LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 14 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\SOMULMO22420WMA .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 1.482 36 44 60 rBv 47143 101438 10.25% 1.334%
2 1.613 79 85 98 rvB 118465 126020 12.74% 1.657%
3 1.929 175 183 195 rVvB 113865 146825 14.84% 1.930%
4 2.514 362 365 370 rBV3 425 329 0.03% 0.004%
5 2.591 375 389 404 rBV 185630 301771 30.51% 3.967%
6 2.655 404 409 419 rvB 3098 4610 0.47% 0.061%
7 2.723 425 430 434 rVB 509 477 0.05% 0.006%
8 2.790 437 451 467 rBV 44348 82562 8.35% 1.085%
9 3.080 537 541 545 rVB2 356 319 0.03% 0.004%
10 3.224 574 586 597 rBV3 2490 5494 0.56% 0.072%
11 3.343 618 623 624 rBV2 194 174 0.02% 0.002%
12 3.379 631 634 639 rBV2 211 252 0.03% 0.003%
13 3.449 653 656 660 rVB 258 193 0.02% 0.003%
14 3.629 709 712 716 rVB2 241 184 0.02% 0.002%
15 3.658 716 721 722 rBV 214 182 0.02% 0.002%
16 3.990 817 824 826 rBV2 209 249 0.03% 0.003%
17 4.102 855 859 863 rVB2 191 174 0.02% 0.002%
18 4.176 875 882 887 rVB 289 411 0.04% 0.005%
19 4.224 893 897 902 rBV2 233 224 0.02% 0.003%
20 4.366 937 941 945 rBV2 306 334 0.03% 0.004%
21 4.430 956 961 964 rBV2 248 254 0.03% 0.003%
22 4.668 1019 1035 1069 rBvV 103948 251094 25.38% 3.301%
23 4.848 1081 1091 1106 rVvB3 10457 22401 2.26% 0.295%
24 5.105 1154 1171 1194 rBV 173296 372428 37 .65% 4 .896%
25 5.253 1213 1217 1218 rBvV2 235 202 0.02% 0.003%
26 5.266 1219 1221 1225 rVB2 282 194 0.02% 0.003%
27 5.321 1233 1238 1239 rBvV2 574 400 0.04% 0.005%
28 5.408 1260 1265 1269 rBV3 404 369 0.04% 0.005%
29 5.485 1282 1289 1292 rBV 227 215 0.02% 0.003%
30 5.527 1298 1302 1304 rBvV2 196 185 0.02% 0.002%
31 5.761 1354 1375 1403 rBv2 376125 989224 100.00% 13.005%
32 6.022 1454 1456 1460 rVB2 397 174 0.02% 0.002%
33 6.086 1469 1476 1482 rVB3 279 410 0.04% 0.005%
34 6.192 1503 1509 1516 rvB4 553 731 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 14 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_U\METHOD\SOMULMO22420WMA .M
VOC Analysis

35 6.282 1519 1537 1559 rBvV 332769 625753 63.26% 8.227%

36 6.472 1592 1596 1599 rBV2 228 232 0.02% 0.003%
37 6.565 1616 1625 1635 rVB9 2412 4126 0.42% 0.054%
38 6.623 1641 1643 1648 rVB2 412 328 0.03% 0.004%
39 6.723 1660 1674 1696 rBV 230800 452329 45.73% 5.947%
40 6.842 1709 1711 1714 rVB2 667 338 0.03% 0.004%
41 7.115 1793 1796 1800 rBV2 267 206 0.02% 0.003%
42 7.208 1817 1825 1835 rVB2 2785 4213 0.43% 0.055%
43 7.420 1885 1891 1895 rBV2 254 310 0.03% 0.004%
44 7.594 1931 1945 1971 rBV 119419 212661 21.50% 2.796%
45 7.710 1975 1981 1989 rVB5 1610 2423 0.24% 0.032%

46 7.925 2034 2048 2064 rBvV 439960 758899 76.72% 9.977%
47 8.205 2123 2135 2152 rBV2 82705 139958 14.15% 1.840%

48 8.398 2188 2195 2200 rBV2 203 224 0.02% 0.003%
49 8.427 2200 2204 2208 rBV 295 211 0.02% 0.003%
50 8.446 2208 2210 2215 rVB 243 174 0.02% 0.002%
51 8.481 2215 2221 2223 rBV2 372 328 0.03% 0.004%
52 8.523 2230 2234 2240 rBV2 221 241 0.02% 0.003%
53 8.658 2263 2276 2317 rBV 262440 524289 53.00% 6.893%
54 8.864 2335 2340 2345 rBV2 202 266 0.03% 0.003%
55 9.115 2414 2418 2420 rBV2 342 262 0.03% 0.003%
56 9.375 2492 2499 2500 rBV2 181 202 0.02% 0.003%
57 9.440 2505 2519 2556 rVB 462406 785298 79.39% 10.324%
58 9.578 2556 2562 2565 rBV2 172 194 0.02% 0.003%
59 9.700 2595 2600 2602 rBvV 189 196 0.02% 0.003%
60 9.784 2620 2626 2632 rBV2 342 443 0.04% 0.006%
61 9.960 2678 2681 2685 rBV 292 210 0.02% 0.003%
62 10.063 2704 2713 2717 rBV2 209 266 0.03% 0.003%
63 10.112 2725 2728 2733 rVB 394 351 0.04% 0.005%
64 10.140 2733 2737 2747 rVB2 268 554 0.06% 0.007%
65 10.317 2788 2792 2796 rBV2 257 300 0.03% 0.004%
66 10.401 2815 2818 2820 rBV2 272 192 0.02% 0.003%
67 10.542 2857 2862 2865 rVB2 225 207 0.02% 0.003%
68 10.565 2865 2869 2873 rBV2 293 330 0.03% 0.004%
69 10.642 2890 2893 2896 rBV 267 189 0.02% 0.002%

