LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70319\
Data File : VU033162.D

Aca On : 03 Jul 2019 10:39

Operator : JC/SP

Sample : K3599-23

Misc : 8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 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\SOMULMO61719WMA .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 1.283 55 60 69 rBv 32223 35317 5.40% 0.643%
2 1.389 87 93 108 rVvB 46328 58786 9.00% 1.071%
3 2.219 342 351 367 rVB 125396 187767 28.73% 3.420%
4 2.820 527 538 553 rBV 11192 23914 3.66% 0.436%
5 3.135 631 636 637 rBV 225 172 0.03% 0.003%
6 3.219 660 662 665 rVB 310 136 0.02% 0.002%
7 3.238 665 668 670 rBV2 182 138 0.02% 0.003%
8 3.296 681 686 687 rBV 251 167 0.03% 0.003%
9 3.364 705 707 711 rBV2 298 237 0.04% 0.004%
10 3.450 731 734 737 rBV2 208 128 0.02% 0.002%
11 3.489 742 746 748 rBV 177 119 0.02% 0.002%
12 3.518 752 755 758 rBV2 183 127 0.02% 0.002%
13 3.550 763 765 766 rBV 245 115 0.02% 0.002%
14 3.621 783 787 789 rBV 173 175 0.03% 0.003%
15 3.659 797 799 801 rBV 257 125 0.02% 0.002%
16 3.698 809 811 815 rBV 256 196 0.03% 0.004%
17 3.778 832 836 839 rBV2 258 213 0.03% 0.004%
18 3.894 871 872 875 rVB3 300 124 0.02% 0.002%
19 3.917 875 879 880 rBV 127 91 0.01% 0.002%
20 3.968 890 895 899 rBV2 276 281 0.04% 0.005%
21 4.013 906 909 911 rBV2 193 160 0.02% 0.003%
22 4.052 918 921 924 rBV 220 187 0.03% 0.003%
23 4.126 939 944 947 rBV 292 216 0.03% 0.004%
24 4.193 953 965 985 rBV2 49599 163394 25.00% 2.976%
25 4.573 1077 1083 1085 rBvV3 385 375 0.06% 0.007%
26 4.634 1085 1102 1136 rVvVv 108848 280407 42.91% 5.108%
27 4.872 1172 1176 1177 rBV 401 345 0.05% 0.006%
28 5.097 1242 1246 1249 rVB 214 136 0.02% 0.002%
29 5.116 1249 1252 1255 rBV 202 125 0.02% 0.002%
30 5.151 1259 1263 1267 rBV 178 153 0.02% 0.003%
31 5.193 1274 1276 1280 rVB 238 151 0.02% 0.003%
32 5.219 1281 1284 1286 rVB2 187 109 0.02% 0.002%
33 5.235 1286 1289 1290 rBV 235 140 0.02% 0.003%

34 5.319 1292 1315 1341 rBV2 226482 653452 100.00% 11.903%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70319\
Data File : VU033162.D

Aca On : 03 Jul 2019 10:39

Operator : JC/SP

Sample : K3599-23

Misc : 8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 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\SOMULMO61719WMA _M
Title : VOC Analysis

