LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULMO80819WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.177 23 27 33 rBv2 3464 3264 0.24% 0.031%
2 1.283 53 60 70 rBv2 22615 45447 3.28% 0.432%
3 1.392 87 94 104 rBV 216227 226535 16.34% 2.155%
4 1.672 174 181 196 rVB 167366 214393 15.46% 2.040%
5 2.260 353 364 375 rBV 321167 487884 35.18%  4.642%
6 2.360 392 395 397 rBV5 711 405 0.03% 0.004%
7 2.424 406 415 437 rBY 27202 51146 3.69% 0.487%
8 2.608 469 472 474 rBV2 242 177 0.01% 0.002%
9 2.682 492 495 498 rvv4 943 804 0.06% 0.008%
10 2.698 498 500 503 rvB2 827 455 0.03% 0.004%
11 2.820 527 538 551 rvB 3492 7329 0.53% 0.070%
12 2.907 562 565 568 rBV3 250 193 0.01% 0.002%
13 2.981 581 588 593 rBv4 823 1083 0.08% 0.010%
14 3.363 704 707 710 rvB2 253 194 0.01% 0.002%
15 3.399 714 718 721 rBV2 227 192 0.01% 0.002%
16 3.482 741 744 749 rBV2 324 292 0.02% 0.003%
17 3.672 797 803 806 rBv2 245 268 0.02% 0.003%
18 3.759 824 830 832 rBv 274 235 0.02% 0.002%
19 3.865 860 863 867 rvB 238 203 0.01% 0.002%
20 3.936 880 885 889 rBvY 171 205 0.01% 0.002%
21 4.148 938 951 980 rBvV 133468 359937 25.95% 3.425%
22 4.376 1019 1022 1026 rBV2 584 452 0.03% 0.004%
23 4.624 1081 1099 1128 rBvV 226011 549825 39.65% 5.231%
24  4.900 1182 1185 1188 rBVY 532 341 0.02% 0.003%
25 5.013 1216 1220 1228 rVB3 328 303 0.02% 0.003%
26 5.048 1228 1231 1240 rVB 478 535 0.04% 0.005%
27 5.087 1240 1243 1245 rBV 269 186 0.01% 0.002%
28 5.106 1245 1249 1255 rBV3 329 416 0.03% 0.004%
29 5.206 1276 1280 1283 rBV 267 276 0.02% 0.003%
30 5.318 1291 1315 1344 rBV2 467126 1386792 100.00% 13.195%
31 5.617 1405 1408 1411 rBV 303 198 0.01% 0.002%
32 5.653 1415 1419 1422 rVB 577 437 0.03% 0.004%
33 5.678 1423 1427 1429 rBvV 305 219 0.02% 0.002%
34 5.727 1439 1442 1446 rBV2 304 228 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULMO80819WMA .M
Title : VOC Analysis
35 5.755 1449 1451 1453 rBV 358 198 0.01% 0.002%
36 5.778 1453 1458 1460 rBV3 632 563 0.04% 0.005%
37 5.817 1467 1470 1471 rBV2 446 254 0.02% 0.002%
38 5.865 1471 1485 1511 rVV 338767 675048 48.68% 6.423%
39 6.164 1573 1578 1579 rBV2 738 516 0.04% 0.005%
40 6.228 1595 1598 1601 rVvB2 364 183 0.01% 0.002%
41 6.309 1605 1623 1644 rBV 308464 625223 45.08% 5.949%
42 6.492 1677 1680 1682 rVB2 664 345 0.02% 0.003%
43 6.546 1693 1697 1699 rBV2 398 314 0.02% 0.003%
44 6.633 1720 1724 1728 rVB3 211 176 0.01% 0.002%
45 6.656 1728 1731 1735 rVB2 214 180 0.01% 0.002%
46 6.765 1762 1765 1768 rBV3 407 290 0.02% 0.003%
47 7.051 1852 1854 1859 rVvB2 219 218 0.02% 0.002%
48 7.080 1859 1863 1865 rBV2 204 193 0.01% 0.002%
49 7.125 1874 1877 1880 rBV 358 215 0.02% 0.002%
50 7.209 1890 1903 1933 rBV 160048 294231 21.22% 2.799%
51 7.373 1948 1954 1958 rBV5 926 1061 0.08% 0.010%
52 7.450 1976 1978 1980 rVB3 424 196 0.01% 0.002%
53 7.485 1986 1989 1992 rBV3 243 183 0.01% 0.002%

54 7.546 1995 2008 2030 rBV 622382 1095125 78.97% 10.420%
55 7.833 2086 2097 2123 rBvV 113955 202419 14.60% 1.926%

56 7.961 2135 2137 2140 rVB3 745 425 0.03% 0.004%
57 7.990 2140 2146 2152 rVB4 454 506 0.04% 0.005%
58 8.080 2171 2174 2178 rBV2 257 214 0.02% 0.002%
59 8.132 2183 2190 2191 rBV 432 317 0.02% 0.003%
60 8.161 2191 2199 2210 rvv2 2703 4965 0.36% 0.047%
61 8.212 2212 2215 2223 rVB3 674 717 0.05% 0.007%
62 8.292 2228 2240 2287 rBV 421262 794794 57 _.31% 7.562%
63 8.681 2360 2361 2367 rVB 326 230 0.02% 0.002%
64 8.742 2375 2380 2381 rBV2 186 195 0.01% 0.002%
65 8.781 2388 2392 2398 rVB2 226 217 0.02% 0.002%
66 8.926 2434 2437 2438 rBV 321 193 0.01% 0.002%
67 9.003 2460 2461 2470 rVB2 253 319 0.02% 0.003%
68 9.074 2470 2483 2507 rBvV 519150 882105 63.61% 8.393%
69 9.238 2529 2534 2540 rVB3 906 1035 0.07% 0.010%
70 9.366 2568 2574 2589 rVB3 1291 2189 0.16% 0.021%
71 9.511 2614 2619 2624 rBV2 269 393 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULMO80819WMA .M
Title : VOC Analysis

