LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS Vvial : 14 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@48634.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 60 rvB 73072 90187 9.76% 1.067%
2 1.597 73 80 103 rVB 52189 93021 10.06% 1.100%
3 2.536 360 372 385 rBV 176506 283454 30.66%  3.352%
4 2.954 492 502 517 rBV3 5464 11695 1.27% 0.138%
5 3.031 517 526 541 rvB4 3790 7136 0.77% 0.084%
6 3.099 544 547 550 rBV 716 527 0.06% 0.006%
7 3.183 559 573 591 rBV 6413 15455 1.67% 0.183%
8 3.295 603 608 610 rBv 271 267 0.03% 0.003%
9 3.565 688 692 694 rBV3 950 780 0.08% 0.009%
106 3.967 810 817 818 rBV 507 552 0.06% 0.007%
11 4.019 831 833 837 rVB2 380 296 0.03% 0.004%
12 4.051 837 843 846 rBV2 778 849 0.09% 0.010%
13 4.109 857 861 863 rBB 265 1706 0.02% 0.002%
14 4.253 903 906 910 rBB 337 196 ©0.02% 0.002%
15 4.459 965 970 975 rBv2 496 437 0.05% 0.005%
16 4.539 990 995 998 rBB 264 168 0.02% 0.002%
17 4.629 1010 1023 1037 rBV 71432 197051 21.32%  2.330%
18 5.060 1140 1157 1185 rBV 187898 445902 48.24% 5.274%
19 5.199 1189 1200 1220 rVVv2 26731 62065 6.71% 0.734%
20 5.578 1315 1318 1322 rBB2 318 222  0.02% ©0.003%
21 5.716 1341 1361 1393 rBV3 352041 924425 100.00% 10.933%
22 5.825 1393 1395 1398 rVB 481 256 0.03% 0.003%
23 5.880 1409 1412 1415 rBV2 351 279 0.03% 0.003%
24 5.970 1429 1440 1457 rBV5S 8471 19142 2.07% 0.226%
25 6.163 1481 1500 1513 rBV3 10613 31106 3.36% ©0.368%
26 6.247 1514 1526 1552 rVB 264390 531257 57.47% 6.283%
27 6.398 1560 1573 1592 rBV3 26982 56649 6.13% 0.670%
28 6.597 1625 1635 1646 rBV7 4581 10446 1.13% 0.124%
29 6.690 1650 1664 1681 rVvV 199462 402117 43.50% 4.756%
30 6.780 1682 1692 1723 rVV3 17927 59244 6.41% 0.701%
31 6.928 1727 1738 1767 rVB 19675 58270 6.30% 0.689%
32 7.186 1807 1818 1850 rVB4 47702 115298 12.47% 1.364%
33 7.292 1850 1851 1856 rBvV2 292 261 ©0.03% 0.003%
34 7.372 1871 1876 1878 rBV 1100 975 0.11% 0.012%
35 7.497 1913 1915 1919 rBV 282 198 0.02% 0.002%

