LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022175.D

Acqg On : 17 Sep 2021 10:44
Operator : SY/MD

Sample : M3764-20

Misc : 5.0mL/MSVOA_V/WATER

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\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@22175.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 76 82 96 rBV 116497 118016 11.08% 1.476%
2 1.558 154 161 175 rVB 107244 126027 11.83% 1.576%
3 2.165 321 331 359 rVB 234091 351560 33.00%  4.396%
4 2.507 448 456 465 rBV6 2434 4243  0.40% 0.053%
5 2.754 529 533 535 rBV2 471 411 0.04% 0.005%
6 2.828 554 556 558 rBV 215 65 0.01% 0.001%
7 2.847 561 562 566 rBv2 371 231 0.02% 0.003%
8 2.889 573 575 577 rBv2 279 146 0.01% 0.002%
9 3.288 697 699 702 rVB2 325 126 0.01% 0.002%
10 3.349 716 718 719 rVB 142 29 0.00% 0.000%
11 3.41@ 736 737 738 rBV 210 47 0.00% 0.001%
12 3.532 772 775 779 rVB 299 178 0.02% 0.002%
13 3.555 779 782 785 rBV2 270 189 0.02% 0.002%
14 3.593 792 794 798 rBV 185 108 0.01% 0.001%
15 3.802 856 859 863 rBv2 327 360 0.03% 0.005%
16 3.822 863 865 869 rBv2 235 136 0.01% 0.002%
17 3.876 872 882 910 rBV 100001 265614 24.93%  3.322%
18 4.349 1015 1029 1058 rBV 170179 417875 39.22%  5.226%
19 4.632 1113 1117 1119 rBvV3 324 193 0.02% 0.002%
20 4.645 1119 1121 1123 rBV2 340 181 0.02% 0.002%
21  4.667 1126 1128 1134 rVB2 429 433 0.04% 0.005%
22 4.693 1134 1136 1137 rBV 366 122 0.01% 0.002%
23 4.873 1188 1192 1195 rBV3 319 226 0.02% 0.003%
24  5.047 1229 1246 1278 rBV2 416940 1065343 100.00% 13.323%
25 5.471 1376 1378 1379 rVVv2 309 80 0.01% 0.001%
26 5.494 1382 1385 1389 rVB2 377 232  0.02% 0.003%
27 5.619 1412 1424 1453 rBV2 304705 623045 58.48% 7.791%
28 5.905 1501 1513 1533 rBV2 25778 55199 5.18% 0.690%
29 6.072 1552 1565 1596 rBV 236305 492662 46.24% 6.161%
30 6.256 1621 1622 1626 rVB3 492 238 0.02% ©0.003%
31 6.346 1646 1650 1651 rBV 337 218 ©0.02% 0.003%
32 6.526 1703 1706 1707 rBV2 290 142 0.01% 0.002%
33 6.641 1740 1742 1744 rBV2 416 158 0.01% 0.002%
34 6.812 1792 1795 1798 rVB2 260 140 0.01% 0.002%
35 6.863 1806 1811 1814 rBV2 199 228 0.02% 0.003%

36 6.989 1838 1850 1870 rBV 122148 224772 21.10%  2.811%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022175.D

