LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_ X\DATA\VX030918\

Data File : VX000254.D

Acq On - 09 Mar 2018 14:25

Operator : JC/MD

Sample - J1748-03

Misc - 7.59g/10mL/100uL/5 .0mL/MSVOA_X/MEOH <R e
ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 = W:\HPCHEM1\MSVOA_X\METHOD\82X030718W.M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1.069 75 79 92 rBvV 290815 331773 68.74% 9.056%

1

2 1.636 154 172 175 rBV4 27235 88190 18.27% 2.407%
3 1.672 175 178 180 rvVv 5693 9518 1.97% 0.260%
4 2.343 283 288 295 rvB2 3729 7247 1.50% 0.198%
5 2.502 305 314 317 rBv4 9178 23041 4.77% 0.629%
6 2.812 360 365 368 rBv2 5777 10673 2.21% 0.291%
7 5.221 750 760 770 rBvV7 1345 5499 1.14% 0.150%
8 5.513 797 808 819 rBV3 47730 141292 29.28% 3.857%
9 5.672 823 834 847 rvVv 88173 246450 51.07% 6.727%
10 6.080 890 901 916 rBV 57747 156400 32.41% 4._.269%
11 6.531 967 975 980 rBV6 2261 5700 1.18% 0.156%
12 6.867 1020 1030 1042 rBV 136223 331794 68.75% 9.056%
13 7.336 1100 1107 1116 rBV7 2037 5316 1.10% 0.145%
14 8.720 1327 1334 1343 rBvV 276049 460751 95.47% 12.576%
15 8.787 1343 1345 1350 rVB4 4048 5680 1.18% 0.155%
16 9.610 1475 1480 1488 rVB5 8727 16425 3.40% 0.448%
17 10.122 1558 1564 1572 rBV 287791 422911 87.63% 11.543%
18 10.366 1600 1604 1610 rBV2 3470 5585 1.16% 0.152%
19 11.152 1726 1733 1739 rBV 248243 342106 70.89% 9.338%
20 11.537 1789 1796 1800 rVB5 6330 11086 2.30% 0.303%
21 11.817 1838 1842 1846 rBV2 6042 7273 1.51% 0.199%
22 12.091 1881 1887 1892 rBV 386128 482618 100.00% 13.173%
23 12.158 1895 1898 1903 rVB3 4383 5342 1.11% 0.146%
24 12.329 1921 1926 1929 rVB2 2801 5262 1.09% 0.144%
25 12.384 1929 1935 1941 rVB6 5850 11198 2.32% 0.306%
26 12.481 1945 1951 1956 rBV2 15495 18773 3.89% 0.512%
27 13.030 2038 2041 2049 rVB4 6308 10517 2.18% 0.287%
28 13.109 2049 2054 2057 rBV5 3860 5425 1.12% 0.148%
29 13.225 2067 2073 2077 rBV5 3939 8301 1.72% 0.227%
30 13.329 2086 2090 2092 rBV 22483 26478 5.49% 0.723%
31 13.359 2092 2095 2100 rVB3 14746 19997 4.14% 0.546%
32 13.445 2105 2109 2112 rVV3 5481 7653 1.59% 0.209%
33 13.487 2112 2116 2125 rVB7 11252 24474 5.07% 0.668%
34 13.567 2125 2129 2133 rBV7 3270 5958 1.23% 0.163%
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35 13.646 2138 2142 2149 rBV6 6597 11427 2.37% 0.312%
36 13.743 2153 2158 2160 rBV5 5000 7575 1.57% 0.207%
37 13.908 2180 2185 2192 rVB6 10743 23143 4._80% 0.632%
38 13.987 2192 2198 2204 rBV7 8956 18730 3.88% 0.511%
39 14.103 2213 2217 2220 rVB 19317 22006 4_56% 0.601%
40 14.140 2220 2223 2226 rBV4 6195 7229 1.50% 0.197%
41 14.298 2243 2249 2254 rVB3 20989 36272 7.52% 0.990%
42 14.390 2261 2264 2269 rVB7 4682 5770 1.20% 0.157%
43 14.438 2269 2272 2276 rBV6 6030 8704 1.80% 0.238%
44 14.493 2276 2281 2286 rVBS8 5695 8805 1.82% 0.240%
45 14.548 2286 2290 2299 rVB7 13591 26172 5.42% 0.714%
46 14.627 2299 2303 2307 rBV7 3387 5921 1.23% 0.162%
47 14.682 2308 2312 2314 rBV2 24278 31699 6.57% 0.865%
48 14.743 2319 2322 2326 rVB3 11873 15217 3.15% 0.415%
49 14.798 2327 2331 2332 rBV4 5711 7140 1.48% 0.195%
50 14.823 2332 2335 2337 rVV 14477 15488 3.21% 0.423%
51 14.847 2337 2339 2344 rVV5 6227 8833 1.83% 0.241%
52 14.914 2348 2350 2354 rVB5 8154 9289 1.92% 0.254%
53 14.975 2357 2360 2363 rBV5 3659 5914 1.23% 0.161%
54 15.121 2378 2384 2387 rBVS8 3599 7085 1.47% 0.193%
55 15.255 2401 2406 2409 rBVZ2 13179 22303 4.62% 0.609%
56 15.450 2435 2438 2443 rBV6 6311 10093 2.09% 0.275%
57 15.493 2443 2445 2450 rVB6 3282 5017 1.04% 0.137%
58 15.566 2452 2457 2461 rBV6 15399 25612 5.31% 0.699%
59 15.694 2475 2478 2483 rBV7 8420 13625 2.82% 0.372%
60 15.731 2483 2484 2490 rVB6 5680 8952 1.85% 0.244%
61 15.938 2511 2518 2521 rBV9 4092 9542 1.98% 0.260%
62 16.054 2532 2537 2538 rBV5 3611 4887 1.01% 0.133%
63 16.188 2554 2559 2567 rBV5 3979 8993 1.86% 0.245%
64 16.469 2603 2605 2610 rVB6 4079 5563 1.15% 0.152%

