LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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 1.180 23 28 40 rBV3 12704 20592 1.42% 0.171%
2 1.325 56 73 88 rBvY 214938 886890 61.21% 7 .365%
3 1.396 90 95 103 rVB 226799 264099 18.23% 2.193%
4 1.676 176 182 193 rVB 172876 216800 14.96% 1.800%
5 2.261 354 364 377 rBVY 332305 500752 34.56% 4.159%
6 2.428 405 416 439 rBvV 47214 93793 6.47% 0.779%
7 3.360 702 706 709 rBv2 369 423 0.03% 0.004%
8 3.441 730 731 737 rvB2 339 255 0.02% 0.002%
9 3.505 744 751 755 rBV2 267 363 0.03% 0.003%
10 3.569 765 771 775 rBV2 282 266 0.02% 0.002%
11 3.852 853 859 862 rBv2 591 643 0.04% 0.005%
12 3.865 862 863 870 rvB 491 376 0.03% 0.003%
13 4.042 913 918 926 rVB3 374 423 0.03% 0.004%

14 4_.151 939 952 985 rBV 139962 391485 27.02% 3.251%
15 4.624 1082 1099 1124 rVVv 241927 578160 39.91% 4_.801%

16 4.820 1158 1160 1166 rBV4 452 358 0.02% 0.003%
17 4.852 1167 1170 1173 rBV2 544 459 0.03% 0.004%
18 4.933 1190 1195 1196 rBV 337 258 0.02% 0.002%
19 4.971 1205 1207 1210 rVV3 667 450 0.03% 0.004%
20 5.093 1242 1245 1251 rVB2 461 442 0.03% 0.004%
21 5.319 1292 1315 1347 rBV2 488904 1448825 100.00% 12.032%
22 5.608 1403 1405 1409 rVB3 570 302 0.02% 0.003%
23 5.695 1429 1432 1437 rVB2 389 299 0.02% 0.002%
24 5.720 1437 1440 1444 rBV3 331 364 0.03% 0.003%
25 5.765 1450 1454 1456 rBV 332 259 0.02% 0.002%
26 5.782 1456 1459 1465 rVB2 688 590 0.04% 0.005%
27 5.865 1472 1485 1509 rBV 370776 730283 50.41% 6.065%
28 6.016 1530 1532 1536 rVB2 493 395 0.03% 0.003%
29 6.177 1579 1582 1585 rVB3 899 601 0.04% 0.005%
30 6.312 1608 1624 1650 rBV 320458 649513 44.83% 5.394%
31 6.598 1709 1713 1714 rBV2 464 266 0.02% 0.002%
32 6.817 1777 1781 1784 rVB 331 275 0.02% 0.002%
33 7.035 1842 1849 1852 rVB2 506 565 0.04% 0.005%
34 7.103 1868 1870 1875 rVvB2 319 262 0.02% 0.002%

SOMULMO80819WMA_.M Tue Aug 13 03:51:42 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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
Title

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

35 7.209 1888 1903 1920 rBV 168738 309407 21.36% 2.569%

36 7.376 1951 1955 1959 rvv4 1266 1244 0.09% 0.010%
37 7.408 1964 1965 1968 rvVB2 563 280 0.02% 0.002%
38 7.473 1983 1985 1990 rVvB2 583 392 0.03% 0.003%

39 7.547 1994 2008 2026 rBV 656061 1142488 78.86% 9.488%
40 7.833 2082 2097 2117 rBV 121218 211283 14.58% 1.755%

