LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024904.D

Acqg On : 10 Mar 2022 10:37

Operator : SY/MD

Sample : VVe31oMBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 2  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\SFAMVLMO22822WMA .M
Title : VOC Analysis

Signal : TIC: VV@24904.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 93 rVB 168298 166399 17.14%  2.439%
2 1.564 156 163 174 rBV 125598 138499 14.27% 2.030%
3 2.165 320 331 364 rVB 254230 374874 38.62% 5.494%
4 2.500 450 454 463 rBvV3 818 1138 0.12% 0.017%
5 2.677 506 509 515 rBv2 148 139 0.01% 0.002%
6 2.760 532 535 544 rVB4 527 398 0.04% 0.006%
7 2.966 595 599 605 rBv2 269 292 0.03% 0.004%
8 3.053 623 626 629 rBv2 94 83 0.01% 0.001%
9 3.101 638 641 644 rBvV 160 101 0.01% 0.001%
106 3.227 675 680 682 rBv2 206 162 0.02% 0.002%
11 3.262 688 691 693 rBv 112 72 0.01% 0.001%
12 3.278 693 696 698 rBv 177 122 0.01% 0.002%
13 3.452 744 750 753 rBvV2 128 145 0.01% 0.002%
14 3.561 778 784 787 rBV2 285 342 0.04% 0.005%
15 3.686 820 823 825 rBV2 109 77 0.01% 0.001%
16 3.735 835 838 840 rBV 102 50 0.01% 0.001%
17 3.857 872 876 877 rBv2 196 145 0.01% 0.002%
18 3.892 877 887 931 rBV 46360 165255 17.02%  2.422%
19 4.342 1012 1027 1058 rVB 151719 374235 38.55% 5.484%
20 4.600 1103 1107 1111 rBV3 171 186 0.02% 0.003%
21  4.664 1122 1127 1130 rBV2 228 214 0.02% ©0.003%
22 4.683 1131 1133 1136 rVv2 169 81 0.01% 0.001%
23 4.699 1136 1138 1141 rBV2 167 63 0.01% 0.001%
24  4.731 1146 1148 1151 rBV2 199 140 0.01% 0.002%
25 4.841 1179 1182 1185 rBV 144 117 0.01% 0.002%
26 4.912 1198 1204 1207 rBV2 159 181 0.02% 0.003%
27 5.040 1228 1244 1283 rBV2 380907 970669 100.00% 14.225%
28 5.352 1338 1341 1342 rBV2 258 178 ©0.02% 0.003%
29 5.403 1354 1357 1358 rBV 203 111 0.01% 0.002%
30 5.612 1409 1422 1460 rBV 227696 464199 47.82% 6.803%
31 5.902 1502 1512 1534 rVB2 17056 37225 3.83% 0.546%
32 6.066 1550 1563 1593 rBV 205347 427106 44.00% 6.259%
33  6.214 1606 1609 1614 rvv2 459 280 0.03% 0.004%
34 6.246 1618 1619 1621 rVB 498 143 0.01% 0.002%
35 6.259 1621 1623 1627 rBvV2 99 56 0.01% 0.001%
36 6.468 1685 1688 1690 rBV 115 78 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024904.D

