LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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@48374.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.479 34 43 71 rBV 203732 402338 15.95% 1.943%
2 1.597 74 80 86 rBv 77888 118577 4.70% 0.573%
3 2.536 357 370 385 rBV 341263 627949 24.90%  3.032%
4 2.858 469 472 473 rBV2 585 352 0.01% 0.002%
5 2.961 493 504 516 rBv2 9138 22053 0.87% 0.106%
6 3.179 559 572 587 rBV 18526 43852 1.74% 0.212%
7 3.366 623 630 633 rBV3 819 978 0.04%  0.005%
8 3.453 651 657 658 rBv2 655 627 0.02% 0.003%
9 3.485 665 667 671 rVB 521 332 0.01% 0.002%
106 3.504 671 673 679 rVB3 521 428 0.02% 0.002%
11 3.549 679 687 688 rBv3 1818 1531 0.06% 0.007%
12 3.613 705 707 711 rVB3 794 446 0.02% 0.002%
13 3.642 713 716 718 rBvV2 618 379 0.02% 0.002%
14 3.755 748 751 755 rVB 501 328 0.01% 0.002%
15 3.832 770 775 777 rBV 932 857 0.03% 0.004%
16 3.858 777 783 784 rBV3 652 640 0.03% 0.003%
17 3.893 792 794 798 rVB 575 353 0.01% 0.002%
18 4.015 828 832 834 rBv2 520 446 0.02% 0.002%
19 4.060 842 846 847 rBV2 612 475 0.02% 0.002%
20 4.125 863 866 876 rVB2 998 1318 0.05% 0.006%
21 4.173 876 881 884 rBV 776 600 0.02% 0.003%
22 4.205 888 891 897 rBV 287 403 0.02% 0.002%
23 4.234 897 900 905 rVB2 766 5706 0.02% 0.003%
24 4.366 938 941 945 rVB 654 456 0.02% 0.002%
25 4.404 950 953 956 rBV2 620 541 0.02% 0.003%
26 4.427 956 960 963 rBV 605 529 0.02% 0.003%
27 4.456 966 969 971 rBV3 515 330 0.01% 0.002%
28 4.488 975 979 985 rVB3 812 758 0.03% 0.004%
29 4,523 986 990 992 rBV2 586 472 0.02% 0.002%
30 4.642 1008 1027 1039 rBV 180636 571272 22.65% 2.758%
31 5.064 1140 1158 1188 rBV 432293 1125011 44.60% 5.432%
32 5.202 1190 1201 1232 rVB 55477 147411 5.84% 0.712%
33 5.385 1255 1258 1265 rVB 1093 1260 0.05% 0.006%
34 5.420 1265 1269 1272 rBV2 660 522 0.02% 0.003%
35 5.456 1277 1280 1285 rvVvB2 551 424  0.02% 0.002%
36 5.501 1291 1294 1298 rBV2 517 439 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50222\
Data File : VU@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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 5.549 1305 1309 1314 rBV 361 328 0.01% 0.002%
38 5.584 1317 1320 1324 rvv3 681 590 0.02% 0.003%
39 5.620 1328 1331 1334 rBv2 438 376 0.01% 0.002%
40 5.716 1340 1361 1390 rBV2 998677 2522339 100.00% 12.178%
41  5.977 1430 1442 1458 rBv4 17835 47772 1.89% 0.231%
42 6.163 1481 1500 1502 rBV 20194 31587 1.25% 0.153%
43 6.247 1513 1526 1561 rVB 479109 1029475 40.81% 4.971%
44  6.398 1561 1573 1599 rVB2 50480 123262 4.89% 0.595%
45 6.488 1599 1601 1604 rBV3 555 355 0.01% 0.002%
46 6.530 1604 1614 1625 rVB5 4703 8829 0.35% 0.043%
47 6.601 1626 1636 1649 rBV7 9076 22565 ©0.89% 0.109%
48 6.691 1650 1664 1683 rVV 533852 1169070 46.35% 5.645%
49 6.784 1685 1693 1726 rVV 33306 131724 5.22% 0.636%
50 6.935 1728 1740 1774 rVB2 36572 130112 5.16% 0.628%
51 7.189 1804 1819 1852 rBV3 86849 245162  9.72% 1.184%
