LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56

Operator : MD/SY

Sample : P2962-15 100X

Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59410.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 87 95 111 rVB 58250 68383 9.84% 1.185%
2 1.763 139 147 162 rBV3 7784 12933 1.86% 0.224%
3 1.907 184 192 209 rVB 54682 75824 10.91% 1.314%
4 2.560 381 395 413 rBV 99697 162037 23.31% 2.808%
5 2.753 450 455 458 rBV2 467 480 0.07% 0.008%
6 3.039 534 544 555 rVB2 4681 9057 1.30% 0.157%
7 3.097 560 562 568 rVB2 344 245 0.04% 0.004%
8 3.300 619 625 629 rBv2 233 239 0.03% 0.004%
9 4.303 931 937 943 rBV2 242 333 0.05% 0.006%
10 4.402 965 968 970 rBV 289 231 0.03% 0.004%
11 4.534 1006 1009 1017 rVB 330 334 0.05% 0.006%
12 4.579 1017 1023 1024 rBV 310 267 0.04% 0.005%
13 4.615 1024 1034 1062 rBvV 70432 177409 25.52% 3.074%
14  4.898 1119 1122 1125 rBV2 326 253 0.04% 0.004%
15 5.055 1154 1171 1197 rBV 111504 245269 35.29%  4.250%
16 5.148 1198 1200 1204 rVB3 409 257 0.04% 0.004%
17 5.316 1248 1252 1255 rBV2 322 231 0.03% 0.004%
18 5.505 1306 1311 1317 rBV2 404 633 0.09% 0.011%
19 5.718 1357 1377 1406 rBV2 214065 594693 85.56% 10.305%
20 5.898 1431 1433 1439 rVB3 499 347 0.05% 0.006%
21 5.936 1439 1445 1453 rBV3 458 623 0.09% 0.011%
22 6.000 1458 1465 1468 rBV 351 318 0.05% 0.006%
23 6.123 1500 1503 1510 rVB2 427 412 0.06% 0.007%
24  6.242 1528 1540 1566 rBV 285909 552275 79.45% 9.570%
25 6.531 1619 1630 1640 rVB3 4102 7363 1.06% 0.128%
26 6.685 1664 1678 1705 rBV 137677 275493 39.63% 4.774%
27 7.010 1776 1779 1783 rBV2 288 250 0.04% 0.004%
28 7.193 1829 1836 1837 rBV3 1577 1493 0.21% 0.026%
29 7.563 1940 1951 1973 rBV 67876 124265 17.88% 2.153%
30 7.701 1989 1994 1996 rBV 1000 872 0.13% 0.015%
31 7.894 2041 2054 2074 rBV 246197 425400 61.20% 7.372%
32 8.094 2113 2116 2122 rVB3 618 563 0.08% 0.010%
33 8.126 2122 2126 2128 rBV 360 251 0.04% 0.004%
34 8.177 2131 2142 2162 rBV 47067 82247 11.83% 1.425%
35 8.296 2175 2179 2181 rBV 338 271 0.04% 0.005%
36 8.547 2251 2257 2266 rVveé 2022 2888 0.42% 0.050%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56

