Data Path :

Data File : VU@47106.D

Acqg On : 11 Feb 2022 11:43
Operator : SY/MD

Sample : N1462-20

Misc

ALS vial : 6

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSCINT.P

Method

Title : VOC Analysis

Signal : TIC: VU@47106.D\data.ms
peak R.T. first max last PK peak

# min  scan scan scan TY height
1 1.607 75 83 99 rBV 246725
2 1.922 173 181 197 rBV 184513
3 2.575 372 384 403 rBV 402842
4 2.941 491 498 502 rBVi1e 1919
5 3.041 525 529 530 rBvV3 1578
6 3.1706 562 569 570 rBV5 1982
7 3.362 622 629 630 rBV6 2785
8 3.427 645 649 654 rBV6 1596
9 3.452 654 657 661 rvv4 1164
106 3.481 661 666 668 rVVvé 1066
11 3.520 672 678 680 rBV6 1019
12 3.710 732 737 740 rBVS5 936
13 4.160 872 877 879 rBV5 1246
14 4.214 887 894 895 rBV5S 953
15 4.327 925 929 933 rBV6 961
16 4.645 1009 1028 1069 rVV2 201625
17 4.983 1128 1133 1136 rBV6 816
18 5.070 1143 1160 1178 rBV 339427
19 5.353 1245 1248 1252 rVB5 1165
20 5.385 1252 1258 1262 rBVS8 2044
21 5.459 1272 1281 1282 rBvVS8 1052
22 5.530 1299 1303 1306 rBV5 1675
23 5.639 1334 1337 1342 rVB4 1247
24  5.729 1342 1365 1401 rBV2 723927
25 6.253 1513 1528 1560 rBV 569715
26 6.452 1587 1590 1595 rBV6 1130
27 6.546 1607 1619 1633 rBvV2 51556
28 6.693 1651 1665 1683 rBV 448872
29 6.922 1730 1736 1740 rBV7 1368
30 6.973 1750 1752 1757 rVB6 1077
31 7.050 1768 1776 1779 rBV6 2283
32 7.185 1810 1818 1830 rVV1e 3099
33 7.247 1833 1837 1844 rVB8 1414
34 7.279 1844 1847 1849 rBV4 1075
35 7.375 1868 1877 1880 rBV9 1501
36 7.568 1923 1937 1962 rW 292033
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Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
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LSC Area Percent Report
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21122\
Data File : VU@47106.D

Acqg On : 11 Feb 2022 11:43
Operator : SY/MD

Sample : N1462-20

Misc : 5.0mL/MSVOA_U/WATER

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_ U\Method\SFAMULMO21022WMA .M
Title : VOC Analysis
37 7.796 2001 2008 2021 rVB4 5321 9924 0.50% 0.056%
38 7.899 2026 2040 2060 rBV 897659 1672296 84.24% 9.475%
39 8.105 2099 2104 2109 rBV8 1124 1214 0.06% 0.007%
40 8.182 2116 2128 2147 rBV 203132 350405 17.65% 1.985%
41  8.266 2152 2154 2159 rVB6 1447 930 0.05% 0.005%
42 8.337 2173 2176 2179 rBV5 1005 840 0.04% 0.005%
43 8.401 2192 2196 2197 rBV3 1205 948 0.05% 0.005%
44  8.475 2208 2219 2230 rBV 29421 52031 2.62% 0.295%
45  8.555 2230 2244 2258 rBV 779278 1369908 69.01% 7.761%
46 8.636 2258 2269 2284 rBV 737028 1245067 62.72% 7.054%
47  8.922 2353 2358 2360 rBV7 1437 1316 0.097% 0.007%
48 8.960 2367 2370 2375 rBV6 1421 1374 0.097% 0.008%
49 9.063 2397 2402 2408 rBV7 891 1152 0.06% 0.007%
50 9.172 2434 2436 2443 rVB7 830 766 0.04% 0.004%
51 9.250 2457 2460 2463 rvVB3 1479 874 0.04% 0.005%
52 9.275 2463 2468 2471 rBV5 1083 1206 0.06% 0.007%
53 9.420 2497 2513 2541 rBV 755078 1347521 67.88% 7.635%
54 9.574 2556 2561 2571 rVB 3386 5277 ©.27% 0.030%
55 9.639 2577 2581 2586 rvB6 1293 1344 0.097% 0.008%
56 9.668 2586 2590 2592 rBV4 940 786 0.04% 0.004%
57 9.697 2592 2599 2609 rvB3 7039 11837 0.60% 0.067%
58 9.777 2619 2624 2628 rVV7 1408 1426 0.97% 0.008%
59 9.838 2638 2643 2646 rBV3 943 681 0.03% 0.004%
60 10.008 2692 2696 2698 rBV4 1145 822 0.04% 0.005%
61 10.028 2698 2702 2706 rVV4 679 685 0.03% 0.004%
62 10.108 2718 2727 2740 rVB7 4998 10716 0.54% 0.061%
63 10.179 2747 2749 2753 rBv4 1198 914 0.05% 0.005%
64 10.230 2759 2765 2769 rBVS8 758 993 0.05% 0.006%
65 10.291 2780 2784 2789 rBV5 1394 1563 ©0.08% 0.009%
66 10.324 2789 2794 2804 rVB8 2350 3473 0.17% 0.020%
67 10.449 2829 2833 2835 rBV5 1147 817 0.04% 0.005%
68 10.488 2835 2845 2853 rVV3 3451 5591 0.28% 0.032%
69 10.616 2881 2885 2889 rBV6 1239 1273 0.06% 0.007%
70 10.674 2893 2903 2913 rVB5 4932 8312 0.42% 0.047%
71 10.758 2914 2929 2946 rBV 638048 1040592 52.42% 5.896%
72 10.893 2960 2971 2987 rVB2 37925 69524 3.50% 0.394%
73 10.986 2994 3000 3005 rBV7 3091 4247 0.21% 0.024%
74 11.095 3024 3034 3044 rBV7 6887 14921 ©0.75% ©0.085%
75 11.208 3066 3069 3076 rVB7 1349 1256 0.06% 0.007%
76 11.282 3089 3092 3095 rBV5 1001 800 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21122\
Data File : VU@47106.D

