LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31122\
Data File : VV024957.D

Acqg On : 11 Mar 2022 12:12

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 6 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@24957.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 76 83 99 rVB 323125 357070 13.84% 1.973%
2 1.568 157 164 181 rVB 221989 275977 10.69% 1.525%
3 2.098 318 329 358 rBV 597041 868585 33.66% 4.800%
4 2.365 409 412 414 rBV3 200 120 0.00% 0.001%
5 2.503 448 455 463 rVB4 1990 2654 0.10% 0.015%
6 2.757 528 534 538 rBV2 348 392 0.02% 0.002%
7 2.863 563 567 569 rBv2 196 154 0.01% 0.001%
8 2.921 581 585 589 rBv2 251 214 0.01% ©0.001%
9 2.976 599 602 603 rBv2 134 75 0.00% 0.000%
10 3.298 696 702 706 rBvV2 274 292 0.01% 0.002%
11 3.355 717 720 723 rBV2 161 142 0.01% 0.001%
12 3.394 729 732 735 rBV2 225 195 0.01% 0.001%
13 3.558 779 783 786 rBV 194 164 0.01% ©0.001%
14 3.584 787 791 797 rVv2 258 298 0.01% 0.002%
15 3.716 828 832 835 rBV2 219 207 0.01% 0.001%
16 3.754 841 844 847 rBvV2 169 128 0.00% 0.001%
17 3.786 851 854 857 rW 200 109 0.00% 0.001%
18 3.831 865 868 872 rBv2 155 108 ©0.00% 0.001%
19 3.896 876 888 962 rBV2 128452 524128 20.31% 2.896%
20 4.346 1011 1028 1060 rBV 410236 1010745 39.16% 5.585%
21  4.635 1116 1118 1119 rBV2 289 152 0.01% 0.001%
22 4.674 1129 1130 1133 rBB2 207 67 0.00% 0.000%
23 4.715 1138 1143 1147 rBV2 312 330 0.01% 0.002%
24  4.793 1164 1167 1169 rBV 140 108 0.00% 0.001%
25 4.879 1192 1194 1200 rVB2 250 223  0.01% ©0.001%
26 4.912 1202 1204 1206 rVB2 100 45 0.00% 0.000%
27  4.928 1206 1209 1211 rBV 223 104 0.00% 0.001%
28 4.944 1211 1214 1218 rBV2 272 163 0.01% 0.001%
29 4.970 1218 1222 1225 rBv2 325 273 0.01% 0.002%
30 5.043 1227 1245 1286 rBV2 1021753 2580772 100.00% 14.261%
31 5.249 1307 1309 1313 rBvV2 395 178 0.01% 0.001%
32 5.342 1330 1338 1340 rBvV3 1868 2664 0.10% 0.015%
33 5.445 1368 1370 1373 rVB2 383 212 0.01% ©0.001%
34 5.497 1381 1386 1394 rvB2 383 573 0.02% 0.003%
35 5.542 1397 1400 1405 rvv2 287 243  0.01% ©0.001%

36 5.613 1410 1422 1457 rBV 563138 1138075 44.10% 6.289%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31122\
Data File : VV024957.D

Acqg On : 11 Mar 2022 12:12

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 6 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 5.902 1501 1512 1533 rBV2 43306 90721 3.52% 0.501%
38 6.066 1549 1563 1591 rBV 561282 1148125 44.49% 6.345%
39 6.281 1625 1630 1635 rVB3 743 841 0.03% 0.005%
40 6.339 1646 1648 1651 rBvV2 215 124 0.00% ©0.001%
41  6.355 1651 1653 1655 rvVv 189 65 0.00% 0.000%
42 6.371 1655 1658 1661 rVvv2 245 196 0.01% 0.001%
43  6.387 1661 1663 1666 rVB 285 124 0.00% 0.001%
44  6.404 1666 1668 1671 rBvV2 72 38 0.00% 0.000%
45  6.420 1671 1673 1676 rBvV2 168 97 0.00% 0.001%
46 6.449 1676 1682 1686 rBV3 215 242 0.01% 0.001%
47  6.522 1702 1705 1708 rBV2 282 233  0.01% 0.001%
48 6.600 1727 1729 1731 rBvV2 159 64 0.00% 0.000%
49 6.641 1734 1742 1748 rBVS5S 1568 3043 0.12% 0.017%
50 6.722 1766 1767 1770 rVB2 265 71 0.00% 0.000%
51 6.738 1770 1772 1774 rBV 165 55 0.00% ©0.000%
52 6.751 1774 1776 1779 rVB3 201 112 0.00% 0.001%
53 6.770 1780 1782 1784 rBV 172 87 0.00% 0.000%
54 6.844 1801 1805 1808 rvVB2 223 159 0.01% 0.001%
55 6.863 1808 1811 1815 rBV2 112 119 ©0.00% 0.001%
56 6.918 1825 1828 1829 rBV 126 77 ©.00% 0.000%
57 6.982 1837 1848 1876 rBV 319064 573260 22.21% 3.168%
58 7.313 1934 1951 1969 rBV 1238621 2120424 82.16% 11.717%
59 7.619 2036 2046 2081 rBV 209293 375133 14.54% 2.073%
60 7.863 2117 2122 2124 rBV2 274 229 0.01% 0.001%
61 7.883 2124 2128 2131 rBV2 255 256 0.01% ©0.001%
62 7.937 2142 2145 2147 rBV2 223 149 0.01% 0.001%
63 7.979 2153 2158 2171 rVB5 1169 1806 0.07% 0.010%
64 8.030 2171 2174 2175 rBV2 144 83 0.00% 0.000%
65 8.040 2175 2177 2179 rVB2 185 76 0.00% 0.000%
66 8.095 2182 2194 2235 rBV 362584 1103128 42.74% 6.096%
67 8.445 2300 2303 2306 rBV2 394 274 0.01% 0.002%
68 8.616 2352 2356 2357 rBV2 549 375 0.01% 0.002%
69 8.850 2417 2429 2453 rBV 855850 1427642 55.32% 7.889%
70  9.198 2535 2537 2540 rVB 238 78 ©0.00% 0.000%
71  9.265 2552 2558 2560 rBV2 227 250 0.01% 0.001%
72 9.400 2597 2600 2603 rVB2 178 104 0.00% 0.001%
73 9.429 2603 2609 2611 rBvV 230 273 0.01% 0.002%
74  9.500 2628 2631 2634 rBV2 112 87 ©0.00% 0.000%
75 9.683 2684 2688 2693 rVB2 362 326 0.01% 0.002%
76 9.770 2712 2715 2718 rVB2 161 104 0.00% 0.001%

