LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034696.D

Aca On : 20 Sep 2019 18:05

Operator : JC/SP

Sample : K4948-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 20 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\SOMULMO91919WMA .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 1.177 21 27 40 rVB 262329 253072 1.98% 0.624%
2 1.299 60 65 70 rBv 22783 22451 0.18% 0.055%
3 1.392 86 94 105 rBV3 399733 486540 3.81% 1.201%
4 1.672 174 181 195 rVvB 272595 355818 2.78% 0.878%
5 2.257 354 363 376 rVB 492621 748683 5.86% 1.847%
6 2.431 409 417 437 rVB 30635 56259 0.44% 0.139%
7 2.974 575 586 602 rVB6 24101 56677 0.44% 0.140%
8 3.051 608 610 615 rVB3 1756 1300 0.01% 0.003%
9 3.087 618 621 624 rVB4 1647 889 0.01% 0.002%
10 3.167 637 646 648 rBV9 3037 3938 0.03% 0.010%
11 3.389 708 715 720 rBV7Y 1917 2469 0.02% 0.006%
12 3.421 720 725 727 rBV3 1243 1150 0.01% 0.003%
13 3.482 740 744 746 rBV4 1285 943 0.01% 0.002%
14 3.685 804 807 809 rBV3 1607 778 0.01% 0.002%
15 3.736 821 823 825 rVvv3 1815 979 0.01% 0.002%
16 3.756 825 829 833 rVB6 1374 1052 0.01% 0.003%
17 3.833 849 853 855 rBv4 1327 1141 0.01% 0.003%
18 3.910 873 877 883 rVBS8 1285 1116 0.01% 0.003%
19 4.010 902 908 913 rVBS8 1973 2175 0.02% 0.005%
20 4.103 933 937 940 rBV4 854 804 0.01% 0.002%

21 4.199 940 967 1012 rBV 4945120 12786025 100.00% 31.549%
22 4.624 1084 1099 1123 rVB 374544 893521 6.99% 2.205%

23 5.048 1227 1231 1233 rBV4 2067 1669 0.01% 0.004%
24 5.103 1245 1248 1253 rVB7 1490 1390 0.01% 0.003%
25 5.193 1270 1276 1277 rBV5 1181 913 0.01% 0.002%
26 5.315 1291 1314 1341 rVvVv2 780982 2344325 18.34% 5.785%
27 5.646 1414 1417 1422 rVBS8 2419 1915 0.01% 0.005%
28 5.717 1436 1439 1441 rVB3 1964 908 0.01% 0.002%
29 5.746 1441 1448 1451 rBV6 2995 3784 0.03% 0.009%

30 5.865 1469 1485 1507 rBV 668993 1353889 10.59% 3.341%

31 6.164 1566 1578 1599 rVB 404283 792231 6.20% 1.955%
32 6.308 1610 1623 1648 rVB 544420 1087168 8.50% 2.683%
33 6.659 1729 1732 1737 rBV5 1779 1365 0.01% 0.003%
34 6.749 1757 1760 1764 rVB4 1805 1224 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034696.D

Aca On : 20 Sep 2019 18:05

Operator : JC/SP

Sample : K4948-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 20 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\SOMULMO91919WMA .M
Title : VOC Analysis

35 6.771 1764 1767 1770 rBV3 1685 1248 0.01% 0.003%
36 6.788 1770 1772 1777 rBV5 1366 1320 0.01% 0.003%
37 6.929 1814 1816 1823 rVB6 1845 1696 0.01% 0.004%
38 7.067 1856 1859 1863 rBV5 1573 1085 0.01% 0.003%
39 7.093 1864 1867 1871 rVB6 1411 1103 0.01% 0.003%
40 7.122 1872 1876 1878 rBV5 1051 870 0.01% 0.002%
41 7.206 1890 1902 1923 rBV 315055 593781 4.64% 1.465%
42 7.357 1947 1949 1951 rBV2 1294 818 0.01% 0.002%
43 7.460 1980 1981 1989 rVB7 1689 1177 0.01% 0.003%

44 7.543 1993 2007 2024 rBV 1033372 1821583 14.25% 4._.495%
45 7.829 2083 2096 2116 rBV 222635 407699 3.19% 1.006%

46 7.990 2143 2146 2151 rVvv4 1578 1322 0.01% 0.003%
47 8.013 2151 2153 2156 rVB4 1438 790 0.01% 0.002%
48 8.061 2165 2168 2175 rBV9 1643 1669 0.01% 0.004%

49 8.206 2197 2213 2229 rBV 5415117 9068229 70.92% 22.376%
50 8.289 2230 2239 2274 rVB 759358 1449777 11.34% 3.577%

