LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO40920WMA .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 1.613 77 85 99 rBv 288946 312700 15.28% 1.792%
2 1.932 175 184 196 rvVB 225178 292240 14.28% 1.675%
3 2.591 377 389 406 rBV 409053 679294 33.19% 3.894%
4 2.790 439 451 468 rvB2 6455 12698 0.62% 0.073%
5 3.218 572 584 599 rVvB4 8208 20263 0.99% 0.116%
6 3.282 599 604 605 rBV2 589 484 0.02% 0.003%
7 3.385 632 636 639 rBV3 979 767 0.04% 0.004%
8 3.504 669 673 679 rBV6 883 866 0.04% 0.005%
9 3.690 728 731 737 rVB5 723 577 0.03% 0.003%
10 3.912 782 800 817 rvVv 65856 153037 7.48% 0.877%
11 4.034 826 838 840 rBV3 2299 3472 0.17% 0.020%
12 4.099 855 858 864 rBV3 751 682 0.03% 0.004%
13 4.131 864 868 872 rBv4 533 570 0.03% 0.003%
14 4.208 889 892 897 rVB5 678 562 0.03% 0.003%
15 4.276 910 913 922 rBV4 499 600 0.03% 0.003%
16 4.665 1016 1034 1063 rBvV 244623 585555 28.61% 3.356%
17 4.845 1086 1090 1093 rBvV5 788 797 0.04% 0.005%
18 4.948 1117 1122 1125 rBvV2 619 561 0.03% 0.003%

19 5.102 1153 1170 1195 rBV 349420 770971 37.67% 4._.419%
20 5.353 1232 1248 1269 rvv2 277183 623475 30.46% 3.574%

21 5.459 1279 1281 1286 rVB 602 526 0.03% 0.003%
22 5.761 1352 1375 1393 rBvV2 776089 2046590 100.00% 11.731%
23 6.070 1465 1471 1473 rBv4 1272 1199 0.06% 0.007%
24 6.140 1491 1493 1496 rBv4 717 515 0.03% 0.003%
25 6.198 1508 1511 1515 rVB3 924 489 0.02% 0.003%
26 6.282 1518 1537 1558 rBvV 639020 1210652 59.15% 6.940%
27 6.411 1572 1577 1580 rvv2 558 522 0.03% 0.003%
28 6.475 1595 1597 1602 rVB3 626 503 0.02% 0.003%
29 6.497 1602 1604 1607 rBV2 706 485 0.02% 0.003%
30 6.558 1615 1623 1635 rVB7 4390 9109 0.45% 0.052%
31 6.722 1659 1674 1697 rBV 495586 953682 46.60% 5.467%
32 6.816 1701 1703 1705 rBV3 818 532 0.03% 0.003%
33 6.948 1733 1744 1756 rBV2 9684 17870 0.87% 0.102%
34 7.153 1804 1808 1813 rBv4 758 636 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO40920WMA .M
Title : VOC Analysis
35 7.214 1813 1827 1832 rBV9 2310 4577 0.22% 0.026%
36 7.304 1851 1855 1858 rBV3 794 493 0.02% 0.003%
37 7.366 1866 1874 1881 rVV5 1329 2177 0.11% 0.012%
38 7.520 1917 1922 1923 rBV2 734 599 0.03% 0.003%
39 7.539 1923 1928 1931 rVVv6 2285 2748 0.13% 0.016%
40 7.594 1932 1945 1966 rVB 304977 534308 26.11% 3.063%
41 7.710 1975 1981 1982 rBV5 2067 1771 0.09% 0.010%
42 7.745 1986 1992 2008 rvVB4 8611 14908 0.73% 0.085%
43 7.819 2008 2015 2023 rVB5 2958 4104 0.20% 0.024%

44 7.922 2033 2047 2064 rBvV 967078 1660195 81.12% 9.516%
45 8.205 2121 2135 2155 rBV 221417 371564 18.16% 2.130%

46 8.285 2157 2160 2164 rVB3 5565 524 0.03% 0.003%
47 8.365 2180 2185 2186 rBV2 716 640 0.03% 0.004%
48 8.378 2186 2189 2195 rVV3 1280 1329 0.06% 0.008%
49 8.420 2199 2202 2206 rvv2 550 519 0.03% 0.003%
50 8.472 2213 2218 2219 rBV3 744 561 0.03% 0.003%
51 8.578 2247 2251 2254 rVB3 960 717 0.04% 0.004%
52 8.658 2262 2276 2307 rBV 724408 1287891 62.93% 7.382%
53 8.941 2355 2364 2375 rBV6 2396 4407 0.22% 0.025%
54 9.082 2402 2408 2412 rBV5 786 1086 0.05% 0.006%
55 9.253 2457 2461 2465 rVB2 748 623 0.03% 0.004%
56 9.275 2465 2468 2470 rBvV2 796 524 0.03% 0.003%
57 9.327 2481 2484 2487 rBV3 702 512 0.03% 0.003%
58 9.439 2505 2519 2535 rBvV 919523 1505157 73.54% 8.628%
59 9.587 2560 2565 2569 rBv4 1246 1287 0.06% 0.007%
60 9.603 2569 2570 2579 rvv3 959 1047 0.05% 0.006%
61 9.719 2603 2606 2611 rVB3 1442 1156 0.06% 0.007%
62 9.761 2616 2619 2625 rBV3 744 760 0.04% 0.004%
63 9.867 2647 2652 2657 rVB3 487 505 0.02% 0.003%
64 9.893 2657 2660 2663 rBV 705 530 0.03% 0.003%
65 10.282 2769 2781 2794 rBV 78447 129981 6.35% 0.745%
66 10.404 2817 2819 2826 rBV5 514 517 0.03% 0.003%
67 10.455 2830 2835 2837 rBV3 693 624 0.03% 0.004%
68 10.500 2845 2849 2853 rBV3 906 925 0.05% 0.005%
69 10.568 2861 2870 2878 rBV7 2833 5021 0.25% 0.029%
70 10.664 2897 2900 2904 rVB3 785 547 0.03% 0.003%
71 10.726 2914 2919 2921 rBV3 737 583 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMULMO40920WMA .M
VOC Analysis

