LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.177 23 27 33 rBvV3 2272 2311 0.23% 0.028%
2 1.389 86 93 108 rVB 148677 154048 15.62% 1.842%
3 1.547 134 142 149 rVB 25323 31922 3.24% 0.382%
4 1.669 172 180 195 rVB 123968 159786 16.20% 1.911%
5 1.878 238 245 252 rBV7 3087 4319 0.44% 0.052%
6 2.254 352 362 375 rvVB 226293 345969 35.08% 4.138%
7 2.434 408 418 430 rBvV3 3377 7090 0.72% 0.085%
8 2.524 442 446 449 rBvY 249 248 0.03% 0.003%
9 2.547 450 453 456 rvv2 548 342 0.03% 0.004%
10 2.569 457 460 462 rvv2 443 307 0.03% 0.004%
11 2.595 466 468 471 rBvV 419 276 0.03% 0.003%
12 2.682 489 495 501 rvB4 986 1380 0.14% 0.017%
13 2.820 525 538 553 rvB 8487 18020 1.83% 0.216%
14 3.129 629 634 639 rBv2 247 312 0.03% 0.004%
15 3.183 647 651 656 rvB3 201 229 0.02% 0.003%
16 3.350 699 703 707 rBv2 324 325 0.03% 0.004%
17 3.415 720 723 727 rVB2 214 201 0.02% 0.002%
18 3.473 734 741 743 rBV2 169 191 0.02% 0.002%
19 3.531 756 759 764 rVB 292 223 0.02% 0.003%
20 3.559 764 768 771 rBV2 296 220 0.02% 0.003%
21 3.601 777 781 785 rBV2 353 230 0.02% 0.003%
22 3.945 884 888 892 rBvV2 383 357 0.04% 0.004%
23 4.016 907 910 913 rVB 281 205 0.02% 0.002%
24 4.077 925 929 930 rBvV 308 183 0.02% 0.002%

25 4_.151 938 952 988 rBV 94231 272080 27.59% 3.254%

26 4.621 1081 1098 1122 rBV 170480 418673 42.45% 5.007%

27 4.759 1137 1141 1142 rBV3 444 285 0.03% 0.003%
28 4.810 1154 1157 1161 rVB2 418 264 0.03% 0.003%
29 4.855 1167 1171 1173 rBV2 743 638 0.06% 0.008%
30 4.910 1184 1188 1191 rVB 305 209 0.02% 0.002%
31 4.961 1201 1204 1208 rVVv2 575 448 0.05% 0.005%
32 5.109 1233 1250 1272 rBV 173071 398210 40.38% 4.762%
33 5.228 1284 1287 1290 rVB3 319 210 0.02% 0.003%

34 5.315 1290 1314 1352 rBV2 322671 986234 100.00% 11.795%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis
35 5.485 1364 1367 1370 rBV2 766 397 0.04% 0.005%
36 5.614 1404 1407 1411 rBV3 187 177 0.02% 0.002%
37 5.640 1411 1415 1416 rBV2 347 240 0.02% 0.003%
38 5.730 1441 1443 1446 rVB2 386 198 0.02% 0.002%
39 5.765 1451 1454 1460 rBV2 455 370 0.04% 0.004%
40 5.865 1468 1485 1528 rBVY 301115 611853 62.04% 7.317%
41 6.167 1565 1579 1593 rBV2 48332 96018 9.74% 1.148%
42 6.309 1609 1623 1645 rBVY 226822 451730 45.80% 5.402%
43 6.421 1655 1658 1660 rBV2 433 322 0.03% 0.004%
44 6.473 1669 1674 1678 rBV2 367 427 0.04% 0.005%
45 6.575 1702 1706 1709 rVB 240 213 0.02% 0.003%
46 6.682 1735 1739 1742 rBV 231 223 0.02% 0.003%
47 6.739 1752 1757 1765 rVB2 291 453 0.05% 0.005%
48 6.778 1765 1769 1773 rBV 227 246 0.02% 0.003%
49 7.000 1831 1838 1840 rBvV2 200 248 0.03% 0.003%
50 7.048 1850 1853 1857 rBV 254 262 0.03% 0.003%
51 7.109 1868 1872 1876 rVB2 252 217 0.02% 0.003%

52 7.209 1890 1903 1921 rBV 120190 213363 21.63% 2.552%
53 7.546 1992 2008 2048 rBvV 410319 745231 75.56% 8.912%
54 7.833 2082 2097 2120 rBvV2 84818 149139 15.12% 1.784%

