LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050421\
Data File : VV021273.D

Acqg On : 04 May 2021 16:02

Operator : SY/MD

Sample : M2209-16ME 400X

Misc : 5.72g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 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\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: VV@21273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 94 rBV 196941 193499 8.66% 0.949%
2 1.568 158 164 174 rVB 196816 219890 9.84% 1.079%
3 2.108 324 332 360 rVB 471363 719462 32.20%  3.529%
4 2.262 378 380 386 rvBs 1396 1021 0.05% 0.005%
5 2.291 386 389 390 rBv2 1166 752 0.03% 0.004%
6 2.423 427 430 433 rBV4 2141 1459 0.07% 0.007%
7 2.513 444 458 462 rBV9 9006 14755 0.66% 0.072%
8 2.760 531 535 539 rBVS 1387 1168 ©0.05% 0.006%
9 2.812 548 551 554 rBV5 1283 895 0.04% 0.004%
106 2.863 564 567 574 rBvVS8 1450 1504 0.07% 0.007%
11 2.9065 578 580 583 rBV3 1376 882 0.04% 0.004%
12 3.143 650 654 659 rBV7 975 777 0.03% 0.004%
13 3.211 671 675 677 rBV3 1237 893 0.04% 0.004%
14  3.378 722 727 729 rBV3 1304 1074 0.05% 0.005%
15 3.799 856 858 860 rBV 1274 653 0.03% 0.003%
16 3.812 860 862 867 rBV5 1001 830 0.04% 0.004%
17 3.902 877 890 915 rBvV2 130717 439863 19.69% 2.157%
18 4.194 978 981 985 rVB3 2710 1797 ©0.08% 0.009%
19 4.355 1015 1031 1056 rBV 418812 998994 44.71% 4.900%
20 4.603 1105 1108 1112 rVB5 1421 1281 0.06% 0.006%
21  4.632 1115 1117 1120 rVB3 1583 942 0.04% 0.005%
22 4.651 1120 1123 1126 rVB4 1514 1069 0.05% 0.005%
23 4.863 1187 1189 1193 rBV5 1318 861 0.04% 0.004%
24  4.940 1202 1213 1216 rBV9 1682 2617 0.12% 0.013%
25 4.966 1216 1221 1227 rVB9 1778 2032 0.09% 0.010%
26 5.050 1227 1247 1272 rBV3 856019 2234481 100.00% 10.960%
27 5.368 1344 1346 1350 rVB5 1255 938 0.04% 0.005%
28 5.481 1378 1381 1382 rBV2 1571 877 0.04% 0.004%
29 5.510 1387 1390 1393 rBv4 1512 1102 0.05% 0.005%
30 5.538 1396 1399 1401 rBV3 1503 879 0.04% 0.004%
31 5.561 1401 1406 1411 rVB8 1569 1889 ©0.08% 0.009%
32 5.622 1413 1425 1450 rBV 877011 1739695 77.86% 8.533%
33 5.908 1504 1514 1528 rBV4 41124 88688 3.97% 0.435%
34 6.075 1554 1566 1594 rVB2 482648 974390 43.61% 4.779%
35 6.497 1693 1697 1701 rBV5 2876 2366 0.11% 0.012%
36 6.535 1707 1709 1711 rBV 1081 679 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050421\
Data File : VV021273.D

Acqg On : 04 May 2021 16:02

Operator : SY/MD

Sample : M2209-16ME 400X

Misc : 5.72g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 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\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 6.638 1737 1741 1748 rBV8 1859 2690 0.12% 0.013%
38 6.722 1765 1767 1770 rBV4 1488 892 0.04% 0.004%
39 6.773 1780 1783 1786 rBV3 1614 959 0.04% 0.005%
40 6.866 1809 1812 1814 rBV 1274 695 0.03% 0.003%
41  6.992 1837 1851 1868 rBvV2 292695 544109 24.35% 2.669%
42 7.320 1941 1953 1973 rBV 1047181 1837103 82.22% 9.011%
43 7.625 2039 2048 2071 rBV2 219055 381448 17.07% 1.871%
44  7.773 2091 2094 2096 rBvV2 2066 1164 0.05% 0.006%
45  7.898 2130 2133 2138 rBv4 1325 1203 0.05% 0.006%
46 7.979 2145 2158 2177 rBV 969439 1599597 71.59% 7.846%
47  8.095 2185 2194 2223 rBV2 489751 940628 42.10% 4.614%
48  8.419 2292 2295 2298 rBV5 2512 2058 0.09% 0.010%
49 8.487 2313 2316 2317 rBV3 1251 664 0.03% 0.003%
50  8.577 2342 2344 2348 rBV3 1337 1029 0.05% 0.005%
51 8.596 2348 2350 2355 rVvB4 1978 1251 ©0.06% 0.006%
52 8.641 2361 2364 2365 rBV3 1401 795 0.04% 0.004%
53 8.677 2373 2375 2377 rBV3 1343 661 0.03% 0.003%
54 8.718 2383 2388 2389 rBV4 1148 926 0.04% 0.005%
55 8.786 2407 2409 2412 rVB2 1456 795 0.04% 0.004%
56 8.805 2412 2415 2418 rBV5 1670 1146 0.05% 0.006%
57 8.857 2420 2431 2461 rVV 1293743 2118224 94.80% 10.390%
58 9.204 2536 2539 2544 rVB5 1601 1385 0.06% 0.007%
59 9.275 2557 2561 2565 rVB5 1540 1388 0.06% 0.007%
60 9.320 2572 2575 2578 rVB4 1532 789 0.04% 0.004%
61 9.651 2676 2678 2682 rVB3 1601 988 0.04% 0.005%
62 9.677 2682 2686 2689 rBV4 974 712 0.03% 0.003%
63 10.130 2822 2827 2838 rVB10O 5924 9098 0.41% 0.045%
64 10.220 2843 2855 2880 rVV2 710740 1121497 50.19% 5.501%
65 10.477 2933 2935 2937 rBV3 1825 1017 ©.05% 0.005%
66 10.641 2981 2986 2990 rVB4 1933 1833 0.08% 0.009%
67 10.664 2990 2993 2996 rBV4 1615 1493 0.07% 0.007%
68 10.705 3003 3006 3010 rVB6 1248 870 0.04% 0.004%
69 10.750 3010 3020 3026 rVBO 2158 3791 0.17% 0.019%
70 10.815 3037 3040 3042 rBV4 1578 989 0.04% 0.005%
71 10.905 3064 3068 3069 rBV3 1663 1246 0.06% 0.006%
72 10.995 3090 3096 3101 rBVO 2009 2251 0.10% 0.011%
73 11.021 3101 3104 3105 rVv2 1371 798 0.04% 0.004%
74 11.043 3109 3111 3115 rVB3 1443 830 0.04% 0.004%
75 11.201 3158 3160 3162 rBV2 1475 673 0.03% 0.003%

