LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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@48652.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 65 rvB 91072 114144 13.69% 1.441%
2 1.594 73 79 87 rBv 33344 47100 5.65% 0.595%
3  2.247 280 282 286 rVB 338 173  0.02% 0.002%
4 2.334 307 309 311 rBV 374 203 0.02% ©0.003%
5 2.530 360 370 383 rVB 147226 240204 28.82% 3.032%
6 2.813 455 458 462 rBV 217 218 0.03% ©0.003%
7 2.954 494 502 514 rBV2 4597 8866 1.06% ©.112%
8 3.179 561 572 586 rvv2 3400 6972 0.84% 0.088%
9 3.257 593 596 601 rBB 271 279 0.03% 0.004%
106 3.282 601 604 609 rBB2 352 324 0.04% 0.004%
11 3.3065 609 611 614 rBV 392 263 0.03% 0.003%
12 3.340 619 622 624 rVB 308 189 0.02% 0.002%
13 3.356 624 627 630 rBB 303 181 0.02% 0.002%
14 3.565 684 692 694 rBvV2 881 872 0.10% 0.011%
15 4.051 837 843 845 rBV2 367 427 0.05% 0.005%
16 4.060 845 846 849 rBV 257 174 0.02% 0.002%
17 4.208 889 892 895 rBB 262 177 0.02% 0.002%
18 4.636 1013 1025 1039 rBV2 64622 182775 21.93% 2.307%
19 5.064 1141 1158 1184 rBV 172445 409895 49.17% 5.174%
20 5.202 1189 1201 1218 rBV3 23621 55072 6.61% 0.695%
21 5.295 1227 1230 1233 rVB2 981 694 0.08% 0.009%
22 5.330 1237 1241 1242 rBV 531 301 0.04% 0.004%
23 5.408 1263 1265 1270 rVB2 492 362 0.04% 0.005%
24 5.719 1342 1362 1388 rBvV2 319525 833591 100.00% 10.522%
25 5.973 1432 1441 1467 rBV6 6970 17315 2.08% 0.219%
26 6.112 1481 1484 1486 rBV 356 207 0.02% 0.003%
27 6.166 1486 1501 1513 rBV3 9323 23526  2.82% 0.297%
28 6.247 1514 1526 1548 rVB2 262550 527878 63.33% 6.663%
29 6.398 1563 1573 1597 rVB2 22463 51011 6.12% 0.644%
30 6.533 1603 1615 1622 rBB5 5239 9595 1.15% 0.121%
31 6.600 1625 1636 1641 rBV4 3724 6054 0.73% 0.076%
32 6.690 1651 1664 1683 rBV 183213 372753 44.72% 4.705%
33 6.784 1683 1693 1724 rVB2 14270 48674 5.84% 0.614%
34  6.932 1729 1739 1771 rVB2 16245 48846 5.86% 0.617%
35 7.067 1777 1781 1785 rBV2 456 377 0.05% 0.005%
36 7.134 1800 1802 1804 rVB 367 168 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 7.189 1807 1819 1844 rVV5 42857 105599 12.67% 1.333%
38 7.382 1871 1879 1888 rvv4 1436 2529 0.30% 0.032%
39 7.568 1923 1937 1959 rBB 106156 206595 24.78% 2.608%
40 7.694 1970 1976 1978 rBV3 814 781 0.09% 0.010%
41  7.793 2001 2007 2017 rBV7 1949 2942 0.35% 0.037%
42 7.899 2026 2040 2055 rBV 378347 670628 80.45% 8.465%
43 8.186 2116 2129 2150 rBV3 91303 199702 23.96% 2.521%
44  8.330 2171 2174 2177 rVB2 487 239 0.03% 0.003%
45  8.456 2211 2213 2215 rBvV2 477 283 0.03% 0.004%
46  8.510 2228 2230 2233 rVB2 360 187 0.02% 0.002%
47  8.552 2240 2243 2247 rVB2 546 307 ©0.04% 0.004%
48 8.661 2257 2277 2305 rBV 215117 512698 61.50% 6.472%
49 8.790 2314 2317 2319 rBV 1188 887 0.11% 0.011%
50 8.906 2348 2353 2354 rBV 165 167 0.02% 0.002%
51 8.922 2354 2358 2359 rBV 509 357 0.04% 0.005%
52 9.050 2394 2398 2400 rBB 272 178 0.02% 0.002%
53 9.208 2441 2447 2450 rBvV 220 288 0.03% 0.004%
54  9.423 2500 2514 2535 rBV 339117 663808 79.63% 8.379%
55 9.575 2551 2561 2569 rvv3 1170 1834 0.22% 0.023%
56 9.697 2590 2599 2611 rBV4 3081 5305 0.64% 0.067%
57 10.002 2690 2694 2697 rBV 261 270 0.03% 0.003%
58 10.076 2714 2717 2719 rBV 235 188 0.02% 0.002%
59 10.108 2720 2727 2730 rBv2 2092 2207 0.26% 0.028%
60 10.250 2767 2771 2774 rBV 326 258 0.03% 0.003%
61 10.324 2790 2794 2800 rBV 333 390 0.05% 0.005%
62 10.388 2811 2814 2817 rBV 205 186 0.02% 0.002%
63 10.443 2825 2831 2834 rBV 233 314 0.04% 0.004%
64 10.468 2837 2839 2840 rBV 360 180 ©0.02% 0.002%
65 10.616 2880 2885 2887 rBB 269 197 0.02% 0.002%
66 10.652 2891 2896 2899 rBV5 971 1092 0.13% 0.014%
67 10.767 2916 2932 2948 rBV 329277 540106 64.79% 6.818%
68 10.896 2960 2972 2983 rBV3 26493 43137 5.17% ©.545%
69 11.060 3015 3023 3030 rBV3 13727 19157 2.30% 0.242%
70 11.118 3031 3041 3058 rVB 160067 236625 28.39%  2.987%
71 11.218 3070 3072 3075 rVB 490 181 ©0.02% 0.002%
72 11.288 3091 3094 3098 rBV 309 165 0.02% 0.002%
73 11.320 3098 3104 3111 rBV4 749 891 0.11% 0.011%
74 11.407 3128 3131 3132 rBV2 432 246 0.03% 0.003%
75 11.468 3144 3150 3151 rBV3 1549 1383 0.17% 0.017%
76 11.575 3177 3183 3191 rBV3 1469 2034 0.24% 0.026%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 11.610 3191 3194 3198 rBV2 281 188 ©0.02% 0.002%
78 11.632 3198 3201 3202 rBV2 362 200 0.02% 0.003%
79 11.697 3212 3221 3226 rBV2 1591 2014 0.24% 0.025%
80 11.755 3233 3239 3245 rVB3 1344 1728 0.21% 0.022%

