LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082318\
Data File : VV007164.D

Aca On : 24 Aug 2018 01:31

Operator : SY/MD

Sample : J4622-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 37 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 V\METHOD\SOMVLMO82218WMA .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 0.932 9 13 15 rBvV 938 817 0.00% 0.001%
2 1.028 27 43 67 rBY 4644277 5802780 14.46% 7 .645%
3 1.221 98 103 108 rBV2 20518 19541 0.05% 0.026%
4 1.250 109 112 122 rVB 13391 13887 0.03% 0.018%
5 1.324 124 135 162 rBVY 11293100 12810001 31.92% 16.876%
6 1.427 164 167 177 rVB 54315 57684 0.14% 0.076%
7 1.565 205 210 228 rVB 178604 240514 0.60% 0.317%
8 2.131 375 386 398 rBV3 472898 763166 1.90% 1.005%
9 2.196 399 406 412 rVvV 41076 61626 0.15% 0.081%
10 2.234 413 418 428 rVB 34945 47919 0.12% 0.063%
11 2.321 437 445 450 rBvV2 22769 38493 0.10% 0.051%
12 2.790 580 591 605 rVB 156565 264016 0.66% 0.348%
13 3.694 869 872 877 rBV6 883 840 0.00% 0.001%
14 3.765 880 894 905 rBV5 5170 12734 0.03% 0.017%
15 3.855 917 922 925 rBV3 1168 1153 0.00% 0.002%

16 3.964 935 956 1023 rBV 16722144 40132759 100.00% 52.872%
17 4.408 1076 1094 1116 rBV 345301 815284 2.03% 1.074%

18 4.549 1133 1138 1139 rBV4 1066 907 0.00% 0.001%
19 4.755 1200 1202 1205 rVB2 1758 925 0.00% 0.001%
20 4.810 1216 1219 1223 rBV5 1163 964 0.00% 0.001%
21 5.099 1290 1309 1333 rBvV2 854150 2032218 5.06% 2.677%
22 5.382 1391 1397 1401 rBV6 1719 2443 0.01% 0.003%
23 5.514 1433 1438 1441 rBV5 1381 1533 0.00% 0.002%
24 5.591 1450 1462 1471 rBV2 7350 15651 0.04% 0.021%

25 5.668 1472 1486 1508 rBV 668112 1316558 3.28% 1.734%

26 5.964 1564 1578 1595 rBV 387121 749119 1.87% 0.987%

27 6.025 1595 1597 1601 rVB2 1835 1275 0.00% 0.002%
28 6.125 1613 1628 1655 rBV 483782 969702 2.42% 1.278%
29 6.244 1657 1665 1676 rVB4 8979 18360 0.05% 0.024%
30 6.340 1687 1695 1708 rBV3 13867 28494 0.07% 0.038%
31 6.642 1778 1789 1799 rBV3 4428 8852 0.02% 0.012%
32 6.720 1809 1813 1817 rBV3 2520 2069 0.01% 0.003%
33 6.848 1848 1853 1856 rVB6 947 863 0.00% 0.001%

34 7.035 1896 1911 1934 rBV2 226357 401290 1.00% 0.529%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082318\
Data File : VV007164.D

Aca On : 24 Aug 2018 01:31

Operator : SY/MD

Sample : J4622-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 37 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_V\METHOD\SOMVLM082218WMA .M
Title : VOC Analysis
35 7.195 1958 1961 1968 rVB5 993 1116 0.00% 0.001%
36 7.289 1982 1990 1997 rBV5 4541 7516 0.02% 0.010%
37 7.366 2000 2014 2027 rBV 798046 1380856 3.44% 1.819%
38 7.517 2057 2061 2062 rBV3 2871 1979 0.00% 0.003%
39 7.668 2097 2108 2130 rBvV 165723 284205 0.71% 0.374%
40 7.980 2200 2205 2211 rBV7 2295 3487 0.01% 0.005%

41 8.144 2242 2256 2289 rBV2 637945 1374774 3.43% 1.811%
42 8.292 2291 2302 2327 rVB2 289381 537652 1.34% 0.708%

43 8.504 2365 2368 2371 rVB5 1310 785 0.00% 0.001%
44 8.620 2402 2404 2409 rVB4 1477 976 0.00% 0.001%
45 8.777 2450 2453 2460 rVB5 2290 2144 0.01% 0.003%
46 8.900 2475 2491 2522 rVV 987146 1624001 4._05% 2.140%
47 9.154 2565 2570 2572 rBv4 2175 2124 0.01% 0.003%
48 9.166 2572 2574 2579 rVB5 2305 1700 0.00% 0.002%
49 9.289 2606 2612 2614 rBVS5 1018 1023 0.00% 0.001%
50 9.346 2627 2630 2635 rVVv4 1382 900 0.00% 0.001%
51 9.372 2635 2638 2642 rVB5 1113 850 0.00% 0.001%
52 9.414 2647 2651 2655 rBV5 1479 1321 0.00% 0.002%
53 9.482 2667 2672 2675 rBV6 1379 1575 0.00% 0.002%
54 9.610 2708 2712 2714 rBV3 1110 862 0.00% 0.001%
55 9.713 2740 2744 2746 rBV2 1085 787 0.00% 0.001%
56 9.758 2747 2758 2767 rBv4 4800 8969 0.02% 0.012%
57 9.822 2771 2778 2779 rBv4 2917 2656 0.01% 0.003%
58 9.861 2780 2790 2801 rBv4 36401 65392 0.16% 0.086%
59 10.073 2848 2856 2860 rVV6 2328 3669 0.01% 0.005%
60 10.266 2901 2916 2935 rBV 745193 1186714 2.96% 1.563%
61 10.481 2979 2983 2987 rVV6 1505 1613 0.00% 0.002%
62 10.571 3007 3011 3015 rBV6 1753 1657 0.00% 0.002%
63 10.629 3021 3029 3036 rBV9 3842 5397 0.01% 0.007%
64 10.719 3052 3057 3058 rBV3 1497 1173 0.00% 0.002%
65 10.732 3058 3061 3063 rVv2 1369 945 0.00% 0.001%
66 10.761 3068 3070 3076 rVB4 1599 1304 0.00% 0.002%
67 10.813 3076 3086 3089 rBV6 4265 6420 0.02% 0.008%
68 10.961 3128 3132 3137 rVV8 1786 1942 0.00% 0.003%
69 11.063 3156 3164 3168 rBV6 1031 1322 0.00% 0.002%
70 11.086 3169 3171 3176 rVB4 1451 1001 0.00% 0.001%
71 11.208 3198 3209 3216 rBV10 3814 7647 0.02% 0.010%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082318\
Data File : VV007164.D

