LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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\SOMULM122018WMA .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 1.398 63 70 81 rBV 109654 109159 14.66% 1.860%
2 1.672 147 155 170 rVB 79784 100710 13.53% 1.716%
3 2.270 330 341 354 rBvY 158957 238761 32.07% 4.069%
4 2.447 386 396 415 rBvV 20183 36220 4.87% 0.617%
5 2.688 468 471 474 rBV 150 106 0.01% 0.002%
6 2.794 501 504 505 rBV 181 78 0.01% 0.001%
7 2.839 505 518 533 rvB2 6561 13218 1.78% 0.225%
8 3.276 650 654 657 rBV 197 113 0.02% 0.002%
9 3.318 663 667 669 rBV 102 83 0.01% 0.001%
10 3.800 814 817 821 rBvV 263 293 0.04% 0.005%
11 3.913 849 852 858 rvB 186 134 0.02% 0.002%
12 3.990 872 876 877 rBV 180 121 0.02% 0.002%
13 4.022 882 886 889 rBvV2 229 166 0.02% 0.003%
14 4.038 889 891 895 rBvV 102 78 0.01% 0.001%
15 4.086 903 906 909 rBvV 249 140 0.02% 0.002%
16 4.176 921 934 962 rBvY 79666 218248 29.32% 3.720%
17 4.485 1028 1030 1037 rVB2 258 206 0.03% 0.004%
18 4.514 1037 1039 1042 rVB 194 121 0.02% 0.002%
19 4.646 1064 1080 1108 rBv2 118928 279238 37.51% 4.759%
20 4.884 1150 1154 1156 rBV2 371 313 0.04% 0.005%
21 4.913 1161 1163 1170 rVB 131 89 0.01% 0.002%
22 4.951 1172 1175 1178 rVB 147 76 0.01% 0.001%
23 4.980 1180 1184 1189 rVB2 189 222 0.03% 0.004%
24 5.032 1197 1200 1205 rBvV 101 109 0.01% 0.002%
25 5.057 1205 1208 1211 rVVv 113 79 0.01% 0.001%
26 5.093 1217 1219 1226 rVB 187 130 0.02% 0.002%
27 5.189 1246 1249 1254 rVB 216 161 0.02% 0.003%
28 5.337 1271 1295 1318 rBV2 256251 744423 100.00% 12.687%
29 5.562 1363 1365 1368 rBV 113 79 0.01% 0.001%
30 5.607 1373 1379 1380 rBV 102 104 0.01% 0.002%
31 5.720 1412 1414 1418 rBV 143 96 0.01% 0.002%
32 5.762 1425 1427 1429 rBvV 275 139 0.02% 0.002%
33 5.884 1451 1465 1488 rBV 247299 484628 65.10% 8.259%
34 6.189 1555 1560 1562 rBV2 1817 1708 0.23% 0.029%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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\SOMULM122018WMA .M
Title : VOC Analysis

35 6.273 1582 1586 1589 rBV2 272 188 0.03% 0.003%
36 6.327 1589 1603 1627 rBV 171109 344200 46.24% 5.866%
37 6.462 1639 1645 1648 rVB2 267 298 0.04% 0.005%
38 6.536 1665 1668 1671 rvv2 215 131 0.02% 0.002%
39 6.604 1686 1689 1691 rBV 145 65 0.01% 0.001%
40 6.652 1701 1704 1709 rBvV 77 72 0.01% 0.001%
41 6.742 1727 1732 1735 rBV 121 100 0.01% 0.002%
42 6.768 1738 1740 1743 rBvV 179 88 0.01% 0.001%
43 6.816 1752 1755 1758 rBV 194 116 0.02% 0.002%
44 6.900 1779 1781 1785 rVB 145 93 0.01% 0.002%
45 6.925 1785 1789 1792 rBV 198 113 0.02% 0.002%
46 6.942 1792 1794 1799 rBV 82 70 0.01% 0.001%
47 6.999 1809 1812 1817 rVB3 283 233 0.03% 0.004%
48 7.032 1819 1822 1824 rBV 153 72 0.01% 0.001%
49 7.086 1837 1839 1840 rBV 169 89 0.01% 0.002%
50 7.228 1871 1883 1902 rBV 96253 169854 22.82% 2.895%
51 7.363 1922 1925 1931 rVB2 225 229 0.03% 0.004%
52 7.388 1931 1933 1937 rBvV 155 75 0.01% 0.001%
53 7.417 1937 1942 1946 rBvV 238 186 0.02% 0.003%
54 7.450 1949 1952 1956 rBV 177 109 0.01% 0.002%
55 7.482 1960 1962 1966 rvVB2 145 94 0.01% 0.002%
56 7.511 1969 1971 1973 rBV2 118 64 0.01% 0.001%

