LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37516.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.182 34 44 50 rBV2 21896 43602 1.85% 0.240%
2 1.278 67 74 90 rvVB 235934 290474 12.35% 1.597%
3 1.503 107 144 169 rBV2 165484 513588 21.84% 2.824%
4 2.043 303 312 327 rBV 493306 702621 29.87% 3.863%
5 2.371 406 414 426 rBV2 35643 60330 2.57% 0.332%
6 3.268 690 693 699 rVB4 1214 1093 0.05% 0.006%
7 3.378 724 727 731 rVB4 996 684 0.03% 0.004%
8 3.539 775 777 781 rW4 761 607 ©0.03% 0.003%
9 3.584 787 791 793 rBV2 704 559 0.02% 0.003%
106 3.648 807 811 813 rBV3 755 653 0.03% 0.004%
11  3.719 829 833 838 rBV6 837 1081 0.05% 0.006%
12 3.799 847 858 895 rBV2 99932 338284 14.38% 1.860%
13 4.239 976 995 1024 rBV 371689 955261 40.61% 5.252%
14  4.696 1133 1137 1142 rVB5 1033 1014 0.04% 0.006%
15 4.850 1181 1185 1189 rVB3 652 547 0.02% 0.003%
16 4.944 1196 1214 1249 rBV2 933927 2352001 100.00% 12.932%
17 5.198 1287 1293 1297 rBVS8 1544 1532 0.097% ©0.008%
18 5.259 1308 1312 1313 rBV3 969 573 0.02% 0.003%
19 5.384 1348 1351 1354 rBv4 1039 773 0.03% 0.004%
20 5.403 1354 1357 1360 rVV5 1147 770 0.03% 0.004%
21 5.468 1370 1377 1380 rBV7 912 916 ©0.04% 0.005%
22 5.526 1382 1395 1433 rBV 747426 1563333 66.47% 8.595%
23 5.818 1479 1486 1487 rBV5 5205 4560 0.19% 0.025%
24 5.921 1512 1518 1520 rBV5S 1696 1726 0.07% 0.009%
25 5.934 1520 1522 1524 rVV3 1104 672 0.03% 0.004%
26 5.982 1524 1537 1567 rVV 513705 1071638 45.56% 5.892%
27 6.255 1620 1622 1627 rVB4 1212 1086 0.05% 0.006%
28 6.374 1656 1659 1664 rBV4 1082 1189 0.05% 0.007%
29 6.519 1700 1704 1708 rVB5 976 904 0.04% 0.005%
30 6.593 1722 1727 1733 rBV7 780 743 0.03% 0.004%
31 6.645 1741 1743 1747 rVB3 1065 634 0.03% 0.003%
32 6.670 1747 1751 1753 rBV4 1164 1100 0.05% 0.006%
33 6.908 1814 1825 1854 rBV 275042 535456 22.77% 2.944%
34 7.101 1883 1885 1888 rVB4 1142 634 0.03% 0.003%
35 7.236 1915 1927 1963 rBV 1019453 1825389 77.61% 10.036%
36 7.480 2000 2003 2006 rBV4 1285 981 ©0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 7.548 2015 2024 2053 rBV 184475 350108 14.89%  1.925%
38 7.860 2116 2121 2122 rBV3 1696 1246 0.05% 0.007%
39 7.947 2145 2148 2151 rVB3 844 646 0.03% 0.004%
40 8.027 2164 2173 2211 rBV 356758 748457 31.82% 4.115%
41  8.361 2273 2277 2286 rVB6 2942 4431 0.19% 0.024%
42 8.779 2395 2407 2441 rBV 1168323 1962106 83.42% 10.788%
43  8.934 2453 2455 2457 rBV3 1269 550 0.02% 0.003%
44  9.101 2505 2507 2510 rBV3 744 570 0.02% 0.003%
45  9.451 2613 2616 2621 rVB5 978 620 0.03% 0.003%
46 9.680 2684 2687 2690 rVB4 991 580 0.02% 0.003%
47  9.779 2714 2718 2724 rVB5 965 1089 0.05% 0.006%
48 9.812 2724 2728 2729 rBvV2 960 637 0.03% 0.004%
49 9.908 2748 2758 2760 rBV7 2023 2342 0.10% 0.013%
50 9.934 2764 2766 2769 rVB4 1481 719 0.03% 0.004%
51 10.146 2821 2832 2858 rVW 616670 989161 42.06% 5.438%
52 10.313 2882 2884 2887 rBv4 1091 682 0.03% 0.004%
53 10.374 2901 2903 2906 rvVB3 912 540 0.02% 0.003%
54 10.480 2932 2936 2941 rVB5 759 797 0.03% 0.004%
55 10.513 2941 2946 2947 rBV3 817 726 0.03% 0.004%
56 10.545 2954 2956 2960 rVB4 827 553 0.02% 0.003%
57 10.609 2972 2976 2980 rVB4 880 722 0.03% 0.004%
58 10.731 3010 3014 3016 rBV4 730 543 0.02% 0.003%
59 10.750 3016 3020 3024 rBV5 1865 1578 0.07% 0.009%
60 10.792 3029 3033 3036 rBV6 1559 903 0.04% 0.005%
