LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@59555.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.522 67 72 75 rBV 1202 1394 0.08% 0.019%
2 1.596 88 95 111 rVB 70096 84689 4.56% 1.178%
3 1.759 141 146 157 rVB4 5165 7431 0.40% 0.103%
4 1.907 184 192 209 rBV 57096 81284 4.38% 1.131%
5 2.448 353 360 374 rvB3 9979 16371 0.88% 0.228%
6 2.560 384 395 410 rBV 114863 190717 10.27%  2.654%
7 2.618 410 413 416 rBV3 710 635 0.03% 0.009%
8 2.660 424 426 430 rVB2 438 258 0.01% ©0.004%
9 2.737 437 450 487 rBV 983462 1857429 100.00% 25.846%
106 3.039 537 544 557 rVB4 6653 12168 0.66% 0.169%
11  3.351 631 641 654 rVB3 4539 9082 0.49% 0.126%
12 3.560 701 706 710 rVB5 422 437 0.02% 0.006%
13  3.647 730 733 736 rBv2 400 281 0.02% 0.004%
14 3.666 736 739 744 rVB3 451 480 0.03% 0.007%
15 3.692 744 747 751 rBV2 404 402 0.02% 0.006%
16 3.843 792 794 796 rBvV2 367 211 0.01% 0.003%
17 3.981 835 837 844 rBV2 252 184 0.01% ©0.003%
18 4.020 846 849 852 rBV 295 183 ©0.01% 0.003%
19 4.136 880 885 890 rBV3 240 304 0.02% 0.004%
20 4.322 941 943 949 rw2 268 204 0.01% 0.003%
21 4.460 981 986 992 rVwv3 334 489 0.03% 0.007%
22 4.611 1020 1033 1068 rBV 68760 180859 9.74% 2.517%
23 4.843 1102 1105 1108 rVB3 361 178 0.01% 0.002%
24  4.878 1112 1116 1120 rBV3 429 432 0.02% 0.006%
25 4.965 1138 1143 1146 rBV3 1097 1364 0.07% 0.019%
26 5.055 1155 1171 1195 rBV 111309 251023 13.51% 3.493%
27 5.203 1213 1217 1220 rBV4 509 478 0.03% 0.007%
28 5.296 1244 1246 1249 rVVv2 284 183 0.01% 0.003%
29 5.312 1249 1251 1256 rVB3 327 255 0.01% 0.004%
30 5.373 1264 1270 1282 rVB6 1041 1740 0.09% 0.024%
31 5.518 1311 1315 1320 rVvB2 551 538 0.03% 0.007%
32 5.631 1346 1350 1352 rBv2 282 242 0.01% 0.003%
33 5.718 1356 1377 1414 rVWW2 222237 623285 33.56% 8.673%
34 6.026 1470 1473 1477 rVv2 229 229 0.01% ©0.003%
35 6.045 1477 1479 1484 rVB2 263 184 0.01% ©0.003%
36 6.184 1516 1522 1524 rBV2 244 282 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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 6.242 1527 1540 1560 rBV 221066 426315 22.95% 5.932%
38 6.373 1579 1581 1589 rvB2 476 301 0.02% 0.004%
39 6.534 1617 1631 1645 rBV10 6094 13093 0.70% 0.182%
40 6.685 1664 1678 1694 rBV 143696 279855 15.07%  3.894%
41  6.811 1713 1717 1722 rVB4 335 343  0.02% 0.005%
42 6.849 1726 1729 1732 rBV3 302 241 0.01% 0.003%
43 6.923 1747 1752 1759 rBvV2 226 307 0.02% 0.004%
44  6.991 1769 1773 1777 rBV2 200 213 0.01% ©0.003%
45 7.081 1795 1801 1803 rBV 271 242 0.01% ©0.003%
46 7.100 1803 1807 1815 rVV3 903 1266 0.07% ©0.018%
47  7.193 1833 1836 1837 rBv2 460 286 0.02% 0.004%
48 7.203 1837 1839 1842 rVV2 621 461 0.02% 0.006%
49 7.219 1842 1844 1852 rVB2 426 349 0.02% 0.005%
50 7.428 1905 1909 1914 rBV2 159 177 0.01% 0.002%
51 7.560 1939 1950 1976 rBV 73836 137320 7.39% 1.911%
52 7.698 1990 1993 1994 rBV 494 276 0.01% 0.004%
53 7.730 2000 2003 2005 rBvV2 253 216 ©0.01% ©.003%
54 7.795 2013 2023 2031 rBV3 3219 4669 ©0.25% 0.065%
55 7.891 2041 2053 2071 rBV 256240 455425 24.52% 6.337%
56 8.103 2111 2119 2122 rVB3 293 377 0.02% 0.005%
57 8.174 2130 2141 2165 rBV 50628 95124 5.12% 1.324%
58 8.396 2205 2210 2218 rvV5 1201 1697 ©0.09% 0.024%
59 8.550 2250 2258 2266 rBV3 4394 6776 0.36% 0.094%
60 8.627 2271 2282 2297 rBV 163544 310024 16.69% 4.314%
61 8.897 2362 2366 2367 rBV2 286 209 0.01% ©0.003%
62 8.923 2367 2374 2384 rVB3 1376 2372 0.13% 0.033%
63 9.036 2406 2409 2417 rVB2 250 311 0.02% 0.004%
64  9.315 2492 2496 2502 rBV2 159 204 0.01% ©0.003%
65 9.412 2513 2526 2563 rBV 329113 565267 30.43% 7.866%
66 9.569 2569 2575 2587 rVB4 4245 6445 0.35% 0.090%