36 7.565 1923 1936 1957 rVB2 116847 229594 24.84% 2.715%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS Vvial : 14 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 7.687 1969 1974 1976 rBV3 777 733 0.08% 0.009%
38 7.793 1996 2007 2018 rBV5 3780 8291 ©0.90% 0.098%
39 7.896 2025 2039 2054 rBV 422480 762439 82.48% 9.017%
40  8.182 2116 2128 2153 rVB3 101635 218185 23.60%  2.580%
41  8.311 2165 2168 2170 rBV 302 183 0.02% 0.002%
42 8.346 2173 2179 2184 rBV3 487 492 0.05% 0.006%
43 8.440 2203 2208 2211 rBvV2 364 374 0.04% 0.004%
44  8.468 2211 2217 2218 rBvV2 1376 991 ©0.10% 0.011%
45  8.597 2252 2257 2258 rBV 248 200 0.02% 0.002%
46  8.652 2258 2274 2307 rVWW 242547 553588 59.88% 6.547%
47  8.764 2307 2309 2312 rBV3 663 450 0.05% 0.005%
48  8.854 2334 2337 2341 rVB 288 196 ©0.02% 0.002%
49 8.874 2341 2343 2346 rVB2 455 265 0.03% 0.003%
50 8.903 2349 2352 2354 rBV 547 319 0.03% 0.004%
51 8.931 2354 2361 2362 rBV 1188 961 0.10% 0.011%
52 9.115 2413 2418 2423 rBB 198 251 0.03% 0.003%
53 9.173 2434 2436 2439 rBB 311 204 0.02% 0.002%
54 9.340 2486 2488 2491 rBV 299 225 0.02% 0.003%
55 9.420 2500 2513 2533 rBV 356897 670497 72.53%  7.930%
56 9.546 2548 2552 2556 rBV3 414 436 ©.05% 0.005%
57 9.575 2557 2561 2569 rVB5 859 1071 0.12% 0.013%
58 9.690 2588 2597 2598 rBV4 2315 2309 0.25% 0.027%
59 9.777 2620 2624 2626 rBV 207 200 0.02% 0.002%
60 9.960 2677 2681 2683 rBV 217 188 0.02% 0.002%
61 9.999 2689 2693 2701 rVB2 229 233  0.03% 0.003%
62 10.176 2745 2748 2750 rBV 257 202 0.02% 0.002%
63 10.192 2750 2753 2757 rVB2 273 197 0.02% 0.002%
64 10.269 2774 2777 2781 rVV2 265 259 0.03% 0.003%
65 10.542 2856 2862 2864 rBV 213 280 0.03% 0.003%
66 10.578 2870 2873 2876 rBV 168 176  0.02% 0.002%
67 10.642 2888 2893 2894 rBV 401 309 0.03% 0.004%
68 10.671 2898 2902 2908 rVB4 1627 1874 0.20% 0.022%
69 10.764 2917 2931 2947 rVB 338374 562221 60.82% 6.649%
70 10.848 2952 2957 2959 rBV 208 224 0.02% 0.003%
71 10.893 2961 2971 2983 rVWV 4100 6358 0.69% 0.075%
72 10.938 2983 2985 2989 rVB2 582 342 0.04% 0.004%
73 10.967 2990 2994 2996 rBV 188 176 0.02% 0.002%
74 11.057 3013 3022 3030 rBV6 14003 20817 2.25%  0.246%
75 11.115 3030 3040 3058 rVB 168602 253970 27.47%  3.004%
76 11.311 3096 3101 3107 rVB4 1482 1657 0.18% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS Vvial : 14 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 11.459 3141 3147 3149 rBV4 1528 1478 0.16% 0.017%
78 11.578 3176 3184 3187 rBV4 1693 2166 0.23% 0.026%
79 11.636 3199 3202 3205 rBV3 1020 752 0.08% 0.009%
80 11.700 3215 3222 3228 rVB4 1517 1963 0.21% 0.023%
81 11.751 3233 3238 3243 rBV2 781 703 0.08% 0.008%

82 11.816 3243 3258 3271 rBV 494192 792048 85.68% 9.367%
83 12.195 3363 3376 3391 rVV 527167 852115 92.18% 10.078%

84 12.330 3408 3418 3427 rVB3 28587 40391 4.37% 0.478%
85 12.375 3427 3432 3436 rBV2 379 398 0.04% 0.005%
86 12.398 3436 3439 3443 rBV3 398 354 0.04% 0.004%
87 12.645 3513 3516 3520 rBV 306 241 0.03% 0.003%
88 12.690 3525 3530 3534 rVB 363 291 0.03% 0.003%
89 12.774 3546 3556 3564 rVB3 2191 3500 0.38% 0.041%
99 12.832 3572 3574 3579 rBV 270 187 0.02% 0.002%
91 12.899 3587 3595 3603 rBV7 2098 2884 0.31% 0.034%
92 13.021 3631 3633 3636 rBV 297 198 0.02% 0.002%
93 13.221 3688 3695 3699 rBV4 1217 1575 0.17% 0.019%
94 13.391 3740 3748 3759 rBV5 15083 21373 2.31% 0.253%
95 13.590 3807 3810 3812 rBV 315 166 0.02% 0.002%
96 14.034 3945 3948 3949 rBV 332 213 0.02% 0.003%
97 14.070 3956 3959 3960 rBV2 410 250 0.03% 0.003%
98 14.336 4036 4042 4051 rBvV4 931 1315 0.14% 0.016%
99 15.150 4293 4295 4300 rBV 513 352 0.04% 0.004%
100 15.372 4356 4364 4371 rBV7 5514 8199 0.89% 0.097%
Sum of corrected areas: 8455312
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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: VU048634.D\data.ms
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500000 11.816

o
3]

