LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082924\
Data File : VV037146.D

Acqg On : 29 Aug 2024 11:07

Operator : SY/MD

Sample : P3733-22

Misc : 10.00G/10mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37146.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.188 42 46 47 rBvV2 2509 1588 0.02% 0.002%
2 1.214 50 54 60 rvv3 5128 6068 0.07% 0.006%
3 1.278 66 74 97 rBV 349793 478312 5.37% 0.505%
4 1.426 110 120 121 rBV4 17349 23136 0.26% 0.024%
5 1.506 140 145 158 rBV 180182 203324  2.28% 0.215%
6 2.050 301 314 327 rBV3 2667451 4309534 48.40% 4.551%
7 2.117 327 335 348 rVW 220808 405299 4.55% 0.428%
8 2.371 406 414 422 rBV2 48320 81782 0.92% 0.086%
9 2.436 423 434 485 rVB 1362335 2571134 28.87% 2.715%
106 2.677 497 509 548 rBV 1667709 2985525 33.53% 3.153%
11  3.400 733 734 739 rVB5S 1716 1075 0.01% 0.001%
12 3.452 748 750 756 rVB6 1167 974 0.01% 0.001%
13 3.555 776 782 785 rVB7 1733 1545 0.02% 0.002%
14 3.667 813 817 822 rVB7 1585 1319 0.01% 0.001%
15 3.799 844 858 873 rBV2 1206558 2917824 32.77%  3.081%
16 4.259 980 1001 1048 rVB4 756588 2824786 31.72%  2.983%
17  4.719 1122 1144 1175 rBV2 555358 1395929 15.68% 1.474%
18 4.944 1197 1214 1221 rBV2 1227362 2774194 31.16% 2.930%
19 4.995 1223 1230 1271 rVB 2650806 6020921 67.62% 6.358%
20 5.526 1384 1395 1435 rBV 764853 1671541 18.77% 1.765%
21 5.821 1474 1487 1517 rBV 1988809 4045121 45.43% 4.272%
22 5.982 1525 1537 1569 rVB 635072 1388013 15.59% 1.466%
23 6.220 1600 1611 1656 rVB 898292 1975084 22.18% 2.086%
24  6.545 1706 1712 1714 rBV7 1207 1173 0.01% 0.001%
25 6.590 1721 1726 1727 rBV5S 1148 992 0.01% 0.001%
26 6.622 1732 1736 1737 rVV4 1454 1219 0.01% 0.001%
27 6.789 1780 1788 1804 rBV 7581 16308 0.18% 0.017%
28 6.908 1814 1825 1856 rBvV2 342482 717649 8.06% ©.758%
29 7.111 1880 1888 1890 rBV2 24135 29657 0.33% 0.031%
30 7.236 1916 1927 1940 rBV 1382985 2502738 28.11% 2.643%
31 7.307 1940 1949 1984 rVB 1872672 3437437 38.60% 3.630%
32 7.577 2015 2033 2064 rBV2 624772 1618591 18.18% 1.709%
33 7.898 2119 2133 2157 rBV 2225726 3851111 43.25% 4.067%
34 8.034 2165 2175 2205 rBV3 382495 1040450 11.68% 1.099%
35 8.172 2206 2218 2238 rVV 1533873 2747187 30.85% 2.901%

36 8.278 2240 2251 2281 rVB 1068498 1974913 22.18% 2.086%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082924\
Data File : VV037146.D

