 0.004%
14 3.301 607 610 614 rVB 382 284 0.03% 0.004%
15 3.366 625 630 635 rBv2 604 704 0.08% ©0.009%
16 3.449 654 656 662 rBB 261 255 0.03% 0.003%
17 3.562 685 691 692 rBvV3 667 587 ©0.07% 0.008%
18 3.951 809 812 815 rBV3 418 346 0.04% 0.005%
19 4.028 833 836 840 rBV2 236 235 0.03% 0.003%
20 4.057 840 845 848 rBV2 650 680 0.08% 0.009%
21 4.105 857 860 862 rVB2 357 225 0.03% 0.003%
22 4.433 958 962 965 rBB 329 235 0.03% 0.003%
23 4.449 965 967 972 rBV 277 241 0.03% 0.003%
24  4.636 1010 1025 1037 rBV 68507 186720 22.15% 2.439%
25 4.970 1125 1129 1131 rBV2 313 227 0.03% 0.003%
26 5.060 1141 1157 1184 rBV 165191 383979 45.55% 5.016%
27 5.198 1188 1200 1220 rBV2 26581 60418 7.17% ©.789%
28 5.321 1234 1238 1240 rBV2 954 733  0.09% 0.010%
29 5.716 1339 1361 1384 rBv2 286000 761596 90.35% 9.949%
30 5.973 1429 1441 1455 rBV4 8473 19841 2.35% 0.259%
31 6.054 1464 1466 1472 rVB 376 210 0.02% ©0.003%
32 6.115 1481 1485 1486 rBV 391 299 0.04% 0.004%
33  6.160 1488 1499 1512 rVV4 10438 27036  3.21% 0.353%
34  6.247 1514 1526 1547 rVB 277754 557692 66.16% 7.286%
35 6.398 1560 1573 1588 rBV3 27293 56414 6.69% 0.737%
36 6.523 1602 1612 1622 rBV4 4304 8000 0.95% 0.105%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis
37 6.597 1625 1635 1649 rBV7 4535 10518 1.25% 0.137%
38 6.690 1649 1664 1682 rVV 169189 343652 40.77%  4.489%
39 6.780 1682 1692 1719 rVB2 17295 53580 6.36% 0.700%
40 6.928 1728 1738 1761 rBV 19674 51224 6.08% 0.669%
41 7.041 177e 1773 1775 rBV 389 242  0.03% 0.003%
42 7.185 1807 1818 1842 rBVS5S 49427 111856 13.27% 1.461%
43  7.327 1859 1862 1865 rBvV2 392 316 0.04% 0.004%
44  7.439 1893 1897 1899 rBV 275 293 0.03% 0.004%
45  7.565 1924 1936 1958 rVB 99234 188758 22.39%  2.466%
46 7.693 1969 1976 1980 rVVv3 1121 1469 0.17% 0.019%
47  7.716 1980 1983 1987 rVV2 546 449 0.05% 0.006%
48 7.790 1997 2006 2007 rBvV2 1669 1886 ©.22% 0.025%
49 7.899 2025 2040 2055 rBV 331081 598608 71.02% 7.820%
50 8.108 2103 2105 2107 rBV 664 434 0.05% 0.006%
51 8.182 2116 2128 2156 rVB2 90345 189702 22.51% 2.478%
52 8.288 2157 2161 2165 rBV2 378 466 0.06% 0.006%
53 8.353 2176 2181 2184 rBV 521 436 0.05% 0.006%
54  8.459 2210 2214 2216 rBvV2 418 312 0.04% 0.004%
55  8.488 2222 2223 2227 rVB 532 289 0.03% 0.004%
56 8.520 2228 2233 2235 rBV 348 225 0.03% 0.003%
57 8.549 2239 2242 2249 rVB3 675 649 0.08% 0.008%
58 8.652 2258 2274 2308 rBV 231289 516546 61.28% 6.748%
59 8.902 2349 2352 2355 rBV 356 275 0.03% 0.004%
60  8.925 2355 2359 2361 rBV2 467 450 0.05% 0.006%
61 9.156 2428 2431 2435 rVV2 333 273 0.03% 0.004%
