LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031595.D

Aca On : 29 Apr 2019 18:38

Operator : JC/SP

Sample : K2586-19

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 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\SOMULMO42719WMA .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 1.177 22 27 39 rBv2 67821 65810 0.54% 0.179%
2 1.289 58 62 68 rBv2 20175 20773 0.17% 0.057%
3 1.395 88 95 109 rVvB 428479 458196 3.73% 1.249%
4 1.678 176 183 197 rVB 346093 430705 3.50% 1.174%
5 1.884 240 247 256 rVB 42005 57460 0.47% 0.157%
6 2.270 356 367 379 rBV 724349 1101483 8.96% 3.002%
7 2.334 381 387 402 rVB2 35337 71366 0.58% 0.195%
8 2.784 521 527 530 rBV5 1032 1515 0.01% 0.004%
9 2.839 533 544 558 rVV5 8320 20412 0.17% 0.056%
10 2.897 558 562 571 rVB6 2188 2830 0.02% 0.008%
11 2.971 582 585 588 rBvV4 1350 1165 0.01% 0.003%
12 3.032 600 604 606 rBV3 986 785 0.01% 0.002%
13 3.080 616 619 622 rvv4 1475 938 0.01% 0.003%
14 3.103 622 626 633 rVB5 1933 2237 0.02% 0.006%
15 3.161 639 644 650 rVBY 1626 2186 0.02% 0.006%
16 3.202 650 657 660 rBv4 2012 2229 0.02% 0.006%
17 3.257 671 674 678 rBV3 1482 1087 0.01% 0.003%
18 3.460 734 737 742 rVB4 1230 986 0.01% 0.003%
19 3.495 742 748 754 rBV4 1922 1946 0.02% 0.005%
20 3.572 769 772 777 rVV5 949 858 0.01% 0.002%
21 3.598 777 780 783 rVB2 1189 770 0.01% 0.002%
22 3.691 807 809 813 rVB2 1328 843 0.01% 0.002%
23 3.710 813 815 818 rBV2 1464 1062 0.01% 0.003%
24 3.743 822 825 831 rvB4 1179 1259 0.01% 0.003%
25 3.778 831 836 839 rBv4 1616 1372 0.01% 0.004%
26 3.829 845 852 855 rBV2 1204 1433 0.01% 0.004%
27 3.858 859 861 865 rVB2 1466 957 0.01% 0.003%
28 3.939 883 886 889 rVB2 1335 898 0.01% 0.002%
29 3.968 889 895 899 rBV4 1819 2009 0.02% 0.005%
30 4.122 939 943 946 rBV3 1165 850 0.01% 0.002%
31 4.183 950 962 994 rBV 312760 1004541 8.17% 2.738%
32 4.392 1020 1027 1046 rVB3 27437 68581 0.56% 0.187%
33 4.569 1080 1082 1086 rBvV5 1364 1205 0.01% 0.003%

34 4.643 1087 1105 1130 rVvVv 537368 1288803 10.48% 3.513%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031595.D

Aca On : 29 Apr 2019 18:38

Operator : JC/SP

Sample : K2586-19

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 26 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\SOMULMO42719WMA _M
Title : VOC Analysis

35 4.862 1169 1173 1176 rBV2 3174 2771 0.02% 0.008%
36 4.977 1204 1209 1211 rBV2 2000 1690 0.01% 0.005%
37 5.051 1228 1232 1234 rBV3 1415 1247 0.01% 0.003%
38 5.122 1250 1254 1257 rBV3 2172 1314 0.01% 0.004%
39 5.334 1297 1320 1352 rBV2 1080197 3299349 26.83% 8.992%
40 5.794 1460 1463 1466 rVB2 1755 1110 0.01% 0.003%

41 5.881 1477 1490 1524 rBV 822706 1728260 14.05% 4_.710%
42 6.180 1567 1583 1615 rBV 6262957 12298481 100.00% 33.520%
43 6.324 1618 1628 1658 rVB 759466 1593063 12.95% 4.342%

44 6.714 1744 1749 1751 rBV3 2192 1429 0.01% 0.004%
45 6.726 1751 1753 1757 rBv4 1506 866 0.01% 0.002%
46 6.759 1758 1763 1767 rBVS8 1280 1418 0.01% 0.004%
47 6.829 1781 1785 1790 rBV5 2253 2464 0.02% 0.007%
48 6.923 1811 1814 1816 rBV2 1901 1248 0.01% 0.003%
49 6.942 1816 1820 1827 rVB5 2639 3075 0.03% 0.008%
50 6.996 1831 1837 1843 rBV6 1687 3097 0.03% 0.008%
51 7.022 1843 1845 1849 rVB3 1463 1059 0.01% 0.003%
52 7.119 1871 1875 1879 rBv4 796 956 0.01% 0.003%
53 7.157 1884 1887 1890 rVB4 1151 810 0.01% 0.002%
54 7.180 1890 1894 1896 rBV2 1161 808 0.01% 0.002%

55 7.225 1896 1908 1935 rBV 368948 703230 5.72% 1.917%

56 7.562 1999 2013 2052 rBV 1267617 2383322 19.38% 6.496%
57 7.849 2091 2102 2127 rBvV 246190 460084 3.74% 1.254%

