LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031574.D

Aca On : 29 Apr 2019 10:30

Operator : JC/SP

Sample : K2590-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 5 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 35 rBv3 61811 62385 1.83% 0.235%
2 1.293 59 63 69 rBv 19868 17148 0.50% 0.065%
3 1.395 88 95 107 rVB 466263 503286 14.74% 1.894%
4 1.678 176 183 200 rvB 377582 477235 13.98% 1.796%
5 2.270 357 367 380 rBV 775927 1175296 34.42% 4_.422%
6 2.337 382 388 409 rVB3 38417 88028 2.58% 0.331%
7 2.833 532 542 554 rBV6 8936 20015 0.59% 0.075%
8 3.067 609 615 619 rBV2 1391 1452 0.04% 0.005%
9 3.157 638 643 644 rBV2 1208 1005 0.03% 0.004%
10 3.231 660 666 669 rBvV2 1785 2203 0.06% 0.008%
11 3.264 672 676 679 rvv2 1697 1605 0.05% 0.006%
12 3.315 688 692 695 rVB2 1489 1068 0.03% 0.004%
13 3.444 730 732 737 rVB3 1839 1163 0.03% 0.004%
14 3.511 749 753 762 rBV2 2351 2758 0.08% 0.010%
15 3.617 782 786 788 rBV 1473 1391 0.04% 0.005%
16 3.636 788 792 802 rVB4 2279 3730 0.11% 0.014%
17 3.701 802 812 814 rBV5 1579 2282 0.07% 0.009%
18 3.775 823 835 840 rBV5 1640 2828 0.08% 0.011%
19 3.849 854 858 862 rVB3 1498 1274 0.04% 0.005%
20 3.990 897 902 907 rBV6 1493 1891 0.06% 0.007%
21 4.090 929 933 935 rBV3 1179 982 0.03% 0.004%

22 4.186 948 963 995 rBv2 302606 999528 29.27% 3.761%
23 4.392 1019 1027 1055 rVB2 37583 108130 3.17% 0.407%
24 4.643 1089 1105 1127 rBV 545601 1306459 38.26% 4.916%

25 4.932 1192 1195 1201 rVB4 1311 1156 0.03% 0.004%
26 4.984 1204 1211 1214 rBV6 2940 3544 0.10% 0.013%
27 5.000 1214 1216 1221 rVB3 3136 2260 0.07% 0.009%
28 5.103 1246 1248 1251 rVB3 1929 1023 0.03% 0.004%
29 5.225 1283 1286 1289 rVB3 1991 1281 0.04% 0.005%
30 5.337 1297 1321 1356 rBV2 1111367 3414293 100.00% 12.846%
31 5.669 1421 1424 1433 rVBS8 2492 2158 0.06% 0.008%
32 5.739 1442 1446 1448 rBV3 2070 1640 0.05% 0.006%
33 5.791 1459 1462 1466 rBV5 1995 1827 0.05% 0.007%

34 5.884 1477 1491 1514 rBV 862434 1784885 52.28% 6.716%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031574.D

Aca On : 29 Apr 2019 10:30

Operator : JC/SP

Sample : K2590-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 5 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA _M
: VOC Analysis

35 6.183 1570 1584 1613 rBV 633216 1305722 38.24% 4.913%

36 6.324 1615 1628 1655 rVB 758787 1559537 45.68% 5.868%

37 6.591 1707 1711 1715 rBVS8 1718 1734 0.05% 0.007%
38 6.669 1730 1735 1740 rVB6 1453 1721 0.05% 0.006%
39 6.781 1765 1770 1772 rBv4 1603 1309 0.04% 0.005%
40 6.829 1783 1785 1791 rVB4 2068 1331 0.04% 0.005%
41 6.900 1803 1807 1810 rBv4 1075 993 0.03% 0.004%
42 6.958 1822 1825 1830 rBV2 1986 1633 0.05% 0.006%
43 7.032 1844 1848 1849 rBvV 1794 1301 0.04% 0.005%
44 7.144 1877 1883 1887 rBV2 2357 2396 0.07% 0.009%

