LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029052.D

Aca On : 07 Jan 2019 12:04

Operator : MD/SY

Sample : K1048-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMULM122018WMA .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 1.398 63 70 82 rvB 115138 114616 15.72% 2.102%
2 1.672 148 155 176 rvVB 85059 106389 14.59% 1.951%
3 2.270 330 341 354 rBV 164638 251634 34.51% 4.614%
4 2.447 386 396 417 rBV 26394 47405 6.50% 0.869%
5 2.746 487 489 493 rBV 197 114 0.02% 0.002%
6 2.836 504 517 530 rBV 9054 18952 2.60% 0.347%
7 2.977 559 561 564 rVB 190 133 0.02% 0.002%
8 3.067 584 589 591 rBV2 153 114 0.02% 0.002%
9 3.170 616 621 622 rBV2 636 438 0.06% 0.008%
10 3.315 663 666 669 rVB 145 101 0.01% 0.002%
11 3.466 711 713 715 rVB 146 79 0.01% 0.001%
12 3.527 728 732 734 rBV 131 96 0.01% 0.002%
13 3.566 741 744 752 rVB2 196 176 0.02% 0.003%
14 3.652 767 771 775 rBV 220 211 0.03% 0.004%
15 3.762 802 805 810 rBV2 128 85 0.01% 0.002%
16 3.813 817 821 823 rVB2 170 132 0.02% 0.002%
17 3.871 835 839 845 rBV 69 72 0.01% 0.001%
18 3.984 872 874 875 rBV 192 86 0.01% 0.002%
19 4.009 880 882 883 rBV 255 88 0.01% 0.002%
20 4.119 913 916 918 rVB 250 102 0.01% 0.002%
21 4.176 918 934 960 rBV3 69796 197205 27.05% 3.616%
22 4.488 1028 1031 1033 rvB 264 123 0.02% 0.002%
23 4.537 1043 1046 1048 rBvV 127 85 0.01% 0.002%
24 4_.553 1048 1051 1053 rvv 255 143 0.02% 0.003%
25 4.569 1053 1056 1059 rvv 125 82 0.01% 0.002%
26 4.646 1063 1080 1105 rBvV 119902 282968 38.81% 5.188%
27 4.749 1110 1112 1115 rvv 378 194 0.03% 0.004%
28 4.768 1115 1118 1122 rVB2 300 167 0.02% 0.003%
29 4.810 1127 1131 1133 rBvV 161 114 0.02% 0.002%
30 4.845 1140 1142 1144 rBvV2 147 85 0.01% 0.002%
31 4.884 1149 1154 1155 rBvV2 348 313 0.04% 0.006%
32 4.916 1161 1164 1166 rBvV 130 71 0.01% 0.001%
33 4.964 1176 1179 1180 rBvV2 171 97 0.01% 0.002%
34 5.016 1192 1195 1197 rBV 106 72 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029052.D

Aca On : 07 Jan 2019 12:04

Operator : MD/SY

Sample : K1048-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMULM122018WMA .M
Title : VOC Analysis

35 5.032 1197 1200 1204 rVB 175 114 0.02% 0.002%
36 5.205 1252 1254 1256 rBV 182 91 0.01% 0.002%
37 5.218 1256 1258 1265 rVB2 221 283 0.04% 0.005%
38 5.337 1272 1295 1325 rBV2 251220 729093 100.00% 13.368%
39 5.582 1367 1371 1373 rBV2 293 233 0.03% 0.004%
40 5.620 1381 1383 1386 rVB 160 73 0.01% 0.001%
41 5.643 1387 1390 1392 rBV 150 79 0.01% 0.001%
42 5.665 1394 1397 1399 rVvVv 237 154 0.02% 0.003%
43 5.684 1399 1403 1409 rVvv2 189 195 0.03% 0.004%
44 5.707 1409 1410 1413 rVB 187 91 0.01% 0.002%
45 5.755 1422 1425 1430 rBV 257 191 0.03% 0.004%
46 5.884 1451 1465 1487 rBV 213050 418456 57.39% 7.672%
47 6.112 1534 1536 1542 rVB2 136 92 0.01% 0.002%
48 6.328 1590 1603 1624 rBV 167280 326869 44.83% 5.993%
49 6.456 1640 1643 1646 rBV 373 301 0.04% 0.006%
50 6.630 1694 1697 1700 rBV 156 71 0.01% 0.001%
51 6.723 1722 1726 1733 rVB 82 81 0.01% 0.001%
52 6.819 1753 1756 1758 rBV 176 148 0.02% 0.003%
53 6.890 1775 1778 1781 rVB2 175 102 0.01% 0.002%
54 7.080 1833 1837 1841 rBV 110 91 0.01% 0.002%
55 7.225 1870 1882 1903 rBV 94089 165596 22.71% 3.036%
56 7.337 1916 1917 1921 rVB 411 174 0.02% 0.003%
57 7.392 1921 1934 1945 rBV5 2770 4541 0.62% 0.083%
58 7.434 1945 1947 1952 rBV 175 103 0.01% 0.002%
59 7.511 1968 1971 1974 rVB 162 113 0.02% 0.002%

