LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\

Data File : VU027637.D

Acq On : 12 Oct 2018 20:50

Operator : MD/SY

Sample - J5405-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 29 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\SOMULM100518WMA _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 1.399 64 70 84 rBvY 83787 84998 13.80% 1.791%
2 1.682 151 158 171 rVB 63493 79717 12.94% 1.679%
3 2.273 332 342 353 rBvY 124061 188431 30.59% 3.970%
4 2.402 380 382 383 rBY 162 49 0.01% 0.001%
5 2.447 385 396 414 rvv 21164 38196 6.20% 0.805%
6 2.707 473 477 481 rVB2 366 261 0.04% 0.005%
7 2.730 482 484 485 rBvV 136 58 0.01% 0.001%
8 2.833 513 516 517 rBvV 376 195 0.03% 0.004%
9 3.042 579 581 582 rBvY 168 49 0.01% 0.001%
10 3.087 589 595 597 rBvV 157 154 0.03% 0.003%
11 3.151 613 615 619 rvB2 189 123 0.02% 0.003%
12 3.183 623 625 627 rvVB 166 66 0.01% 0.001%
13 3.196 627 629 631 rvB 158 66 0.01% 0.001%
14 3.215 633 635 637 rBv 124 63 0.01% 0.001%
15 3.267 648 651 655 rBV 126 120 0.02% 0.003%
16 3.292 657 659 661 rvB 135 55 0.01% 0.001%
17 3.357 676 679 684 rvVB 104 79 0.01% 0.002%
18 3.524 727 731 734 rBV 131 84 0.01% 0.002%
19 3.640 764 767 770 rVB 195 129 0.02% 0.003%
20 3.698 780 785 786 rBvV 71 61 0.01% 0.001%
21 3.723 791 793 795 rvVB 173 60 0.01% 0.001%
22 3.897 844 847 849 rBvV 81 58 0.01% 0.001%
23 3.923 853 855 858 rvB 196 73 0.01% 0.002%
24 3.958 863 866 869 rBV 80 56 0.01% 0.001%
25 4.019 883 885 887 rBV 175 73 0.01% 0.002%
26 4.042 887 892 895 rBvV 214 142 0.02% 0.003%
27 4.071 897 901 905 rBv2 111 76 0.01% 0.002%
28 4.180 919 935 965 rBV2 64364 172042 27.93% 3.624%
29 4.495 1031 1033 1041 rVvB2 226 262 0.04% 0.006%
30 4_553 1049 1051 1054 rVvB 258 137 0.02% 0.003%
31 4.652 1062 1082 1105 rBvV 100746 238802 38.77% 5.031%
32 4.833 1135 1138 1142 rVB 82 57 0.01% 0.001%
33 4.884 1151 1154 1157 rBV2 272 258 0.04% 0.005%
34 5.228 1255 1261 1264 rBV 109 105 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\
Data File : VU027637.D

Acq On : 12 Oct 2018 20:50

Operator : MD/SY

Sample - J5405-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 29 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
Title

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

35 5.344 1274 1297 1335 rBV2 204147 615921 100.00% 12.976%

36 5.685 1401 1403 1407 rVB 164 55 0.01% 0.001%
37 5.842 1448 1452 1453 rBV 88 62 0.01% 0.001%
38 5.890 1453 1467 1504 rVvVv 218928 437739 71.07% 9.222%
39 6.077 1521 1525 1527 rBV 146 90 0.01% 0.002%
40 6.132 1540 1542 1547 rVB 107 75 0.01% 0.002%
41 6.173 1551 1555 1562 rBV4 517 545 0.09% 0.011%
42 6.222 1565 1570 1572 rVB2 139 143 0.02% 0.003%
43 6.254 1577 1580 1586 rVB 102 88 0.01% 0.002%
44 6.334 1590 1605 1623 rBV 145462 292028 47.41% 6.152%
45 6.460 1640 1644 1645 rBV2 400 283 0.05% 0.006%
46 6.479 1649 1650 1654 rVB 156 83 0.01% 0.002%
47 6.543 1665 1670 1672 rBV 110 112 0.02% 0.002%
48 6.604 1687 1689 1690 rBvV 147 65 0.01% 0.001%
49 6.749 1729 1734 1739 rBvV 113 129 0.02% 0.003%
50 6.787 1744 1746 1749 rVB 156 68 0.01% 0.001%
51 6.804 1749 1751 1753 rVB 185 94 0.02% 0.002%
52 6.836 1758 1761 1763 rBV 96 50 0.01% 0.001%
53 6.855 1763 1767 1768 rBvV2 129 96 0.02% 0.002%
54 6.971 1800 1803 1807 rBV 90 79 0.01% 0.002%
55 7.000 1810 1812 1814 rVB2 163 87 0.01% 0.002%
56 7.045 1822 1826 1840 rvv2 400 780 0.13% 0.016%
57 7.132 1850 1853 1855 rBV 169 134 0.02% 0.003%
58 7.164 1860 1863 1866 rBV 169 161 0.03% 0.003%
59 7.231 1872 1884 1906 rBV 71567 130678 21.22% 2.753%
60 7.434 1945 1947 1955 rvB2 198 211 0.03% 0.004%
61 7.466 1955 1957 1958 rBV 126 71 0.01% 0.001%
62 7.517 1969 1973 1976 rBV2 289 253 0.04% 0.005%
63 7.569 1976 1989 2016 rBV 244652 434756 70.59% 9.159%
64 7.704 2028 2031 2035 rBV3 289 224 0.04% 0.005%
65 7.852 2066 2077 2100 rBV2 50982 89420 14.52% 1.884%
66 7.935 2100 2103 2106 rVvv3 241 178 0.03% 0.004%
67 7.990 2119 2120 2125 rVB2 150 102 0.02% 0.002%
68 8.016 2125 2128 2129 rBV2 125 73 0.01% 0.002%
69 8.025 2129 2131 2135 rBV 144 60 0.01% 0.001%
70 8.041 2135 2136 2139 rBvV 95 55 0.01% 0.001%
71 8.086 2144 2150 2155 rBV2 208 298 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\
Data File : VU027637.D

