LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034719.D

Aca On : 21 Sep 2019 03:27

Operator : JC/SP

Sample : K5001-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 44 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 20 27 36 rvB 198414 193781 9.68% 1.219%
2 1.251 45 50 54 rBvV 17153 17727 0.89% 0.112%
3 1.280 54 59 70 rvB2 37490 52689 2.63% 0.331%
4 1.392 86 94 108 rBvV2 313754 375406 18.75% 2.361%
5 1.466 113 117 124 rVB 33817 33436 1.67% 0.210%

1.672 174 181 194 rVB 224388 290801 14.52% 1.829%
2.257 354 363 374 rVB 390251 590744 29.50% 3.716%
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417 430 rvB2 19269 37060 1.85% 0.233%

2.518 441 444 448 rBv4 1900 2077 0.10% 0.013%

1 2.971 579 585 586 rBV5 2242 2060 0.10% 0.013%
11 3.029 599 603 606 rBV5 2215 1778 0.09% 0.011%
12 3.113 625 629 630 rBv4 1601 986 0.05% 0.006%
13 3.148 637 640 642 rBv4 1670 1140 0.06% 0.007%
14 3.170 644 647 648 rBv2 2011 1173 0.06% 0.007%
15 3.280 677 681 686 rvve 2867 3430 0.17% 0.022%
16 3.302 686 688 693 rvVB4 2291 1487 0.07% 0.009%
17 3.447 730 733 737 rBV3 1976 1826 0.09% 0.011%
18 3.569 766 771 772 rBV3 1613 1197 0.06% 0.008%
19 3.627 783 789 795 rVB9 1619 2557 0.13% 0.016%
20 3.804 842 844 850 rvB6 1452 1421 0.07% 0.009%
21 3.836 850 854 858 rvB5 1692 1529 0.08% 0.010%
22 3.891 865 871 874 rBV5 1335 1434 0.07% 0.009%
23 3.987 893 901 907 rBV1O0 2764 5242 0.26% 0.033%

24 4_.151 940 952 979 rBV 194797 532167 26.58% 3.348%
25 4.621 1083 1098 1118 rBV 320595 759583 37.93% 4._.778%

26 5.006 1215 1218 1223 rBV5 2051 2142 0.11% 0.013%
27 5.145 1256 1261 1263 rBV4 1109 1023 0.05% 0.006%
28 5.180 1268 1272 1274 rBV4 1864 1598 0.08% 0.010%
29 5.203 1274 1279 1283 rBV7 1395 1531 0.08% 0.010%

30 5.315 1292 1314 1347 rBV2 653715 2002441 100.00% 12.596%

31 5.862 1470 1484 1511 rBV 595917 1201531 60.00% 7.558%

32 6.032 1535 1537 1541 rVB5 1819 1185 0.06% 0.007%
33 6.164 1576 1578 1585 rVB5 2273 2069 0.10% 0.013%
34 6.247 1600 1604 1606 rBV3 1237 1013 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034719.D

Aca On : 21 Sep 2019 03:27

Operator : JC/SP

Sample : K5001-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 44 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\SOMULMO91919WMA .M
VOC Analysis

35 6.305 1608 1622 1644 rBV 464345 949602 47.42% 5.973%

36 6.611 1713 1717 1719 rBV3 1780 1438 0.07% 0.009%
37 6.772 1761 1767 1770 rBV6 2056 1776 0.09% 0.011%
38 6.836 1785 1787 1789 rBV3 1478 997 0.05% 0.006%
39 7.038 1844 1850 1852 rBV5 1987 1589 0.08% 0.010%
40 7.100 1866 1869 1875 rBVS5 1385 1325 0.07% 0.008%
41 7.145 1878 1883 1886 rVB7 1531 1299 0.06% 0.008%
42 7.206 1886 1902 1924 rBV 247780 479534 23.95% 3.016%
43 7.408 1963 1965 1970 rVB6 1904 1322 0.07% 0.008%
44 7.434 1970 1973 1977 rBV5 1076 1004 0.05% 0.006%
45 7.466 1981 1983 1988 rVB4 1932 1334 0.07% 0.008%
46 7.498 1988 1993 1994 rBV3 1875 1085 0.05% 0.007%
47 7.543 1994 2007 2026 rBV 875988 1543786 77.10% 9.711%
48 7.759 2073 2074 2080 rVB4 1784 1130 0.06% 0.007%
49 7.829 2085 2096 2110 rBV 167696 305188 15.24% 1.920%
50 8.206 2203 2213 2228 rVB3 43257 73016 3.65% 0.459%
51 8.289 2228 2239 2274 rBV 609067 1201830 60.02% 7.560%
52 8.733 2374 2377 2380 rVB4 2154 1259 0.06% 0.008%
53 8.858 2414 2416 2421 rVB5 1497 1133 0.06% 0.007%
54 9.067 2463 2481 2506 rBV 885785 1538248 76.82% 9.676%
55 9.235 2529 2533 2538 rVB7 2482 2101 0.10% 0.013%
56 9.347 2564 2568 2570 rBv4 1927 1321 0.07% 0.008%
57 9.466 2602 2605 2609 rVB4 2733 1846 0.09% 0.012%
58 9.489 2609 2612 2614 rBV3 1749 1216 0.06% 0.008%
59 9.556 2630 2633 2637 rBV5 2148 1666 0.08% 0.010%
60 9.604 2645 2648 2650 rBV3 2245 1514 0.08% 0.010%
61 9.669 2665 2668 2670 rBV3 1851 1172 0.06% 0.007%
62 9.704 2677 2679 2686 rBV6 1242 1497 0.07% 0.009%
63 9.749 2691 2693 2697 rBV5 1306 1147 0.06% 0.007%
64 9.829 2714 2718 2720 rBV3 1570 1060 0.05% 0.007%
65 9.842 2720 2722 2727 rVB3 2042 1273 0.06% 0.008%
66 9.878 2727 2733 2736 rBV6 1807 2089 0.10% 0.013%
67 9.890 2736 2737 2742 rVB4 1855 1136 0.06% 0.007%
68 9.971 2759 2762 2767 rVB7 1322 1060 0.05% 0.007%
69 10.042 2782 2784 2789 rVB4 1602 1486 0.07% 0.009%
70 10.106 2799 2804 2807 rBv4 2064 1812 0.09% 0.011%
71 10.122 2807 2809 2813 rVV3 2011 1487 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092019\
Data File : VU034719.D

