LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52 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@37060.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 8 14 31 rVB 452772 440329 0.23% 0.166%
2 1.172 34 41 64 rBvV 134283 281708 0.15% 0.106%
3 1.278 67 74 102 rVV3 39275711 55457642 28.97% 20.847%
4 1.532 146 153 169 rVB 261774 326013 0.17% 0.123%
5 2.063 307 318 329 rBV3 1031672 1731598 0.90% 0.651%
6 2.153 340 346 358 rVB 92993 136721 ©0.07% 0.051%
7 2.371 407 414 428 rVB 113800 183505 ©0.10% 0.069%
8 2.690 504 513 526 rVB 199487 332780 ©0.17% 0.125%
9 3.249 681 687 689 rBV7 1447 1587 0.00% 0.001%
106 3.301 700 703 709 rVB7 2015 1646 0.00% 0.001%
11 3.391 729 731 736 rBVS 1407 1243 0.00% 0.000%
12 3.622 800 803 807 rBV5 984 908 0.00% 0.000%
13 3.809 841 861 948 rBV5 72941044 191462026 100.00% 71.971%
14  4.243 983 996 1020 rVB 387906 959155 ©@.50% 0.361%
15 4.812 1171 1173 1175 rBV2 1554 971 0.00% 0.000%
16 4.950 1200 1216 1247 rBV2 972797 2447960 1.28% 0.920%
17 5.445 1367 1370 1378 rVB8 1648 1387 0.00% 0.001%
18 5.529 1385 1396 1419 rBV 647002 1316049 0.69% 0.495%
19 5.985 1525 1538 1563 rBV 555239 1133160 0.59% 0.426%
20 6.497 1694 1697 1699 rBV5 1399 864 0.00% 0.000%
21  6.580 1719 1723 1725 rBVS 1536 1273 0.00% 0.000%
22 6.641 1738 1742 1746 rBV5S 1388 1507 0.00% 0.001%
23 6.683 1753 1755 1761 rVB6 1921 1362 0.00% 0.001%
24 6.715 1761 1765 1768 rBV5 1423 1299 0.00% 0.000%
25 6.796 1788 1790 1794 rVB5 1506 1027 ©0.00% 0.000%
26 6.908 1815 1825 1841 rBV 265906 492440 0.26% ©.185%
27 7.239 1916 1928 1952 rBV 1109177 1963807 1.03% 0.738%
28 7.551 2015 2025 2058 rBV 173013 325732  0.17% 0.122%
29 7.870 2117 2124 2140 rVB2 13239 24311 0.01% 0.009%
30 8.024 2163 2172 2218 rBV 394820 812750 0.42% 0.306%
31 8.198 2224 2226 2227 rBvV2 2362 1039 0.00% 0.000%
32 8.259 2243 2245 2249 rVB5 2566 1452 0.00% 0.001%
33 8.291 2253 2255 2261 rBV7 1494 1428 0.00% 0.001%
34 8.352 2271 2274 2279 rBV6 1583 1260 0.00% 0.000%
35 8.516 2322 2325 2328 rVB5 1115 820 0.00% 0.000%
36 8.657 2363 2369 2370 rBV6 2070 2094 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52 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 8.731 2386 2392 2393 rBV5 1173 1234 0.00% ©0.000%
38 8.780 2396 2407 2432 rVV 1004167 1660664 0.87% 0.624%
39 9.008 2474 2478 2479 rBV4 1308 856 0.00% 0.000%
40 9.165 2523 2527 2529 rBV5 1181 844 0.00% 0.000%
41  9.362 2585 2588 2593 rBvV7 1092 975 0.00% 0.000%
42 9.603 2659 2663 2665 rBV5 1427 1282 0.00% 0.000%
43  9.635 2667 2673 2677 rVVi1e 1760 1811 ©0.00% 0.001%
44  9.722 2697 2700 2702 rBvV4 1370 967 ©0.00% 0.000%
45  9.853 2738 2741 2744 rBV4 1344 1020 ©0.00% 0.000%
46 10.149 2819 2833 2849 rBV 662304 1050795 ©.55% 0.395%
47 10.278 2871 2873 2876 rBV3 1223 968 0.00% 0.000%
48 10.480 2933 2936 2938 rBv4 1292 911 ©0.00% 0.000%
49 10.522 2946 2949 2952 rVB5 1607 987 0.00% 0.000%
50 10.725 3010 3012 3017 rBV6 1090 1088 0.00% 0.000%
51 10.828 3042 3044 3047 rBV4 1771 1031 ©0.00% 0.000%
52 10.863 3051 3055 3060 rBV7 1499 1655 0.00% 0.001%
53 11.043 3108 3111 3115 rBV4 928 819 0.00% ©0.000%
54 11.114 3129 3133 3136 rBV5 1997 1651 ©0.00% 0.001%
55 11.181 3143 3154 3184 rBV 1002106 1623198 0.85% 0.610%
56 11.403 3220 3223 3228 rVB6 2542 2435 0.00% 0.001%
57 11.429 3228 3231 3233 rBV5 1390 859 0.00% 0.000%
58 11.455 3237 3239 3244 rVB5 1945 1090 ©0.00% 0.000%
59 11.484 3246 3248 3252 rBv4 1199 811 0.00% 0.000%
60 11.554 3255 3270 3301 rBV 1110521 1768906 ©.92% 0.665%
61 11.747 3327 3330 3333 rBV5S 1553 1116 ©0.00% 0.000%
62 11.808 3346 3349 3355 rBV6 1573 1378 0.00% 0.001%
63 11.841 3356 3359 3364 rVB6 2205 1811 ©0.00% 0.001%
64 11.869 3364 3368 3371 rBV7 1982 1682 0.00% 0.001%
65 11.915 3377 3382 3384 rBV5 1086 950 0.00% 0.000%
66 12.217 3474 3476 3480 rVB4 1286 856 0.00% ©0.000%
67 12.545 3574 3578 3580 rBV4 1366 1037 0.00% 0.000%
68 12.619 3599 3601 3607 rBV5 1965 1561 ©0.00% 0.001%
69 12.648 3607 3610 3615 rBV6 1457 1036 0.00% 0.000%
70 12.702 3621 3627 3629 rBV7 1318 1432 0.00% 0.001%
71 12.725 3632 3634 3637 rVV3 1040 788 0.00% 0.000%
72 12.831 3665 3667 3671 rVB5 1877 1234 0.00% 0.000%
73 13.004 3717 3721 3723 rBV4 2114 1387 0.00% 0.001%
74 13.213 3779 3786 3790 rBV9 1346 1561 ©0.00% 0.001%
75 13.310 3814 3816 3823 rVB6 2085 1516 ©0.00% 0.001%
76 13.358 3826 3831 3833 rBV6 2091 1841 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52 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
77 13.455 3858 3861 3864 rBV4 1158 1041 0.00% ©0.000%
78 13.493 3871 3873 3877 rVB4 1339 867 ©0.00% 0.000%
79 13.509 3877 3878 3884 rVB6 1444 1234 0.00% 0.000%
80 13.577 3896 3899 3903 rVB5 1375 1003 0.00% 0.000%
81 13.644 3916 3920 3922 rBV4 1705 1278 ©0.00% 0.000%
82 13.795 3962 3967 3968 rBV5 1384 995 0.00% 0.000%
83 13.914 4000 4004 4005 rBV3 1117 884 0.00% ©0.000%
84 13.995 4027 4029 4031 rBV3 1790 1093 0.00% 0.000%
85 14.056 4046 4048 4051 rVB4 1671 852 0.00% 0.000%
86 14.088 4051 4058 4061 rBV7 1640 1619 0.00% 0.001%
87 14.268 4111 4114 4115 rBV3 1632 914 0.00% 0.000%
88 14.512 4186 4190 4197 rVB6 1514 1880 ©0.00% 0.001%
89 14.545 4197 4200 4202 rBV4 1479 1015 0.00% 0.000%
90 14.625 4223 4225 4230 rBV6 1118 1162 0.00% 0.000%
91 14.776 4270 4272 4276 rVB5 1341 929 0.00% 0.000%
92 14.934 4319 4321 4325 rVB5 1597 1039 0.00% 0.000%
93 14.956 4325 4328 4333 rVB5 1887 1625 0.00% 0.001%
94 15.004 4341 4343 4346 rBV5S 1395 955 0.00% 0.000%
95 15.082 4362 4367 4369 rBV6 2066 2142 0.00% 0.001%
96 15.101 4371 4373 4380 rVB6 1720 1548 0.00% 0.001%
97 15.268 4421 4425 4427 rBV6 2055 1706 0.00% 0.001%
98 15.297 4431 4434 4436 rBV3 1555 1098 ©0.00% 0.000%
99 15.567 4516 4518 4523 rBV5 1822 1365 0.00% 0.001%
100 15.625 4533 4536 4537 rBV2 1392 839 0.00% 0.000%

