LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/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 V\METHOD\SOMVLM120219WMA .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 1.556 140 145 157 rvVB 299275 352472 16.24% 1.956%
2 2.119 313 320 335 rVB 505057 694629 32.01% 3.855%
3 2.396 404 406 408 rBvV3 1675 855 0.04% 0.005%
4 2.637 476 481 484 rBVS5 2706 2993 0.14% 0.017%
5 2.740 511 513 514 rBV2 1024 312 0.01% 0.002%
6 2.814 532 536 539 rBv4 1486 1285 0.06% 0.007%
7 2.865 550 552 554 rBV2 878 521 0.02% 0.003%
8 2.926 569 571 572 rBV 1196 472 0.02% 0.003%
9 2.965 581 583 585 rBV 1403 862 0.04% 0.005%
10 3.087 619 621 622 rBV2 629 240 0.01% 0.001%
11 3.183 649 651 652 rBV2 975 369 0.02% 0.002%
12 3.196 652 655 658 rvv 1168 617 0.03% 0.003%
13 3.222 662 663 664 rBV 870 251 0.01% 0.001%
14 3.270 676 678 679 rVB 603 162 0.01% 0.001%
15 3.283 679 682 683 rBV3 951 651 0.03% 0.004%
16 3.354 702 704 707 rVB3 619 319 0.01% 0.002%
17 3.376 710 711 713 rVB2 879 241 0.01% 0.001%
18 3.399 713 718 719 rBv4 1227 909 0.04% 0.005%
19 3.428 725 727 729 rVB2 930 430 0.02% 0.002%
20 3.447 729 733 736 rVB5 991 708 0.03% 0.004%
21 3.466 736 739 742 rBV3 946 681 0.03% 0.004%
22 3.489 743 746 748 rVV2 870 654 0.03% 0.004%
23 3.511 751 753 754 rVB 438 144 0.01% 0.001%
24 3.521 754 756 758 rBV2 641 353 0.02% 0.002%
25 3.598 777 780 781 rBV3 990 512 0.02% 0.003%
26 3.708 813 814 817 rBV3 343 204 0.01% 0.001%
27 3.720 817 818 819 rBV 607 174 0.01% 0.001%
28 3.807 842 845 849 rBV4 861 553 0.03% 0.003%
29 3.830 849 852 854 rBV3 853 574 0.03% 0.003%
30 3.852 854 859 860 rBV2 929 713 0.03% 0.004%

31 3.920 868 880 914 rBV 139928 383268 17.66% 2.127%
32 4.392 1011 1027 1058 rBV2 367303 988474 45.56% 5.486%
33 4.740 1133 1135 1136 rBV 1138 448 0.02% 0.002%
34 4.949 1197 1200 1202 rBV3 1423 809 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/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_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

35 5.087 1223 1243 1270 rBV2 868183 2169812 100.00% 12.042%

36 5.502 1370 1372 1375 rBV3 1605 1078 0.05% 0.006%
37 5.656 1407 1420 1441 rBV 711070 1391570 64.13% 7.723%
38 5.862 1482 1484 1486 rBV3 1578 1011 0.05% 0.006%
39 5.942 1500 1509 1521 rBV3 34411 66635 3.07% 0.370%
40 6.109 1547 1561 1586 rBV 487936 986349 45.46% 5.474%
41 6.415 1654 1656 1657 rBvV2 1039 448 0.02% 0.002%
42 6.550 1683 1698 1714 rBV 175212 330980 15.25% 1.837%
43 6.849 1788 1791 1793 rBV3 1364 656 0.03% 0.004%
44 6.862 1793 1795 1798 rvv2 757 520 0.02% 0.003%

45 7.022 1835 1845 1859 rBvV 188216 329108 15.17% 1.826%

46 7.354 1936 1948 1968 rBV 641201 1111339 51.22% 6.168%
47 7.659 2032 2043 2071 rBvV 136625 250050 11.52% 1.388%
48 7.807 2086 2089 2091 rBv4 1791 1074 0.05% 0.006%
49 7.842 2095 2100 2104 rBV7 1753 1924 0.09% 0.011%
50 8.129 2176 2189 2221 rBV2 411033 876711 40.40% 4 _866%