62 9.221 2445 2451 2454 rBB 259 304 0.04% 0.004%
63 9.420 2500 2513 2529 rBV 383356 706445 83.81% 9.229%
64  9.555 2550 2555 2558 rBV2 444 469 0.06% 0.006%
65 9.616 2570 2574 2577 rBV 222 234 0.03% 0.003%
66 9.693 2588 2598 2600 rBV5 2752 3183 0.38% 0.042%
67 9.748 2613 2615 2620 rVB 357 279 0.03% 0.004%
68 10.079 2712 2718 2720 rBV 277 284 0.03% 0.004%
69 10.105 2720 2726 2735 rVV5 2175 3258 0.39% 0.043%
70 10.217 2759 2761 2765 rVB 361 221 0.03% 0.003%
71 10.664 2898 2900 2903 rVV 500 278 0.03% 0.004%
72 10.764 2918 2931 2948 rBV 314313 514346 61.02% 6.719%
73 11.005 3002 3006 3009 rVB3 447 327 0.04% 0.004%
74 11.060 3014 3023 3030 rVv4 11398 16353 1.94% 0.214%
75 11.118 3030 3041 3055 rVV 138506 207156 24.58% 2.706%
76 11.172 3055 3058 3062 rVB3 411 320 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULMO51622WMA .M
Title : VOC Analysis
77 11.221 3070 3073 3078 rVB3 441 345 0.04% ©0.005%
78 11.317 3099 3103 3112 rVB4 889 924 0.11% 0.012%
79 11.375 3114 3121 3128 rVB4 1419 1621 0.19% 0.021%
80 11.417 3128 3134 3136 rBV2 1350 1199 0.14% 0.016%
81 11.475 3142 3152 3157 rBV6 1543 2557 ©0.30% 0.033%
82 11.574 3177 3183 3189 rBV3 957 1387 0.16% 0.018%
83 11.635 3198 3202 3204 rBV2 439 312 0.04% 0.004%
84 11.697 3217 3221 3227 rVB4 845 762 0.09% 0.010%
85 11.754 3231 3239 3243 rBV4 1313 1801 0.21% 0.024%
86 11.815 3243 3258 3271 rBV 529701 842908 100.00% 11.012%
87 12.005 3312 3317 3327 rVB5 6785 9294 1.10% 0.121%
88 12.095 3341 3345 3350 rBV2 275 239 0.03% 0.003%
89 12.198 3364 3377 3391 rBV 453885 731101 86.74% 9.551%
90 12.330 3408 3418 3427 rBV2 25374 35818 4.25% 0.468%
91 12.471 3458 3462 3468 rVB2 289 318 ©0.04% 0.004%
92 12.648 3515 3517 3523 rVB2 331 262 0.03% 0.003%
93 12.764 3551 3553 3555 rBV3 529 312 0.04% 0.004%
94 13.227 3690 3697 3702 rBV4 1283 1541 0.18% 0.020%
95 13.391 3739 3748 3757 rBV5 14743 20497 2.43% 0.268%
96 13.684 3836 3839 3841 rBV2 339 212 0.03% 0.003%
97 13.729 3850 3853 3856 rBV 272 211 0.03% 0.003%
98 14.092 3958 3966 3977 rVB2 9148 14701 1.74% 0.192%
99 14.330 4037 4040 4041 rBV 1232 708 0.08% 0.009%
100 15.233 4313 4321 4330 rBV6 2266 4570 ©.54% 0.060%
Sum of corrected areas: 7654755
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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: VU048658.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 8
R.T. EstConc Area Relative to ISTD R.T.
1.478 4.30 ug/L 47915 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 90
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 5

