LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77477.D

Acq On : 26 Feb 2015 20:57

Operator : TP/1Z

Sample - PB81894BL

Misc : W/DOD

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 height area % max. total

1.435 45 48 50 rBV 5083811 6453030 100.00% 26.713%
1.847 81 84 92 rvB2 61676 115732 1.79% 0.479%
rBv 246373 284247 4._.40% 1.177%
5.562 406 409 411 rBV 1092938 1474370 22.85% 6.103%
6.819 517 519 522 rBV 1447594 1376370 21.33% 5.698%
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6.979 530 533 535 rBV 1579546 1604989 24.87% 6.644%
7.265 556 558 560 rBvV 531321 479260 7.43% 1.984%
7.447 572 574 577 rVB 928278 1230497 19.07% 5.094%
7.962 616 619 621 rBvV 649665 907782 14.07% 3.758%
8.842 694 696 698 rBvV 778814 663788 10.29% 2.748%

=
QO ~NO®

11 10.191 811 814 816 rBV 2303378 2092473 32.43% 8.662%
12 11.014 884 886 889 rBV 753196 797250 12.35% 3.300%
13 11.996 969 972 974 rBV 1294268 1243452 19.27% 5.147%
14 12.865 1045 1048 1050 rBV 613524 859184 13.31% 3.557%
15 14.854 1220 1222 1225 rBV 2224846 2529584 39.20% 10.471%

16 16.145 1333 1335 1338 rBV 746896 1011803 15.68% 4.188%
17 17.894 1485 1488 1491 rBV 817737 1033079 16.01% 4.277%

Sum of corrected areas: 24156890
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_F\DATA\BF022615\
BFO77477.D

26 Feb 2015 20:57

TP/1Z

PB81894BL

W/DOD
18 Sample Multiplier: 1
Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.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\BF022615\
Data File : BFO77477.D

Acq On : 26 Feb 2015 20:57

Operator : TP/1Z

Sample - PB81894BL

Misc : W/DOD

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 1

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

1.44 269.29 ng 6453030 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 48 (1.435 min): BFO77477.D (-45) (-) m/z 73.10 100.00%
73
43
5000
89

1.20 1.40 1.60 1.80

381148 °° 60

m/z 43.10 52.67%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LIS I L L L L L LN LB LB
1.20 1.40 1.60 1.80
89 m/z 89.10 33.32%
.”,...w....“.. T T
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
R N S IREmEn s
1.20 1.40 1.60 1.80
5000 m/z 41.05 10.53%
58
44
B 25 39 51
B B B o o L A o o B I B B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine T T
43 1.20 1.40 1.60 1.80
32 m/z 45.10 8.33%
58 89
5000 18
| 4 2
...,..l.,....i.‘...,.l..,....‘,....,w...,....,...., SRR A SN -
m/z--> 10 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77477.D

Acq On : 26 Feb 2015 20:57

Operator : TP/1Z

Sample - PB81894BL

Misc : W/DOD

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 11.86 ng 284247 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 364 (5.047 min): BFO77477.D (-361) (-) m/z 43.10 100.00%
a3
59
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101 URRE UL L L
| 83 | 007 4.80 5.00 5.20 5.40
et e e m/z 59.10 56.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL L L
4.80 5.00 5.20 5.40
59 101 m/z 101.10 19.74%
T |??"|""|'?Q' F?""”"' S UL DAL AL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.70%
U I "|"Z% NS ""|1?§"ﬁ4?"'|' T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4-methy!l- R b R mma s S
43 4.80 5.00 5.20 5.40
m/z 41.10 8.88%
5000
101
15
27 & T
"“|'M"W"l|'“'|?§'W""|'“'|""w"'|"“|"" DS SRS A RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77477.D

Acq On : 26 Feb 2015 20:57

Operator : TP/1Z

Sample - PB81894BL

Misc : W/DOD

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 unknown6.98 Concentration Rank 2

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

6.98 66.98 ng 1604990 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 533 (6.979 min): BF077477.D (-530) (-) m/z 132.00 100.00%
132
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68
-
40 54 6.60 6.80 7.00 7.20 7.40
....-:"..:'.,:|-.|.'.,....l,':.1.1.“",..~ e 2 e 28L. Tm/z 68.10  34.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AP NN RARAR AR
6.60 6.80 7.00 7.20 7.40
m/z 134.00 33.49%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 21.75%
41 97
117
54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88584: Amphetaminil o
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 13.79%
5000
91 105
5164 77 | |11 8 | 146159 178 208222
m/z--> Jo eb 80 160 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77477.D

Acq On : 26 Feb 2015 20:57

Operator : TP/1Z

Sample - PB81894BL

Misc : W/DOD

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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... 1.44 269.3 ng 6453030 1 7.26 479260 20.0
2-Pentanone, 4-hy... 5.05 11.9 ng 284247 1 7.26 479260 20.0
unknown6 .98 6.98 67.0 ng 1604990 1 7.26 479260 20.0
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