LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21122\
Data File : VU@47104.D

Acqg On : 11 Feb 2022 10:28

Operator : SY/MD

Sample ¢ VU@211MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 3  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

Signal : TIC: VU@47104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.514 42 54 55 rBv9 5580 8937 0.43% 0.054%
2 1.604 75 82 102 rVB 266759 320498 15.54% 1.936%
3 1.922 173 181 199 rBV 197024 270654 13.12% 1.635%
4 2,575 372 384 410 rBV 437201 750022 36.36% 4.532%
5 2.761 440 442 445 rVB4 1467 638 0.03% 0.004%
6 2.796 449 453 455 rBV5S 2373 1873 0.09% 0.011%
7 3.028 521 525 526 rBV3 786 688 0.03% 0.004%
8 3.186 571 574 576 rBv4 1089 827 0.04% 0.005%
9 3.321 613 616 620 rBVS5 1085 1123 0.05% 0.007%
106 3.350 621 625 626 rBv4 953 631 0.03% 0.004%
11 3.417 640 646 649 rBv8 869 963 0.05% 0.006%
12 3.520 675 678 683 rBV5 909 922 0.04% 0.006%
13 3.562 687 691 693 rBv4 1145 840 0.04% 0.005%
14 3.604 699 704 706 rBVS 1035 733 0.04% 0.004%
15 3.687 727 730 735 rVB6 1281 1050 0.05% 0.006%
16 3.809 763 768 771 rBV6 808 650 0.03% 0.004%
17 3.829 771 774 777 rBVS 1216 1009 0.05% 0.006%
18 3.948 805 811 814 rBvVS8 824 812 0.04% 0.005%
19 4.022 830 834 836 rvV5 972 663 0.03% 0.004%
20 4.095 853 857 862 rBV7 1176 1304 0.06% 0.008%
21 4.195 884 888 891 rBVS 942 792 0.04% 0.005%
22 4.420 953 958 962 rVB7 1190 1332 0.06% 0.008%
23 4.462 966 971 974 rBV6 850 706 0.03% 0.004%
24  4.523 987 990 995 rBV7 747 675 0.03% 0.004%
25 4.639 1011 1026 1052 rBV 224134 664770 32.23% 4.016%
26 5.002 1135 1139 1142 rBV5S 862 906 0.04% 0.005%
27 5.070 1143 1160 1180 rVV 356161 777403 37.69% 4.697%
28 5.292 1225 1229 1232 rBV4 986 1069 ©0.05% 0.006%
29 5.324 1237 1239 1243 rVB4 1061 645 0.03% 0.004%
30 5.388 1255 1259 1263 rVV5 854 641 0.03% 0.004%
31 5.600 1322 1325 1330 rVB6 744 629 0.03% 0.004%
32 5.626 1330 1333 1336 rBvV3 825 656 0.03% 0.004%
33 5.732 1343 1366 1395 rBV2 758758 2062811 100.00% 12.463%
34 6.021 1453 1456 1459 rBV4 973 930 0.05% 0.006%
35 6.179 1503 1505 1510 rBV6 786 847 0.04% 0.005%

36 6.253 1513 1528 1559 rBV 574635 1125796 54.58% 6.802%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21122\
Data File : VU@47104.D

Acqg On : 11 Feb 2022 10:28

Operator : SY/MD

Sample ¢ VU@211MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 3  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 6.510 1604 1608 1610 rBV4 1633 1423 0.097% 0.009%
38 6.536 1613 1616 1618 rBV4 1814 1356 ©0.97% ©0.008%
39 6.697 1652 1666 1689 rVB 466652 917397 44.47% 5.543%
40 7.185 1807 1818 1826 rBV8 3245 6729 0.33% 0.041%
41  7.449 1895 1900 1902 rBV6 766 652 0.03% 0.004%
42 7.478 1906 1909 1912 rBVS5S 813 641 0.03% 0.004%
43 7.497 1912 1915 1921 rBv4 1166 1335 0.06% 0.008%
44  7.568 1922 1937 1957 rBV 310005 540531 26.20%  3.266%
45  7.902 2027 2041 2059 rBV 938531 1740155 84.36% 10.514%
46 8.182 2115 2128 2153 rBV 213689 369703 17.92% 2.234%
47  8.552 2240 2243 2247 rBV4 1337 1171 0.06% 0.007%
48  8.635 2255 2269 2285 rBV 809408 1409433 68.33% 8.516%
49 8.922 2356 2358 2367 rVB8 1232 1364 0.07% 0.008%
50 8.970 2371 2373 2375 rVB2 1394 676 0.03% 0.004%
51 9.420 2495 2513 2533 rBV 758157 1353665 65.62% 8.179%
52 9.574 2554 2561 2568 rBV6 2589 3441 0.17% 0.021%
53 9.693 2592 2598 2607 rBV7 2981 5303 0.26% 0.032%
54 9.754 2612 2617 2624 rBV7 1207 1406 0.07% ©0.008%
55 10.018 2694 2699 2703 rVB5 1124 1194 0.06% 0.007%
56 10.044 2703 2707 2709 rBV5 901 740 0.04% 0.004%
57 10.092 2718 2722 2723 rBV3 1103 779 0.04% 0.005%
58 10.115 2723 2729 2739 rVB9 3593 6205 ©0.30% 0.037%
59 10.172 2743 2747 2751 rW5 677 685 0.03% 0.004%
60 10.217 2758 2761 2767 rW7 1198 1156 0.06% 0.007%
61 10.246 2767 2770 2774 rVB4 1096 884 0.04% 0.005%
62 10.401 2814 2818 2821 rBV3 992 859 0.04% 0.005%
63 10.488 2837 2845 2852 rBV7 2620 3710 0.18% 0.022%
64 10.626 2884 2888 2892 rBV6 727 642 0.03% 0.004%
65 10.671 2896 2902 2913 rVB3 6008 9458 0.46% 0.057%
66 10.758 2916 2929 2946 rBV 650839 1073291 52.03% 6.485%
67 10.944 2984 2987 2992 rVB4 1260 926 0.04% 0.006%
68 11.066 3022 3025 3026 rBV3 1085 727 0.04% 0.004%
69 11.092 3029 3033 3037 rVVv4 1987 2093 0.10% 0.013%
70 11.272 3085 3089 3094 rBV7 692 814 0.04% 0.005%
71 11.304 3096 3099 3102 rBV4 982 921 0.04% 0.006%
72 11.349 3109 3113 3114 rBV4 1092 699 0.03% 0.004%
73 11.465 3142 3149 3158 rVB4 7391 12067 0.58% 0.073%
74 11.545 3169 3174 3176 rBV6 841 656 0.03% 0.004%
75 11.577 3179 3184 3187 rVV5 1566 1839 0.09% 0.011%
76 11.642 3199 3204 3207 rBV5 1163 1196 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21122\
Data File : VU@47104.D