Abundance  Scan 43 (1.478 min): VU048658.D\data.ms (-36) (-) m/z 45.00 100.00%

45.0
5000

140 1.60 1.80

O T T T T e m/z 46.00 50.93%
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 LA

140 160 1.80
m/z 42.90 2.06%

0 L2201 390
\HH\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\ \H\‘\H\‘\\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethanol
31.0
45.0 1.40 1.60 1.80
5000 ITI/Z 44.00 1.32%
0 2.0 15\'0‘ 25'@\‘\ \‘ ‘
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 1.28%
5000 29.0
15.0
O e I A BN B  o
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 2 Methyl propionate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.198 5.42 ug/L 60418 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 86
3 Methyl propionate 88 C4H802 000554-12-1 86
4 Methyl propionate 88 C4H802 000554-12-1 83
5 Methyl propionate 88 C4H802 000554-12-1 80

Abundance Scan 1200 (5.198 min): VU048658.D\data.ms (-1188) (-) m/z 57.00 100.00%

57.0
5000 88.0 /\

419 4.80 5.00 5.20 5.40 5.60
0“"\\\\‘\\\\‘\\\\“\\‘\\‘\\w\‘i\\\\‘\\\\‘\\\‘\‘\\\\ m/Z 88.00 42.23%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate
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29.0 /\

5000 e S
4.80 5.00 5.20 5.40 5.60

m/z 58.95 36.57%

15.0
‘ “ | 45 O Ly
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\“\\\\
m/z--> 10 20 40 50 60 70 80 90
Abundance #2285: Methyl propionate
57.0
29.0

4.80 5.00 5.20 5.40 5.60

5000 ITI/Z 41.90 5.36%
88.0
15.0
i M\
R I S A U I UL IR IR A IR
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate R ARERARREEE
57.0 4.80 5.00 5.20 5.40 5.60
29.0 m/z 45.00 4.92%
5000
88.0
15.0 \J\\
SN PR | ¥ S N A O L V
m/z--> 1’0 2‘0 3‘0 4b 5‘0 6‘0 7‘0 8‘0 Qb 4.‘80 5.60 5.‘20 5.‘40 5.(‘30
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\

Data File : VU@48658.D

Library Search Compound Report

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 isobutyrate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.398 5.06 ug/L 56414 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

102 C5H1002
102 C5H1002
102 C5H1e02
102 C5H1002

000547-63-7 91
000547-63-7 90
000547-63-7 72
000547-63-7 64

5 Butyric acid hydrazide 102 C4H1eN20 003538-65-6 38
Abundance Scan 1573 (6.398 min): VU048658.D\data.ms (-1560) (-) m/z 43.00 100.00%
3.0
71.0
5000
59.0 87.0
102.1 R
‘ ‘ ‘ 6.00 6.20 6.40 6.60 6.80
0l et b e e m/z 71,00 54.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate
43.0
5000 ‘\‘H/JTH'\A\H‘HH‘HH{\\
27.0 6.00 6.20 6.40 6.60 6.80
59.0 71.0 870 m/z 41.00 46.63%
O
0 H‘HH‘\HM‘\‘H”\}‘H‘H‘H“\H\‘\}H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
Ags )
A el vl S AT
6.00 6.20 6.40 6.60 6.80
5000 m/z 87.00 37.49%
59.0 710
27.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate e
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00 35.51%
5000 71.0
59.0 87.0
o Y O O O
0“‘HMH“m“Hﬂwl‘W‘ﬂuﬂu“Mlu“H“H‘W“H“ 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@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.780 4.80 ug/L 53580 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
3 2-Pentanone 86 C5H100 000107-87-9 64
4 2-Pentanone 86 C5H100 000107-87-9 64
5 2-Pentanone 86 C5H100 000107-87-9 64
Abundance Scan 1692 (6.780 min): VU048658.D\data.ms (-1682) (-) m/z 43.00 100.00%
43.0
5000
86.1 LNV SV NI
‘ 579 71.0 6.40 6.60 6.80 7.00 7.20
Ol peeetbllie e Ll m/z 86.10 23.08%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1921: 2-Pentanone
43.0
5000 \‘HH}:\\\AH‘HH’HH‘\
6.40 6.60 6.80 7.00 7.20
m/z 40.95 15.81%
27.0 ss0 710 00
130 | 1l |
O\\\‘\\\\‘\\\\’\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1984: 2-Butanone, 3-methyl-
43.0 A
PPN VA VAR A O
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.90 11.74%
27.0 86.0
0 " s mo
L0 B L Lt s o R L
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone R Eaaaa
43.0 6.40 6.60 6.80 7.00 7.20
m/z 71.00 11.06%
5000
86.0
15.0 27‘.0 | 58.0 71‘.0
Ot e e e e e
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@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA .M
: 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 3-Pentanone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.928 4.59 ug/L 51224  1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 78
2 3-Pentanone 86 C5H100 000096-22-0 72
3 3-Pentanone 86 C5H100 000096-22-0 64
4 3-Pentanone 86 C5H100 000096-22-0 50
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
Abundance Scan 1738 (6.928 min): VU048658.D\data.ms (-1728) (-) m/z 57.00 100.00%
57.0
5000
86.0 T
42.0 6.60 6.80 7.00 7.20
-+ttt m/z 86.00 22.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0
¥
5000 L L L R B B
6.60 6.80 7.00 7.20
86.0 m/z 55.90 5.17%
\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1926: 3-Pentanone
57.0
29.0 DWHMW_M»,/\W
6.60 6.80 7.00 7.20
5000 m/z 42.00 5.16%
86.0
15.0 i 4\12\0 1y
O L S D
m/z--> 10 20 30 40 50 60 90
Abundance #1927: 3-Pentanone A e e R
57.0 6.60 6.80 7.00 7.20
m/z 55.00 3.58%
5000
29.0 86.0
ol 180 || 420 M\M,m
m/z--> 10 20 30 40 20 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@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 Butanoic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.185 10.03 ug/L 111856 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 80
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 58
5 Methyl isobutyrate 102 C5H1002 000547-63-7 38