51 8.566 2322 2325 2328 rBV5 1925 1095 0.01% 0.003%
52 8.913 2430 2433 2436 rVB4 1472 940 0.01% 0.002%
53 8.939 2436 2441 2442 rBV3 1830 1294 0.01% 0.003%
54 9.067 2468 2481 2507 rBV 982612 1666928 13.04% 4.113%
55 9.363 2565 2573 2580 rBvV 5026 9270 0.07% 0.023%
56 9.453 2597 2601 2605 rVB6 1207 1161 0.01% 0.003%
57 9.488 2605 2612 2613 rBV7 1789 1913 0.01% 0.005%
58 9.540 2624 2628 2630 rBV5 1704 1127 0.01% 0.003%
59 9.585 2640 2642 2647 rVB3 2065 1337 0.01% 0.003%
60 9.607 2647 2649 2653 rBV3 1218 878 0.01% 0.002%
61 9.656 2659 2664 2668 rBV5 1261 1178 0.01% 0.003%
62 9.694 2673 2676 2678 rBV3 1123 785 0.01% 0.002%
63 9.762 2692 2697 2704 rVB3 2950 3850 0.03% 0.009%
64 10.029 2778 2780 2784 rBV4 1189 809 0.01% 0.002%
65 10.051 2784 2787 2790 rBv4 1461 1294 0.01% 0.003%
66 10.144 2813 2816 2818 rBV3 1204 788 0.01% 0.002%
67 10.160 2818 2821 2827 rVBS8 1678 1695 0.01% 0.004%
68 10.218 2834 2839 2843 rBV7 1317 1411 0.01% 0.003%
69 10.340 2871 2877 2880 rBV7 1409 1453 0.01% 0.004%

70 10.408 2886 2898 2922 rBV 687728 1131746 8.85% 2.793%
71 10.569 2946 2948 2949 rBV2 2000 966 0.01% 0.002%
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72 10.627 2962 2966 2968 rBV4 1080 831 0.01% 0.002%
73 10.884 3043 3046 3049 rBv4 2028 1292 0.01% 0.003%
74 10.990 3077 3079 3084 rVB7 1924 1183 0.01% 0.003%
75 11.090 3107 3110 3112 rBv4 1817 922 0.01% 0.002%
76 11.254 3159 3161 3165 rBvV4 1229 999 0.01% 0.002%
77 11.305 3172 3177 3181 rBV8 2096 1888 0.01% 0.005%
78 11.337 3185 3187 3193 rVB5 1331 1067 0.01% 0.003%
79 11.369 3193 3197 3199 rBV5 1357 1171 0.01% 0.003%
80 11.392 3202 3204 3211 rVB8 2264 2014 0.02% 0.005%

81 11.459 3213 3225 3249 rBV 911466 1503982 11.76% 3.711%
82 11.836 3331 3342 3365 rBV 900192 1517533 11.87% 3.745%

83 12.228 3461 3464 3467 rBvV4 1792 1380 0.01% 0.003%
84 12.350 3497 3502 3505 rBV7 1889 1592 0.01% 0.004%
85 12.369 3506 3508 3514 rVB5 2312 1700 0.01% 0.004%
86 12.517 3550 3554 3555 rBV4 1370 818 0.01% 0.002%
87 12.591 3575 3577 3579 rBV3 1837 1123 0.01% 0.003%
88 12.633 3583 3590 3593 rBV7 3002 2975 0.02% 0.007%
89 12.688 3603 3607 3608 rBV2 2626 1786 0.01% 0.004%
90 12.774 3631 3634 3635 rBV2 1516 792 0.01% 0.002%
91 12.855 3655 3659 3662 rBvV4 1900 1835 0.01% 0.005%
92 12.942 3684 3686 3691 rBV4 1485 1207 0.01% 0.003%
93 13.064 3719 3724 3725 rBV5 2030 1767 0.01% 0.004%
94 13.209 3766 3769 3772 rBV5 1781 1085 0.01% 0.003%
95 13.572 3879 3882 3885 rVB5 2768 1902 0.01% 0.005%
96 13.710 3920 3925 3928 rBV5 2676 2480 0.02% 0.006%
97 13.768 3941 3943 3946 rBV3 2641 1403 0.01% 0.003%
98 13.842 3961 3966 3969 rBV7 3213 3447 0.03% 0.009%
99 14.337 4110 4120 4121 rBvVS 6687 10577 0.08% 0.026%
100 14.736 4242 4244 4246 rBV3 2488 1486 0.01% 0.004%
Sum of corrected areas: 40526883
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
VU034696.D

20 Sep 2019 18:05

JC/SP

K4948-03

5.0mL/MSVOA U/WATER

20 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO091919WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034696.D

Aca On : 20 Sep 2019 18:05

Operator : JC/SP

Sample : K4948-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO091919WMA _M
Quant Title : 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 (DEL) Alkane: Cyclicl.18 Concentration Rank 2

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

1.18 9.35 ug/L 253072 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 2-Butenal. (E)- 70 C4H60 000123-73-9 78
3 3-Butenoic acid 86 C4H602 000625-38-7 78
4 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 64
5 Cyclopropanecarboxylic acid 86 C4H602 001759-53-1 64

Abundance Scan 28 (1.180 min): VU034696.D (-21) (-) m/z 41.00 100.00%
5000

1.20 1.30 1.40 1.50 1.60

ol o 132 198 260 m/z 38.95 88.20%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #57: Propene
4
5000 27 UL USRI UL UL AR
1.20 1.30 1.40 1.50 1.60

m/z 41.95 57.72%
1

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 70
1.20 1.30 1.40 1.50 1.60
5000 27 m/z 43.00 37.90%
55
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1659: 3-Butenoic acid
3 1.20 1.30 1.40 1.50 1.60
m/z 44.00 35.59%
5000
58 86
0 2
- IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 1.30 1.40 1.50 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092019\
Data File : VU034696.D

Acq On : 20 Sep 2019 18:05

Operator : JC/SP

Sample - K4948-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO091919WMA .M
Quant Title : 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]

(DEL) Alkane: Cyc... 1.18 9.3 ug/L 253072 1 5.86 1353890 50.0
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