LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50521\
Data File : VV021294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

Misc : 5.72g/5.0mL/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\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: VV@21294.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 154969 163304 4.90% 0.818%
2 1.568 158 164 176 rVB 169544 189255 5.67% 0.948%
3 2.108 324 332 342 rBV 377933 534816 16.03% 2.679%
4 2.343 403 405 408 rBV4 1059 802 0.02% 0.004%
5 2.407 423 425 430 rVvB4 1478 975 0.03% 0.005%
6 2.449 430 438 441 rBV6 1717 1865 0.06% 0.009%
7 2.513 446 458 467 rVB6 5820 10148 0.30% 0.051%
8 2.738 525 528 530 rBv2 1602 991 0.03% 0.005%
9 2.928 584 587 591 rBv4 874 770 0.02% 0.004%
10 2.954 591 595 597 rBV4 1619 970 0.03% 0.005%
11 3.085 634 636 641 rVB4 1395 1062 0.03% 0.005%
12 3.137 648 652 655 rvB6 1504 1094 0.03% 0.005%
13  3.462 749 753 756 rVB5 1083 792 0.02% 0.004%
14 3.513 766 769 772 rBV2 1351 839 0.03% 0.004%
15 3.542 775 778 782 rBvV4 1246 812 0.02% 0.004%
16 3.661 810 815 819 rBV5S 1427 1421 0.04% 0.007%
17 3.802 853 859 862 rBV6 1696 1245 0.04% 0.006%
18 3.905 881 891 930 rBv2 105827 417364 12.51% 2.091%
19 4.346 1015 1028 1029 rBV7 346500 376099 11.28% 1.884%
20 4.635 1115 1118 1123 rVB5 2902 1773 0.05% 0.009%
21  4.664 1123 1127 1132 rBV6 1600 1593 0.05% 0.008%
22 5.050 1230 1247 1273 rBV4 763455 1993542 59.77% 9.987%
23 5.339 1335 1337 1341 rVB3 1512 818 0.02% 0.004%
24  5.365 1341 1345 1346 rBV4 1025 785 0.02% 0.004%
25 5.416 1359 1361 1363 rBV2 1481 874 0.03% 0.004%
26 5.555 1402 1404 1408 rVB4 1058 763 0.02% 0.004%
27 5.619 1412 1424 1454 rBV2 799656 1641290 49.21%  8.222%
28 5.863 1497 1500 1502 rVB2 1491 736 0.02% 0.004%
29 5.908 1502 1514 1531 rBv4 47328 107110 3.21% 0.537%
30 6.076 1553 1566 1585 rBV 440572 893002 26.77% 4.474%
31 6.307 1635 1638 1642 rBV5 1324 876 0.03% 0.004%
32 6.433 1675 1677 1680 rVB3 1372 739 0.02% 0.004%
33 6.455 1680 1684 1688 rBV5 1025 1043 0.03% 0.005%
34 6.555 1713 1715 1720 rVB4 2387 1737 0.05% 0.009%
35 6.580 1720 1723 1725 rBvV2 1296 941 0.03% 0.005%

36 6.992 1840 1851 1872 rBV2 265847 486983 14.60%  2.440%

SFAMVLMO50321WMA.M Thu May 06 17:05:04 2021 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50521\
Data File : VV021294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

Misc : 5.72g/5.0mL/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\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 7.249 1929 1931 1935 rBV3 1251 1130 0.03% 0.006%
38 7.320 1942 1953 1972 rBV 918184 1583165 47.46% 7.931%
39 7.629 2039 2049 2070 rBV 192230 341836 10.25% 1.712%
40 7.979 2144 2158 2184 rBV2 1999941 3335555 100.00% 16.710%
41  8.095 2185 2194 2228 rVV3 467894 951488 28.53% 4.767%
42 8.490 2314 2317 2320 rBV3 1268 858 0.03% 0.004%
43 8.519 2323 2326 2329 rBV2 1761 1417 0.04% 0.007%
44  8.757 2398 2400 2404 rBV4 1014 818 0.02% 0.004%
45  8.857 2420 2431 2454 rBV 1239115 2004367 60.09% 10.041%
46 9.018 2478 2481 2483 rBvV3 1324 829 0.02% 0.004%
47  9.207 2537 2540 2542 rBV2 1769 1095 0.03% 0.005%
48 9.256 2552 2555 2560 rBv6 1384 1446 0.04% 0.007%
49 9.304 2568 2570 2576 rBV5 1489 1382 0.04% 0.007%
50 9.375 2590 2592 2596 rvB3 2175 1158 0.03% 0.006%
51 9.394 2596 2598 2603 rBV5 1633 1299 0.04% 0.007%
52 9.420 2603 2606 2610 rBV4 1190 987 0.03% 0.005%
53 9.445 2611 2614 2618 rVB6 1499 1244 0.04% 0.006%
54 9.558 2646 2649 2651 rBV4 1714 1134 0.03% 0.006%
55 9.683 2685 2688 2691 rBV6 1381 1113 0.03% 0.006%
56 9.744 2703 2707 2710 rVB4 1719 1215 0.04% 0.006%
57 9.796 2720 2723 2725 rBvV2 1576 1026 0.03% 0.005%
58 9.860 2738 2743 2746 rVV5 934 1020 0.03% 0.005%
59 9.934 2764 2766 2771 rBV5 1109 756 0.02% 0.004%
60 10.018 2788 2792 2795 rVW4 1244 1023 0.03% 0.005%
61 10.124 2820 2825 2827 rBV4 3170 2806 ©0.08% 0.014%
62 10.223 2844 2856 2874 rBV 670443 1073455 32.18% 5.378%
63 10.374 2901 2903 2906 rVB3 1728 829 0.02% 0.004%
64 10.493 2938 2940 2945 rBV5S 1359 11006 0.03% 0.006%
65 10.519 2945 2948 2951 rVB3 1376 775 0.02% 0.004%
66 10.545 2951 2956 2958 rBV4 2146 1995 0.06% 0.010%
67 10.606 2973 2975 2981 rVB6 1440 1083 0.03% 0.005%
68 10.680 2994 2998 3003 rVV5 1006 1040 0.03% 0.005%
69 10.725 3007 3012 3013 rBVS 1126 910 0.03% 0.005%
70 10.744 3016 3018 3023 rVB4 1334 914 ©.03% 0.005%
71 10.783 3027 3030 3034 rVB4 1503 1078 0.03% 0.005%
72 10.805 3034 3037 3041 rBVS 1888 1478 0.04% 0.007%
73 10.915 3067 3071 3072 rBV4 1727 1204 0.04% 0.006%
74 11.050 3110 3113 3115 rBV3 1425 812 0.02% 0.004%
75 11.088 3120 3125 3128 rBV5S 929 774 0.02% 0.004%
76 11.108 3128 3131 3134 rBv4 1173 819 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50521\
Data File : VV021294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

