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|| Apart from offering

standard techniques

| for general data analysis,
= | AMIX is designed to

provide solutions

-+ for special applications.

Examples are:
® Drug Discovery
® Quality Control
* Hyphenation

® Metabolomics

® Spectra bases
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Amix-Drug-Discoveryl

Protein y Ligands

A
SeeDs exploits the
effect of binding to
ligand spectra with
and without competitor
i
Competitor

Implementation of
- automated SeeDs method

- ligand spectra automatically
prepared and stored in sbase

- Set of 1D experiments run with
and without competitor to verify
correct binding site

- automated analysis of spectra
and detection of binders
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Implementation of

- automated HSQC comparison
to find binders

- optional cross-check with
PCA

- semi-automated transfer of
peak assignment

- automated 2D peak tracing
in titration data

- tabulated output to
calculate binding constants
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« combinatorial data
with patented AutoDROP

- parallel synthesis data
with scaffold method

- arbitrary data by
comparison with PERCH
shift predictions

> automated peak annotation

> link between atoms and
peaks

» mass search in LC-MS data
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panel. Parallel analysis of of LC-MS data, MS traces,

NMR, UV and HPLC data measured under HyStar
control.
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1D, 2D identification via
spectra bases

t
Ha
°

e§|-»<—0><\®\@\\@l. A Eh H RS 5%

Automatlc 2D match
e - automated data matching
techniques
- 1D, 2D quantification
- user defined protocols
- Confirmation via MS data




Amix-Metabolomics
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|Features

- applies to NMR, MS and
HPLC data

- different bucketing methods

- unit-variate analysis
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- multi-variate statistics
(PCA, PLS, PLS-DA)

« SIMCA classification
« PLS prediction
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- special tools, e.g. covariance
analysis

- unique combination with
spectroscopy, automated
correlation of loadings with

spectra base



Amix-Metabolomics-Specials

Distribution analysis | -

Univariate bucket staistics

G224 %2 (s T|o0ER

V%H:; llllll
Box WHA

buckst 2005 (308,128, E‘OH)‘ .

g!ngric data ochjecl
L 2N [ ]
L]

DDDDDD

DDDDD

uuuuu
- d I
a I
Ul . \ 7
1‘2.53 15%oe P ®
il el 70,200
bueket 1232 (246,175, 4.048) .
Generie data ohject *
- . N 0.100 | —
Fi . ® * , | Match Statistics Help

D.DD&
LK 3R] 0.
#0 8 2.50 % ® @se ewoo 1250 1500 17.50
[T TR PRI T [T TR ST BT

100 |

Pcz L]
*y

* =

0.30

rCy

G.00

a
-0.25

-0.50 _|
0.50 344

|

160.0745 n/fe

i

Z.10 min L
[

2.25 |

|

¢ Yeofoo
ook

- 2.00

l;,EE .00

O R EAC ETE A2

t move out of window 33>
30%.08861748
L] 0.25

L

Special Features

- loadings provide the key
for identification of
relevant metabolites

- distribution analysis shows
separating compounds

- direct search in Spectra
Bases

- search in external data
bases

- sum formula calculation
from mass loadings

- descriptive statistics of
bucket variables




Amix-Spectra bases .E.,;:K.%..

Signals preserved
\ noise region Features
| taken out ]
| / - contains clean and compressed data
___________ | f\ L including molecular structures and
. wo ) B o I S . - c
Signalepreserve : multiple name handling
\' | - extremely fast access
..| | manual or
'\Noiseregim -+| | automated - tools to build your own sbases
' taken out
obe, T . . l - complete set of management tools
< SpectraBase - SQL interface to ORACLE
i dlrectly Imked mto Amix-Tool Kits

r- Example

fi e o R : j usage:
automated
covariance

analysis