Operator : MD/SY

Sample : P2962-15 100X

Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 8.627 2271 2282 2312 rBV 189043 365887 52.64% 6.340%
38 8.846 2348 2350 2355 rvB3 316 248 0.04% 0.004%
39 9.168 2442 2450 2455 rBV2 351 427 0.06% 0.007%
40  9.328 2497 2500 2505 rBvV2 303 271 0.04% 0.005%
41  9.412 2513 2526 2553 rBV 413914 695097 100.00% 12.045%
42 9.608 2584 2587 2592 rVB 327 260 0.04% 0.005%
43 9.701 2606 2616 2619 rBvV3 761 1144 0.16% 0.020%
44  9.762 2632 2635 2639 rVB 397 302 0.04% 0.005%
45  9.962 2694 2697 2703 rBvV2 284 250 0.04% 0.004%
46 10.106 2736 2742 2749 rBV3 322 458 0.07% 0.008%
47 10.203 2769 2772 2777 rBV2 207 268 0.04% 0.005%
48 10.251 2782 2787 2792 rVV3 697 848 0.12% 0.015%
49 10.386 2826 2829 2840 rBv3 516 732 0.11% 0.013%
50 10.553 2878 2881 2884 rBV2 410 334 0.05% 0.006%
51 10.621 2897 2902 2907 rVB4 882 952 0.14% 0.016%
52 10.749 2930 2942 2967 rVvV 229946 376818 54.21% 6.530%
53 10.849 2970 2973 2977 rVB2 336 262 0.04% 0.005%
54 10.997 3015 3019 3020 rBvV2 321 232  0.03% 0.004%
55 11.161 3065 3070 3076 rBvV2 250 360 0.05% 0.006%
56 11.364 3130 3133 3135 rBV2 362 237 0.03% 0.004%
57 11.409 3142 3147 3155 rVB6 2199 3250 0.47% 0.056%
58 11.476 3163 3168 3169 rBv2 428 365 ©0.05% 0.006%
59 11.807 3259 3271 3296 rBV 399380 659988 94.95% 11.437%
60 11.997 3327 3330 3338 rBV5 913 1075 0.15% 0.019%
61 12.077 3352 3355 3357 rBV2 408 297 0.04% 0.005%
62 12.132 3364 3372 3376 rBV3 628 907 0.13% 0.016%
63 12.190 3377 3390 3420 rVV 262319 437760 62.98% 7.586%
64 12.412 3457 3459 3464 rVB 398 288 0.04% 0.005%
65 12.489 3480 3483 3488 rBV2 312 326 0.05% 0.006%
66 12.524 3491 3494 3497 rBV2 635 471 0.07% 0.008%
67 12.666 3532 3538 3541 rVB3 897 734  0.11% 0.013%
68 12.923 3614 3618 3620 rBV2 842 642 0.09% 0.011%
69 12.952 3625 3627 3633 rVB3 960 714 0.10% 0.012%
70 13.007 3639 3644 3647 rBvV4 743 741 0.11% 0.013%
71 13.045 3654 3656 3660 rVB2 1008 663 0.10% 0.011%
72 13.135 3679 3684 3687 rBV3 721 672 0.10% 0.012%
73 13.425 3770 3774 3777 rBV3 422 361 0.05% 0.006%
74 13.454 3777 3783 3786 rBV4 734 888 0.13% 0.015%
75 13.531 3804 3807 3813 rVB3 836 634 0.09% 0.011%
76 13.582 3817 3823 3830 rVB5 3084 4189 0.60% 0.073%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56
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Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
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Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 13.978 3942 3946 3948 rBV3 656 523 0.08% 0.009%
78 14.000 3950 3953 3960 rVB5 819 783 0.11% 0.014%
79 14.039 3960 3965 3966 rBV3 1489 1092 0.16% 0.019%
80 14.087 3970 3980 3997 rVB 82026 141588 20.37%  2.454%
81 14.187 4006 4011 4018 rVB6 3276 4505 0.65% 0.078%
82 14.357 4060 4064 4065 rBV2 394 263 0.04% 0.005%
83 14.515 4110 4113 4114 rBV 643 314 0.05% 0.005%
84 14.560 4124 4127 4129 rBV2 703 572 0.08% 0.010%
85 14.630 4146 4149 4154 rBV4 1198 1368 ©0.20% 0.024%
86 14.875 4223 4225 4229 rVB2 627 393 0.06% 0.007%
87 14.965 4251 4253 4256 rBV2 457 242 0.03% 0.004%
88 15.064 4280 4284 4292 rVB6 1472 2038 0.29% 0.035%
89 15.138 4305 4307 4311 rBV3 370 292 0.04% 0.005%
90 15.222 4322 4333 4345 rBV 54280 94399 13.58% 1.636%
91 15.408 4381 4391 4404 rBV 27495 45399 6.53% 0.787%
92 15.958 4554 4562 4576 rVB4 8861 15037 2.16% 0.261%
93 16.039 4585 4587 4591 rVB4 1290 697 0.10% 0.012%
94 16.145 4613 4620 4628 rBV3 4963 7190 1.03% 0.125%
95 16.187 4628 4633 4642 rVB6 4338 5251 0.76% 0.091%
96 16.260 4649 4656 4669 rBv4 10466 19302 2.78% 0.334%
97 16.408 4693 4702 4709 rBV4 12469 20103 2.89% 0.348%
98 16.537 4739 4742 4743 rBV4 1971 1242 0.18% 0.022%
99 16.785 4814 4819 4826 rBV8 2654 3719 0.54% 0.064%
100 16.884 4843 4850 4864 rVB2 11814 19682 2.83% 0.341%
Sum of corrected areas: 5770785
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56

Operator : MD/SY

Sample : P2962-15 100X

Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU059410.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56

Operator : MD/SY

Sample : P2962-15 100X

Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.087 10.73 ug/L 141588 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 90
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3980 (14.087 min): VU059410.D\data.ms (-3970) (- | m/z 127.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062124\
Data File : VU@59410.D

Acqg On : 21 Jun 2024 13:56

Operator : MD/SY

Sample : P2962-15 100X

Misc : 4.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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|

Azulene 14.087 10.7 wug/L 141588 3 11.807 659988 50.0
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