Acqg On : 29 Aug 2024 11:07

Operator : SY/MD

Sample : P3733-22

Misc : 10.00G/10mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 8.542 2329 2333 2334 rBV4 2521 1695 ©0.02% 0.002%
38 8.657 2367 2369 2377 rVvB8 1991 1862 ©0.02% 0.002%
39 8.722 2386 2389 2391 rVB4 1986 1137 0.01% 0.001%
40 8.779 2391 2407 2431 rBV 1215980 2085730 23.42% 2.203%
41 8.902 2433 2445 2450 rVV 1583456 2534469 28.46% 2.677%
42 8.940 2451 2457 2485 rVV 3602457 5612724 63.03% 5.927%
43 9.069 2485 2497 2531 rVB 3376459 5466170 61.39% 5.773%
44  9.474 2611 2623 2648 rBV 1605296 2577818 28.95% 2.722%
45 9.660 2671 2681 2701 rVB 254273 447419 5.02% 0.472%
46 9.779 2716 2718 2722 rVB5 2074 1175 0.01% 0.001%
47  9.873 2741 2747 2755 rBV7 3745 5134 0.06% 0.005%
48 9.947 2768 2770 2777 rVB8 2968 2398 0.03% 0.003%
49 10.011 2785 2790 2792 rBV6 2617 2522 0.03% 0.003%
50 10.050 2800 2802 2809 rvVB7 3137 2873 0.03% 0.003%
51 10.172 2818 2840 2863 rBV2 1804876 4180331 46.95% 4.415%
52 10.310 2880 2883 2884 rBvV3 1717 924 0.01% 0.001%
53 10.381 2900 2905 2907 rBV5 1911 1365 0.02% 0.001%
54 10.477 2932 2935 2937 rBV4 1465 1098 0.01% 0.001%
55 10.522 2943 2949 2956 rVvB9 4610 6672 0.97% 0.007%
56 10.583 2966 2968 2975 rVB7 1404 1128 0.01% 0.001%
57 10.654 2988 2990 2993 rVB4 1970 962 0.01% 0.001%
58 10.709 3001 3007 3013 rBvV8 2120 3333 0.04% 0.004%
59 10.773 3019 3027 3028 rBVv7 2043 2528 0.03% 0.003%
60 10.802 3028 3036 3046 rVV9 12564 23185 0.26% 0.024%
61 10.847 3046 3050 3052 rV4 1161 966 0.01% 0.001%
62 10.866 3052 3056 3062 rVvv8 1889 2552 0.03% 0.003%
63 10.898 3062 3066 3074 rVB1O 2110 2897 0.03% 0.003%
64 11.062 3113 3117 3120 rBV6 1495 1290 0.01% 0.001%
65 11.111 3120 3132 3144 rBV 2284922 3483976 39.13% 3.679%
66 11.201 3144 3160 3190 rVB2 1982542 5133086 57.65% 5.421%
67 11.484 3245 3248 3251 rBV5S 1716 930 ©0.01% 0.001%
68 11.570 3258 3275 3303 rBV2 4566385 8904475 100.00%  9.404%
69 11.828 3349 3355 3367 rVB2 8707 14406 0.16% 0.015%
70 11.918 3381 3383 3387 rVB4 2671 1830 0.02% 0.002%
71 11.959 3389 3396 3399 rBV9 2607 2796 0.03% 0.003%
72 12.188 3458 3467 3476 rBV1e 2736 4767 0.05% 0.005%
73 12.320 3503 3508 3510 rBV6 1350 1287 0.01% 0.001%
74 12.332 3510 3512 3515 rVW4 1759 996 0.01% 0.001%
75 12.429 3539 3542 3548 rBV7 1607 1622 0.092% 0.002%
76 12.522 3568 3571 3574 rBV5 1643 1192 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082924\
Data File : VV037146.D

