LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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\SOMULM122018WMA .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 1.395 62 69 85 rvB 82649 93663 15.10% 1.702%
2 1.640 141 145 157 rVB 54988 56103 9.04% 1.019%
3 2.099 278 288 300 rBV 235044 327064 52.71% 5.942%
4 2.235 320 330 344 rBV 133894 204507 32.96% 3.715%
5 2.688 464 471 477 rVB3 987 1450 0.23% 0.026%
6 2.781 498 500 501 rBV 161 85 0.01% 0.002%
7 2.955 551 554 556 rBV2 343 167 0.03% 0.003%
8 3.035 576 579 582 rVB2 307 154 0.02% 0.003%
9 3.054 582 585 589 rBV 204 176 0.03% 0.003%
10 3.087 591 595 597 rBV2 256 225 0.04% 0.004%
11 3.157 612 617 618 rBV2 236 215 0.03% 0.004%
12 3.247 641 645 646 rBV 169 104 0.02% 0.002%
13 3.386 683 688 691 rBV2 201 178 0.03% 0.003%
14 3.405 691 694 696 rBV 161 132 0.02% 0.002%
15 3.501 722 724 731 rVB2 256 262 0.04% 0.005%
16 3.543 734 737 739 rBV 157 106 0.02% 0.002%
17 3.646 766 769 770 rBV 141 78 0.01% 0.001%
18 3.794 812 815 819 rBV2 249 191 0.03% 0.003%
19 3.826 823 825 831 rVB 218 118 0.02% 0.002%
20 3.861 831 836 838 rBV 186 164 0.03% 0.003%
21 3.903 845 849 851 rBV2 169 148 0.02% 0.003%
22 3.942 856 861 864 rBV 108 112 0.02% 0.002%
23 3.971 868 870 874 rVB 146 103 0.02% 0.002%
24 4.009 880 882 885 rBV 177 96 0.02% 0.002%
25 4.058 894 897 898 rBV2 138 75 0.01% 0.001%
26 4.112 912 914 916 rBV 289 103 0.02% 0.002%
27 4.189 925 938 974 rBV2 44875 152067 24.51% 2.763%
28 4.501 1033 1035 1039 rvB 262 204 0.03% 0.004%
29 4.546 1045 1049 1052 rBvV 285 179 0.03% 0.003%
30 4.640 1062 1078 1106 rBv2 93376 229808 37.04% 4_.175%
31 4.752 1111 1113 1116 rBvV2 166 97 0.02% 0.002%
32 4.813 1130 1132 1133 rBvV 157 90 0.01% 0.002%
33 4.836 1137 1139 1144 rvVB2 155 114 0.02% 0.002%
34 4.884 1151 1154 1155 rBvV 335 170 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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\SOMULM122018WMA .M
Title : VOC Analysis

35 4.906 1159 1161 1165 rVB 170 79 0.01% 0.001%
36 4.951 1170 1175 1178 rBV2 189 208 0.03% 0.004%
37 4.987 1185 1186 1193 rVB 257 121 0.02% 0.002%
38 5.096 1218 1220 1223 rBV 168 91 0.01% 0.002%
39 5.183 1241 1247 1250 rBV 97 106 0.02% 0.002%
40 5.241 1259 1265 1271 rBV 85 138 0.02% 0.003%
41 5.328 1271 1292 1321 rBV2 220578 620456 100.00% 11.272%
42 5.611 1375 1380 1383 rBV2 930 999 0.16% 0.018%
43 5.781 1430 1433 1439 rVB 246 195 0.03% 0.004%
44 5.881 1451 1464 1488 rBV 205104 419126 67-.55% 7.614%
45 6.154 1539 1549 1551 rBV2 660 848 0.14% 0.015%
46 6.250 1568 1579 1587 rBV3 1196 2577 0.42% 0.047%
47 6.324 1589 1602 1623 rVVv 134075 282955 45.60% 5.140%
48 6.459 1642 1644 1648 rBV 391 208 0.03% 0.004%
49 6.546 1666 1671 1675 rBV 145 128 0.02% 0.002%
50 6.646 1699 1702 1707 rBV 98 88 0.01% 0.002%
51 6.723 1723 1726 1730 rBV 100 79 0.01% 0.001%
52 6.826 1756 1758 1760 rVB 230 91 0.01% 0.002%
53 6.881 1768 1775 1778 rBV 577 626 0.10% 0.011%
54 7.057 1828 1830 1833 rVB2 137 77 0.01% 0.001%
55 7.141 1852 1856 1858 rBV 102 76 0.01% 0.001%
56 7.225 1870 1882 1903 rBV2 77251 150455 24.25% 2.733%
57 7.466 1951 1957 1959 rBV2 217 208 0.03% 0.004%
58 7.492 1963 1965 1970 rVB2 433 258 0.04% 0.005%

