LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093376.D

Aca On : 3 Mar 2017 23:18

Operator : SJ/MA

Sample : 12086-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 heiaht area % max. total

4.933 247 249 260 rBV 291640 409785 7.15% 1.050%
5.378 286 288 301 rBV 2134922 2809261 49.01% 7.198%
rBvV 1858354 1881384 32.82% 4._.820%
6.556 388 391 393 rBV 4094668 4480389 78.17% 11.479%
6.784 408 411 413 rBV 1129308 1146361 20.00% 2.937%
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6.933 422 424 427 rBV 2721515 3853000 67.22% 9.872%
7.356 458 461 464 rBV 3022946 3294918 57.49% 8.442%
8.076 521 524 526 rBV 1239644 1436700 25.07% 3.681%
9.150 614 618 620 rBV 4891408 5731578 100.00% 14.685%
9.756 668 671 674 rBv2 29111 71866 1.25% 0.184%

=
QO ~NO®

11 9.825 674 677 679 rBV 1391431 1701628 29.69% 4 _.360%
12 10.613 743 746 749 rBV 2825103 3108439 54.23% 7.964%
13 11.299 804 806 809 rBV 1527820 1702150 29.70% 4_.361%
14 12.888 942 945 948 rBV 4237487 4982889 86.94% 12.767%
15 13.939 1035 1037 1040 rBV 1504652 1401196 24.45% 3.590%

16 15.357 1158 1161 1167 rVB 793092 1019058 17.78% 2.611%

Sum of corrected areas: 39030602
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF030317\
Data File : BF093376.D

Aca On : 3 Mar 2017 23:18

Operator : SJ/MA

Sample - 12086-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093376.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093376.D

Aca On : 3 Mar 2017 23:18

Operator : SJ/MA

Sample : 12086-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 7.15 ng 409785 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 249 (4.933 min): BF093376.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 I NARDE SRR NURRE AR
4.60 4.80 5.00 5.20
el 2Ol 830 | w/z 59.10  57.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN UL R
4.60 4.80 5.00 5.20
59.0 1010 m/z 58.00 15.23%
QQ%QH‘MO‘ 67.0 83.0 91.0 |
mz> 10 20 % 4 50 60 70 80 0 100 110
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 101.10 14 .66%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol L L L B B
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.70%
5000 310 430 730
‘\ \‘ . 510/ ‘ 84.0 101.0 ]
mz> 10 20 % 4 S0 60 70 80 0 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093376.D

Aca On : 3 Mar 2017 23:18

Operator : SJ/MA

Sample : 12086-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.56 Concentration Rank 1

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

6.56 78.17 ng 4480390 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 391 (6.556 min): BF093376.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 510 || a0 T e Tk om0 6o ok
e e el e b e e m/z 68.10 38.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SSURE A
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 33.67%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.10 25.12%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 6.20 6.40 6.60 6.80

m/z 69.10 15.06%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093376.D

Acq On : 3 Mar 2017 23:18

Operator : SJ/MA

Sample - 12086-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 7.2 ng 409785 1 6.78 1146360 20.0
unknown6 .56 6.56 78.2 ng 4480390 1 6.78 1146360 20.0
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