LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022057.D

Acqg On : 01 Sep 2021 10:14

Operator : SY/MD

Sample : VV0901MBLO1

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

ALS vial : 3  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@22057.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 97 rVB 210629 212969 15.74%  2.059%
2 1.564 156 163 177 rVB 164406 191155 14.13% 1.848%
3 2.1065 321 331 346 rBV 341473 495613 36.64% 4.791%
4 2.580 476 479 482 rBvV2 628 572 0.04% 0.006%
5 2.719 520 522 525 rVB 447 217 0.02% 0.002%
6 2.883 569 573 578 rVB 389 418 0.03% 0.004%
7 2.908 578 581 583 rBV 262 194 0.01% 0.002%
8 3.188 666 668 672 rVB2 318 185 ©0.01% 0.002%
9 3.432 740 744 747 rBV2 260 216 0.02% 0.002%
10 3.471 752 756 757 rBvV2 283 214 0.02% 0.002%
11  3.519 769 771 775 rVB2 314 225 0.02% 0.002%
12 3.551 776 781 784 rBV2 452 410 0.03% 0.004%
13 3.725 829 835 836 rBV 397 331 0.02% 0.003%
14 3.767 843 848 852 rVB3 345 305 0.02% 0.003%
15 3.873 872 881 912 rBV 101871 268762 19.87%  2.598%
16 4.349 1012 1029 1059 rBV 205013 528958 39.10% 5.114%
17 4.670 1126 1129 1132 rBV2 567 336 ©0.02% 0.003%
18 4.789 1164 1166 1170 rBV3 331 186 ©0.01% 0.002%
19 5.047 1228 1246 1279 rBV2 529586 1352813 100.00% 13.078%
20 5.403 1355 1357 1360 rBV2 418 268 0.02% ©0.003%
21 5.442 1367 1369 1374 rVB3 520 408 0.03% 0.004%
22 5.471 1374 1378 1379 rBV 615 302 0.02% 0.003%
23 5.538 1397 1399 1404 rVB 381 248 0.02% 0.002%
24  5.564 1404 1407 1411 rBV2 354 359 0.03% 0.003%
25 5.616 1411 1423 1455 rBV 394343 802131 59.29% 7.755%
26 5.905 1502 1513 1538 rVB2 29451 63685 4.71% 0.616%
27 6.069 1550 1564 1595 rBV 292136 604950 44.72%  5.848%
28 6.355 1648 1653 1656 rVB4 579 492 0.04% 0.005%
29 6.497 1693 1697 1699 rBV 287 176 0.01% 0.002%
30 6.606 1727 1731 1734 rBV2 400 204 0.02% 0.002%
31 6.747 1771 1775 1780 rVB2 410 338 0.02% 0.003%
32 6.773 1780 1783 1785 rBV 269 179 0.01% 0.002%
33  6.985 1838 1849 1875 rBV 159226 295622 21.85% 2.858%
34 7.317 1939 1952 1970 rBV 652451 1120383 82.82% 10.831%
35 7.622 2036 2047 2072 rBV 107749 192485 14.23% 1.861%
36 7.873 2123 2125 2127 rBV 299 188 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022057.D

Acqg On : 01 Sep 2021 10:14

Operator : SY/MD

Sample : VV0901MBLO1

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

ALS vial : 3  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 7.960 2148 2152 2154 rBV2 309 320 0.02% 0.003%
38 7.976 2154 2157 2158 rBV2 595 374 0.03% 0.004%
39 8.046 2175 2179 2181 rBV2 494 233 0.02% 0.002%
40 8.088 2181 2192 2237 rBV2 282928 572739 42.34% 5.537%
41  8.442 2300 2302 2304 rVB2 386 173 0.01% 0.002%
42 8.506 2319 2322 2323 rBV2 360 180 0.01% 0.002%
43  8.580 2342 2345 2348 rBV2 375 230 0.02% 0.002%
44  8.619 2354 2357 2359 rBvV2 693 400 0.03% 0.004%
45  8.706 2380 2384 2387 rVB3 269 203 0.02% 0.002%
46 8.744 2393 2396 2401 rVB2 272 191 0.01% 0.002%
47  8.770 2401 2404 2408 rBV3 394 302 0.02% 0.003%
48  8.812 2412 2417 2418 rBV2 278 205 0.02% 0.002%
49 8.853 2418 2430 2459 rBV 603522 987562 73.00% 9.547%
50 9.214 2540 2542 2544 rBV 350 204 0.02% 0.002%
51 9.242 2548 2551 2552 rBV2 513 245 0.02% 0.002%
52 9.426 2604 2608 2610 rBV 307 199 0.01% 0.002%
53 9.448 2611 2615 2616 rBv2 223 184 0.01% 0.002%
54 9.545 2640 2645 2646 rBvV3 565 450 0.03% 0.004%
55 9.625 2667 2670 2674 rVB2 291 213  0.02% 0.002%
56 9.651 2674 2678 2681 rBV 303 198 0.01% 0.002%
57 9.683 2685 2688 2693 rvv3 527 405 0.03% 0.004%
58 9.744 2704 2707 2710 rvv2 468 308 0.02% 0.003%
59 9.805 2722 2726 2729 rVB2 292 204 0.02% 0.002%
60 9.898 2754 2755 2758 rVB 447 209 0.02% 0.002%
61 10.088 2809 2814 2817 rBV2 404 343 0.03% 0.003%
62 10.101 2817 2818 2820 rVV 591 240 0.02% 0.002%
63 10.133 2820 2828 2837 rVB3 3301 5376 ©.40% 0.052%
64 10.217 2842 2854 2879 rBV 360064 577920 42.72% 5.587%
65 10.416 2913 2916 2918 rBV3 396 252  0.02% 0.002%
66 10.474 2931 2934 2937 rBV3 383 269 0.02% 0.003%
67 10.535 2948 2953 2955 rBV2 781 691 ©0.05% 0.007%
68 10.776 3025 3028 3031 rBV2 407 293 0.02% 0.003%
69 10.796 3032 3034 3040 rVB4 593 576 0.04% 0.006%
70 10.831 3043 3045 3049 rBV3 513 393 0.03% 0.004%
71 10.889 3059 3063 3065 rBV 428 339 0.03% 0.003%
72 10.924 3066 3074 3080 rVB5 3575 4914 0.36% 0.048%
73 11.030 3105 3107 3108 rBV5 605 274 0.02% ©0.003%
74 11.146 3134 3143 3145 rBV5S 1257 1259 0.09% 0.012%
75 11.191 3152 3157 3164 rBV6 1706 1949 0.14% 0.019%

