LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59261.D

Acqg On : 14 Jun 2024 20:26

Operator : MD/SY

Sample : P2856-11ME

Misc : 2.78g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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@59261.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 55 59 65 rBv3 1186 1460 0.14% 0.013%
2 1.592 86 94 115 rVB 48768 67035 6.30% 0.601%
3 1.872 133 181 200 rBv4 110274 507501 47.69% 4.550%
4 2.354 329 331 333 rBV2 812 459 0.04% 0.004%
5 2.547 379 391 405 rBV 112987 179876 16.90% 1.613%
6 2.631 409 417 423 rVB5 940 1401 0.13% 0.013%
7 2.763 455 458 461 rBV 557 408 0.04% 0.004%
8 2.933 505 511 516 rBv2 249 360 0.03% 0.003%
9 3.030 529 541 563 rVB2 16263 33509 3.15% 0.300%
16 3.171 572 585 608 rBv2 8625 22308 2.10% 0.200%
11 3.837 788 792 796 rBv2 373 329 0.03% 0.003%
12 4.197 991 904 910 rVVv2 332 424 0.04% 0.004%
13 4.223 910 912 918 rvB2 351 310 0.03% 0.003%
14  4.612 1022 1033 1091 rBV 139886 399939 37.58%  3.586%
15 5.052 1154 1170 1198 rBV 168613 377869 35.51%  3.388%
16 5.277 1236 1240 1246 rVB2 401 424 0.04% 0.004%
17 5.547 1320 1324 1327 rBV2 346 320 0.03% 0.003%
18 5.714 1355 1376 1396 rBv2 287051 816071 76.68% 7.317%
19 5.972 1445 1456 1462 rBV5 1062 2067 0.19% 0.019%
20 6.129 1500 1505 1512 rBV2 303 354 0.03% ©0.003%
21  6.239 1525 1539 1571 rBV 407017 781655 73.45%  7.009%
22 6.425 1593 1597 1600 rBV2 642 438 0.04% 0.004%
23 6.480 1611 1614 1618 rBV2 316 289 0.03% 0.003%
24  6.525 1618 1628 1643 rVVe6 9799 21265 2.00% 0.191%
25 6.589 1645 1648 1652 rBv4 888 787 0.07% 0.007%
26 6.682 1663 1677 1702 rBV 218170 428317 40.25% 3.840%
27 6.811 1713 1717 1720 rBV2 320 320 0.03% 0.003%
28 6.956 1756 1762 1765 rBV 285 320 0.03% 0.003%
29 7.560 1938 1950 1972 rBV 97363 176448 16.58% 1.582%
30 7.702 1988 1994 1998 rBv4 1187 1404 0.13% 0.013%
31 7.801 2022 2025 2030 rvB2 314 257 0.02% 0.002%
32 7.891 2040 2053 2068 rVvV 312020 527742 49.59% 4.732%
33 7.968 2070 2077 2093 rVB 11700 22566 2.12% 0.202%
34 8.094 2113 2116 2120 rVB2 368 297 0.03% 0.003%
35 8.174 2130 2141 2160 rBV2 69554 120566 11.33% 1.081%
36 8.255 2164 2166 2174 rVB3 420 390 0.04% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59261.D

