LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-09ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO50622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48462.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 35 43 71 rBV 203946 383737 15.44% 2.170%
2 1.597 73 80 86 rBv 114506 182426 7.34% 1.032%
3 2.527 356 369 384 rBV 420075 771241 31.02% 4.362%
4 2.813 455 458 461 rBV4 520 361 ©0.01% 0.002%
5 2.861 470 473 477 rVB2 673 575 0.02% 0.003%
6 2.954 491 502 516 rBV2 10444 24882 1.00% 0.141%
7 3.173 556 570 590 rBV 29269 76075 3.06% 0.430%
8 3.433 648 651 654 rVB2 587 404 0.02% 0.002%
9 3.517 671 677 679 rBvV 407 348 0.01% 0.002%
106 3.552 679 688 690 rBv4 2050 2256 0.09% 0.013%
11 4.060 838 846 848 rBv2 1362 1451 ©0.06% ©0.008%
12 4.639 1010 1026 1040 rBV 180027 568368 22.86% 3.215%
13 5.063 1141 1158 1186 rBV 419528 1067519 42.94% 6.038%
14 5.202 1190 1201 1233 rVB 55012 141390 5.69% ©0.800%
15 5.452 1274 1279 1284 rVB4 532 543 0.02% 0.003%
16 5.485 1286 1289 1294 rVB2 393 358 0.01% 0.002%
17 5.716 1340 1361 1390 rBV2 989716 2486144 100.00% 14.062%
18 5.848 1400 1402 1406 rVB 1211 648 0.03% 0.004%
19 5.870 1406 1409 1411 rBv2 516 379 0.02% 0.002%
20 5.977 1431 1442 1463 rVV2 17867 46208 1.86% 0.261%
21 6.124 1485 1488 1489 rBV2 1041 603 0.02% 0.003%
22 6.166 1490 1501 1513 rVV3 20605 56996 2.29% 0.322%
23 6.247 1513 1526 1553 rVB 424315 903673 36.35% 5.111%
24  6.398 1561 1573 1602 rVB3 51343 123765 4.98% 0.700%
25 6.523 1603 1612 1620 rBVS8 4319 8073 0.32% 0.046%
26  6.597 1627 1635 1637 rBV7 8405 10488 0.42% 0.059%
27 6.690 1649 1664 1683 rBV 525209 1130269 45.46% 6.393%
28 6.784 1684 1693 1725 rVB 35285 129239 5.20% 0.731%
29 6.932 1729 1739 1769 rVB2 36949 118316 4.76% 0.669%
30 7.189 1807 1819 1845 rBV3 91249 232581 9.36% 1.315%
31 7.337 1862 1865 1869 rvB3 1224 707 0.03% 0.004%
32 7.359 1870 1872 1875 rBV3 580 333 0.01% 0.002%
33 7.568 1923 1937 1962 rBV 269239 565553 22.75% 3.199%
34 7.674 1967 1970 1971 rvv2 794 464 0.02% 0.003%
35 7.694 1971 1976 1989 rVB6 2540 4564 0.18% 0.026%
36 7.790 1996 2006 2015 rBV7 3578 6669 0.27% 0.038%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-09ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO50622WMA .M
Title : VOC Analysis
37 7.899 2024 2040 2056 rBV 1041112 1992997 80.16% 11.272%
38 8.185 2116 2129 2157 rBV3 209849 490430 19.73% 2.774%
39 8.311 2164 2168 2171 rVB2 756 519 0.02% 0.003%
40  8.353 2175 2181 2182 rBV4 1206 1085 0.04% 0.006%
41  8.546 2232 2241 2242 rBV5 3217 2715 0.11% 0.015%
42 8.658 2258 2276 2312 rBV 650831 1592772 64.07% 9.009%
43  8.922 2355 2358 2360 rBV 539 342 0.01% 0.002%
44  9.073 2402 2405 2410 rVV2 413 339 0.01% 0.002%
45  9.144 2424 2427 2432 rVWV6 677 698 0.03% 0.004%
46 9.166 2432 2434 2439 rVB2 521 416 0.02% 0.002%
47  9.218 2447 2450 2456 rVB3 748 506 0.02% 0.003%
48  9.285 2466 2471 2475 rBvV2 574 603 0.02% 0.003%
49 9.423 2499 2514 2545 rBV 543990 1099288 44.22% 6.218%
