Supporting Information

“Vitamin D and its synthetic analogs” by Miguel A. Maestro, Ferdinand Molnér and Carsten
Carlberg

Table S1 describes all 143 publically available VDR ligand crystal structures with individual
hyperlinks to the PDB and Pubmed databases.
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Orthologue PDBID! Resolution2 Reference
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Ligand Name/Notes

(alcitriol (1,25D3)

Lexacalcitol (KH1060)

20-epi calcitriol (MC1288)
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[102]
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Ligand Name/Notes

AMCR277A

AMCR277B

1K203278

1,2503
hVDR_H305Q

Same as 3TKC

20(17—18)-abeo-1a,25-
dihydroxy-22-homo-21-
norvitamin D3

(205)-[5-(2-Hydroxypropan
-2-yl)furan-2yl]-22,23,24,
25,26,27-hexanor-1a-
hydroxyvitamin Ds
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https://www.rcsb.org/structure/1DB1
https://www.ncbi.nlm.nih.gov/pubmed/10678179
https://www.rcsb.org/structure/3CS4
https://www.ncbi.nlm.nih.gov/pubmed/18420145
https://www.rcsb.org/structure/1IE8
https://www.ncbi.nlm.nih.gov/pubmed/11344298
https://www.rcsb.org/structure/3CS6
https://www.rcsb.org/structure/1IE9
https://www.rcsb.org/structure/3KPZ
https://www.ncbi.nlm.nih.gov/pubmed/22213324
https://www.rcsb.org/structure/1S0Z
https://www.ncbi.nlm.nih.gov/pubmed/15055995
https://www.rcsb.org/structure/3M7R
https://www.ncbi.nlm.nih.gov/pubmed/20403435
https://www.rcsb.org/structure/1S19
https://www.rcsb.org/structure/3OGT
https://www.rcsb.org/structure/1TXI
https://www.ncbi.nlm.nih.gov/pubmed/15728261
https://www.rcsb.org/structure/3P8X
https://www.ncbi.nlm.nih.gov/pubmed/21520419
https://www.rcsb.org/structure/2HAM
https://www.ncbi.nlm.nih.gov/pubmed/16913708
https://www.rcsb.org/structure/3TKC
https://www.ncbi.nlm.nih.gov/pubmed/22162241

Orthologue PDBID! Resolution? Reference

HUMAN
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2HB7

2HB8

3A21

3A2)

3A3Z

194

1.96 A

184

2A

3274

27A

1.724

(93]

(94]

[95]

Ligand Name/Notes

20-(3-hydroxy-1-
propoxy)-1,25D3

2a-(1-propoxy)-1,25D;

2a(3-hydroxy-1-propyl)
-1,25D3

2a-methyl-1,25D3

TEI-9647
hVDR_H305F

TEI-9647
hVDR_H305F/H397F

2a-methyl-AMCR277A(C23S)
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Ligand Conformation3
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3.18A
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PDBID' Resolution? Reference

[104]

[105]

[106]

[107]

Ligand Name/Notes

2-(3-hydroxypropoxy)-
25-oxocyclopentane-
carboxylate-1a-
hydroxyvitamin Ds

(45)-4-hydroxy-5-[2-methyl-4-(3-
{3-methyl-4-[4,4,4-trifluoro-3-
hydroxy- 3-(trifluoromethyl) but-1-
yn-1-yllphenyl}pentan-3-
yl)phenoxy]pentanoic acid

(45)-4-hydroxy-5-[2-methyl-4-(3-
{3-methyl-4-[(1E)-4,4,4-trifluoro-3-
hydroxy-3 (trifluoromethyl)but-1-
en-1-ylJphenyl}pentan-3yl)
phenoxy]pentanoic acid

[3-fluoro-2'-methyl-4'-(3-{3-
methyl-4-[(1E)-4,4,4-trifluoro-3-
hydroxy-3-(trifluoromethyl)but-1-
en-1-yl]phenyl}pentan-3-
yl)biphenyl-4-yl]acetic acid

2B-(3-hydroxy-1-
propoxy)-1,25D3

(see PDBID: 2HAR)

