LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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@48376.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 68 rBV 217292 365114 12.43% 1.635%
2 1.600 73 81 117 rVB 118697 347159 11.82% 1.555%
3 1.771 121 134 135 rBV6 14091 23380 0.80% 0.105%
4 2.536 360 372 387 rBV 410594 734537 25.01%  3.289%
5 2.954 493 502 518 rVW2 10020 22438 0.76% 0.100%
6 3.034 519 527 530 rBV7 1877 2609 0.09% 0.012%
7 3.179 557 572 588 rBvV2 31945 81781 2.78% 0.366%
8 3.369 628 631 633 rBvV3 792 565 0.02% 0.003%
9 3.494 666 670 676 rBvV 713 667 0.02% 0.003%
106 3.575 688 695 707 rVB6 3491 7787 0.27% 0.035%
11  3.626 709 711 716 rVB3 887 663 0.02% 0.003%
12 3.655 716 720 722 rBV2 521 449 0.02% 0.002%
13 3.671 722 725 733 rVB3 995 904 0.03% 0.004%
14 3.755 746 751 754 rBV2 720 647 0.02% ©0.003%
15 3.784 757 760 764 rBV 584 573 0.02% 0.003%
16 4.054 837 844 847 rBV3 1172 1316 0.04% 0.006%
17 4.243 899 903 908 rBV2 505 679 0.02% 0.003%
18 4.301 916 921 923 rBV2 685 692 0.02% 0.003%
19 4.420 954 958 963 rBV2 613 600 0.02% 0.003%
20 4.462 963 971 976 rBV5 1069 1769 0.06% 0.008%
21  4.636 1011 1025 1039 rBV 233727 694471 23.64%  3.110%
22 5.063 1139 1158 1188 rBV 526419 1266255 43.11% 5.670%
23 5.202 1190 1201 1231 rVB 59503 142944 4.87% 0.640%
24 5.719 1341 1362 1390 rBV2 1156936 2937528 100.00% 13.154%
25 5.973 1430 1441 1455 rBV3 16805 39547 1.35% 0.177%
26 6.099 1478 1480 1483 rBvV2 711 497 0.02% 0.002%
27 6.166 1483 1501 1514 rVV 21139 59775 2.03% 0.268%
28 6.247 1514 1526 1555 rVB 349736 726109 24.72%  3.251%
29 6.398 1561 1573 1604 rVB 52315 118541 4.04% 0.531%
30 6.526 1604 1613 1626 rBV5 5746 10949 0.37% 0.049%
31 6.600 1626 1636 1649 rvv2 10321 22011 0.75% 0.099%
32 6.690 1649 1664 1683 rVV 646074 1360966 46.33% 6.094%
33  6.783 1684 1693 1726 rVW2 32650 120839 4.11% 0.541%
34 6.935 1728 1740 1769 rVB 36247 118571 4.04% 0.531%
35 7.189 1807 1819 1849 rBV3 92792 230681 7.85% 1.033%
36 7.369 1871 1875 1876 rBV3 950 619 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 7.439 1893 1897 1902 rVB4 584 583 0.02% 0.003%
38 7.568 1923 1937 1960 rBV 352235 692673 23.58% 3.102%
39 7.687 1967 1974 1975 rBV3 2045 1755 0.06% 0.008%
40 7.790 1997 2006 2018 rBV3 5047 9793 0.33% 0.044%
41  7.899 2026 2040 2057 rBV 1338861 2459472 83.73% 11.013%
42 8.185 2113 2129 2154 rBV 258727 579837 19.74% 2.596%
43  8.356 2176 2182 2191 rVB6 2045 3302 0.11% 0.015%
44  8.555 2236 2244 2253 rVB4 3685 5565 ©.19% 0.025%
45  8.661 2253 2277 2307 rBV 827752 1923822 65.49% 8.615%
46  8.931 2355 2361 2363 rBV3 1022 1181 ©0.04% 0.005%
47  9.134 2421 2424 2428 rVB2 803 575 0.02% 0.003%
48 9.172 2432 2436 2439 rVB3 726 496 0.02% 0.002%
49 9.314 2477 2480 2484 rVWV 797 532 0.02% 0.002%
50 9.423 2500 2514 2540 rBvV 459481 929914 31.66% 4.164%
