LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078816.D

Aca On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample : PB83015BL

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-BF042815.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 1.541 29 31 34 rVB 2044867 2138675 34.17% 7.329%
2 1.781 51 52 62 rvv 1293147 1978755 31.62% 6.781%
3 1.918 62 64 112 rVB 3109005 6258725 100.00% 21.449%
4 5.187 348 350 357 rVB 195076 242967 3.88% 0.833%
5 5.679 390 393 395 rBVY 1861430 1881698 30.07% 6.449%

6.924 499 502 504 rBV 2159615 1889709 30.19% 6.476%
7.084 514 516 519 rBV 1471154 1945180 31.08% 6.666%
7.382 540 542 545 rVB 523889 462451 7.39% 1.585%
7.564 556 558 561 rBV 1264585 1490675 23.82% 5.109%
8.067 600 602 605 rBV 1155313 1094756 17.49% 3.752%

=
QO ~NO®

11 8.959 677 680 682 rBvV 727420 622754 9.95% 2.134%
12 10.308 795 798 800 rBV 2567324 2342737 37.43% 8.029%
13 11.142 868 871 873 rBvV 541719 653065 10.43% 2.238%
14 12.114 954 956 959 rBV 1325133 1324592 21.16% 4 _539%
15 12.982 1030 1032 1035 rBV 722385 697577 11.15% 2.391%

16 14.982 1204 1207 1210 rBV 2884966 2706178 43.24% 9.274%
17 16.285 1318 1321 1324 rBV 723780 736337 11.76% 2.523%
18 18.057 1473 1476 1483 rBV 567748 712754 11.39% 2.443%

Sum of corrected areas: 29179585
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078816.D

Aca On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample : PB83015BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

1.54

1.78

92

TIC: BF078816.D

5.19

5.68

6.92

7.08

7.56

7.38

0
Time-->

T
1.50

2.00

L
2.50

3.00

3.50

4.00

I
4.50 5.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

8.07

8.96

10.31

L.

TIC: BF078816.D

12.11

11.14

12.98

Time--> 8

T
.00

8.50

9.00 9.50 10.00

10.50

11.00 11.50 12.00

12.50

13.50

13.00

14.00

14.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

14.98

16.29

TIC: BF078816.D

18.06

Time-->

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

8270-BF042815.M Thu Apr 30 13:40:14 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078816.D

Aca On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample : PB83015BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.54 92.49 ng 2138680 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 31 (1.541 min): BF078816.D (-29) (-) m/z 73.10 100.00%
73
43
5000
89
rerypTTrrT T T T T T
140 160 1.80
55
O L L 88 e L Tm/z 43,10 53.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
140 160 1.80
a1 89 m/z 89.10 28.78%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
140 160 180
5000 m/z 41.05 11.21%
58
44
5 25 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine
43 140 160 1.80
32 m/z 45.10 8.40%
58 89
5000 18
0 ‘ 24 | 1 53 1 7\2\
LR SR FLEL LN SRR FURLALEL UL FURLELL UL SURLLILN ILRL RIS L AL R B
m/z--> 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078816.D

Aca On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample : PB83015BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.19 10.51 ng 242967 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 350 (5.187 min): BFO78816.D (-348) (-) m/z 43.10 100.00%
a3
5000 59
101 AL AR AR SRE A
480 5.00 520 5.40 5.60
O3l S8 /7 59010 45.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR U L L
59 4.80 5.00 5.20 5.40 5.60
m/z 58.05 17.23%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 14 _.22%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43 480 5.00 520 5.40 5.60
m/z 41.10 8.04%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078816.D

Aca On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample : PB83015BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 5 unknown7.08 Concentration Rank 4

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

7.08 84.12 ng 1945180 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 516 (7.084 min): BF078816.D (-514) (-) m/z 132.00 100.00%
132
5000 68
96 RN N LRI I
40 g4 6.80 7.00 7.20 7.40
o g lams W AT h77 68.10  48.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S A RS AR AR
6.80 7.00 7.20 7.40
33 44 o 105 m/z 66.10 32.94%
0"'I'”MI'HRQMJ”%{'”MJh'%""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 32.01%
104
14 27 30 51 77 g9 g5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13914: 1,2,3-Trifluorobenzene T e
132 6.80 7.00 7.20 7.40

m/z 69.10 20.17%
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63 81
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18 | S0 \‘ [ [ |

o

I
m/z--> 20 40 6 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042915\
Data File : BF078816.D

Acq On : 29 Apr 2015 16:35

Operator : TP/1Z

Sample - PB83015BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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]
Propane, 2,2-dime... 1.54 92.5 ng 2138680 1 7.38 462451 20.0
2-Pentanone, 4-hy... 5.19 10.5 ng 242967 1 7.38 462451 20.0
unknown? .08 7.08 84.1 ng 1945180 1 7.38 462451 20.0
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