2a-0Xy-
methylcyclopropanecarbonitr
ile-1,25D3

7,8-cis-14-epi-19-nor-1,25D3
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https://www.rcsb.org/structure/2HAR
https://www.ncbi.nlm.nih.gov/pubmed/16913708
https://www.rcsb.org/structure/3VHW
https://www.ncbi.nlm.nih.gov/pubmed/21472188
https://www.rcsb.org/structure/2HAS
https://www.rcsb.org/structure/3W0A
https://www.ncbi.nlm.nih.gov/pubmed/23453218
https://www.rcsb.org/structure/2HB7
https://www.rcsb.org/structure/3W0C
https://www.rcsb.org/structure/2HB8
https://www.rcsb.org/structure/3W0Y
https://www.rcsb.org/structure/3A2I
https://www.ncbi.nlm.nih.gov/pubmed/20693691
https://www.rcsb.org/structure/3WGP
https://www.rcsb.org/structure/3A2J
https://www.rcsb.org/structure/3WWR
https://www.ncbi.nlm.nih.gov/pubmed/25500068
https://www.rcsb.org/structure/3A3Z
https://www.ncbi.nlm.nih.gov/pubmed/20070104
https://www.rcsb.org/structure/3X31
https://www.sciencedirect.com/science/article/pii/S004040201630223X

Orthologue PDBID! Resolution? Reference

HUMAN
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3AUQ

3AUR

3AX8

3AZ7

3AZ2

1454

194

2644

2214

264

154

1.69 A

[95]

[96]

(76]

[97]

(98]

Ligand Name/Notes

2a-methyl-AMCR277B(C23R)

1,25-3-epi-Ds

14-epi-2a-methyl-1a,
25(0H),-6,7-dehydro-19-
norvitamin D3

14-epi-2B-methyl-1a,
25(0H)2-6,7-dehydro-19-
norvitamin D3

15R-methoxy-1,25D3

(4-{1-Ethyl-1-[4-(2-
hydroxy-3,3-dimethyl-
butoxy)-3- methyl-phenyl]-
propyl}-2-methyl-phenoxy)-
aceticacid

5-(4-{1-Ethyl-1-[4-(2-
hydroxy-3,3-dimethyl-
butoxy)-3- methyl-phenyl]-
propyl}-2-methyl-phenoxy)-
pentanoic acid
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1.83 A [106]  2a-oxy-butanenitrile-1,25D; ~ ™ Yy /
(4PA2) ..‘\\s, Q 2\\6‘ 4
2KB (C31HaNO4)
5-(3-{4-[(25)-2-hydroxy- 3,3- }\’
. dimethylbutoxy]-3-methyl J LY
5V39 2.2A [111]  phenyl}pentan-3-yl)-3-methyl- =, ;,JO\

N-(1H-tetrazol -5-
yl)thiophene-2-carboxamide

8VM (Ca5H3sN503S)


https://www.rcsb.org/structure/3A40
https://www.ncbi.nlm.nih.gov/pubmed/20070104
https://www.rcsb.org/structure/3X36
https://www.sciencedirect.com/science/article/pii/S004040201630223X
https://www.rcsb.org/structure/3A78
https://www.ncbi.nlm.nih.gov/pubmed/21483824
https://www.rcsb.org/structure/4G2I
https://www.ncbi.nlm.nih.gov/pubmed/22957834
https://www.rcsb.org/structure/3AUQ
https://www.ncbi.nlm.nih.gov/pubmed/21500802
https://www.rcsb.org/structure/4ITE
https://www.ncbi.nlm.nih.gov/pubmed/24900728
https://www.rcsb.org/structure/3AUR
https://www.rcsb.org/structure/4ITF
https://www.rcsb.org/structure/3AX8
https://www.ncbi.nlm.nih.gov/pubmed/21539305
https://www.rcsb.org/structure/4Q0A
https://www.ncbi.nlm.nih.gov/pubmed/24818857
https://www.rcsb.org/structure/3AZ1
https://www.ncbi.nlm.nih.gov/pubmed/21795053
https://www.rcsb.org/structure/5GT4
https://www.ncbi.nlm.nih.gov/pubmed/25500068
https://www.rcsb.org/structure/3AZ2
https://www.rcsb.org/structure/5V39
https://www.ncbi.nlm.nih.gov/pubmed/29030554
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3A3 1364
30T 134
TRIK 1.994
1RK3 224
TRKG 194
TRKH  2.28A
204) 1.74 A

(98]

[113]

[114]

