LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060920\
Data File : VU038680.D

Aca On : 08 Jun 2020 20:41

Operator : SY/MD

Sample : L2896-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMULMO60820WMA .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 1.501 43 50 68 rBv2 24407 63670 2.99% 0.378%
2 1.613 77 85 99 rvB 281865 306249 14.38% 1.817%
3 1.703 108 113 128 rVB 25939 36078 1.69% 0.214%
4 1.932 175 184 202 rVB 210930 271968 12.77% 1.614%
5 2.526 362 369 372 rBv4 1699 1923 0.09% 0.011%
6 2.594 377 390 405 rBV 472438 799412 37 .55% 4.744%
7 2.822 447 461 477 rBVS 7456 22434 1.05% 0.133%
8 2.941 494 498 500 rBV 500 377 0.02% 0.002%
9 3.076 529 540 553 rBV6 3929 8661 0.41% 0.051%
10 3.166 566 568 574 rBV2 478 377 0.02% 0.002%
11 3.215 574 583 584 rBV5 1462 1812 0.09% 0.011%
12 3.292 601 607 609 rBV3 821 809 0.04% 0.005%
13 3.321 612 616 620 rVB2 422 323 0.02% 0.002%
14 3.369 628 631 633 rBV2 536 317 0.01% 0.002%
15 3.385 633 636 640 rvv3 590 576 0.03% 0.003%
16 3.462 656 660 662 rBvV2 483 334 0.02% 0.002%
17 3.478 662 665 672 rVB2 549 478 0.02% 0.003%
18 3.787 757 761 767 rBV4 282 305 0.01% 0.002%
19 3.858 777 783 788 rBV2 1021 1179 0.06% 0.007%
20 4.070 845 849 855 rVB3 485 514 0.02% 0.003%
21 4.105 855 860 865 rBV2 383 469 0.02% 0.003%
22 4.169 876 880 883 rBV2 387 302 0.01% 0.002%
23 4.195 883 888 893 rVB3 320 301 0.01% 0.002%
24 4.369 936 942 946 rVB2 356 334 0.02% 0.002%
25 4.578 1004 1007 1009 rBv2 559 354 0.02% 0.002%
26 4.668 1018 1035 1073 rBvV 227583 590529 27.74% 3.504%
27 4.938 1115 1119 1124 rVB3 431 385 0.02% 0.002%
28 4.999 1136 1138 1140 rvB2 610 283 0.01% 0.002%
29 5.102 1152 1170 1194 rBV 369054 807027 37.90% 4_.789%
30 5.198 1198 1200 1206 rVB3 936 740 0.03% 0.004%
31 5.234 1206 1211 1217 rBV5 556 580 0.03% 0.003%
32 5.272 1221 1223 1227 rVB3 561 314 0.01% 0.002%
33 5.327 1230 1240 1252 rVB5 2099 3878 0.18% 0.023%
34 5.520 1296 1300 1304 rBvV2 277 285 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060920\
Data File : VU038680.D

Aca On : 08 Jun 2020 20:41

Operator : SY/MD

Sample : L2896-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMULMO60820WMA .M
Title : VOC Analysis

35 5.555 1307 1311 1313 rBV2 590 416 0.02% 0.002%
36 5.600 1322 1325 1330 rBV3 381 347 0.02% 0.002%
37 5.758 1348 1374 1411 rBV2 790541 2129177 100.00% 12.635%
38 5.906 1418 1420 1425 rBV2 443 341 0.02% 0.002%
39 5.957 1433 1436 1438 rBV2 555 337 0.02% 0.002%
40 6.009 1448 1452 1457 rVB5 623 476 0.02% 0.003%
41 6.057 1464 1467 1468 rBV2 1010 471 0.02% 0.003%
42 6.134 1488 1491 1495 rBv4 664 670 0.03% 0.004%
43 6.202 1507 1512 1514 rBV2 325 322 0.02% 0.002%
44 6.279 1520 1536 1562 rBVY 658331 1263970 59.36% 7.501%
45 6.562 1614 1624 1638 rBV 6532 17290 0.81% 0.103%
46 6.632 1644 1646 1651 rVB3 1523 1010 0.05% 0.006%
47 6.719 1658 1673 1691 rBV 465906 909694 42_.73% 5.398%
48 6.912 1730 1733 1739 rBV2 582 544 0.03% 0.003%
49 7.047 1773 1775 1780 rvVB2 758 533 0.03% 0.003%
50 7.073 1780 1783 1786 rBV2 437 324 0.02% 0.002%
51 7.169 1808 1813 1816 rBV2 258 305 0.01% 0.002%
52 7.211 1816 1826 1834 rVB3 1744 2775 0.13% 0.016%
53 7.475 1901 1908 1911 rBV 448 479 0.02% 0.003%
54 7.491 1911 1913 1918 rVB2 384 288 0.01% 0.002%
55 7.591 1930 1944 1963 rBVY 273781 471670 22.15% 2.799%
56 7.700 1975 1978 1980 rBV3 918 555 0.03% 0.003%
57 7.771 1997 2000 2006 rVvB3 930 661 0.03% 0.004%
58 7.816 2006 2014 2024 rBV3 3586 5778 0.27% 0.034%
59 7.922 2032 2047 2063 rBY 951222 1673151 78.58% 9.929%
60 8.121 2107 2109 2116 rVB5 734 573 0.03% 0.003%
61 8.201 2121 2134 2151 rBvV 188719 319586 15.01% 1.896%
62 8.491 2214 2224 2234 rVB4 10435 18521 0.87% 0.110%
63 8.578 2244 2251 2256 rVB4 1125 1436 0.07% 0.009%
64 8.655 2256 2275 2310 rBVY 721421 1290531 60.61% 7.658%
65 8.857 2336 2338 2343 rVB2 1149 670 0.03% 0.004%
66 9.436 2501 2518 2551 rVV 926064 1586014 74.49% 9.412%
67 9.587 2560 2565 2574 rVB6 1672 2417 0.11% 0.014%
68 9.706 2593 2602 2611 rBV6 3417 5229 0.25% 0.031%
69 10.121 2723 2731 2740 rBV6 2718 4384 0.21% 0.026%
70 10.205 2754 2757 2765 rVB2 441 482 0.02% 0.003%
71 10.388 2811 2814 2819 rBV2 454 320 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060920\
Data File : VU038680.D