2.1

7.896

400000

9.420
10.764

300000

8.652

200000 11115

7.565

7.186
o Fopnan "
O/ — | RIIIAI GBI, ‘ OCHESAS)07 BEOBAMANTERS 1 I FREPOUBRY 11311.1141911%1 ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00

Abundance TIC: VU048634.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 4
R.T. EstConc Area Relative to ISTD R.T.
1.478 8.49 ug/L 90187 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 90
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Ethanol 46 C2H60 000064-17-5 7
4 Formic acid 46 CH202 000064-18-6 7

5 Ethanol 46 C2H60 000064-17-5 7
Abundance  Scan 43 (1.478 min): VU048634.D\data.ms (-36) (-) m/z 44.95 100.00%

45.0
5000

140 160 1.80

O T T T T T T T e e m/z 46.00 52.08%
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

140 160 1.80
m/z 43.00 2.14%

0 220 [ 390
\HH\\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether
45.0
N P Y Y A
140 160 1.80
m/z 47.00 1.30%
5000 290
15.0
O e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 /\
Abundance #107: Ethanol e e
31.0 1.40 1.60 180
m/z 44.00 1.17%
45.0
5000
0 2.0 150 250 i ‘
e e e e R
m/z--> 0O 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\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 5
R.T. EstConc Area Relative to ISTD R.T.
5.199 5.84 ug/L 62065 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 83
4 Methyl propionate 88 C4H802 000554-12-1 83
5 Methyl propionate 88 C4H802 000554-12-1 83

Abundance Scan 1200 (5.199 min): VU048634.D\data.ms (-1189) (-) m/z 57.00 100.00%

57.0
5000 88.1 k
S
45.0 4.80 5.00 5.20 5.40 5.60
St M m/z 88.10 41.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate
57.0
29.0
5000 [T T T[T [T T rrroprT
88.0 4.80 5.00 5.20 5.40 5.60
15.0 m/z 58.95 37.00%
o
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\‘\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate
57.0
29.0 M‘mwuuwﬂ,uuw
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 55.00 7.71%
88.0
0 “\ 450 Ly 71.0
,“““‘,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2280: Methyl propionate MN‘H“‘H“H‘,H“_‘
29.0 57.0 4.80 5.00 5.20 5.40 5.60
m/z 45.00 4.89%
5000 88.0
0,450730,
m/z--> 10 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\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 2-Butanone, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.163 2.93 ug/L 31106 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
2 2-Pentanone 86 C5H100 000107-87-9 56
3 2-Pentanone 86 C5H100 000107-87-9 56
4 2-Pentanone 86 C5H100 000107-87-9 40
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 1500 (6.163 min): VU048634.D\data.ms (-1481) (-) m/z 43.00 100.00%

5000 /k
o4 s“s‘d‘éb‘dé‘zaéh‘d”"
), a9 TH1
Of v I T m/z 86.10 19.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1988: 2-Butanone, 3-methyl-
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
5.80 6.00 6.20 6.40
70 86.0 m/z 41.00 16.05%
150 | \ 71.0
0\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 50 60 70 80 90
Abundance #1923.2—Pentan0ne
43.0 /\ /M /\
AN S NAVELA W L YA
5.80 6.00 6.20 6.40
5000 m/z 39.00 12.44%
86.0
270 | 58‘.0 71.0
or-——tr—rrrte e
miz--> 10 20 30 40 50 60 70 80 90 /\
Abundance #1921: 2-Pentanone R R
43.0 5.80 6.00 6.20 6.40
m/z 71.10 5.79%
5000
86.0
150 200 580 710 |
0‘“‘N“_“M‘“‘Jmi",“‘1_““M“‘_“““‘ S 74 W
m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 8
R.T. EstConc Area Relative to ISTD R.T.
6.398 5.33 ug/L 56649 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl isobutyrate 102 C5H1002 000547-63-7 91
2 Methyl isobutyrate 102 C5H1002 000547-63-7 91
3 Methyl isobutyrate 102 C5H1002 000547-63-7 91
4 Methyl isobutyrate 102 C5H1002 000547-63-7 43
5 Cycloserine 102 C3H6N202 000068-41-7 35

