LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081019\
Data File : VU033723.D

Aca On : 10 Aug 2019 13:20

Operator : JC/SP

Sample : K4289-02DL 5X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMULMO80919WMA .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 1.392 88 94 102 rVB 66168 66850 7.73% 0.950%
2 1.547 135 142 156 rVB 34367 47118 5.45% 0.669%
3 1.669 173 180 193 rBvV 67926 83320 9.64% 1.184%
4 2.257 353 363 376 rVB 104368 161409 18.67% 2.293%
5 2.395 402 406 408 rBvV2 194 157 0.02% 0.002%
6 2.453 421 424 426 rBV 411 295 0.03% 0.004%
7 2.511 436 442 444 rBV2 261 288 0.03% 0.004%
8 2.682 489 495 503 rBv4 1021 1550 0.18% 0.022%
9 2.817 526 537 552 rVB 7095 15255 1.76% 0.217%
10 2.964 574 583 598 rBV4 9661 17407 2.01% 0.247%
11 3.093 618 623 628 rBV2 227 230 0.03% 0.003%
12 3.247 668 671 678 rVB 262 220 0.03% 0.003%
13 3.299 681 687 691 rBV2 237 236 0.03% 0.003%
14 3.366 704 708 715 rBV2 173 239 0.03% 0.003%
15 3.591 774 778 781 rVB 340 278 0.03% 0.004%
16 3.627 786 789 793 rBV 159 153 0.02% 0.002%
17 3.714 811 816 819 rBV2 169 146 0.02% 0.002%
18 3.791 837 840 847 rVB2 280 312 0.04% 0.004%
19 3.855 857 860 863 rvVv 239 181 0.02% 0.003%
20 3.935 880 885 890 rVB2 166 147 0.02% 0.002%
21 4.003 902 906 909 rVvB2 230 164 0.02% 0.002%
22 4.148 935 951 957 rBV 110064 245600 28.41% 3.490%
23 4.514 1061 1065 1067 rBv2 295 254 0.03% 0.004%
24 4.620 1081 1098 1122 rBvV 125293 307534 35.57% 4_.370%
25 4.852 1165 1170 1172 rBvV4 620 595 0.07% 0.008%
26 4.939 1189 1197 1198 rBvV 134 154 0.02% 0.002%
27 4.958 1198 1203 1207 rBvV 405 472 0.05% 0.007%
28 5.119 1250 1253 1256 rBV2 254 184 0.02% 0.003%
29 5.193 1272 1276 1280 rVB 229 189 0.02% 0.003%
30 5.315 1291 1314 1337 rBv2 209383 666125 77 .05% 9.465%
31 5.521 1375 1378 1380 rBV 231 155 0.02% 0.002%
32 5.533 1380 1382 1388 rVB2 306 286 0.03% 0.004%
33 5.588 1396 1399 1401 rBvV2 220 165 0.02% 0.002%
34 5.730 1436 1443 1446 rVB2 297 387 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081019\
Data File : VU033723.D

Aca On : 10 Aug 2019 13:20

Operator : JC/SP

Sample : K4289-02DL 5X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMULMO80919WMA .M
Title : VOC Analysis
35 5.749 1446 1449 1456 rVB 168 207 0.02% 0.003%

36 5.865 1470 1485 1505 rBV 347543 683910 79.10% 9.717%
37 6.096 1554 1557 1560 rBV2 240 175 0.02% 0.002%
38 6.164 1566 1578 1598 rBV 113086 224078 25.92% 3.184%
39 6.308 1609 1623 1643 rBvV 173123 346684 40.10% 4.926%

40 6.485 1676 1678 1684 rVB3 304 283 0.03% 0.004%
41 6.524 1684 1690 1694 rBV 180 178 0.02% 0.003%
42 6.611 1712 1717 1720 rBV2 316 216 0.02% 0.003%
43 6.643 1724 1727 1735 rVB 284 302 0.03% 0.004%
44 6.742 1755 1758 1760 rBV 274 164 0.02% 0.002%
45 6.775 1765 1768 1771 rVV 211 169 0.02% 0.002%
46 6.849 1787 1791 1796 rvv2 538 644 0.07% 0.009%
47 6.874 1797 1799 1806 rvv2 412 326 0.04% 0.005%
48 6.923 1809 1814 1824 rVB2 353 351 0.04% 0.005%
49 7.144 1878 1883 1889 rVB2 343 300 0.03% 0.004%

50 7.209 1889 1903 1928 rBV2 88263 163019 18.86% 2.316%

51 7.456 1974 1980 1982 rBV3 278 246 0.03% 0.003%
52 7.546 1996 2008 2032 rBV 243316 426949 49.38% 6.066%
53 7.832 2087 2097 2119 rBV 65405 114763 13.27% 1.631%

54 8.029 2156 2158 2163 rVB 485 402 0.05% 0.006%
55 8.090 2174 2177 2180 rBV2 196 159 0.02% 0.002%
56 8.135 2189 2191 2194 rBV2 251 163 0.02% 0.002%
57 8.212 2207 2215 2224 rVB5 4702 7454 0.86% 0.106%
58 8.292 2229 2240 2271 rBV 321444 576814 66.72% 8.196%
59 8.562 2322 2324 2328 rVB2 339 187 0.02% 0.003%
60 8.604 2329 2337 2338 rBV3 839 873 0.10% 0.012%
61 8.784 2386 2393 2396 rBV3 545 586 0.07% 0.008%
62 8.861 2414 2417 2419 rBV2 279 164 0.02% 0.002%
63 8.893 2424 2427 2429 rBV2 357 169 0.02% 0.002%
64 8.951 2442 2445 2448 rBV2 297 206 0.02% 0.003%
65 9.070 2469 2482 2506 rBvV 516226 864585 100.00% 12.284%
66 9.350 2564 2569 2570 rBV2 325 277 0.03% 0.004%
67 9.479 2606 2609 2614 rVB3 295 222 0.03% 0.003%
68 9.639 2656 2659 2661 rBvV 253 152 0.02% 0.002%
69 9.659 2661 2665 2668 rVB 264 205 0.02% 0.003%
70 9.681 2668 2672 2678 rBV2 236 257 0.03% 0.004%
71 9.752 2690 2694 2698 rBV2 189 206 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081019\
Data File : VU033723.D

