
 
Table Ts3. Analyses of the 3D structures of the cyclophilins. 
 
-------------------------------------------------------------------------------------- 
No. PDB  Res(Å) Length NID     B-factor                Description           Reference 
-------------------------------------------------------------------------------------- 
Human/vertebrates 
 1 2CPL  1.63   165  3586  15E,44K,81E                 hCyPA                      16 

 2 1CWA  2.10   165  3591  69RHGEK,144R                hCyPA/CsA                  25 

 3 1YND  1.60   164  3519  13DGEP,69RHN,148RN,153SK    hCyPA/(Sanglifehrin A)     52 

 4 1ZKF  2.55   165  3528  80G,81E,82K                 hCyPA/(Suc-AGPF-pNA)       29 

 5 2X7K  1.15   166  2757  -                           hPPIL1 (CGI-124)           R1 

 6 1XYH  2.60   160  3396  156AN                       hCyPJ (PPIL3)              R2 

 7 1CYN  1.85   178  3704  7GP,51EKG,77R               hCyPB/CsA                  R3    

 8 2RMC  1.64   182  3867  48D,182D,184H               mCyPC/CsA                  R4  

 9 2BIT  1.71   164  3664  44K,68TNHNG,147SKS,150GRK   hCyPF                      R5    

10 2Z6W  0.96   164  3668  13NGK,144S,149S,153SK       hCyPF/CsA                  R6 

11 1MZW  2.00   173  3756  50E,52RKDGVP,112M,161P      hCyP19 (hCyPH)             18 

12 1QOI  2.00   173  3747  53KD,83D                    hCyP19                     R7    

13 1ZMF  1.88   162  3729  150NKP,215YGKK,239SGP       hCyP33 (AA:137-301)        R8    

14 1IIP  2.00   297  6916  100GE,123A                  bCyP40 orthogonal          R9    

15 1ZKC  1.65   187  4205  414EDPKT,423KE              CLD of hCyP60 (AA:271-457) 54 

16 2A2N  1.65   164  3700  567HST,573D                 CLD of hCyP73              R10 

17 2GW2  1.80   173  3976  68V,85R,126I                CLD of hCyP88              R11 

18 2HE9  2.00   172  3844  54GKK,70NG,80E,160A         CLD of hCyP157             R12 

Invertebrates/Parasites   

 1 1DYW  1.80   172  3869  87GEK                       CeCyp3 (CeCyP18d)          R13    

 2 1E3B  1.85   172  3839  87GE,111G                   CeCyP3/(Complex-Au)        R14 

 3 1H0P  1.75   182  4154  67P,70E,189IAVDT            CeCyP5                     R15     

 4 1A58  1.95   177  3837  none                        BmCyP18                    R16     

 5 1C5F  2.47   177  3858  51KIS                       BmCyP18/CsA                R17     

 6 1Z81  2.80   186  4066  99I,156I,182L               PyCyP23/p                  R18 

 7 2B71  2.50   169  3844  101GKS,105YGEY              PyCyP18                    R18 

 8 1QNG  2.10   170  3933  45KIGSRGKN                  PfCyP18/CsA                R19     

 9 2FU0  1.80   155  3563  62SGDGTG,73GN,106FFIT       PfCyP87                    R18 

10 2HAQ  1.97   166  3376  50K,103GE,170NSH            LdCyP18 (CyPA)             R20 

11 2CMT  1.50   164  3650  43F,73F,76VKGDGT            SmCyP18                    R21 
-------------------------------------------------------------------------------------- 
      All the X-ray files were taken from the PDB server whereas the structures were 

analyzed with the methods recently described [19]. The numbers of the intra-molecular 

distances (NID) between the AAs in i ≥ i+2 sequence positions and at atomic distances 

dij ≤ 4.5 Å are dependent on the size of the CLD and structure resolution. In average, 

about 3700 inter-atomic interactions take place within 2.7-4.5 Å that contribute to 

the overall stability of the CLD. The residues having higher than the average 

flexibility (Debye/Waller B-factors) are explicitly indicated. Abbreviations: NID, the 

number of intramolecular interatomic distances calculated between the i ≥ i+2 AA 

residues (AAs) in the distance range (2.7 Å ≥ d ≤ 4.5 Å); B-factor, the AAs that have a  



higher flexibility than average; b, Bos taurus; Py, Plasmodium yoelii; Pf, Plasmodium 

falciparum; Ld, Leishmania donovani; Bm, Brugia malayi; Ce, Caenorhabditis elegans; 

Sm, Schistosoma mansoni. The chemical name of Sanglifehrin A:  

(3S,6S,9R,10R,11S,12S,13E,15E,18S,21S)-18-{(1E,3E,7S,8S)-9-[(2S,3R,4S,5S,6R,9S,11S)-9-

ethyl-4-hydroxy-3,5,11-trimethyl-8-oxo-1-oxa-7-azaspiro[5.5]undec-2-yl]-8-hydroxy-1,7-

dimethylnona-1,3-dienyl}-10,12-dihydroxy-3-(3-hydroxybenzyl)-6-isopropyl-11-methyl-9-

(3-oxobutyl)-19-oxa-1,4,7,25-tetraazabicyclo[19.3.1]pentacosa-13,15-diene-2,5,8,20-

tetrone. 
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