LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 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 1.399 63 70 85 rBv 120000 120456 12.97% 1.628%
2 1.672 148 155 173 rVB 96443 123538 13.30% 1.670%
3 2.270 330 341 353 rBVY 202866 308546 33.23% 4.171%
4 2.447 385 396 415 rBvY 27282 48912 5.27% 0.661%
5 2.608 442 446 447 rBV2 303 221 0.02% 0.003%
6 2.781 499 500 503 rBv2 136 76 0.01% 0.001%
7 2.836 503 517 534 rvB2 12808 28417 3.06% 0.384%
8 2.916 539 542 545 rBV2 178 119 0.01% 0.002%
9 2.997 563 567 570 rBV 225 156 0.02% 0.002%
10 3.109 600 602 606 rvB 193 88 0.01% 0.001%
11 3.148 613 614 619 rvVB 198 101 0.01% 0.001%
12 3.170 619 621 625 rBV 163 92 0.01% 0.001%
13 3.308 659 664 666 rBV 94 89 0.01% 0.001%
14 3.427 697 701 705 rvVB 148 111 0.01% 0.002%
15 3.453 705 709 712 rBvV 167 141 0.02% 0.002%
16 3.489 716 720 723 rBV 246 196 0.02% 0.003%
17 3.595 750 753 755 rBvV 179 101 0.01% 0.001%
18 3.620 759 761 763 rVB 198 84 0.01% 0.001%
19 3.643 763 768 769 rBV 191 128 0.01% 0.002%
20 3.855 830 834 837 rvv 115 102 0.01% 0.001%
21 3.919 849 854 857 rvVB 217 108 0.01% 0.001%
22 3.987 861 875 902 rBV3 38182 97186 10.47% 1.314%
23 4.177 921 934 965 rBvV2 90427 260446 28.05% 3.521%
24  4.514 1035 1039 1040 rBvY 195 129 0.01% 0.002%
25 4_.566 1051 1055 1056 rBvV 124 87 0.01% 0.001%
26 4.649 1063 1081 1101 rBv2 149270 348482 37.53% 4.711%
27 4.762 1113 1116 1122 rVB2 337 256 0.03% 0.003%
28 4.791 1122 1125 1128 rBV 125 90 0.01% 0.001%
29 4.845 1139 1142 1148 rVB2 249 212 0.02% 0.003%
30 4.881 1148 1153 1155 rBvV 536 493 0.05% 0.007%
31 4.919 1161 1165 1171 rVB 126 128 0.01% 0.002%
32 4.993 1180 1188 1189 rBvV 340 333 0.04% 0.005%
33 5.154 1236 1238 1245 rVB 207 125 0.01% 0.002%

34 5.337 1272 1295 1323 rBV2 317378 928549 100.00% 12.553%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 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 5.575 1364 1369 1370 rBV2 190 138 0.01% 0.002%
36 5.585 1370 1372 1374 rBV2 187 80 0.01% 0.001%
37 5.685 1401 1403 1406 rBvV 148 121 0.01% 0.002%
38 5.749 1421 1423 1424 rBV 163 85 0.01% 0.001%
39 5.768 1426 1429 1433 rBV 164 98 0.01% 0.001%
40 5.794 1436 1437 1440 rVB 166 81 0.01% 0.001%
41 5.829 1446 1448 1449 rBV 132 74 0.01% 0.001%
42 5.884 1450 1465 1494 rBV 284947 562045 60.53% 7.598%
43 6.199 1553 1563 1571 rBV5 1695 3532 0.38% 0.048%
44 6.328 1590 1603 1630 rVB 207332 412771 44.45% 5.580%
45 6.521 1660 1663 1667 rBV 102 78 0.01% 0.001%
46 6.707 1719 1721 1724 rBV2 148 92 0.01% 0.001%
47 6.787 1744 1746 1748 rVB2 244 75 0.01% 0.001%
48 6.820 1753 1756 1758 rBV 107 81 0.01% 0.001%
49 6.858 1765 1768 1772 rBV 314 236 0.03% 0.003%
50 6.906 1779 1783 1786 rBV 103 95 0.01% 0.001%
51 7.019 1815 1818 1822 rVv2 201 145 0.02% 0.002%
52 7.041 1822 1825 1830 rVvv2 265 197 0.02% 0.003%
53 7.115 1845 1848 1851 rVB 170 94 0.01% 0.001%
54 7.160 1859 1862 1865 rBV2 242 175 0.02% 0.002%
55 7.225 1870 1882 1902 rBV 123583 222152 23.92% 3.003%
56 7.353 1920 1922 1927 rVB2 271 190 0.02% 0.003%
57 7.424 1942 1944 1946 rBvV 160 88 0.01% 0.001%

58 7.566 1974 1988 2003 rBV 440933 773159 83.27% 10.453%
59 7.848 2064 2076 2100 rBvV2 84493 145806 15.70% 1.971%

