LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS Vvial : 16 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@24525.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 76 82 97 rVB 162258 187867 13.66% 1.976%
2 1.568 157 164 178 rBV 137844 189765 13.80% 1.996%
3 2.085 316 325 337 rVB 348566 493811 35.91% 5.195%
4 3.050 622 625 629 rBvV3 880 686 0.05% 0.007%
5 3.455 746 751 756 rBvV8 838 769 0.06% 0.008%
6 3.542 776 778 780 rVB3 476 212 0.02% 0.002%
7 3.561 780 784 786 rBV3 752 566 0.04% 0.006%
8 3.587 790 792 795 rBv4 660 445 0.03% 0.005%
9 3.625 800 804 805 rBV3 691 394 0.03% 0.004%
106 3.751 841 843 844 rBV 281 118 0.01% 0.001%
11 3.793 853 856 858 rBv4 563 324 0.02% ©0.003%
12 3.854 872 875 877 rBV3 451 264 0.02% 0.003%
13 3.902 880 890 923 rBV 61244 246217 17.91% 2.590%
14  4.346 1013 1028 1058 rVB 201857 534521 38.87% 5.623%
15 4.912 1200 1204 1208 rBV5 485 492 0.04% 0.005%
16 5.040 1226 1244 1273 rBV2 553667 1374992 100.00% 14.465%
17 5.532 1395 1397 1401 rVB3 692 401 0.03% 0.004%
18 5.612 1408 1422 1464 rBV 439286 932563 67.82% 9.811%
19 5.902 1501 1512 1531 rBv2 27468 62984 4.58% 0.663%
20  6.066 1551 1563 1581 rBV 293975 637048 46.33% 6.702%
21 6.985 1838 1849 1873 rBV 175535 353380 25.70% 3.718%
22 7.149 1898 1900 1904 rBV3 526 401 0.03% 0.004%
23 7.233 1916 1926 1935 rBV 116784 255917 18.61% 2.692%
24 7.622 2037 2047 2074 rBV 110818 236989 17.24%  2.493%
25 8.046 2176 2179 2180 rBV2 664 348 0.03% 0.004%
26 8.095 2185 2194 2197 rBV 108237 155082 11.28% 1.632%
27  8.429 2295 2298 2305 rBV5 878 958 0.07% 0.010%
28 8.490 2315 2317 2318 rBV 578 269 0.02% 0.003%
29 8.558 2335 2338 2340 rBV3 362 199 0.01% 0.002%
30 8.571 2340 2342 2344 rBV2 492 232 0.02% 0.002%
31 8.648 2364 2366 2370 rBvV3 402 276 0.02% 0.003%
32 8.796 2408 2412 2416 rVB3 741 479 0.03% 0.005%
33 8.853 2416 2430 2461 rBV 560418 1128624 82.08% 11.873%
34 9.146 2513 2521 2534 rVB3 12652 24964 1.82% 0.263%
35 9.297 2566 2568 2571 rVvB4 540 204 0.01% 0.002%
36 9.397 2597 2599 2603 rBV4 607 516 ©0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS Vvial : 16 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 9.419 2603 2606 2607 rvv3 451 228 0.02% 0.002%
38 9.461 2617 2619 2620 rBvV2 562 165 ©0.01% 0.002%
39 9.554 2640 2648 2660 rBV3 6498 11269 0.82% 0.119%
40 9.722 2689 2700 2719 rBvV 40971 83331 6.06% 0.877%
41  9.870 2740 2746 2761 rVB3 7476 12760 0.93% 0.134%
42 10.223 2843 2856 2873 rBV 301088 556198 40.45% 5.851%
43 10.660 2988 2992 2993 rBV2 678 469 0.03% 0.005%
44 10.670 2993 2995 2999 rVB2 1000 426 0.03% 0.004%
45 10.750 3015 3020 3026 rBV6 883 1284 0.09% 0.014%
46 11.030 3103 3107 3109 rBV3 1251 1120 ©0.08% 0.012%
47 11.149 3138 3144 3154 rVB8 2773 4600 ©0.33% 0.048%
48 11.252 3164 3176 3193 rBV 658698 1042376 75.81% 10.966%
49 11.538 3258 3265 3270 rBvVv7 2243 3614 0.26% 0.038%