59 7.562 1971 1987 2005 rBV 271134 493539 79.54% 8.966%
60 7.852 2063 2077 2098 rBV 51612 100661 16.22% 1.829%

61 8.016 2125 2128 2131 rBV2 364 206 0.03% 0.004%
62 8.061 2138 2142 2145 rVB2 280 197 0.03% 0.004%
63 8.125 2160 2162 2166 rVB 144 126 0.02% 0.002%
64 8.241 2196 2198 2203 rVB 130 83 0.01% 0.002%
65 8.276 2206 2209 2211 rBV 153 85 0.01% 0.002%
66 8.324 2211 2224 2248 rBV 205116 394372 63.56% 7.165%
67 8.475 2270 2271 2272 rBV 231 78 0.01% 0.001%
68 8.601 2303 2310 2312 rBV2 410 501 0.08% 0.009%
69 8.729 2348 2350 2353 rVVv 195 107 0.02% 0.002%
70 8.752 2354 2357 2362 rVB2 175 184 0.03% 0.003%
71 8.807 2371 2374 2375 rBV 177 98 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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\SOMULM122018WMA .M
Title : VOC Analysis
72 8.909 2400 2406 2411 rBV2 259 346 0.06% 0.006%
73 9.032 2438 2444 2447 rVB2 376 351 0.06% 0.006%
74 9.090 2448 2462 2499 rBV 303483 534993 86.23% 9.719%
75 9.382 2543 2553 2563 rBV5 944 2123 0.34% 0.039%
76 9.443 2568 2572 2576 rVB3 402 375 0.06% 0.007%
77 9.691 2647 2649 2650 rBV 256 112 0.02% 0.002%
78 9.790 2670 2680 2684 rBV 619 945 0.15% 0.017%
79 9.916 2716 2719 2721 rBV 360 195 0.03% 0.004%
80 9.951 2722 2730 2736 rVB3 2351 3385 0.55% 0.061%
81 10.012 2745 2749 2750 rBV2 531 303 0.05% 0.006%
82 10.086 2767 2772 2780 rVB5 2613 3784 0.61% 0.069%
83 10.154 2787 2793 2795 rBV2 617 562 0.09% 0.010%
84 10.221 2812 2814 2816 rBV2 201 109 0.02% 0.002%
85 10.299 2836 2838 2839 rBvY 351 119 0.02% 0.002%
86 10.318 2840 2844 2845 rBVY 1002 739 0.12% 0.013%
87 10.437 2867 2881 2894 rBV 226011 367768 59.27% 6.681%
88 10.520 2906 2907 2910 rBvY 220 91 0.01% 0.002%
89 10.536 2910 2912 2915 rBV2 279 130 0.02% 0.002%
90 10.591 2924 2929 2935 rBV3 569 972 0.16% 0.018%
91 10.697 2955 2962 2970 rVB6 1737 2965 0.48% 0.054%
92 10.752 2972 2979 2991 rBV6 2804 4930 0.79% 0.090%
93 10.900 3019 3025 3029 rBv4 745 667 0.11% 0.012%
94 10.970 3043 3047 3053 rBV6 880 1180 0.19% 0.021%
95 11.112 3085 3091 3097 rBvV2 5910 7849 1.27% 0.143%
96 11.263 3132 3138 3145 rBV5 1750 3074 0.50% 0.056%
97 11.485 3196 3207 3227 rVB 335196 523359 84.35% 9.508%
98 11.771 3289 3296 3297 rBV3 1785 1633 0.26% 0.030%
99 11.861 3311 3324 3345 rBV 303390 496624 80.04% 9.022%
100 12.607 3548 3556 3561 rBV6 3963 5857 0.94% 0.106%

