LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080518\
Data File : VU025875.D

Aca On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.290/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\SOMULMO72018WMA .M
Title : VOC Analysis

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

# min scan scan scan TY heiaht area % max. total
1 0.628 9 12 20 rvB3 446 681 0.07% 0.007%
2 0.709 33 37 44 rVB2 437 559 0.06% 0.006%
3 1.082 138 153 173 rBvV 790167 867709 86.61% 8.584%
4 1.288 214 217 224 rVB2 2657 2551 0.25% 0.025%
5 1.394 244 250 270 rVB 78288 113364 11.32% 1.121%
6 1.590 289 311 312 rBV 19485 44057 4._.40% 0.436%
7 1.641 323 327 341 rVB 51292 60993 6.09% 0.603%
8 2.236 502 512 527 rVB 199891 302110 30.16% 2.989%
9 2.471 582 585 588 rBv4 525 389 0.04% 0.004%
10 2.529 600 603 606 rBv4 417 368 0.04% 0.004%
11 2.612 626 629 631 rBV2 575 380 0.04% 0.004%
12 2.680 644 650 653 rBv4 2563 2991 0.30% 0.030%
13 2.831 684 697 715 rBV2 12527 29580 2.95% 0.293%
14 2.895 715 717 723 rVB3 830 669 0.07% 0.007%
15 2.969 729 740 741 rBV3 1116 1472 0.15% 0.015%
16 3.275 828 835 838 rvv3 1407 1670 0.17% 0.017%
17 3.304 842 844 847 rVV2 578 362 0.04% 0.004%
18 3.333 850 853 858 rBV3 439 369 0.04% 0.004%
19 3.435 881 885 890 rBV2 408 359 0.04% 0.004%
20 3.638 943 948 953 rBV3 420 544 0.05% 0.005%
21 4.079 1072 1085 1095 rvB4 2021 4578 0.46% 0.045%
22 4.194 1105 1121 1163 rBvV 64629 218349 21.80% 2.160%
23 4.400 1181 1185 1188 rBv2 623 481 0.05% 0.005%
24 4.416 1188 1190 1195 rVvB3 486 402 0.04% 0.004%
25 4.648 1244 1262 1284 rBvV2 166182 407974 40.72% 4.036%
26 4.796 1302 1308 1312 rBVv4 491 587 0.06% 0.006%
27 4.882 1332 1335 1339 rvB2 532 358 0.04% 0.004%
28 4.982 1355 1366 1379 rVvB10 3276 7856 0.78% 0.078%
29 5.201 1426 1434 1438 rBV3 579 547 0.05% 0.005%
30 5.332 1451 1475 1503 rBV2 349774 1001826 100.00% 9.911%
31 5.548 1536 1542 1550 rVB6 925 1074 0.11% 0.011%
32 5.609 1554 1561 1563 rBV3 3324 4114 0.41% 0.041%
33 5.667 1575 1579 1583 rBv4 522 464 0.05% 0.005%
34 5.776 1606 1613 1619 rBV6 1347 1825 0.18% 0.018%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080518\
Data File : VU025875.D

Aca On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.290/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M
VOC Analysis

35 5.886 1632 1647 1673 rBV 364400 734734 73.34% 7.268%

36 6.066 1700 1703 1707 rvB2 499 375 0.04% 0.004%
37 6.101 1707 1714 1718 rBV2 576 637 0.06% 0.006%
38 6.181 1727 1739 1747 rVvV8 2602 5053 0.50% 0.050%
39 6.249 1751 1760 1771 rVVv4 1764 3776 0.38% 0.037%
40 6.332 1771 1786 1803 rVVv 214338 449551 44.87% 4._.447%
41 6.410 1803 1810 1821 rVVve6 10694 20721 2.07% 0.205%
42 6.644 1881 1883 1890 rVB4 830 650 0.06% 0.006%
43 6.747 1911 1915 1922 rVB4 548 535 0.05% 0.005%
44 6.799 1928 1931 1935 rVB 463 380 0.04% 0.004%
45 6.837 1937 1943 1945 rBV2 352 353 0.04% 0.003%
46 6.857 1945 1949 1952 rBV2 689 638 0.06% 0.006%
47 6.873 1952 1954 1956 rBV2 721 448 0.04% 0.004%
48 7.024 1997 2001 2005 rBvV2 471 459 0.05% 0.005%
49 7.175 2043 2048 2049 rBvV 874 716 0.07% 0.007%
50 7.230 2052 2065 2085 rvv 123291 232201 23.18% 2.297%
51 7.336 2096 2098 2104 rVB3 642 605 0.06% 0.006%
52 7.490 2133 2146 2153 rBv4 4870 8778 0.88% 0.087%
53 7.567 2157 2170 2185 rVV 453122 803014 80.16% 7.944%
54 7.641 2187 2193 2207 rVB2 10260 17256 1.72% 0.171%
55 7.853 2243 2259 2275 rBV 89675 163233 16.29% 1.615%
56 8.043 2313 2318 2321 rBvV4 661 613 0.06% 0.006%
57 8.162 2348 2355 2356 rBV 297 355 0.04% 0.004%