Acqg On : 29 Aug 2024 11:07

Operator : SY/MD

Sample : P3733-22

Misc : 10.00G/10mL/100uL/5.00mL/MSVOA_V/MEOH
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Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Start Thrs: 0.2 Max Peaks: 100
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Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 12.577 3577 3588 3601 rBvV2 52257 102237 1.15% 0.108%
78 12.811 3657 3661 3662 rBV4 1403 1044 0.01% 0.001%
79 12.824 3662 3665 3679 rVB4 4834 6967 0.08% 0.007%
80 13.088 3745 3747 3752 rVB5S 2091 1448 0.02% 0.002%
81 13.120 3752 3757 3762 rVB8 2285 2310 0.03% 0.002%
82 13.207 3778 3784 3790 rVV8 2512 3866 0.04% 0.004%
83 13.332 3821 3823 3829 rVB8 1058 968 0.01% 0.001%
84 13.361 3829 3832 3834 rBV3 1520 1011 0.01% 0.001%
85 13.638 3914 3918 3920 rBV5 1523 1245 0.01% 0.001%
86 13.734 3945 3948 3951 rVB6 1233 919 ©0.01% 0.001%
87 14.027 4036 4039 4040 rBV3 1654 1062 0.01% 0.001%
88 14.098 4057 4061 4063 rBV4 1293 1146 0.01% 0.001%
89 14.146 4072 4076 4079 rVB5 1420 1144 0.01% 0.001%
90 14.168 4079 4083 4086 rBVS5 1534 1353 0.02% 0.001%
91 14.377 4145 4148 4152 rBV7 1497 1416 0.02% 0.001%
92 14.409 4152 4158 4161 rVVé 1818 2252 0.03% 0.002%
93 14.448 4166 4170 4174 rBV6 1419 1116 0.01% 0.001%
94 14.522 4188 4193 4196 rBV6 2431 2038 0.02% 0.002%
95 14.541 4196 4199 4204 rVB7 2109 1680 ©0.02% 0.002%
96 14.586 4211 4213 4218 rVB6 1450 960 0.01% 0.001%
97 14.718 4250 4254 4256 rBV4 1440 1123 0.01% 0.001%
98 14.754 4262 4265 4266 rBV3 2439 1361 ©0.02% 0.001%
99 15.053 4352 4358 4364 rBV8 2503 3702 0.04% 0.004%
100 15.425 4470 4474 4475 rBV3 5004 3635 0.04% 0.004%
Sum of corrected areas: 94693176
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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\VVve82924\

: VW0e37146.D

: 29 Aug 2024 11:07

: SY/MD

. P3733-22

: 10.00G/10mL/100ul/5.00mL/MSVOA_V/MEOH
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV037146.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82924\
Data File : VV@37146.D

Acqg On : 29 Aug 2024 11:07

Operator : SY/MD

Sample : P3733-22

Misc : 10.00G/10mL/100ulL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Methane, dibromo- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.220 59.08 ug/L 1975080 1,4-Difluorobenzene 5.526
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, dibromo- 172 CH2Br2 000074-95-3 98
2 Methane, dibromo- 172 CH2Br2 000074-95-3 96
3 Methane, dibromo- 172 CH2Br2 000074-95-3 95
4 Methane, dibromo- 172 CH2Br2 000074-95-3 94
5 Benzene, 1-bromo-2-fluoro- 174 C6HABrF 001072-85-1 9
Abundance Scan 1611 (6.220 min): VV037146.D\data.ms (-1600) (-) m/z 92.90 100.00%
92.9 173.8
5000
s R EEE T
H 5.80 6.00 6.20 6.40 6.60
ol 381 7AW H20 L Wl m/z 173.80  86.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48212: Methane, dibromo-
93.0 174.0
5000 DL B LA B I
5.80 6.00 6.20 6.40 6.60
m/z 94.85 82.60%
14.0 H ‘
0\\M\‘\\\\‘.\\\\‘\\\\i‘\\\‘\‘\\\\‘\\\\‘\\\\i‘\\\\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance #48211: Methane, dibromo-
93.0 174.0
R B
5.80 6.00 6.20 6.40 6.60
5000 m/z 171.80 45.51%
0l 14.0 6. I ‘
R L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48209: Methane, dibromo-
93.0 174.0 5.80 6.00 6.20 6.40 6.60
m/z 175.80  41.75%
5000
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082924\
Data File : VV037146.D

Acqg On : 29 Aug 2024 11:07

Operator : SY/MD

Sample : P3733-22

Misc : 10.00G/10mL/100ulL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|

Methane, dibromo- 6.220 59.1 wug/L 1975080 1 5.526 1671540 50.0
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