Acqg On : 10 Mar 2022 10:37

Operator : SY/MD

Sample : VVe31oMBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 2  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\SFAMVLMO22822WMA .M
Title : VOC Analysis
37 6.516 1696 1703 1708 rVB2 225 287 0.03% 0.004%
38 6.545 1709 1712 1714 rBV 111 76 0.01% 0.001%
39 6.641 1740 1742 1743 rBV 65 30 0.00% 0.000%
40 6.667 1747 1750 1753 rW 239 178 0.02% 0.003%
41 6.696 1756 1759 1760 rBvV2 289 142 0.01% 0.002%
42 6.770 1779 1782 1784 rBV 121 80 0.01% 0.001%
43 6.815 1791 1796 1797 rBV2 111 107 0.01% 0.002%
44 6.850 1805 1807 1812 rVB 169 115 ©0.01% 0.002%
45 6.886 1812 1818 1821 rVB2 112 123  0.01% 0.002%
46 6.915 1821 1827 1832 rBV2 182 233 0.02% 0.003%
47 6.940 1832 1835 1836 rBV 87 50 0.01% 0.001%
48 6.982 1837 1848 1867 rBV 109625 199591 20.56%  2.925%
49 7.194 1911 1914 1916 rBV2 239 170 0.02% 0.002%
50 7.249 1926 1931 1933 rBV2 291 196 0.02% 0.003%
51 7.313 1939 1951 1970 rBV 456515 785934 80.97% 11.518%
52 7.619 2036 2046 2073 rBV 71282 125986 12.98% 1.846%
53 7.738 2082 2083 2084 rVB 203 39 0.00% 0.001%
54 7.844 2113 2116 2120 rBvV2 218 178 0.02% 0.003%
55  7.947 2146 2148 2151 rVB2 201 61 0.01% 0.001%
56 7.985 2157 2160 2161 rVB 259 118 0.01% 0.002%
57 8.088 2182 2192 2228 rBV 180472 361049 37.20% 5.291%
58 8.526 2325 2328 2331 rBV2 165 101 ©0.01% 0.001%
59 8.590 2346 2348 2351 rBV 209 78 0.01% 0.001%
60 8.616 2353 2356 2361 rVVv2 358 287 0.03% 0.004%
61 8.638 2361 2363 2368 rVB2 199 113  0.01% 0.002%
62 8.773 2402 2405 2410 rVB 195 139 0.01% 0.002%
63  8.850 2417 2429 2454 rBV 358121 580815 59.84% 8.512%
64 9.136 2514 2518 2519 rBV2 705 406 0.04% 0.006%
65 9.262 2554 2557 2560 rBV 149 109 0.01% 0.002%
66 9.423 2603 2607 2611 rBV 235 247 0.03% 0.004%
67 9.490 2624 2628 2630 rBV 197 151 0.02% 0.002%
68 9.548 2639 2646 2650 rBV3 807 1114 0.11% 0.016%
69 9.580 2654 2656 2664 rVB3 730 580 0.06% 0.008%
70  9.673 2681 2685 2687 rBV2 267 192 0.02% ©0.003%
71 9.818 2727 2730 2732 rBV2 160 110 0.01% 0.002%
72 9.998 2784 2786 2790 rBV 153 134 0.01% 0.002%
73 10.124 2819 2825 2833 rVB4 3298 4449 0.46% 0.065%
74 10.214 2841 2853 2873 rBV 245866 386510 39.82% 5.664%
75 10.468 2926 2932 2936 rBV3 305 357 0.04% 0.005%
76 10.564 2960 2962 2963 rBV 489 239 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31022\
Data File : VV024904.D

Acqg On : 10 Mar 2022 10:37

Operator : SY/MD
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Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 2  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\SFAMVLMO22822WMA.M
Title : VOC Analysis

77 10.657 2988 2991 2995 rBV2 338 306 0.03% 0.004%
78 10.802 3034 3036 3038 rBV 186 52 0.01% 0.001%
79 10.911 3064 3070 3080 rVB3 2965 4650 0.48% 0.068%
80 11.021 3101 3104 3105 rBV 197 114 0.01% 0.002%
81 11.143 3136 3142 3149 rBV4 1236 1727 0.18% 0.025%
82 11.188 3149 3156 3163 rBV3 1730 2315 0.24% 0.034%
83 11.246 3163 3174 3193 rBV 361140 558880 57.58% 8.190%
84 11.426 3224 3230 3238 rVB2 1934 2840 0.29% 0.042%
85 11.622 3279 3291 3312 rBV 407808 644400 66.39% 9.444%
86 12.049 3422 3424 3428 rVB2 255 126 0.01% 0.002%
87 12.648 3603 3610 3618 rVB6 2172 3082 0.32% 0.045%
88 13.265 3794 3802 3813 rVBS 3555 5110 0.53% ©0.075%
89 13.506 3868 3877 3890 rBV 12708 19705 2.03% ©0.289%
990 13.747 3944 3952 3959 rBV3 4120 5956 0.61% 0.087%

Sum of corrected areas: 6823692
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31022\

: VV024904.D

: 10 Mar 2022 10:37

: SY/MD

. VVe31eMBLO1

: 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
02

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022822WMA .M
: VOC Analysis

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

TIC: VV024904.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031022\
Data File : VV024904.D

Acqg On : 10 Mar 2022 10:37

Operator : SY/MD

Sample : VVe31eMBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.902 4.01 ug/L 37225 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 56
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 43
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 38
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 38
5 4-Chloro-3-fluoropyridine 131 C5H3CIFN 002546-56-7 35

Abundance Scan 1512 (5.902 min): VV024904.D\data.ms (-1502) (-) m/z 95.90 100.00%

95.9
130.8
5000 61.0
S B S U
36.9 5.60 5.80 6.00 6.20
Obrrrdod bl L n/z 13e.80  80.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 L R I I I |
131.0 5.60 5.80 6.00 6.20
15.0 m/z 132.90 71.51%
0 136.0 L1550 190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
e e
5.60 5.80 6.00 6.20
5000 ITI/Z 97.90 52.26%
26.0 H
oH‘wJ‘HMm:uu“"H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41604: Ethane, 1,1,1,2-tetrachloro- ““H““‘W‘Mﬂ‘_“‘
131.0 5.60 5.80 6.00 6.20
m/z 61.00 39.87%
5000
95.0
63.0
026-°LL,,168-0
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@31022\
Data File : VV024904.D

Acqg On : 10 Mar 2022 10:37

Operator : SY/MD

Sample : VVe31eMBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 4.0 ug/L 37225 1 5.612 464199 50.0
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