51 9.555 2550 2555 2557 rBv4 1286 1373 0.05% 0.006%
52 9.578 2557 2562 2581 rVB8 2806 5417 0.18% 0.024%
53 9.700 2589 2600 2609 rvv4 6244 11066 0.38% 0.050%
54 9.944 2669 2676 2678 rBV 399 459 0.02% 0.002%
55 10.108 2718 2727 2736 rBV5 3755 6999 0.24% 0.031%
56 10.233 2760 2766 2771 rBV 528 551 0.02% 0.002%
57 10.272 2771 2778 2780 rBvV2 542 627 0.02% 0.003%
58 10.439 2826 2830 2840 rBV 624 986 ©0.03% 0.004%
59 10.484 2840 2844 2846 rBV 907 720 0.02% 0.003%
60 10.539 2856 2861 2867 rBV3 976 974 ©.03% 0.004%
61 10.606 2879 2882 2886 rVB2 761 604 0.02% 0.003%
62 10.674 2886 2903 2910 rBVS5 4430 9262 0.32% 0.041%
63 10.767 2915 2932 2951 rBV 1189187 1935145 65.88% 8.665%
64 10.896 2967 2972 2980 rVB3 3407 4297 ©0.15% 0.019%
65 11.060 3014 3023 3030 rVV3 25715 38195 1.30% 0.171%
66 11.118 3030 3041 3058 rVB 353817 516503 17.58%  2.313%
67 11.211 3065 3070 3076 rVB4 1628 1959 0.07% 0.009%
68 11.314 3095 3102 3110 rVV9 2495 3573  0.12% 0.016%
69 11.417 3128 3134 3141 rBV6 3945 5416 0.18% 0.024%
70 11.471 3141 3151 3159 rBV5 4525 9455 0.32% 0.042%
71 11.577 3172 3184 3196 rBV7 3768 7848 0.27% 0.035%
72 11.642 3198 3204 3205 rBV4 1587 1483 0.05% 0.007%
73 11.696 3215 3221 3231 rBV7 2625 3820 0.13% 0.017%
74 11.819 3247 3259 3272 rBV 610401 980479 33.38% 4.390%
75 11.877 3273 3277 3282 rVWW2 12520 14899 0.51% 0.067%
76 11.912 3283 3288 3296 rVB3 17131 22999 0.78% 0.103%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 12.005 3311 3317 3332 rVB 18399 26864 0.91% 0.120%
78 12.198 3358 3377 3394 rBV 1540058 2486711 84.65% 11.135%
79 12.330 3408 3418 3430 rVB2 70459 99992 3.40% 0.448%
80 12.439 3450 3452 3455 rVB2 905 459 0.02% 0.002%
81 12.523 3475 3478 3483 rBV4 875 754 0.03% 0.003%
82 12.761 3548 3552 3553 rBV 864 645 0.02% 0.003%
83 13.339 3729 3732 3735 rBV2 588 513 0.02% 0.002%
84 13.394 3737 3749 3758 rBvV2 31843 47770 1.63% 0.214%
85 13.597 3807 3812 3816 rBV3 842 985 0.03% 0.004%
86 13.754 3855 3861 3865 rBV3 583 714 0.02% 0.003%
87 13.844 3887 3889 3899 rVB3 671 926 ©0.03% 0.004%
88 14.063 3954 3957 3962 rVB 739 493 0.02% 0.002%
89 14.156 3983 3986 3992 rVB2 997 809 0.03% 0.004%
90 14.188 3992 3996 3998 rBV4 674 569 0.02% 0.003%
91 14.455 4072 4079 4084 rVB5 2120 2714 0.09% 0.012%
92 14.648 4133 4139 4147 rVV2 2559 3705 0.13% 0.017%
93 14.693 4149 4153 4156 rBV3 1171 819 0.03% 0.004%
94 14.728 4161 4164 4166 rVB 1221 642 0.02% ©0.003%
95 14.741 4166 4168 4171 rBV 762 446 0.02% 0.002%
96 14.841 4195 4199 4203 rBV 2145 1764 0.06% 0.008%
97 14.941 4226 4230 4234 rBV3 980 1018 0.03% 0.005%
98 15.146 4292 4294 4297 rBvV2 755 493 0.02% 0.002%
99 15.182 4302 4305 4308 rBV4 887 706 0.02% 0.003%
100 15.375 4356 4365 4372 rBV5 8531 12372  0.42% 0.055%
Sum of corrected areas: 22332124
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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\