50 9.549 2549 2553 2554 rBV3 634 433  0.02% 0.002%
51 9.574 2555 2561 2565 rBV6 1877 2172 0.09% 0.012%
52 9.697 2590 2599 2609 rVB4 5421 9528 0.38% 0.054%
53 9.960 2677 2681 2688 rvv3 395 463 0.02% 0.003%
54 10.108 2716 2727 2729 rBV5 3772 4582 0.18% 0.026%
55 10.230 2760 2765 2766 rBvV2 523 449 0.02% 0.003%
56 10.488 2839 2845 2850 rBvV2 693 848 0.03% 0.005%
57 10.674 2893 2903 2912 rBV5 4064 6618 0.27% 0.037%
58 10.767 2917 2932 2952 rBV 680771 1120706 45.08% 6.339%
59 10.873 2960 2965 2968 rBv4 559 553 0.02% 0.003%
60 11.012 3004 3008 3012 rVB2 447 479 0.02% 0.003%
61 11.092 3029 3033 3035 rVv2 438 367 ©0.01% 0.002%
62 11.124 3035 3043 3059 rVB7 1773 3688 0.15% 0.021%
63 11.205 3064 3068 3074 rVB4 746 675 0.03% 0.004%
64 11.243 3074 3080 3082 rBV2 421 427 0.02% 0.002%
65 11.317 3092 3103 3108 rBV4 1071 2051 ©0.08% 0.012%
66 11.372 3113 3120 3123 rBv4 1122 1195 0.05% 0.007%
67 11.414 3127 3133 3135 rBV3 1529 1385 0.06% ©0.008%
68 11.462 3140 3148 3150 rBV6 2696 3443 0.14% 0.019%
69 11.574 3177 3183 3191 rBVS5S 2016 3090 0.12% 0.017%
70 11.639 3196 3203 3209 rBV5 1279 1667 ©0.07% 0.009%
71 11.697 3215 3221 3227 rVB4 2494 3191 0.13% 0.018%
72 11.754 3228 3239 3243 rBVS5 1467 2167 0.09% 0.012%
73 11.816 3245 3258 3272 rBV 534012 856635 34.46%  4.845%
74 11.925 3289 3292 3293 rBV3 629 374 0.02% 0.002%
75 11.947 3293 3299 3302 rBV5S 1606 1991 ©0.08% 0.011%
76 12.034 3322 3326 3330 rBvV4 411 349 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-09ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO50622WMA .M
Title : VOC Analysis
77 12.076 3335 3339 3341 rBV2 714 426 0.02% 0.002%
78 12.198 3359 3377 3397 rBV 848285 1385230 55.72% 7.835%
79 12.327 3409 3417 3425 rBV8 2117 3188 0.13% 0.018%
80 12.410 3437 3443 3446 rVBS 729 831 0.03% 0.005%
81 12.549 3482 3486 3490 rVB2 576 419 0.02% 0.002%
82 12.629 3507 3511 3513 rBV4 962 862 0.03% 0.005%
83 12.844 3574 3578 3581 rBV3 547 362 0.01% 0.002%
84 13.018 3629 3632 3635 rVV 663 390 0.02% 0.002%
85 13.147 3667 3672 3676 rBV5 890 780 0.03% 0.004%
86 13.227 3690 3697 3705 rVB6 1063 1754 0.07% 0.010%
87 13.291 3712 3717 3720 rBV4 549 503 0.02% 0.003%
88 13.433 3754 3761 3770 rBV5S 1839 2525 0.10% 0.014%
89 13.574 3801 3805 3806 rBV2 896 642 0.03% 0.004%
90 13.848 3883 3890 3900 rBV7 2339 3187 0.13% 0.018%
91 14.044 3948 3951 3954 rBV2 634 379 0.02% 0.002%
92 14.089 3958 3965 3978 rvv2 6138 10401 0.42% 0.059%
93 14.230 4004 4009 4014 rBV2 459 537 0.02% 0.003%
94 14.262 4014 4019 4020 rBV3 614 487 0.02% 0.003%
95 14.333 4035 4041 4049 rBVS8 3199 4951 0.20% 0.028%
96 14.806 4182 4188 4191 rBV 421 517 0.02% 0.003%
97 14.822 4191 4193 4197 rVB2 726 456 0.02% 0.003%
98 15.401 4370 4373 4377 rBV4 874 534 0.02% 0.003%
99 15.536 4412 4415 4416 rBV2 626 377 0.02% 0.002%
100 15.806 4496 4499 4503 rVB4 930 621 0.02% 0.004%
Sum of corrected areas: 17680201
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 06 May 2022 18:05

