LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082263.D

Aca On : 13 Oct 2015 19:32

Operator : UM/I1Z

Sample : 63998-01

Misc :

ALS Vial : 12 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-BF101015.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

4.994 248 250 259 rvB 437896 548419 20.55% 3.189%
5.417 285 287 290 rBV 1189029 1123084 42.08% 6.530%
rBv 898024 829723 31.09% 4._.825%
6.595 387 390 392 rBV 1605302 1786327 66.93% 10.387%
6.823 408 410 419 rBvV 464850 434475 16.28% 2.526%
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6.983 421 424 426 rBV 1624718 1585796 59.42% 9.221%
7.395 458 460 467 rBV 1070537 1135934 42.56% 6.605%
7.486 467 468 474 rVB2 15491 28188 1.06% 0.164%
8.115 520 523 525 rBV 622238 571293 21.41% 3.322%
9.201 615 618 620 rBV 1583109 2301551 86.24% 13.383%

=
QO ~NO®

11 9.875 674 677 679 rBvV 597413 654731 24.53% 3.807%
12 10.298 711 714 716 rVB 48371 65809 2.47% 0.383%
13 10.664 743 746 763 rBV 1377477 1470672 55.10% 8.551%
14 11.361 804 807 809 rBvV 732222 661139 24.77% 3.844%
15 12.961 944 947 949 rBV 2153999 2668894 100.00% 15.519%

16 14.047 1039 1042 1044 rBvV 575298 692116 25.93% 4.024%
17 15.567 1172 1175 1191 rBV 469214 639678 23.97% 3.720%

Sum of corrected areas: 17197829
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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\BF101415\

BF082263.D

13 Oct 2015 19:32

umsiz

63998-01

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082263.D

Aca On : 13 Oct 2015 19:32

Operator : UM/I1Z

Sample : 63998-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.99 25.25 ng 548419 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 250 (4.994 min): BF082263.D (-248) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
4.60 4.80 5.00 5.20 5.40
o...,....,....,....-,':.~..,..'!.|,..??-,9...?.37:1..,...:,|....,. m/z 59.10  62.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [ IS IULILL UL R
59.0 460 480 500 520 5.40
m/z 101.10 19.78%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 50 450 500 520 540
5000 m/z 58.10 16.66%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.68%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ ‘\ \‘ 510“‘ . “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.60 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101415\
Data File : BF082263.D

Aca On : 13 Oct 2015 19:32

Operator : UM/I1Z

Sample : 63998-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.59 Concentration Rank 1

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

6.59 82.23 ng 1786330 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 390 (6.595 min): BF082263.D (-387) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 51 || g0 ior S50 650 G0 650 7o
Obrrprrrrprrer e Hibrr o i ot b o Ot || M/Z 134.00 34 14%
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 SRR AR RN N R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 33.78%
0"P'“I”'W'“hPl”JL'W'”'P'”P'”I“'W'”'P'”I””I"W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.49%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.84%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101415\
Data File : BF082263.D

Acq On : 13 Oct 2015 19:32

Operator : UM/1Z

Sample - G3998-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 25.3 ng 548419 1 6.82 434475 20.0
unknown6 .59 6.59 82.2 ng 1786330 1 6.82 434475 20.0
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