52 7.568 1923 1937 1963 rBV 275192 594180 23.56% 2.869%
53 7.899 2025 2040 2056 rBV 1075354 2063503 81.81% 9.963%
54 8.186 2116 2129 2161 rVB2 213258 509051 20.18%  2.458%
55 8.346 2176 2179 2180 rBvV3 1003 625 0.02% 0.003%
56 8.552 2231 2243 2258 rBV2 112035 195177 7.74% 0.942%
57 8.662 2259 2277 2310 rBV 687190 1658657 65.76%  8.008%
58 9.096 2407 2412 2416 rBvV2 732 869 0.03% 0.004%
59 9.166 2431 2434 2435 rBV2 557 340 0.01% 0.002%
60 9.289 2469 2472 2475 rBvV3 601 421 0.02% 0.002%
61 9.324 2480 2483 2486 rBV 830 569 0.02% 0.003%
62 9.424 2499 2514 2539 rBV 615294 1284782 50.94% 6.203%
63 9.697 2593 2599 2610 rVB3 6634 11506 0.46% 0.056%
64 9.742 2610 2613 2617 rVB3 699 554 0.02% 0.003%
65 9.957 2678 2680 2683 rBV 729 463 0.02% 0.002%
66 10.041 2703 2706 2712 rBV2 566 467 0.02% 0.002%
67 10.105 2720 2726 2737 rVB4 3715 6242 0.25% 0.030%
68 10.179 2745 2749 2751 rBV2 524 414 0.02% 0.002%
69 10.195 2751 2754 2758 rVV 546 419 0.02% 0.002%
70 10.382 2809 2812 2817 rVB2 599 536 ©0.02% 0.003%
71 10.440 2827 2830 2835 rBV 710 466 0.02% 0.002%
72 10.485 2840 2844 2846 rBV2 558 507 0.02% 0.002%
73 10.530 2853 2858 2860 rBV2 985 785 0.03% 0.004%
74 10.668 2895 2901 2912 rVB5 3287 5672 0.22% 0.027%
75 10.768 2917 2932 2949 rVV 983536 1636323 64.87% 7.901%
76 10.829 2949 2951 2954 rVB2 1049 578 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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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 10.851 2954 2958 2959 rBV2 792 505 0.02% 0.002%
78 10.915 2976 2978 2981 rBV3 623 418 0.02% 0.002%
79 10.967 2992 2994 2998 rBV3 535 398 0.02% 0.002%
80 11.057 3013 3022 3029 rBV3 27730 41414 1.64% 0.200%
81 11.115 3030 3040 3057 rVB 383523 554779 21.99% 2.679%
82 11.311 3098 3101 3109 rVB4 2461 2471 0.10% 0.012%
83 11.578 3174 3184 3189 rBV6 3867 6683 0.26% 0.032%
84 11.639 3197 3203 3211 rBVS8 1577 2499 0.10% 0.012%
85 11.687 3214 3218 3221 rBV4 1896 1932 0.08% 0.009%
86 11.816 3246 3258 3271 rBV 818154 1302867 51.65% 6.291%
87 11.874 3272 3276 3281 rVV3 14022 16934 0.67% 0.082%
88 11.912 3282 3288 3299 rVB3 21111 29695 1.18% 0.143%
89 12.002 3310 3316 3327 rVB2 20347 28563 1.13% 0.138%
90 12.198 3360 3377 3395 rBV 1249154 2008825 79.64% 9.699%
91 12.327 3408 3417 3429 rVB 80541 113267 4.49% 0.547%
92 12.481 3463 3465 3469 rBV4 579 470 0.02% 0.002%
93 13.140 3668 3670 3674 rBV 841 716 0.03% 0.003%
94 13.391 3738 3748 3755 rBV2 36437 52452 2.08% 0.253%
95 13.558 3798 3800 3802 rBV 736 485 0.02% 0.002%
96 13.587 3804 3809 3816 rVB3 3354 4353  0.17% 0.021%
97 14.092 3961 3966 3967 rBV3 1540 1334 0.05% 0.006%
98 14.449 4069 4077 4087 rBV3 10011 13387 ©.53% 0.065%
99 14.816 4188 4191 4194 rBV4 759 568 0.02% 0.003%
100 15.375 4357 4365 4370 rBV7 9168 14682 ©.58% 0.071%
Sum of corrected areas: 20711606
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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\