57 7.565 1974 1988 2023 rBvV 330383 590524 79.33% 10.064%
58 7.848 2064 2076 2100 rBvV2 66195 111869 15.03% 1.907%

59 7.951 2104 2108 2111 rBV2 291 231 0.03% 0.004%
60 7.970 2111 2114 2117 rBV 316 153 0.02% 0.003%
61 7.983 2117 2118 2121 rVB 189 76 0.01% 0.001%
62 7.999 2121 2123 2126 rBV 195 149 0.02% 0.003%
63 8.179 2172 2179 2191 rVB3 2230 3707 0.50% 0.063%
64 8.228 2191 2194 2196 rVB 402 216 0.03% 0.004%
65 8.308 2208 2219 2247 rBV 268374 455180 61.15% 7.758%
66 8.575 2298 2302 2303 rBvV 155 101 0.01% 0.002%
67 8.585 2303 2305 2307 rVB 226 92 0.01% 0.002%
68 8.671 2329 2332 2335 rBvV 209 127 0.02% 0.002%
69 8.697 2338 2340 2343 rBvV 125 63 0.01% 0.001%
70 8.761 2356 2360 2361 rBV 145 118 0.02% 0.002%
71 8.774 2361 2364 2369 rVB2 183 157 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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\SOMULM122018WMA .M
Title : VOC Analysis

72 8.816 2374 2377 2382 rBY 262 162 0.02% 0.003%
73 8.880 2395 2397 2401 rVvB2 268 156 0.02% 0.003%
74 8.916 2406 2408 2411 rBV2 167 87 0.01% 0.001%
75 9.089 2446 2462 2491 rBV 343200 577019 77.51% 9.834%
76 9.382 2545 2553 2565 rvB2 979 1692 0.23% 0.029%
77 9.443 2569 2572 2574 rBV 92 63 0.01% 0.001%
78 9.485 2583 2585 2587 rBB 143 75 0.01% 0.001%
79 9.504 2587 2591 2594 rBvV 146 109 0.01% 0.002%
80 9.533 2597 2600 2606 rBvV 238 191 0.03% 0.003%
81 9.639 2631 2633 2636 rBV 158 67 0.01% 0.001%
82 9.819 2687 2689 2691 rVB 179 72 0.01% 0.001%
83 9.900 2711 2714 2715 rBvV 147 88 0.01% 0.001%
84 10.173 2795 2799 2803 rBV2 223 202 0.03% 0.003%
85 10.215 2808 2812 2813 rBVY 219 142 0.02% 0.002%
86 10.330 2846 2848 2850 rBV 185 95 0.01% 0.002%
87 10.385 2861 2865 2867 rBVY 135 102 0.01% 0.002%
88 10.430 2867 2879 2898 rVV 244759 389258 52.29% 6.634%
89 10.527 2906 2909 2911 rBV 220 111 0.01% 0.002%
90 10.604 2925 2933 2945 rBV4 1978 3274 0.44% 0.056%
91 10.681 2954 2957 2958 rBV2 177 97 0.01% 0.002%
92 10.816 2997 2999 3004 rVB2 295 164 0.02% 0.003%
93 10.903 3023 3026 3029 rBvY 180 78 0.01% 0.001%
94 11.379 3172 3174 3178 rBV2 169 153 0.02% 0.003%
95 11.427 3185 3189 3192 rBvY 318 275 0.04% 0.005%

96 11.482 3195 3206 3225 rVV 312738 491427 66.01% 8.375%
97 11.858 3311 3323 3343 rBV 306312 492786 66.20% 8.398%

98 12.099 3395 3398 3401 rBV3 337 270 0.04% 0.005%

99 12.150 3409 3414 3416 rBV2 273 228 0.03% 0.004%

100 12.253 3443 3446 3449 rBV2 297 258 0.03% 0.004%
Sum of corrected areas: 5867552
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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: vU028857.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 49 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 3.74 ug/L 36220 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Isopropyl Alcohol 60 C3H80 000067-63-0 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 397 (2.450 min): VU028857.D (-386) (-) m/z 45.10 100.00%
45
5000
38 4|1| 59 220 240 2.60 2.80
O R A aa E R MR B AR m/z 43.10 18.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
220 240 2.60 2.80
27 m/z 41.10 7.47%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 240 260 2.80
5000 m/z 39.10 5.82%
. 15 19 2l 31 gg4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45 220 240 2.60 2.80
m/z 59.10 4_.09%
5000
s T ga 5
U R SR AR AL ARAS RS RARRN RAARS RARRS RARRA RARRARARRS IR RS RSN R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028857.D

Acq On : 21 Dec 2018 04:21

Operator : MD/SY

Sample - J6513-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 49 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3.7 ug/L 36220 1 5.89 484628 50.0
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