LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24352.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 83 100 rVB 173747 187041 13.61% 1.768%
2 1.564 157 163 177 rBV 148028 175583 12.78% 1.659%
3 2.101 320 330 360 rVB 358413 537203 39.09% 5.077%
4 2,291 383 389 392 rBV3 395 381 0.03% 0.004%
5 2.532 462 464 468 rBV 211 159 0.01% 0.002%
6 2.596 480 484 485 rBV2 578 350 0.03% 0.003%
7 3.133 647 651 653 rBV 177 167 ©0.01% 0.002%
8 3.198 663 671 685 rVB4 1154 2143 0.16% 0.020%
9 3.397 728 733 737 rBvV 289 330 0.02% 0.003%
106 3.503 760 766 767 rBV 215 233  0.02% 0.002%
11  3.522 769 772 776 rVB2 320 271 0.02% ©0.003%
12 3.600 794 796 800 rVB2 346 184 0.01% 0.002%
13 3.883 872 884 920 rBV 88046 264050 19.22%  2.495%
14 4.149 965 967 970 rBV2 336 273 0.02% 0.003%
15 4.346 1010 1028 1061 rBV2 237544 583745 42.48% 5.517%
16 4.526 1080 1084 1086 rBV2 408 290 0.02% ©0.003%
17 4.596 1102 1106 1108 rBV2 752 652 0.05% 0.006%
18 4.670 1126 1129 1132 rBV2 398 189 0.01% 0.002%
19 4.744 1149 1152 1155 rBB 306 191 0.01% 0.002%
20 4.770 1157 1160 1163 rBV2 491 379 0.03% 0.004%
21 4.863 1184 1189 1190 rBV2 327 257 0.02% 0.002%
22 4.879 1192 1194 1199 rVB2 260 238 0.02% 0.002%
23 4.921 1202 1207 1209 rBB2 245 202 0.01% 0.002%
24  4.956 1215 1218 1221 rBV 220 179 0.01% 0.002%
25 5.043 1227 1245 1276 rBV2 539241 1374176 100.00% 12.987%
26 5.291 1319 1322 1327 rVB4 439 348 0.03% 0.003%
27 5.336 1328 1336 1342 rBV7 1243 2419 0.18% 0.023%
28 5.410 1357 1359 1361 rBV 364 243  0.02% 0.002%
29 5.522 1391 1394 1396 rBV 318 223 0.02% 0.002%
30 5.616 1410 1423 1449 rBV2 376792 752686 54.77% 7.113%
31 5.831 1487 1490 1494 rVB2 536 322 0.02% 0.003%
32 5.908 1502 1514 1534 rBv4 23279 53868 3.92% 0.509%
33  6.066 1550 1563 1590 rBV 299331 604755 44.01% 5.715%
34 6.207 1602 1607 1611 rBvV3 801 938 0.07% 0.009%
35 6.268 1624 1626 1629 rvB2 431 190 0.01% 0.002%
36 6.439 1677 1679 1682 rBV 265 208 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis
37 6.628 1731 1738 1742 rBV3 1271 1737 0.13% 0.016%
38 6.725 1764 1768 1769 rBV 366 276 0.02% 0.003%
39 6.982 1837 1848 1872 rBV 179055 321726 23.41% 3.040%
40 7.149 1897 1900 1904 rVB2 317 220 0.02% 0.002%
41  7.178 1906 1909 1911 rBV2 665 527 0.04% 0.005%
42 7.252 1929 1932 1935 rBV 526 286 0.02% 0.003%
43 7.313 1939 1951 1970 rBV 672316 1155481 84.09% 10.920%
44  7.567 2026 2030 2034 rVB2 309 3106 0.02% 0.003%
45  7.619 2034 2046 2073 rBV 127299 222636 16.20% 2.104%
46 7.776 2092 2095 2098 rBV3 298 244 0.02% 0.002%
47  7.828 2104 2111 2114 rBV2 413 424 0.03% 0.004%
48 7.844 2114 2116 2119 rVWV 465 181 ©0.01% 0.002%
49 7.863 2119 2122 2125 rVV 235 173 0.01% 0.002%
50 7.976 2147 2157 2170 rBV2 40588 69975 5.09% 0.661%
51 8.091 2182 2193 2235 rBV3 252142 626892 45.62% 5.924%
52 8.361 2275 2277 2279 rVB2 357 160 0.01% 0.002%
53 8.506 2319 2322 2326 rVB2 314 226 0.02% 0.002%
54 8.609 2350 2354 2358 rBV 284 228 0.02% 0.002%
55 8.763 2399 2402 2406 rBV 196 1706  0.01% 0.002%
56 8.850 2417 2429 2461 rBV 569940 907764 66.06% 8.579%
57 9.127 2512 2515 2516 rBV 389 229 0.02% 0.002%
58 9.326 2573 2577 2582 rBB 266 250 0.02% 0.002%
59 9.358 2583 2587 2589 rBV 334 314 0.02% 0.003%
60 9.551 2645 2647 2653 rVv2 426 298 0.02% ©0.003%