: VUue48374.D

: 02 May 2022 17:31

: SY/MD

: N2638-08

: 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 18

Sample Multiplier: 1

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

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

TIC: VU048374.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\
Data File : VU@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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.
1.479 19.54 ug/L 402338 1,4-Difluorobenzene 6.247

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 (1.479 min): VU048374.D\data.ms (-34) (-) m/z 45.00 100.00%

45.0
5000 /k
e
63.9 140 160 1.80 .
O e e e m/z 46.00 50.11%
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 I L B
140 160 1.80
m/z 63.90 4.18%
0 Al 220 || 390
H‘\H\‘HH‘HH‘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
T
140 160 1.80
m/z 47.90 2.16%
5000 29.0
15.0
Ot e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #106: Ethanol T
31.0 140 160 1.80
m/z 43.00 1.50%
5000 480
15.0 $ ‘
O‘WHHMHﬂHm_??tM}HWHHMNWHHWHMHWHHMHWHH‘ i e e e
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\VU050222\
Data File : VU@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 2 Methyl propionate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.202 7.16 ug/L 147411  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 86
3 Methyl propionate 88 C4H802 000554-12-1 80
4 Methyl propionate 88 C4H802 000554-12-1 64
5 Methyl propionate 88 C4H802 000554-12-1 56
Abundance Scan 1201 (5.202 min): VU048374.D\data.ms (-1190) (-) m/z 57.00 100.00%
57.0
5000 88.0
A EREEREREE
45.0 4.80 5.00 5.20 5.40 5.60
O o L L L T m/z 87.95 37.83%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2285: Methyl propionate
57.0
29.0
5000 I RN N
88.0 4.80 5.00 5.20 5.40 5.60

15.0 m/z 58.95 31.38%

‘ “ ‘ 45 0 1y
O TTT ’ T \ T ‘ T \ T ‘ \ TTT ‘ \ T \ T ‘ T \ ‘ TTTT ‘ TTTT ‘ T \‘\ ‘ TTTT
m/z--> 10 20 40 50 60 70 80 90
Abundance #2283: Methyl propionate
57.0

29.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 55.00 5.65%
88.0
15.0
‘ “ 450 il
oSSR RO T M N
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2284: Methyl propionate Raans e RANESRREE S
57.0 4.80 5.00 5.20 5.40 5.60
29.0 m/z 58.00 4.41%
5000
88.0
15.0
0 ‘ “\ 450 1y 71.0
e e e e e e e _m‘mwmwuu,u
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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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050222\

Data File : VU@48374.D

Library Search Compound Report

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 3 Methyl isobutyrate

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.398 5.99 ug/L 123262 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 91
000547-63-7 91
000547-63-7 90
000547-63-7 64

5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 38
Abundance Scan 1573 (6.398 min): VU048374.D\data.ms (-1561) (-) m/z 42.95 100.00%
43.0
71.0
5000
59.0 87.0 /\
R ARAREEE S e
| 10‘2'1 6.00 6.20 6.40 6.60 6.80
b et el myz 71,00 55.57%
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
se.0 1.0 m/z 41.00 41.61%
| O <
0H‘HH‘\HM‘\‘H”\}‘H‘H‘H“\H\‘\}H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4790: Methyl isobutyrate
A
R
6.00 6.20 6.40 6.60 6.80
5000 m/z 87.00  34.64%
59.0 710
27.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Methyl isobutyrate R A RAmRAR o
43.0 6.00 6.20 6.40 6.60 6.80
m/z 59.00 33.77%
5000 71.0
59.0 87.0
sl .
S O O 1 RN W NN PN N B PR B A
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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.784 6.40 ug/L 131724  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 64
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
4 2-Pentanone 86 C5H100 000107-87-9 45
5 2,3-Hexanedione 114 C6H1002 003848-24-6 25

Abundance Scan 1693 (6.784 min): VU048374.D\data.ms (-1685) (-) m/z 43.00 100.00%

43.0
5000
86.0

580 (L0 6.40 6.60 6.80 7.00 7.20
o‘w"‘w‘m_m“:m_m‘_”w‘m‘_m_w m/z 85.95  25.86%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0

5000 ‘H““‘H““‘_“‘,H
6.40 6.60 6.80 7.00 7.20

86.0 m/z 40.95 14.43%

27.0 | 58.0 71.0
O T ‘ T 1T ‘ T \‘\ ‘ TTT \“ ‘ \ T ‘ LI \‘ ‘ TT 1T “\ TTT ‘ TT T ‘ TTT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0

6.40 6.60 6.80 7.00 7.20

5000 m/Z 71.00 12.94%
86.0
15‘.0 27‘.0 1 58‘.0 71‘.0
Ottt e e e e
miz—-> 10 20 30 40 50 60 70 80 90
Abundance #1989: 2-Butanone, 3-methyl- “‘H““/h¥“‘u“,‘
43.0 6.40 6.60 6.80 7.00 7.20

m/z 58.00 8.61%

5000

86.0

27.0 71.0
55.0
ML M RNBSUUMSNN N MM

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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 3-Pentanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.935 6.32 ug/L 130112 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 72
2 3-Pentanone 86 C5H100 000096-22-0 72
3 3-Pentanone 86 C5H100 000096-22-0 72
4 Neopentane 72 C5H12 000463-82-1 28
5 3-Pentanone 86 C5H100 000096-22-0 9