Acqg On : 14 Jun 2024 20:26

Operator : MD/SY

Sample : P2856-11ME

Misc : 2.78g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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 8.335 2184 2191 2194 rBV2 394 476 0.04% 0.004%
38 8.464 2227 2231 2234 rBV2 613 504 0.05% 0.005%
39 8.547 2244 2257 2272 rBV 584954 997152 93.69% 8.941%
40  8.631 2272 2283 2317 rVV 408933 836710 78.62% 7.502%
41  9.004 2395 2399 2404 rBV3 348 307 ©0.03% 0.003%
42 9.110 2431 2432 2436 rVB2 666 307 0.03% 0.003%
43 9.213 2461 2464 2468 rVB2 886 546 0.05% 0.005%
44  9.328 2495 2500 2506 rBvV2 890 939 0.09% 0.008%
45  9.412 2513 2526 2552 rBV 611983 1029083 96.69%  9.227%
46  9.566 2564 2574 2585 rBV2 28757 46538 4.37% 0.417%
47  9.692 2601 2613 2630 rVV2 27083 49001 4.60% ©0.439%
48 9.753 2630 2632 2639 rVB3 661 539 0.05% 0.005%
49 9.836 2653 2658 2660 rBV2 323 269 0.03% 0.002%
50 9.952 2691 2694 2697 rvVB2 428 284 0.03% 0.003%
51 10.010 2708 2712 2719 rVB5 1051 1412  0.13% 0.013%
52 10.097 2730 2739 2755 rBvV3 13341 25316 2.38% 0.227%
53 10.251 2777 2787 2800 rVVe6 5628 9303 0.87% 0.083%
54 10.312 2804 2806 2809 rvv 518 295 0.03% 0.003%
55 10.348 2809 2817 2824 rVwVv7 2567 5403 ©.51% 0.048%
56 10.390 2825 2830 2840 rVB6 3426 5129 0.48% 0.046%
57 10.457 2845 2851 2853 rBV4 983 986 ©0.09% 0.009%
58 10.480 2855 2858 2866 rvVB4 1595 1750 0.16% 0.016%
59 10.557 2869 2882 2883 rBv2 2502 3675 0.35% 0.033%
60 10.618 2891 2901 2908 rBV5 3623 6474 0.61% 0.058%
61 10.750 2929 2942 2971 rBV 502426 824978 77.52%  7.397%
62 10.856 2973 2975 2979 rVB 410 254 0.02% 0.002%
63 10.904 2979 2990 2997 rBV4 2044 3385 0.32% 0.030%
64 11.023 3010 3027 3033 rBV 11520 27307 2.57% 0.245%
65 11.200 3078 3082 3087 rVB2 497 374 0.04% 0.003%
66 11.299 3099 3113 3114 rBV5 2067 3320 0.31% 0.030%
67 11.370 3131 3135 3141 rBV5S 1025 1329 0.12% 0.012%
68 11.412 3141 3148 3155 rVB4 7642 10287 0.97% 0.092%
69 11.467 3155 3165 3174 rBV 26567 40873 3.84% 0.366%
70 11.544 3181 3189 3197 rBV6 2799 5157 0.48% 0.046%
71 11.637 3211 3218 3221 rVV7 1269 1651 ©0.16% 0.015%
72 11.708 3230 3240 3247 rBV6 3524 5762 0.54% 0.052%
73 11.743 3247 3251 3252 rBV3 686 415 0.04% 0.004%
74 11.807 3259 3271 3289 rBV 656020 1064268 100.00%  9.543%
75 11.891 3293 3297 3309 rVB5 11305 18264 1.72% 0.164%
76 12.045 3342 3345 3349 rBB2 384 277 0.03% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59261.D

Acqg On : 14 Jun 2024 20:26

Operator : MD/SY

Sample : P2856-11ME

Misc : 2.78g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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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
77 12.097 3349 3361 3370 rVB2 4751 7286 0.68% 0.065%
78 12.187 3377 3389 3414 rBV 479536 785220 73.78% 7.041%
79 12.315 3419 3429 3441 rVV2 12018 21239 2.00% 0.190%
80 12.383 3448 3450 3457 rVB3 1261 946 ©.09% 0.008%
81 12.682 3538 3543 3548 rBV3 536 561 ©0.05% 0.005%
82 12.762 3561 3568 3576 rVB3 1263 1973 0.19% 0.018%
83 13.100 3666 3673 3674 rBV 302 413 0.04% 0.004%
84 13.184 3694 3699 3701 rBV 296 277 0.03% 0.002%
85 13.229 3709 3713 3715 rBV2 425 352 0.03% 0.003%
86 13.293 3731 3733 3740 rVB 543 514 ©.05% 0.005%
87 13.344 3746 3749 3752 rW 355 275 0.03% 0.002%
88 13.367 3753 3756 3761 rVWV 368 334 0.03% 0.003%
89 13.451 3776 3782 3783 rBV4 414 429 0.04% 0.004%
90 13.524 3799 3805 3815 rVB5 1375 2231 0.21% 0.020%
91 13.569 3815 3819 3823 rBV2 530 543 0.05% 0.005%
92 13.631 3830 3838 3849 rBV3 3071 5292 0.50% 0.047%
93 13.840 3901 3903 3908 rBV3 449 354 0.03% 0.003%
94 13.910 3922 3925 3932 rBV3 345 413 0.04% 0.004%
95 14.081 3965 3978 4005 rBV 463548 784414 73.70%  7.033%
96 14.209 4010 4018 4029 rVB2 7376 12168 1.14% 0.109%
97 14.463 4094 4097 4099 rBV2 461 337 0.03% 0.003%
98 14.569 4127 4130 4132 rBV 628 505 0.05% 0.005%
99 14.614 4139 4144 4149 rBV3 444 534 0.05% 0.005%
100 15.888 4537 4540 4544 rBV3 520 488 ©.05% 0.004%
Sum of corrected areas: 11152882
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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\VUe61424\

: VU@59261.D

: 14 Jun 2024 20:26

: MD/SY

: P2856-11ME

: 2.78g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 23

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59261.D

Acqg On : 14 Jun 2024 20:26

Operator : MD/SY

Sample : P2856-11ME

Misc : 2.78g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.081 36.85 ug/L 784414  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3978 (14.081 min): VU059261.D\data.ms (-3965) (- | m/z 128.00 100.00%
128.0
5000 J\
14.00 |
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59261.D

Acqg On : 14 Jun 2024 20:26

Operator : MD/SY

Sample : P2856-11ME

Misc : 2.78g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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 14.081 36.9 wug/L 784414 3 11.807 1064270 50.0

SFAMULMO52924WMA.M Tue Jun 18 16:16:35 2024




