LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50503.D

Acqg On : 29 Aug 2022 23:04

Operator : SY/MD

Sample : N4344-23ME

Misc : 5.58g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 33 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\SFAMULM@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50503.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 39 44 49 rBV3 4243 5048 0.01% 0.010%
2 1.514 50 54 63 rvB2 4433 6069 0.02% 0.012%
3 1.594 71 79 88 rBV 91151 128767 0.33% 0.249%
4 1.887 165 170 179 rBV 39008 54247 0.14% 0.105%
5 2.527 358 369 386 rVB 306137 495936  1.27% ©.957%
6 2.645 402 406 407 rBV3 1213 872 0.00% 0.002%
7 2.745 434 437 439 rBV2 459 316 ©0.00% 0.001%
8 2.906 483 487 491 rBV3 387 323  0.00% 0.001%
9 2.954 499 502 503 rBv2 404 255 0.00% 0.000%
16 3.031 515 526 550 rVB3 7279 15858 0.04% 0.031%
11  3.179 557 572 592 rBV 16610 45234 0.12% ©0.087%
12 3.578 691 696 699 rBV2 727 618 0.00% 0.001%
13  3.671 717 725 728 rBV3 688 801 0.00% 0.002%
14 4.436 959 963 966 rBV2 373 294 0.00% ©0.001%
15 4.510 977 986 990 rBvV2 271 428 0.00% 0.001%
16 4.645 1013 1028 1103 rBV 148724 550514 1.41% 1.062%
17 5.060 1139 1157 1194 rBV 299250 693235 1.77% 1.338%
18 5.211 1202 1204 1209 rVB3 534 412 0.00% 0.001%
19 5.359 1245 1250 1251 rBv2 440 343 0.00% 0.001%
20 5.443 1273 1276 1279 rVB2 426 264 0.00% 0.001%
21 5.600 1321 1325 1330 rBV 296 369 ©0.00% 0.001%
22 5.716 1340 1361 1395 rBV2 723242 1832062 4.69% 3.536%
23 5.848 1400 1402 1406 rVVv3 481 302 0.00% 0.001%
24  5.983 1430 1444 1460 rBV5 10967 27919 0.07% 0.054%
25 6.112 1481 1484 1487 rBV 366 271 0.00% 0.001%
26 6.247 1511 1526 1556 rBV 403004 814753 2.09% 1.572%
27 6.491 1597 1602 1604 rBV2 313 280 0.00% 0.001%
28 6.536 1604 1616 1630 rBV7 21557 44690 0.11% 0.086%
29 6.607 1630 1638 1649 rVV3 5399 10798 0.03% 0.021%
30 6.690 1649 1664 1692 rVB 411276 846665 2.17% 1.634%
31 7.121 1793 1798 1802 rBvV2 289 274 0.00% 0.001%
32 7.144 1802 1805 1808 rBV 381 277 0.00% 0.001%
33 7.227 1814 1831 1846 rBV9 4421 13665 0.03% 0.026%
34 7.304 1851 1855 1856 rBV3 520 370 0.00% 0.001%
35 7.452 1893 1901 1904 rBvV2 230 405 0.00% 0.001%
36 7.504 1913 1917 1920 rBV3 729 598 0.00% 0.001%
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
: VUe50503.D

: 29 Aug 2022 23:04

: SY/MD

¢ N4344-23ME

5.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 33
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1937 1957 rBV 159640
1968 1971 rVB3 485
1984 1987 rVB 663
2040 2060 rBV 741899
2128 2150 rBV 100279
2177 2179 rBvV2 577
2199 2203 rVB 319
2211 2216 rBvV4 306
2244 2262 rBV 23308145
2277 2312 rVB2 449532
2339 2343 rVB4 1105
2358 2361 rBV5 612
2448 2458 rVB7 1338
2488 2493 rBvV4 1093
2513 2534 rBV 550452
2599 2601 rBV3 803
2700 2702 rBvV4 619
2729 2741 rBVi1e 1531
2744 2747 rVB 633
2770 2785 rVB9 1926
2800 2801 rBv4 1019
2845 2854 rVB3 3141
2858 2860 rBv4 467
2865 2867 rBvV3 849
2882 2883 rBvV3 1281
2931 2949 rBV 608367
2975 2976 rBV3 872
2991 2994 rBV3 373
3025 3029 rVB4 619
3040 3055 rvB7 5961
3101 3109 rVB5 1600
3119 3120 rBV2 le64
3135 3142 rVBS8 3013
3153 3156 rvw4 1259
3160 3165 rVB4 1369
3184 3191 rBV3 872
3223 3227 rBV5 717
3235 3237 rBV2 941
3258 3274 rBV 525075
3314 3315 rBV2 869
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: VoC
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50503.D