Abundance Scan 1740 (6.935 min): VU048374.D\data.ms (-1728) (-) m/z 56.95 100.00%

57.0
5000
86.0 SRS AN N
419 6.60 6.80 7.00 7.20
O e e B0 m/z 86.00  22.87%
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 56.00 5.16%
\\‘\\\\‘\\\\‘\\\\‘\!\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
P e
6.60 6.80 7.00 7.20
5000 ITI/Z 58.00 4.,29%
29.0 86.0
ol 150 “ 42.0
et
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone N | R
57.0 6.60 6.80 7.00 7.20
m/z 55.00 3.23%
29.0
5000
86.0 f\
ohotso Lo Lome Loy P |y
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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 Butanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.189 11.91 ug/L 245162  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 87
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Methyl isobutyrate 102 C5H1002 000547-63-7 37
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 35
Abundance Scan 1819 (7.189 min): VU048374.D\data.ms (-1804) (-) m/z 74.00 100.00%
74.0
43.0
5000
R RARAR R
M 6.80 7.00 7.20 7.40 7.60
ol il | 22 myz 42,95 83.59%
miz-> 50 100 150 200 250
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0
5000 [T i T
6.80 7.00 7.20 7.40 7.60
m/z 71.00  73.26%
O T T “‘\‘ ‘H“ ‘ ‘ T = T \ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
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 35.28%
ol%\-w\w
miz--> 100 150 200 250 W
Abundance #4849: Butanoic acid, methyl ester R R
43.0 6.80 7.00 7.20 7.40 7.60
m/z 59.00 29.91%
74.0
5000
m/z--> 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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.115 21.29 ug/L 554779 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 93
3 Decane 142 C1eH22 000124-18-5 87
4 Decane 142 C1eH22 000124-18-5 87
5 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
Abundance Scan 3040 (11.115 min): VU048374.D\data.ms (-3030) (- m/z 57.05 100.00%
57.0
5000 41,0
85.0
—=h —
11.00 11.50
0 m_WH:‘w_u“wu‘”‘HWH_HWMH m/z 43.00  89.85%
miz-> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
41/0
5000 e ——
85.0 11.00 11.50
m/z 41.00 48.05%
miz-> 20 40 60 100 120 140
Abundance #22067.Decane
43.0
—t —
11.00 11.50
5000 m/z 71.10 45.87%
2700 71.0
S o |90 1250120
miz--> 20 40 60 100 120 140
Abundance #22068: Decane T £
43.0 11.00 11.50
m/z 85.05 31.62%
5000
71.0
27‘0 ‘ 99,0
ol %80 1420 I S,
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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.327 4.35 ug/L 113267 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 93
3 Decane 142 C1OH22 000124-18-5 90
4 Undecane 156 C11H24 001120-21-4 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3417 (12.327 min): VU048374.D\data.ms (-3408) (- m/z 57.10 100.00%
57.1
5000
85.1
%OWA 1250
112.1 156.1
owwh‘wwu”:“‘1Hu‘_mu,‘M,W,W_M%QH m/z 43.00  74.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33079: Undecane
57.0
5000 deﬂL
85.0 1200 1250
29.0 m/z 71.10 48.73%
Ll o 1ss0
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\U\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
- P
12.00 12.50
5000 m/z 41.00 42.74%
85.0
29.0
N O T
o‘H‘H‘wmm‘Hw‘Hw‘mu,‘m,w,w_ww
miz--> 20 40 60 80 100 120 140 160 180 200 \AM
Abundance #22067: Decane
43.0 12. 00 12 50
m/z 85.10 30.06%
5000
71.0
L L e 120 \Jw A
0‘“_1H‘1H‘_J‘w‘H“H‘W‘H‘HH‘W“H‘H“_‘H R
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@48374.D

Acqg On : 02 May 2022 17:31

Operator : SY/MD

Sample : N2638-08

Misc : 5.36g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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 1.479 19.5 ug/L 402338 1 6.247 1029480 50.0
Methyl propionate 5.202 7.2 ug/L 147411 1 6.247 1029480 50.0
Methyl isobutyrate 6.398 6.0 ug/L 123262 1 6.247 1029480 50.0
2-Pentanone 6.784 6.4 ug/L 131724 1 6.247 1029480 50.0
3-Pentanone 6.935 6.3 ug/L 130112 1 6.247 1029480 50.0
Butanoic acid, 7.189 11.9 ug/L 245162 1 6.247 1029480 50.0
(DEL) Alkane: S... 11.115 21.3 ug/L 554779 3 11.816 1302870 50.0
(DEL) Alkane: S... 12.327 4.3 ug/L 113267 3 11.816 1302870 50.0
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