Ligand Name/Notes

Ligand Conformation3

5-(4-{1-Ethyl-1-[4-(3-hydro-
xy-4,4-dimethyl-pentyl)-3-
methyl-phenyl]-propyl}-2-
methyl-pheno-xy)-4(S)-

hydroxy- pentanoic acid DS6 (C31Hae0)
1,25-22-0xa-D3
(Maxacalcitol) — 4

MCZ (GHa204)

/

2-methylene-19-nor-
(205)-1,25Ds i@,
+ DRIP205 (NR2)#

VDZ (C37H4403)
1,25D3
+ DRIP 205 (NR2)4

VDX (Co7Ha403)
1a-hydroxy-2-methylene-19-
nor-(20S)-
bishomopregnacalciferol
+ DRIP 205 (NR2)4

VD1 (CasHs602)
2a-methylene-19-nor-1,25D; \
+ DRIP205 (NR2)* JQ\

VD2 (Co7Ha603)

{

172-1,25-17(20)-dehydro-2-
methylene-19-nor-Ds F@, f
-+ DRIP205 (NR2) ' N

VD4 (Co7H4203)

S5

PDBID' Resolution? Reference

5YSY

5Y12

3V1D

3W0G

3WOH

3wol

3WoJ

204

204

274

1.94 &

184

194

1.84 &

(112]

[122]

[123]

Ligand Name/Notes

Ligand Conformation3

14-epi-20-(3-
hydroxypropyl)-19-
nortachysterol

90L (Ca9H4g04)

14-epi-2B-(3-
hydroxypropyl)-19-
nortachysterol

2-methylidene-255-26- "
adamantyl-19,27-dinor
vitammin-1,25D; (ADTK4)

+ DRIP205 (NR2)4
TKD (C36H5,03)

(25)-3-{4-[2-(4-{[(2R)-2-
hydroxy-3,3-dimethylbutyl] oxy}
phenyl)propan-2-yllphenoxy}
propane-1,2-diol
+ DRIP205 (NR2)*

W07 (C4H3405)

(25)-3-{4-[4-(4-{[(2R)-2-
hydroxy-3,3-dimethylbutyl] oxy}
phenyl)heptan-4-yllphenoxy}
propane-1,2-diol

+ DRIP205 (NR2)*

W12 ((38H4205)
(25)-3-{4-[3-(4-{[(2R)-2-
hydroxy-3,3-dimethylbutyl] oxy}
phenyl)pentan-3-yllphenoxy} -
propane-1,2-diol
+ DRIP205 (NR2)*
011 (CagHs505)

(25)-3-{4-[2-(4-{[(2R)-2-
hydroxy-3,3-dimethylbutyl] oxy}-3-
methylphenyl)propan- 2-yl]-2-
methylphenoxy propane-1,2-diol

+ DRIP205 (NR2)*



https://www.rcsb.org/structure/3AZ3
https://www.ncbi.nlm.nih.gov/pubmed/21795053
https://www.rcsb.org/structure/5YSY
https://www.ncbi.nlm.nih.gov/pubmed/29560490
https://www.rcsb.org/structure/3B0T
https://www.rcsb.org/structure/5YT2
https://www.rcsb.org/structure/1RJK
https://www.ncbi.nlm.nih.gov/pubmed/15065852
https://www.rcsb.org/structure/3VTD
https://www.ncbi.nlm.nih.gov/pubmed/24773565
https://www.rcsb.org/structure/1RK3
https://www.rcsb.org/structure/3W0G
https://www.ncbi.nlm.nih.gov/pubmed/23462137
https://www.rcsb.org/structure/1RKG
https://www.rcsb.org/structure/3W0H
https://www.rcsb.org/structure/1RKH
https://www.rcsb.org/structure/3W0I
https://www.rcsb.org/structure/2O4J
https://www.ncbi.nlm.nih.gov/pubmed/17227670
https://www.rcsb.org/structure/3W0J

Orthologue PDBID! Resolution? Reference

204R 1.98 & (114]

27FX 1.99 & [115]

2719 194

27LA 2R [116]

211C 2R

2IMH 214

[117]

2IMI 174

Ligand Name/Notes

17E-1,25-17(20)-dehydro-2-
methylene-19-nor-Ds
+ DRIP205 (NR2)4

VD5 (Co7H4203)

YR301
+ DRIP205 (NR2)*

YR3 (C38H4205)

(205)-1,25-2p-(2-hydroxy
ethoxy)-16-ene-22-thia -26,27-
dimethyl-19,24-dinor-Ds

+ DRIP205 (NR2)*
VDA (Cz8H4605S)