Acq On : 12 Oct 2018 20:50

Operator : MD/SY

Sample - J5405-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 29 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\SOMULM100518WMA _M
Title : VOC Analysis
72 8.183 2169 2180 2188 rBV2 1222 2281 0.37% 0.048%
73 8.234 2192 2196 2201 rVB3 594 507 0.08% 0.011%
74 8.315 2206 2221 2248 rBvY 198494 354434 57 _.55% 7.467%
75 8.553 2293 2295 2297 rBV2 175 98 0.02% 0.002%
76 8.566 2297 2299 2300 rBV 196 76 0.01% 0.002%
77 8.684 2333 2336 2342 rVB 209 130 0.02% 0.003%
78 8.816 2374 2377 2381 rBV2 221 192 0.03% 0.004%
79 8.848 2384 2387 2389 rBV2 185 135 0.02% 0.003%
80 8.974 2423 2426 2430 rBV 214 196 0.03% 0.004%
81 9.045 2446 2448 2449 rBvV 117 51 0.01% 0.001%
82 9.093 2449 2463 2488 rBV 310104 516271 83.82% 10.876%
83 9.266 2513 2517 2518 rBV2 206 157 0.03% 0.003%
84 9.334 2536 2538 2541 rVB 216 102 0.02% 0.002%
85 9.382 2549 2553 2555 rBV2 232 149 0.02% 0.003%
86 9.717 2654 2657 2662 rvVB2 236 161 0.03% 0.003%
87 9.752 2664 2668 2673 rvVB2 199 141 0.02% 0.003%
88 9.781 2675 2677 2679 rVB 229 95 0.02% 0.002%
89 9.845 2695 2697 2700 rVB 148 63 0.01% 0.001%
90 9.922 2718 2721 2724 rBV2 198 126 0.02% 0.003%
91 9.938 2724 2726 2729 rVV 158 70 0.01% 0.001%
92 10.250 2821 2823 2826 rBV2 174 103 0.02% 0.002%
93 10.434 2868 2880 2899 rBvY 189949 297353 48.28% 6.264%
94 10.569 2918 2922 2925 rBVY 222 220 0.04% 0.005%
95 10.852 3007 3010 3013 rBvV 221 188 0.03% 0.004%
96 11.147 3099 3102 3103 rBvY 163 91 0.01% 0.002%
97 11.485 3195 3207 3229 rBV 256839 398742 64.74% 8.400%
98 11.752 3283 3290 3302 rBV5 2180 3647 0.59% 0.077%
99 11.861 3312 3324 3343 rBV 225478 359886 58.43% 7.582%
100 12.475 3512 3515 3522 rBV2 454 623 0.10% 0.013%

Sum of corrected areas: 4746789
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\
VU027637.D

12 Oct 2018 20:50

MD/SY

J5405-02

5.0mL/MSVOA_U/WATER

29 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\
Data File : VU027637.D

Acq On : 12 Oct 2018 20:50

Operator : MD/SY

Sample - J5405-02

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 29 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_.36 ug/L 38196 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 43
2 Isopropyl Alcohol 60 C3H80 000067-63-0 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 5
5 4-Penten-2-o0l 86 C5H100 000625-31-0 4

Abundance Scan 397 (2.450 min): VU027637.D (-385) (-) m/z 45.00 100.00%
45
5000
38 4|1| 59 2.20 2.40 2.60 2.80
O e e e e m/z 43.00 20.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
45
5000
220 240 2.60 2.80
27 m/z 41.10 7.94%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR AR RALRS RN RARRY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 240 2.60 2.80
5000 m/z 39.10 7.03%
. 15 19 2l 31 gg4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 h
Abundance #295: Isopropy! Alcohol L o L T
45 220 240 2.60 2.80
m/z 42.00 5.00%
5000
0 1510 a4 59 Wl
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 240 260 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101218\
Data File : VU027637.D

Acq On : 12 Oct 2018 20:50

Operator : MD/SY

Sample - J5405-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100518WMA .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]

unknown-01 2.45 4.4 ug/L 38196 1 5.89 437739 50.0
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