LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59556.D

Acqg On : 27 Jun 2024 12:26

Operator : MD/SY

Sample : P2987-14ME

Misc : 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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@59556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 87 94 119 rBV 39158 69573 11.34% 1.430%
2 2.538 377 388 408 rBvV 104154 172327 28.08% 3.542%
3 2.766 452 459 464 rBV2 3011 4590 0.75% 0.094%
4 3.161 579 582 583 rBv2 529 301 ©0.05% 0.006%
5 3.335 628 636 647 rVB6 1772 3483 0.57% 0.072%
6 3.441 666 669 671 rBV 164 107 0.02% 0.002%
7 3.563 704 707 709 rBV2 154 104 0.02% 0.002%
8 3.595 716 717 719 rVB 159 57 0.01% 0.001%
9 3.669 739 740 743 rBV 314 208 0.03% 0.004%
10 3.782 772 775 778 rBvV2 224 151 0.02% 0.003%
11 3.801 779 781 787 rVB 238 171 0.03% 0.004%
12 3.853 793 797 798 rBV 487 362 0.06% 0.007%
13 4.258 919 923 930 rVB2 256 3106 0.05% 0.006%
14  4.293 930 934 937 rBV2 249 191 0.03% 0.004%
15 4.338 945 948 951 rBV2 207 140 0.02% ©0.003%
16 4.473 985 990 991 rBV 193 156 0.03% 0.003%
17 4.509 999 1001 1008 rVB2 146 139 0.02% 0.003%
18 4.538 1008 1010 1012 rBV2 60 34  0.01% 0.001%
19 4.560 1012 1017 1023 rBv2 181 226 0.04% 0.005%
20 4.624 1027 1037 1071 rBV 42026 129948 21.18% 2.671%
21 5.052 1155 1170 1195 rBV 95829 219306 35.74% 4.508%
22 5.206 1215 1218 1219 rVB 264 106 0.02% 0.002%
23 5.232 1225 1226 1227 rBV 209 51 0.01% 0.001%
24  5.296 1243 1246 1248 rBV 179 124 0.02% 0.003%
25 5.370 1265 1269 1276 rVB4 713 868 0.14% 0.018%
26 5.402 1276 1279 1281 rBV2 131 67 0.01% 0.001%
27 5.444 1288 1292 1294 rVB2 191 117 0.02% 0.002%
28 5.480 1301 1303 1305 rVB2 206 83 0.01% 0.002%
29 5.512 1305 1313 1321 rBV5 450 669 0.11% 0.014%
30 5.563 1326 1329 1332 rBV2 165 118 0.02% 0.002%
31 5.711 1356 1375 1410 rBV2 207107 547688 89.26% 11.258%
32 5.901 1431 1434 1441 rVB3 363 446 0.07% 0.009%
33 5.952 1441 1450 1452 rBV2 257 329 0.05% 0.007%
34 6.000 1462 1465 1467 rVB 199 85 0.01% 0.002%
35 6.123 1500 1503 1505 rBV 269 166 ©0.03% 0.003%
36 6.161 1509 1515 1517 rBV 199 163 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59556.D

Acqg On : 27 Jun 2024 12:26

Operator : MD/SY

Sample : P2987-14ME

Misc : 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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 6.238 1527 1539 1565 rBV 242671 471199 76.79%  9.686%
38 6.534 1621 1631 1642 rVB4 3480 6657 1.08% 0.137%
39 6.682 1663 1677 1694 rBV 121092 241153 39.30% 4.957%
40 6.811 1715 1717 1724 rVB4 311 256 0.04% 0.005%
41  6.914 1746 1749 1755 rVB2 229 223 0.04% 0.005%
42 6.943 1756 1758 1760 rBV2 101 56 0.01% 0.001%
43 7.209 1832 1841 1849 rBv4 1170 2140 0.35% 0.044%
44  7.354 1880 1886 1888 rBV2 256 211 0.03% 0.004%
45 7.370 1888 1891 1894 rVB 283 157 ©0.03% 0.003%
46 7.389 1894 1897 1898 rBV2 254 157 0.03% 0.003%
47  7.560 1939 1950 1976 rBV2 61724 116472 18.98%  2.394%
48 7.672 1982 1985 1988 rVB 224 124 0.02% 0.003%
49 7.708 1993 1996 1997 rBV 247 132 0.02% 0.003%
50 7.779 2015 2018 2020 rBvV2 135 96 0.02% 0.002%
51 7.820 2020 2031 2035 rBV4 935 1663 0.27% 0.034%
52 7.891 2041 2053 2071 rBV 237335 413320 67.36% 8.496%
53 8.110 2118 2121 2122 rBV 151 71 0.01% 0.001%
54  8.177 2130 2142 2165 rBV2 42008 80350 13.09% 1.652%
55  8.467 2224 2232 2240 rBV4 700 1179 0.19% 0.024%
56  8.547 2250 2257 2268 rVB6 2436 3810 0.62% 0.078%
57 8.592 2268 2271 2274 rBV 179 145 0.02% ©0.003%
58 8.637 2274 2285 2318 rBV 128756 298552 48.66% 6.137%
59 8.811 2329 2339 2342 rBV6 1763 2748 0.45% 0.056%
60  8.859 2351 2354 2355 rBV 431 266 0.04% 0.005%
61 8.891 2360 2364 2368 rBV3 267 263 0.04% 0.005%
62 8.955 2383 2384 2385 rBV3 182 63 0.01% 0.001%
63 9.129 2435 2438 2441 rVB2 346 190 0.03% 0.004%
64  9.158 2441 2447 2452 rBV2 348 373 0.06% ©0.008%
65 9.206 2457 2462 2465 rBV2 369 338 0.06% 0.007%
66 9.248 2470 2475 2477 rBV 175 170 0.03% 0.003%
67 9.335 2494 2502 2504 rBV 188 258 0.04% 0.005%
68 9.412 2514 2526 2548 rBV 347436 613609 100.00% 12.613%
69 9.573 2568 2576 2581 rBV4 2374 3301 0.54% 0.068%
70 9.701 2607 2616 2623 rBV3 1985 2966 0.48% 0.061%
71 9.801 2644 2647 2648 rBV 152 81 0.01% 0.002%
72 9.968 2696 2699 2702 rBV 201 155 0.03% 0.003%
73 10.026 2715 2717 2719 rBV 123 68 0.01% 0.001%
74 10.113 2734 2744 2757 rBV7 2052 4994 0.81% 0.103%
75 10.245 2782 2785 2790 rVB2 353 254 0.04% 0.005%
76 10.656 2909 2913 2914 rBV2 266 154 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59556.D