58 8.229 2362 2376 2393 rBvV 405191 688427 68.72% 6.810%
59 8.326 2393 2406 2433 rVB 279281 517966 51.70% 5.124%

60 8.490 2455 2457 2461 rVB2 858 588 0.06% 0.006%
61 8.545 2467 2474 2482 rBV5 1886 2649 0.26% 0.026%
62 8.606 2489 2493 2496 rBV3 679 482 0.05% 0.005%
63 8.705 2521 2524 2528 rVB2 490 392 0.04% 0.004%
64 8.943 2591 2598 2606 rVB3 600 1129 0.11% 0.011%
65 9.037 2621 2627 2629 rBV3 548 460 0.05% 0.005%
66 9.094 2631 2645 2666 rBV 546773 922348 92.07% 9.124%
67 9.258 2687 2696 2704 rVB3 2225 3255 0.32% 0.032%
68 9.329 2714 2718 2721 rBV2 460 446 0.04% 0.004%
69 9.377 2721 2733 2742 rVV3 5839 9972 1.00% 0.099%
70 9.442 2748 2753 2763 rVB6 2412 3363 0.34% 0.033%
71 9.487 2763 2767 2771 rBV3 472 493 0.05% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080518\
Data File : VU025875.D

Aca On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.290/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\SOMULMO72018WMA .M
Title : VOC Analysis
72 9.786 2851 2860 2868 rvv3 4485 7035 0.70% 0.070%
73 9.918 2896 2901 2902 rBvV2 592 456 0.05% 0.005%
74 10.049 2934 2942 2944 rBV4 1213 1440 0.14% 0.014%
75 10.065 2944 2947 2952 rVB2 696 584 0.06% 0.006%
76 10.168 2971 2979 2988 rBV3 1197 2190 0.22% 0.022%
77 10.229 2992 2998 3004 rVVv5 663 886 0.09% 0.009%
78 10.438 3049 3063 3079 rBV 345343 552238 55.12% 5.463%
79 10.496 3079 3081 3087 rVB3 461 367 0.04% 0.004%
80 10.586 3104 3109 3111 rBV3 1185 948 0.09% 0.009%
81 10.699 3134 3144 3151 rBV5 860 1547 0.15% 0.015%
82 10.815 3175 3180 3189 rVvB4 1989 2163 0.22% 0.021%
83 11.152 3281 3285 3293 rVB4 1473 1937 0.19% 0.019%
84 11.281 3318 3325 3326 rBV2 427 505 0.05% 0.005%
85 11.406 3360 3364 3366 rBV2 679 523 0.05% 0.005%
86 11.487 3376 3389 3405 rBV 626195 984469 98.27% 9.739%
87 11.644 3436 3438 3442 rVB3 616 366 0.04% 0.004%
88 11.670 3443 3446 3450 rBV3 421 434 0.04% 0.004%
89 11.866 3493 3507 3525 rBV 530844 861593 86.00% 8.523%
90 12.027 3551 3557 3565 rBvV4 2183 2436 0.24% 0.024%
91 12.699 3758 3766 3770 rBV3 599 799 0.08% 0.008%
92 12.766 3784 3787 3791 rBV3 399 370 0.04% 0.004%
93 12.950 3840 3844 3848 rBV2 377 381 0.04% 0.004%
94 13.757 4088 4095 4101 rBV3 2057 2817 0.28% 0.028%
95 13.827 4114 4117 4123 rBV3 538 479 0.05% 0.005%
96 14.027 4175 4179 4183 rBV3 409 395 0.04% 0.004%
97 14.589 4350 4354 4356 rBV2 575 463 0.05% 0.005%
98 15.052 4495 4498 4501 rBV2 943 618 0.06% 0.006%
99 15.136 4522 4524 4527 rBV2 671 444 0.04% 0.004%
100 15.757 4713 4717 4720 rBv4 1229 1073 0.11% 0.011%
Sum of corrected areas: 10108619
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080518\
Data File : VU025875.D

Aca On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.290/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU025875.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080518\
Data File : VU025875.D

Aca On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.290/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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

o

Peak Number 2 unknown-01 Concentration Rank 3

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

1.59 3.00 ug/L 44057 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl pvrocarbonate 162 C6H1005 001609-47-8 17
2 Ethane. 1.1-dichloro- 98 C2H4cCIl2 000075-34-3 9
3 Phosaene 98 CCI20 000075-44-5 9
4 Propanoic acid. 2-chloro-. methv... 122 C4H7Cl02 017639-93-9 9
5 Phosgene 98 CCI20 000075-44-5 4

Abundance Scan 311 (1.590 min): VU025875.D (-289) (-) m/z 63.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU080518\
Data File : VU025875.D

Acq On : 04 Aug 2018 15:47

Operator : MD/SY

Sample : J4261-19ME

Misc : 6.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 1.59 3.0 ug/L 44057 1 5.89 734734 50.0
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