: SY/MD

: N2638-09ME

: 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Vue48462.D

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
1.478 21.23 ug/L 383737 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 74
3 Formic acid 46 CH202 000064-18-6 7
4 Ethanol 46 C2H60 000064-17-5 7
5 Ethanol 46 C2H60 000064-17-5 7

Abundance  Scan 43 (1.478 min): VU048462.D\data.ms (-35) (-) m/z 45.00 100.00%

45.0
5000 f\\\
T —
64.0 140 1.60 1.80 .
O e e e e e e e m/z 46.00 48.31%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #110: Dimethyl ether
45.0
29.0
15.0
5000 L L
140 1.60 1.80
m/z 63.95 3.33%
0 Al 220 || 390
H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH \H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #109: Dimethyl ether
45.0
e e a Eaa
140 1.60 1.80
m/z 43.00 1.69%
5000 29.0
15.0
Ot e T e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #113: Formic acid et L
29.0 140 160 1.80
46.0 m/z 47.95  1.55%
5000
18.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 4
R.T. EstConc Area Relative to ISTD R.T.
5.202 7.82 ug/L 141390 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 72
5 Glycerol, 1-tert-butyl ether 148 C7H1603 1010381-75-8 33

Abundance Scan 1201 (5.202 min): VU048462.D\data.ms (-1190) (-) m/z 57.00 100.00%
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88.0 ”\\\
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29.0 /\
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‘ “ | 45 0 Ly i
O TTT ’ TTTT ‘ T \ T ‘ TTTT ‘ T \ T ‘ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 10 20 40 50 60 70 80 90
Abundance #2285: Methyl propionate
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29.0 \

4.80 5.00 5.20 5.40 5.60

5000 m/z 55.00 5.55%
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15.0
R R B L I (UL I UL R R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate e e e
57.0 4.80 5.00 5.20 5.40 5.60
29.0 m/z 55.90 3.82%
5000
88.0
15.0
bt Ml 80 L me
m/z--> 1’0 2‘0 3‘0 4b Sb 6‘0 7‘0 8‘0 Qb 4.‘80 5.60 5.‘20 5.‘40 5.%0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 Furan, tetrahydro-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.977 2.56 ug/L 46208 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 91
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 78
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 47
4 Prenol 86 C5H100 000556-82-1 38
5 Prenol 86 C5H100 000556-82-1 38
Abundance Scan 1442 (5.977 min): VU048462.D\data.ms (-1431) (-) m/z 71.00 100.00%
71.0
43.0
5000
56.0 86.0 “‘H“H‘w“/W?H“
‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
0 e e e e m/z 43.00 76.64%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 270 LI LA L L LA B B
5.60 5.80 6.00 6.20 6.40
15.0 ‘ 56.0 86.0 m/z 41.00 54.09%
O\\\‘.\H\‘\‘1‘\\‘\\!!i‘\\\‘1l\1\\”\‘\‘\‘i‘HHH\H‘H‘H‘\H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
AN Es AR
5.60 5.80 6.00 6.20 6.40
5000 270 m/z 42.00 49,23%
56.0
15.0 ‘ ‘ 86.0
0\\\‘\H\‘\}‘H‘\\!!i‘\\\‘11\1\\i‘\‘\‘\‘\‘HHM\H‘H‘!\‘\H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- O RRRNEEAIE e
71.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 56.00 21.92%
5000
27.0
‘ 56.0 86.0
0 R EE e A RAEARES
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
6.166 3.15 ug/L 56996 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2-Pentanone 86 C5H100 000107-87-9 45
4 2-Pentanone 86 C5H100 000107-87-9 36
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 32