Acqg On : 27 Jun 2024 12:26

Operator : MD/SY

Sample : P2987-14ME

Misc : 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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 10.753 2930 2943 2960 rBV 204169 342573 55.83% 7.042%
78 11.045 3031 3034 3039 rBV2 251 142 0.02% ©0.003%
79 11.087 3042 3047 3048 rBV2 1177 982 0.16% 0.020%
80 11.184 3072 3077 3079 rBV2 268 261 0.04% 0.005%
81 11.370 3132 3135 3137 rVB 284 134 0.02% 0.003%
82 11.473 3160 3167 3180 rVB6 1653 2895 0.47% 0.060%
83 11.647 3218 3221 3222 rBV2 225 141 0.02% 0.003%
84 11.746 3244 3252 3260 rBV4 4393 6764 1.10% ©.139%
85 11.807 3260 3271 3290 rBV 364507 597558 97.38% 12.283%
86 11.975 3320 3323 3325 rBV2 435 232  0.04% 0.005%
87 12.058 3346 3349 3356 rBV2 312 275 0.04% 0.006%
88 12.190 3378 3390 3407 rBV 254845 423205 68.97% 8.699%
89 12.325 3428 3432 3441 rVB5 2274 2650 0.43% 0.054%
90 12.524 3492 3494 3498 rBV 352 239 0.04% 0.005%
91 12.756 3561 3566 3567 rBvV2 487 390 0.06% 0.008%
92 13.225 3705 3712 3720 rBV7 3186 5402 0.88% 0.111%
93 13.428 3769 3775 3781 rBv4 1927 2300 0.37% 0.047%
94 13.843 3897 3904 3915 rVB3 7808 11612 1.89% 0.239%
95 14.087 3972 3980 3993 rBV 17793 31790 5.18% 0.653%
96 14.328 4047 4055 4069 rVB5 8919 13682 2.23% 0.281%
97 14.505 4108 4110 4115 rBV 532 424 0.07% 0.009%

Sum of corrected areas: 4864989
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62724\

: VU@59556.D

: 27 Jun 2024 12:26

: MD/SY

. P2987-14ME

: 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 13 Sample Multiplier: 1

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

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

Abundance
350000

300000

250000

200000

150000

100000

50000

o

TIC: VU059556.D\data.ms

6.238
5.711

2.538

1.592
2.766 3.1638.33% 337658

5.052

Time-->

L L L L I L L L B L L B L L L LB B B (NI

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
350000

300000

250000

200000

150000

100000

50000

TIC: VU059556.D\data.ms
9.412 11.807

12.1
7.891

10.753

8.637

7.560

8.177

o

Time-->

FRIMB 7. 200358 8.11&1 8.5679928 BIWF S0 9EEBAB35 9.5 B3 B0N 0BREIR245  10.6 11m1m;m7.@13.3614ﬂ4 nsm;sl
e T O T e o e R e e %,

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: VU059556.D\data.ms

Time-->

4.087
L-32:52.5241.2.756 132250408 13843 N 14338 505

T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T T ‘ T
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\VU062724\
Data File : VU@59556.D

Acqg On : 27 Jun 2024 12:26

Operator : MD/SY

Sample : P2987-14ME

Misc : 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  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 1H-Indene, 1-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.087 2.66 ug/L 31790 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 91
3 Naphthalene 128 C10HS8 000091-20-3 91
4 Naphthalene 128 C10HS8 000091-20-3 91
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
Abundance Scan 3980 (14.087 min): VU059556.D\data.ms (-3972) (- | m/z 128.00 100.00%
128.0
5000
T T
50.9 63.9 769 102.0 M 14.00
Otrprereprrreprer e dbee i e et e e m/z 127,08 14.19%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13686: Naphthalene
128.0
I
5000 — :
14.00
m/z 128.90  10.05%
0640770 220
0 \‘H\\‘HH‘HHi\\H‘HH‘\“M‘\H\‘\H\“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #13685: Naphthalene
128.0
T T
14.00
5000 m/z 102.00 8.97%
51.0 64.0
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene — ‘A‘ ‘
128.0 14.00
m/z 126.00 7.97%
5000
51.0 64.0 77 102.0
0 wu‘w‘HJRH‘M‘H‘NH‘mWM‘HW‘H‘p‘HM‘H‘H\MH“ -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062724\
Data File : VU@59556.D

Acqg On : 27 Jun 2024 12:26

Operator : MD/SY

Sample : P2987-14ME

Misc : 5.32g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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|

1H-Indene, 1-me... 14.087 2.7 ug/L 3179 3 11.807 597558 50.0
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