LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VUe48311.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 39 44 50 rBv2 5728 7531 0.35% 0.049%
2 1.597 73 80 115 rVB 116803 320404 15.02% 2.087%
3 1.813 122 147 148 rBV6 26584 72591 3.40% 0.473%
4 2.536 359 372 421 rBV 356268 714112 33.47% 4.652%
5 2.867 472 475 477 rBV 314 212 0.01% 0.001%
6 2.909 485 488 490 rBV2 320 192 0.01% 0.001%
7 2.954 495 502 507 rBV3 1076 1283 0.06% ©0.008%
8 3.035 516 527 537 rBv2 9421 20290 0.95% 0.132%
9 3.179 560 572 587 rVB 10919 24443 1.15% 0.159%
106 3.321 613 616 618 rBv2 431 251 0.01% 0.002%
11 3.382 631 635 636 rBv 307 214 0.01% ©0.001%
12 3.504 669 673 680 rvB2 441 571 0.03% 0.004%
13 3.539 680 684 688 rVB2 263 270 0.01% 0.002%
14 3.568 688 693 697 rBV 268 328 0.02% 0.002%
15 3.601 700 703 705 rBV 310 190 0.01% 0.001%
16 3.729 738 743 745 rBV 256 241 0.01% 0.002%
17 3.816 767 770 772 rBV 355 234 0.01% 0.002%
18 3.925 801 804 809 rBV 392 344 0.02% 0.002%
19 3.951 810 812 816 rvv2 244 206 0.01% 0.001%
20 3.999 819 827 832 rBV 429 631 0.03% 0.004%
21 4.028 832 836 842 rBv2 196 254 0.01% ©0.002%
22 4.154 871 875 878 rBV3 374 301 0.01% 0.002%
23 4.179 878 883 884 rBvV2 277 189 0.01% 0.001%
24  4.301 918 921 928 rBV3 340 389 0.02% 0.003%
25 4.636 1010 1025 1048 rBV 147095 509368 23.88% 3.318%
26 4.970 1127 1129 1132 rVB2 462 240 0.01% 0.002%
27 5.063 1139 1158 1186 rBV 344306 829845 38.90% 5.406%
28 5.192 1196 1198 1202 rBV2 381 238 0.01% 0.002%
29 5.285 1220 1227 1232 rBvV3 478 651 0.03% 0.004%
30 5.337 1234 1243 1258 rBV3 1978 4251 0.20% 0.028%
31 5.501 1291 1294 1299 rvv2 256 216 ©0.01% 0.001%
32 5.591 1317 1322 1326 rVB2 261 241 0.01% 0.002%
33 5.617 1326 1330 1336 rBvV2 202 279 0.01% 0.002%
34 5.716 1340 1361 1389 rBV2 850055 2133450 100.00% 13.899%
35 5.871 1407 1409 1415 rVvB3 385 306 0.01% 0.002%
36 5.973 1430 1441 1471 rVB3 13714 35694 1.67% 0.233%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULM@42522WMA .M
Title : VOC Analysis
37 6.102 1476 1481 1484 rBV2 237 267 0.01% 0.002%
38 6.141 1491 1493 1496 rBvV2 409 300 0.01% 0.002%
39 6.166 1496 1501 1503 rBV3 706 779 0.04% 0.005%
40 6.247 1511 1526 1558 rBV 403116 831211 38.96% 5.415%
41  6.443 1582 1587 1588 rBV3 273 260 0.01% 0.002%
42 6.526 1600 1613 1621 rBV8 4841 9915 0.46% 0.065%
43  6.597 1626 1635 1648 rVV3 6096 13576 0.64% ©0.088%
44 6.690 1648 1664 1691 rVV 452752 954965 44.76% 6.221%
45  6.928 1736 1738 1741 rVV2 345 255 0.01% 0.002%
46 7.054 1770 1777 1778 rBV2 637 627 0.03% 0.004%
47  7.192 1806 1820 1826 rBvV2 8196 19320 0.91% 0.126%
48  7.298 1849 1853 1854 rBvV2 754 591 0.03% 0.004%
49 7.385 1876 1880 1884 rBV2 212 190 0.01% 0.001%
50 7.430 1889 1894 1900 rBV2 178 262 0.01% 0.002%
51 7.459 1900 1903 1908 rvB2 234 201 0.01% 0.001%
52 7.491 1910 1913 1914 rBV 621 336 0.02% 0.002%
53 7.565 1923 1936 1961 rBV 233295 473728 22.20%  3.086%
54 7.649 1961 1962 1966 rvB3 452 303 0.01% 0.002%
55 7.690 1971 1975 1976 rBvV3 532 399 0.02% 0.003%
56 7.787 1997 2005 2021 rVB4 4182 7834 0.37% 0.051%
57 7.896 2025 2039 2057 rBV 965396 1769420 82.94% 11.527%
58 8.182 2114 2128 2154 rBV 147439 323497 15.16% 2.107%
59 8.353 2173 2181 2184 rBVS5 1375 1495 0.07% 0.010%
