LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025940.D

Acq On : 24 Feb 2017 20:19

Operator : SJ/MA

Sample : 11957-13

Misc :

ALS Vial : 8 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 5.180 306 313 321 rBvV 195661 287231 3.03% 0.790%
2 5.650 385 393 402 rvVB 752209 1183668 12.47% 3.257%
3 7.231 655 662 670 rBVY 449628 756816 7.98% 2.083%
4 7.612 719 727 736 rBV 1361994 2312381 24.37% 6.363%
5 8.083 800 807 814 rBV 289598 497338 5.24% 1.369%

8.406 853 862 870 rBV 1264715 2159627 22.76% 5.943%
9.234 994 1003 1015 rBV 1023981 1818007 19.16% 5.003%
10.879 1274 1283 1293 rVB 443007 796227 8.39% 2.191%
13.312 1688 1697 1705 rBV 3230026 5057989 53.30% 13.918%
14.687 1922 1931 1939 rVB2 753675 1252495 13.20% 3.447%

=
QO ~NO®

11 16.161 2174 2182 2191 rBV 2969155 4531351 47.75% 12.469%
12 17.413 2388 2395 2404 rVB2 1211324 1845829 19.45% 5.079%
13 20.010 2831 2837 2844 rBV 6904789 9489150 100.00% 26.111%
14 21.661 3111 3118 3124 rBV 1383676 2184625 23.02% 6.011%
15 24.869 3654 3664 3676 rVB2 757435 2168232 22.85% 5.966%

Sum of corrected areas: 36340966
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG022417\
BG025940.D

24 Feb 2017 20:19

SJ/MA

11957-13

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025940.D

7.61 8.41
9.23

5.65
5.18

7.23 8.08

10.88

Ot

Time--> 3. 50

700

4.00 450 500 550 600 650

750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

6000000

5000000

4000000

13.31

3000000

2000000

1000000

TIC: BG025940.D

16.16

17.41
14.69

20101

21.66

ol
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025940.D

24.87

]

o=

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025940.D

Acq On : 24 Feb 2017 20:19

Operator : SJ/MA

Sample : 11957-13

Misc :

ALS Vial : 8 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 11.55 ng 287231 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 59
2 Guanidine 59 CH5N3 000113-00-8 32
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 313 (5.180 min): BG025940.D (-306) (-) m/z 43.10 100.00%
a3
59
5000
101 D I
4.80 5.00 520 5.40 5.60
S ..~.'|i....,8'.3...-,....,.1?5?.,....,....,....,210.7.. m/z 59.10 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A I R LU
4.80 5.00 520 5.40 5.60
m/z 101.10 23.75%
T "'l"?&'ih"" N ??" }?}" S SR DN UL UL SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 59
480 500 520 540 560
s000| 18 m/z 58.05 20.97%
31
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- R ERARSEE R L
59 4.80 5.00 520 5.40 5.60
m/z 41.10 7.85%
5000 41
ZT
87
T '}?I""I""I'ﬁq'l J"??" S LRI BRI SRR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025940.D

Acq On : 24 Feb 2017 20:19

Operator : SJ/MA

Sample : 11957-13

Misc :

ALS Vial : 8 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 1

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

7.61 92.99 ng 2312380 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 16
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 727 (7.612 min): BG025940.D (-719) (-) m/z 132.10 100.00%
5000 68
40 54 78 9|6 115 720 7.40 7.60 7.80 8.00
et 297 "m/z 68.10  39.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L IR R
7.20 7.40 7.60 7.80 8.00
21 m/z 134.10 32.52%
'”I"LNIMH'I'l'L""I”"I""""I'”'I"'W""
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 26.61%
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 14.91%
5000
104
66
14 27 39 50 %P 7T 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 : BG025940.D

Acq On : 24 Feb 2017 20:19

Operator : SJ/MA

Sample : 11957-13

Misc :

ALS Vial : 8 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 11.6 ng 287231 1 8.08 497338 20.0
unknown7 .61 7.61 93.0 ng 2312380 1 8.08 497338 20.0
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