81 11.819 3245 3259 3273 rBV 489484 801099 96.10% 10.112%

82 12.005 3312 3317 3327 rVB4 8086 10855 1.30% 0.137%
83 12.111 3347 3350 3356 rVB 330 274 0.03% 0.003%
84 12.198 3364 3377 3393 rBV 483640 791929 95.00% 9.996%
85 12.330 3409 3418 3429 rVB 25818 35602 4.27% 0.449%
86 12.404 3436 3441 3443 rBV 409 237 0.03% 0.003%
87 12.581 3493 3496 3499 rBV 347 219 0.03% 0.003%
88 12.777 3548 3557 3569 rVB4 3013 5063 0.61% 0.064%
89 12.896 3589 3594 3603 rVB2 1948 2253 0.27% 0.028%
990 12.996 3623 3625 3632 rVB2 288 194 0.02% 0.002%
91 13.230 3693 3698 3704 rVB3 779 990 0.12% 0.012%
92 13.333 3727 3730 3735 rVB 301 232 0.03% 0.003%
93 13.394 3739 3749 3760 rBV4 14406 19146 2.30% 0.242%
94 13.481 3773 3776 3778 rBV 318 214 0.03% 0.003%
95 13.845 3885 3889 3891 rBV3 1389 1054 0.13% 0.013%
96 14.095 3959 3967 3977 rBV 4683 7258 0.87% 0.092%
97 14.153 3983 3985 3991 rBV2 357 275 0.03% 0.003%
98 14.336 4036 4042 4043 rBV4 1658 1582 0.19% 0.020%
99 15.372 4358 4364 4371 rBvV4 3830 4968 0.60% 0.063%
100 15.584 4428 4430 4433 rBV 748 298 0.04% 0.004%
Sum of corrected areas: 7922253
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\

: VUe48652.D

: 23 May 2022 13:45

: SY/MD

: N2925-02ME

: 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 5 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@51622WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: VU048652.D\data.ms
400000
5.719
300000
6.247
200000 5.064 6.69(
2.530
1000001 1.478
4.63
1.594
5.202 6.398
0 khz.mm 2.813954 3. STOREEB3.565 4, /RE2360 5.96% N6-680
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\F'\‘F‘\\\T‘\T\‘Y‘\\\T‘\\\\‘\\\\‘T\\\"\\\\‘\\\\’—Y_Y\\‘\\\\‘\\\\‘\\r\‘\\\\‘\\\\‘f\\'!Tr\'\\‘\\\\ﬁ\T\T\\\\
Time-->  1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU048652.D\data.ms
11.819 12.1
400000 7.899
9.423 10.767
300000
8.661
200000
11.118
7.568
100000 8.186
7.189
07@9%%.382 7.684 8.33@HaN2 8.78MHER059.208 | |9.59%97 10100216k x2
e e R A e — — AL
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU048652.D\data.ms
400000
300000
200000
100000
2.330
0 19.402.5812. 12B0096.3 ZABRE481  13.8451409531.336 15.3725.584
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 10.81 ug/L 114144  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 83
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Ethanol 46 C2H60 000064-17-5 9
4 Formic acid 46 CH202 000064-18-6 7
5 Ethanol 46 C2H60 000064-17-5 7