72 9.652 2658 2663 2665 rBV2 276 295 0.02% 0.003%
73 9.688 2671 2674 2676 rBV 267 190 0.01% 0.002%
74 9.765 2692 2698 2699 rBV 1017 853 0.06% 0.008%
75 9.775 2699 2701 2707 rVB5 960 919 0.07% 0.009%
76 10.054 2784 2788 2792 rVB3 455 327 0.02% 0.003%
77 10.148 2812 2817 2819 rBV3 722 740 0.05% 0.007%
78 10.225 2839 2841 2844 rVB2 344 193 0.01% 0.002%
79 10.324 2866 2872 2877 rBV2 426 655 0.05% 0.006%
80 10.414 2885 2900 2918 rBV 469518 753946 54.37% 7.173%
81 10.595 2948 2956 2968 rVB5 2111 3375 0.24% 0.032%
82 10.758 3001 3007 3013 rBV2 767 1022 0.07% 0.010%
83 10.842 3030 3033 3041 rVB2 286 292 0.02% 0.003%
84 11.135 3119 3124 3129 rBV2 725 800 0.06% 0.008%
85 11.247 3156 3159 3161 rBV2 328 214 0.02% 0.002%
86 11.283 3166 3170 3174 rVB2 438 438 0.03% 0.004%
87 11.405 3202 3208 3216 rBV3 1318 1538 0.11% 0.015%

88 11.469 3216 3228 3255 rBV 511248 809225 58.35% 7.699%
89 11.845 3331 3345 3371 rBV 618137 1004302 72.42% 9.555%

90 12.202 3452 3456 3461 rBV3 559 517 0.04% 0.005%
91 12.254 3470 3472 3476 rBvV4 429 251 0.02% 0.002%
92 12.292 3481 3484 3490 rVB3 514 448 0.03% 0.004%
93 12.321 3490 3493 3495 rBV2 293 205 0.01% 0.002%
94 12.334 3495 3497 3502 rVB2 366 236 0.02% 0.002%
95 12.434 3526 3528 3531 rBV2 356 201 0.01% 0.002%
96 12.475 3537 3541 3543 rBV 526 399 0.03% 0.004%
97 12.549 3560 3564 3566 rBV2 318 314 0.02% 0.003%
98 12.874 3663 3665 3668 rBV3 390 260 0.02% 0.002%
99 14.649 4215 4217 4222 rBvV4 462 431 0.03% 0.004%
100 15.472 4471 4473 4480 rBV3 957 918 0.07% 0.009%
Sum of corrected areas: 10510298
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU080819\
VU033668.D

09 Aug 2019 03:46

JC/SP

K4161-17

5.0mL/MSVOA_U/WATER

46 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80819WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80819WMA .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 3

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

1.28 3.37 ug/L 45447 1,4-Difluorobenzene 5.86
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 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 59 (1.280 min): VU033668.D (-53) (-) m/z 64.00 100.00%
64
5000 48

1.201.301.401.501.601.70

o m/z 47.95 48.96%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48

1.201.301.401.501.60 1.70
m/z 65.90 4.54%

16 3f
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid
64
48
1.201.301.401.501.601.70
5000 m/z 49.90 2.30%
42
0 Ll, 58 | 7581 96 111
R LA L s B S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6177: Aminomethanesulfonic acid
64 1.201.301.401.501.601.70
m/z 65.00 1.44%
5000 48
17
o ‘ 24 32 42 58 |, 76 96
R L B A ma s S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.201.301.401.501.601.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80819WMA .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 Isopropyl Alcohol Concentration Rank 2

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

2.42 3.79 ug/L 51146 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Isopropyl Alcohol 60 C3H80 000067-63-0 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 4
5 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 4

Abundance Scan 414 (2.421 min): VU033668.D (-406) (-) m/z 45.00 100.00%
45
5000
s 41 59 o 200 220 2.40 2.60 2.80
Obrprrrr e e et e || M7z 43.00 24 .89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #294: |sopropy! Alcohol
45
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27 m/z 41.00 8.82%
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0'|“'w'“‘w'“v'“|“'w'”'v'“|“"'“w'“'w'”l”'w'“'v“
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Abundance #297: |sopropy! Alcohol
45
2.00 220 2.40 2.60 2.80
5000 m/z 39.00 7.52%
0 1519 H 3 gl 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #295: |sopropy! Alcohol
45 2.00 220 2.40 2.60 2.80
m/z 42.00 5.84%
5000
0 1519 e g4 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 | | 200 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033668.D

Acq On : 09 Aug 2019 03:46

Operator : JC/SP

Sample : K4161-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80819WMA .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]
Sulfur dioxide 1.28 3.4 ug/L 45447 1 5.86 675048 50.0
Isopropyl Alcohol 2.42 3.8 ug/L 51146 1 5.86 675048 50.0
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