Aca On : 24 Aug 2018 01:31

Operator : SY/MD

Sample : J4622-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 37 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_V\METHOD\SOMVLM082218WMA .M
VOC Analysis

72 11.301 3223 3238 3262 rBV 789266 1297560 3.23% 1.709%

73 11.456 3278 3286 3288 rVvs8 2164 2490 0.01% 0.003%
74 11.591 3315 3328 3341 rVvv3 21851 50501 0.13% 0.067%
75 11.678 3343 3355 3383 rVB 772974 1295653 3.23% 1.707%
76 12.060 3466 3474 3488 rVBS8 12149 22487 0.06% 0.030%
77 12.202 3515 3518 3521 rBV6 1263 878 0.00% 0.001%
78 12.292 3537 3546 3556 rBVS 5333 10888 0.03% 0.014%
79 12.356 3563 3566 3570 rVvB4 1103 988 0.00% 0.001%
80 12.398 3571 3579 3581 rBVS 2714 3521 0.01% 0.005%
81 12.449 3591 3595 3604 rVBS 2340 2984 0.01% 0.004%
82 12.501 3608 3611 3620 rVB7 2753 3307 0.01% 0.004%
83 12.542 3620 3624 3630 rBV7 1116 1329 0.00% 0.002%
84 12.681 3664 3667 3669 rBV3 1287 811 0.00% 0.001%
85 12.787 3694 3700 3702 rBV6 2276 2504 0.01% 0.003%
86 12.858 3718 3722 3727 rVB7 1383 1262 0.00% 0.002%
87 12.928 3736 3744 3749 rBVS 3458 5114 0.01% 0.007%
88 13.067 3785 3787 3789 rBV2 1379 782 0.00% 0.001%
89 13.083 3789 3792 3794 rBV4 1054 800 0.00% 0.001%
90 13.157 3810 3815 3817 rVVv5 3507 3522 0.01% 0.005%
91 13.189 3818 3825 3837 rVB5 10115 19065 0.05% 0.025%
92 13.353 3873 3876 3878 rBV3 1527 977 0.00% 0.001%
93 13.478 3911 3915 3921 rVBS8 3433 3700 0.01% 0.005%
94 13.520 3926 3928 3931 rVvB4 1813 1053 0.00% 0.001%
95 13.684 3975 3979 3984 rVB6 2289 2355 0.01% 0.003%
96 13.948 4057 4061 4066 rBV6 1257 1348 0.00% 0.002%
97 13.989 4072 4074 4077 rBV3 1474 882 0.00% 0.001%
98 14.237 4145 4151 4154 rBV7Y 3246 3638 0.01% 0.005%
99 14.382 4194 4196 4202 rVB6 1635 1216 0.00% 0.002%
100 14.549 4246 4248 4252 rVB5 1502 976 0.00% 0.001%
Sum of corrected areas: 75905482
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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 V\DATA\VV082318\
VV007164.D

24 Aug 2018 01:31

SY/MD

J4622-12

5.0 mL/MSVOA V/WATER

37 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM082218WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW007164.D
3|96
1.5e+07
1.32
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5000000{ 1.03
5.10 5.67
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1.5e+07
le+07
5000000
oL 12120002060 67 2GETRBRTNS. 383623.68 18S9 14.241.384.55
b R B . B S
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082318\
Data File : VV007164.D

Aca On : 24 Aug 2018 01:31

Operator : SY/MD

Sample : J4622-12

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM082218WMA .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 Hexanal Concentration Rank 2

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

8.29 16.55 ug/L 537652 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 86
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 83
5 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 35

Abundance Scan 2301 (8.289 min): VV007164.D (-2291) (-) m/z 56.10 100.00%

| 3 o3 8.00 8.20 8.40 8.60
,..--'..,....,....,....,....,....,....,?‘.’f?. m/z 44.00 97.86%

m/z--> 100 120 140 160 180 200
Abundance #3767: Hexanal
44 56
27

5000 amaREaEss o
8.00 8.20 840 8.60

m/z 41.00 83.71%

15 , II| 83 100
,....,....,....,....,....,....,....,....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #3772: Hexanal
44
56

8.00 8.20 8.40 8.60
5000 27 m/z 57.00 66.66%

72
N | Y I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3771: Hexanal

44 56 800 820 840 860
m/z 42.95 62.20%
5000 29
72
...,.i..‘J‘.wﬂn.tt w00 LU
m/z--> 20 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV082318\
Data File : VV007164.D

Acq On : 24 Aug 2018 01:31

Operator : SY/MD

Sample : J4622-12

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM082218WMA .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]

Hexanal 8.29 16.6 ug/L 537652 2 8.90 1624000 50.0
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