: VUe48376.D

: 02 May 2022 19:30

: SY/MD

: N2639-09

: 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 20

Sample Multiplier: 1

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

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

TIC: VU048376.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 25.14 ug/L 365114 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 86
2 Dimethyl ether 46 C2H60 000115-10-6 64
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): VU048376.D\data.ms (-35) (-) m/z 45.00 100.00%
45.0
5000 /k
T
63.9 140 160 1.80 .
O e e m/z 46.00 49.76%
m/z--> 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 3.81%
O HHH\‘HH‘H\\‘\}1!“\\%%.\\O‘H}\HH\‘HH‘HH HH‘\\H‘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
P
140 160 1.80
m/z 47.90 1.88%
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 B o
31.0 140 160 1.80
m/z 43.00 1.61%
45.0
5000
0 we-m_m_%ﬁ:%%ﬁ-‘dm B O S A
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@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 5
R.T. EstConc Area Relative to ISTD R.T.
5.202 9.84 ug/L 142944  1,4-Difluorobenzene 6.250

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 80
3 Methyl propionate 88 C4H802 000554-12-1 80
4 Methyl propionate 88 C4H802 000554-12-1 80
5 Methyl propionate 88 C4H802 000554-12-1 78

Abundance Scan 1201 (5.202 min): VU048376.D\data.ms (-1190) (-) m/z 57.00 100.00%

57.0
5000 88.0 k

4.80 5.00 5.20 5.40 5.60

45.0
O o o L L L e T m/z 88.00 37.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2283: Methyl propionate

57.0

29.0 /L

5000 .
4.80 5.00 5.20 5.40 5.60

m/z 58.95 33.26%

15.0
‘ “ | 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 #2286: Methyl propionate
57.0 \\

29.0 JrTrrrprrrrprorrrp o
4.80 5.00 5.20 5.40 5.60

m/z 55.00 6.22%
5000 88.0
12 T “ 45.0
om,mu_‘whH‘_u‘w_mm‘m_wwmmm
miz--> 10 20 40 50 60 70 80 90
Abundance #2284:MemynwomonME A RRRE
57.0 4.80 5.00 5.20 5.40 5.60
29.0 m/z 56.00 4.38%
5000
88.0
15.0
0 ‘ “\ 450 1l 71.0
b e R ARA T S R ARRRRERRERE
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\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 12
R.T. EstConc Area Relative to ISTD R.T.
5.973 2.72 ug/L 39547 1,4-Difluorobenzene 6.250

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 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 78
4 trans-3-Penten-2-0l 86 C5H100 003899-34-1 53
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
Abundance Scan 1441 (5.973 min): VU048376.D\data.ms (-1430) (-) m/z 71.00 100.00%
71.0
43.0
5000
560 L L L R B I R
H | ‘ 87-1 5.60 5.80 6.00 6.20
o"w‘m_‘H"m_m‘mw“m_Hw‘lm_mm m/z 43.00 59.45%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 L LA B B R B
21.0 5.60 5.80 6.00 6.20
56.0 m/z 41.00 44.81%
15.0 ‘ ‘ 86.0
O\\\‘\\\\‘\}‘\\‘\\1!i‘\\\‘1l\1\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
e e
5.60 5.80 6.00 6.20
5000 27.0 m/z 42.00 33.57%
15.0 ‘ 560 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- R a s e R n
71.0 5.60 5.80 6.00 6.20
41.0 m/z 39.90 21.00%
5000
27.0
‘ 56.0 86.0
0 o R
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 5 2-Butanone, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.166 4.12 ug/L 59775 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 50
4 2-Pentanone 86 C5H100 000107-87-9 45
5 2-Pentanone 86 C5H100 000107-87-9 42

Abundance Scan 1501 (6.166 min): VU048376.D\data.ms (-1483) (-) m/z 42.95 100.00%

5000
86'0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
550 71.0 5.80 6.00 6.20 6.40
Ol et 22 e M/Z 86.00 23.69%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1988: 2-Butanone, 3-methyl-
43.0
5000 /\(\A/,\

