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The Danish Environmental Protection Agency will, when opportunity

offers, publish reports and contributions relating to environmental

research and development projects financed  via the Danish EPA.

Please note that publication does not signify that the contents of the
reports necessarily reflect the views of  the Danish EPA.

The reports are, however, published because the Danish EPA finds that

the studies represent a valuable contribution to the debate on

environmental policy in Denmark.
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,%)�K0(+*�+2)L�K�
�
L�*(+1)0/()<�?%)()�+2)�'/;',.21)�.,�.�,&4)�&'�()4+3)0<

.20�,%)2�*()0&1,)0�;7�.�4+0)5�4.0)�+2�,%)�()4.&20)(�+-�,%)�,(.&2&26�'),�

�%&'�&'�0+2)�+21)�-+(�)3)(7�'/;',.21)��A%&5)�?&0)57�/')0<�,%&'�-+(4�+-�1(+''�

3.5&0.,&+2�1.2�%.3)�.�,)20)217�,+�+3)(�*()0&1,�6++02)''�+-�-&,�

��4+()�(+;/',�,)1%2&D/)�-+(�,%)')�0.,.�'),'�&'�-+(�)B.4*5)�,%)�K�B�CM�+/,L<
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��
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'.4)�?.7�.'�.2�)B*)(,�4&6%,�0+���+?)3)(<�,%)7�0+�,%&'�.,�3)(7�%&6%�'*))0�.20
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/2+;')(3)0�()5.,&+2'%&*'���2�.00&,&+2<�,%)�*(+6(.4'��
 ����.20�������

0)'1(&;)0�;)5+?<�)4/5.,)�.2+,%)(�%/4.2�1%.(.1,)(&',&1<�.20�()G)1,�)',&4.,)'

-+(�1%)4&1.5'�?%)()�,%)()�&'�'&4*57�2+,�)2+/6%�&2-+(4.,&+2�,+�*(+3&0)�.

'+/20�*()0&1,&+2���%)7�.11+4*5&'%�,%&'�;7�&,)(.,&3)�',.,&',&1.5�4),%+0'�(.,%)(

,%.2�;7�%/4.2�&2,)55&6)21)�+(�&2,/&,&+2�

&'(��)

�������&'�.�>2+?5)06)�;.')0�.(,&-&1&.5�&2,)55&6)21)�'7',)4�1.*.;5)�+-

5).(2&26�0&()1,57�-(+4�0.,.���+0)5'�4.0)�&2�,%&'�*(+6(.4�1.2�*()0&1,'�3.(&+/'

,+B&1�)20*+&2,'�+2�,%)�;.'&'�+-�0&'1(),)�',(/1,/(.5�-(.64)2,'�-+/20�,+�;)

�������������������������������������������������
* In fragment based programs the prediction is based on the occurence of molecular
substructures.
** Ligand docking models give predictions of how well a chemical substance fits in a
certain 3D structure of a macromolecyle with a biological function like a receptor (for
example a hormone receptor).
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