LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48589.D

Acqg On : 16 May 2022 18:47
Operator : SY/MD

Sample : N2849-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48589.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 98 rVB 93285 103851 11.18% 1.287%
2 1.913 176 178 193 rVB 72615 93952 10.12% 1.164%
3 2.205 263 269 274 rBv4 1194 1591 0.17% 0.020%
4 2.273 284 290 297 rBV4 1194 1483 0.16% ©.018%
5 2.568 366 382 394 rBV 193021 323274 34.81% 4.005%
6 2.755 431 440 451 rBV2 2627 4945 0.53% 0.061%
7 2.903 482 486 491 rVB2 575 522 0.06% 0.006%
8 2.938 492 497 500 rBV 331 328 0.04% 0.004%
9 2.957 500 503 506 rBvV 410 328 0.04% 0.004%
106 3.051 526 532 534 rBV2 636 490 0.05% 0.006%
11  3.183 559 573 585 rBV3 3581 8435 0.91% 0.105%
12 3.356 622 627 630 rBB 253 214 0.02% 0.003%
13 3.375 630 633 636 rBB2 303 228 0.02% 0.003%
14 3.411 640 644 646 rBV 177 183 0.02% 0.002%
15 3.527 677 680 683 rBB 291 168 ©0.02% 0.002%
16 3.646 713 717 720 rBV 190 212 0.02% 0.003%
17 3.855 776 782 787 rBB 267 290 0.03% 0.004%
18 4.006 825 829 832 rBB 309 261 ©0.03% 0.003%
19 4.189 881 886 890 rBV 286 294 0.03% 0.004%
20 4.269 908 911 913 rBv2 348 283 0.03% 0.004%
21  4.298 917 920 923 rVB2 302 191 0.02% 0.002%
22 4.449 959 967 969 rBV4 3712 4501 0.48% 0.056%
23 4.620 1008 1020 1043 rBvV 96195 224479 24.17% 2.781%
24  4.832 1082 1086 1088 rBV 411 352 0.04% 0.004%
25 4.977 1127 1131 1132 rBV 371 273 0.03% 0.003%
26 5.067 1142 1159 1183 rBV 182222 429123 46.20% 5.316%
27 5.269 1218 1222 1225 rBV2 272 269 0.03% 0.003%
28 5.285 1225 1227 1229 rBV2 306 168 0.02% 0.002%
29 5.340 1241 1244 1247 rBvV2 295 240 0.03% 0.003%
30 5.411 1263 1266 1268 rBB 312 1706 0.02% 0.002%
31 5.462 1279 1282 1288 rVB2 370 270 0.03% 0.003%
32 5.726 1342 1364 1393 rBV2 332739 928775 100.00% 11.507%
33 5.864 1402 1407 1409 rBV2 428 447 0.05% 0.006%
34 5.938 1427 1430 1432 rBV 327 185 0.02% 0.002%
35 5.957 1432 1436 1443 rVV2 475 572 0.06% 0.007%
36 5.996 1444 1448 1450 rVWV 393 293 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48589.D

Acqg On : 16 May 2022 18:47
Operator : SY/MD

Sample : N2849-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULMO51622WMA .M
Title : VOC Analysis
37 6.044 1462 1463 1468 rvVB2 360 256 0.03% 0.003%
38 6.131 1485 1490 1492 rBV 350 320 0.03% 0.004%
39 6.170 1500 1502 1505 rBB 358 207 0.02% 0.003%
40 6.195 1506 1510 1511 rBV 304 188 0.02% 0.002%
41  6.250 1514 1527 1550 rVV 298103 563748 60.70% 6.984%
42 6.498 1600 1604 1607 rBV2 419 392 0.04% 0.005%
43  6.530 1607 1614 1619 rBV5 2053 2989 0.32% 0.037%
44 6.690 1650 1664 1683 rBV 209641 404811 43.59% 5.015%
45  6.877 1712 1722 1738 rVWW3 16728 32072 3.45% 0.397%
46 7.038 1766 1772 1774 rBV2 545 473 0.05% 0.006%
47 7.108 1781 1794 1805 rVB 15203 26872 2.89% 0.333%
48 7.182 1812 1817 1823 rBV3 946 884 0.10% 0.011%
49 7.282 1844 1848 1850 rBV2 307 280 0.03% 0.003%
50 7.514 1915 1920 1924 rBV 218 269 0.03% 0.003%
51 7.565 1924 1936 1956 rBV2 124121 219466 23.63% 2.719%
52 7.681 1963 1972 1974 rBV2 830 1044 0.11% 0.013%
53 7.777 1997 2002 2003 rBV 364 241 0.03% 0.003%
54  7.899 2025 2040 2056 rBV 430008 742024 79.89%  9.193%
55  8.179 2115 2127 2143 rBV2 89860 159852 17.21%  1.980%
56 8.472 2209 2218 2228 rBv4 3147 4983 0.54% 0.062%
57 8.555 2234 2244 2255 rBV3 14673 25335 2.73% 0.314%
58 8.632 2255 2268 2302 rBV 282625 521349 56.13% 6.459%
59 8.787 2305 2316 2345 rVB 219334 385298 41.48% 4.774%
60 8.919 2356 2357 2362 rVB 341 202 0.02% ©0.003%
61 9.022 2386 2389 2394 rBV2 336 290 0.03% 0.004%
62 9.060 2397 2401 2404 rBV2 209 178 0.02% 0.002%
63 9.105 2411 2415 2419 rBvV 326 371 0.04% 0.005%
64  9.144 2423 2427 2429 rBV 254 247 0.03% 0.003%
65 9.417 2498 2512 2531 rBV 432077 719664 77.49%  8.916%
66 9.578 2556 2562 2572 rVB3 725 1165 0.12% 0.014%
67 9.642 2572 2582 2585 rBV4 981 1488 0.16% ©.018%
68 9.700 2591 2600 2605 rVB2 1380 1821 0.20% 0.023%
69 9.890 2656 2659 2661 rBV 275 167 0.02% 0.002%
70 10.095 2721 2723 2728 rBV2 504 396 0.04% 0.005%
71 10.153 2738 2741 2743 rBV 323 205 0.02% 0.003%
72 10.237 2761 2767 2770 rBV2 905 794 0.09% 0.010%
73 10.346 2791 2801 2816 rVB4 21633 35915 3.87% 0.445%
74 10.485 2840 2844 2851 rBV 291 329 0.04% 0.004%
75 10.668 2897 2901 2906 rBV2 508 415 0.04% 0.005%