55 7.974 2138 2141 2144 rVB2 432 274 0.03% 0.003%
56 8.164 2192 2200 2206 rBv4 1730 2783 0.28% 0.033%
57 8.209 2206 2214 2229 rVB3 14856 25189 2.55% 0.301%
58 8.296 2229 2241 2277 rBV 274898 511154 51.83% 6.113%
59 8.572 2323 2327 2330 rBV3 315 227 0.02% 0.003%
60 8.752 2380 2383 2388 rVB3 336 263 0.03% 0.003%
61 8.884 2419 2424 2426 rBV2 416 396 0.04% 0.005%
62 8.932 2434 2439 2441 rBV2 222 214 0.02% 0.003%
63 8.974 2448 2452 2455 rBV 298 240 0.02% 0.003%
64 9.074 2470 2483 2524 rBV 456686 790312 80.13% 9.452%
65 9.286 2546 2549 2553 rVvv3 304 260 0.03% 0.003%
66 9.318 2556 2559 2563 rVB 216 181 0.02% 0.002%
67 9.341 2563 2566 2571 rBV 231 232 0.02% 0.003%
68 9.534 2623 2626 2630 rVB2 306 237 0.02% 0.003%
69 9.566 2630 2636 2639 rBvV2 263 285 0.03% 0.003%
70 9.585 2639 2642 2645 rBV 246 177 0.02% 0.002%
71 9.881 2731 2734 2736 rBV 299 179 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO71219WMA .M
Title : VOC Analysis
72 10.003 2767 2772 2774 rBV2 200 186 0.02% 0.002%
73 10.090 2794 2799 2806 rVB3 411 649 0.07% 0.008%
74 10.225 2838 2841 2848 rVB2 377 389 0.04% 0.005%
75 10.302 2860 2865 2868 rBV 392 371 0.04% 0.004%
76 10.321 2868 2871 2875 rVB2 285 239 0.02% 0.003%
77 10.360 2880 2883 2887 rVB2 363 341 0.03% 0.004%
78 10.415 2887 2900 2924 rBV 350849 559937 56.78% 6.696%
79 10.591 2951 2955 2966 rVB5 1631 2188 0.22% 0.026%
80 10.701 2984 2989 2991 rBV2 401 406 0.04% 0.005%
81 10.797 3017 3019 3023 rVB2 239 177 0.02% 0.002%
82 10.833 3023 3030 3034 rBV2 267 357 0.04% 0.004%
83 10.916 3054 3056 3061 rVB 315 203 0.02% 0.002%
84 11.228 3151 3153 3159 rBV3 277 248 0.03% 0.003%
85 11.469 3215 3228 3248 rBV 424777 683387 69.29% 8.173%
86 11.588 3261 3265 3268 rBVv4 598 497 0.05% 0.006%
87 11.665 3286 3289 3293 rVB2 718 453 0.05% 0.005%
88 11.701 3296 3300 3303 rBV3 548 340 0.03% 0.004%
89 11.752 3310 3316 3319 rBV5 438 410 0.04% 0.005%
90 11.845 3332 3345 3374 rBV 428647 696950 70.67% 8.335%
91 12.074 3413 3416 3424 rVB5 528 562 0.06% 0.007%
92 12.144 3435 3438 3443 rVV3 557 430 0.04% 0.005%
93 12.270 3472 3477 3480 rBV3 388 410 0.04% 0.005%
94 12.575 3568 3572 3575 rBV2 408 285 0.03% 0.003%
95 12.627 3585 3588 3592 rVB2 360 240 0.02% 0.003%
96 12.855 3655 3659 3662 rBV3 256 267 0.03% 0.003%
97 12.990 3698 3701 3706 rBV3 516 334 0.03% 0.004%
98 13.373 3816 3820 3826 rBV3 390 522 0.05% 0.006%
99 15.186 4380 4384 4386 rBV2 516 457 0.05% 0.005%
100 15.311 4420 4423 4428 rBv4 661 641 0.06% 0.008%
Sum of corrected areas: 8361751
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On : 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO71219WMA .M
Quant Title : VOC Analysis

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU033455.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On : 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.55 2.61 ug/L 31922 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanamine 59 C3HSN 000075-31-0 9
2 Ethanol, 2-(methylamino)- 75 C3H9NO 000109-83-1 9
3 Cyanoacetylurea 127 C4H5N302 001448-98-2 9
4 1-Alanine, N-(l1-oxopentyl)-, met... 187 C9H17NO3 042167-45-3 9
5 1-Propanol, 2-amino-, (S)- 75 C3HO9NO 002749-11-3 9

Abundance Scan 143 (1.550 min): VU033455.D (-134) (-) m/z 44.00 100.00%
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R e
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72619\
Data File : VU033455.D

Acq On 26 Jul 2019 15:56

Operator : JC/SP

Sample : K3976-17DL 4X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown-01 1.55 2.6 ug/L 31922 1 5.86 611853 50.0
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