LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 105 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\SOMULMO40519WMA .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 1.180 23 28 38 rvB 31070 29998 0.07% 0.040%
2 1.396 87 95 106 rBV 243968 262898 0.66% 0.346%
3 1.469 115 118 126 rVB 12878 11015 0.03% 0.015%
4 1.678 174 183 196 rBvV 188491 245944 0.61% 0.324%
5 2.267 355 366 377 rBV2 384341 589652 1.47% 0.777%
6 2.437 408 419 442 rBV 71696 134965 0.34% 0.178%
7 2.637 477 481 484 rBV4 871 573 0.00% 0.001%
8 2.659 484 488 490 rBV4 1317 1028 0.00% 0.001%
9 2.694 495 499 508 rvB8 2477 3684 0.01% 0.005%
10 2.768 519 522 523 rBV3 760 438 0.00% 0.001%
11 2.833 530 542 555 rBV6 6300 14482 0.04% 0.019%
12 2.981 576 588 609 rvVv 73849 138927 0.35% 0.183%
13 3.087 619 621 628 rVB2 697 598 0.00% 0.001%
14 3.183 649 651 653 rBV2 822 471 0.00% 0.001%
15 3.415 720 723 728 rVB2 975 787 0.00% 0.001%
16 3.476 738 742 749 rBV2 583 546 0.00% 0.001%
17 3.556 762 767 772 rBV3 704 680 0.00% 0.001%
18 3.637 787 792 796 rBV3 785 659 0.00% 0.001%
19 3.682 802 806 807 rBV2 630 448 0.00% 0.001%
20 3.736 820 823 828 rVB3 573 553 0.00% 0.001%
21 3.842 853 856 862 rBV3 884 719 0.00% 0.001%
22 4.019 906 911 915 rBv4 999 1174 0.00% 0.002%
23 4.109 935 939 941 rBV2 777 633 0.00% 0.001%

24 4.219 941 973 1015 rBV 3537714 9170845 22.87% 12.087%
25 4.643 1089 1105 1129 rBV 311096 801995 2.00% 1.057%

26 4.797 1150 1153 1155 rBV 1806 913 0.00% 0.001%
27 4.952 1197 1201 1206 rBV4 870 909 0.00% 0.001%
28 5.045 1227 1230 1235 rVB4 795 817 0.00% 0.001%
29 5.067 1235 1237 1243 rBV4 802 715 0.00% 0.001%
30 5.334 1289 1320 1352 rBV2 622906 1876344 4.68% 2.473%
31 5.617 1401 1408 1412 rBVS8 2049 2412 0.01% 0.003%
32 5.714 1433 1438 1441 rBV3 584 595 0.00% 0.001%
33 5.743 1441 1447 1449 rBv4 568 579 0.00% 0.001%
34 5.794 1459 1463 1464 rvVv2 947 700 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 105 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\SOMULMO40519WMA _M
: VOC Analysis

35 5.881 1476 1490 1515 rBV 624195 1265092 3.15% 1.667%

36 6.180 1567 1583 1612 rBV 5702634 10962253 27.34% 14.448%
37 6.325 1617 1628 1657 rVB 431404 896319 2.24% 1.181%

38 6.759 1752 1763 1774 rBV3 10699 22148 0.06% 0.029%
39 7.061 1855 1857 1862 rVB2 517 441 0.00% 0.001%
40 7.128 1875 1878 1882 rBV2 642 522 0.00% 0.001%

41 7.225 1897 1908 1931 rBV 214486 404340 1.01% 0.533%
42 7.562 1999 2013 2026 rBV 769414 1355469 3.38% 1.786%
43 7.633 2027 2035 2058 rVB 153316 296064 0.74% 0.390%
44 7.845 2090 2101 2122 rBV2 144409 269402 0.67% 0.355%
45 8.138 2189 2192 2196 rBvV4 714 532 0.00% 0.001%

46 8.167 2199 2201 2202 rBV2 1178 506 0.00% 0.001%
47 8.225 2202 2219 2236 rBV 23685137 40100484 100.00% 52.851%
48 8.305 2238 2244 2280 rVB 684062 1557744 3.88% 2.053%
49 8.466 2286 2294 2317 rVB5 52992 104487 0.26% 0.138%

50 8.733 2373 2377 2379 rBvV2 702 565 0.00% 0.001%
51 8.752 2381 2383 2389 rVB5 1143 922 0.00% 0.001%
52 8.794 2394 2396 2398 rBvV 1148 673 0.00% 0.001%
53 8.832 2405 2408 2413 rVB5 924 692 0.00% 0.001%
54 8.887 2422 2425 2430 rVB4 1046 877 0.00% 0.001%
55 9.003 2457 2461 2462 rBV2 596 482 0.00% 0.001%
56 9.087 2474 2487 2513 rBvV 922586 1586163 3.96% 2.091%
57 9.296 2549 2552 2555 rBV3 837 524 0.00% 0.001%
58 9.427 2591 2593 2598 rVB3 828 551 0.00% 0.001%
59 9.514 2612 2620 2623 rBV3 725 903 0.00% 0.001%
60 9.723 2680 2685 2686 rBvV2 654 502 0.00% 0.001%
61 9.781 2700 2703 2704 rBV2 1289 726 0.00% 0.001%
62 9.807 2705 2711 2717 rVVv8 2436 3518 0.01% 0.005%
63 9.955 2753 2757 2765 rBV7 1079 1507 0.00% 0.002%
64 9.993 2766 2769 2774 rVB3 977 944 0.00% 0.001%
65 10.045 2774 2785 2796 rBV7 7595 17210 0.04% 0.023%
66 10.090 2796 2799 2801 rBVZ2 717 474 0.00% 0.001%
67 10.154 2817 2819 2825 rVB3 558 477 0.00% 0.001%
68 10.276 2854 2857 2861 rVB3 1150 861 0.00% 0.001%
69 10.337 2873 2876 2879 rBV3 815 495 0.00% 0.001%
70 10.363 2879 2884 2888 rVB5 786 790 0.00% 0.001%