60 8.369 2184 2186 2190 rVB4 413 216 0.01% ©0.001%
61 8.472 2211 2218 2220 rBV3 1267 1308 0.06% 0.009%
62 8.555 2240 2244 2246 rBV 359 206 0.01% 0.001%
63 8.658 2257 2276 2315 rBV 534613 1259963 59.06%  8.208%
64 8.903 2350 2352 2354 rBV 310 208 0.01% ©0.001%
65 8.925 2357 2359 2360 rBV 446 202 0.01% ©0.001%
66 8.954 2365 2368 2372 rVv3 707 527 0.02% 0.003%
67 8.996 2379 2381 2384 rVB2 510 262 0.01% 0.002%
68 9.163 2430 2433 2435 rBV2 278 214 0.01% ©0.001%
69 9.195 2440 2443 2452 rVWV3 387 497 0.02% 0.003%
70 9.237 2452 2456 2460 rVB2 337 285 0.01% 0.002%
71  9.423 2499 2514 2551 rVB 539948 1092888 51.23% 7.120%
72 9.697 2592 2599 2608 rVB5 928 1658 0.08% 0.011%
73 9.835 2636 2642 2646 rBV2 302 351 0.02% 0.002%
74 10.224 2760 2763 2773 rVB3 332 440 0.02% 0.003%
75 10.394 2812 2816 2820 rVB2 408 223  0.01% 0.001%
76 10.668 2893 2901 2910 rBv4 4231 6235 0.29% 0.041%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULM@42522WMA .M
Title : VOC Analysis
77 10.764 2915 2931 2951 rBV 764484 1270215 59.54%  8.275%
78 10.893 2962 2971 2980 rVB4 2185 3693 0.17% 0.024%
79 11.115 3033 3040 3048 rBV4 4364 6590 0.31% 0.043%
80 11.369 3116 3119 3126 rBV3 590 613 0.03% 0.004%
81 11.420 3126 3135 3138 rVv3 1080 1385 0.06% 0.009%
82 11.456 3141 3146 3160 rVB5 2973 5267 0.25% 0.034%
83 11.568 3178 3181 3182 rBV 628 295 0.01% 0.002%
84 11.697 3214 3221 3229 rVB6 1353 2220 0.10% 0.014%
85 11.816 3245 3258 3281 rBV 638151 1024484 48.02% 6.674%
86 11.941 3291 3297 3300 rBV6 1423 1843 0.09% 0.012%
87 11.973 3303 3307 3315 rVB3 3218 4113 0.19% 0.027%
88 12.124 3347 3354 3358 rBV4 747 985 0.05% 0.006%
89 12.198 3359 3377 3395 rBV 955405 1556890 72.98% 10.143%
90 12.333 3413 3419 3426 rVB5 3079 4438 0.21% 0.029%
91 12.520 3474 3477 3480 rBV2 458 405 0.02% 0.003%
92 12.632 3508 3512 3515 rBV4 589 561 0.03% 0.004%
93 12.771 3551 3555 3566 rVB4 1771 2181 0.10% 0.014%
94 12.912 3597 3599 3602 rBV2 447 252 0.01% 0.002%
95 13.144 3667 3671 3680 rBV3 688 1150 ©0.05% 0.007%
96 13.433 3755 3761 3767 rBV5S 1970 2342 0.11% 0.015%
97 13.587 3805 3809 3816 rVB6 1275 1290 0.06% ©.008%
98 13.848 3886 3890 3897 rBV4 714 936 0.04% 0.006%
99 14.192 3994 3997 4000 rVB3 488 297 0.01% 0.002%
100 15.397 4368 4372 4380 rBV7 1448 1734 0.08% 0.011%
Sum of corrected areas: 15350043
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048311.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.813 4,37 ug/L 72591  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosgene 98 CC120 000075-44-5 4
2 Ethanol, 2-(2-chloroethoxy)- 124 C4H9C102 000628-89-7 4
3 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 4
4 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 4
5 Carbonic acid, octyl propyl ester 216 C12H2403 1000314-53-5 4
Abundance Scan 147 (1.813 min): VU048311.D\data.ms (-122) (-) m/z 63.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48311.D

Acqg On : 27 Apr 2022 13:54

Operator : SY/MD

Sample : N2562-02ME

Misc : 7.25g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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|

unknown-01 1.813 4.4 ug/L 72591 1 6.247 831211 50.0
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