45 7.225 1896 1908 1937 rBV 386029 751943 22.02% 2.829%

46 7.562 2000 2013 2053 rBV 1354281 2546538 74.58% 9.581%
47 7.849 2091 2102 2120 rBvV2 267700 488703 14.31% 1.839%

48 8.131 2186 2190 2194 rBV7 1398 1538 0.05% 0.006%
49 8.180 2194 2205 2211 rVV3 12679 22535 0.66% 0.085%
50 8.228 2214 2220 2229 rVB8 8351 13157 0.39% 0.050%
51 8.308 2234 2245 2279 rBV 1031494 2054151 60.16% 7.729%
52 8.730 2374 2376 2380 rBV3 1281 1055 0.03% 0.004%
53 8.842 2408 2411 2415 rBV3 1294 1135 0.03% 0.004%
54 8.980 2451 2454 2460 rVB6 1061 1005 0.03% 0.004%
55 9.086 2474 2487 2529 rBV 1267546 2252457 65.97% 8.475%
56 9.305 2552 2555 2559 rVB5 2082 1639 0.05% 0.006%
57 9.331 2559 2563 2567 rBV3 1453 1557 0.05% 0.006%
58 9.389 2579 2581 2584 rVB2 2075 1103 0.03% 0.004%
59 9.450 2596 2600 2603 rBvV2 2060 2119 0.06% 0.008%
60 9.527 2621 2624 2628 rVB3 2183 1509 0.04% 0.006%
61 9.553 2628 2632 2636 rBV5 2089 2162 0.06% 0.008%
62 9.672 2664 2669 2672 rBV3 2272 2008 0.06% 0.008%
63 9.762 2692 2697 2703 rBvV7 1942 2018 0.06% 0.008%
64 9.794 2703 2707 2711 rBv4 1729 1754 0.05% 0.007%
65 9.816 2711 2714 2722 rVB6 1679 1719 0.05% 0.006%
66 9.855 2722 2726 2731 rBvV4 1157 1258 0.04% 0.005%
67 10.138 2810 2814 2818 rBV2 1510 1408 0.04% 0.005%
68 10.173 2823 2825 2827 rBV2 1706 1090 0.03% 0.004%
69 10.202 2829 2834 2835 rVVv2 2899 2548 0.07% 0.010%
70 10.218 2835 2839 2855 rVB2 5132 10055 0.29% 0.038%
71 10.299 2860 2864 2870 rVB6 1659 1490 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031574.D

Aca On : 29 Apr 2019 10:30

Operator : JC/SP

Sample : K2590-05

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 5 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
72 10.331 2870 2874 2876 rBV3 1474 1261 0.04% 0.005%
73 10.427 2891 2904 2932 rBV 964962 1596596 46.76% 6.007%
74 10.607 2950 2960 2967 rVB5 9031 16185 0.47% 0.061%
75 10.887 3044 3047 3050 rVB3 1801 1106 0.03% 0.004%
76 11.006 3080 3084 3087 rBV3 1794 1437 0.04% 0.005%
77 11.144 3121 3127 3128 rBV3 1750 1644 0.05% 0.006%
78 11.157 3128 3131 3136 rVvv4 1639 1540 0.05% 0.006%
79 11.318 3178 3181 3186 rBV3 2011 2078 0.06% 0.008%
80 11.385 3198 3202 3203 rBvY 1601 1120 0.03% 0.004%
81 11.424 3210 3214 3219 rBV3 2373 2795 0.08% 0.011%
82 11.479 3220 3231 3254 rBV 1091866 1783076 52.22% 6.709%
83 11.749 3306 3315 3328 rBV3 46868 99862 2.92% 0.376%
84 11.855 3337 3348 3373 rVB 1190695 1988553 58.24% 7.482%
85 12.363 3503 3506 3508 rBv4 2168 1382 0.04% 0.005%
86 12.456 3531 3535 3536 rBV2 2380 1819 0.05% 0.007%
87 12.479 3538 3542 3554 rVB9 4601 7695 0.23% 0.029%
88 12.639 3589 3592 3595 rBvY 1676 1491 0.04% 0.006%
89 12.713 3611 3615 3617 rBV3 2434 1769 0.05% 0.007%
90 12.807 3641 3644 3647 rBV2 2259 1545 0.05% 0.006%
91 12.948 3680 3688 3692 rBV5 2844 3907 0.11% 0.015%
92 13.144 3746 3749 3751 rBV2 1574 1011 0.03% 0.004%
93 13.286 3790 3793 3800 rBv4 2054 2187 0.06% 0.008%
94 13.318 3800 3803 3808 rVV6 2550 2063 0.06% 0.008%
95 13.340 3808 3810 3816 rVB3 2052 2173 0.06% 0.008%
96 13.389 3822 3825 3829 rBV2 1973 1366 0.04% 0.005%
97 13.504 3856 3861 3862 rBV2 2458 1957 0.06% 0.007%
98 14.237 4087 4089 4095 rBv4 1765 2079 0.06% 0.008%
99 14.266 4095 4098 4102 rBV3 2934 2981 0.09% 0.011%
100 14.376 4130 4132 4134 rBV2 1940 1100 0.03% 0.004%