71 10.427 2892 2904 2926 rBV 606599 989192 2.47% 1.304%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 105 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\SOMULMO40519WMA .M
Title : VOC Analysis
72 10.572 2946 2949 2951 rBV2 907 600 0.00% 0.001%
73 10.607 2957 2960 2964 rBV5 1683 1546 0.00% 0.002%
74 10.730 2995 2998 3005 rVB3 944 798 0.00% 0.001%
75 10.916 3051 3056 3059 rBV3 726 633 0.00% 0.001%
76 10.939 3059 3063 3064 rBV2 860 515 0.00% 0.001%
77 11.257 3158 3162 3164 rBV2 576 450 0.00% 0.001%
78 11.376 3190 3199 3213 rBV7Y 13645 27128 0.07% 0.036%
79 11.479 3220 3231 3257 rBV 850223 1388573 3.46% 1.830%
80 11.797 3328 3330 3333 rVB3 1774 764 0.00% 0.001%
81 11.855 3333 3348 3372 rBV 772211 1286429 3.21% 1.695%
82 12.546 3560 3563 3566 rVB3 839 541 0.00% 0.001%
83 12.594 3568 3578 3580 rBV6 4711 6343 0.02% 0.008%
84 12.742 3621 3624 3626 rBV3 1405 894 0.00% 0.001%
85 12.800 3639 3642 3645 rBV3 1541 1292 0.00% 0.002%
86 12.910 3672 3676 3679 rVvB4 1310 1039 0.00% 0.001%
87 12.996 3699 3703 3705 rBV3 873 784 0.00% 0.001%
88 13.373 3816 3820 3826 rBV 3498 3999 0.01% 0.005%
89 13.401 3826 3829 3831 rBV2 1694 1167 0.00% 0.002%
90 13.472 3849 3851 3854 rBV2 1479 1011 0.00% 0.001%
91 13.594 3886 3889 3892 rBV2 1079 798 0.00% 0.001%
92 13.652 3905 3907 3911 rVB3 1062 544 0.00% 0.001%
93 13.717 3925 3927 3933 rBV3 846 857 0.00% 0.001%
94 13.868 3971 3974 3978 rVB4 1136 831 0.00% 0.001%
95 13.948 3996 3999 4000 rBV2 956 591 0.00% 0.001%
96 13.983 4008 4010 4013 rVB2 1101 579 0.00% 0.001%
97 14.003 4013 4016 4018 rBV2 1136 754 0.00% 0.001%
98 14.064 4032 4035 4036 rBV 1115 602 0.00% 0.001%
99 14.106 4046 4048 4053 rVvB4 804 524 0.00% 0.001%
100 14.996 4323 4325 4328 rBvV2 1348 760 0.00% 0.001%
Sum of corrected areas: 75873893
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 105 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU031113.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 105 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 Isopropyl Alcohol Concentration Rank 2

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

2.44 5.33 ug/L 134965 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 90
2 Isopropvl Alcohol 60 C3H80 000067-63-0 83
3 Isopropvl Alcohol 60 C3H80 000067-63-0 83
4 4-Penten-2-ol 86 C5H100 000625-31-0 50
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 420 (2.440 min): VU031113.D (-408) (-) m/z 45.05 100.00%
45 n
5000
39 4 & 59 220 240 260 280
L 5o m L L W L Wy m/z 43.10 21.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropy! Alcohol
45
5000 ISR RAAEE RN RN A
220 2.40 2.60 2.80
. m/z 39.00 7.67%
15 19 - 31 ggdl 59
G e R R AR RS RS RN RN ARRARRRS RARRS RAARARARRY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 2.40 2.60 2.80
5000 m/z 41.05 7.12%
15 19 27 31 sg 4 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 220 2.40 2.60 2.80
m/z 42.05 4.59%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041119\
Data File : VU031113.D

Aca On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 105 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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 3

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

8.47 3.29 ug/L 104487 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 53
2 Hexanal 100 C6H120 000066-25-1 47
3 Hexanal 100 C6H120 000066-25-1 42
4 Hexanal 100 C6H120 000066-25-1 40
5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 32

Abundance Scan 2295 (8.469 min): VU031113.D (-2286) (-) m/z 44.00 100.00%
R U R R L
8.20 8.40 8.60 8.80
0 m/z 56.05 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767 Hexanal
4 5o
5000
27 8.20 8.40 8.60 8.80
72 m/z 41.10 87.77%
0 '}?l“l"hw"mu"w"??"}?q"'l""l SR SRR NN N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44
56
7 8.20 8.40 8.60 8.80
5000 m/z 57.10 68.13%
72
83
e L S U L L B B I L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3773: Hexanal b e AR as
4 8.20 8.40 8.60 8.80
m/z 43.05 60.31%
5000 29
72
0"'I”"I"'I”"ﬁ?”'I'”'I'”'I'”'I'”'I'”'I'”' T T T T T T T
m/z--> 200 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU041119\
Data File : VU031113.D

Acq On : 12 Apr 2019 08:38

Operator : JC/SP

Sample : K2341-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 105 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .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]
Isopropyl Alcohol 2.44 5.3 ug/L 134965 1 5.88 1265090 50.0
Hexanal 8.47 3.3 ug/L 104487 2 9.09 1586160 50.0
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