Aca On : 21 Sep 2019 03:27

Operator : JC/SP

Sample : K5001-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 44 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

72 10.154 2814 2819 2823 rVB6 1557 1420 0.07% 0.009%
73 10.234 2838 2844 2845 rBV5 1389 1261 0.06% 0.008%
74 10.305 2863 2866 2869 rBV3 1408 1154 0.06% 0.007%
75 10.328 2869 2873 2880 rVB9 2189 2437 0.12% 0.015%
76 10.408 2885 2898 2914 rBV 601635 982994 49.09% 6.183%
77 10.800 3017 3020 3023 rBV3 1587 993 0.05% 0.006%
78 10.939 3061 3063 3067 rVB4 1373 979 0.05% 0.006%
79 10.971 3067 3073 3076 rBvV8 1427 1869 0.09% 0.012%
80 11.064 3096 3102 3109 rVB7 2245 2860 0.14% 0.018%
81 11.193 3139 3142 3145 rVV3 1813 1214 0.06% 0.008%
82 11.234 3153 3155 3162 rVB7 1292 1285 0.06% 0.008%

83 11.460 3213 3225 3253 rBV 792944 1334263 66.63% 8.393%
84 11.836 3330 3342 3370 rBV 763743 1282201 64.03% 8.066%

85 12.086 3418 3420 3423 rVB4 2249 1000 0.05% 0.006%
86 12.337 3496 3498 3502 rBV5 1325 1040 0.05% 0.007%
87 12.382 3507 3512 3514 rBvV4 1823 1610 0.08% 0.010%
88 12.736 3618 3622 3625 rVB6 2291 1915 0.10% 0.012%
89 12.778 3628 3635 3637 rBv4 2206 2042 0.10% 0.013%
90 12.849 3653 3657 3661 rVB6 2422 1727 0.09% 0.011%
91 13.099 3730 3735 3736 rBv4 1456 1083 0.05% 0.007%
92 13.263 3783 3786 3788 rBV3 1875 1225 0.06% 0.008%
93 13.376 3818 3821 3825 rBvV4 1025 1152 0.06% 0.007%
94 13.630 3897 3900 3903 rVB5 1968 1207 0.06% 0.008%
95 13.765 3938 3942 3944 rBV3 1531 1001 0.05% 0.006%
96 14.067 4033 4036 4040 rBv4 2466 1995 0.10% 0.013%
97 14.437 4149 4151 4156 rBV5 1595 1141 0.06% 0.007%
98 14.633 4209 4212 4215 rBV3 2019 1217 0.06% 0.008%
99 15.157 4371 4375 4377 rBV5 2198 1821 0.09% 0.011%
100 15.572 4501 4504 4505 rBV3 1988 1016 0.05% 0.006%
Sum of corrected areas: 15897164
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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\
VU034719.D

21 Sep 2019 03:27

JC/SP

K5001-07

5.0mL/MSVOA U/WATER

44 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 : VU034719.D

Aca On : 21 Sep 2019 03:27

Operator : JC/SP

Sample : K5001-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 44 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 8.06 ug/L 193781 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 3-Butenoic acid 86 C4H602 000625-38-7 83
3 2-Butenal. (B)- 70 C4H60 000123-73-9 78
4 Cvclopropanecarboxvlic acid 86 C4H602 001759-53-1 64
5 N-Methyl-7-azabicyclo(2,2,1)hept... 109 C7H11N 055590-26-6 64

Abundance Scan 28 (1.180 min): VU034719.D (-20) (-) m/z 41.00 100.00%
5000 }\¥
R e SEEARAE
1.20 1.30 1.40 1.50 1.60
o! -S| R S — m/z 38.95 84._11%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #57: Propene
4
5000 27
1.20 1.30 1.40 1.50 1.60
m/z 42.05 55.73%
0'3“”|m“”““ UNSSAUNSEBS SRS SR SRS SRS BUASE SRASS SRR BAR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
39
1.20 1.30 1.40 1.50 1.60
5000 m/z 43.00 31.91%
58 86
72
S R R R RSN RS AR AR LS AR SRS SRS SRR RARRY
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #529: 2-Butenal, (E)-
a4 70 1.20 1.30 1.40 1.50 1.60
m/z 44.00 27 .40%
5000 21
s |
0'|““|““‘”“ AR SRS RS SRS SA S SRR SARS SRR RARRS AR AN LR AR IR R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 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 : VU034719.D

Acq On : 21 Sep 2019 03:27

Operator : JC/SP

Sample - K5001-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 44 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 8.1 ug/L 193781 1 5.86 1201530 50.0
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