LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48377.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 69 rBV 58429 133684 4.45% 0.653%
2 1.597 73 80 85 rBv 89003 130572 4.34% 0.638%
3 2.526 356 369 385 rBV 401016 742080 24.68% 3.627%
4 2.864 470 474 476 rBV3 699 496 0.02% 0.002%
5 2.960 491 504 512 rBV3 5175 11724 0.39% 0.057%
6 3.176 554 571 591 rBV2 43724 113268 3.77% 0.554%
7 3.5106 669 675 680 rBvV3 653 861 ©0.03% 0.004%
8 3.562 686 691 693 rBv4 718 689 0.02% 0.003%
9 3.578 693 696 698 rvv2 755 538 0.02% 0.003%
10 3.671 720 725 731 rVB4 1022 1068 0.04% 0.005%
11  3.713 731 738 743 rVB2 582 844 0.03% 0.004%
12 4.115 860 863 868 rvB 563 474 0.02% 0.002%
13 4.153 868 875 881 rBV2 990 1172 0.04% 0.006%
14 4.288 913 917 921 rBV2 477 462 0.02% 0.002%
15 4.314 921 925 927 rW 618 440 0.01% 0.002%
16 4.394 944 950 956 rBV 694 801 0.03% 0.004%
17 4.475 968 975 976 rBV 534 465 0.02% 0.002%
18 4.639 1009 1026 1043 rBV 231714 779827 25.94%  3.812%
19 5.063 1140 1158 1186 rBV 492852 1231920 40.98% 6.022%
20 5.205 1192 1202 1220 rBV2 15658 37261 1.24% 0.182%
21 5.388 1257 1259 1264 rVB2 762 483 0.02% 0.002%
22 5.468 1282 1284 1289 rVB2 652 458 0.02% 0.002%
23 5.510 1289 1297 1299 rBV2 554 638 0.02% 0.003%
24  5.555 1309 1311 1316 rVB2 630 525 0.02% 0.003%
25 5.597 1320 1324 1328 rBV2 738 650 0.02% 0.003%
26 5.623 1328 1332 1335 rBV 759 559 0.02% 0.003%
27 5.716 1339 1361 1392 rBV2 1196064 3006288 100.00% 14.696%
28 5.870 1406 1409 1413 rVB3 713 448 0.01% 0.002%
29 5.899 1414 1418 1423 rVB4 865 831 0.03% 0.004%
30 5.980 1430 1443 1465 rBV4 16617 43929 1.46% 0.215%
31 6.099 1476 1480 1482 rBV 820 459 0.02% 0.002%
32 6.163 1491 1500 1502 rBV 6283 7636 0.25% 0.037%
33 6.247 1513 1526 1549 rVB 224070 470994 15.67% 2.302%
34 6.401 1562 1574 1588 rBV4 15445 36043 1.20% 0.176%
35 6.523 1603 1612 1623 rBV6 7093 14673 0.49% 0.072%
36 6.603 1627 1637 1649 rBV5 7476 16531 ©.55% 0.081%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@42522WMA .M
Title : VOC Analysis
37 6.690 1650 1664 1686 rBV 647750 1384448 46.05% 6.768%
38 6.787 1687 1694 1696 rBvV2 6934 8962 0.30% 0.044%
39 6.938 1728 1741 1770 rVB2 11754 41128 1.37% 0.201%
40 7.044 1771 1774 1776 rBV4 895 606 0.02% 0.003%
41  7.189 1807 1819 1848 rBv4 36371 104603 3.48% 0.511%
42 7.568 1922 1937 1961 rBV 335287 704229 23.43% 3.442%
43 7.684 1967 1973 1975 rBV3 2550 2441 0.08% 0.012%
44  7.787 1997 2005 2016 rBV5 5025 9187 0.31% 0.045%
45  7.899 2025 2040 2057 rBV 1313063 2470945 82.19% 12.079%
46 8.185 2115 2129 2153 rBV2 226943 514297 17.11% 2.514%
47  8.362 2174 2184 2194 rVB7 2535 5417 0.18% 0.026%
48  8.475 2210 2219 2233 rVB2 6589 13916 0.46% 0.068%
49 8.552 2234 2243 2252 rVB5 8211 13992 0.47% 0.068%
50 8.661 2258 2277 2310 rBV 860157 2060586 68.54% 10.073%
51 8.896 2347 2350 2353 rBV3 498 437 0.01% 0.002%