Abundance Scan 1501 (6.166 min): VU048462.D\data.ms (-1490) (-) m/z 43.00 100.00%

43.0
5000 ﬂ
86.0 R o e e
‘ 551 71.0 5.80 6.00 6.20 6.40
0H"m"m_m“lm‘m%‘m“‘uwum‘m m/z 86.05 19.67%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1988: 2-Butanone, 3-methyl-
43.0
5.80 6.00 6.20 6.40
70 86.0 m/z 41.05 16.61%
150 ‘\ 71.0
O\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 50 60 70 80 90
Abundance #1989: 2—Butanone, 3-methyl-
IV
RSN EEEE S R
5.80 6.00 6.20 6.40
5000 m/z 38.85 10.96%
86.0
27.0
0 ‘ Lty 55'0 71‘-0 ‘
I s e L e L  m ma
m/z--> 10 20 30 40 50 60 70 80 90 /\\ /W
Abundance #1918: 2-Pentanone b e
43.0 5.80 6.00 6.20 6.40
m/z 42.00 6.29%
5000
86.0
27.0 58.0 71.0
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\VU@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 Methyl isobutyrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.398 6.85 ug/L 123765 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 72
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 50

Abundance Scan 1573 (6.398 min): VU048462.D\data.ms (-1561) (-) m/z 43.10 100.00%

43.1
5000 71.1
59.0 87.0
H 102.0 6.00 6.20 6.40 6.60 6.80
oH_Hwmwm":uwmw"lu_ww‘!m,‘ m/z 41.80 45.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
59.0 71.0 6.00 6.20 6.40 6.60 6.80
‘ 87.0 m/z 71.10  44.38%
27.0 ‘ 102.0
O\\‘\\\\‘\\\‘\“\\\\“\}‘\\‘\\‘\\“\\\\‘\}\\‘\\\\‘\\\\‘!\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Methyl isobutyrate
43.0
‘m‘_m_mwuw
6.00 6.20 6.40 6.60 6.80
5000 ITI z 59.00 31.20%
270 59.0 /10
‘ ‘ 87"0 102.0
0H‘mwml“‘m‘Mm‘H‘HWHmwmwuw!m,‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788 Methyl isobutyrate R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 87.00 28.82%
5000
27.0
59.0 71.0
87.0
L ‘ 1020
0 [T ‘ | |

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@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 2-Pentanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.784 7.15 ug/L 129239  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Pentanone 86 C5H100 000107-87-9 72
3 2-Pentanone 86 C5H100 000107-87-9 72
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
5 2-Pentanone 86 C5H100 000107-87-9 72

Abundance Scan 1693 (6.784 min): VU048462.D\data.ms (-1684) (-) m/z 43.00 100.00%

1.