Abundance  Scan 43 (1.478 min): VU048652.D\data.ms (-36) (-) m/z 45.00 100.00%

45.0
5000
e
140 1.60 1.80
Ol R e M/Z 46,00 49.19%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #110: Dimethyl ether
45.0
29.0
15.0
5000 L L L
140 1.60 1.80
m/z 43.00 1.87%
0 Al 220 | 390
\HH\\‘H\\‘H\\‘\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
R R R R
140 1.60 1.80
m/z 43.95 1.33%
5000 29.0
15.0
O e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethanol T
31.0 140 160 1.80
m/z 47.00 1.17%
45.0
5000
0 2.0 150 250 A ‘
e e e e et
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\VU@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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.
5.202 5.22 ug/L 55072 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 83
3 Methyl propionate 88 C4H802 000554-12-1 83
4 Methyl propionate 88 C4H802 000554-12-1 78
5 t-Butyl nitrite 103 C4H9ONO2 000540-80-7 38

Abundance Scan 1201 (5.202 min): VU048652.D\data.ms (-1189) (-) m/z 57.00 100.00%

57.0
5000 88.1
BEARREEN RS
44.9 4.80 5.00 5.20 5.40 5.60
S 7 AN B S m/z 88.10  44.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate
57.0
29.0
5000 /"\\A\\\‘\\\\‘\\\\‘\\\\’\\
88.0 4.80 5.00 5.20 5.40 5.60
15.0 m/z 59.00 36.76%
\‘M 490 | : ‘
0\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate
57.0
R
29.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 55.00 7.91%
88.0
15.0
M 45.0 ‘
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate ‘ﬂ‘m‘uwuu_m,u
0.0 57.0 4.80 5.00 5.20 5.40 5.60
' m/z 44.90 5.49%
5000
88.0
15.0
‘ \‘\ | =0 ] ‘
L0 e R e e R
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@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 6
R.T. EstConc Area Relative to ISTD R.T.
6.398 4.83 ug/L 51011 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl isobutyrate 102 C5H1002 000547-63-7 87
2 Methyl isobutyrate 102 C5H1002 000547-63-7 64
3 Methyl isobutyrate 102 C5H1002 000547-63-7 59
4 Methyl isobutyrate 102 C5H1002 000547-63-7 53
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 43
Abundance Scan 1573 (6.398 min): VU048652.D\data.ms (-1563) (-) m/z 43.05 100.00%
43.0
71.0
5000 59.0 87.0
102.1 Aﬁ?uwuwmw/ﬁwu
M ‘ 6.00 6.20 6.40 6.60 6.80
Ob el L msz at.es 59.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
27.0 6.00 6.20 6.40 6.60 6.80
59.0 71.0
87.0 m/z 71.00 58.59%
|- oo
O\\‘\\\\‘\\1}“\‘\\\‘\\\\‘\\‘\\“\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate
43.0
_m‘mwm‘mw‘
6.00 6.20 6.40 6.60 6.80
5000 710 m/z 87.00 44 .19%
59.0 87.0
15.0 27‘.0 ‘ ‘ 10‘2.0
0 H‘H‘m‘Hm_m“mu‘u‘w‘uwmwm_m‘mw
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate R R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00  38.92%
5000 710
59.0 '
87.0
27.0 ‘ 102.0
0 H‘mwu“u“m‘!:m_mpuumuwH‘HH‘!HW R R R aa e EE
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@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 8
R.T. EstConc Area Relative to ISTD R.T.
6.784 4.61 ug/L 48674  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 64
4 2-Pentanone 86 C5H100 000107-87-9 9
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

Abundance Scan 1693 (6.784 min): VU048652.D\data.ms (-1683) (-) m/z 42.95 100.00%