76 11.249 3164 3175 3202 rBV 617148 993369 73.43% 9.603%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022057.D

Acqg On : 01 Sep 2021 10:14

Operator : SY/MD

Sample : VV0901MBLO1

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

ALS vial : 3  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 11.461 3239 3241 3246 rVB2 746 435 0.03% 0.004%
78 11.490 3247 3250 3256 rVB2 542 420 0.03% 0.004%
79 11.625 3280 3292 3311 rBV 631684 1016514 75.14% 9.827%
80 11.837 3355 3358 3359 rBV 336 178 0.01% 0.002%
81 11.969 3396 3399 3402 rBV2 364 285 0.02% 0.003%
82 12.059 3425 3427 3428 rBV2 345 174 0.01% 0.002%
83 12.120 3443 3446 3451 rBV3 410 336 0.02% 0.003%
84 12.435 3540 3544 3547 rVB2 560 330 0.02% 0.003%
85 12.451 3547 3549 3552 rBV2 278 208 0.02% 0.002%
86 12.490 3559 3561 3564 rBV 347 205 0.02% 0.002%
87 12.509 3565 3567 3572 rVB3 376 215 0.02% 0.002%
88 12.603 3594 3596 3599 rBV2 342 194 0.01% 0.002%
89 12.648 3604 3610 3611 rBV4 2646 1982 0.15% 0.019%
90 12.709 3627 3629 3632 rBV3 358 197 0.01% 0.002%
91 12.821 3659 3664 3667 rBV 415 371 0.03% 0.004%
92 12.930 3696 3698 3702 rVB 464 225 0.02% 0.002%
93 13.178 3773 3775 3780 rVB3 471 305 0.02% 0.003%
94 13.217 3785 3787 3791 rVv2 353 269 0.02% 0.003%
95 13.271 3794 3804 3812 rVB4 3813 5817 ©.43% 0.056%
96 13.342 3823 3826 3829 rBV2 427 303 0.02% 0.003%
97 13.512 3870 3879 3890 rVV 9755 15251 1.13% 0.147%
98 13.754 3945 3954 3964 rBV5 5243 8391 0.62% 0.081%
99 13.811 3969 3972 3974 rBV 474 319 0.02% 0.003%
100 14.088 4056 4058 4060 rBV 380 220 0.02% 0.002%
Sum of corrected areas: 10344029
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90121\

: VWe22057.D

: 01 Sep 2021 10:14

: SY/MD

: VV@901MBLO1

: 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
Time-->
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TIC: VV022057.D\data.ms

5.047

5.616

2.105
6.069

1.304 4.349
1.564

3.873

5.905
2.580712888B 3.188 33EADB326 4.62(0r89 6.35549
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TIC: VV022057.D\data.ms
7.317 8.853 11.249 11.625

10.217

8.088

6.985

0
Time-->
Abundance
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667473 7.9 8.8 D24 A RRRHE A8 10.aaF35I0TEERO B 18 ].’I].’I.MH[% 11.83796D¢
— T L= B ~——7 T T T T T T
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TIC: VV022057.D\data.ms

Time-->
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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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090121\
Data File : VV022057.D

Acqg On : 01 Sep 2021 10:14

Operator : SY/MD

Sample : VVe901MBLO1

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

ALS vial : 3  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 3.97 ug/L 63685 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 23
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 23
5 2-Chloro-5-methylthiazole 133 C4HA4CINS 033342-65-3 12
Abundance Scan 1513 (5.905 min): VV022057.D\data.ms (-1502) (-) m/z 132.90 100.00%
95.9 132.9
5000 61.0 /\
 AAEEaaEET
36.9 ‘ 1141 5.60 5.80 6.00 6.20
bl S m/z 95.90 95.31%
mlz--> 20 40 60 80 100 120 140 160
Abundance #3039: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 L L R R B R
5.60 5.80 6.00 6.20
26.0 m/z 130.90 94.08%
OH
m/z--> 20 40 60 80 100 120 140 160
Abundance #31547: Dihydro-4,5-dichloro-2(3H)furanone
96.0
61'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
5000 m/z 97.90 65.42%
126.0
42.0 | | 154.0
bt Wy 1540
miz--> 20 40 60 80 100 120 140 160
Abundance #15851: 2-Chloro-4-fluoropyridine H““W“‘M_&m‘_“‘
96.0 131.0 5.60 5.80 6.00 6.20
m/z 61.00 45.90%
5000
76.0
51.0
oot b 1140
m/z--> 20 40 60 80 100 120 140 160 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@90121\
Data File : VV022057.D

Acqg On : 01 Sep 2021 10:14

Operator : SY/MD

Sample : VV0901MBLO1

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

ALS vial : 3  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 4.0 ug/L 63685 1 5.616 802131 50.0
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