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Residue 89 100 101 102 103 106 118 162 169 179 181 188 

1 A L K K K V V S E V Y Y 

2          F C  
3           C  
4     N      C  
5  I   N        
6  I   N     I C  
7 S  P R   I    C  
8   P          
9     N        

10  I           
11        K    L 

12   E  N        
13             
14      A   G    
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190 203 207 210 211 214 215 219 227 234 245 138 (b) Mean 
pEC50 

pEC50 
(sd) n 

G E Q L R L T K F L V E 8.3 0.6 451 

6.9 0.7 259 

7.6 0.6 444 

7.5 0.7 443 

7.4 0.8 429 

F G 6.0 0.6 316 

A V E W F Y N I 6.5 0.6 99 

6.9 0.7 147 

8.3 0.6 222 

7.9 0.7 252 

7.5 0.7 257 

8.0 0.6 242 

C I 7.4 0.8 244 

L 8.2 0.8 220 
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Experiment Validation Assay PCM pEC50 
scaling QSAR 3-NN 

(both) 
3-NN 

(target) 

(Full plot) R0
2 0.88 0.69 0.69 0.31 0.38 0.04 

(Full plot) RMSE 0.50 0.62 0.57 0.96 0.90 1.6 

(Sequence Outliers) R0
2 0.88 0.65 0.52 0.32 0.32 < 0.00 

(Sequence Outliers) RMSE 0.50 0.39 0.52 1.4 0.57 2.3 

(Compound Outliers) R0
2 0.88 0.56 0.65 0.39 0.30 0.19 

(Compound Outliers) RMSE 0.50 0.65 0.64 0.72 0.87 1.18 

(Outliers) R0
2 0.88 0.61 0.59 0.36 0.31 < 0.00 

(Outliers) RMSE 0.50 0.52 0.58 1.1 0.72 1.7 
�����!��#��;8� &����!��"('#�%�"% � '���"'��%� '���!�$(�&� 4������!���2���%�&'�������"%&5�*�'��#��;8� &����!��
��)�!����&����'���)�!'���/��"*�)�%-�����#�%�"% &���''�%�*��!�'���&����'�"!��&�!�%%"*���'"�'�"&���" #"(!��
3� &�$(�!��� #��%&� '��'� &�"*� �� #��;8� '*"� &'�!��%�� ��)��'�"!&� �����%� "%� �"*�%� '��!� �)�%���� 4&�"*!� ��%�� �&�
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#�%�"% �!���*��!��"!&���%�!��!")����" #"(!��3�'�%��'�#��%&/����%��*���+#����'�,�&����'���'��� "%��
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3-NN (cmpd) 10-NN (both) 10-NN 
(target) 

10-NN 
(cmpd) 20-NN (both) 14-NN 

(target) 
20-NN 
(cmpd) 

0.21 0.41 0.21 0.28 0.40 0.21 0.28 

1.2 0.90 1.3 1.2 0.90 1.2 1.2 

< 0.00 0.32 0.15 0.03 0.32 0.22 0.020 

1.68 0.57 1.9 1.7 0.57 1.8 1.7 

0.18 0.36 0.49 0.33 0.38 0.54 0.35 

1.1 0.86 0.90 0.93 0.86 0.82 0.92 

0.08 0.34 0.32 0.18 0.35 0.38 0.19 

1.4 0.72 1.4 1.3 0.72 1.3 1.3 
��#��#��'���#�$����&�"����#��"����������$�����!%�����$�������������%$���"#�0#��'���#�
%$���"#1-�	���$�&��
&��%�#��"������$����#�>�4-44-�
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����
�� ���� #��'#� $���  �"��"������ ��� $��� �����,� $"������ ��� $��� �%��� ��$�� #�$,� ��� $��#��

 "�# ��$�&�� &�����$���� �( �"����$#-� �%"���� �"�##.&�����$���� $��� �%��������� �����&��� �� 
��$.����.
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 "�$�������$%"�#-�������  �����$��$�����'������������$�,�$��������������&�#����
�������4-:6�����

%��$#��������
4
6����4-:=� ���$��� "�# ��$�&��&�����$���-�
%"����������� "����$�$��� ��94�������������

��� �%��� /� $�"��$�  ��"#� '�$�� �&�"���� ���%"��)� ��� 4-:6� ���� %��$#-� ���#� 
���� �  "�����#� $���

"� "��%������$)����$����##�)�'�����'�#�4-94�����%��$#�0
4
6����4-<<1-�

����������"��$��#� �"��"�����������#$����&��$�������  "�����#�'���  ��������
���������,��.
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4
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Sequence Compound with highest 
pEC50 

Activity 
(pEC50) 

Full Model 
(pEC50) 

Difference 
(Activity and Model) 

All 326 8.39 (± 0.61) 8.53 (± 0.73) 0.14 
1 365 9.16 9.55 0.39 
2 221 8.19 8.38 0.19 
3 79 8.71 8.81 0.10 
4 321 8.83 8.79 0.04 
5 321 9.12 8.73 0.39 
6 221 8.01 7.93 0.08 
7 364 untested 7.50 n/a 
8 221 untested 8.42 n/a 
9 365 untested 9.43 n/a 

10 326 untested 9.23 n/a 
11 151 9.05 8.86 0.19 
12 321 untested 9.29 n/a 
13 100 9.06 8.87 0.19 
14 79 9.51 9.62 0.11 

   Average 0.18 
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Sequence Compound with Lowest 
pEC50 

Activity 
(pEC50) 

Full Model 
(pEC50) 

Difference 
(Activity and Model) 

All 109 5.85 (±0.54) 5.82 (±0.66) 0.03 
1 248 6.09 6.01 0.08 
2 109 untested 4.87 n/a 
3 422 untested 5.78 n/a 
4 84 5.84 5.67 0.17 
5 84 5.65 5.54 0.11 
6 109 4.60 4.06 0.54 
7 439 5.01 5.20 0.19 
8 84 4.74 5.20 0.46 
9 248 untested 5.96 n/a 

10 181 5.82 6.01 0.19 
11 181 5.42 5.61 0.19 
12 109 5.90 6.09 0.19 
13 181 5.11 5.29 0.18 
14 181 5.62 5.81 0.19 

   Average 0.21 
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