LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110216\
Data File : BG024638.D

Acq On : 2 Nov 2016 23:12

Operator : UM/SJ

Sample - H5491-10

Misc :

ALS Vial : 12 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

3.598 123 129 139 rBV 236908 475304 5.44% 1.161%
5.331 414 424 434 rBV2 510436 854105 9.78% 2.085%
511 rBV 1062914 1829607 20.96% 4._.467%
7.400 768 776 783 rBV 766686 1351619 15.48% 3.300%
7.793 835 843 851 rBV 1646610 2901597 33.24% 7.085%
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8.269 917 924 936 rBV2 437537 798494 9.15% 1.950%
8.592 970 979 990 rVB 1388506 2526894 28.94% 6.170%
9.444 1116 1124 1131 rBV 1159482 2173018 24.89% 5.306%
553997 1034316 11.85% 2.525%
11.988 1551 1557 1568 rBV2 163165 317761 3.64% 0.776%
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11 13.510 1808 1816 1824 rBV 2950190 4857007 55.63% 11.859%
12 14.885 2042 2050 2059 rVB 883714 1462129 16.75% 3.570%
13 16.366 2295 2302 2316 rBV 2693878 4339504 49.70% 10.596%
14 17.623 2509 2516 2525 rBV 1188734 1852816 21.22% 4.524%
15 20.202 2949 2955 2962 rBV 6242637 8730530 100.00% 21.317%

16 21.918 3239 3247 3256 rBV 1536941 2781033 31.85% 6.790%
17 25.343 3818 3830 3845 rBv2 850375 2670154 30.58% 6.520%

Sum of corrected areas: 40955888
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110216\
Data File : BG024638.D

Acq On : 2 Nov 2016 23:12

Operator : UM/SJ

Sample - H5491-10

Misc :

ALS Vial :© 12 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: BG024638.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110216\
Data File : BG024638.D

Acq On : 2 Nov 2016 23:12

Operator : UM/SJ

Sample - H5491-10

Misc :

ALS Vial : 12 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 3

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

5.33 21.39 ng 854105 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 72
2 3-0Octanol 130 C8H180 000589-98-0 36
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 424 (5.331 min): BG024638.D (-414) (-) m/z 43.10 100.00%
a3
5000
as 500 520 540 560
ol A7, ,l 235 209 243 280316 364395 432 479504 | Tn/z 59.10  62.28%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LR UL
5.00 5.20 5.40 5.60
m/z 101.10 19.67%
15 101
OljﬂMlk"W""|“"|'“'|"'w""w"'l'”'l"'w"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
500 520 540 560
5000 m/z 58.10 14 _.39%
29 101
R o L S L B L S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 5.00 5.20 5.40 5.60
m/z 41.10 8.83%
5000
OIIHI\I\ R E—————————
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110216\
Data File : BG024638.D

Acq On : 2 Nov 2016 23:12

Operator : UM/SJ

Sample - H5491-10

Misc :

ALS Vial : 12 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 1

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

7.79 72.68 ng 2901600 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 842 (7.787 min): BG024638.D (-835) (-) m/z 132.00 100.00%
132
68
5000
I 16 165194221 283310 347 423 519547 7.0 7.60 780 800 _8.20
0 R L . m/z 68.05 53.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AN AR R
7.40 7.60 7.80 8.00 8.20
31 m/z 66.05 38.28%
O.MJHw.J”..“.....” I S o eI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
7.40 7.60 7.80 8.00 820
5000 m/z 134.00 33.90%
81
31
L L S B UL LA B L S S I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- R R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 24 _51%
104
5000
51 77
S B i B S W B L L LA LS AN SRR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110216\
Data File : BG024638.D

Acq On : 2 Nov 2016 23:12

Operator : UM/SJ

Sample - H5491-10

Misc :

ALS Vial : 12 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 21.4 ng 854105 1 8.27 798494 20.0
unknown7 .79 7.79 72.7 ng 2901600 1 8.27 798494 20.0
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