LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021959.D

Acqg On : 26 Aug 2021 16:03

Operator : SY/MD

Sample : M3526-18ME

Misc : 2.37g/5.0emL/100uL/5.0emL/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\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21959.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 74 81 108 rBV 116267 166709 12.19% 1.303%
2 1.529 148 152 164 rBV 41257 44854 3.28% 0.351%
3  2.079 312 323 335 rBV 268008 389024 28.44%  3.041%
4  2.490 442 451 464 rVB5 10194 20508 1.50% 0.160%
5 2.725 517 524 525 rBV3 2008 1743 0.13% 0.014%
6 3.018 603 615 628 rBV5 4580 10238 0.75% ©0.080%
7 3.741 826 840 855 rVB4 3899 10518 ©0.77% ©0.082%
8 3.883 874 884 917 rBV 68186 243651 17.81% 1.904%
9 4.339 1009 1026 1059 rVV2 192206 522763 38.21% 4.086%
10 4.606 1102 1109 1113 rBV7 1194 1189 0.09% 0.009%
11  4.658 1113 1125 1140 rVB6 8210 20714 1.51% 0.162%
12 4.738 1145 1150 1151 rBv4 1287 1001 0.07% 0.008%
13 4.892 1187 1198 1213 rBV7 4274 12121 0.89% 0.095%
14 5.034 1225 1242 1272 rBV2 540337 1339270 97.90% 10.467%
15 5.233 1296 1304 1305 rBV6 1745 2254 0.16% ©0.018%
16 5.330 1317 1334 1345 rBVS 5942 17604 1.29% 0.138%
17 5.481 1369 1381 1402 rBV3 18041 38392 2.81% 0.300%
18 5.609 1408 1421 1453 rBV 453004 947914 69.29%  7.409%
19 5.895 1499 1510 1532 rBv2 31679 70092 5.12% 0.548%
20 5.985 1533 1538 1539 rBV6 992 862 0.06% 0.007%
21 6.066 1548 1563 1576 rBV 278342 596819 43.63% 4.665%
22 6.355 1645 1653 1659 rBVS5S 1836 2883 0.21% 0.023%
23  6.448 1676 1682 1683 rBV3 1469 1196 0.09% 0.009%
24  6.635 1729 1740 1750 rVVv7 2401 6070 0.44% 0.047%
25 6.912 1819 1826 1836 rBV6 2874 5096 0.37% 0.040%
26 6.982 1837 1848 1875 rW 154590 302811 22.14% 2.367%
27 7.259 1926 1934 1937 rBV7 3302 4191 0.31% 0.033%
28 7.313 1939 1951 1963 rVW 645121 1147798 83.90% 8.971%
29 7.384 1963 1973 2000 rVB 779435 1367975 100.00% 10.692%
30 7.567 2023 2030 2037 rVB4 3271 4842 0.35% 0.038%
31 7.622 2037 2047 2071 rBV 106196 209582 15.32% 1.638%
32 7.780 2090 2096 2099 rBVS5 1492 1865 0.14% 0.015%
33 7.973 2149 2156 2172 rVB6 5825 11087 0.81% 0.087%
34 8.101 2182 2196 2233 rBV2 267996 616865 45.09% 4.821%
35 8.291 2247 2255 2261 rVB6 3565 5882 0.43% 0.046%
36 8.346 2266 2272 2274 rBV6 2383 2443 0.18% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021959.D

Acqg On : 26 Aug 2021 16:03

Operator : SY/MD

Sample : M3526-18ME

Misc : 2.37g/5.0emL/100uL/5.0emL/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\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 8.432 2296 2299 2305 rVB4 869 663 0.05% ©0.005%
38 8.506 2315 2322 2324 rBV5 893 1031 ©0.08% 0.008%
39 8.567 2335 2341 2346 rVVé6 1919 2806 0.21% 0.022%
40  8.590 2346 2348 2353 rVB4 1165 995 0.07% 0.007%
41  8.670 2366 2373 2379 rVB6 1883 2443 0.18% 0.019%
42 8.792 2405 2411 2417 rVB4 1661 1890 0.14% 0.015%
43 8.854 2417 2430 2451 rBV 681295 1180297 86.28% 9.225%
44  9.021 2475 2482 2494 rVB3 5523 9288 0.68% 0.073%
45  9.143 2511 2520 2531 rBV2 13599 24077 1.76% ©.188%
46  9.207 2534 2540 2548 rVB5 5381 7141 ©0.52% 0.056%
47  9.477 2617 2624 2631 rBv4 1418 2084 0.15% 0.016%
48 9.548 2636 2646 2660 rBV3 10505 18352 1.34% 0.143%
49 9.673 2677 2685 2689 rBV6 1799 2601 0.19% 0.020%
50 9.802 2716 2725 2733 rBV7 2328 3639 0.27% 0.028%
51 9.850 2733 2740 2743 rBV3 1719 1794 0.13% 0.014%
52 9.937 2759 2767 2776 rVV5 2556 4367 0.32% 0.034%
53 10.021 2785 2793 2797 rBV4 685 1097 0.08% 0.009%
54 10.127 2818 2826 2837 rvVB2 5814 9620 0.70% 0.075%
55 10.220 2843 2855 2876 rBV 389402 636092 46.50% 4.972%
56 10.320 2881 2886 2888 rBV6 902 877 0.06% 0.007%
57 10.362 2893 2899 2907 rvv2 2622 3711  0.27% 0.029%
58 10.455 2918 2928 2937 rBV7 5369 10191 0.74% ©.080%
59 10.548 2949 2957 2961 rBV5 3099 4805 0.35% 0.038%
60 10.580 2961 2967 2977 rVB4 7874 11517 0.84% 0.090%
61 10.744 3008 3018 3029 rBV4 4155 7908 0.58% 0.062%
62 10.879 3050 3060 3065 rvv4 2369 4741 0.35% 0.037%
63 10.921 3065 3073 3087 rVB 16049 25995 1.90% 0.203%
64 11.098 3122 3128 3136 rVB8 2631 4019 0.29% 0.031%
65 11.156 3138 3146 3153 rVB9 3223 5217 ©0.38% 0.041%
66 11.198 3156 3159 3165 rVB6 1902 1654 0.12% 0.013%
67 11.252 3165 3176 3197 rBV 882600 1348077 98.55% 10.536%
68 11.378 3212 3215 3218 rBV5S 1455 1403 0.10% 0.011%
69 11.426 3228 3230 3238 rVB6 3733 4318 0.32% 0.034%
70 11.471 3240 3244 3251 rVB5 1987 2446 0.18% 0.019%
71 11.628 3281 3293 3317 rVB 738589 1198354 87.60% 9.366%
72 11.792 3335 3344 3351 rBV3 11167 16486 1.21% 0.129%
73 11.905 3376 3379 3381 rBV 1071 758 0.06% ©0.006%
74 12.024 3412 3416 3422 rVB5 2741 2585 0.19% 0.020%
75 12.255 3479 3488 3489 rBV6 1731 1896 ©0.14% 0.015%
76 12.381 3516 3527 3530 rBV7 2181 3878 0.28% 0.030%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082621\
Data File : VV021959.D