41 8.013 2151 2153 2157 rVB2 464 250 0.02% 0.002%
42 8.087 2171 2176 2182 rVB3 514 542 0.04% 0.005%
43 8.161 2187 2199 2207 rBV3 3374 6022 0.42% 0.050%
44 8.212 2213 2215 2218 rVB2 635 306 0.02% 0.003%
45 8.293 2228 2240 2286 rBV 450858 846389 58.42% 7.029%
46 8.605 2334 2337 2340 rVB4 449 284 0.02% 0.002%
47 8.621 2340 2342 2346 rVB 342 258 0.02% 0.002%
48 8.669 2353 2357 2362 rVB4 438 424 0.03% 0.004%
49 8.704 2362 2368 2369 rBvV2 551 387 0.03% 0.003%
50 8.746 2375 2381 2383 rVB4 485 460 0.03% 0.004%
51 8.788 2390 2394 2398 rBV2 256 266 0.02% 0.002%
52 8.846 2409 2412 2417 rVB4 438 445 0.03% 0.004%
53 8.952 2439 2445 2448 rBV3 385 375 0.03% 0.003%
54 9.071 2470 2482 2517 rBV 566771 951049 65.64% 7.898%
55 9.238 2528 2534 2540 rBV3 827 1136 0.08% 0.009%
56 9.360 2565 2572 2577 rVvV3 882 1126 0.08% 0.009%
57 9.723 2682 2685 2692 rVB3 597 641 0.04% 0.005%
58 9.778 2692 2702 2713 rBv4 959 1890 0.13% 0.016%
59 9.961 2754 2759 2760 rBvV2 386 295 0.02% 0.002%
60 9.974 2760 2763 2768 rVB2 624 521 0.04% 0.004%
61 10.013 2768 2775 2778 rBV3 438 528 0.04% 0.004%
62 10.090 2797 2799 2802 rVB3 409 250 0.02% 0.002%
63 10.222 2834 2840 2843 rBV2 276 352 0.02% 0.003%
64 10.315 2863 2869 2876 rVV3 612 773 0.05% 0.006%
65 10.357 2876 2882 2886 rVB3 528 573 0.04% 0.005%
66 10.415 2886 2900 2923 rBV 495559 797271 55.03% 6.621%
67 10.531 2933 2936 2939 rBV3 513 368 0.03% 0.003%
68 10.559 2939 2945 2947 rVV3 345 282 0.02% 0.002%
69 10.595 2947 2956 2969 rVB9 2378 4692 0.32% 0.039%
70 10.749 3001 3004 3005 rBV 678 396 0.03% 0.003%
71 10.762 3005 3008 3013 rVB2 720 637 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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 10.788 3013 3016 3018 rBV 474 323 0.02% 0.003%
73 10.823 3024 3027 3031 rBV3 798 489 0.03% 0.004%
74 10.868 3038 3041 3045 rBV 424 319 0.02% 0.003%
75 11.051 3095 3098 3101 rBV2 552 425 0.03% 0.004%
76 11.077 3101 3106 3110 rVvB4 1006 1017 0.07% 0.008%
77 11.135 3118 3124 3126 rBV3 931 929 0.06% 0.008%
78 11.276 3165 3168 3170 rBV2 456 264 0.02% 0.002%
79 11.309 3172 3178 3180 rBV3 1550 1631 0.11% 0.014%
80 11.389 3198 3203 3205 rBV3 669 597 0.04% 0.005%
81 11.408 3205 3209 3215 rVB5 1525 1732 0.12% 0.014%
82 11.466 3215 3227 3251 rBV 560548 895637 61.82% 7.438%
83 11.691 3294 3297 3298 rBV2 406 248 0.02% 0.002%
84 11.739 3309 3312 3315 rBvV4 472 383 0.03% 0.003%
85 11.842 3329 3344 3380 rVvVv 640981 1048626 72.38% 8.708%
86 12.222 3459 3462 3463 rBV 417 249 0.02% 0.002%
87 12.264 3472 3475 3478 rVV2 536 311 0.02% 0.003%
88 12.283 3478 3481 3487 rVB4 689 562 0.04% 0.005%
89 12.341 3496 3499 3501 rBV2 454 293 0.02% 0.002%
90 12.424 3520 3525 3527 rBV2 445 406 0.03% 0.003%
91 12.482 3536 3543 3548 rVB6 1101 1615 0.11% 0.013%
92 12.521 3548 3555 3557 rBV3 444 477 0.03% 0.004%
93 12.601 3576 3580 3584 rBV3 1399 1161 0.08% 0.010%
94 12.977 3695 3697 3701 rVB2 483 288 0.02% 0.002%
95 13.180 3753 3760 3762 rBV6 1901 2025 0.14% 0.017%
96 13.386 3817 3824 3838 rBV7 3389 5367 0.37% 0.045%
97 13.939 3993 3996 3999 rBV3 343 290 0.02% 0.002%
98 14.051 4028 4031 4034 rBV2 666 570 0.04% 0.005%
99 14.566 4187 4191 4195 rVB4 556 414 0.03% 0.003%
100 15.087 4349 4353 4355 rBvV2 724 552 0.04% 0.005%
Sum of corrected areas: 12041568
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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\
VU033665.D

09 Aug 2019 02:37

JC/SP

K4161-14

5.0mL/MSVOA_U/WATER

43 Sample Multiplier: 1

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

C:\DATABASENNIST11.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 : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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 1

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

1.33 60.72 ug/L 886890 1,4-Difluorobenzene 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 75 (1.332 min): VU033665.D (-56) (-) m/z 63.95 100.00%
64
5000 48 A//\\F/r\/\\\-~ﬁ*\__
AL UL TR
36 120 140 1.60
O I B m/z 48.00 48 .71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 rrrrrTT T T T TT T T
120 140 1.60
m/z 66.00 4.81%
16
0""I"!'I""I IIIII""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64
L UL T
120 140 1.60
5000 48 m/z 50.00 3.01%
17
2 76 9
e L L L L B UL B WL
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- o B A
64 120 140 1.60
m/z 65.00 0.97%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 S S W —
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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 3

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

2.43 6.42 ug/L 93793 1,4-Difluorobenzene 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 80
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 72
4 Isopropyl Alcohol 60 C3H80 000067-63-0 72
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 40

Abundance Scan 417 (2.431 min): VU033665.D (-405) (-) m/z 45.00 100.00%

45
5000

41 48 59 2.00 220 2.40 2.60 2.80
) S N 71 . N S m/z 43.00 23.04%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: |Isopropy! Alcohol
45
5000

2.00 220 2.40 2.60 2.80
m/z 41.10 10.06%

1519 fa gl gy %
Ot e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45
2.00 2.20 2.40 2.60 2.80
5000 m/z 39.00 7.57%
27
B Il B 59
O e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 2.00 2.20 2.40 2.60 2.80
m/z 42.00 5.97%
5000
15 19 21 31 3 41 59
3 S YIS AN 1 O SN,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO80819\
Data File : VU033665.D

Acq On : 09 Aug 2019 02:37

Operator : JC/SP

Sample : K4161-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 43 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 1.33 60.7 ug/L 886890 1 5.87 730283 50.0
Isopropyl Alcohol 2.43 6.4 ug/L 93793 1 5.87 730283 50.0
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