Aca On : 08 Jun 2020 20:41

Operator : SY/MD

Sample : L2896-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMULMO60820WMA .M
Title : VOC Analysis
72 10.497 2842 2848 2855 rVB3 991 1319 0.06% 0.008%
73 10.770 2920 2933 2950 rBV 642703 1038853 48.79% 6.165%
74 10.902 2963 2974 2984 rBV2 9321 14751 0.69% 0.088%
75 10.973 2992 2996 3000 rBvY 336 328 0.02% 0.002%
76 11.063 3021 3024 3027 rVB2 863 601 0.03% 0.004%
77 11.098 3030 3035 3041 rBV3 1109 1507 0.07% 0.009%
78 11.317 3100 3103 3106 rVB3 412 287 0.01% 0.002%
79 11.426 3134 3137 3142 rVB3 691 472 0.02% 0.003%
80 11.481 3148 3154 3161 rVB6 1788 2373 0.11% 0.014%
81 11.735 3229 3233 3234 rVV 506 388 0.02% 0.002%
82 11.758 3234 3240 3247 rVV4 3111 3670 0.17% 0.022%
83 11.822 3247 3260 3278 rVV 974088 1537358 72.20% 9.123%
84 11.899 3282 3284 3287 rVB2 525 287 0.01% 0.002%
85 11.967 3302 3305 3307 rBvV2 498 300 0.01% 0.002%
86 12.031 3322 3325 3328 rBV2 503 314 0.01% 0.002%
87 12.082 3331 3341 3354 rBvV4 7206 13946 0.65% 0.083%
88 12.204 3365 3379 3397 rVB 963242 1559574 73.25% 9.255%
89 12.587 3495 3498 3502 rBVY 423 364 0.02% 0.002%
90 12.722 3535 3540 3544 rVB2 432 387 0.02% 0.002%
91 12.796 3557 3563 3564 rBV3 1400 1289 0.06% 0.008%
92 13.015 3626 3631 3638 rBV2 718 922 0.04% 0.005%
93 13.085 3650 3653 3655 rBvV2 399 332 0.02% 0.002%
94 13.237 3691 3700 3708 rBV6 3313 5480 0.26% 0.033%
95 13.786 3869 3871 3876 rBV2 654 550 0.03% 0.003%
96 13.867 3889 3896 3904 rVB7 5026 7870 0.37% 0.047%
97 14.063 3954 3957 3960 rBV2 742 471 0.02% 0.003%
98 14.111 3965 3972 3984 rVB2 9410 14746 0.69% 0.088%
99 14.359 4042 4049 4055 rBv4 5354 6852 0.32% 0.041%
100 14.989 4243 4245 4248 rVB3 978 541 0.03% 0.003%

Sum of corrected areas: 16851456
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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 U\DATA\VU060920\
VU038680.D

08 Jun 2020 20:41

SY/MD

L2896-02

5.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU038680.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060920\
Data File : VU038680.D

Aca On : 08 Jun 2020 20:41

Operator : SY/MD

Sample : L2896-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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.

1.50 2.52 ug/L 63670 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 S-2-T4-Glutarimidobutvlaminoleth... 324 C11H20N205S2 031701-78-7 9
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 2,4,6-Triamino-5-pyrimidinyl hyd... 221 C4H7N504S 071552-23-3 9

Abundance Scan 50 (1.501 min): VU038680.D (-43) (-) m/z 64.00 100.00%
64
5000 48

1.40 1.50 1.60 1.70 1.80 1.90

207

Obrrrrprerr b e e e T e e m/z 47.90 47.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #357: Sulfur dioxide
64
5000 48

1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.90 4.59%

16 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 44.90 4.12%
17
0 96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163652: S-2-[4-Glutarimidobutylamino]ethy! thiosulfuric acid
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 45.90 3.88%
5000 48
197
84
o 02, 126143 168 223 245 281 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1.401.50 1.60 1.70 1.80 1.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060920\
Data File : VU038680.D

Acq On : 08 Jun 2020 20:41

Operator : SY/MD

Sample - L2896-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .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 1.50 2.5 ug/L 63670 1 6.28 1263970 50.0
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