Sum of corrected areas: 26578318
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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\
VU031574.D

29 Apr 2019 10:30

JC/SP

K2590-05

5.0mL/MSVOA U/WATER

5 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 : VU031574.D

Aca On : 29 Apr 2019 10:30

Operator : JC/SP

Sample = K2590-05

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 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 1 Ethyl Acetate Concentration Rank 2

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

4_.39 3.03 ug/L 108130 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1026 (4.389 min): VU031574.D (-1019) (-) m/z 43.10 100.00%
43
5000
1 0 4.00 4.20 4.40 4.60 4.80
|| 5186 | | 75 88 77 6160 16400
Ofrprrrrprerrprrrr e T Ty m/z 61.00 16.40%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000
4.00 4.20 4.40 4.60 4.80
29 m/z 45.05 15.66%
15 61 70
R ARRAA RARSNARAA RARSS ALAA RAAS NALLS SULS ARL) SAMSS SARS! SAM ARSI SAAM LARS SAAA BARSASAMM ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
400 420 440 460 4.80
5000 m/z 69.95 10.91%
29 61 70
o 1519 26 33 58 74 88
A L) AN LARRNALREN AL RELE) L) KAL) LARANRAALY LERR) NARE) RARA) RALRN LALAA LARA LAERARAAS) LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate
43 4.00 4.20 4.40 4.60 4.80
m/z 42.00 9.94%
5000
29 61 -
o 1518 24 | ‘ 57 | ‘'7a 8388
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031574.D

Aca On : 29 Apr 2019 10:30

Operator : JC/SP

Sample = K2590-05

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 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 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.80 ug/L 99862 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 78
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 3315 (11.749 min): VU031574.D (-3306) (-) m/z 57.10 100.00%
57
5000 41
70 g3
98 112 11.40 11.60 11.80 12.00
o il e S m/z 41.05  51.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.40 11.60 11.80 12.00
29 83 m/z 43.10 42.16%
98
0...1.5|.m e ....|....|.:.I-:!-2.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11.40 11.60 11.80 12.00
5000 m/z 55.05 32 .55%
41 70
83
0 15 29 08 112
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.40 11.60 11.80 12.00
m/z 70.10 25.03%
5000 41
29
‘ 70 83
0"'1'5I""I""I""I'"'98I':'L:!-2'I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042919\
Data File : VU031574.D

Acq On : 29 Apr 2019 10:30

Operator : JC/SP

Sample - K2590-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 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]
Ethyl Acetate 4.39 3.0 ug/L 108130 1 5.88 1784890 50.0
1-Hexanol, 2-ethyl- 11.75 2.8 ug/L 99862 3 11.48 1783080 50.0
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