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3 Acceptor(s) | atom_0_of acyclic_n (matches N5) 126 207 O
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logit_model_1 Coefficients:
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|Acceptaratom_0_of_acyclic n [ooo0 (N7A NAA - TNAA NAA [MAA MAA

Area under ROG curve = 0.311521 (good dizcrimination)
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1 INTER-molecular
Mean H-Bond Propensity > MNaofalamine1  Neof nitrile 060 A CIMETDO4
0.0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.6 0.9 3 Ndofalsminel N2ofimidazole? 0.60 observed
0.0 1 1 1 1 1 1 1 1 1
4 N3ofalamine_1 N6 of nitrile 055 observed observed
o cmero! Vi
01 =
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4
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E 1 Niofsecamin.. 0056 0848  0.095
s
4 & 2 N3ofsecamin.. 0269 0716 0015
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2 Z A 3 Ndofsecamin. 071 0831 0028
2 3
E + 4 M2ofcyclicn(a) 004 0895 0058
c
; 3 Eﬁ 0.6 - 5 NSof acyclic_n... 0.804 0196 0.000
“f v 6 Neof nitrile (a)  0.274 0.683 03
T
£ 7 Stofacyclic th. 0955 0034 0000
Z 07 -
2 @
Propensity scores
08 - ° Hydroeen-bond propensities for GIMETDO calculated using ‘logit_model_1"
Donor Acceptor Propensity CIMETDO1
1
1 INTER-molecular
Fropensity scores @ CIMETDO1
Hydrogen-bond propensities for GIMETDD calculated using 'logit_mode]_1' 2 N4ofal amine_1 N6 of nitrile 0.60
2 Mdofalamine 1 N6 of nitrile 0.60 @ CIMETDO2

3 Naofalamine 1  MN2ofimidazole.2 0.60 observed

- T R R E R EEE
5 N3ofalamine1 N2 ofimidazole2 0.5

6 Niofimidazole 2 N6 of nitrile 0.52 observed

7 Niofimidazole 2 N2 of imidazole_2  0.52

8 N4ofal_amine_1 N5 of acyclic_n 0.42

9 N3ofalamine 1  NSof acyclic n

11 Naofal_amine_1  §10f al_al_thioeth.. 0.06

Left-clicking table items visualizes H-
bond eroups/contacts and inferacts fitom

with chart

Gorardination scores [EZ2] aMETDO1IX02&Y %

(Ta refresh table: left-click chart paint)

HBPRAO7HK, Co-ordination

EEDECH, KEHZELTH
BHEF(=1)DRATHEL. &
ERIZIX0OIDANLRETHS

Atom (D/A) =0 =1 =2 R <
1 N1of sec_amin.. 0.063 0.856 0,082 Z:Tliozd)ﬁb\ké‘b\b\,
2 N3of sec_amin.. 0.216 0.765 0.020

3 Nd of sec_amin... 0.575 0123 0.002

4 N2of cyclic_n (a) 0.963 0.036 0.001 _ S IdE o

5 N5 of acyclic_n .. 0.585 0.415 0,000 = tb\ﬁ;ﬂ“ éné

6 N6 of nitrile (a) 0192 0.758 0.050

7 Stofacyclic_th... 0.966 0.024 0.000

5 N2 of al_amine_1

- e N

N2 of imidazole_2

0.55

7 N1ofimidazole_2 N2 of imidazole_2  0.52
& MNdofal_amine_1  N5ofacyclic_n 0.42
9 N3ofalamine_1  M5ofacyclic_n 0.37
10 N1 of imidazole 2 N5 of acyclic_n 0.34
11 N4 of al_amine_1 51 of al_al_thiceth... 0.06
Left-clicking table items visualizes H-
bond eroups./contacts and interacis
with chart
Co-ordination scores
(To refresh table: left-click chart point)
Atom (DfA) =0 =1 =2
1 N1of sec_amin., 0.081 0.852 0.087
2 N3of sec_amin... 0309 0.679 0.012
3 N4 of sec_amin... 0.154 0.031
4 N2 of cyclic_n (a) 0.088 0.035
5 N5of acyclic_n.. 0.963 0.037 0.000
& MN6of nitrile (a)  0.274 0.683 0.043 8
7 §1of acyclic_th... 0.966 0.034 0.000
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