Sum of corrected areas: 3663712
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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

W:\HPCHEM1\MSVOA_X\DATA\VX030918\
VX000254.D

09 Mar 2018 14:25

JC/MD

J1748-03
7.599/10mL/100uL/5.0mL/MSVOA_X/MEOH
1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AU-06-030618-B
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX030918\
Data File : VX000254.D

Acq On : 09 Mar 2018 14:25

Operator : JC/MD

Sample - J1748-03

Misc : 7.599/10mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_M

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

Concentration Rank 2

Peak Number 2 unknownl.64

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

1.64 17.89 ug/Il 88190 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane, bromo- 94 CH3Br 000074-83-9 25
2 1,7-Dimethyl-4-oxa-tricyclo[5.2.... 208 C11H1204 091143-65-6 10
3 Ethyne, dichloro- 94 C2CI2 007572-29-4 9
4 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 9
5 5-Vinyl-pyrazole 94 C5H6N2 1000288-36-8 9

Abundance Scan 173 (1.642 min): VX000254.D (-154) (-) m/z 44.00 100.00%
I | WMWxMNMV/NMM%M$WﬁNNM
5000
? 140 1.60 1.80 2.00
115 : : :
s M | M/Z 96.00 84.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2637: Methane, bromo-
94
5000{ 15
1.40 1.60 1.80 2.00
m/z 63.10 83.69%
""I”"IﬁY”I"'z?'J‘I'”'I"'W""I”"I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
94
140 1.60 1.80 2.00
5000 m/z 94.00 78.64%
79
39
53 65 107 121 135147 162 180 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2516: Ethyne, dichloro- T T
94 1.40 1.60 1.80 2.00
m/z 45.10 51.48%
5000
47
59
5
] fl i M‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_ X\DATA\VX030918\

Data File : VX000254.D

Acq On - 09 Mar 2018 14:25

Operator : JC/MD

Sample - J1748-03

Misc - 7.59g/10mL/100uL/5 .0mL/MSVOA_X/MEOH <R e
ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X030718W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknownl.64 1.64 17.9 ug/Il 88190 1 5.67 246450 50.0
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