52 9.208 2444 2447 2451 rVB 896 566 0.02% 0.003%
53 9.240 2451 2457 2462 rBv2 1025 1337 0.04% 0.007%
54  9.423 2499 2514 2532 rBV 297429 609659 20.28%  2.980%
55 9.700 2590 2600 2607 rBV6 3022 5263 0.18% 0.026%
56 10.012 2691 2697 2701 rBV 822 1139 0.04% 0.006%
57 10.227 2760 2764 2768 rBV 817 840 0.03% 0.004%
58 10.385 2810 2813 2816 rVB 700 442 0.01% 0.002%
59 10.529 2856 2858 2861 rBV 639 471 0.02% 0.002%
60 10.674 2894 2903 2913 rVB4 3968 7232 0.24% 0.035%
61 10.767 2913 2932 2955 rBV 1220733 1997491 66.44% 9.764%
62 10.896 2958 2972 2987 rVB 132834 232212 7.72% 1.135%
63 11.060 3015 3023 3030 rBV5 8503 12049 0.40% 0.059%
64 11.115 3030 3040 3051 rVwVv 92034 134663 4.48% 0.658%
65 11.295 3093 3096 3099 rBV3 738 615 ©0.02% 0.003%
66 11.311 3099 3101 3103 rBV2 817 457 0.02% 0.002%
67 11.365 3114 3118 3119 rBV3 701 508 0.02% 0.002%
68 11.417 3130 3134 3138 rBV4 1821 1647 ©.05% 0.008%
69 11.536 3165 3171 3172 rBV2 670 522 0.02% 0.003%
70 11.578 3177 3184 3192 rBV4 1861 3295 0.11% 0.016%
71 11.635 3197 3202 3203 rBV2 701 588 0.02% 0.003%
72 11.696 3215 3221 3228 rBV6 2658 3782 0.13% 0.018%
73 11.741 3232 3235 3242 rBV4 1307 1315 0.04% 0.006%
74 11.819 3244 3259 3271 rBV 373287 604333 20.10% 2.954%
75 11.915 3283 3289 3297 rVB5 4351 5384 0.18% 0.026%
76 12.063 3325 3335 3355 rBV4 30164 68346  2.27% 0.334%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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\SFAMULM@42522WMA .M
Title : VOC Analysis
77 12.198 3363 3377 3397 rVB 1506823 2414685 80.32% 11.804%
78 12.330 3410 3418 3430 rVB2 21366 31529 1.05% 0.154%
79 12.430 3446 3449 3456 rVB5 953 827 0.03% 0.004%
80 12.526 3475 3479 3483 rBV3 849 796 0.03% 0.004%
81 12.774 3545 3556 3568 rBvV3 18143 29751 ©0.99% 0.145%
82 12.899 3587 3595 3603 rVB6 5125 7557 0.25% 0.037%
83 12.950 3607 3611 3613 rBV3 973 696 0.02% 0.003%
84 12.967 3613 3616 3618 rBV2 876 667 0.02% 0.003%
85 13.040 3635 3639 3641 rBV3 509 457 0.02% 0.002%
86 13.124 3659 3665 3666 rBV 931 856 0.03% 0.004%
87 13.137 3666 3669 3682 rVB5 2073 3033 0.10% 0.015%
88 13.211 3682 3692 3706 rBvV2 70125 110993 3.69% 0.543%
89 13.391 3740 3748 3756 rBV4 11157 15691 0.52% 0.077%
90 13.629 3818 3822 3827 rBV2 756 856 ©0.03% 0.004%
91 13.828 3880 3884 3887 rBV4 993 842 0.03% 0.004%
92 13.928 3910 3915 3916 rBV 746 612 0.02% 0.003%
93 14.069 3952 3959 3963 rBV5 2670 3119 0.10% 0.015%
94 14.130 3974 3978 3990 rVB4 5531 7472 0.25% 0.037%
95 14.192 3995 3997 4002 rBV3 802 524 0.02% 0.003%
96 14.294 4027 4029 4031 rBV3 758 516 0.02% 0.003%
97 14.449 4075 4077 4085 rVB5 1848 1658 0.06% ©0.008%
98 14.616 4127 4129 4134 rVB2 605 492 0.02% 0.002%
99 14.960 4232 4236 4239 rBV3 803 749 0.02% 0.004%
100 15.372 4359 4364 4371 rBV6 3242 3557 0.12% 0.017%
Sum of corrected areas: 20457076
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\