Misc : 5.72g/5.0mL/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\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 11.191 3153 3157 3159 rVB5 1528 950 0.03% 0.005%
78 11.255 3166 3177 3195 rBV 1285836 1990196 59.67% 9.970%
79 11.632 3281 3294 3309 rBV 1114396 1774449 53.20% 8.889%
80 11.799 3343 3346 3349 rVB4 2472 1495 0.04% 0.007%
81 11.924 3383 3385 3388 rBV4 1818 1122 0.03% 0.006%
82 12.111 3437 3443 3444 rBV4 1758 1517 0.05% 0.008%
83 12.333 3506 3512 3515 rBV5 1159 1495 0.04% 0.007%
84 12.374 3522 3525 3528 rBV4 1784 1311 0.04% 0.007%
85 12.429 3539 3542 3547 rVB5 1546 1024 0.03% 0.005%
86 12.461 3547 3552 3556 rBV6 1479 1272 0.04% 0.006%
87 12.554 3575 3581 3583 rBV5 1401 1305 0.04% 0.007%
88 12.892 3681 3686 3688 rBV5 1806 1542 0.05% 0.008%
89 12.963 3703 3708 3710 rBV6 1906 1654 0.05% 0.008%
90 13.185 3774 3777 3782 rBV5 1881 1477 0.04% 0.007%
91 13.210 3782 3785 3787 rBV3 1060 730  0.02% 0.004%
92 13.323 3817 3820 3826 rBV6 1559 1703 0.05% 0.009%
93 13.426 3850 3852 3855 rBV4 1074 760 0.02% 0.004%
94 13.535 3883 3886 3889 rBV3 1255 1044 0.03% 0.005%
95 13.657 3921 3924 3928 rBV6 1777 1303 0.04% 0.007%
96 13.834 3975 3979 3982 rBV4 1541 1113 0.03% 0.006%
97 13.892 3991 3997 4004 rBV6 2313 2975 0.09% 0.015%
98 14.027 4037 4039 4042 rBV4 1975 1214 0.04% 0.006%
99 14.217 4096 4098 4102 rVB5 2023 1177 0.04% 0.006%
100 14.329 4130 4133 4138 rBV7 1824 1410 0.04% 0.007%
Sum of corrected areas: 19961810
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050521\
Data File : VV021294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

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

ALS vial : 16 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
Abtﬂbdoadbcc?o TIC: VV021294.D\data.ms
1500000
1000000
5.050 5.619
500000
1.307 1.568
0! 2.22RF132.732978R837 3BEFBELB0,
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Ablgb%adbc(?o TIC: VV021294.D\data.ms
7.979
1500000
8.857 11.255
11.632
1000000 7.320
10.223
500000 8.095
6.992
7.629
0 7.2 /\ 8B40 8.75/7\ 9.01 D NI, SBTI BERN0.8 241 0. JAH ) 11.79924..
N e e e L L e e e e e e e e T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abtﬂbdoadbcc?o TIC: VV021294.D\data.ms
1500000
1000000
500000
0 12233385054 12.8B53IBIEER2A2G3533.BASR02AA.24.829
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050521\
Data File : VV021294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

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

ALS vial : 16 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 3.26 ug/L 107110 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 Ethene, 1,1-dichloro- 96 C2H2C12 000075-35-4 27
4 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 27
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 16
Abundance Scan 1514 (5.908 min): VV021294.D\data.ms (-1502) (-) m/z 95.90 100.00%
95.9 138.0
61.0
5000
35.0 R R RS
‘ ‘ 5.60 5.80 6.00 6.20

okl w/z 133.00  99.84%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester

59.0 96.0
5000 LB B e e e
131.0 5.60 5.80 6.00 6.20
15.0 m/z 130.80 96.84%
0 136.0 Gl |l 155.0  190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2700: Ethylene, 1,2-dichloro-, (Z)-
61.0
P ey
96.0 5.60 5.80 6.00 6.20
5000 m/z 61.00 58.88%
26.0
omu‘:‘H‘;‘_Hm!“m_m‘}HH,HH,HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2695: Ethene, 1,1-dichloro- ““,H““‘_AH“‘H‘,
61.0 5.60 5.80 6.00 6.20
m/z 98.00 51.29%
96.0
5000
26.0
Ol pdecbe el e b A
m/z--> 20 40 60 80 100 120 140 160 180 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@50521\
Data File : VV@21294.D

Acqg On : 05 May 2021 15:41

Operator : SY/MD

Sample : M2209-16ME 200X

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

ALS Vvial : 16 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 3.3 ug/L 1071106 1 5.619 1641290 50.0
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