Acqg On : 11 Feb 2022 10:28

Operator : SY/MD

Sample ¢ VU@211MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 3  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 11.690 3214 3219 3221 rBVS 2568 2466 0.12% 0.015%
78 11.748 3231 3237 3245 rVB9 3610 5683 0.28% 0.034%
79 11.812 3245 3257 3280 rBV 862350 1388791 67.33% 8.391%
80 11.938 3290 3296 3298 rBV6 2206 2654 0.13% 0.016%
81 11.976 3304 3308 3314 rVB6 4142 5043 0.24% 0.030%
82 12.098 3342 3346 3348 rBV4 972 864 0.04% 0.005%
83 12.195 3361 3376 3394 rBV 977243 1569864 76.10% 9.485%
84 12.385 3432 3435 3439 rBV5S 1269 1245 0.06% ©0.008%
85 12.510 3471 3474 3477 r\W4 1329 909 0.04% 0.005%
86 12.529 3477 3480 3485 rVV6 1326 1288 0.06% 0.008%
87 12.558 3486 3489 3495 rVB9 1131 1140 0.06% 0.007%
88 13.221 3690 3695 3706 rVBS8 5185 8309 0.40% 0.050%
89 13.462 3767 3770 3772 rBV4 860 660 0.03% 0.004%
90 13.645 3822 3827 3833 rBV7 1760 2545 0.12% 0.015%
91 13.671 3833 3835 3838 rVv3 1593 1108 0.05% 0.007%
92 13.687 3838 3840 3843 rVVv4 1153 714 0.03% 0.004%
93 13.706 3843 3846 3852 rVV7 628 748 0.04% 0.005%
94 13.844 3879 3889 3901 rBV 10711 18927 0.92% 0.114%
95 14.034 3943 3948 3950 rBV6 1084 948 0.05% 0.006%
96 14.089 3956 3965 3978 rVB 19798 32811 1.59% 0.198%
97 14.333 4033 4041 4051 rVB3 11896 18590 ©0.90% 0.112%
98 14.555 4108 4110 4114 rBV4 1365 838 0.04% 0.005%
99 14.584 4115 4119 4122 rBVS5S 1085 1003 0.05% 0.006%
100 14.979 4240 4242 4246 rBVS5 956 708 0.03% 0.004%
Sum of corrected areas: 16551223
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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_U\Data\VUe21122\

: Vue471e4.D

: 11 Feb 2022 10:28

: SY/MD

. VUe211MBLO1

: 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
03

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: VU047104.D\data.ms
800000 5.732
600000 6.253
2.575
400000 5.070
1.604
1.922 4.639
200000
0 151 227636 3.028.1 BN ITRORSEER LMD 95 414462 5.0 HB2B88D 6.028.1 HHI6
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU047104.D\data.ms
7.902 12.0
11.812
8.635
800000 9.420
10.758
600000
400000
7.568
8.182
200000
7.185 7oA 8.552 889920 95%9'54 W@MQ 1 B&)JS
e = R == i : i = T
Time--> 7.00 7.50 8.00 8.50 900 950 10.00 1050 1LOO 11.50 12.00
Abundance TIC: VU047104.D\data.ms
800000
600000
400000
200000
12 1322113, 4em8414&‘b§§914 33314455154 14979
T ‘ T ‘ \ T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13 oo 13 50 14 oo 14 50 15 oo 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021122\
Data File : VU@47104.D

Acqg On : 11 Feb 2022 10:28

Operator : SY/MD

Sample ¢ VUe211MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  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@47104.D

Acqg On : 11 Feb 2022 10:28

Operator : SY/MD

Sample : VU@211MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  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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