Sum of corrected areas: 5504478
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VvU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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: vU028821.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VvU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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 Ethyl ether Concentration Rank 1

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

2.10 39.02 ug/L 327064 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 91
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethvl ether 74 C4H100 000060-29-7 78
5 Ethyl ether 74 C4H100 000060-29-7 78

Abundance Scan 288 (2.099 min): VU028821.D (-278) (-) m/z 59.05 100.00%
99
45 74
5000
w3 | 180 200 220 240
OFprrr e e e e e e m/z 45.10 74.29%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #840: Ethyl ether
31
59
5000 45 74 =)
1.80 2.00 2.20 2.40
27 m/z 74.05 72 .89%
1519 |, iy .
Or e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #841: Ethyl ether
31
SRS SRR RSN R
1.80 2.00 2.20 2.40
5000 59 m/z 43.10 17.85%
45
74
15 27
0 | 19 24/ | 3841 55 70
LR SRR KRN SRR LERRA RRARN AR RS LA REREE RN NRRRA R RALAL RRRRN RARE B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #844: Ethyl ether
31 1.80 2.00 2.20 2.40
59 m/z 41.10 13.04%
74
5000 45
27
41
0 1\5 19 ‘ ‘\ ! 55 : 70 ‘ !
AR SRR KRN SRR RERRA REARN AR SRS LA REREE RN NRREA DR RALA) RARAN RRARE N ISR NS SRR RSN R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VvU028821.D

Aca On : 20 Dec 2018 13:53

Operator : MD/SY

Sample : J6441-07

Misc : 3.990/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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 2 unknown-01 Concentration Rank 2

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

2.23 24 .40 ug/L 204507 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.l1-dichloro- 98 C2H4CI2 000075-34-3 39
2 Oxalvl chloride 126 C2Cl202 000079-37-8 38
3 Oxalvl chloride 126 C2Cl202 000079-37-8 9
4 2-Chloropropionvl chloride 126 C3H4CIl20 007623-09-8 9
5 Propane, 1,2-dichloro- 112 C3H6CI2 000078-87-5 9

Abundance Scan 329 (2.231 min): VU028821.D (-320) (-) m/z 63.05 100.00%
63
98
5000
1.80 2.00 2.20 2.40 2.60
47
Ol b 0 82w m/z 98.00 56.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3011: Ethane, 1,1-dichloro-
63
5000 IR R UL L R
- 1.80 2.00 2.20 2.40 2.60
a3 m/z 100.00 37.76%
ol 15 J % a7 7o | %
mz> 15 %0 3 4 80 e 7 8 9 100 110 130 130
Abundance #10929: Oxalyl chloride
63
180 2.00 220 240 2.60
5000 m/z 65.10 30.97%
28 35
56
a7 91 98 126
e R R R RN RN RARAN RARRA RARRS ALY LA RARRN SARSS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10930: Oxalyl chloride R BRam B
63 1.80 2.00 2.20 2.40 2.60
m/z 61.00 11.05%
5000 28
35 44 56
0 } | 91 98 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 260 220 240 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028821.D

Acq On : 20 Dec 2018 13:53

Operator : MD/SY

Sample - J6441-07

Misc : 3.999/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 13 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]
Ethyl ether 2.10 39.0 ug/L 327064 1 5.88 419126 50.0
unknown-01 2.23 24 _4 ug/L 204507 1 5.88 419126 50.0
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