Acqg On : 26 Aug 2021 16:03

Operator : SY/MD

Sample : M3526-18ME

Misc : 2.37g/5.0emL/100uL/5.0emL/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\SFAMVLMO81621WMA.M
Title : VOC Analysis
77 12.468 3551 3554 3561 rVB5 2434 2418 0.18% 0.019%
78 12.558 3574 3582 3585 rBV7 1303 1416 0.10% 0.011%
79 12.734 3628 3637 3645 rBV7 2320 4092 0.30% 0.032%
80 12.799 3652 3657 3658 rBV3 1464 1155 ©0.08% 0.009%
81 12.850 3670 3673 3674 rBV2 1051 614 0.04% 0.005%
82 12.886 3678 3684 3697 rVVv4 10497 16477 1.20% 0.129%
83 13.005 3713 3721 3724 rBV4 1833 2249 0.16% 0.018%
84 13.046 3727 3734 3742 rVV1e 2072 3494 0.26% 0.027%
85 13.191 3775 3779 3781 rVB4 884 621 ©0.05% ©0.005%
86 13.217 3781 3787 3788 rBV5 1092 1072 0.08% 0.008%
87 13.271 3800 3804 3810 rVB6 2977 2927 0.21% 0.023%
88 13.513 3872 3879 3888 rVB2 7050 11062 ©0.81% ©0.086%
89 13.625 3911 3914 3915 rBV3 1027 614 0.04% 0.005%
90 13.693 3932 3935 3938 rBV4 857 692 0.05% ©0.005%
91 13.750 3949 3953 3955 rBV4 837 784 0.06% ©0.006%
92 14.040 4038 4043 4045 rBVS5 1616 1554 0.11% 0.012%
93 14.082 4051 4056 4057 rBV5 1535 1278 0.09% 0.010%
94 14.207 4091 4095 4098 rBV4 1210 992 0.07% 0.007%
95 14.252 4106 4109 4111 rBV3 881 670 0.05% 0.005%
96 14.419 4158 4161 4167 rBV6 1225 1230 0.09% 0.010%
97 14.448 4167 4170 4171 rBV3 1300 684 0.05% 0.005%
98 14.641 4220 4230 4238 rBV4 5322 9410 0.69% 0.074%
99 14.766 4267 4269 4271 rBV3 1475 733 0.05% 0.006%
100 14.818 4280 4285 4292 rBV5 6586 8630 0.63% 0.067%
Sum of corrected areas: 12794627
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82621\

: VV021959.D

: 26 Aug 2021 16:03

: SY/MD

: M3526-18ME

: 2.37g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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\VVv082621\
Data File : VV021959.D

Acqg On : 26 Aug 2021 16:03

Operator : SY/MD

Sample : M3526-18ME

Misc : 2.37g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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.
5.895 3.70 ug/L 70092 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 2-Chloro-4-fluoropyridine 131 CSH3C1FN 1000484-44-8 38
3 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 27
4 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 27
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25

Abundance Scan 1510 (5.895 min): VV021959.D\data.ms (-1499) (-) m/z 95.90 100.00%

95.9 130.9
5000 61.0
AP e
36.9 | ‘ | 5.60 5.80 6.00 6.20
L RS 1 P m/z 130.98  99.85%
miz--> 20 40 60 80 100 120 140
Abundance #3039: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 L L L BN LR
5.60 5.80 6.00 6.20
26.0 m/z 132.90  99.56%
0
miz--> 20 40 60 80 100 120 140
Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0
R R R
5.60 5.80 6.00 6.20
5000 m/z 97.90 67.32%
76.0
51.0
YN S PO -2 N
miz--> 20 40 60 80 100 120 140
Abundance #15852: 4-Chloro-3-fluoropyridine AEEmGEEES R
131.0 5.60 5.80 6.00 6.20
96.0 m/z 61.00 45.97%
5000
69.0
50.0
PN O NRURRD W U -1 N P N £ W
m/z--> 20 40 60 80 100 120 140 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\VVv082621\
Data File : VV021959.D

Acqg On : 26 Aug 2021 16:03

Operator : SY/MD

Sample : M3526-18ME

Misc : 2.37g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 5.895 3.7 ug/L 70092 1 5.609 947914 50.0
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