61 10.853 3048 3052 3055 rBV3 1305 920 0.04% 0.005%
62 10.905 3064 3068 3074 rVB4 729 667 0.03% 0.004%
63 10.950 3078 3082 3085 rVB3 964 688 0.03% 0.004%
64 11.127 3127 3137 3139 rBV6 1795 2142 0.09% 0.012%
65 11.178 3141 3153 3181 rBV 1248499 1974914 83.97% 10.858%
66 11.554 3258 3270 3296 rBV 1114664 1777911 75.59% 9.775%
67 11.773 3333 3338 3342 rBV5S 1747 1975 ©0.08% 0.011%
68 11.934 3384 3388 3393 rVB6 1309 1053 0.04% 0.006%
69 12.004 3406 3410 3412 rBV3 999 636 0.03% 0.003%
70 12.056 3423 3426 3429 rBV3 872 637 0.03% 0.004%
71 12.162 3456 3459 3461 rBV4 1012 580 0.02% 0.003%
72 12.188 3461 3467 3474 rVB6 2208 2787 0.12% 0.015%
73 12.332 3501 3512 3523 rVV9 5703 15124 0.64% 0.083%
74 12.519 3568 3570 3574 rBV4 925 825 0.04% 0.005%
75 12.570 3581 3586 3587 rBV4 1433 1290 0.05% 0.007%
76 12.824 3660 3665 3671 rBVS8 1046 1146 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 12.860 3671 3676 3681 rVB6 1481 1221 0.05% 0.007%
78 12.885 3681 3684 3686 rBV4 756 644 0.03% 0.004%
79 12.966 3706 3709 3711 rBV4 1081 732 0.03% 0.004%
80 13.011 3716 3723 3733 rBV9 8790 15668 ©0.67% ©.086%
81 13.101 3749 3751 3755 rBV3 891 788 0.03% 0.004%
82 13.155 3762 3768 3771 rBV5 1308 1467 0.06% 0.008%
83 13.217 3783 3787 3788 rBV4 1712 1218 0.05% 0.007%
84 13.384 3834 3839 3846 rBV1e0 3436 4568 ©.19% 0.025%
85 13.496 3872 3874 3877 rBV3 1469 763 0.03% 0.004%
86 13.641 3913 3919 3923 rBV4 1464 1559 0.07% 0.009%
87 13.664 3923 3926 3928 rBV3 1437 849 0.04% 0.005%
88 13.689 3932 3934 3938 rVV5 1152 699 0.03% 0.004%
89 13.795 3963 3967 3970 rBV6 1454 1192 0.05% 0.007%
90 13.975 4020 4023 4026 rBVS5 934 818 ©0.03% 0.004%
91 14.024 4036 4038 4041 rVB3 1525 843 0.04% 0.005%
92 14.075 4052 4054 4057 rVB3 1751 729 0.03% 0.004%
93 14.217 4096 4098 4100 rBV3 1373 644 0.03% 0.004%
94 14.303 4119 4125 4126 rBV6 1502 1540 0.097% ©0.008%
95 14.364 4137 4144 4150 rBV8 4761 7630 0.32% 0.042%
96 14.519 4189 4192 4194 rBV3 1944 1223 0.05% 0.007%
97 14.570 4204 4208 4210 rBV4 1597 1461 ©0.06% ©0.008%
98 14.708 4249 4251 4254 rBV4 1823 1276 0.05% 0.007%
99 14.927 4317 4319 4322 rBVS5 1818 1135 0.05% 0.006%
100 14.959 4322 4329 4335 rVvV1o 5407 8859 0.38% 0.049%
Sum of corrected areas: 18188135
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100ulL/5mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037516.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100ulL/5mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Thiophosgene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.908 17.13 ug/L 535456 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophosgene 114 CCl2s 000463-71-8 58
2 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 40
3 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 38
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 28
5 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 28
Abundance Scan 1825 (6.908 min): VV037516.D\data.ms (-1814) (-) m/z 79.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37516.D

Acqg On : 25 Sep 2024 12:11

Operator : SY/MD

Sample : P4109-14ME

Misc : 5.05G/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|

Thiophosgene 6.908 17.1 ug/L 535456 1 5.526 1563330 50.0
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