LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027493.D

Aca On : 08 Oct 2018 12:32

Operator : MD/SY

Sample = J5250-03

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\SOMULM100518WMA .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 1.399 63 70 85 rBv 103639 103440 13.47% 1.703%
2 1.682 151 158 171 rVB 77070 96924 12.62% 1.596%
3 2.273 332 342 354 rBV 160090 240626 31.33% 3.962%
4 2.447 387 396 420 rVB2 24332 43854 5.71% 0.722%
5 2.611 445 447 449 rBV 242 144 0.02% 0.002%
6 2.736 484 486 489 rBV 171 59 0.01% 0.001%
7 2.836 510 517 536 rVB3 2955 6295 0.82% 0.104%
8 2.910 536 540 543 rBV 233 179 0.02% 0.003%
9 2.929 543 546 548 rBV 262 161 0.02% 0.003%
10 3.019 572 574 578 rBV2 186 129 0.02% 0.002%
11 3.193 618 628 639 rvB4 1237 2337 0.30% 0.038%
12 3.254 644 647 650 rBV2 191 139 0.02% 0.002%
13 3.325 667 669 671 rVB 140 72 0.01% 0.001%
14 3.415 692 697 700 rBV 143 141 0.02% 0.002%
15 3.457 707 710 715 rBV2 190 208 0.03% 0.003%
16 3.489 718 720 721 rBV2 117 52 0.01% 0.001%
17 3.576 744 747 748 rBV2 195 93 0.01% 0.002%
18 3.653 770 771 773 rVB2 138 52 0.01% 0.001%
19 3.688 780 782 786 rVB 249 124 0.02% 0.002%
20 3.711 786 789 791 rBV2 173 106 0.01% 0.002%
21 3.733 791 796 799 rvVv 140 134 0.02% 0.002%
22 3.762 802 805 807 rvVv 92 71 0.01% 0.001%
23 3.785 810 812 815 rVB 176 77 0.01% 0.001%
24 3.826 822 825 826 rBV 107 59 0.01% 0.001%
25 3.871 837 839 842 rVB 147 66 0.01% 0.001%
26 3.897 843 847 850 rVB 194 146 0.02% 0.002%
27 3.977 867 872 876 rVB2 173 149 0.02% 0.002%
28 4.000 877 879 883 rVB 155 59 0.01% 0.001%
29 4.022 883 886 887 rBV 178 63 0.01% 0.001%
30 4.084 903 905 908 rVB 101 56 0.01% 0.001%
31 4.183 921 936 964 rBV3 92410 269263 35.06% 4_.434%
32 4.547 1047 1049 1054 rBvV2 265 215 0.03% 0.004%
33 4.592 1057 1063 1065 rBvV 47 57 0.01% 0.001%

34 4.653 1065 1082 1106 rBV 127389 317345 41.32% 5.225%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027493.D

Aca On : 08 Oct 2018 12:32

Operator : MD/SY

Sample = J5250-03

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\SOMULM100518WMA _M
Title : VOC Analysis

35 4.794 1124 1126 1127 rBvV 115 49 0.01% 0.001%
36 4.871 1146 1150 1151 rBvV 337 219 0.03% 0.004%
37 5.003 1189 1191 1194 rVB 176 74 0.01% 0.001%
38 5.061 1207 1209 1212 rVB 188 89 0.01% 0.001%
39 5.080 1212 1215 1219 rVB 187 131 0.02% 0.002%
40 5.112 1219 1225 1229 rBV 107 144 0.02% 0.002%
41 5.344 1273 1297 1330 rBvV2 252055 768013 100.00% 12.646%
42 5.530 1351 1355 1358 rBV2 199 210 0.03% 0.003%
43 5.563 1364 1365 1368 rVB 147 77 0.01% 0.001%
44 5.582 1368 1371 1375 rBV 97 78 0.01% 0.001%
45 5.604 1375 1378 1382 rVB 80 58 0.01% 0.001%
46 5.646 1387 1391 1392 rBV 122 51 0.01% 0.001%
47 5.682 1398 1402 1410 rBV2 585 677 0.09% 0.011%
48 5.887 1452 1466 1500 rBV 243450 486166 63.30% 8.005%
49 6.106 1529 1534 1535 rBV 70 61 0.01% 0.001%
50 6.116 1536 1537 1539 rVB 157 52 0.01% 0.001%
51 6.135 1539 1543 1545 rBV 151 90 0.01% 0.001%
52 6.148 1545 1547 1549 rBV 145 68 0.01% 0.001%
53 6.206 1563 1565 1566 rBV 145 60 0.01% 0.001%
54 6.270 1580 1585 1587 rBV 149 137 0.02% 0.002%
55 6.334 1591 1605 1630 rBV 179443 363988 47.39% 5.993%
56 6.456 1638 1643 1646 rBV2 399 453 0.06% 0.007%
57 6.518 1659 1662 1667 rVB2 164 173 0.02% 0.003%
58 6.546 1667 1671 1674 rBV 260 144 0.02% 0.002%
59 6.575 1678 1680 1684 rVB 142 72 0.01% 0.001%
60 6.617 1691 1693 1696 rVB 192 72 0.01% 0.001%
61 6.636 1696 1699 1704 rBV 107 106 0.01% 0.002%
62 6.662 1704 1707 1710 rBvV 137 87 0.01% 0.001%
63 6.829 1754 1759 1762 rBV 300 296 0.04% 0.005%
64 6.862 1762 1769 1774 rVv4 698 806 0.10% 0.013%
65 6.884 1774 1776 1781 rVV 307 133 0.02% 0.002%
66 6.919 1785 1787 1789 rVB 175 67 0.01% 0.001%
67 6.958 1796 1799 1801 rVB 191 129 0.02% 0.002%
68 6.977 1801 1805 1808 rBvV2 190 147 0.02% 0.002%
69 7.016 1814 1817 1821 rBV 91 98 0.01% 0.002%
70 7.228 1871 1883 1906 rBV 96068 175978 22.91% 2.898%
71 7.344 1918 1919 1921 rVB 134 49 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027493.D

