LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\
Data File : VU@50530.D

Acqg On : 30 Aug 2022 21:16

Operator : SY/MD

Sample : N4345-18ME

Misc : 4.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 20 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\SFAMULMO83022WMA .M
Title : VOC Analysis

Signal : TIC: VU@50530.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 38 44 48 rBV2 5367 6112 0.25% 0.034%
2 1.511 49 53 57 rBv2 4158 4106 0.17% 0.023%
3 1.591 706 78 87 rBV 155623 208302 8.54% 1.145%
4 1.887 165 170 180 rBV 54727 76471  3.14%  0.420%
5 2.523 356 368 389 rBV 480643 780649 32.01% 4.290%
6 2.874 471 477 480 rBV4 658 669 0.03% 0.004%
7 2.896 480 484 487 rBvV4 398 395 0.02% 0.002%
8 2.945 496 499 504 rBvV3 455 405 0.02% 0.002%
9 3.028 514 525 541 rBvV3 13780 27479 1.13% 0.151%
106 3.176 555 571 609 rBV 63611 194318 7.97% 1.068%
11 3.404 640 642 648 rVB3 629 477 0.02% 0.003%
12 3.559 685 690 692 rBV2 275 251 0.01% 0.001%
13 3.662 718 722 730 rVW4 1051 1721 0.07% 0.009%
14 4.080 848 852 855 rBV2 266 229 0.01% 0.001%
15 4.446 961 966 970 rBV 266 260 0.01% 0.001%
16 4.645 1013 1028 1090 rBV 174408 681649 27.95% 3.746%
17 4.986 1132 1134 1137 rBV 313 197 0.01% 0.001%
18 5.060 1139 1157 1181 rBV 393142 914312 37.49% 5.025%
19 5.250 1213 1216 1219 rBvV3 554 364 0.01% 0.002%
20 5.288 1219 1228 1239 rVB3 1652 2861 0.12% 0.016%
21 5.356 1242 1249 1251 rBV3 725 720 0.03% 0.004%
22 5.372 1251 1254 1261 rVB4 958 1043 0.04% 0.006%
23 5.404 1261 1264 1268 rBV2 341 287 0.01% 0.002%
24 5.440 1271 1275 1281 rVB4 430 493 0.02% 0.003%
25 5.636 1332 1336 1340 rBV2 457 380 0.02% 0.002%
26 5.716 1340 1361 1393 rBV2 971438 2438576 100.00% 13.402%
27 5.915 1418 1423 1426 rVB3 302 284 0.01% ©0.002%
28 5.983 1432 1444 1472 rVB4 12648 32598 1.34% 0.179%
29 6.182 1503 1506 1508 rBV2 307 212 0.01% 0.001%
30 6.247 1511 1526 1549 rBV 662948 1338294 54.88% 7.355%
31 6.526 1602 1613 1627 rBV 6086 13087 ©0.54% 0.072%
32 6.607 1627 1638 1649 rBV4 6624 13240 0.54% 0.073%
33  6.690 1649 1664 1693 rVB 531431 1105304 45.33% 6.074%
34 6.915 1730 1734 1737 rVB2 328 199 0.01% 0.001%
35 6.967 1747 1750 1753 rvv2 409 286 0.01% 0.002%
36 6.986 1754 1756 1760 rVB2 463 278 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\
Data File : VU@50530.D