(20R)-1,25-2B-(2-hydroxy
ethoxy)-16-ene-22-thia -26,27-
dimethyl-19,24-dinor-Ds

+ DRIP205 (NR2)*
VDB (Cz8H4605S)

1,25D3
+ DRIP205 (NR2)*

VDX (Co7Ha403)

(25R)-25-adamantyl-1,25-2-
methylene-22,23-
didehydro-19,26,27-trinor-20-
epi-D3

+ DRIP205 (NR2)4

1~
NYA (C34Hs003)

(24R)-24-adamantyl-1,24-2-
methylene-22,23-
didehydro-19,25, 26,27-
tetranor-20-epi-Ds

+ DRIP205 (NR2)# 112 (G3sHs205)

Ligand Conformation3

S6

PDBID' Resolution? Reference

3W5P

3W5Q

3W5R

3WST

3WT5

3WTe

3WT7

194

194

224

2294

194

24

244

[124]

[125]

Ligand Name/Notes Ligand Conformation3

Lithocholic acid

+ DRIP205 (NR2)4

40A (Co4Hq03)
3-keto-lithocholic acid
+ DRIP205 (NR2)4

3KL (Ca4H3503)

el

LOA (Ca6H1204)

d

LHP (C7H4404)

Lithocholic acid acetate
+ DRIP205 (NR2)*

Lithocholic acid propionate
+ DRIP205 (NR2)4

22R-Butyl-2-methylidene-
26,27-dimethyl-19,24-dinor-1q,
25-1,25D3

+ DRIP205 (NR2)4

YAT (G1Hs03)

22R-Butyl-2-methylidene-
26,27-dimethyl-19,24-dinor-1q,
25-1,25D3

+ DRIP205 (NR2)4

YAT (G1Hs03)

22R-Butyl-2-methylidene-
26,27-dimethyl-19,24-
dinor-1,25D;

+ DRIP205 (NR2)4

YA2 (G32Hs403)


https://www.rcsb.org/structure/2O4R
https://www.ncbi.nlm.nih.gov/pubmed/17227670
https://www.rcsb.org/structure/3W5P
https://www.ncbi.nlm.nih.gov/pubmed/23723390
https://www.rcsb.org/structure/2ZFX
https://www.ncbi.nlm.nih.gov/pubmed/18997319
https://www.rcsb.org/structure/3W5Q
https://www.rcsb.org/structure/2ZL9
https://www.ncbi.nlm.nih.gov/pubmed/18539034
https://www.rcsb.org/structure/3W5R
https://www.rcsb.org/structure/2ZLA
https://www.rcsb.org/structure/3W5T
https://www.rcsb.org/structure/2ZLC
https://www.rcsb.org/structure/3WT5
https://www.ncbi.nlm.nih.gov/pubmed/24742174
https://www.rcsb.org/structure/2ZMH
https://www.ncbi.nlm.nih.gov/pubmed/18710208
https://www.rcsb.org/structure/3WT6
https://www.rcsb.org/structure/2ZMI
https://www.rcsb.org/structure/3WT7

Orthologue PDBID! Resolution? Reference

2IMJ 2354

2IXM 3.014

2IXN 214

3A2H 254

3AFR 2R

3AUN 1814

3VJS 1934

(117]

[118]

(94]

[119]

[120]

(78]

Ligand Name/Notes

26-adamantyl-1,25R-2-
methylene-22,23-
didehydro-19,27-dinor-20-epi-
D

+ DRIP205 (NR2)*

(225)-butyl-1,24-24,25,26-
trinor-D3
+ DRIP205 (NR2)*

205(225)-butyl-1,24-24,25,26-
trinor-D3
+ DRIP205 (NR2)*

TEI-9647
+ DRIP205 (NR2)*

225-Butyl-1,24R-
dihydroxyvitamin Ds
+ DRIP205 (NR2)4

YR335
+ DRIP205 (NR2)*

1-(2-[(5)-2,4-
Dihydroxybutoxylethyl)-12-(5-
ethyl-5-hydroxyheptyl)-1,12-
dicarba-closo-dodecaborane
+ DRIP205 (NR2)#

Ligand Conformation3

=

PDBID' Resolution? Reference

4YNK

MI4 (Cs6Hs403)

)