51 8.283 2227 2237 2255 rVB 559119 933958 43.04% 5.183%

52 8.768 2385 2388 2391 rBV3 1367 980 0.05% 0.005%
53 8.784 2391 2393 2396 rBV2 1183 642 0.03% 0.004%
54 8.826 2401 2406 2408 rBV3 1645 1429 0.07% 0.008%
55 8.891 2414 2426 2444 rBV 1044820 1660691 76.54% 9.216%
56 9.129 2497 2500 2502 rBV3 1693 942 0.04% 0.005%
57 9.341 2563 2566 2568 rVB3 1425 853 0.04% 0.005%
58 9.360 2568 2572 2574 rBvV4 1169 856 0.04% 0.005%
59 9.399 2580 2584 2586 rBV3 1587 1146 0.05% 0.006%
60 9.463 2601 2604 2609 rBV5 2022 1535 0.07% 0.009%
61 9.485 2609 2611 2613 rBV2 988 598 0.03% 0.003%
62 9.575 2637 2639 2640 rBV2 739 299 0.01% 0.002%
63 9.694 2671 2676 2677 rBv4 1164 880 0.04% 0.005%
64 9.720 2682 2684 2686 rBV 973 539 0.02% 0.003%
65 9.768 2687 2699 2718 rVV 662721 1079920 49.77% 5.993%
66 9.936 2749 2751 2753 rBV3 1015 520 0.02% 0.003%
67 10.022 2774 2778 2781 rBvV4 1758 1416 0.07% 0.008%
68 10.177 2824 2826 2827 rBV2 802 293 0.01% 0.002%
69 10.209 2832 2836 2838 rBv4 1134 789 0.04% 0.004%

70 10.254 2838 2850 2869 rBV 614011 979713 45.15% 5.437%
71 10.350 2879 2880 2882 rVB2 1068 353 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/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_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

72 10.411 2888 2899 2913 rBV 66991 112004 5.16% 0.622%

73 10.530 2929 2936 2947 rVB2 24159 38429 1.77% 0.213%
74 10.791 3010 3017 3019 rBVS 1517 1860 0.09% 0.010%
75 10.884 3044 3046 3050 rBV3 1694 1168 0.05% 0.006%
76 10.955 3064 3068 3071 rBV3 2464 2218 0.10% 0.012%
77 11.032 3091 3092 3093 rBV3 717 195 0.01% 0.001%
78 11.093 3109 3111 3114 rBV2 766 379 0.02% 0.002%
79 11.112 3114 3117 3119 rBvV4 1052 673 0.03% 0.004%

80 11.289 3159 3172 3189 rBvV 897515 1396707 64.37% 7.751%

81 11.546 3249 3252 3254 rBV3 1667 1098 0.05% 0.006%
82 11.588 3254 3265 3276 rVV2 86233 143418 6.61% 0.796%
83 11.665 3278 3289 3318 rVB2 922940 1690607 77.91% 9.382%

84 12.405 3515 3519 3521 rBV3 1629 1083 0.05% 0.006%

85 12.546 3561 3563 3566 rBV4 799 706 0.03% 0.004%

86 12.678 3602 3604 3606 rBV3 1819 956 0.04% 0.005%

87 13.122 3739 3742 3745 rBV3 1941 1168 0.05% 0.006%

88 13.296 3793 3796 3797 rBV2 2273 1264 0.06% 0.007%

89 13.373 3818 3820 3822 rBV3 1156 433 0.02% 0.002%
Sum of corrected areas: 18018842
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

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

Abundance TIC: VV014006.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 unknown-01 Concentration Rank 1