5000
gl P S e
579 711 6.40 6.60 6.80 7.00 7.20
O bt L mjz 8610 28.95%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0
5000 ‘\H\/‘\,\l[\\\\‘\(\u‘\\u’u
6.40 6.60 6.80 7.00 7.20
86.0 m/z 41.00 18.19%
27.0 58.0 71.0
0 \\‘\].\5;0\‘\\\‘\‘\\\\“1\‘\\‘\\\J‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone /K\
43.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 39.10 12.01%
86.0
270 58.0 71.0
o) N VS0 | ! I N R
m/z--> 10 20 30 40 50 60 70 80 90 /\) /\'L\
Abundance #1921: 2-Pentanone U ‘H“pﬁ‘u““W““,J
43.0 6.40 6.60 6.80 7.00 7.20
m/z 71.10 10.52%
5000
86.0
150 270 580 710
0 H"N‘W“w‘_"JMJ“_“AM“‘ﬂ“‘_“‘_“ “H‘_“ﬁ$u‘_‘u,‘
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@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 3-Pentanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.932 4.63 ug/L 48846  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 90
2 3-Pentanone 86 C5H100 000096-22-0 86
3 3-Pentanone 86 C5H100 000096-22-0 83
4 3-Pentanone 86 C5H100 000096-22-0 50
5 3-Pentanone 86 C5H100 000096-22-0 9

Abundance Scan 1739 (6.932 min): VU048652.D\data.ms (-1729) (-) m/z 56.95 100.00%

57.0
5000
86.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
420 6.60 6.80 7.00 7.20
Ot et e e M/ 86.10 25.92%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1926: 3-Pentanone
57.0
29.0
5000 \\/‘\\A\u‘uu‘uu‘uu‘
6.60 6.80 7.00 7.20
86.0 ITI/Z 55.90 5.31%
15.0 il 42\70 il
O\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
1 Y
6.60 6.80 7.00 7.20
5000 m/z 57.90 4.,29%
29.0 86.0
15.0 ” 42.0
oH_W,HHWHWH,M_me_m‘m
m/z--> 10 20 60 70 80 90
Abundance #1919: 3-Pentanone ““H““HM“‘W““
57.0 6.60 6.80 7.00 7.20
m/z 42.00 3.60%
29.0
5000
86.0
o180 Jl 40 7o | D B VSR A
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@52322\
Data File : VU@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 4
R.T. EstConc Area Relative to ISTD R.T.
7.189 10.00 ug/L 105599 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 80
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 38
5 Methyl isobutyrate 102 C5H1002 000547-63-7 37

Abundance Scan 1819 (7.189 min): VU048652.D\data.ms (-1807) (-) m/z 74.00 100.00%

43.0 74.0
5000
59.0 87.0
By L S
H ‘ ‘ 1018 6.80 7.00 7.20 7.40 7.60
om"m"m"m‘}‘l‘m"“HH‘Hu‘w‘m‘w_wmw m/z 43.00  85.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
27.0 6.80 7.00 7.20 7.40 7.60
15.0 59.0 87.0 m/z 71.00 75.84%
‘ \\‘\ HH “ 102.0
O\\\‘\\\\‘\\\f[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4849: Butanoic acid, methyl ester
43.0
WHWHWHWH,H
74.0 6.80 7.00 7.20 7.40 7.60
5000 27.0 m/z 41.10 35.75%
15.0
59.0 87.0
0 H‘_“w‘JJWH‘«!wu‘Htww‘u“u‘_“w‘u%?%Qw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester ‘HHWHWHWH,H
43.0 6.80 7.00 7.20 7.40 7.60
74.0 m/z 87.00  32.20%
5000
27.0
15.0 590 87.0
T OO O A N L P
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@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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.
11.118 14.77 ug/L 236625 1,4-Dichlorobenzene-d4 11.819
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 94
4 Decane 142 C1eH22 000124-18-5 91
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 3041 (11.118 min): VU048652.D\data.ms (-3031) (- m/z 57.05 100.00%

57.0
5000
85.1
H ‘ 1132 142.2 1100 1150
Ottt S e m/z 43.00 82.66%
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 53.74%
L) | 0 10
O\\\‘\\\\‘}\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 45 .40%
71.0
L || Lm0 1o
0\\\‘\1\\i\H\‘\\‘\\‘\H\‘\H\,\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane =k I
43.0 11.00 11.50
m/z 85.10 33.06%
5000
71.0
02049”,“”2070 (N |
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@48652.D

Acqg On : 23 May 2022 13:45

Operator : SY/MD

Sample : N2925-02ME

Misc : 4.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 8 ug/L 114144 1 6.247 527878 50.0
Methyl propionate 5 2 ug/L 55072 1 6.247 527878 50.0
Methyl isobutyrate 6 .8 ug/L 51011 1 6.247 527878 50.0
2-Pentanone 6.784 4.6 ug/L 48674 1 6.247 527878 50.0
3-Pentanone 6 6 ug/L 48846 1 6.247 527878 50.0
Butanoic acid, 7 0 ug/L 105599 1 6.247 527878 50.0
(DEL) Alkane: S... 11. 8 ug/L 236625 3 11.819 801099 50.0
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