70 10.774 2922 2934 2954 rBV 306322 496710 50.21% 6.530%
71 10.874 2960 2965 2969 rBV2 232 281 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 14 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\SOMULMO22420WMA .M
Title : VOC Analysis
72 10.915 2976 2978 2984 rVB 317 252 0.03% 0.003%
73 10.973 2994 2996 3003 rVB 366 378 0.04% 0.005%
74 11.047 3013 3019 3020 rBvV 245 263 0.03% 0.003%
75 11.105 3033 3037 3043 rVB 181 217 0.02% 0.003%
76 11.497 3156 3159 3162 rBV2 246 220 0.02% 0.003%
77 11.681 3210 3216 3220 rBV2 210 295 0.03% 0.004%
78 11.764 3238 3242 3246 rVB2 412 311 0.03% 0.004%
79 11.829 3250 3262 3278 rBV 349078 584728 59.11% 7.687%
80 11.967 3303 3305 3310 rVvv 274 198 0.02% 0.003%
81 12.079 3335 3340 3343 rVB3 339 360 0.04% 0.005%
82 12.108 3345 3349 3354 rVVv2 205 220 0.02% 0.003%
83 12.208 3367 3380 3399 rBV 356454 589044 59.55% 7.744%
84 12.327 3415 3417 3421 rBV2 321 193 0.02% 0.003%
85 12.423 3440 3447 3453 rBY 285 432 0.04% 0.006%
86 12.536 3476 3482 3484 rBV2 249 239 0.02% 0.003%
87 12.761 3544 3552 3557 rBV2 313 508 0.05% 0.007%
88 12.787 3557 3560 3562 rBV2 279 189 0.02% 0.002%
89 12.896 3590 3594 3597 rBV2 341 277 0.03% 0.004%
90 13.076 3646 3650 3655 rBV2 252 234 0.02% 0.003%
91 13.504 3780 3783 3788 rBV2 264 231 0.02% 0.003%
92 13.886 3899 3902 3904 rBV 318 194 0.02% 0.003%
93 13.941 3914 3919 3922 rBVY 242 225 0.02% 0.003%
94 14.156 3983 3986 3990 rBV2 363 254 0.03% 0.003%
95 14.449 4074 4077 4080 rVB 347 193 0.02% 0.003%
96 14.510 4093 4096 4098 rBV3 306 192 0.02% 0.003%
97 15.082 4271 4274 4276 rBV2 334 205 0.02% 0.003%
98 15.549 4416 4419 4422 rBV2 409 316 0.03% 0.004%
99 15.941 4536 4541 4543 rBV3 537 515 0.05% 0.007%
100 16.275 4641 4645 4652 rBV4 1290 1205 0.12% 0.016%

Sum of corrected areas: 7606285
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU037083.D
400000 576
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100000
ol . 3.088.23333315 BEH 3.99.2aAL.321 8343 - 0 258HB3
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
Quant Title : 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.

1.48 8.11 ug/L 101438 1,4-Difluorobenzene 6.28
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 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 43 (1.478 min): VU037083.D (-36) (-) m/z 64.00 100.00%
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
O B o e B B R m/z 47.95 48 .42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.90 4._71%
16 R
| !
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 49.90 2.17%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.00 0.70%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037083.D

Aca On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
Quant Title : 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.

2.79 6.60 ug/L 82562 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 451 (2.790 min): VU037083.D (-437) (-) m/z 45.00 100.00%
45 ’
5000
3 41 59 240 2.60 2.80 3.00 3.20
o MBS HN R IS i m/z 43.00 24.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
240 2.60 2.80 3.00 3.20
m/z 41.00 9.07%
0 15 10 T3 gal 53 99
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 8.40%
15 19 2T 3 3g 41 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 42.00 6.21%
5000
1? ﬁg 21 ‘31 ag 4 59
o) INUNESESENIISSSR SN EASSRATS S S DSt S NTL S (N WM.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 240 2.60 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU030520\
Data File : VU037083.D

Acq On : 05 Mar 2020 15:05

Operator : JC/MD

Sample : L1780-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO022420WMA .M
Quant Title : 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 1.48 8.1 ug/L 101438 1 6.28 625753 50.0
Isopropyl Alcohol 2.79 6.6 ug/L 82562 1 6.28 625753 50.0
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