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

7.02 11.83 ug/L 329108 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
2 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
3 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 10
4 3-Thiatricvclol3.1.1.0(2.4)Theptane 112 C6H8S 1000221-37-0 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1844 (7.019 min): VV014006.D (-1835) (-) m/z 79.00 100.00%
70
5000 42 4
ot H 6.60 6.80 7.00 7.20 7.40
o...,....,....,...:l....-,|.'...,‘?.3..?.1.-..;.?.6.,??..,....,..|..,....,.... m/z 42.05 39.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1080: 1,3-Cyclohexadiene
70
5000
6.60 6.80 7.00 7.20 7.40
39 g m/z 81.00 31.69%
SO P P
Ottt e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
6.60 6.80 7.00 7.20 7.40
5000 43 m/z 114.00 25.26%
ol 15 2935 51 61 72 91 111 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7039: Methane, oxybis[chloro- e BT R e
79 6.60 6.80 7.00 7.20 7.40
m/z 51.00 18.73%
49
5000
29
o 18 L3 | e 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.41 4_.01 ug/L 112004 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Piperidinopropvl p-chlorobenzoate 281 C15H20CINO2 1000240-42-7 38
2 Encainide 352 C22H28N202 037612-13-8 37
3 Benzen-d5-amine 98 C6H2D5N 004165-61-1 37
4 Acetonitrile. isothiocvanato- 98 C3H2N2S 032772-75-1 32
5 Ethanethiol, 2-(5-(3-bromo-4-pyr... 398 C12H19BrN204S2 041287-18-7 28

Abundance Scan 2899 (10.411 min): VV014006.D (-2888) (-) m/z 98.10 100.00%
gs
5000 133
42 66 281 10.00 10.20 10.40 10.60 10.80
o el AT 2 A+ m/z 133.10 40.87%
m/z--> 50 100 150 200 250 300 350
Abundance #128214: 3-Piperidinopropy! p-chlorobenzoate
gs
5000
10.00 10.20 10.40 10.60 10.80
139 m/z 94.10 12 .53%
0 41 75 | | 158 197 281
m/z--> 50 100 150 200 250 300 350
Abundance
98
10.00 10.20 10.40 10.60 10.80
5000 m/z 135.00 11.57%
70 135
0 42 118 | 159 186 215 236 281 352
m/z--> 50 100 150 200 250 300 350
Abundance #3291: Benzen-d5-amine R I
98 10.00 10.20 10.40 10.60 10.80
m/z 66.00 10.72%
5000
n 1
0.1.8“.L.|‘J|“1‘."i.‘k.“l.... ——— — T
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121119\
Data File : VV014006.D

Aca On : 11 Dec 2019 12:24

Operator : SY/MD

Sample : K6200-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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-03 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.59 5.13 ug/L 143418 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isothiazole. 5-bromo-3-methvl- 177 C4H4BrNS 020493-60-1 46
2 Mepivacaine 246 C15H22N20 000096-88-8 27
3 Phenol. 4-amino-3.5-dichloro- 177 C6H5CI2NO 026271-75-0 27
4 1-Methvl-2-piperidinemethanol 129 C7H15NO 020845-34-5 25
5 Phenol, 4-amino-2,6-dichloro- 177 C6H5CI2NO 005930-28-9 16

Abundance Scan 3266 (11.591 min): VV014006.D (-3254) (-) m/z 98.10 100.00%
177 T ¥
5000
42 o, ° 81 119 149 007 11.20 11.40 11.60 11.80 12.00
0 b et e m/z 177.00 52.15%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #43373: Isothiazole, 5-bromo-3-methyl-
7 177
98
5000
71 11.20 11.40 11.60 11.80 12.00
45 83 138 m/z 179.00 41 .69%
0 |”'“|'”JL"”|"“W"”|"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
98
11,20 11.40 1160 11.80 12.00
5000 m/z 96.10 18.29%
42 0
14 28 55 82 120 132 148
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260
Abundance #43414: Phenol, 4-amino-3,5-dichloro-
177 11.20 11.40 11.60 11.80 12.00
m/z 70.10 17.69%
5000
114
0 "'|'2?"|"?f'ﬁ?"zﬁ'§%'l “"1|""ﬁﬁ?”"|"'l‘ﬂ""l' T |""|"'/&""|""|"
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121119\
Data File : VV014006.D

Acq On : 11 Dec 2019 12:24

Operator : SY/MD

Sample - K6200-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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]
unknown-01 7.02 11.8 ug/L 329108 1 5.66 1391570 50.0
unknown-02 10.41 4.0 ug/L 112004 3 11.29 1396710 50.0
unknown-03 11.59 5.1 ug/L 143418 3 11.29 1396710 50.0
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