LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\

Data File : BG025960.D

Acq On : 25 Feb 2017 9:38 Instrument :

Operator : SJ/MA BNA_G

Samp le - 11969-01 ClientSampleld :

Vi : 022217-PRRT-F-D-M
isc _

ALS Vial : 26 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-BG021717 .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
1 5.176 306 313 321 rBvV 139327 213619 2.49% 0.660%
2 5.646 387 393 402 rBV 442177 688369 8.02% 2.126%
3 7.232 656 663 675 rBY 271592 469040 5.47% 1.449%
4 7.608 718 727 736 rBY 811336 1398357 16.30% 4.319%
5 8.078 800 807 815 rBvV 270398 466249 5.43% 1.440%

8.407 854 863 873 rBV 1037618 1813348 21.14% 5.601%
9.236 995 1004 1013 rBV 936701 1662176 19.38% 5.134%
461815 802999 9.36% 2.480%
13.313 1689 1698 1707 rBV 3065426 4775939 55.67% 14.752%
14.124 1829 1836 1842 rBV 249847 361844 4.22% 1.118%
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11 14.682 1923 1931 1942 rVB2 827936 1343951 15.67% 4_.151%
12 16.157 2175 2182 2192 rBV 1958517 2989373 34.85% 9.233%
13 17.414 2389 2396 2404 rBV 1276873 1965977 22.92% 6.072%
14 18.290 2540 2545 2553 rBV2 96814 160934 1.88% 0.497%
15 19.553 2755 2760 2769 rBV2 61923 105004 1.22% 0.324%

16 20.011 2831 2838 2844 rBV 6343390 8578820 100.00% 26.498%
17 21.298 3053 3057 3067 rBV 125066 191728 2.23% 0.592%

18 21.662 3111 3119 3126 rBV 1296049 2195828 25.60% 6.782%
19 24.865 3653 3664 3678 rBV 798325 2192308 25.55% 6.771%

Sum of corrected areas: 32375863
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025960.D

Acq On : 25 Feb 2017 9:38

Operator : SJ/MA

Sample : 11969-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025960.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025960.D

Acq On : 25 Feb 2017 9:38

Operator : SJ/MA

Sample : 11969-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 9.16 ng 213619 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 4-Ethyl-3-octanol 158 C10H220 019781-26-1 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 314 (5.182 min): BG025960.D (-306) (-) m/z 43.10 100.00%
43
5000
101 S I G —
4.80 5.00 5.20 5.40 5.60
...wA,'I.G?..-,....,....,2.11...,....,....,?6.7 m/z 59.10 79.24%
m/z--> 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AN RN R L
4.80 5.00 5.20 5.40 5.60
m/z 101.10 23.81%
1f 1?1
wl il i I
m/z--> 50 100 150 200 250 300 350
Abundance
59
480 500 520 540 560
5000 m/z 58.10 21.85%
29
98 129
m/z--> 0 100 150 200 250 300 350
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester PP PP T
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 7.69%
5000
3
S I
m/z--> 50 100 150 200 250 300 350 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025960.D

Acq On : 25 Feb 2017 9:38

Operator : SJ/MA

Sample : 11969-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 unknown7.61 Concentration Rank 2

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

7.61 59.98 ng 1398360 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 727 (7.608 min): BG025960.D (-718) (-) m/z 132.10 100.00%
5000 68
T 150 7k 70 75 800
0 S A %l m/z 68.10 38.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL L L L B
7.20 7.40 7.60 7.80 8.00
21 m/z 134.10 32.70%
'”I"LNIMH'I'l'L""I'”'I""""I'”'I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 26.24%
41 97
53
79 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole A
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .50%
5000
104
66
14 27 39 51 %P 77 g9 | 15 “
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025960.D

Acq On : 25 Feb 2017 9:38

Operator : SJ/MA

Sample : 11969-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.18 9.2 ng 213619 1 8.08 466249 20.0
unknown7 .61 7.61 60.0 ng 1398360 1 8.08 466249 20.0
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