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Figure S1. The 12 underlying nets of hydrogen-bonded system found in 199 structures of amino acid derivatives. Topologies corresponding to 

thick layers are designated in red, those corresponding to simple layers in blue. 
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Table S1. Distribution of topological types of underlying nets in 199 structures of amino acid 

derivatives (see Figure S1 above). The 2-periodic 3D thick layers (4
4
Ia, 4

4
IIb, 5L7, 4

4
IV, 6L13, 

6L3, 4,4L27); less abundant 2-periodic 2D simple layers (sql, hcb, hxl, cem, tts). 

Topology Occurrence Share, % 

4
4
Ia 71 35.7 

4
4
IIb 54 27.1 

sql 21 10.5 

5L7 18 9.0 

4
4
IV 16 8.0 

6L13 7 3.5 

cem 4 2.0 

hcb 3 1.5 

tts 2 1.0 

6L3 1 0.5 

hxl 1 0.5 

4,4L27 1 0.5 

Total 199  
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Figure S2. Examples of hydrogen-bonded sheets defined with the nomenclature proposed by 

Görbitz et al. [1]. Characteristic for each sheet rings are highlighted in yellow.  

 

Table S2. Correspondence between nomenclature proposed by Görbitz et al.
1
, and the topological 

types of underlying net and MCTS of molecules in the structure. See more examples in the Excel 

table X1. 

 

Görbitz 

nomeclature 
Topology MCTS 

Examples of structures 

(Refcodes) 

LD-LD 4
4
IIb P

6
 DLNLUA01 

L1-D1 4
4
Ia P

41
 VALIDL03 

L1-L1 

4
4
Ia P

41
 LEUCIN03 

6L13 P
51
 AZASER10 

5L7 P
41
 QQQAUJ07 

L2-L2 
5L7 P

32
 LEUCIN02 

6L13 P
42
 LVALIN01 

L3-L3/Lx-Lx 

4
4
IIb P

42
 GAVRAX (L3-L3) 

5L7 P
23
 LNLEUC10 (Lx-Lx) 

6L3 P
42
 GLYCIN35 

4
4
IV P

62
 GLYCIN60 

4
4
Ia P

23
 GLYCIN64 
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