60 7.984 2116 2118 2120 rBV2 202 102 0.01% 0.001%
61 8.022 2127 2130 2134 rBV2 257 231 0.02% 0.003%
62 8.102 2153 2155 2158 rVB 204 116 0.01% 0.002%
63 8.135 2162 2165 2167 rBV 171 124 0.01% 0.002%
64 8.180 2168 2179 2191 rVvv2 4604 8783 0.95% 0.119%
65 8.308 2208 2219 2251 rBV 294159 503925 54.27% 6.813%
66 8.575 2299 2302 2307 rVB2 477 289 0.03% 0.004%
67 8.611 2310 2313 2316 rVB2 189 127 0.01% 0.002%
68 8.630 2317 2319 2321 rBV 145 81 0.01% 0.001%
69 8.675 2330 2333 2335 rBvV 165 80 0.01% 0.001%
70 8.723 2343 2348 2350 rBV2 271 242 0.03% 0.003%
71 8.813 2375 2376 2380 rBV2 243 131 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 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 8.996 2430 2433 2435 rBV 167 98 0.01% 0.001%
73 9.086 2449 2461 2485 rBV 403210 677653 72.98% 9.161%
74 9.299 2524 2527 2529 rBvV 180 158 0.02% 0.002%
75 9.376 2541 2551 2563 rBV3 4245 6951 0.75% 0.094%
76 9.591 2615 2618 2620 rBV 123 84 0.01% 0.001%
77 9.627 2626 2629 2632 rBvV2 263 200 0.02% 0.003%
78 9.678 2643 2645 2651 rBB 184 121 0.01% 0.002%
79 9.787 2669 2679 2689 rBvV2 2082 3221 0.35% 0.044%
80 9.893 2710 2712 2715 rBvV2 186 158 0.02% 0.002%
81 9.942 2721 2727 2733 rBvV2 332 433 0.05% 0.006%
82 10.038 2754 2757 2758 rBV2 187 90 0.01% 0.001%
83 10.096 2774 2775 2779 rBV2 248 115 0.01% 0.002%
84 10.118 2779 2782 2784 rVB 185 78 0.01% 0.001%
85 10.205 2806 2809 2811 rBV 224 136 0.01% 0.002%
86 10.315 2841 2843 2845 rBV 210 113 0.01% 0.002%
87 10.430 2867 2879 2899 rBV 304462 475237 51.18% 6.425%
88 10.565 2918 2921 2922 rVB 246 95 0.01% 0.001%
89 10.604 2922 2933 2948 rVB 5534 9625 1.04% 0.130%
90 10.659 2948 2950 2953 rBV 315 142 0.02% 0.002%
91 10.681 2953 2957 2959 rBV 448 428 0.05% 0.006%
92 10.864 3012 3014 3017 rBV 299 124 0.01% 0.002%
93 10.964 3043 3045 3047 rBV 306 178 0.02% 0.002%
94 11.212 3119 3122 3123 rBV 348 218 0.02% 0.003%
95 11.253 3133 3135 3139 rVB2 303 219 0.02% 0.003%
96 11.392 3177 3178 3181 rBV2 375 192 0.02% 0.003%
97 11.437 3188 3192 3194 rBV3 303 252 0.03% 0.003%
98 11.482 3194 3206 3226 rBV 406760 640952 69.03% 8.665%
99 11.858 3312 3323 3341 rBV 419176 675169 72.71% 9.128%
100 13.067 3698 3699 3701 rBV 582 207 0.02% 0.003%
Sum of corrected areas: 7396864
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LSC Report - Integrated C

hromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

= C:\DATABASE\NIST11.L

TIC Library

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU028944.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : 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 3

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

2.45 4_.35 ug/L 48912 1,4-Difluorobenzene 5.88
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 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
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): VU028944.D (-385) (-) m/z 45.10 100.00%
45
5000
3g 41 59 220 2.40 2.60 2.80
O b e e b e e b || M7z 43.10 19.88%
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 7.68%
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 6.99%
. 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 5.37%
5000
s T ga 5
U R SR AR AL ARAS RS RARRN RAARS RARRS RARRA RARRARARRS RSN RS RN RN A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : 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 Butanal Concentration Rank 2

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

3.99 8.65 ug/L 97186 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 90
3 Butanal 72 C4H80 000123-72-8 86
4 Butanal 72 C4H80 000123-72-8 49
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 47

Abundance Scan 876 (3.990 min): VU028944.D (-861) (-) m/z 44.05 100.00%
Al 72 ”
41
5000
57
3 | 54 360 380 4.00 4.20 4.40
il 50 L g
S L L L R LA R ALY AR AR AR ARLA RAARA LMY RARE RAARI RAR m/z 43.10 96.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41
72
5000
3.60 3.80 4.00 4.20 4.40
15 5 57 m/z 72.10 85.14%
o ‘ 18 24||[[3134 ], 50 54 ‘eo 6669,
PR 0 S A i A gt e
Abundance
a®
72 3.60 3.80 4.00 4.20 4.40
5000 29 m/z 41.10 79.85%
57
0 1519 26/ 33 38 50 54 6669
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #645: Butanal
44 3.60 3.80 4.00 4.20 4.40
72 m/z 39.10 36.97%
27 41
5000
57
o 121518 24 |[[3L %# ||, 5053 ‘ 60 69,75
iz e e o 0 B 4 48 5 o e e T v B T ok i Ak am
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VvU028944.D

Acq On : 24 Dec 2018 13:54

Operator : MD/SY

Sample - J6542-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : 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 4.3 ug/L 48912 1 5.88 562045 50.0
Butanal 3.99 8.7 ug/L 97186 1 5.88 562045 50.0
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