: VUe48377.D

T 02 May 2022 19:54

: SY/MD

: N2638-19

: 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .M
: VOC Analysis

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

TIC: VU048377.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 14.19 ug/L 133684 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 56
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Ethanol 46 C2H60 000064-17-5 7
4 Ethanol 46 C2H60 000064-17-5 7
5 Formic acid 46 CH202 000064-18-6 7

Abundance  Scan 43 (1.478 min): VU048377.D\data.ms (-35) (-) m/z 45.00 100.00%

45.0
5000 /L
e
63.9 140 160 1.80
O beereeremrrreprrpreprrnprrepre e perererpre e ey m/z 46.00 49.46%
mlz--> 0 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 L
140 160 1.80
m/z 63.90 13.92%
O H\HH‘HH‘\H\‘\}1!‘}\\%%.\\O‘H}\H\H‘HH‘HH \H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #109: Dimethyl ether
45.0
e e E E e T
140 160 1.80
m/z 47.95 6.11%
5000 29.0
15.0
O e T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #107: Ethanol T
31.0 140 160 1.80
m/z 43.00 2.26%
45.0
5000
02'15024d“‘ A“Aﬁﬂqmﬂ“““‘
m/z--> 0 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\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
5.205 3.96 ug/L 37261 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 86
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 86
5 Methyl propionate 88 C4H802 000554-12-1 78
Abundance Scan 1202 (5.205 min): VU048377.D\data.ms (-1192) (-) m/z 57.00 100.00%
57.0
5000 88.0 /
R N RaRaRRE e
419 4.80 5.00 5.20 5.40 5.60
0 e e e e m/z 88.00  39.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate
57.0
29.0
5000 ‘uu‘uu/‘xu‘uu,u

88.0 4.80 5.00 5.20 5.40 5.60
15.0 m/z 58.95 34.86%

‘ “ ‘ 45 0 1y L
O TTT ’ T \ T ‘ T \ T ‘ \ TTT ‘ \ T \ T ‘ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 10 20 40 50 60 70 80 90
Abundance #2284: Methyl propionate
57.0
29.0 00

4.80 5.00 5.20 5.40 5.60

5000 ITI/Z 55.00 6.02%
88.0
15.0
\‘M 450 | 71.0
o JSUEREE MO 1 OSSNyt tMOC T HBRLL  N

miz--> 10 20 30 40 50 60 70 80 90 o
Abundance #2283: Methyl propionate R mEEREEE SR
57.0 4.80 5.00 5.20 5.40 5.60

m/z 58.00 4.15%
29.0

5000

88.0
15.0

‘ “\ 450 Inl
ou‘,mwmwm_m_m‘HHWHWH_W N RS,

m/z--> 10 20 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\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.980 4.66 ug/L 43929 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 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
5 Tetrahydrofurfuryl chloride 120 C5HOC1O 003003-84-7 45

Abundance Scan 1443 (5.980 min): VU048377.D\data.ms (-1430) (-) m/z 71.00 100.00%

71.0
43.0
5000

56‘0 86.0 5.60 5.80 6.(‘)06.‘206.‘40
o et Ll m/z 43,00 54.83%
Mz 0 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl- /\\
43.0 71.0 J\
5000 27.0 5.60 5.80 6.00 6.20 6.40
56.0 m/z 41.00  44.39%
Il

o

43.0 71.0

15.0 ‘ 86.0
"w"H\‘m‘\Hl!M“M‘lH\”m‘\H“U“w‘”M\‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-

5.60 5.80 6.00 6.20 6.40

5000 27.0 m/Z 42.00 29.45%
56.0
15.0 ‘ ‘ 86.0
o"“2‘9"_1‘”_‘11_"1l‘1‘mmw‘:wmw
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl- T
43.0 5.60 5.80 6.00 6.20 6.40

m/z 39.00  23.49%

5000 71.0
27.0 57.0
‘ ‘ ‘ 86.0
0 | H ‘ | N

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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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\

Data File : VU@48377.D

Library Search Compound Report

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample

Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M

Quant Title

TIC Library

: VOC Analysis

: 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 Methyl isobutyrate

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.401 3.83 ug/L 36043 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 83
000547-63-7 64
000547-63-7 64
000547-63-7 58