Acqg On : 17 Sep 2021 10:44
Operator : SY/MD

Sample : M3764-20

Misc : 5.0mL/MSVOA_V/WATER

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\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 7.201 1911 1916 1919 rBV4 1147 1047 0.10% 0.013%
38 7.317 1940 1952 1970 rBV 473682 834014 78.29% 10.430%
39 7.622 2038 2047 2079 rBV 83646 151586 14.23% 1.896%
40 7.783 2095 2097 2100 rVB 530 316 ©0.03% 0.004%
41  7.825 2108 2110 2114 rBV3 432 187 ©0.02% 0.002%
42 7.947 2144 2148 2152 rBV2 524 480 0.05% 0.006%
43 8.056 2179 2182 2183 rBV2 402 222 0.02% 0.003%
44  8.092 2183 2193 2226 rVW2 276716 528750 49.63% 6.612%
45  8.448 2302 2304 2305 rBvV2 233 61 0.01% 0.001%
46  8.580 2344 2345 2350 rBV 350 213 0.02% ©0.003%
47  8.616 2354 2356 2358 rVV2 407 212 0.02% ©0.003%
48 8.632 2359 2361 2364 rVB 699 374 0.04% 0.005%
49 8.712 2383 2386 2389 rBV2 382 306 0.03% 0.004%
50 8.754 2397 2399 2402 rBV2 156 76 0.01% 0.001%
51 8.854 2418 2430 2456 rBV 473272 765222 71.83% 9.569%
52 9.120 2508 2513 2515 rBV 350 377 0.04% 0.005%
53 9.445 2611 2614 2618 rBv2 283 243 0.02% 0.003%
54 9.886 2747 2751 2753 rBV 216 160 0.02% 0.002%
55  9.937 2764 2767 2770 rBvV2 228 130 0.01% 0.002%
56 10.130 2820 2827 2836 rBV5 2145 3092 0.29% 0.039%
57 10.169 2837 2839 2843 rVB 411 184 0.02% 0.002%
58 10.220 2843 2855 2876 rBV 316722 507662 47.65% 6.349%
59 10.333 2888 2890 2896 rVB4 677 449 0.04% 0.006%
60 10.426 2915 2919 2922 rBV2 297 224 0.02% 0.003%
61 10.538 2952 2954 2956 rBV 393 181 ©0.02% 0.002%
62 10.657 2989 2991 2992 rBV 252 100 0.01% 0.001%
63 10.815 3036 3040 3041 rBV 215 158 0.01% ©0.002%
64 10.966 3085 3087 3090 rVB 305 163 0.02% 0.002%
65 11.146 3138 3143 3145 rBV4 837 678 ©0.06% ©0.008%
66 11.194 3156 3158 3164 rBV2 291 168 0.02% 0.002%
67 11.252 3164 3176 3195 rBV 442903 692049 64.96% 8.654%
68 11.625 3280 3292 3316 rBV 469809 756049 70.97%  9.455%
69 11.747 3326 3330 3333 rBV2 644 444 0.04% 0.006%
70 11.876 3368 3370 3372 rVB 362 95 0.01% 0.001%
71 11.934 3382 3388 3392 rBV2 407 488 0.05% 0.006%
72 12.040 3419 3421 3423 rBV2 277 141 0.01% 0.002%
73 12.230 3478 3480 3483 rBV 286 145 0.01% 0.002%
74 12.590 3589 3592 3595 rBV 314 203 0.02% 0.003%
75 12.606 3595 3597 3605 rVB4 528 433 0.04% 0.005%
76 12.664 3613 3615 3620 rBV 339 208 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022175.D

Acqg On : 17 Sep 2021 10:44
Operator : SY/MD

Sample : M3764-20

Misc : 5.0mL/MSVOA_V/WATER

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\SFAMVLMO82721WMA.M

Title : VOC Analysis

77 13.027 3726 3728 3731 rBV2 343 230 0.02% 0.003%
Sum of corrected areas: 7996493
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91721\

: We22175.D

: 17 Sep 2021 10:44

: SY/MD

. M3764-20

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091721\
Data File : VV022175.D

Acqg On : 17 Sep 2021 10:44
Operator : SY/MD

Sample : M3764-20

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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.
5.905 4.43 ug/L 55199 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 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
3 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
4 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 27
5 2-Chloro-4-fluoropyridine 131 CS5H3C1FN 1000484-44-8 23

Abundance Scan 1513 (5.905 min): VV022175.D\data.ms (-1501) (-) m/z 132.90 100.00%

95.9 132.9
5000 61.0
e
36.9 | ‘ 5.60 5.80 6.00 6.20
L L m/z 130.90  96.91%
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 T T T T T[T I T[T T rrrT]
1310 5.60 5.80 6.00 6.20
15.0 m/z 95.90 93.26%
0 1360, Gl 1550 190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31547: Dihydro-4,5-dichloro-2(3H)furanone
96.0
61.0 Y TS maa
5.60 5.80 6.00 6.20
5000 m/z 97.90  58.51%
126.0
P NP SN N T~
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)- “‘H“‘H‘WMQ“_“‘
61.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 44.14%
5000
26.0 ‘ /\
oH‘wJ‘H‘u‘Mlm!‘mwum}‘M,HH,HHWH_HW LYY SN AN
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@91721\
Data File : VV022175.D

Acqg On : 17 Sep 2021 10:44
Operator : SY/MD

Sample : M3764-20

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.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 5.905 4.4 ug/L 55199 1 5.619 623045 50.0
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