SFAMVLMO22822WMA.M Wed Mar 16 12:41:48 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31122\
Data File : VV024957.D

Acqg On : 11 Mar 2022 12:12

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 6 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  9.831 2729 2734 2737 rBV2 344 288 0.01% 0.002%
78 9.850 2737 2740 2743 rVB 197 113 0.00% 0.001%
79 9.870 2743 2746 2750 rBV 280 238 0.01% 0.001%
80 10.043 2797 2800 2804 rBV 133 112 0.00% 0.001%
81 10.127 2813 2826 2836 rBV3 7622 12215 0.47% 0.067%
82 10.217 2840 2854 2873 rBV 687446 1142729 44.28% 6.315%
83 10.432 2915 2921 2924 rVB3 347 384 0.01% 0.002%
84 10.542 2952 2955 2957 rBV2 234 158 ©0.01% 0.001%
85 10.577 2958 2966 2985 rVB6 3025 6845 0.27% 0.038%
86 10.818 3038 3041 3043 rBV2 498 362 0.01% 0.002%
87 10.873 3056 3058 3060 rBV2 263 129 0.00% 0.001%
88 10.915 3062 3071 3082 rVB4 6001 9864 ©.38% 0.055%
89 10.956 3082 3084 3088 rBV2 189 151 0.01% 0.001%
990 11.030 3101 3107 3115 rVB5 1195 1974 0.08% 0.011%
91 11.066 3115 3118 3124 rBV2 191 213 0.01% 0.001%
92 11.143 3133 3142 3151 rBV2 3527 5150 0.20% 0.028%
93 11.249 3163 3175 3196 rBV 954690 1436723 55.67% 7.939%
94 11.622 3279 3291 3312 rBV 1190870 1860958 72.11% 10.284%
95 12.095 3431 3438 3440 rBV2 1258 1421 ©0.06% 0.008%
96 12.188 3464 3467 3469 rBV 131 62 0.00% 0.000%
97 12.201 3469 3471 3473 rBV 173 92 0.00% 0.001%
98 12.439 3542 3545 3549 rBV2 341 259 0.01% 0.001%
99 12.603 3587 3596 3599 rBV6 851 1170 0.05% 0.006%
100 12.821 3661 3664 3666 rBvV2 235 174 0.01% 0.001%
Sum of corrected areas: 18096373
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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\VVve31122\

: VWe24957.D

: 11 Mar 2022 12:12

: SY/MD

: N1816-20ME

: 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH
: 6 Sample Multiplier: 1

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

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

TIC: VV024957.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031122\
Data File : VV024957.D

Acqg On : 11 Mar 2022 12:12

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 6 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.902 3.99 ug/L 90721 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 38
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 25
4 2-Chloro-4-fluoropyridine 131 CSH3CI1FN 1000484-44-8 23
5 4-Chloro-3-fluoropyridine 131 C5H3CIFN 002546-56-7 23

Abundance Scan 1512 (5.902 min): VV024957.D\data.ms (-1501) (-) m/z 95.90 100.00%

95.9 130.9
5000 61.0
U NURNS A NN
36.9 ! ‘ | 5.60 5.80 6.00 6.20
\\\\‘\\\\“\\\\“\\\\‘H\\\‘M‘\\\\’\\‘}‘\"\\\\‘\\\\‘\\\\‘ m/Z 130.90 94.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
5000 L LN B L I B LR
5.60 5.80 6.00 6.20
26.0 m/z 132.90  88.63%
”
miz-> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
e
5.60 5.80 6.00 6.20
m/z 97.90 64.64%
5000 131.0
15.0
‘ 36.0 “‘\ Ll 1850 1000
e A e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41604: Ethane, 1,1,1,2-tetrachloro- Y AN
131.0 5.60 5.80 6.00 6.20
m/z 61.00 44.93%
5000
95.0
63.0
26.0
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@31122\
Data File : VV024957.D

Acqg On : 11 Mar 2022 12:12

Operator : SY/MD

Sample : N1816-20ME

Misc : 6.52g/5.0mL/100uL/5mL/MSVOA_V/MEOH

ALS vial : 6 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|

unknown-01 5.902 4.0 ug/L 90721 1 5.613 1138080 50.0
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