LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO20222WMA .M
Title : VOC Analysis

Signal : TIC: VV@24543.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 75 82 98 rVB 164614 190836 13.68% 1.652%
2 1.568 156 164 181 rBV 129006 187158 13.41% 1.621%
3 2.095 319 328 340 rBV 246627 341549 24.48% 2.957%
4 3,394 730 732 737 rVvB3 498 340 0.02% ©0.003%
5 3.632 800 806 809 rvB4 389 395 0.03% 0.003%
6 3.732 832 837 839 rBV2 564 485 0.03% 0.004%
7 3.844 868 872 878 rBV6 484 565 0.04% 0.005%
8 3.928 883 898 955 rBv2 40718 283495 20.32%  2.455%
9 4.346 1012 1028 1060 rVB 213471 549346 39.38% 4.757%
10 4.645 1117 1121 1123 rBV3 399 340 0.02% 0.003%
11 5.040 1227 1244 1276 rBV2 563273 1395140 100.00% 12.081%
12 5.339 1329 1337 1338 rBV5 3607 4068 0.29% 0.035%
13 5.613 1409 1422 1452 rBV 447559 929922 66.65% 8.052%
14 5.902 1500 1512 1533 rBV3 28055 64914 4.65% 0.562%
15 6.066 1551 1563 1585 rBV 302475 640249 45.89% 5.544%
16 6.204 1598 1606 1652 rVB3 25040 128971 9.24% 1.117%
17 6.986 1838 1849 1883 rVB 180010 357509 25.63%  3.096%
18 7.188 1903 1912 1915 rBV4 1204 1601 0.11% 0.014%
19 7.236 1915 1927 1935 rBV 100514 226300 16.22% 1.960%
20 7.314 1942 1951 1970 rVB 657388 1198405 85.90% 10.377%
21 7.577 2029 2033 2035 rBV3 489 399 0.03% 0.003%
22 7.622 2035 2047 2077 rVV 115490 239521 17.17% 2.074%
23 7.773 2087 2094 2096 rBV5 2428 3196 0.23% 0.028%
24  8.124 2184 2203 2249 rBV3 186173 721989 51.75% 6.252%
25 8.465 2306 2309 2314 rVB5 412 363 0.03% 0.003%
26 8.510 2321 2323 2329 rVB4 621 601 0.04% 0.005%
27 8.551 2329 2336 2339 rBV6 651 678 ©0.05% 0.006%
28 8.577 2341 2344 2347 rBV4 672 549 0.04% 0.005%
29 8.596 2347 2350 2354 rVB4 447 370 0.03% 0.003%
30 8.854 2418 2430 2456 rBV 615244 1148458 82.32% 9.945%
31 9.024 2476 2483 2491 rvVvB3 3081 4197 0.30% 0.036%
32 9.108 2506 2509 2511 rBV2 522 318 0.02% 0.003%
33 9.146 2511 2521 2535 rw2 14144 27766 1.99% 0.240%
34 9.439 2608 2612 2615 rBvV2 423 375 0.03% 0.003%
35 9.558 2638 2649 2661 rBvV3 6485 13109 0.94% 0.114%
36 9.686 2682 2689 2690 rBvV3 900 960 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO20222WMA .M
Title : VOC Analysis
37 9.719 2690 2699 2719 rwVW 36954 71758 5.14% 0.621%
38 9.870 2737 2746 2763 rBvV3 4873 11677 0.84% 0.101%
39 10.124 2817 2825 2837 rVB3 5617 9699 0.70% 0.084%
40 10.223 2843 2856 2877 rBV 345820 604420 43.32%  5.234%
41 10.426 2915 2919 2921 rBV5 503 373 0.03% 0.003%
42 10.455 2924 2928 2934 rVB5 1248 1477 0.11% 0.013%
43 10.580 2951 2967 2981 rVB6 5714 12401 0.89% 0.107%
44 10.712 3003 3008 3009 rBv4 426 363 0.03% 0.003%
45 10.821 3037 3042 3043 rBV5 608 516 0.04% 0.004%
46 10.834 3043 3046 3049 rVV4 961 738 0.05% 0.006%
47 10.876 3054 3059 3064 rVVv4 1802 2247 0.16% 0.019%
48 10.918 3064 3072 3082 rVB5 6412 10068 0.72% 0.087%
49 11.034 3101 3108 3111 rBvV3 1666 2075 0.15% 0.018%
50 11.098 3125 3128 3134 rVB4 719 557 0.04% 0.005%