86.0 EEEEERAEEAREAREERRER N

58.0 71.1 6.40 6.60 6.80 7.00 7.20
0 H_m‘m‘_HJ“MH_HMHH“HH_m‘m m/z 86.85 17.07%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0
5000 | AL BB B
6.40 6.60 6.80 7.00 7.20
86.0 m/z 41.00 12.47%
15‘.0 27‘.0 | “ | 58‘.0 71‘.0
O T ‘ TITT ‘ L \“ T T 1T ‘ T T ‘ T T T ‘ L ‘ TTTT ‘ T T ‘ TTT
miz--> 10 20 30 40 50 60 70 80 90

Abundance #1924: 2-Pentanone
43.0 /\/\/\\

6.40 6.60 6.80 7.00 7.20

5000 m/Z 71.10 8.22%
86.0
PR ) s W
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone RN A" SR
43.0 6.40 6.60 6.80 7.00 7.20

m/z 58.00 8.17%

5000

86.0

27.0 58.0 71.0
ob 120 | 1L \ \ |
R R R R R R L 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@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 3-Pentanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.931 6.55 ug/L 118316 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 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
4 3-Pentanone 86 C5H100 000096-22-0 9
5 3-Pentanone 86 C5H100 000096-22-0 9

Abundance Scan 1739 (6.931 min): VU048462.D\data.ms (-1729) (-) m/z 57.00 100.00%
57.0

5000 j\
86.1 SUNENURD MR NS
391 6.60 6.80 7.00 7.20
o e e m/z 86.10  22.81%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0
5000 LI B L L I L B R
6.60 6.80 7.00 7.20
86.0 m/z 56.10 4.86%
\\‘\\\\‘\\\\‘\\\\‘\!\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone
57.0
20.0 6.60 6.80 7.00 7.20
5000 m/z 55.00 4.54%
86.0
ol 150 1l 40 i 71.0
R B i B B I I e AR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2005: Propanal, 2,2-dimethyl-
41.0 7 6.60 6.80 7.00 7.20
m/z 39.10 3.26%
5000
29.0 86.0
o 230 1 Ml 0
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@50622\
Data File : VU@48462.D

Acqg On : 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-0Q9ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 Butanoic acid, methyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.189 12.87 ug/L 232581 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 52
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 47
5 Methyl isobutyrate 102 C5H1002 000547-63-7 37
Abundance Scan 1819 (7.189 min): VUO48462[Ndmarns(1807)() m/z 74.00 100.00%
43.0 74.0
5000
59.0 87.0
Rmaas A EaR R
6.80 7.00 7.20 7.40 7.60
102.0
0 "‘_"‘_"‘_"\Hl‘m_“w‘wm ‘m_w“wmw m/z 42.95 98.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0
5000 [T T[T T T
27.0 6.80 7.00 7.20 7.40 7.60
15.0 59.0 87.0 m/z 71.18  80.88%
‘ | \‘ | ‘ ‘ 1 ‘ ‘ 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
Ramaa e R
74.0 6.80 7.00 7.20 7.40 7.60
5000 27.0 m/z 41.00 41.81%
15.0
59.0 87.0
0 H‘_“w‘JJWH‘«!wu‘Htww‘u“u‘_“w‘u%?%Qw‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 J\
Abundance #4842: Butanoic acid, methyl ester _‘fﬁ“u“u“u‘ﬁ%‘
43.0 6.80 7.00 7.20 7.40 7.60
74.0 m/z 59.00  31.54%
5000
27.0
15.0 >9.0 87.0
NN O N . SO A
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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50622\
Data File : VU@48462.D

Acqg On . 06 May 2022 18:05

Operator : SY/MD

Sample : N2638-09ME

Misc : 4.94g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 ug/L 383737 .247 903673 50.
Methyl propionate ug/L 141390 .247 903673 50.
Furan, tetrahyd... ug/L 46208 .247 903673 50.
2-Butanone, 3-m... 56996 .247 903673 50.
Methyl isobutyrate ug/L 123765 .247 903673 50.
2-Pentanone ug/L 129239 .247 903673 50.
3-Pentanone ug/L 118316 .247 903673 50.
Butanoic acid, ug/L 232581 .247 903673 50.
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