Acqg On : 30 Aug 2022 21:16

Operator : SY/MD

Sample : N4345-18ME

Misc : 4.50g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 20 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\SFAMULMO83022WMA .M
Title : VOC Analysis
37 7.018 1760 1766 1772 rVB2 388 438 0.02% 0.002%
38 7.231 1812 1832 1840 rBV9 5525 13096 0.54% 0.972%
39 7.427 1888 1893 1896 rBV2 254 248 0.01% 0.001%
40 7.465 1900 1905 1907 rBV2 215 190 0.01% 0.001%
41  7.568 1923 1937 1959 rBV 223578 434960 17.84%  2.390%
42 7.694 1971 1976 1977 rBV2 733 587 0.02% 0.003%
43  7.787 2001 2005 2007 rBvV2 797 634 0.03% 0.003%
44  7.896 2024 2039 2060 rBV 1054979 1908988 78.28% 10.491%
45  8.0976 2092 2095 2103 rVB5 1610 1793 0.07% 0.010%
46 8.182 2116 2128 2152 rBV 142986 283255 11.62% 1.557%
47  8.308 2163 2167 2170 rVB4 355 237 0.01% 0.001%
48 8.349 2175 2180 2188 rVB7 1236 1795 0.07% 0.010%
49 8.443 2202 2209 2213 rBV3 399 623 0.03% 0.003%
50 8.485 2217 2222 2223 rBV 352 192 0.01% 0.001%
51 8.552 2230 2243 2259 rBV 487498 828513 33.98% 4.553%
52 8.661 2260 2277 2310 rVV2 510364 1341038 54.99% 7.370%
53  8.922 2355 2358 2360 rBvV2 480 276 0.01% 0.002%
54  8.938 2360 2363 2370 rvwv4 874 755 0.03% 0.004%
55  9.057 2397 2400 2403 rBvV2 307 231 0.01% 0.001%
56 9.079 2403 2407 2411 rVWVv2 395 401 0.02% 0.002%
57 9.211 2445 2448 2451 rVB3 419 198 0.01% 0.001%
58 9.266 2462 2465 2469 rBvV2 398 240 0.01% ©0.001%
59 9.366 2494 2496 2500 rVB3 338 246 0.01% 0.001%
60 9.420 2500 2513 2543 rBV 855254 1595120 65.41% 8.766%
61 9.542 2549 2551 2554 rBV3 402 314 0.01% 0.002%
62 9.629 2574 2578 2582 rBV 378 345 0.01% 0.002%
63 9.690 2593 2597 2601 rBV3 492 579 0.02% 0.003%
64 9.796 2627 2630 2634 rVB3 287 213 0.01% ©0.001%
65 9.912 2660 2666 2668 rBV2 271 229 0.01% 0.001%
66 10.121 2728 2731 2736 rVB4 680 610 0.03% 0.003%
67 10.234 2761 2766 2769 rVB2 400 340 0.01% 0.002%
68 10.256 2769 2773 2776 rBV2 357 273 0.01% 0.002%
69 10.275 2776 2779 2782 rBV2 220 197 0.01% 0.001%
70 10.320 2788 2793 2796 rBV3 284 276 0.01% 0.002%
71 10.346 2797 2801 2803 rBV3 265 224 0.01% 0.001%
72 10.484 2842 2844 2851 rVB2 337 283 0.01% 0.002%
73 10.764 2912 2931 2949 rBV 742994 1247275 51.15% 6.855%
74 11.057 3015 3022 3025 rBV2 352 414 0.02% 0.002%
75 11.115 3035 3040 3050 rVB4 2692 3819 0.16% 0.021%
76 11.224 3069 3074 3079 rVB3 370 443 0.02% 0.002%
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO83022WMA .M
Title : VOC Analysis
77 11.266 3082 3087 3090 rBV 308 316 ©0.01% 0.002%
78 11.314 3099 3102 3106 rVB 412 303 0.01% 0.002%
79 11.410 3130 3132 3135 rVV 360 202 0.01% 0.001%
80 11.465 3145 3149 3150 rVV2 368 288 0.01% 0.002%
81 11.478 3150 3153 3159 rVB3 802 773 0.03% 0.004%
82 11.693 3216 3220 3227 rVB3 450 631 0.03% 0.003%
83 11.751 3231 3238 3245 rBV3 714 1178 0.05% 0.006%
84 11.816 3245 3258 3275 rBV 759577 1220416 50.05% 6.707%
85 12.066 3333 3336 3340 rVVv3 326 222  0.01% 0.001%
86 12.198 3363 3377 3402 rBV 881983 1449588 159.44% 7.967%
87 12.346 3420 3423 3425 rBV2 612 319 0.01% 0.002%
88 12.713 3534 3537 3542 rVB2 458 359 0.01% 0.002%
89 12.735 3542 3544 3547 rVB2 357 201 0.01% 0.001%
990 12.799 3561 3564 3567 rBV2 444 281 0.01% 0.002%
91 12.832 3571 3574 3578 rBV2 361 291 0.01% 0.002%
92 13.060 3641 3645 3647 rBV3 394 360 0.01% 0.002%
93 13.227 3692 3697 3700 rBV4 980 930 0.04% 0.005%
94 13.317 3721 3725 3728 rBV2 405 401 0.02% 0.002%
95 13.571 3801 3804 3808 rBV3 360 328 0.01% 0.002%
96 13.854 3889 3892 3895 rBV3 807 573 0.02% 0.003%
97 13.983 3930 3932 3936 rBV 541 353 0.01% ©0.002%
98 14.143 3980 3982 3986 rBV2 419 307 0.01% 0.002%
99 14.330 4036 4040 4041 rBV2 610 441 0.02% 0.002%
100 15.597 4430 4434 4435 rBV2 710 544 0.02% 0.003%
Sum of corrected areas: 18196001
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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 -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\

: VU@50530.D

1 30 Aug 2022 21:16

: SY/MD

: N4345-18ME

: 4.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 20

Sample Multiplier: 1

: VOC Analysis

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

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@O83022WMA .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU083022\
Data File : VU@50530.D

Acqg On : 30 Aug 2022 21:16

Operator : SY/MD

Sample : N4345-18ME

Misc : 4.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO83022WMA.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\VU@83022\
Data File : VU@50530.D

Acqg On : 30 Aug 2022 21:16

Operator : SY/MD

Sample : N4345-18ME

Misc : 4.50g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@83022WMA .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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