5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 36
Abundance Scan 1574 (6.401 min): VU048377.D\data.ms (-1562) () m/z 43.00 100.00%
3.0
71.1
5000
59.0 87.0
N AR AL S
‘ ‘ 102.1 6.00 6.20 6.40 6.60 6.80
bt Ak myz 71,10 56.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate
43.0
5000 710 ‘\\\/\\’\‘\\\\‘\\\\ﬁ\\\\\/\‘,\T\\
6.00 6.20 6.40 6.60 6.80
270 59.0 87.0 102.0 m/z 41.00 45.93%
I - -
O\\‘\\‘\{‘\\\}‘\\\\“\}\\‘\\‘\\“\\\\‘i}\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Methyl isobutyrate
43.0 f\w
‘\\A\\‘\\\\‘\\\\’\\\\‘\\
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 87.00 37.06%
270 59.0 /1.0
15.0 '
| ‘ ‘ 870 102,
0 ‘w“‘w“1Mu“h!M‘W‘H‘WM“w‘l“_“‘_“‘ﬂ“‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate R Eamaa aEE T
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00  32.82%
5000
27.0
59.0 71.0
87.0
|- |
Y SR YIS R ¥R S NS SRNNRNNR M S H
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\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .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 6 3-Pentanone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.938 4,37 ug/L 41128 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 78
3 3-Pentanone 86 C5H100 000096-22-0 64
4 3-Pentanone 86 C5H100 000096-22-0 56
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9

Abundance Scan 1741 (6.938 min): VU048377.D\data.ms (-1728) (-) m/z 57.00 100.00%

57.0
5000
86.0 R
39.9 6.60 6.80 7.00 7.20
Ot e e m/z 86.00 21.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0 /\/\
5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘
6.60 6.80 7.00 7.20
86.0 m/z 39.90 7.20%
\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
R R A
660680700720
29.0 86.0
ol 150 “ 42.0
et
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1926: 3-Pentanone “‘H““‘H““W“W\
57.0 6.60 6.80 7.00 7.20
29.0 m/z 58.00 4.12%
5000
86.0
oH_llf_’:q"‘11_"ﬁzﬁ‘o"‘HHWHWHWH_H “.‘M‘
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\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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, 3-hydroxy-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.189 11.10 ug/L 104603 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-hydroxy-, methy... 118 C5H1003 053562-86-0 59
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 53
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 53

4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 50
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 42

Abundance Scan 1819 (7.189 min): VU048377.D\data.ms (-1807) (-) m/z 74.00 100.00%

74.0
43.0
5000
R e R
| ‘ ‘ ,g.  ©:807.007.207.40760
ol b e BB sz 42,95 84.56%
miz-> 50 100 150 200 250
Abundance  #9930: Butanoic acid, 3-hydroxy-, methyl ester, (S)-
43.0
74.0 /\
5000 I L L B R
6.80 7.00 7.20 7.40 7.60
L m/z 71.00 72.62%
O T : T “fh ‘ “H ‘\ . T 1Q \.0\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0 WD . W -
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 59.74%
0 S —
m/z--> 50 100 150 200 250
Abundance #4852 Butanoic acid, methyl ester Rmans e RS RARE T o
43.0 74.0 6.80 7.00 7.20 7.40 7.60
m/z 75.00 35.63%
5000
m/z--> 50 100 150 200 250 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\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.115 11.14 ug/L 134663 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 93
2 Decane 142 C10H22 000124-18-5 81
3 Decane 142 C1OH22 000124-18-5 81
4 Octane 114 C8H18 000111-65-9 64
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 3040 (11.115 min): VU048377.D\data.ms (-3030) (- m/z 57.00 100.00%