Acqg On : 11 Feb 2022 11:43
Operator : SY/MD

Sample : N1462-20

Misc : 5.0mL/MSVOA_U/WATER

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_ U\Method\SFAMULMO21022WMA .M
Title : VOC Analysis
77 11.426 3127 3137 3142 rBV6 3835 7111 0.36% 0.040%
78 11.465 3144 3149 3161 rVB3 8544 14457 ©0.73% 0.082%
79 11.642 3196 3204 3211 rBV4 3875 5491 0.28% 0.031%
80 11.748 3230 3237 3244 rVB3 4246 6135 0.31% 0.035%
81 11.812 3244 3257 3283 rBV 854148 1370237 69.03% 7.763%
82 12.069 3330 3337 3346 rVBO 3731 6290 0.32% 0.036%
83 12.195 3361 3376 3393 rBV 907123 1498697 75.50% 8.491%
84 12.475 3459 3463 3467 rBV6 1865 1671 ©0.08% 0.009%
85 12.571 3490 3493 3496 rBV4 817 705 0.04% 0.004%
86 12.774 3547 3556 3564 rBV 9288 15570 ©.78% ©.088%
87 12.960 3610 3614 3615 rBV4 1135 684 0.03% 0.004%
88 13.005 3622 3628 3632 rVv8 1721 2079 0.10% 0.012%
89 13.143 3667 3671 3673 rBV3 1139 869 0.04% 0.005%
90 13.214 3689 3693 3694 rBV4 1900 1273 0.06% 0.007%
91 13.410 3751 3754 3758 rBV4 805 668 0.03% 0.004%
92 13.446 3758 3765 3776 rVB2 6663 9295 0.47% 0.053%
93 13.841 3879 3888 3899 rBV3 10062 15492 ©.78% ©.088%
94 14.021 3938 3944 3950 rBVS8 4150 4748 0.24% 0.027%
95 14.089 3956 3965 3974 rBV 15836 25528 1.29% 0.145%
96 14.333 4032 4041 4051 rBv4 10305 16898 ©.85% 0.096%
97 14.420 4062 4068 4072 rBV7 1284 1444 0.07% ©.008%
98 14.828 4192 4195 4197 rBV3 923 723 0.04% 0.004%
99 15.137 4287 4291 4295 rBV5 1219 1110 0.06% 0.006%
100 15.304 4340 4343 4345 rBV4 879 667 ©0.03% 0.004%
Sum of corrected areas: 17650359
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe21122\

: VUe47106.D

: 11 Feb 2022 11:43

: SY/MD

: N1462-20

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047106.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021122\
Data File : VU@47106.D

Acqg On : 11 Feb 2022 11:43
Operator : SY/MD

Sample : N1462-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021122\
Data File : VU@47106.D

Acqg On : 11 Feb 2022 11:43
Operator : SY/MD

Sample : N1462-20

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21022WMA.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|
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