35 5.563 1387 1391 1394 rVB2 154 156 0.02% 0.003%
36 5.585 1397 1398 1403 rBV 217 143 0.02% 0.003%
37 5.608 1403 1405 1408 rBV2 357 208 0.03% 0.004%
38 5.685 1427 1429 1433 rVB2 305 182 0.03% 0.003%
39 5.708 1433 1436 1439 rBvV 181 146 0.02% 0.003%
40 5.875 1474 1488 1511 rBV 216193 453691 69.43% 8.264%
41 6.164 1569 1578 1591 rvv4 4601 8874 1.36% 0.162%
42 6.248 1601 1604 1605 rBV 378 179 0.03% 0.003%
43 6.273 1609 1612 1613 rBV 206 113 0.02% 0.002%
44 6.322 1613 1627 1650 rvv 146220 311331 47.64% 5.671%
45 6.441 1662 1664 1666 rBV 259 112 0.02% 0.002%
46 6.457 1666 1669 1671 rBV3 376 293 0.04% 0.005%
47 6.518 1684 1688 1689 rBV 259 210 0.03% 0.004%
48 6.675 1735 1737 1741 rVB2 310 174 0.03% 0.003%
49 6.785 1768 1771 1776 rBV2 193 195 0.03% 0.004%
50 6.846 1787 1790 1792 rBvV 254 128 0.02% 0.002%
51 6.884 1792 1802 1810 rBV7 1658 3879 0.59% 0.071%
52 7.103 1866 1870 1872 rBV2 177 126 0.02% 0.002%
53 7.222 1895 1907 1932 rBV 78357 154029 23.57% 2.806%
54 7.341 1942 1944 1947 rVB2 285 104 0.02% 0.002%
55 7.399 1957 1962 1964 rBV2 402 329 0.05% 0.006%
56 7.447 1974 1977 1979 rBV 216 155 0.02% 0.003%
57 7.470 1981 1984 1986 rBV3 664 494 0.08% 0.009%
58 7.556 1999 2011 2031 rBV 269397 479977 73.45% 8.743%
59 7.785 2080 2082 2087 rvVB2 137 97 0.01% 0.002%
60 7.810 2087 2090 2091 rBvV 399 203 0.03% 0.004%
61 7.846 2091 2101 2124 rVv2 53581 107177 16.40% 1.952%
62 7.971 2137 2140 2144 rBV3 477 391 0.06% 0.007%
63 8.164 2192 2200 2203 rBvV2 406 628 0.10% 0.011%
64 8.225 2211 2219 2226 rBV3 363 552 0.08% 0.010%
65 8.261 2228 2230 2236 rVB 211 102 0.02% 0.002%
66 8.322 2236 2249 2285 rBvY 174837 404292 61.87% 7.364%
67 8.756 2381 2384 2386 rvVB2 196 115 0.02% 0.002%
68 8.785 2390 2393 2395 rBV2 227 94 0.01% 0.002%
69 8.952 2442 2445 2449 rBV 121 105 0.02% 0.002%
70 9.029 2467 2469 2471 rBV 252 121 0.02% 0.002%

71 9.087 2473 2487 2514 rBV 330926 597764 91.48% 10.888%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70319\
Data File : VU033162.D

Aca On : 03 Jul 2019 10:39

Operator : JC/SP

Sample : K3599-23

Misc : 8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 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\SOMULMO61719WMA _M
Title : VOC Analysis

72 9.315 2553 2558 2559 rBvY 266 188 0.03% 0.003%
73 9.373 2568 2576 2583 rBV2 835 1262 0.19% 0.023%
74 9.437 2587 2596 2607 rVB4 6509 9694 1.48% 0.177%
75 9.505 2614 2617 2620 rBvV 190 146 0.02% 0.003%
76 9.585 2640 2642 2646 rVB2 210 124 0.02% 0.002%
77 9.614 2647 2651 2660 rBV 314 357 0.05% 0.007%
78 9.730 2685 2687 2690 rBV 185 124 0.02% 0.002%
79 9.791 2696 2706 2708 rBV3 386 666 0.10% 0.012%
80 9.823 2714 2716 2722 rBV3 422 312 0.05% 0.006%
81 9.894 2734 2738 2740 rBV 266 167 0.03% 0.003%
82 9.936 2749 2751 2754 rVB2 339 185 0.03% 0.003%
83 10.161 2818 2821 2823 rBVY 323 242 0.04% 0.004%
84 10.203 2832 2834 2836 rBvY 245 145 0.02% 0.003%
85 10.373 2884 2887 2890 rBV2 269 228 0.03% 0.004%
86 10.431 2892 2905 2922 rBV 252321 418423 64.03% 7.622%
87 10.553 2941 2943 2947 rVB 277 108 0.02% 0.002%
88 10.572 2947 2949 2952 rBvY 162 116 0.02% 0.002%
89 10.601 2952 2958 2963 rBV3 403 546 0.08% 0.010%
90 10.659 2974 2976 2979 rBV 165 98 0.01% 0.002%
91 10.675 2979 2981 2991 rVB2 347 277 0.04% 0.005%
92 10.762 3003 3008 3013 rBV3 445 511 0.08% 0.009%
93 10.807 3013 3022 3036 rBvY 23485 35073 5.37% 0.639%
94 11.048 3092 3097 3102 rVB2 298 348 0.05% 0.006%
95 11.141 3123 3126 3130 rBV2 374 321 0.05% 0.006%
96 11.286 3169 3171 3174 rBV2 170 95 0.01% 0.002%
97 11.341 3185 3188 3191 rBVY 173 109 0.02% 0.002%
98 11.370 3195 3197 3199 rBvY 184 89 0.01% 0.002%