76 11.255 3165 3177 3194 rBV 1394046 2146029 96.04% 10.526%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050421\
Data File : VV021273.D

Acqg On : 04 May 2021 16:02

Operator : SY/MD

Sample : M2209-16ME 400X

Misc : 5.72g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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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\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 11.525 3258 3261 3263 rBV3 1416 748 0.03% 0.004%
78 11.631 3281 3294 3312 rBV 1257514 1964961 87.94% 9.638%
79 11.731 3323 3325 3328 rBV4 3295 1761 0.08% 0.009%
80 11.921 3382 3384 3389 rBV5S 1420 1071 0.05% ©0.005%
81 11.992 3402 3406 3413 rVBS8 1490 1637 ©0.97% 0.008%
82 12.059 3421 3427 3429 rBV7 2074 1957 0.09% 0.010%
83 12.075 3429 3432 3437 rBV5S 1705 1280 0.06% 0.006%
84 12.098 3437 3439 3440 rBV 1337 712 0.03% 0.003%
85 12.236 3480 3482 3485 rBV4 1250 693 0.03% 0.003%
86 12.281 3490 3496 3499 rBV7 1884 2276 0.10% 0.011%
87 12.358 3516 3520 3524 rBV4 1051 1283 0.06% 0.006%
88 12.393 3528 3531 3535 rBV6 1571 1356 ©0.06% 0.007%
89 12.438 3543 3545 3546 rBV2 1576 726 0.03% 0.004%
90 12.538 3574 3576 3579 rvw4 1286 680 0.03% 0.003%
91 12.625 3600 3603 3605 rBV3 1312 899 0.04% 0.004%
92 12.641 3605 3608 3612 rBVS5S 1705 1480 0.07% 0.007%
93 12.660 3612 3614 3618 rBV5 1319 1076 ©0.05% ©0.005%
94 12.709 3627 3629 3631 rBV2 1452 709 0.03% 0.003%
95 13.085 3740 3746 3750 rBV5 1407 1898 ©0.08% 0.009%
96 13.139 3761 3763 3769 rVB5 1938 1302 0.06% 0.006%
97 13.178 3769 3775 3783 rBVS8 2284 4107 0.18% 0.020%
98 13.914 4000 4004 4006 rBV4 1723 1524 0.07% 0.007%
99 14.413 4156 4159 4161 rBV2 2022 1110 0.05% 0.005%
100 15.210 4404 4407 4409 rBV4 3372 2027 0.09% 0.010%
Sum of corrected areas: 20387941
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50421\

: VWe21273.D

: 04 May 2021 16:02

: SY/MD

: M2209-16ME 400X

: 5.72g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VV021273.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050421\
Data File : VV021273.D

Acqg On : 04 May 2021 16:02

Operator : SY/MD

Sample : M2209-16ME 400X

Misc : 5.72g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 2.55 ug/L 88688 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 30
2 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S 016696-87-0 22
3 Furfural 96 C5H402 000098-01-1 9
4 Clorethate 322 C5H4C1603 005634-37-7 9
5 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 9
Abundance Scan 1514 (5.908 min): VV021273.D\data.ms (-1504) (-) m/z 130.90 100.00%
96.0 130.9
5000 60.9
N N e o RERY
36.9 5.60 5.80 6.00 6.20
0 w_m‘_‘e‘u ;M‘“wwl el 208wz 96.00  97.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2705: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 “u"/\]‘\u,uu”‘\uu‘uu,
5.60 5.80 6.00 6.20
26.0 m/z 132.85  93.88%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #14588: Carbamic acid, acetylthio-, O-methyl ester
138.0
R RAREE !
43.0 5.60 5.80 6.00 6.20
5000 91.0 m/z 97.90 57.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2737: Furfural “_“‘W“‘_m‘ﬁwh“
96.0 5.60 5.80 6.00 6.20
m/z 60.90 47.78%
39.0
5000
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50421\
Data File : VV021273.D

Acqg On : 04 May 2021 16:02

Operator : SY/MD

Sample : M2209-16ME 400X

Misc : 5.72g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.908 2.5 ug/L 88688 1 5.622 1739700 50.0
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