Aca On : 08 Oct 2018 12:32

Operator : MD/SY

Sample = J5250-03

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\SOMULM100518WMA _M
Title : VOC Analysis

72 7.366 1924 1926 1927 rVV 145 79 0.01% 0.001%
73 7.392 1928 1934 1943 rVB4 2510 3885 0.51% 0.064%
74 7.463 1952 1956 1958 rBV 72 62 0.01% 0.001%
75 7.479 1958 1961 1962 rBV 156 89 0.01% 0.001%
76 7.566 1974 1988 2020 rBVY 323768 573859 74.72% 9.449%
77 7.775 2051 2053 2055 rBY 132 62 0.01% 0.001%
78 7.852 2065 2077 2099 rBvV 70406 120657 15.71% 1.987%
79 7.990 2116 2120 2123 rBV3 218 200 0.03% 0.003%
80 8.035 2132 2134 2135 rBvY 202 98 0.01% 0.002%
81 8.183 2167 2180 2188 rBV2 3275 7255 0.94% 0.119%
82 8.312 2210 2220 2249 rVB 256316 441926 57.54% 7.277%
83 8.726 2346 2349 2352 rBV2 316 212 0.03% 0.003%
84 8.948 2416 2418 2419 rBV 168 52 0.01% 0.001%
85 9.032 2441 2444 2447 rVB 199 123 0.02% 0.002%
86 9.090 2448 2462 2487 rBV 355485 598596 77.94% 9.856%
87 9.228 2502 2505 2507 rBvV 272 190 0.02% 0.003%
88 9.283 2519 2522 2523 rBvY 161 93 0.01% 0.002%
89 9.328 2534 2536 2539 rBvV 193 139 0.02% 0.002%
90 9.906 2713 2716 2720 rBV2 159 176 0.02% 0.003%
91 9.951 2726 2730 2732 rBvV 273 225 0.03% 0.004%
92 9.984 2736 2740 2742 rVV 250 186 0.02% 0.003%
93 10.051 2759 2761 2767 rBV2 211 157 0.02% 0.003%
94 10.434 2868 2880 2903 rVB 230059 368642 48.00% 6.070%
95 10.614 2929 2936 2951 rVB5 2707 5035 0.66% 0.083%
96 11.131 3094 3097 3099 rBvY 173 109 0.01% 0.002%
97 11.151 3100 3103 3105 rvv 264 170 0.02% 0.003%
98 11.485 3195 3207 3224 rBV 354401 550890 71.73% 9.071%
99 11.678 3263 3267 3270 rBV2 296 293 0.04% 0.005%

100 11.861 3312 3324 3345 rBVY 323848 517625 67.40% 8.523%

Sum of corrected areas: 6073282
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027493.D

Aca On : 08 Oct 2018 12:32

Operator : MD/SY

Sample = J5250-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .M
VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100818\
Data File : VU027493.D

Aca On : 08 Oct 2018 12:32

Operator : MD/SY

Sample = J5250-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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 unknown-01 Concentration Rank 2

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

2.45 4_.51 ug/L 43854 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 43
2 lIsopropvl Alcohol 60 C3H80 000067-63-0 43
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 L-Lactic acid 90 C3H603 000079-33-4 4

Abundance Scan 397 (2.450 min): VU027493.D (-387) (-) m/z 44.95 100.00%
45
5000
38 4|1| 59 220 2.40 2.60 2.80
R R B N MA L R RA R m/z 43.00 19.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
220 2.40 2.60 2.80
m/z 41.00 9.84%
15 10 A3 ggdl) 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
45
220 2.40 2.60 2.80
5000 m/z 39.00 7.72%

27
PP 31 aghl 59
|

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance #295: |sopropy! Alcohol

45 2.20 2.40 2.60 2.80

m/z 42.00 5.39%
5000
27
1519 T3 md 59
B LN I o o o o R ARRRREEEEREERERy R R S N IR
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\VU100818\
Data File : VU027493.D

Acq On : 08 Oct 2018 12:32

Operator : MD/SY

Sample - J5250-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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 2.45 4.5 ug/L 43854 1 5.89 486166 50.0
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