Aca On : 10 Aug 2019 13:20

Operator : JC/SP

Sample : K4289-02DL 5X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMULMO80919WMA .M
Title : VOC Analysis
72 9.807 2708 2711 2714 rVB 252 151 0.02% 0.002%
73 9.836 2717 2720 2724 rVB2 341 239 0.03% 0.003%
74 9.864 2724 2729 2732 rBvV2 215 230 0.03% 0.003%
75 10.125 2806 2810 2814 rBV 177 178 0.02% 0.003%
76 10.157 2816 2820 2824 rVB2 378 378 0.04% 0.005%
77 10.180 2824 2827 2830 rBV 238 216 0.02% 0.003%
78 10.308 2863 2867 2870 rBV2 287 267 0.03% 0.004%
79 10.369 2882 2886 2888 rBV2 240 179 0.02% 0.003%
80 10.414 2888 2900 2922 rVV 341327 546646 63.23% 7.767%
81 10.591 2950 2955 2963 rVB4 1096 1166 0.13% 0.017%
82 10.887 3044 3047 3049 rBV2 260 177 0.02% 0.003%
83 10.906 3051 3053 3056 rVB 382 224 0.03% 0.003%
84 10.996 3078 3081 3086 rVB2 256 207 0.02% 0.003%
85 11.070 3101 3104 3106 rBV 225 177 0.02% 0.003%
86 11.189 3138 3141 3143 rBV2 342 247 0.03% 0.004%
87 11.218 3147 3150 3152 rBV2 359 200 0.02% 0.003%
88 11.254 3157 3161 3164 rVvVv2 189 185 0.02% 0.003%
89 11.398 3199 3206 3210 rBV3 456 566 0.07% 0.008%
90 11.466 3215 3227 3252 rBV 530719 830050 96.01% 11.794%
91 11.739 3309 3312 3316 rBV3 448 282 0.03% 0.004%
92 11.778 3322 3324 3327 rVB3 440 224 0.03% 0.003%
93 11.842 3331 3344 3374 rBV 371911 616784 71.34% 8.764%
94 12.183 3446 3450 3454 rVB3 330 282 0.03% 0.004%
95 12.295 3479 3485 3487 rBV 353 363 0.04% 0.005%
96 12.472 3531 3540 3550 rVB3 1886 3222 0.37% 0.046%
97 13.106 3735 3737 3742 rVB2 339 283 0.03% 0.004%
98 13.588 3885 3887 3891 rVB 385 211 0.02% 0.003%
99 13.771 3941 3944 3946 rBV 504 329 0.04% 0.005%
100 14.196 4073 4076 4079 rBvV2 507 319 0.04% 0.005%
Sum of corrected areas: 7038082
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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\VU081019\
VU033723.D

10 Aug 2019 13:20

JC/SP

K4289-02DL 5X

5.0mL/MSVOA U/WATER

6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80919WMA .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\VU081019\
Data File : VU033723.D

Aca On : 10 Aug 2019 13:20

Operator : JC/SP

Sample : K4289-02DL 5X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80919WMA .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 unknown-01 Concentration Rank 2

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

1.55 3.44 ug/L 47118 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amphetamine-3-methvl 149 C10H15N 000588-06-7 12
2 Ethvlamine. 2-(adamantan-1-vI)-1... 193 C13H23N 1000310-59-0 12
3 Acetic acid. hvdroxvl(l-oxo-2-pr... 145 C5H7NO4 006737-24-2 12
4 Benzenepropanamine. .alpha.-methvl- 149 C10H15N 022374-89-6 10
5 Bactobolin 382 C14H20CI2N206 072615-20-4 10

Abundance Scan 143 (1.550 min): VU033723.D (-135) (-) m/z 44.00 100.00%
4a
5000
63
EE TR e
78 1.20 140 1.60 1.80
91
o 104 207 m/z 63.10  32.66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #23338: Amphetamine-3-methy!|
44
5000 B |j$"|""|'
1.20 140 1.60 1.80
m/z 49.05 28.18%
oL 65 77 91 105115 134
miz--> 40 60 80 100 120 140 160 180 200
Abundance
44
A U AL AL
1.20 140 1.60 1.80
5000 m/z 35.00 27.78%
o 58 67 79 91 107 119 135 149 178 193
miz--> 40 60 80 100 120 140 160 180 200
Abundance #21319: Acetic acid, hydroxy[(1-oxo-2-propenyl)amino]- —
44 1.20 140 1.60 1.80
m/z 45.00 22.73%
5000
5 o
oL ‘ | sa 99 145
m/z--> 45 eb 85 160 150 150 1éo 1éo 260 1.20 140 1.60 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081019\
Data File : VU033723.D

Acq On : 10 Aug 2019 13:20

Operator : JC/SP

Sample : K4289-02DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO80919WMA .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]

unknown-01 1.55 3.4 ug/L 47118 1 5.86 683910 50.0
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