50 11.628 3280 3293 3313 rBV 595039 949151 69.03%  9.985%

51 12.326 3507 3510 3512 rBV2 464 291 0.02% 0.003%
52 12.403 3530 3534 3539 rBV5 929 1147 ©0.08% 0.012%
53 12.461 3548 3552 3554 rBV3 877 701 0.05% 0.007%
54 12.654 3608 3612 3617 rVB6 906 1008 0.07% 0.011%
55 12.676 3617 3619 3622 rBV3 418 282 0.02% 0.003%
56 12.766 3643 3647 3650 rBV5 581 458 ©.03% 0.005%
57 12.844 3668 3671 3674 rBV2 652 548 0.04% 0.006%
58 12.866 3674 3678 3679 rBV3 662 380 0.03% 0.004%
59 12.959 3705 3707 3710 rBV4 571 329 0.02% 0.003%
60 13.008 3720 3722 3726 rBV3 410 274 0.02% 0.003%
61 13.030 3726 3729 3730 rBV2 254 122 0.01% 0.001%
62 13.168 3769 3772 3773 rBV 256 131 0.01% 0.001%
63 13.229 3787 3791 3792 rBV 405 312 0.02% 0.003%
64 13.258 3798 3800 3801 rBV2 498 185 0.01% 0.002%
65 13.326 3815 3821 3824 rBV4 525 626 0.05% 0.007%
66 13.606 3904 3908 3913 rBV6 445 431 ©.03% 0.005%
67 13.718 3939 3943 3945 rVB4 508 344 0.03% 0.004%
68 13.750 3945 3953 3956 rBVS8 948 1065 ©0.08% 0.011%
69 13.766 3956 3958 3960 rBV2 365 176 0.01% ©0.002%
70 13.837 3978 3980 3981 rBV 414 194 0.01% ©0.002%
71 13.876 3990 3992 3994 rBV3 555 234 0.02% 0.002%
72 13.898 3997 3999 4002 rVB2 543 236 0.02% 0.002%
73 13.975 4022 4023 4026 rVB3 251 120 0.01% 0.001%
74 13.995 4026 4029 4033 rVB2 419 289 0.02% 0.003%
75 14.040 4039 4043 4044 rBV4 1007 670 0.05% 0.007%
76 14.082 4055 4056 4058 rVB 510 122 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS Vvial : 16 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 14.094 4058 4060 4061 rBV 409 206 0.01% 0.002%
78 14.143 4073 4075 4077 rBV3 454 268 0.02% 0.003%
79 14.197 4090 4092 4094 rBV4 534 257 ©0.02% 0.003%
80 14.236 4102 4104 4106 rBvV2 494 243 0.02% 0.003%
81 14.358 4139 4142 4144 rBV3 615 436 0.03% 0.005%
82 14.725 4251 4256 4259 rBV7 656 704 0.05% 0.007%
83 14.834 4288 4290 4292 rBV2 720 314 0.02% 0.003%
84 14.882 4297 4305 4310 rBV5 1122 2111 0.15% 0.022%

Sum of corrected areas: 9505482
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS vial : 16 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

Abundance TIC: VV024525.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20222\
: VWe24525.D

: 02 Feb 2022 15:24

: SY/MD

: N1353-03ME

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

: 16 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM020222WMA.M

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 Propanoic acid, 2,2,3-trich... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.902 3.38 ug/L 62984 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 23
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 10
5 4(1H)-Pyrimidinone 96 C4H4N20 004562-27-0 9
Abundance Scan 1512 (5.902 min): VV024525.D\data.ms (-1501) (-) m/z 95.85 100.00%
q
95.8 132.9
5000 60.9
R ARA AR
36.9 | 5.60 5.80 6.00 6.20
H\\‘\H\“‘”\‘\“\H‘\”\H‘M\‘H‘”\\H\’HW’\\H‘HH‘HH‘ m/Z 132.90 82.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
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5000 T T
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Abundance #41604: Ethane, 1,1,1,2-tetrachloro- ““‘H““‘_m“_“‘
131.0 5.60 5.80 6.00 6.20
m/z 60.90 47.82%
5000
95.0
2 1] L.
26.0
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20

SFAMVLMO20222WMA.M Sat Feb ©5 03:55:36 2022

Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS vial : 16 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 3 2-Heptanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.722 3.69 ug/L 83331  Chlorobenzene-d5 8.853

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 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Heptanone 114 C7H140 000110-43-0 90
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86

Abundance Scan 2700 (9.722 min): VV024525.D\data.ms (-2689) (-) m/z 42.95 100.00%
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m/z--> 20 40 60 80 100 120 140 160 180 200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020222\
Data File : VV024525.D

Acqg On : 02 Feb 2022 15:24

Operator : SY/MD

Sample : N1353-03ME

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

ALS Vvial : 16 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|
Propanoic acid,... 5.902 3.4 ug/L 62984 1 5.612 932563 50.0
2-Heptanone 9.722 3.7 ug/L 83331 2 8.853 1128620 50.0
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