LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103123WMA.M
Title : VOC Analysis

Signal : TIC: VV@32795.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 68 74 85 rBV 198369 207582 15.16%  1.935%
2 1.417 112 117 130 rVB3 47303 56384 4.12% 0.526%
3 1.532 146 153 165 rVB 181113 214945 15.70% 2.004%
4 2.060 308 317 333 rBV 307963 446350 32.59% 4.161%
5 2.552 463 470 472 rBV7 2817 3363 0.25% 0.031%
6 2.831 556 557 560 rBv3 1931 742 0.05% 0.007%
7 2.876 569 571 572 rVv2 1678 761 0.06% 0.007%
8 2.902 576 579 582 rVB5 1457 859 0.06% 0.008%
9 3.011 611 613 616 rvVB5 1606 708 0.05% 0.007%
106 3.050 623 625 628 rVB4 1395 951 ©0.07% 0.009%
11 3.137 649 652 655 rBv4 1064 673 0.05% 0.006%
12 3.150 655 656 661 rVvB4 1538 967 0.07% 0.009%
13 3.182 661 666 669 rBv6 1720 1599 0.12% 0.015%
14 3.198 669 671 677 rVB8 1595 1130 0.08% 0.011%
15 3.294 699 701 704 rBV3 985 728 0.05% 0.007%
16 3.513 766 769 770 rBV3 2174 1038 0.08% 0.010%
17 3.548 775 780 784 rVB8 1907 1577 0.12% 0.015%
18 3.619 799 802 806 rVB4 1689 1391 0.10% 0.013%
19 3.786 846 854 887 rBV 84500 235672 17.21% 2.197%
20 4.169 970 973 974 rBvV3 1928 1020 0.07% 0.010%
21  4.249 986 998 1021 rBV 210972 531832 38.83% 4.957%
22 4.465 1061 1065 1070 rBvVS8 1700 1701 0.12% 0.016%
23 4.590 1100 1104 1106 rVB4 1693 1320 0.10% 0.012%
24  4.606 1106 1109 1110 rBV2 1938 994 0.07% 0.008%
25 4.889 1193 1197 1198 rBV4 1715 1149 0.08% 0.011%
26 4.957 1202 1218 1237 rBV2 520001 1369508 100.00% 12.766%
27 5.429 1361 1365 1367 rBvV4 1719 1023 0.097% 0.010%
28 5.458 1372 1374 1375 rBV2 1674 741 0.05% 0.007%
29 5.535 1385 1398 1414 rBV 378046 788195 57.55% 7.347%
30 5.989 1528 1539 1573 rBV 299793 661835 48.33% 6.169%
31 6.339 1646 1648 1650 rBvV3 1374 664 0.05% 0.006%
32 6.593 1725 1727 1730 rBV4 1575 739 0.05% 0.007%
33 6.728 1767 1769 1772 rVB4 1993 904 0.07% 0.008%
34 6.915 1816 1827 1853 rBV2 157104 321915 23.51% 3.001%
35 7.246 1918 1930 1963 rBV 613229 1151201 84.06% 10.731%
36 7.506 2009 2011 2013 rBV3 1483 926 ©.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103123WMA.M
Title : VOC Analysis
37 7.555 2017 2026 2048 rVV 116458 223833 16.34% 2.086%
38 7.847 2114 2117 2118 rBV3 1884 1325 0.10% 0.012%
39 8.027 2164 2173 2200 rVV 292227 593547 43.34% 5.533%
40 8.786 2398 2409 2439 rBV 655793 1100736 80.37% 10.260%
41  9.085 2498 2502 2503 rBv4 2322 13706 0.10% 0.013%
42 9.313 2571 2573 2576 rBV3 1182 938 0.07% 0.009%
43  9.403 2599 2601 2604 rBV4 1589 880 0.06% ©0.008%
44  9.834 2733 2735 2738 rVB4 2305 1054 0.08% 0.010%
45  9.863 2740 2744 2746 rBV5 1796 1018 0.07% 0.009%
46 9.879 2746 2749 2751 rBv4 2257 1350 0.10% 0.013%
47 10.156 2823 2835 2854 rBV 434338 711231 51.93% 6.630%
48 10.439 2920 2923 2924 rBvV2 1686 895 0.07% 0.008%
49 10.471 2929 2933 2938 rVVv8 2168 2625 0.19% 0.024%
50 10.506 2942 2944 2947 rVB3 1426 841 0.06% 0.008%
51 10.567 2961 2963 2965 rBvV3 1656 691 ©0.05% 0.006%
52 10.593 2969 2971 2973 rBvV3 1849 1071 0.08% 0.010%
53 10.632 2980 2983 2984 rBV3 1487 725 0.05% 0.007%
54 10.702 3003 3005 3008 rBV4 1428 942 0.07% 0.009%
55 10.812 3036 3039 3043 rVB5 1603 1201 0.09% 0.011%
56 10.841 3043 3048 3050 rBV6 1729 1479 0.11% 0.014%
57 10.857 3050 3053 3055 rBV4 1210 763 0.06% 0.007%
58 10.918 3069 3072 3074 rVB5 2276 959 0.07% 0.009%
59 10.992 3091 3095 3100 rVBS8 1523 1610 0.12% 0.015%
60 11.030 3104 3107 3108 rBV3 2095 1087 ©0.08% 0.010%
61 11.091 3124 3126 3129 rBV4 1611 841 0.06% ©0.008%
62 11.114 3129 3133 3134 rBV4 1801 1066 0.08% 0.010%
63 11.188 3145 3156 3177 rBV 628346 966782 70.59% 9.012%
64 11.445 3234 3236 3238 rBV3 1645 831 0.06% 0.008%
