LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032519\
Data File : VV009886.D

Aca On : 26 Mar 2019 01:36

Operator : SY/MD

Sample : K2063-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 36 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\SOMVLMO32519WMA .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 1.209 31 37 46 rBV 21691 32316 4_.53% 0.575%
2 1.322 66 72 79 rvB 147563 140528 19.70% 2.501%
3 1.563 141 147 160 rvVB 146209 178421 25.02% 3.175%
4 2.126 314 322 335 rVB 347957 484415 67.92% 8.620%
5 2.656 475 487 497 rBvV4 4434 9851 1.38% 0.175%
6 2.724 503 508 510 rBV2 794 807 0.11% 0.014%
7 2.897 559 562 564 rBV2 798 587 0.08% 0.010%
8 3.142 636 638 642 rVB2 1446 872 0.12% 0.016%
9 3.167 642 646 649 rBV3 1144 1138 0.16% 0.020%
10 3.245 666 670 673 rBvV2 1066 959 0.13% 0.017%
11 3.261 673 675 679 rBvV2 812 635 0.09% 0.011%
12 3.344 695 701 704 rBV 1318 1058 0.15% 0.019%
13 3.412 720 722 726 rVB 753 467 0.07% 0.008%
14 3.438 726 730 732 rBV2 872 675 0.09% 0.012%
15 3.479 741 743 746 rBV3 635 414 0.06% 0.007%
16 3.630 786 790 794 rBV2 958 966 0.14% 0.017%
17 3.872 862 865 869 rBV3 863 742 0.10% 0.013%

18 3.933 872 884 907 rvv2 47341 126375 17.72% 2.249%
19 4.402 1014 1030 1051 rBV 114812 281796 39.51% 5.015%

20 4.692 1117 1120 1122 rBV2 858 456 0.06% 0.008%
21 4.801 1152 1154 1156 rBV 838 427 0.06% 0.008%
22 4.852 1167 1170 1172 rVB2 818 421 0.06% 0.007%
23 4.868 1172 1175 1178 rBV 967 746 0.10% 0.013%
24 4.923 1190 1192 1198 rVB 1015 800 0.11% 0.014%
25 4.965 1201 1205 1207 rBV 596 443 0.06% 0.008%
26 5.097 1227 1246 1265 rBV2 285341 713195 100.00% 12.691%
27 5.550 1378 1387 1390 rBv4 838 1147 0.16% 0.020%
28 5.666 1409 1423 1441 rBV2 205195 409925 57.48% 7.295%
29 5.855 1480 1482 1486 rBV 1159 559 0.08% 0.010%
30 5.878 1486 1489 1490 rBV2 1074 535 0.08% 0.010%
31 5.929 1502 1505 1507 rBV2 1178 765 0.11% 0.014%
32 6.119 1550 1564 1582 rBV 161671 330666 46.36% 5.884%
33 6.318 1622 1626 1627 rBV3 625 420 0.06% 0.007%
34 6.344 1631 1634 1638 rBvV2 803 717 0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032519\
Data File : VV009886.D

Aca On : 26 Mar 2019 01:36

Operator : SY/MD

Sample : K2063-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 36 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\SOMVLM0O32519WMA .M
Title : VOC Analysis

35 6.486 1674 1678 1681 rBV2 781 678 0.10% 0.012%
36 6.553 1694 1699 1702 rBV2 965 830 0.12% 0.015%
37 6.653 1724 1730 1735 rBV2 1255 1678 0.24% 0.030%
38 6.820 1778 1782 1785 rBV3 775 798 0.11% 0.014%
39 6.910 1807 1810 1812 rBV2 858 527 0.07% 0.009%
40 7.032 1835 1848 1860 rBV2 76907 135333 18.98% 2.408%
41 7.241 1909 1913 1914 rBV2 965 668 0.09% 0.012%
42 7.251 1914 1916 1920 rVvv3 1016 901 0.13% 0.016%
43 7.293 1924 1929 1930 rBV2 861 728 0.10% 0.013%
44 7.360 1936 1950 1970 rBV 320199 564382 79.13% 10.043%
45 7.662 2035 2044 2058 rvB2 52108 84923 11.91% 1.511%
46 7.891 2112 2115 2117 rBV 766 521 0.07% 0.009%
47 8.029 2155 2158 2160 rBV2 1356 832 0.12% 0.015%
48 8.135 2180 2191 2211 rBV 155406 283945 39.81% 5.053%
49 8.376 2264 2266 2270 rBV2 719 570 0.08% 0.010%
50 8.511 2303 2308 2309 rBvV 1199 914 0.13% 0.016%
51 8.814 2399 2402 2407 rBV2 907 913 0.13% 0.016%
52 8.897 2417 2428 2447 rBV 322122 524518 73.54% 9.334%
53 9.055 2474 2477 2480 rBV2 801 643 0.09% 0.011%
54 9.367 2571 2574 2575 rBV 1210 588 0.08% 0.010%
55 9.424 2589 2592 2597 rBv4 1104 729 0.10% 0.013%
56 9.453 2599 2601 2604 rBV2 810 429 0.06% 0.008%
57 9.508 2615 2618 2622 rBV3 1455 1123 0.16% 0.020%
58 9.559 2632 2634 2637 rBV 1085 630 0.09% 0.011%
59 9.678 2667 2671 2675 rBV5 946 915 0.13% 0.016%
60 9.839 2717 2721 2726 rBV2 770 972 0.14% 0.017%
61 10.019 2775 2777 2780 rBV2 560 429 0.06% 0.008%
62 10.035 2780 2782 2786 rVV3 808 522 0.07% 0.009%
63 10.199 2830 2833 2835 rBvY 1119 699 0.10% 0.012%
64 10.260 2842 2852 2875 rVB 213840 349421 48_.99% 6.218%
65 10.839 3027 3032 3034 rBvY 1051 812 0.11% 0.014%
66 10.961 3066 3070 3071 rBV2 1136 742 0.10% 0.013%
67 11.003 3080 3083 3086 rVvVB3 902 473 0.07% 0.008%
68 11.296 3163 3174 3190 rBV 260173 427800 59.98% 7.613%
69 11.524 3242 3245 3249 rBvY 972 730 0.10% 0.013%
70 11.547 3249 3252 3255 rBV2 903 685 0.10% 0.012%
71 11.611 3269 3272 3275 rBvV4 1612 1141 0.16% 0.020%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032519\
Data File : VV009886.D