Abundance Scan 1573 (6.398 min): VU048634.D\data.ms (-1560) (-) m/z 43.00 100.00%
3.0

5000 c0.0 71.0
’ 87.0 A

e ARAARGRLEE S
| 102.1 6.00 6.20 6.40 6.60 6.80
oH_Hwmwm‘wuw‘mum\ulu_m_ww,‘ m/z 71.80 51.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate
43.0
5000 ‘uwf/wl\f/w\u\‘uu“‘uu‘u
27.0 6.00 6.20 6.40 6.60 6.80
59.0 71.0 m/z 41.00 45.59%
87.0
H ‘ ‘ 102.0
0H‘\H\‘\HM‘\‘Hii\}‘\\‘H‘H“HH‘\}H‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4789: Methyl |SObUty ate
/\ /N\\ /\A/\(\
I} /U\

6.00 6.20 6.40 6.60 6.80

5000 ITI/Z 59.00 39.41%
) 270 590 /10
15. '
S )
0H‘m“mWM“imu“MwmHMHWHWHWH,‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate R RAREE T
43.0 6.00 6.20 6.40 6.60 6.80

m/z 87.00 33.67%

5000 710
59.0 '

| 1

87.0
‘ 102.0

0 SRS S PSS D W BNSAMD O S s § S N

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\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.780 5.58 ug/L 59244  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 86
2 2-Pentanone 86 C5H100 000107-87-9 78
3 2-Pentanone 86 C5H100 000107-87-9 78
4 2-Pentanone 86 C5H100 000107-87-9 78
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64

Abundance Scan 1692 (6.780 min): VU048634.D\data.ms (-1682) (-) m/z 43.00 100.00%

43.0
5000
86.0

58.0 711 6.40 6.60 6.80 7.00 7.20
bl L wz se.es  26.82%
60 70 80

m/z--> 10 20 30 40 50 90
Abundance #1918: 2-Pentanone
43.0 h

5000 w“u“‘u“u‘,u“_
6.40 6.60 6.80 7.00 7.20

86.0 m/z 41.00 17.68%

27.0 58.0 710
O \\‘\].\5;0\‘\\\‘\‘\\\\“1\‘\\‘\\\J‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0

640660680700720

86.0
15‘.0 27‘.0 1 58‘.0 71‘.0
Ottt e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1921: 2-Pentanone “H“\“‘/T?H‘,““‘
43.0 6.40 6.60 6.80 7.00 7.20

m/z 39.00 11.93%

5000 /\
86.0
27.0
580 710
ol B0 Ll | | . /\/\ ly

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\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 3-Pentanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.928 5.48 ug/L 58270 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 3-Pentanone 86 C5H100 000096-22-0 45
3 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
4 3-Pentanone 86 C5H100 000096-22-0 9
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9

Abundance Scan 1738 (6.928 min): VU048634.D\data.ms (-1727) (-) m/z 57.00 100.00%

57.0
5000
86.1
 RAEmmDEE sy
39.0 6.60 6.80 7.00 7.20
O v oo b B m/z 86.10 28.90%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
5000 H[:\HNH‘HH‘HH’HH‘
6.60 6.80 7.00 7.20
29.0 86.0 m/z 56.00 5.69%
O 150 \‘\‘ ‘4%‘0 Ly
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone
57.0
18 N A
29.0 6.60 6.80 7.00 7.20
5000 m/z 54.90 4.01%
86.0
ol 150 1, 41.0 i 71.0
1ttt
miz--> 10 20 30 40 50 60 70 80 90 //\ [“
Abundance #2005: Propanal, 2,2-dimethyl- L Ran ﬂ‘ R T N
41.0 1.0 6.60 6.80 7.00 7.20
m/z 39.00 3.97%
5000
29.0 86.0
0 H‘??;9"HMiH‘;‘f:‘:"mw,“7‘?-9”‘,””_” ) A/\/\M’\*
m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20

SFAMULMO51622WMA.M Tue May 24 16:06:20 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 3
R.T. EstConc Area Relative to ISTD R.T.
7.186 10.85 ug/L 115298 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 87
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
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 37

Abundance Scan 1818 (7.186 min): VU048634.D\data.ms (-1807) (-) m/z 74.10 100.00%