76 10.758 2916 2929 2951 rBV 314048 510366 54.95% 6.323%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48589.D

Acqg On : 16 May 2022 18:47
Operator : SY/MD

Sample : N2849-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULMO51622WMA .M
Title : VOC Analysis
77 10.893 2962 2971 2985 rVB3 3258 5519 ©.59% 0.068%
78 10.967 2991 2994 3000 rVB2 223 216 0.02% ©0.003%
79 11.092 3030 3033 3035 rBV 480 257 0.03% 0.003%
80 11.308 3093 3100 3107 rBV6 2355 3917 0.42% 0.049%
81 11.459 3143 3147 3149 rBV 740 646 0.07% ©0.008%
82 11.581 3176 3185 3201 rVB4 4569 8378 0.90% 0.104%
83 11.645 3202 3205 3209 rBV 334 296 0.03% 0.004%
84 11.693 3212 3220 3231 rVB6 9293 13836 1.49% 0.171%
85 11.742 3233 3235 3241 rVB3 603 473 0.05% 0.006%
86 11.812 3245 3257 3274 rBV 484469 766819 82.56% 9.500%
87 12.066 3330 3336 3344 rVB6 2794 3945 0.42% 0.049%
88 12.195 3361 3376 3391 rBV 461243 747758 80.51%  9.264%
89 12.279 3400 3402 3405 rVB3 476 220 0.02% 0.003%
90 12.558 3484 3489 3499 rVBS 2354 3002 0.32% 0.037%
91 12.709 3534 3536 3537 rBV5 392 201 0.02% 0.002%
92 12.893 3586 3593 3602 rVB7 9168 13147 1.42% 0.163%
93 13.005 3625 3628 3631 rBV2 345 251 0.03% 0.003%
94 13.218 3689 3694 3706 rVB5 1977 2094 0.23% 0.026%
95 13.295 3716 3718 3720 rBV 403 266 0.03% 0.003%
96 13.356 3735 3737 3739 rBV 476 219 0.02% 0.003%
97 13.841 3886 3888 3889 rBV 836 343 0.04% 0.004%
98 13.928 3912 3915 3917 rBV 401 295 0.03% 0.004%
99 14.481 4085 4087 4090 rBV2 399 206 0.02% 0.003%
100 14.562 4110 4112 4116 rBV2 374 289 0.03% 0.004%
Sum of corrected areas: 8071539
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\

: VUe48589.D

: 16 May 2022 18:47
: SY/MD

: N2849-01

: 5.0mL/MSVOA_U/WATER
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU048589.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48589.D

Acqg On : 16 May 2022 18:47
Operator : SY/MD

Sample : N2849-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.877 2.84 ug/L 32072 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropyl carbinol 72 C4H80 002516-33-8 28
2 Acetamide, 2-cyano- 84 C3H4N20 000107-91-5 23
3 Pentanal 86 C5H100 000110-62-3 9
4 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 9
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 9

Abundance Scan 1722 (6.877 min): VU048589.D\data.ms (-1712) (-) m/z 44.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48589.D

Acqg On : 16 May 2022 18:47
Operator : SY/MD

Sample : N2849-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 6.877 2.8 ug/L 32072 1 6.250 563748 50.0
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