67 9.692 2605 2613 2624 rBV5S 3410 6321 ©0.34% 0.088%
68 9.930 2684 2687 2693 rVB2 224 192 0.01% ©0.003%
69 10.119 2732 2746 2756 rBV7 4653 11180 0.60% 0.156%
70 10.209 2772 2774 2779 rVB2 281 209 0.01% 0.003%
71 10.290 2790 2799 2805 rBV4 960 1262 0.97% 0.018%
72 10.483 2851 2859 2873 rBV3 3923 5792 0.31% 0.081%
73 10.749 2930 2942 2959 rBV 226477 369793 19.91% 5.146%
74 10.814 2959 2962 2974 rVB4 2901 4038 0.22% 0.056%
75 10.891 2983 2986 2989 rVB 391 270 0.01% ©0.004%
76 11.090 3040 3048 3058 rBV2 2768 4179 0.22% 0.058%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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
77 11.257 3097 3100 3103 rBV2 235 179 0.01% 0.002%
78 11.470 3158 3166 3173 rBV2 4017 5327 0.29% 0.974%
79 11.531 3180 3185 3189 rBV2 227 266 0.01% 0.004%
80 11.743 3243 3251 3260 rBV2 9312 13784 0.74% 0.192%
81 11.807 3260 3271 3296 rVV 298684 502974 27.08%  6.999%
82 11.897 3296 3299 3307 rVB4 632 636 0.03% 0.009%
83 11.994 3326 3329 3332 rVB2 340 189 0.01% 0.003%
84 12.187 3376 3389 3412 rBV 251647 435428 23.44%  6.059%
85 12.483 3477 3481 3484 rBV2 223 176 0.01% 0.002%
86 12.563 3503 3506 3509 rBV 220 186 ©0.01% 0.003%
87 12.994 3632 3640 3653 rVB5 3127 5330 0.29% 0.9074%
88 13.219 3701 3710 3729 rVB2 12631 20637 1.11% 0.287%
89 13.341 3743 3748 3751 rBV 264 313 0.02% 0.004%
90 13.839 3894 3903 3920 rVB2 21468 33917 1.83% 0.472%
91 13.987 3946 3949 3952 rBV2 336 226 0.01% ©0.003%
92 14.087 3967 3980 4001 rBV 46085 82470 4.44% 1.148%
93 14.325 4045 4054 4069 rBV2 25046 42815 2.31% 0.596%
94 14.724 4176 4178 4181 rBV 323 221 0.01% ©0.003%
95 14.839 4211 4214 4217 rBV3 385 284 0.02% 0.004%
96 14.965 4250 4253 4256 rBV3 451 387 0.02% 0.005%
97 15.142 4306 4308 4312 rVB 476 293 0.02% 0.004%
98 15.531 4426 4429 4430 rBvV2 406 210 0.01% ©0.003%
99 16.338 4678 4680 4682 rBV 587 305 0.02% 0.004%
100 16.515 4733 4735 4738 rBV3 751 589 0.03% 0.008%
Sum of corrected areas: 7186444
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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: VU059555.D\data.ms
2.737
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0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\7\‘7T\\‘\7_Y_Y—r1_ﬁr‘\ TY_Y_F\ \T_Y—T\‘Y_Y_F[W_Y_\W—rmmrﬁ‘\\\ \\TT\\\T“Y—F\\‘TV\—VTT\\\ "\\ ’—Y_T\\'r\\\'
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 5.60 580 600 6.20 6.40 6.60
Abundance TIC: VU059555.D\data.ms
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Abundance TIC: VU059555.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 2
R.T. EstConc Area Relative to ISTD R.T.
14.087 8.20 ug/L 82470  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3980 (14.087 min): VU059555.D\data.ms (-3967) (- | m/z 128.00 100.00%
128.0
5000
T \
509 739 102.0 14.00
Ot e b e ey m/z 127.000 13.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.00 10.21%
5]1.0 75.0 102.0 |
OH\‘HH‘HH‘HH‘\\Hi\\\\‘\w\\‘\“M‘HH‘HH“HH‘HH‘\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene
128.0
T \
14.00
5000 m/z 125.90 7.47%
51.0 102.0
75.0
‘H}ﬂgw?ﬁﬁum‘HAM‘WNH‘WMM‘kuiﬁH‘_HW‘H‘H‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13684: Naphthalene — ‘
128.0 14.00
m/z 50.90 6.54%
5000
51.0 74.0 102.0
o280 M0 MO0 T |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59555.D

Acqg On : 27 Jun 2024 12:03

Operator : MD/SY

Sample : P3010-06ME

Misc : 4.62g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  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 8.2 ug/L 82470 3 11.807 502974 50.0
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