Abundance Scan 1818 (7.185 min): VU048658.D\data.ms (-1807) (-) m/z 74.00 100.00%

43.0 74.0
5000
59.0 87.0
B e
H | ‘ Lo2.1 6.80 7.00 7.20 7.40 7.60
0“W“H“H‘_“u‘MH‘HM‘_‘H“‘H‘H‘W“H“H‘_ m/z 43.00 94.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0
5000 [Trr ooyt
27.0 6.80 7.00 7.20 7.40 7.60
15.0 59.0 87.0 m/z 71.00 78.64%
‘ M‘\ HH \ ‘ 102.0
O\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4849: Butanoic acid, methyl ester
43.0
“H‘_‘H“H‘_‘H“
74.0 6.80 7.00 7.20 7.40 7.60
5000 27.0 m/z 41.00 41.58%
15.0
59.0 87.0
H | \‘\ ‘ 1l ‘ 102.0
L R b LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 J\
Abundance #4852: Butanoic acid, methyl ester ‘HHWHMOW‘MW
43.0 74.0 6.80 7.00 7.20 7.40 7.60
m/z 87.00  33.24%
5000
27.0 87.0
15.0 59.0
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@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.118 12.29 ug/L 207156 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 96
2 Decane 142 C10H22 000124-18-5 94
3 Decane 142 C1leH22 000124-18-5 91
4 Decane 142 C1eH22 000124-18-5 87
5 Octane 114 C8H18 000111-65-9 72
Abundance Scan 3041 (11.118 min): VU048658.D\data.ms (-3030) (- m/z 57.00 100.00%
57.0
5000
85.1
—=h —
H ‘ |31 1421 11.00 11.50
bttt b b e m/z 43.00 81.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
5000 1100 1150
85.0 ’ :
29.0 m/z 41.00 56.13%
L)L o se2o
0\\\‘\\\\‘}\\h“\‘\{\“\‘\\\“\\”\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
—5 —
11.00 11.50
5000 m/z 71.10 46.53%
71.0
ob200 I L | (70, M0 e0m0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane =t g
43.0 11.00 11.50
m/z 85.10 35.20%
5000
71.0
‘ 99.0 142.0
0 \H‘\M\HlHM\\”\‘M\H\HN\W\\\N\\\M\\W\\\W\\H M‘ ——h -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48658.D

Acqg On : 23 May 2022 18:09

Operator : SY/MD

Sample : N2926-07ME

Misc : 4.52g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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 4.3 ug/L 47915 1 6.247 557692 50.0
Methyl propionate 5 5.4 ug/L 60418 1 6.247 557692 50.0
Methyl isobutyrate 6 5.1 ug/L 56414 1 6.247 557692 50.0
2-Pentanone 6.780 4.8 ug/L 53580 1 6.247 557692 50.0
3-Pentanone 6 4.6 ug/L 51224 1 6.247 557692 50.0
Butanoic acid, 7 0.0 ug/L 111856 1 6.247 557692 50.0
(DEL) Alkane: S... 11. 2.3 ug/L 207156 3 1.816 842908 50.0
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