99 11.482 3220 3232 3256 rBV 345098 572547 87.62% 10.429%
100 11.858 3337 3349 3372 rBVY 300516 512961 78.50% 9.344%

Sum of corrected areas: 5490009
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU070319\
VU033162.D

03 Jul 2019 10:39

JC/SP

K3599-23
8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

4 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

= 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\VUO70319\
Data File : VU033162.D

Aca On : 03 Jul 2019 10:39

Operator : JC/SP

Sample : K3599-23

Misc : 8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 Dimethyl ether Concentration Rank 2

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

1.28 3.89 ug/L 35317 1,4-Difluorobenzene 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl ether 46 C2H60 000115-10-6 83
2 Dimethvl ether 46 C2H60 000115-10-6 74
3 Ethanol 46 C2H60 000064-17-5 7
4 Ethanol 46 C2H60 000064-17-5 7
5 Formic acid 46 CH202 000064-18-6 5

Abundance Scan 59 (1.280 min): VU033162.D (-55) (-) m/z 45.00 100.00%

45
5000 ‘

43 | |a7 1.201.301.401.501.60 1.70
- N o [A— m/z 46.00 47.81%

m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #98: Dimethyl ether
45
29
15
5000

1.201.301.40 1.501.60 1.70
m/z 43.00 1.48%

31

0 13 1719 2024 27 °'33 304143 | 47
I e R Sl B B
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance
45
1.201.301.40 1.501.60 1.70
5000 - m/z 47.10 1.23%
15
o 13 | 1719 27 31 4143 | 47
I e R R o T o I o e B
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #94: Ethanol
31 1.201.301.40 1.501.60 1.70
m/z 42.00 0.84Y%
5000 45
2729
15 43
0 13771719 25 33 41 | | |47
e o e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 1.201.301.40 1.501.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70319\
Data File : VU033162.D

Aca On : 03 Jul 2019 10:39

Operator : JC/SP

Sample : K3599-23

Misc : 8.02a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.06 ug/L 35073 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Decane 142 C10H22 000124-18-5 87
3 Decane 142 C10H22 000124-18-5 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Dodecane 170 C12H26 000112-40-3 59
Abundance Scan 3023 (10.810 min): VU033162.D (-3013) (-) m/z 43.00 100.00%
5000
10.40 10.60 10.80 11.00 11.20
of m/z 57.00 99.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19156: Decane
a3
5000 SRR SURRURR SRR UM B
10,40 10,60 10.80 11.00 11.20
29 ‘ m/z 41.00 73.18%
99 142
0 '}?I"' TP T J"Il"'l '}}?I""I SR SRR N SR
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
43 57
10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 43.30%
29 7
85
ol 16 9 113 142 207
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: Decane T B o e
8 10.40 10.60 10.80 11.00 11.20
m/z 55.00 33.26%
5000 29
71
85
o L ‘\‘ | 99 113156 192
m/z--> 20 40 60 80 1(')0 12'0 140 160 180 200 10,40 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO70319\
Data File : VU033162.D

Acq On : 03 Jul 2019 10:39

Operator : JC/SP

Sample - K3599-23

Misc : 8.02g/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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]
Dimethyl ether 1.28 3.9 ug/L 35317 1 5.87 453691 50.0
(DEL) Alkane: Str... 10.81 3.1 ug/L 35073 3 11.48 572547 50.0
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