57.0
5000 41,0
85.1
| “ | 1131 1422 11.00 11.50
ol vkl bl SR m/z 42.95 87.30%
m/z--> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
410
5000 00 0
85.0 11 115
m/z 40.95 49.41%
m/z--> 20 40 60 100 120 140
Abundance #22068.Decane
43.0
T =
11.00 11.50
5000 ITI/Z 71.10 44.18%
71.0
2710
R T IT:
ol el T
m/z--> 20 40 60 80 100 120 140
Abundance #22067: Decane o e fluseg
43.0 11.00 11.50
m/z 85.10 30.13%
5000
2700 71.0
142.0
ok Al DL %90 1260
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 1-Hexanol, 2-ethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.063 5.65 ug/L 68346 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3335 (12.063 min): VU048377.D\data.ms (-3325) (- m/z 57.00 100.00%
57.0
5000
83.0 ' ‘
12.00
1121
o B—— uM 2070 m/z 55.00 44.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 ” W‘W : J\M””
12.00
29.0 83.0 m/z 41.00  37.28%
112.0
O\\\‘\h“\\“‘{\\w‘\w\\‘!\\\“\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
/Tn/‘\/\ﬂ‘ r— ‘m
12.00
5000 m/z 43.00 33.89%
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #167739: 2-Ethyl-1-hexanol, pentafluoropropionate Anflary " — 40
57.0 12.00
m/z 70.10 33.55%
5000
83.0
290 119.0
o"w‘H‘_Hl"‘H"“J"w‘m‘_“‘1‘47‘9_‘177‘9”2‘9‘39‘ o alyenl VMl
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.330 2.61 ug/L 31529 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 86
2 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 80
3 Undecane 156 C1l1H24 001120-21-4 74
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
5 Decane 142 C10H22 000124-18-5 72
Abundance Scan 3418 (12.330 min): VU048377.D\data.ms (-3410) (- m/z 56.95 100.00%
57.0
5000
85.1
r— PG >
I \‘ 113.0 156.1 12.00 1250 =
Ol ”“H“‘vu“u“““,u“ m/z 43.00 64.42%
miz--> 20 40 60 100 120 140 160
Abundance #22066.Decane
57.0
5000 2o 1250
85.0 : :
29.0 m/z 71.10  48.56%
“ L” 113.0 1420
0\\\‘\\\\‘}\“‘\\‘\\‘\\\‘\\”\‘\\\\“\\\\’\\\\
miz--> 40 60 100 120 140 160
Abundance #48249.HydroxWanﬂne,O—decyL ﬂﬂﬁ&
43.0
AM\ [TRIAN i
12.00 12.50
m/z 40.95 39.44%
5000 71.0
0 M il | gz‘\o | 149'0 173.0
et e LA
miz--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane I
57.0 12. 00 50
m/z 85. 19 28.65%
5000
85.0
29.0
‘ | 113.0 156.0
0 ‘ = ‘M 1 1l | L |

m/z--> 20 40 60 80 100 120 140 160 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 13 Acetic acid, 2-ethylhexyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.211 9.18 ug/L 110993 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 91
2 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 86
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 80
4 2-Propenoic acid, octyl ester 184 C11H2002 002499-59-4 80
5 2-Ethylhexyl acrylate 184 C11H2002 000103-11-7 78

Abundance Scan 3692 (13.211 min): VU048377.D\data.ms (-3682) (-  m/z 42.95 100.00%

43.0 70.1
5000
| 1121 13.00 13.50
0o bl Wl i 29T w2 70010 90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47061: Acetic acid, 2-ethylhexyl ester
43.0 70.0
5000
1300 1350
m/z 55.00 52.98%
112.0
O\1\5\‘0\‘\‘\\‘\\\1“\\‘\\‘!‘\\\[\\\\’\]-\3\\5’0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47060: Acetic acid, 2-ethylhexyl ester
70.0
43.0 A
1300 1350
5000 m/z 57.10  48.15%
112.0
0150\‘ “‘ H‘\‘H\‘\ “ I, ‘ 139.0
o el el B SO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47062: Acetic acid, 2-ethylhexyl ester
43.0 70.0 1300 1350
m/z 41.00 37.52%
5000
112.0
o) 1] A
o N W D S [ o
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48377.D

Acqg On : 02 May 2022 19:54

Operator : SY/MD

Sample : N2638-19

Misc : 5.30g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 14.2 ug/L 133684 1 6.247 470994 50.0
Methyl propionate 5.205 4.0 ug/L 37261 1  6.247 470994 50.0
Furan, tetrahyd... 5.980 4.7 ug/L 43929 1 6.247 470994 50.0
Methyl isobutyrate 6.401 3.8 ug/L 36043 1 6.247 470994 50.0
3-Pentanone 6.938 4.4 ug/L 41128 1 6.247 470994 50.0
Butanoic acid, ... 7.189 11.1 ug/L 104603 1 6.247 470994 50.0
(DEL) Alkane: S... 11.115 11.1 ug/L 134663 3 11.819 604333 50.0
1-Hexanol, 2-et... 12.063 5.7 ug/L 68346 3 11.819 604333 50.0
(DEL) Alkane: S... 12.330 2.6 ug/L 31529 3 11.819 604333 50.0
Acetic acid, 2-... 13.211 9.2 ug/L 110993 3 11.819 604333 50.0
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