51 11.146 3137 3143 3149 rBV6 2336 3309 0.24% 0.029%
52 11.198 3155 3159 3161 rBvV3 673 491 0.04% 0.004%
53 11.252 3164 3176 3195 rBV 699622 1093341 78.37% 9.467%
54 11.381 3209 3216 3222 rBV7 1578 2529 0.18% 0.022%
55 11.519 3256 3259 3260 rBvV2 691 347 0.02% 0.003%
56 11.545 3260 3267 3272 rVV7 1794 2786 0.20% 0.024%
57 11.625 3280 3292 3311 rBV 635428 1001517 71.79% 8.672%
58 11.786 3334 3342 3352 rBV3 7501 10884 0.78% 0.094%
59 11.899 3372 3377 3379 rBv4 617 564 0.04% 0.005%
60 12.169 3456 3461 3463 rBV2 623 542 0.04% 0.005%
61 12.259 3477 3489 3493 rBV1e 1515 2952 0.21% 0.026%
62 12.368 3515 3523 3527 rBV4 2062 2715 0.19% 0.024%
63 12.413 3531 3537 3547 rVB7 1363 2340 0.17% 0.020%
64 12.468 3547 3554 3557 rBV4 1852 2112 0.15% ©.018%
65 12.503 3560 3565 3571 rVB5 890 956 0.07% 0.008%
66 12.583 3584 3590 3591 rBV3 1465 1272  0.09% 0.011%
67 12.651 3606 3611 3614 rVB5 589 518 0.04% 0.004%
68 12.670 3614 3617 3622 rBV4 811 865 0.06% 0.007%
69 12.709 3626 3629 3632 rBV3 418 330 0.02% 0.003%
70 12.773 3646 3649 3652 rBV3 572 352 0.03% 0.003%
71 12.799 3652 3657 3660 rVVv4 412 389 0.03% 0.003%
72 12.857 3673 3675 3677 rVV 629 384 0.03% 0.003%
73 12.886 3678 3684 3698 rVB5 3961 5789 0.41% 0.050%
74 13.069 3737 3741 3744 rBV2 680 483 0.03% 0.004%
75 13.130 3756 3760 3763 rVB3 591 375 ©0.03% 0.003%
76 13.162 3763 3770 3773 rBV3 454 572 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 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_ V\Method\SFAMVLMO20222WMA .M
Title : VOC Analysis
77 13.178 3773 3775 3779 rVB3 551 410 0.03% 0.004%
78 13.390 3838 3841 3844 rBV3 514 371 0.03% 0.003%
79 13.513 3871 3879 3883 rBV3 1970 2359 0.17% 0.020%
80 13.834 3975 3979 3982 rBV3 354 351 ©0.03% 0.003%
81 13.908 3998 4002 4006 rVB6 828 788 0.06% 0.007%
82 14.037 4034 4042 4045 rBV3 1421 1830 0.13% 0.016%
83 14.156 4076 4079 4082 rBV3 465 399 0.03% 0.003%
84 14.400 4150 4155 4157 rBV4 629 547 0.04% 0.005%
85 14.471 4174 4177 4180 rVB3 495 313  0.02% 0.003%
86 14.554 4200 4203 4207 rVB4 388 327 0.02% 0.003%
87 14.590 4211 4214 4219 rVB5 575 481 0.03% 0.004%
88 14.728 4253 4257 4259 rBV2 588 457 0.03% 0.004%
89 14.886 4302 4306 4307 rBV2 732 453 0.03% 0.004%
90 14.976 4331 4334 4335 rBV 634 374 0.03% 0.003%
91 15.043 4353 4355 4358 rVB3 801 416 0.03% 0.004%
92 15.127 4377 4381 4383 rBV3 558 403 0.03% 0.003%
93 15.204 4399 4405 4416 rVBO 1577 2960 0.21% 0.026%
94 15.249 4416 4419 4420 rBV2 840 391 0.03% 0.003%
95 15.287 4429 4431 4434 rBV3 601 378 0.03% 0.003%
96 15.426 4470 4474 4476 rBV3 549 409 0.03% 0.004%
97 15.574 4516 4520 4521 rBV3 660 525 0.04% 0.005%
98 15.876 4611 4614 4616 rBV4 829 630 0.05% 0.005%
99 15.950 4634 4637 4641 rBV3 1083 968 0.07% 0.008%
100 16.332 4754 4756 4759 rBV3 938 527 0.04% 0.005%
Sum of corrected areas: 11548587
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20322\

