LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\

Data File : BG024650.D

Acq On © 3 Nov 2016 13:12 Instrument :

Operator : UM/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : H5502-27 GW-83-7.6-16.4

ALS Vial : 22 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 = Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

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

3.604 123 130 160 rBV 32354995 73728580 100.00% 64.682%
5.331 416 424 432 rBvY 576644 902536 1.22% 0.792%
rvB 1091783 1893460 2.57% 1.661%
7.399 769 776 787 rBV 821796 1475389 2.00% 1.294%
7.793 834 843 850 rBV 1524800 2707833 3.67% 2.376%
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8.269 916 924 931 rBV2 458111 829783 1.13% 0.728%
8.592 971 979 987 rBV 1365861 2496567 3.39% 2.190%
9.444 1115 1124 1139 rBV 1222931 2295226 3.11% 2.014%
11.095 1398 1405 1413 rVB 600008 1131157 1.53% 0.992%
13.510 1809 1816 1823 rBVY 3020568 4857189 6.59% 4.261%

=
QO ~NO®

11 14.885 2042 2050 2057 rVB 1067687 1708799 2.32% 1.499%
12 16.365 2296 2302 2315 rBV 2663927 4210305 5.71% 3.694%
13 17.623 2510 2516 2522 rBV2 1340086 2097594 2.85% 1.840%
14 20.208 2950 2956 2961 rBV 5555074 7922419 10.75% 6.950%
15 21.918 3240 3247 3254 rBV 1637293 2867511 3.89% 2.516%

16 25.349 3821 3831 3846 rvB2 920172 2862588 3.88% 2.511%

Sum of corrected areas: 113986936
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024650.D

Acq On : 3 Nov 2016 13:12

Operator : UM/SJ

Sample - H5502-27

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024650.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024650.D

Acq On : 3 Nov 2016 13:12

Operator : UM/SJ

Sample - H5502-27

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 21.75 ng 902536 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 424 (5.331 min): BG024650.D (-416) (-) m/z 43.05 100.00%
43
5000
i S0 520 540 560
ek 8148 190 242 281 320 408 4S5 59 | m/z 59.10  63.11%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 LA L L L L L LN |
5.00 5.20 5.40 5.60
m/z 101.10 20.05%
101
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R A EEmEE
5.00 5.20 5.40 5.60
5000 m/z 58.05 13.98%
15 71101

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #257: Guanidine
43 5.00 5.20 5.40 5.60
m/z 41.10 8.59%
5000
—rr——r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024650.D

Acq On : 3 Nov 2016 13:12

Operator : UM/SJ

Sample - H5502-27

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.79 Concentration Rank 2

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

7.79 65.27 ng 2707830 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 842 (7.787 min): BG024650.D (-834) (-) m/z 132.00 100.00%
132
68
5000
o i 154175 207227 267 295 356 404 7.0 7.60 780 800 820
o! L AL 4154175 207227 267 295 356 404 m/z 68.10 52.22%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LR R R IR
7.40 7.60 7.80 8.00 8.20
3y 70 m/z 66.10 41 _.54%
m'z-> 0 5 100 150 200 250 300 350 400
Abundance
132
104 7.40 7.60 7.80 8.00 820
5000 m/z 134.00 33.73%
51 77
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14397: 1,3,5-Trifluorobenzene R e R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 26 .76%
5000
63
3\1 i \ 8 1][2
1 J\ I
m'z-> 0 5 100 150 200 250 300 350 400 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024650.D

Acq On : 3 Nov 2016 13:12

Operator : UM/SJ

Sample : H5502-27

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.33 21.8 ng 902536 1 8.27 829783 20.0
unknown7 .79 7.79 65.3 ng 2707830 1 8.27 829783 20.0
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