Acqg On : 29 Aug 2022 23:04

Operator : SY/MD

Sample : N4344-23ME

Misc : 5.58g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 33 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\SFAMULM@82422WMA .M
Title : VOC Analysis
77 12.195 3363 3376 3394 rBV 699768 1137316 2.91%  2.195%
78 12.327 3409 3417 3427 rVBS8 4489 7835 0.02% 0.015%
79 12.388 3430 3436 3441 rVBS5 853 1055 0.00% 0.002%
80 12.417 3441 3445 3447 rBV3 484 362 0.00% 0.001%
81 12.613 3503 3506 3514 rVB3 401 440 0.00% 0.001%
82 12.873 3585 3587 3591 rVB3 652 355 0.00% 0.001%
83 12.912 3596 3599 3601 rBV2 659 460 0.00% 0.001%
84 13.230 3694 3698 3705 rBV4 659 677 0.00% 0.001%
85 13.433 3755 3761 3768 rVB4 3597 4998 0.01% 0.010%
86 13.584 3805 3808 3814 rVBS 1379 1349 0.00% 0.003%
87 13.761 3858 3863 3866 rBV3 610 530 0.00% 0.001%
88 13.851 3885 3891 3897 rBV5 1285 1749 0.00% 0.003%
89 14.098 3962 3968 3973 rBV2 2576 3217 0.01% 0.006%
90 14.333 4036 4041 4049 rBV6 1565 2150 0.01% 0.004%
91 14.449 4070 4077 4085 rBV5 5663 8108 0.02% 0.016%
92 14.655 4138 4141 4145 rVB3 846 693 0.00% 0.001%
93 14.703 4153 4156 4160 rVB2 703 497 0.00% 0.001%
94 14.725 4160 4163 4166 rBV2 642 522 0.00% 0.001%
95 15.028 4254 4257 4260 rBV3 902 605 0.00% 0.001%
96 15.057 4262 4266 4268 rBV2 1294 1057 0.00% 0.002%
97 15.204 4307 4312 4314 rBV6 1298 1291 0.00% 0.002%
98 15.401 4366 4373 4381 rBV9 6180 8700 0.02% 0.017%
99 15.587 4428 4431 4433 rBV3 682 496 0.00% 0.001%
100 15.899 4524 4528 4530 rBV6 1238 1149 0.00% 0.002%
Sum of corrected areas: 51817602
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe82922\

: VU@50503.D

: 29 Aug 2022 23:04

: SY/MD

: N4344-23ME

: 5.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 33  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .M
: VOC Analysis

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

Abundance TIC: VU050503.D\data.ms
2e+07
1.5e+07
1le+07
5000000
NABHO4  1.887 25371343 066031179  3.5¥871 4.4FH0645  5.069213 35M3, 685\1568&39&1?2247 66192857
O \\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\‘Y_rWTY_rrYi‘\\T\‘\\\\\\\\ﬁ\\\‘\\\\‘\\\\‘\\\\‘\‘Y\ﬁ\\\\‘\\T’T\\\\TT_Y_V' TY_FT\\\‘Tj_r\ /_Y—‘\\\j—rr\\\’\\\\
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: VU050503.D\data.ms
8.555
2e+07
1.5e+07
1e+07
5000000
o wmmnsmaag 899 ¢ ~_81828em. 6615 8622 9. 291?41120 9.697 1oxm1mamm9 71‘?fbosmmmmms¥ib&1ﬁ 99%2 1
T L ‘ \ T T 17 T T T T -1 —
Time—> " 700 7.50 800 8.50 9.00 9.50 10.00 10,50 1100 1150 12. oo
Abundance TIC: VU050503.D\data.ms
2e+07
1.5e+07
1le+07
5000000
o AR 6131228982 13.2308 4B358815685114.09814 3834 94BFTS 1B, 2015.406.587 15.899
1 \"—Y‘Y—ﬁT"—Y—r‘Y—rjﬁ/—hT‘Y—h\‘Y—r‘rj—h\‘Y—Y—r f\‘ﬁ\"ﬁ\ T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 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\VU082922\
Data File : VU@50503.D

Acqg On : 29 Aug 2022 23:04

Operator : SY/MD

Sample : N4344-23ME

Misc : 5.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50503.D

Acqg On : 29 Aug 2022 23:04

Operator : SY/MD

Sample : N4344-23ME

Misc : 5.58g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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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