65 11.468 3241 3243 3246 rVB3 2001 876 0.06% 0.008%
66 11.490 3246 3250 3253 rBV6 1567 1161 ©0.08% 0.011%
67 11.564 3261 3273 3295 rBV 643897 1036765 75.70% 9.664%
68 11.818 3349 3352 3354 rBV4 2255 1122 0.08% 0.010%
69 11.921 3380 3384 3385 rBV4 2097 1679 0.12% 0.016%
70 12.040 3418 3421 3424 rBV5 1567 971 0.07% 0.009%
71 12.059 3425 3427 3430 rBV4 1116 665 ©0.05% 0.006%
72 12.133 3448 3450 3453 rBV4 1020 726 0.05% 0.007%
73 12.175 3460 3463 3465 rBv4 1096 796 0.06% ©0.007%
74 12.191 3466 3468 3473 rVB5 2092 1666 ©0.12% 0.016%
75 12.313 3504 3506 3509 rBV3 1517 921 0.07% 0.009%
76 12.419 3535 3539 3540 rBV4 1448 964 ©0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103123WMA.M
Title : VOC Analysis
77 12.548 3576 3579 3582 rBV5 1262 910 ©0.07% 0.008%
78 12.583 3586 3590 3594 rBV7 3425 3472 0.25% 0.032%
79 12.619 3599 3601 3604 rVvVv4 1675 707 0.05% 0.007%
80 12.648 3607 3610 3611 rBV3 1409 831 0.06% 0.008%
81 12.744 3635 3640 3641 rBV5 1994 1721 0.13% 0.016%
82 12.812 3659 3661 3665 rVB5 1957 1176 0.09% 0.011%
83 12.831 3665 3667 3670 rBV4 1393 785 0.06% 0.007%
84 12.853 3670 3674 3676 rVB4 1353 802 0.06% 0.007%
85 12.866 3676 3678 3680 rBV3 1610 666 0.05% 0.006%
86 13.162 3764 3770 3771 rBVS 2109 1795 0.13% 0.017%
87 13.307 3812 3815 3820 rVB7 1697 1201 0.09% 0.011%
88 13.384 3836 3839 3842 rBV5 1522 1334 0.10% 0.012%
89 13.451 3853 3860 3870 rVB5 6348 9766 0.71% 0.091%
90 13.509 3875 3878 3880 rBV4 1557 1163 0.08% 0.011%
91 13.522 3880 3882 3885 rVB4 1745 1007 0.097% 0.009%
92 13.577 3896 3899 3904 rVB6 2811 1964 0.14% 0.018%
93 13.612 3904 3910 3913 rBV8 2329 1819 0.13% 0.017%
94 13.738 3946 3949 3953 rVB5 1192 936 0.07% 0.009%
95 13.818 3966 3974 3979 rBV9 2400 3425 0.25% 0.032%
96 13.969 4017 4021 4022 rBV3 1405 877 0.06% 0.008%
97 14.111 4060 4065 4069 rBVS8 2128 2134 0.16% ©0.020%
98 14.213 4093 4097 4099 rBV4 2262 1884 ©0.14% 0.018%
99 14.541 4197 4199 4202 rBV4 1566 855 0.06% 0.008%
100 15.326 4439 4443 4451 rBV1o 2601 3710 0.27% 0.035%
Sum of corrected areas: 10727940
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV032795.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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.
1.417 3.58 ug/L 56384 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-chloro-3-fluoro- 130 C6HACILF 000625-98-9 47
2 Benzene, 1-chloro-4-fluoro- 130 C6HACLF 000352-33-0 25
3 Benzene, 1l-chloro-2-fluoro- 130 C6HACIF 000348-51-6 25
4 3-Pyridinol 95 C5H5NO 000109-00-2 14
5 Benzene, 1-chloro-3-fluoro- 130 C6HACLF 000625-98-9 14
Abundance Scan 117 (1.417 min): VV032795.D\data.ms (-112) (-) m/z 94.90 100.00%
94.9
129.9
5000 69.0
43.9

A

‘ ‘ | | Ji7s 1.20 1.40 1.60 1.80
omwH‘WM‘W‘aww,‘u‘wmwwwwww}m_ m/z 129.95  52.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #15348: Benzene, 1-chloro-3-fluoro-

130.0
5000 LN L L L L L A L
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50.0
O\H\‘\.\0\1‘\\“\1‘\”1‘\‘\‘\HM’\\1\‘\\‘1‘\‘H\\‘H\\‘\H\‘\H\‘\\H‘\
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Abundance #15350: Benzene, 1-chloro-4-fluoro-
130.0
95.0 1.20 1.40 1.60 1.80
5000 m/z 110.85 38.47%
50.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15352: Benzene, 1-chloro-2-fluoro- A
130.0 1.20 1.40 1.60 1.80
m/z 43.90 35.51%
5000 95.0
50.0
I Y T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1.20 1.40 1.60 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv103123\
Data File : VV@32795.D

Acqg On : 31 Oct 2023 13:54
Operator : SY/MD

Sample : 05132-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 1.417 3.6 ug/L 56384 1 5.535 788195 50.0
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