: VWe24543.D

: 03 Feb 2022 12:21

: SY/MD

: N1353-03ME

: 3.33g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 7 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@20222WMA.M
: VOC Analysis

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

Abunganes

600000
500000
400000
300000
200000

100000

TIC: VV024543.D\data.ms

5.040

5.613
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2.095

4.346
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J 1.568
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3.394 3.6873B44~_ 4.645 5.339
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM020222WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.902 3.49 ug/L 64914  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (E)- 96 C2H2C12 000156-60-5 35
2 Ethene, 1,1-dichloro- 96 C2H2C12 000075-35-4 35
3 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
4 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
5 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
Abundance Scan 1512 (5.902 min): VV024543.D\data.ms (-1500) (-) m/z 95.90 100.00%
95.9 130.9
61.0
5000
R R B nakian
36.9 | 5.60 5.80 6.00 6.20
““““‘“wﬁjuuhu“‘ H\‘J“\““ T m/z 130.90  93.92%
miz-> 20 40 60 80 100 120 140
Abundance #3033: Ethylene, 1,2-dichloro-, (E)-
61.0
96.0
5000 L L B L B R
5.60 5.80 6.00 6.20
m/z 132.90  91.69%
26.0
\\\\‘\“\\‘\“\W\\“\\\\‘\\\1‘}\\\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #3031: Ethene, 1,1-dichloro-
61.0
96.0
R R R
5.60 5.80 6.00 6.20
5000 m/z 97.90 65.46%
26.0
miz--> 20 40 60 80 100 120 140
Abundance #3034: Ethylene, 1,2-dichloro-, (Z)- e P
61.0 5.60 5.80 6.00 6.20
m/z 61.00 52.23%
96.0
5000
26.0
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM020222WMA.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 2-Pentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.204 6.93 ug/L 128971 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 50
2 2-Pentanone 86 C5H100 000107-87-9 45
3 2,3-Butanedione 86 C4H602 000431-03-8 38
4 2-Pentanone 86 C5H100 000107-87-9 38
5 2-Pentanone 86 C5H100 000107-87-9 36
Abundance Scan 1606 (6.204 min): VV024543.D\data.ms (-1598) (-) m/z 43.00 100.00%
3.0
5000
860 [rfrrprrr I o rs
‘ 5.80 6.00 6.20 6.40 6.60
\\\\‘\\\\“h\\\‘\“\\‘\\“\\\\‘\]-\]_\4\"0\\\\‘\\\\‘\\\\‘\\\\2‘\0\8\.9 m/z 86.05 17.7400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1923: 2-Pentanone
43.0
5000 ‘\\\\M\\‘\\\\’\A\\\‘\\
5.80 6.00 6.20 6.40 6.60
86.0 m/z 41.00 10.95%
\\\\‘\‘\\\“‘H\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1918: 2-Pentanone
43.0
NN e
5.80 6.00 6.20 6.40 6.60
5000 m/z 70.95 10.08%
86.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1865: 2,3-Butanedione ‘H“ﬁu“‘u“,u““
43.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 8.10%
5000
15.0 86.0
e e e e Amm\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM020222WMA.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-Heptanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.719 3.12 ug/L 71758  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Heptanone 114 C7H140 000110-43-0 87
4 2-Heptanone 114 C7H140 000110-43-0 86
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 83

Abundance Scan 2699 (9.719 min): VV024543.D\data.ms (-2690) (-) m/z 42.95 100.00%
43.0
5000 J\KJKVN\
71.0
950 1000
1141
\\\\‘\\\\““\\\‘\“\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\?\0\ mz 58 ee 65 680
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8424: 2-Heptanone
43.0
5000
950 1000
m/z 71.00 19.72%
71.0
\\J-\S\‘O\‘\‘\\““\\\‘\“\\‘\\‘\\\\‘\]-\].\‘4\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8423: 2-Heptanone
43.0
950 1000
5000 ITI z 41.00 13.04%
71.0
SO SO oSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8418: 2-Heptanone |l TV :
43.0 950 1000
m/z 59.00 11.83%
5000
71.0
0 1140
| | I
et —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020322\
Data File : VV024543.D

Acqg On : 03 Feb 2022 12:21

Operator : SY/MD

Sample : N1353-03ME

Misc : 3.33g/5.0mL/100ulL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM020222WMA .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|
unknown-01 5.902 3.5 ug/L 64914 1 5.613 929922 50.0
2-Pentanone 6.204 6.9 ug/L 128971 1 5.613 929922 50.0
2-Heptanone 9.719 3.1 ug/L 71758 2  8.854 1148460 50.0
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