LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 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_V\METHOD\SOMVLM121318WMA_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 1.322 66 72 91 rvB 84179 91975 12.95% 1.671%
2 1.566 141 148 163 rVB 63521 73491 10.34% 1.335%
3 2.129 313 323 336 rBY 203537 287598 40.48% 5.226%
4 2.315 374 381 399 rvB 15838 35860 5.05% 0.652%
5 2.537 444 450 456 rBV3 638 802 0.11% 0.015%
6 2.656 473 487 509 rBvV2 19101 43585 6.13% 0.792%
7 2.782 524 526 530 rvB2 314 181 0.03% 0.003%
8 2.913 565 567 571 rvB2 187 124 0.02% 0.002%
9 2.984 583 589 590 rBvV 258 251 0.04% 0.005%
10 3.290 678 684 686 rBv2 314 302 0.04% 0.005%
11 3.409 718 721 724 rVB 241 172 0.02% 0.003%
12 3.515 749 754 756 rBV2 232 201 0.03% 0.004%
13 3.544 756 763 766 rvB2 205 254 0.04% 0.005%
14 3.640 790 793 800 rvB2 174 249 0.04% 0.005%
15 3.675 800 804 806 rBv 192 133 0.02% 0.002%
16 3.782 835 837 844 rvB2 196 174 0.02% 0.003%
17 3.823 847 850 855 rvv2 228 219 0.03% 0.004%

18 3.933 871 884 913 rVvV 55862 162681 22.90% 2.956%
19 4.405 1013 1031 1060 rBV 114026 278969 39.26% 5.069%

20 4.576 1082 1084 1089 rVB3 235 190 0.03% 0.003%
21 4_.605 1089 1093 1095 rBvV 169 142 0.02% 0.003%
22 4.656 1106 1109 1113 rBV2 186 131 0.02% 0.002%
23 4.727 1126 1131 1135 rBV2 257 337 0.05% 0.006%
24 4.762 1138 1142 1146 rBV2 254 288 0.04% 0.005%
25 4.807 1153 1156 1159 rBV 232 200 0.03% 0.004%
26 4.849 1164 1169 1171 rBV2 169 166 0.02% 0.003%
27 4.965 1202 1205 1208 rBV 251 207 0.03% 0.004%
28 5.097 1226 1246 1272 rBV2 281126 710480 100.00% 12.909%
29 5.296 1307 1308 1311 rVB2 380 161 0.02% 0.003%
30 5.325 1315 1317 1320 rVB2 219 126 0.02% 0.002%
31 5.383 1333 1335 1338 rvv2 261 145 0.02% 0.003%
32 5.415 1340 1345 1348 rBV2 262 239 0.03% 0.004%
33 5.441 1348 1353 1356 rBV2 212 238 0.03% 0.004%
34 5.518 1375 1377 1378 rBV 312 148 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 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_V\METHOD\SOMVLM121318WMA_M
Title : VOC Analysis