61 9.844 2733 2738 2742 rBV 245 242 0.02% 0.002%
62 9.879 2746 2749 2756 rVB2 269 264 0.02% 0.002%
63 9.914 2757 2760 2764 rBV 225 169 0.01% 0.002%
64 10.127 2817 2826 2835 rVB6 3154 5041 0.37% 0.048%
65 10.217 2842 2854 2878 rBV 393292 638387 46.46% 6.033%
66 10.352 2894 2896 2899 rBV3 481 329 0.02% 0.003%
67 10.503 2941 2943 2949 rVB 342 188 0.01% 0.002%
68 10.545 2952 2956 2957 rBV 227 185 ©0.01% 0.002%
69 10.577 2961 2966 2968 rBV4 1330 1351 0.10% 0.013%
70 10.644 2983 2987 2988 rBv4 293 222 0.02% 0.002%
71 10.779 3025 3029 3030 rBV 408 258 0.02% 0.002%
72 10.876 3056 3059 3060 rBV 717 369 0.03% 0.003%
73 10.914 3065 3071 3082 rVB4 2983 4767 ©.35% 0.045%
74 11.021 3102 3104 3105 rVWV 397 159 0.01% 0.002%
75 11.037 3105 3109 3114 rVB2 744 746 0.05% 0.007%
76 11.146 3135 3143 3152 rBv4 2177 3021 0.22% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis
77 11.201 3157 3160 3163 rVB3 311 203 0.01% 0.002%
78 11.249 3163 3175 3197 rBV 616517 931126 67.76% 8.800%
79 11.467 3239 3243 3249 rBV3 837 818 0.06% 0.008%
80 11.557 3268 3271 3272 rBV 347 181 ©0.01% 0.002%
81 11.625 3280 3292 3316 rBV 718075 1131629 82.35% 10.694%
82 11.776 3334 3339 3342 rBV3 1165 1154 0.08% 0.011%
83 12.246 3482 3485 3486 rBV 339 176 0.01% 0.002%
84 12.480 3555 3558 3562 rBV2 345 246 0.02% 0.002%
85 12.500 3562 3564 3565 rBV 506 234 0.02% 0.002%
86 12.535 3571 3575 3582 rVB3 513 628 0.05% ©0.006%
87 12.577 3582 3588 3589 rBV2 545 500 0.04% 0.005%
88 12.622 3601 3602 3609 rVB2 428 224 0.02% 0.002%
89 12.657 3611 3613 3619 rVB 406 243 0.02% 0.002%
90 12.808 3658 3660 3663 rBV 240 168 ©0.01% 0.002%
91 13.075 3736 3743 3748 rBV2 329 398 0.03% 0.004%
92 13.175 3770 3774 3779 rBV3 397 370 0.03% 0.003%
93 13.339 3823 3825 3828 rVB2 345 174 0.01% 0.002%
94 13.606 3905 3908 3911 rVB2 270 173 0.01% 0.002%
95 13.625 3911 3914 3917 rBV2 302 160 0.01% 0.002%
96 13.998 4028 4030 4032 rBV2 343 186 ©0.01% 0.002%
97 14.091 4057 4059 4062 rBV 266 207 0.02% 0.002%
98 14.130 4068 4071 4073 rBV 409 291 0.02% 0.003%
99 14.291 4119 4121 4125 rBV2 271 202 0.01% 0.002%
100 14.419 4159 4161 4169 rVB3 401 386 0.03% 0.004%
Sum of corrected areas: 10581568
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV024352.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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.
5.908 3.58 ug/L 53868 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 38
2 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 38
3 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 25
4 4-Chloro-3-fluoropyridine 131 CSH3CI1FN 002546-56-7 25
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 23
Abundance Scan 1514 (5.908 min): VV024352.D\data.ms (-1502) (-) m/z 130.90 100.00%
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Abundance #16720: 2-Chloro-5-methylthiazole “‘H“,H‘%MA“_“W
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m/z 61.00 43.84%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024352.D

Acqg On : 13 Jan 2022 16:12

Operator : SY/MD

Sample : N1114-08ME

Misc : 6.06g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 5.908 3.6 ug/L 53868 1 5.616 752686 50.0
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