58 8.067 2164 2170 2171 rBV5 1513 1532 0.01% 0.004%
59 8.103 2179 2181 2185 rVB2 1693 921 0.01% 0.003%
60 8.176 2197 2204 2209 rBv4 8744 12312 0.10% 0.034%

61 8.228 2209 2220 2232 rVV2 77436 128933 1.05% 0.351%
62 8.312 2235 2246 2286 rBV 996577 2023152 16.45% 5.514%

63 8.771 2386 2389 2391 rBV3 1113 821 0.01% 0.002%
64 8.803 2395 2399 2401 rBV2 1574 921 0.01% 0.003%
65 8.820 2401 2404 2406 rBvV2 1155 829 0.01% 0.002%
66 8.865 2414 2418 2425 rVB6 1475 1692 0.01% 0.005%
67 9.086 2472 2487 2511 rBV 1231968 2128730 17.31% 5.802%
68 9.466 2599 2605 2615 rVB10 3017 5278 0.04% 0.014%
69 9.543 2626 2629 2633 rBv4 1191 910 0.01% 0.002%
70 9.572 2633 2638 2643 rBV7 1615 1697 0.01% 0.005%
71 9.617 2650 2652 2656 rVB4 1635 937 0.01% 0.003%
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72 9.659 2656 2665 2671 rBV7 1435 2354 0.02% 0.006%
73 9.842 2720 2722 2725 rVVv3 1398 782 0.01% 0.002%
74 9.919 2741 2746 2748 rBV3 1006 1038 0.01% 0.003%
75 9.964 2756 2760 2761 rBV3 1335 841 0.01% 0.002%
76 10.025 2775 2779 2781 rBvV4 1214 965 0.01% 0.003%
77 10.067 2786 2792 2795 rBvV4 1477 1525 0.01% 0.004%
78 10.109 2802 2805 2808 rBV2 1963 1391 0.01% 0.004%
79 10.135 2808 2813 2816 rVB3 1666 1589 0.01% 0.004%
80 10.218 2829 2839 2842 rBV6 4526 6288 0.05% 0.017%
81 10.299 2860 2864 2866 rBv4 994 844 0.01% 0.002%
82 10.324 2870 2872 2879 rVB5 1480 1270 0.01% 0.003%
83 10.427 2889 2904 2930 rBV 951417 1551781 12.62%  4.229%
84 10.601 2952 2958 2969 rVB5 9110 13500 0.11% 0.037%
85 10.791 3013 3017 3024 rVB7 1334 1390 0.01% 0.004%
86 10.855 3035 3037 3039 rBvV3 1503 817 0.01% 0.002%
87 11.022 3082 3089 3090 rBvV2 1477 1289 0.01% 0.004%
88 11.067 3099 3103 3104 rBV2 1556 1141 0.01% 0.003%
89 11.196 3138 3143 3152 rBV5 1504 2486 0.02% 0.007%
90 11.318 3178 3181 3182 rBV3 1496 782 0.01% 0.002%
91 11.379 3194 3200 3204 rBvV4 1144 1344 0.01% 0.004%
92 11.414 3204 3211 3213 rBV6 2236 2156 0.02% 0.006%

93 11.479 3219 3231 3259 rBV 993593 1628762 13.24% 4_439%
94 11.745 3305 3314 3336 rBV3 75695 178172 1.45% 0.486%
95 11.855 3337 3348 3372 rVB 1110180 1859625 15.12% 5.068%

96 13.118 3737 3741 3742 rBV3 1629 1198 0.01% 0.003%

97 13.659 3906 3909 3912 rBV6 1569 886 0.01% 0.002%

98 14.536 4178 4182 4190 rBV7 3100 4180 0.03% 0.011%

99 14.636 4210 4213 4215 rBV3 1805 1107 0.01% 0.003%

100 14.922 4299 4302 4305 rBV3 2087 1428 0.01% 0.004%
Sum of corrected areas: 36690297
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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\VU042919\
VU031595.D

29 Apr 2019 18:38

JC/SP

K2586-19

5.0mL/MSVOA U/WATER

26 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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\VU042919\
Data File : VU031595.D

Aca On : 29 Apr 2019 18:38

Operator : JC/SP

Sample - K2586-19

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 5.47 ug/L 178172 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 2-Propvl-1-pentanol. pentafluoro... 276 C11H17F502 1000365-51-2 59
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3315 (11.749 min): VU031595.D (-3305) (-) m/z 57.10 100.00%
7
5000 41
70
8 98 11.40 11.60 11.80 12.00
o or M2 13 aso 207 s TG 46, 08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
20 11.40 11.60 11.80 12.00
29 83 m/z 55.05 39.99%
98
0 ||1|5||||||||||||||||||||||:|I-]|-2||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11.40 1160 11.80 12.00
5000 m/z 43.10 35.89%
43
29 70 g3
18 98 112
e L U S S W W L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123757: 2-Propyl-1-pentanol, pentafluoropropionate
57 11.40 11.60 11.80 12.00
m/z 56.10 27 .19%
5000 41
69
" ‘ 84 119
oL 15 “‘ HM |97 109 | 147157 175 191203
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11,60 11.80 1200
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042919\
Data File : VU031595.D

Acq On : 29 Apr 2019 18:38

Operator : JC/SP

Sample - K2586-19

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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]

1-Hexanol, 2-ethyl- 11.75 5.5 ug/L 178172 3 11.48 1628760 50.0
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