43.0 74.1
5000
59.0 87.0
R R SRR
‘ ‘ | 100.9 6.80 7.00 7.20 7.40 7.60
O bt Ll L1009 4300 87.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester
43.0
74.0
5000 [rrrrp Tty froryTT
270 6.80 7.00 7.20 7.40 7.60
' 59.0 o
15.0 87.0 m/z 71.08  72.80%
‘ \‘\ HH “ 102.0
O\\\‘\f!f‘\\f![\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4852: Butanoic acid, methyl ester
43.0 74.0
“H‘_‘H“H‘W‘H‘H
6.80 7.00 7.20 7.40 7.60
5000 ITI z 41.10 40.97%
27.0 87.0
15.0 59.0
]
Ottt e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester _m‘mwm,mwu
43.0 6.80 7.00 7.20 7.40 7.60
740 m/z 59.00  29.21%
5000
27.0
15.0 59.0 87.0
SN 1 N - S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40 7.60

SFAMULMO51622WMA.M Tue May 24 16:06:21 2022 Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.115 16.03 ug/L 253970 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 96
2 Decane 142 C10H22 000124-18-5 95
3 Decane 142 C1eH22 000124-18-5 90
4 Decane 142 C1eH22 000124-18-5 83
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 3040 (11.115 min): VU048634.D\data.ms (-3030) (- m/z 57.10 100.00%

57.1
5000
85.1
‘ ‘ 1131 142.2 208.2 1100 11 50
0ol b 2982 miz a3.00  84.43%
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 40.95 55.51%
” 113.0 142.0
O\\\‘\\\\‘}\\h‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
— —
11.00 11.50
5000 ITI/Z 71.10 46.08%
71.0
L Lsmo e
0H\‘\1\\‘i\H\‘H“H‘\H\‘\H\‘HH“\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane = e
43.0 11.00 11.50
m/z 85.10 32.48%
5000
71.0
ool A Jee o oy
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS vial : 14 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 10
R.T. EstConc Area Relative to ISTD R.T.
12.330 2.55 ug/L 40391 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 87
3 Decane 142 C1leH22 000124-18-5 86
4 Undecane 156 C1l1H24 001120-21-4 74
5 Decane 142 C10H22 000124-18-5 72
Abundance Scan 3418 (12.330 min): VU048634.D\data.ms (-3408) (- m/z 57.00 100.00%
57.0
5000
39 w M/\\ T
‘ “ 113.1 156.2 12.00 12.50
0 ““““;1‘Nu‘M‘“‘u““““‘h“““l“ m/z 43.00 81.06%
m/z--> 20 40 60 100 120 140 160
Abundance #33080.Undecane
57.0
5000 MM o HT
85.0 12.00 12.50
29.0 m/z 41.00 55.81%
‘ | 113.0 156.0
O\\\‘\‘\\\‘\ “\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
miz--> 60 80 100 120 140 160
Abundance #33079: Undecane
b af lgn ——rt
12.00 12.50
m/z 71.05 47.14%
5000 85.0
29.0
‘ ‘ H 113.0 156.0
0 \\\‘\M\\Ml\H\H\JM\‘\\\\W\\\\‘\\\\‘\\\l‘\
miz--> 20 40 60 80 100 120 140 160 /ﬂ\
Abundance #22066: Decane e .
57.0 12.00 12.50
m/z 85.10 35.61%
5000
29.0 85.0 /\
142.0
IO 0 0 g 1
m/z--> 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51922\
Data File : VU@48634.D

Acqg On : 19 May 2022 16:53

Operator : SY/MD

Sample : N2848-22ME

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

ALS Vvial : 14 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 8.5 ug/L 90187 1 6.247 531257 50.0
Methyl propionate 5.199 5.8 wug/L 62065 1 6.247 531257 50.0
2-Butanone, 3-m... 6.163 2.9 ug/L 31106 1 6.247 531257 50.0
Methyl isobutyrate 6.398 5.3 ug/L 56649 1 6.247 531257 50.0
2-Pentanone 6.780 5.6 ug/L 59244 1 6.247 531257 50.0
3-Pentanone 6.928 5.5 ug/L 58276 1 6.247 531257 50.0
Butanoic acid, 7.186 10.9 wug/L 115298 1 6.247 531257 50.0
(DEL) Alkane: S... 11.115 16.0 ug/L 253970 3 11.816 792048 50.0
(DEL) Alkane: S... 12.330 2.5 ug/L 40391 3 11.816 792048 50.0
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