72 10.774 2921 2934 2952 rVV 628648 999980 48.86% 5.732%

73 10.838 2952 2954 2960 rVB3 931 627 0.03% 0.004%
74 10.899 2969 2973 2977 rBV5 1066 1119 0.05% 0.006%
75 10.989 2998 3001 3005 rBV2 637 657 0.03% 0.004%
76 11.047 3007 3019 3032 rVvVv 104264 171823 8.40% 0.985%
77 11.163 3052 3055 3060 rVB3 748 598 0.03% 0.003%
78 11.256 3079 3084 3086 rBV2 611 602 0.03% 0.003%
79 11.304 3094 3099 3103 rBV3 947 1001 0.05% 0.006%
80 11.481 3149 3154 3158 rBV5 1122 1065 0.05% 0.006%
81 11.574 3179 3183 3188 rBvV4 637 572 0.03% 0.003%
82 11.607 3188 3193 3198 rVB5 749 833 0.04% 0.005%
83 11.635 3198 3202 3208 rBV6 1166 1590 0.08% 0.009%
84 11.719 3226 3228 3232 rVV2 638 530 0.03% 0.003%
85 11.764 3236 3242 3247 rVV5 1447 1829 0.09% 0.010%
86 11.825 3249 3261 3279 rBV 945421 1495032 73.05% 8.570%
87 12.111 3343 3350 3357 rVBS8 3609 5070 0.25% 0.029%
88 12.208 3367 3380 3397 rBV 930506 1482496 72.44% 8.498%
89 12.346 3420 3423 3428 rVB3 715 585 0.03% 0.003%
90 12.674 3521 3525 3528 rBV2 625 497 0.02% 0.003%
91 12.806 3563 3566 3571 rVvB4 1028 888 0.04% 0.005%
92 12.896 3583 3594 3603 rBV5 3748 7019 0.34% 0.040%
93 13.086 3650 3653 3655 rBV2 779 501 0.02% 0.003%
94 13.227 3692 3697 3698 rBV2 939 701 0.03% 0.004%
95 13.603 3810 3814 3820 rBV5 740 1095 0.05% 0.006%
96 13.819 3877 3881 3884 rBV4 604 504 0.02% 0.003%
97 13.873 3891 3898 3905 rBV9 2731 3882 0.19% 0.022%
98 14.118 3964 3974 3984 rBV 6789 11077 0.54% 0.063%
99 14.201 3997 4000 4005 rBV5 741 690 0.03% 0.004%
100 14.362 4044 4050 4059 rvB8 2376 3973 0.19% 0.023%
Sum of corrected areas: 17445734
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU037661.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 2-Hexanol, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.28 4_.32 ug/L 129981 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 64
2 2-Hexanol. methvl ether 116 C7H160 1000333-92-0 64
3 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 64
4 2-Decanol. methvl ether 172 C11H240 1000333-83-9 50
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
Abundance Scan 2780 (10.279 min): VU037661.D (-2769) (-) m/z 59.05 100.00%
59
5000
I A 15100 1020 10140 1060
0“|““|““P'Jw“'VJM'“ﬂ“'WH'WHll““lJ“V'“v'HV“'v m/z  42.95 16.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8346: 2-Hexanol, 2-methyl-
59
5000 USRI DA
10.00 10.20 10.40 10.60
101 m/z 41.00 14 .60%
a A 69 83
0“|}?|““T”'JLME{WW“'W““l““l““l““l““l““l““v'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
10.00 10.20 10.40 10.60
5000 m/z 55.10 14_.17%
43
o 15 2 51 89 g 101 g4
Wmﬁwwmmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59 10.00 10.20 10.40 10.60
m/z 97.10 10.86%
5000
o 15 23 sy 89 ga 9 112 120 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037661.D

Aca On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.05 5.75 ug/L 171823 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. 3-methvlpentvl ester 130 C7H1402 1000368-21-3 38
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 35
3 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 35
4 2-Nonen-4-one 140 C9H160 032064-72-5 32
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 25
Abundance Scan 3020 (11.050 min): VU037661.D (-3007) (-) m/z 43.00 100.00%
127
84 109
5000
57
‘77 o7 141 10,80 11.00 11.20 11.40
1 M SMEMSS [ MNBMS M. m/z 69.10 82.82%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13503: Formic acid, 3-methylpentyl ester
55 69
5000 84 U I SRR DU SR
41 10.80 11.00 11.20 11.40
29 m/z 127.10 72 .30%
0 "}ﬁ"'“““"Jiw”'l“lJ'v"“ﬁﬂl"v““'l"'}ﬁ%"l""|"'w""l"'w
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 69
10,80 11.00 11.20 11.40
5000 m/z 109.10 57 .99%
84
27 55
0 62
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1435: Ethanone, 1-cyclopropyl- B e mE
43 69 10.80 11.00 11.20 11.40
m/z 84.10 52.21%
5000 84
27
0 \‘u nin 55 62 I 77
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040920\
Data File : VU037661.D

Acq On : 10 Apr 2020 09:59

Operator : JC/MD

Sample : L2189-01 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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]
2-Hexanol, 2-methyl- 10.28 4.3 ug/L 129981 2 9.44 1505160 50.0
unknown-01 11.05 5.8 ug/L 171823 3 11.83 1495030 50.0
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