5.80 6.00 6.20 6.40

86.0 m/z 40.95 17.68%
27.0

15‘.0 ‘ ‘ 71.0

O\\\‘\\\\‘\\\\‘\\\\‘ L

.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80

Abundance #1989: 2-Butanone, 3-methyl-
4.0 /\ A\ /\
A A

5.80 6.00 6.20 6.40

5000 ITI/Z 39.00 9.83%
86.0
27.0
0 ‘ Ly 55'0 7%0
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 I\ /\V
Abundance #1984: 2-Butanone, 3-methyl- P e
43.0 5.80 6.00 6.20 6.40

m/z 39.90 6.21%

5000

27.0 86.0

15.0
057'071.0 .
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\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 6 Methyl isobutyrate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.398 8.16 ug/L 118541 1,4-Difluorobenzene 6.250

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 72
3 Methyl isobutyrate 102 C5H1002 000547-63-7 64
4 Methyl isobutyrate 102 C5H1002 000547-63-7 64
5 Butyric acid hydrazide 102 C4H1eN20 003538-65-6 50
Abundance Scan 1573 (6.398 min): VU048376.D\data.ms (-1561) (-) m/z 42.95 100.00%
3.0
71.0
5000 870
59.0 .
PR S AWASIYA
H ‘ 6.00 6.20 6.40 6.60 6.80
OFrrprerr et el e m/z 71,08 55.65%
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 41.00  39.54%
27.0 ‘ 102.0
O\\‘\\\\‘\\\‘\“\\\\“!}‘\\‘\\‘\\“\\\\‘\1\\‘\\\\‘\\\\‘!\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate
43.0
WHWHWHWHW
6.00 6.20 6.40 6.60 6.80
5000 710 m/z 87.00 35.65%
59.0 87.0
A O I
0 H‘H‘m‘mmm‘mwH‘H“mw;lwmwmwmw
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Methyl isobutyrate Ramay ‘ R ARARRERRRSL
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00  34.45%
5000
27.0
590 71.0
87.0
‘ ‘ ‘ 102.0
0 1 ‘ | |

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@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.783 8.32 ug/L 120839 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 80
2 2-Pentanone 86 C5H100 000107-87-9 80
3 2-Pentanone 86 C5H100 000107-87-9 59
4 2-Pentanone 86 C5H100 000107-87-9 59
5 Propane, 2-(ethenyloxy)- 86 C5H100 000926-65-8 42

Abundance Scan 1693 (6.783 min): VU048376.D\data.ms (-1684) (-) m/z 42.95 100.00%

43.0
5000
86.0 R S E L Ea
58.0 71.0 6.40 6.60 6.80 7.00 7.20
Ot L m/z 86.00  20.28%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\\
6.40 6.60 6.80 7.00 7.20
86.0 m/z 41.00 11.95%
I L
O\\‘\\\\‘\\\\“\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0
o e
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.00 10.78%
86.0
270 | 580 71.0
o S 1 L R
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1921: 2-Pentanone ““‘W“‘[i\“,‘u“‘
43.0 6.40 6.60 6.80 7.00 7.20
m/z 57.95 9.89%
5000
86.0
15.0 27‘-0 | 580 710
0 O N ] S DN E e el
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\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 8 3-Pentanone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.935 8.16 ug/L 118571 1,4-Difluorobenzene 6.250
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 72
3 3-Pentanone 86 C5H100 000096-22-0 72
4 3-Pentanone 86 C5H100 000096-22-0 72
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
Abundance Scan 1740 (6.935 min): VU048376.D\data.ms (-1728) (-) m/z 57.00 100.00%
57.0
5000
86'0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
42.0 6.60 6.80 7.00 7.20
O e 988 L m/z 86.00  24.35%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1926: 3-Pentanone
57.0
29.0
5000 L LA LR B B
6.60 6.80 7.00 7.20
86.0 ITI/Z 56.00 5.35%
15.0 1 42\70 iy
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 90
Abundance #1925: 3-Pentanone ﬁ\
29.0 57.0
ﬂ‘H¢MMH‘W“ﬁ\m‘
6.60 6.80 7.00 7.20
5000 m/z 58.00 3.91%
86.0
R B L e o e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone R e R U
57.0 6.60 6.80 7.00 7.20
m/z 55.00 3.80%
29.0
5000
86.0
o0 Ul om0 Lome |l Ll
m/z--> 10 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@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 9 Butanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.189 15.88 ug/L 230681 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 90
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 90
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 86
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64
5 Methyl isobutyrate 102 C5H1002 000547-63-7 37

