LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092830.D

Aca On : 7 Feb 2017 16:11

Operator : SJ/MA

Sample : PB96775BL

Misc :

ALS Vial : 9 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

5.093 260 263 273 rBV 1123348 1614781 34.04% 4._.438%
5.516 298 300 303 rBV 3008404 3915160 82.53% 10.760%
rBV 3696488 4263755 89.88% 11.718%
6.682 399 402 404 rBV 4079586 3956698 83.41% 10.875%
6.910 419 422 424 rBV 947589 847990 17.88% 2.331%

abrwWNPEF
(9}
9]}
a0
(9}
W
o0}
o0}
W
e}
=
W
O
w

7.070 433 436 438 rBV 2631752 3207960 67.62% 8.817%
7.470 468 471 474 rBV 2402476 2847826 60.03% 7.827%
8.190 532 534 537 rBV 1431963 1274838 26.87% 3.504%
9.265 625 628 631 rBVY 3632571 4743893 100.00% 13.038%
9.859 674 680 685 rBvV 20544 55265 1.16% 0.152%

=
QO ~NO®

11 9.950 685 688 690 rvV 1186734 1332407 28.09% 3.662%
12 10.739 754 757 759 rBvV 2317107 2325913 49.03% 6.392%
13 11.436 815 818 820 rBV 1134889 1142991 24.09% 3.141%
14 13.025 954 957 959 rBV 2516050 3293778 69.43% 9.053%
15 14.077 1046 1049 1051 rBV 622064 833284 17.57% 2.290%

16 15.528 1173 1176 1182 rVB 507397 728561 15.36% 2.002%

Sum of corrected areas: 36385100
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020717\
BF092830.D
7 Feb 2017 16:11
SJ/MA
PB96775BL

9 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092830.D

Aca On : 7 Feb 2017 16:11

Operator : SJ/MA

Sample : PB96775BL

Misc :

ALS Vial : 9 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 38.08 ng 1614780 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 263 (5.093 min): BF092830.D (-260) (-) m/z 43.05 100.00%
43
59
5000
1ot 480 500 520 540
e Sl m3 o &8 | T Eg 10 56.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.56%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.10%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e RO
59 480 5.00 5.20 5.40
m/z 41.10 9.09%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 8?
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020717\
Data File : BF092830.D

Aca On : 7 Feb 2017 16:11

Operator : SJ/MA

Sample : PB96775BL

Misc :

ALS Vial : 9 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 unknown6.68 Concentration Rank 1

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

6.68 93.32 ng 3956700 1,4-Dichlorobenzene-d4 6.91
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 402 (6.682 min): BF092830.D (-399) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 640 6.60 6.80 7.00
54 75 104 . ) . .
0 ..,....,....,...:,".'.‘.‘7:,:.'..?%:.n.',..':.,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 41.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 DA SRR U
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.10 33.10%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 26.18%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R e
132 6.40 6.60 6.80 7.00

m/z 69.10 16.29%

5000
104

66
14 27 37445158 P 7T g9 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020717\
Data File : BF092830.D

Acq On : 7 Feb 2017 16:11

Operator : SJ/MA

Sample : PB96775BL

Misc :

ALS Vial : 9 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... 5.09 38.1 ng 1614780 1 6.91 847990 20.0
unknown6 .68 6.68 93.3 ng 3956700 1 6.91 847990 20.0
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