Sum of corrected areas: 266027979
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82624\

: VW037060.D

1 27 Aug 2024 03:57

: SY/MD

: P3691-15

: 5.00mL/MSVOA_V/WATER
: 52

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance
7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1le+07

Time-->

09857

TIC: VV037060.D\data.ms
3.809

1.278

2.068532.371  2.690 3249391 3.622 4.243 4879950 9 5.985 6.4%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52  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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.085 16.73 ug/L 440329  1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 14 (1.085 min): VV037060.D\data.ms (-8) (-) m/z 41.00 100.00%
41.0
5000
‘H“_‘Aﬁfvﬁﬁu“_“
‘ ‘ 1.101.201.301.401.50
58.0 70.1 o
O e oG ey M/Z 3895 75.01%
miz--> 0 5 101520 25 30 3540 4550556065 7075
Abundance #61: Propene
41.0
AN
5000 AR RARREREARREERRERERA
27.0 1.101.201.301.401.50
m/z 41.95 65.04%
0 120
OH\HH\’}\H‘HH‘\H}’H\HHHiHH‘HHH\H‘\{\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75
Abundance #62: Propene
41.0
P
1.101.201.301.401.50
5000 27.0 m/z 39.95 24.93%
O et T e e e
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75
Abundance #64: Cyclopropane RARRNREEEE SRR EEEEEssy
42.0 1.101.201.301.401.50
m/z 37.95 19.35%
5000 27.0
14.0 ‘ H
0 umm,uu‘mWHHHu‘miumm‘m‘ i B T
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52  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

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 2 Sulfur dioxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.172 10.70 ug/L 281708 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 41 (1.172 min): VV037060.D\data.ms (-34) (-) m/z 63.85 100.00%

3.9
5000 J\
T
1.20 1.40 1.60
b3 m/z 48.00 47.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L B B B B B
1.20 1.40 1.60
m/z 65.90 5.01%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
L eI e
1.20 1.40 1.60
5000 m/z 49.90 2.21%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.20 1.40 1.60
m/z 64.90 0.95%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R Tt
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37060.D

Acqg On : 27 Aug 2024 03:57
Operator : SY/MD

Sample : P3691-15

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 52  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|
(DEL) Alkane: S... 1.085 16.7 ug/L 440329 1 5.529 1316050 50.0
Sulfur dioxide 1.172 10.7 ug/L 281708 1 5.529 1316050 50.0
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