Abundance Scan 1819 (7.189 min): VU048376.D\data.ms (-1807) (-) m/z 74.00 100.00%

43.0 74.0
5000
59.0 870

H | | 1020 6.80 7.00 7.20 7.40 7.60
et b L L 0RO s 43,00 84.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0

o

5000 [T T r T T
27.0 6.80 7.00 7.20 7.40 7.60
15.0 59.0 87.0 m/z 71.00  73.75%
‘ \\‘\ ‘ ‘H ‘ ‘ 102.0
0\\\‘\\\\‘\\\f{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4842: Butanoic acid, methyl ester
43.0
74.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 37.53%
27.0
15.0 59.0 87.0
‘ \‘\ HH | ‘ 102.0
N1 N M N el
miz--> 10 20 30 40 50 60 70 80 90 100 110 WJ\\JM\
Abundance #4849: Butanoic acid, methyl ester ‘mwmwuu_m,u

43.0 6.80 7.00 7.20 7.40 7.60
m/z 59.00 32.34%

74.0
5000 27.0
15.0
59.0 87.0 /\
0 il ‘\ \‘ 102.0

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ LA BN B R R

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\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.118 26.34 ug/L 516503 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 96
2 Decane 142 C10H22 000124-18-5 93
3 Decane 142 C1eH22 000124-18-5 87
4 Decane 142 C1eH22 000124-18-5 83
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 72

Abundance Scan 3041 (11.118 min): VU048376.D\data.ms (-3030) (- m/z 57.05 100.00%

57.0
5000
85.1
—=h —
11.00 11.50
113.1 1421
0 H"H‘ﬂm‘mu‘Mm‘$uJ\wa“wfhu‘,w“_“EQTE m/z 42.95 86.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
5000 . ——
85.0 11.00 11.50
29.0 : m/z 41.00 46.78%
L) | 0 10
0 \\\‘\\\\‘}\\h“\‘\‘{\“!‘\\\H‘\\”\’\\\\"\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0

7 T
11.00 11.50

5000 ITI/Z 71.10 44.01%
71.0
NI
AN W S Y A P P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane = £
43.0 11.00 11.50
m/z 85.10  31.94%
5000
71.0
MEERIN I W O - R (0 W A
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\VU050222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.330 5.10 ug/L 99992  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 81
5 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 78

Abundance Scan 3418 (12.330 min): VU048376.D\data.ms (-3408) (- m/z 57.00 100.00%
57.0
5000
85.1 M
=t ey
12.00 12.50
113.1 156.1
oww‘;‘w‘mu“‘w‘!H“‘_H‘,‘Mwwwwz‘q‘?q m/z 42.95 82.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33079: Undecane
57.0
5000 V\M ey
85.0 12.00 12.50
29.0 m/z 71.10 54.95%
Ll o 1ss0
O\\\‘\\\\‘\\\ ‘\\‘\\‘\\\\‘\\U\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
= =
12 00 12.50
85.0
29.0
“ “ 113.0 156.0
oW‘wwwWHH_mu,w_H:_WH_W
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #33078: Undecane
43.0 12 00 12 50
m/z 85.10 34.91%
5000 71.0
o | L1500 1270 1560 Lo j\
H“H‘“H"_“‘_“w“‘W“‘W“H“‘H“H“‘H‘ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48376.D

Acqg On : 02 May 2022 19:30

Operator : SY/MD

Sample : N2639-09

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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 ug/L 365114 .250 726109 50.
Methyl propionate ug/L 142944 .250 726109 50.
Furan, tetrahyd... ug/L 39547 .250 726109 50.
2-Butanone, 3-m... ug/L 59775 .250 726109 50.
Methyl isobutyrate 118541 726109 50.
2-Pentanone ug/L 120839 .250 726109 50.
3-Pentanone ug/L 118571 .250 726109 50.
Butanoic acid, ug/L 230681 .250 726109 50.
(DEL) Alkane: S... ug/L 516503 .819 980479 50.
(DEL) Alkane: S... ug/L 99992 .819 980479 5.

= w
[ el
(o] (o]
N P

Ul oyU100 000 PhNOWU

NR NGO U uR
~
00
w
P WONWNRN®R
c
)
~
e
WWRRRRRRRR
PR OO OO O
N
Ul
®
P00

ol
[

SFAMULM@42522WMA.M Wed May 04 19:00:29 2022 15



