LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016549.D

Aca On : 20 Apr 2015 14:03

Operator : TP/1Z

Sample : PB82876BL

Misc :

ALS Vial : 3 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:\HPCHEM1\BNA G\METHODS\8270-BG040615.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
1 2.735 3 8 18 rVvB2 30981 59224 1.70% 0.283%
2 4.756 347 352 360 rBV 141240 189546 5.44% 0.905%
3 5.232 427 433 444 rBV 1155736 1682176 48.26% 8.030%
4 6.836 698 706 716 rBVY 1193400 1798497 51.59% 8.585%
5 7.182 757 765 779 rBVY 1228070 1861349 53.40% 8.885%

7.647 837 844 852 rVB 284874 439565 12.61% 2.098%
7.964 890 898 907 rBvV 885154 1364427 39.14% 6.513%
8.804 1033 1041 1051 rBV 641122 1046507 30.02% 4.996%
10.432 1311 1318 1330 rBVY 402450 652450 18.72% 3.115%
12.911 1733 1740 1749 rBV 1731873 2486507 71.33% 11.870%

=
QO ~NO®

11 14.292 1969 1975 1984 rBV2 589995 895186 25.68% 4.273%
12 15.784 2223 2229 2242 rBV 1073215 1581967 45.38% 7.552%
13 17.036 2436 2442 2451 rBV2 828293 1121025 32.16% 5.351%
14 19.668 2884 2890 2899 rBV 2732744 3485872 100.00% 16.640%
15 21.213 3148 3153 3166 rBV 931948 1162275 33.34% 5.548%

16 23.434 3524 3531 3540 rBV2 581140 1121838 32.18% 5.355%

Sum of corrected areas: 20948411
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA G\DATA\BG042015\
: BG016549.D

: 20 Apr 2015 14:03

: TP/1Z

: PB82876BL

-3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG016549.D

6.84 7.18

10.43
7.65
4.76

.73

0
Time-->

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BG016549.D
19.67

12.91

15.78
17.04
14.29

\
L

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BG016549.D

21.21

23.43

|

Time-->

21.00 21.50 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016549.D

Aca On : 20 Apr 2015 14:03

Operator : TP/1Z

Sample - PB82876BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.76 8.62 ng 189546 1,4-Dichlorobenzene-d4 7.65
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 353 (4.762 min): BG016549.D (-347) (-) m/z 43.10 100.00%
43
59
5000
101
| o 440 460 480 500
0'”P”'P”W””I”JN”W'AW””P'”W”W”JI””P“W””I””P”W m/z 59.10 72.25%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL I R I B
59 440 460 480 500
m/z 101.10 32.11%
o o 83 g3t
RS RN IR RN NEAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE RARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 21.35%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone R e e
43 440 4.60 4.80 5.00
m/z 41.10 8.60%
5000
15
58
0 2 A 2\\? 1
RS RN IR RN NLAAS RRERE SR NRARE SRR NARRA RS LARAS LRSS LRSS LARAE RARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016549.D

Aca On : 20 Apr 2015 14:03

Operator : TP/1Z

Sample - PB82876BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 3 unknown7.18 Concentration Rank 1

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

7.18 84 .69 ng 1861350 1,4-Dichlorobenzene-d4 7.65
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 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 765 (7.182 min): BG016549.D (-757) (-) m/z 132.00 100.00%
132
5000
68
96 T 70 750 7m0 7 RO,
40 54 6.80 7.00 7.20 7.40 7.60
o {8 2 e 2 Tm/z 68.10  35.48%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR L U
6.80 7.00 7.20 7.40 7.60
2 51 m/z 134.00 34.87%
0"kﬁﬁlw'l'““jg"'l“'”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.89%
41 97
53
79 117
107
e L B A UL W L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.60%
5000
33 a4 . 105
0 "J'I “'W'iq"t'$P""‘|J“%%5|" B S B B S AR L S
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042015\
Data File : BG016549.D

Acq On : 20 Apr 2015 14:03

Operator : TP/1Z

Sample - PB82876BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 4.76 8.6 ng 189546 1 7.65 439565 20.0
unknown7 .18 7.18 84.7 ng 1861350 1 7.65 439565 20.0
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