35 5.560 1387 1390 1393 rVB2 209 117 0.02% 0.002%
36 5.579 1393 1396 1398 rBV2 207 165 0.02% 0.003%
37 5.666 1409 1423 1451 rBV 223633 450075 63.35% 8.178%
38 5.884 1489 1491 1496 rVB2 423 254 0.04% 0.005%
39 5.952 1496 1512 1528 rVB6 20224 43292 6.09% 0.787%
40 6.045 1538 1541 1545 rBV2 281 227 0.03% 0.004%
41 6.119 1549 1564 1589 rBV 153735 315457 44_40% 5.732%
42 6.248 1600 1604 1608 rBv4 753 734 0.10% 0.013%
43 6.360 1635 1639 1641 rBV2 320 227 0.03% 0.004%
44 6.453 1664 1668 1672 rBV2 185 149 0.02% 0.003%
45 6.479 1674 1676 1680 rVB 169 119 0.02% 0.002%
46 6.505 1681 1684 1687 rBV2 191 153 0.02% 0.003%
47 6.540 1692 1695 1698 rVvv2 186 128 0.02% 0.002%
48 6.698 1741 1744 1747 rVV3 298 191 0.03% 0.003%
49 6.730 1751 1754 1760 rBV 247 176 0.02% 0.003%
50 6.775 1765 1768 1773 rBV2 198 204 0.03% 0.004%
51 6.798 1773 1775 1779 rVB 193 137 0.02% 0.002%
52 6.868 1795 1797 1800 rBvV2 234 150 0.02% 0.003%
53 7.032 1835 1848 1866 rBV 87830 157260 22.13% 2.857%
54 7.199 1897 1900 1902 rBV2 264 144 0.02% 0.003%
55 7.219 1903 1906 1908 rBvV 175 126 0.02% 0.002%
56 7.363 1935 1951 1982 rBVY 339370 594965 83.74% 10.810%
57 7.598 2020 2024 2028 rVB 236 196 0.03% 0.004%
58 7.666 2033 2045 2059 rBvV 62202 105452 14.84% 1.916%
59 7.910 2118 2121 2123 rBV2 154 126 0.02% 0.002%
60 7.987 2136 2145 2151 rBV2 486 1011 0.14% 0.018%
61 8.071 2168 2171 2175 rVB2 191 139 0.02% 0.003%
62 8.135 2178 2191 2247 rVVv2 158329 346139 48.72% 6.289%
63 8.360 2257 2261 2264 rBV3 319 215 0.03% 0.004%
64 8.524 2310 2312 2315 rVB 198 127 0.02% 0.002%
65 8.666 2353 2356 2360 rBV2 217 220 0.03% 0.004%
66 8.749 2379 2382 2385 rBV2 194 175 0.02% 0.003%
67 8.807 2397 2400 2402 rBvV 181 138 0.02% 0.003%
68 8.897 2416 2428 2453 rBV 328422 538722 75.83% 9.788%
69 9.129 2497 2500 2501 rBvV 202 121 0.02% 0.002%
70 9.212 2523 2526 2529 rBV 168 150 0.02% 0.003%
71 9.373 2573 2576 2581 rVB2 225 184 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 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_V\METHOD\SOMVLM121318WMA_M
Title : VOC Analysis
72 9.640 2656 2659 2662 rBV2 217 202 0.03% 0.004%
73 9.688 2672 2674 2676 rBV2 224 125 0.02% 0.002%
74 9.749 2689 2693 2696 rBvV 173 131 0.02% 0.002%
75 9.820 2712 2715 2718 rVB2 192 133 0.02% 0.002%
76 9.955 2754 2757 2760 rBV2 194 151 0.02% 0.003%
77 10.167 2821 2823 2829 rVB2 187 150 0.02% 0.003%
78 10.196 2829 2832 2836 rBvY 204 154 0.02% 0.003%
79 10.264 2841 2853 2876 rBV 192597 313751 44.16% 5.701%
80 10.482 2917 2921 2928 rBVY 291 278 0.04% 0.005%
81 10.511 2928 2930 2934 rBvY 244 174 0.02% 0.003%
82 10.604 2956 2959 2961 rBV 232 121 0.02% 0.002%
83 10.633 2965 2968 2973 rBV2 234 255 0.04% 0.005%
84 11.067 3101 3103 3105 rBvY 329 183 0.03% 0.003%
85 11.129 3119 3122 3123 rBvY 172 122 0.02% 0.002%
86 11.225 3150 3152 3154 rBvY 195 129 0.02% 0.002%
87 11.296 3163 3174 3197 rBV 274851 459402 64.66% 8.347%
88 11.408 3207 3209 3212 rVB2 381 186 0.03% 0.003%
89 11.428 3212 3215 3217 rBvY 305 142 0.02% 0.003%
90 11.495 3233 3236 3239 rBV2 217 130 0.02% 0.002%
91 11.617 3271 3274 3278 rBY 175 122 0.02% 0.002%
92 11.675 3279 3292 3317 rVV 287515 477359 67.19% 8.673%
93 11.887 3353 3358 3363 rBV2 331 390 0.05% 0.007%
94 11.913 3363 3366 3368 rBY 181 136 0.02% 0.002%
95 12.241 3465 3468 3471 rBV2 236 216 0.03% 0.004%
96 12.299 3483 3486 3489 rBV2 372 249 0.04% 0.005%
97 12.501 3546 3549 3553 rBvY 206 206 0.03% 0.004%
98 12.900 3670 3673 3676 rBV2 255 236 0.03% 0.004%
99 13.286 3790 3793 3795 rBvY 263 172 0.02% 0.003%
100 13.563 3875 3879 3887 rBV3 430 717 0.10% 0.013%

Sum of corrected areas: 5503706
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121318WMA_M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV008992.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121318WMA .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 4

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

2.32 3.98 ug/L 35860 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 382 (2.319 min): VV008992.D (-374) (-) m/z 45.00 100.00%
45
5000
39 5 6 200 220 240 260
ottt e e e m/z 43.00 21.38%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #297: Isopropy! Alcohol
45
5000
2.00 2.20 2.40 2.60
m/z 40.90 9.13%
19 275 39| 53 59
O o e o
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
2.00 2.20 2.40 2.60
5000 m/z 39.00 6.34%
73
21 o3 39 59 79 88
S L S S L LI I UL SUR LIS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #945: (S)-(+)-1,2-Propanediol
45 2.00 2.20 2.40 2.60
m/z 42.00 6.05%
5000
31 61
R Y1 55, [ 7176
m/z--> 0 20 30 40 50 6 70 8 90 ' 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121318WMA .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 3 Propanoic acid, 2,2,3-trich... Concentration Rank 3

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

5.95 4.81 ug/L 43292 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 Ethane, 1,1,1,2-tetrachloro- 166 C2H2CI4 000630-20-6 38
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2CI4 000630-20-6 37
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2CI4 000630-20-6 37
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 27

Abundance Scan 1511 (5.949 min): VV008992.D (-1496) (-) m/z 95.90 100.00%
9 3
5000 61
S e
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O e L e o m/z 132.90 94 _.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 96
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95
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Abundance #35235: Ethane, 1,1,1,2-tetrachloro- s e
117 181 5.60 5.80 6.00 6.20
m/z 61.00 50.78%
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O %?I'ﬁ? 'N“?q' ?%" l“‘l"" N B }§?'|' T AR SRR LA RS
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121718\
Data File : VV008992.D

Acq On : 17 Dec 2018 20:29

Operator : SY/MD

Sample - J6387-21

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 25 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121318WMA .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 2.32 4.0 ug/L 35860 1 5.67 450075 50.0
Propanoic acid, 2... 5.95 4.8 ug/L 43292 1 5.67 450075 50.0
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