60 7.562 1974 1987 2026 rBV 324249 578551 79.35% 10.608%

61 7.848 2065 2076 2094 rBV 66203 109349 15.00% 2.005%

62 8.003 2121 2124 2127 rBV 189 112 0.02% 0.002%
63 8.057 2136 2141 2143 rBV 109 97 0.01% 0.002%
64 8.086 2148 2150 2153 rVV 125 82 0.01% 0.002%
65 8.176 2169 2178 2191 rBV3 882 1528 0.21% 0.028%
66 8.308 2208 2219 2245 rBV 206572 351275 48.18% 6.441%
67 8.575 2298 2302 2304 rvv2 131 98 0.01% 0.002%
68 8.659 2322 2328 2331 rBvV 104 98 0.01% 0.002%
69 8.678 2331 2334 2339 rVV 219 129 0.02% 0.002%
70 8.810 2368 2375 2376 rBV 180 124 0.02% 0.002%
71 8.823 2376 2379 2383 rVV 131 101 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029052.D

Aca On : 07 Jan 2019 12:04

Operator : MD/SY

Sample : K1048-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMULM122018WMA .M
VOC Analysis

72 9.086 2449 2461 2489 rBvV 302619 507414 69.60% 9.304%

73 9.453 2572 2575 2577 rBV 206 110 0.02% 0.002%
74 9.488 2582 2586 2587 rBvV2 202 121 0.02% 0.002%
75 9.549 2600 2605 2609 rBvV2 204 220 0.03% 0.004%
76 9.671 2640 2643 2644 rBV2 181 86 0.01% 0.002%
77 9.813 2685 2687 2690 rvVB2 134 75 0.01% 0.001%
78 9.880 2705 2708 2711 rVB2 152 87 0.01% 0.002%
79 9.964 2731 2734 2735 rBV 123 72 0.01% 0.001%
80 10.128 2782 2785 2789 rBV 186 130 0.02% 0.002%
81 10.298 2835 2838 2840 rVB2 172 100 0.01% 0.002%
82 10.430 2867 2879 2899 rVB 220237 353557 48.49% 6.483%
83 10.527 2905 2909 2911 rBV2 222 203 0.03% 0.004%
84 10.790 2986 2991 2994 rBV2 218 190 0.03% 0.003%
85 10.810 2994 2997 3004 rVB 198 131 0.02% 0.002%
86 10.887 3017 3021 3022 rBV 167 108 0.01% 0.002%
87 10.903 3023 3026 3028 rBV 204 134 0.02% 0.002%
88 10.935 3033 3036 3039 rBV2 199 139 0.02% 0.003%
89 11.128 3094 3096 3099 rVB2 158 85 0.01% 0.002%
90 11.150 3099 3103 3105 rBV2 172 156 0.02% 0.003%
91 11.237 3127 3130 3132 rBV2 159 112 0.02% 0.002%
92 11.404 3179 3182 3183 rBV 137 74 0.01% 0.001%
93 11.482 3195 3206 3226 rBV 263908 417539 57.27% 7 .656%
94 11.710 3274 3277 3278 rBV 214 100 0.01% 0.002%
95 11.858 3311 3323 3345 rBV 280735 460543 63.17% 8.444%
96 12.353 3474 3477 3484 rVB2 182 140 0.02% 0.003%
97 12.385 3484 3487 3493 rVB 306 275 0.04% 0.005%
98 12.421 3494 3498 3501 rBV2 228 202 0.03% 0.004%
99 12.572 3543 3545 3548 rBV2 241 146 0.02% 0.003%
100 12.700 3584 3585 3588 rBV2 249 112 0.02% 0.002%
Sum of corrected areas: 5453982
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029052.D

Aca On : 07 Jan 2019 12:04

Operator : MD/SY

Sample - K1048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

Abundance TIC: VU029052.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029052.D

Aca On : 07 Jan 2019 12:04

Operator : MD/SY

Sample - K1048-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Isopropyl Alcohol Concentration Rank 2

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

2.45 5.66 ug/L 47405 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 64
3 4-Penten-2-o0l 86 C5H100 000625-31-0 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 397 (2.450 min): VU029052.D (-386) (-) m/z 45.10 100.00%
45
5000
3q41| 59 2.20 2.40 2.60 2.80
Orprrrrprrrrrre e He e e e e e m/z 43.10 20.58%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
27 m/z 41.10 8.09%
15 1‘9 ‘31 3 4‘1‘ 59
S R R AL AR RARAS RS RRAAN LARES RARAS RAARA RAL) RAREA KRR RARRAN
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
220 2.40 2.60 2.80
5000 m/z 39.10 6.53%
. 1519 2731 g4l 53 59
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol Y 172 N
45 220 2.40 2.60 2.80
m/z 42.00 4.98%
5000
27 4
o | 3134 %Q\ﬂ 5053 57 63 67 71 I
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO010719\
Data File : VU029052.D

Acq On : 07 Jan 2019 12:04

Operator : MD/SY

Sample - K1048-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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]

Isopropyl Alcohol 2.45 5.7 ug/L 47405 1 5.88 418456 50.0
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