LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078814.D

Aca On : 29 Apr 2015 15:37

Operator : TP/1Z

Sample : PB83017BL

Misc :

ALS Vial : 10 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 1536495 1675754 30.25% 6.058%
2 1.781 51 52 62 rvv 1137134 1737298 31.36% 6.281%
3 1.918 62 64 103 rVB 2867590 5540475 100.00% 20.030%
4 5.187 348 350 356 rBV 218533 276895 5.00% 1.001%
5 5.679 390 393 395 rBY 1882264 1881651 33.96% 6.803%

6.925 499 502 504 rBV 2156702 1884380 34.01% 6.812%
7.085 514 516 519 rBV 1556410 1938111 34.98% 7.007%
7.382 540 542 544 rBV 548671 475395 8.58% 1.719%
7.565 556 558 561 rBV 1298448 1508011 27.22% 5.452%
8.068 600 602 605 rBV 1168079 1087003 19.62% 3.930%

=
QO ~NO®

11 8.959 677 680 682 rBvV 733532 639700 11.55% 2.313%
12 10.308 795 798 800 rBV 2687876 2357638 42.55% 8.523%
13 11.142 868 871 873 rBvV 596936 668517 12.07% 2.417%
14 12.114 954 956 959 rBV 1231913 1312755 23.69% 4.746%
15 12.982 1030 1032 1035 rBV 711656 706115 12.74% 2.553%

16 14.983 1204 1207 1210 rBV 2525750 2573528 46.45% 9.304%
17 16.308 1320 1323 1325 rBV 504446 706779 12.76% 2 .555%
18 18.126 1480 1482 1490 rBV 474779 690639 12.47% 2.497%

Sum of corrected areas: 27660644
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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\BF042915\

- BF078814.D

- 29 Apr 2015 15:37

- TP/I1Z

- PB83017BL

: 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF042815.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\BF042915\
Data File : BF078814.D

Aca On : 29 Apr 2015 15:37

Operator : TP/1Z

Sample : PB83017BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

1.54 70.50 ng 1675750 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 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 31 (1.541 min): BF078814.D (-29) (-) m/z 73.10 100.00%
7B
43
5000
89
rrrypTTrrT T T T T T
140 160 1.80
55
O g S0 0 82 | m/z 43.10 55.51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.40 160 1.80
89 m/z 89.10 27 .74%
o 26 38 a5 I
"'I""I”"I""P"'I""P"'I""P"'I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
140 160 180
5000 m/z 41.05 11.21%
58
44
5 2 39 51 _\_____ﬁ_j\__/\\J\\—J\v\_
e L S Ly UL I I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine R A e o
43 140 160 180
32 m/z 42.10 8.35%
58 89
- | \MJ\\
0 “ 24 | | 53 1 7\2\
"'I"”I""I"”I'"'I'”'I""I'”'I""I'”'I RIS S AL AL B
m/z--> 10 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 : BF078814.D

Aca On : 29 Apr 2015 15:37

Operator : TP/1Z

Sample : PB83017BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11.65 ng 276895 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 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 350 (5.187 min): BF078814.D (-348) (-) m/z 43.05 100.00%
43
5000 59
101 180 EO0 Eo0 Ea0 E 6O
480 5.00 520 5.40 5.60
o Bl sl e 5010 44, 380
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S U AR
480 5.00 520 5.40 5.60
m/z 58.10 18.09%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 13.10%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R
43 480 5.00 520 5.40 5.60
m/z 41.10 7.85%
5000
101
o 15 253137 [ 5 %8 6 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 : BF078814.D

Aca On : 29 Apr 2015 15:37

Operator : TP/1Z

Sample : PB83017BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042815.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

7.08 81.54 ng 1938110 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 516 (7.085 min): BF078814.D (-514) (-) m/z 132.00 100.00%
132
5000 68
0 sq || 9|6 o6 J 680 7.00 7.20 7.40
0 AN W - N | A m/z 68.10 48.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 B AN R S MR
6.80 7.00 7.20 7.40
33 44 105 m/z 66.10 31.74%
60 70 ‘ ‘
0 '”I"J'I“””k”'h'P”'Jl'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 134.00 31.43%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R Am i ma e
132 6.80 7.00 7.20 7.40
m/z 69.10 19.62%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF078814.D

Acq On : 29 Apr 2015 15:37

Operator : TP/1Z

Sample : PB83017BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815.M
Quant Title : 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 70.5 ng 1675750 1 7.38 475395 20.0
2-Pentanone, 4-hy... 5.19 11.7 ng 276895 1 7.38 475395 20.0
unknown? .08 7.08 81.5 ng 1938110 1 7.38 475395 20.0
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