Aca On : 26 Mar 2019 01:36

Operator : SY/MD

Sample : K2063-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 36 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\SOMVLM0O32519WMA .M
VOC Analysis

72 11.672 3279 3291 3309 rVvVv 285438 478664 67.12% 8.518%

73 11.945 3372 3376 3377 rBV 770 513 0.07% 0.009%
74 11.961 3378 3381 3388 rVvv3 1351 1333 0.19% 0.024%
75 11.990 3388 3390 3392 rVvv2 750 429 0.06% 0.008%
76 12.019 3396 3399 3401 rBV 878 490 0.07% 0.009%
77 12.145 3434 3438 3441 rBV3 1180 1208 0.17% 0.021%
78 12.244 3466 3469 3472 rBV2 977 854 0.12% 0.015%
79 12.665 3597 3600 3604 rVB3 945 708 0.10% 0.013%
80 12.688 3604 3607 3610 rBV3 1003 958 0.13% 0.017%
81 12.746 3622 3625 3631 rBV4 1146 1214 0.17% 0.022%
82 12.868 3660 3663 3665 rVB 822 433 0.06% 0.008%
83 12.926 3677 3681 3683 rBV2 1040 916 0.13% 0.016%
84 13.048 3717 3719 3722 rVB 883 458 0.06% 0.008%
85 13.071 3722 3726 3734 rBV3 1399 2267 0.32% 0.040%
86 13.148 3747 3750 3754 rBV2 687 550 0.08% 0.010%
87 13.190 3759 3763 3764 rBV 1230 749 0.11% 0.013%
88 13.421 3832 3835 3838 rBV3 1111 912 0.13% 0.016%
89 13.813 3954 3957 3959 rBV 739 475 0.07% 0.008%
90 13.868 3970 3974 3975 rBV 844 528 0.07% 0.009%
91 13.968 4002 4005 4009 rBV 1278 871 0.12% 0.015%
92 14.135 4054 4057 4059 rBV2 937 581 0.08% 0.010%
93 14.183 4070 4072 4074 rBV 1072 575 0.08% 0.010%
94 14.370 4124 4130 4133 rBV2 1028 1165 0.16% 0.021%
95 14.939 4303 4307 4308 rBV 967 632 0.09% 0.011%
96 15.074 4345 4349 4352 rBV3 855 729 0.10% 0.013%
97 15.190 4380 4385 4388 rBV2 1058 1125 0.16% 0.020%
98 15.296 4415 4418 4420 rBV 763 516 0.07% 0.009%
99 15.466 4469 4471 4476 rBV2 1206 991 0.14% 0.018%
100 15.868 4593 4596 4600 rBV3 1741 1357 0.19% 0.024%
Sum of corrected areas: 5619587
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032519\
VV009886.D

26 Mar 2019 01:36

SY/MD

K2063-17

5.0mL/MSVOA V/WATER

36 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO032519WMA .M
: VOC Analysis

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032519\
Data File : VV009886.D

Aca On : 26 Mar 2019 01:36

Operator : SY/MD

Sample : K2063-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032519WMA .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 Sulfur dioxide Concentration Rank 2

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

1.21 3.94 ug/L 32316 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 37 (1.209 min): VV009886.D (-31) (-) m/z 63.95 100.00%
64.0
48.0
5000
11,20 1.30 1.40 1.50 1.60
R e m/z 47.95 58.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
48.0 64.0
5000 HUAR ARAE AR AR LSRR
1.20 1.30 1.40 1.50 1.60
20 m/z 66.00 7.73%
I L I I IR I A R IR BARR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64.0
1.20 1.30 1.40 1.50 1.60
5000 48.0 m/z 49.90 3.72%
16.0 32.0
) e S
I [ [ I | I I I I | | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid
64.0 1.20 1.30 1.40 1.50 1.60
48.0 m/z 45.90 1.13%
5000
0 T IR X 81.0 96.0 111.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 110 ' 1.20 1.30 1.40 1.50 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV032519\
Data File : VV009886.D

Acq On : 26 Mar 2019 01:36

Operator : SY/MD

Sample - K2063-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM032519WMA .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]

Sulfur dioxide 1.21 3.9 ug/L 32316 1 5.67 409925 50.0
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