5AWJ

JB1 (CasHag03)
SAWK

JC1 (CogHa603)

|

5B41

TEJ (Co7H3504)
5B5B

1CJ (GiHs,03)
5GIC
5GID

10S (Ci7H42B1004)

S7

234

224

294

1.89 A

24

2354

2154

[126]

[127]

[128]

[129]

[130]

Ligand Name/Notes Ligand Conformation3

25-Hydroxy-25(or 26)-
adamantyl-17-[20(22),23-

diynyl]-19,21,26,27- f@
tetranorvitamin-1,25D;
+ DRIP205 (NR2)# YW2 (C3aHa03)

2-methylene-22S-Hexyl-
19,25,26,27-tetranor-1,25D;
+ DRIP205 (NR2)4

YSL (CzoHso03)

2-methylene-225-ethyl-

19,25,26,27-tetranor-1,25D; + W’
DRIP205 (NR2)*

YSE (Ca6H4203)
2-methylidene-19-nor-1,25D;
+ DRIP205 (NR2)

YSV (Co7H4403)
2-methylidene-26,27-
diphenyl-19-nor-1,25D;
+ DRIP205 (NR2)

AKX (C39H5,03)

26,23-lactam-N-
phenethyl-1,25D;

+ DRIP205 (NR2)
DLC (C3sHsiNO4)
26,23-lactam-N-
phenylbutyl-1,25D3
+ DRIP205 (NR2)¢
VDP (Ca7Hs3NO4)


https://www.rcsb.org/structure/2ZMJ
https://www.ncbi.nlm.nih.gov/pubmed/18710208
https://www.rcsb.org/structure/4YNK
https://www.ncbi.nlm.nih.gov/pubmed/26613420
https://www.rcsb.org/structure/2ZXM
https://www.ncbi.nlm.nih.gov/pubmed/19193059
https://www.rcsb.org/structure/5AWJ
https://www.ncbi.nlm.nih.gov/pubmed/26515040
https://www.rcsb.org/structure/2ZXN
https://www.rcsb.org/structure/5AWK
https://www.rcsb.org/structure/3A2H
https://www.ncbi.nlm.nih.gov/pubmed/20693691
https://www.rcsb.org/structure/5B41
https://www.ncbi.nlm.nih.gov/pubmed/27535484
https://www.rcsb.org/structure/3AFR
https://www.ncbi.nlm.nih.gov/pubmed/20211257
https://www.rcsb.org/structure/5B5B
https://www.ncbi.nlm.nih.gov/pubmed/27294600
https://www.rcsb.org/structure/3AUN
https://www.ncbi.nlm.nih.gov/pubmed/21889334
https://www.rcsb.org/structure/5GIC
https://www.ncbi.nlm.nih.gov/pubmed/27500498
https://www.rcsb.org/structure/3VJS
https://www.ncbi.nlm.nih.gov/pubmed/22066785
https://www.rcsb.org/structure/5GID

Orthologue PDBID! Resolution? Reference

3T

3VRT

3VRU

3VRV

3VRW

3VT3

3VT4

24

244

24

194

244

174

194

(78]

(54]

[121]

Ligand Name/Notes

1-(2-[(R)-2,4-
Dihydroxybutoxy]ethyl)-12-(5-
ethyl-5-hydroxyheptyl)-1,12-
dicarba-closo-dodecaborane
+ DRIP205 (NR2)4

2-methylidene-17-[(2R)-5-
hydroxypentan-2-yl]-
+ DRIP205 (NR2)4

2-methylidene-17-[(2R)-5-
hydroxy-5-methylhexan-2-
yll-1,25D;

+ DRIP205 (NR2)4

2-methylidene-17-[(2R)-5-
ethyl-5-hydroxyheptan-2-yl]-
+ DRIP205 (NR2)4

2-methylidene-17-[(2R,35)-3-
butyl-5-ethyl-5-
hydroxyheptan-2-yl]-1,25D3
+ DRIP205 (NR2)#

1,25D3
rVDR_R270L
+ DRIP 205 (NR2)4

2Z-hydroxyethylidene-16-
ene-22-thia-1,25-dinorvitamin
D

rVDR_R270L

+ DRIP 205 (NR2)#

Ligand Conformation3

10R (C7H42B1004)

IS Xo Wy

Y52 (C4H3503)

YS3 (C6H4203)

YSD (CagHa603)

YS5 (G3yHs403)

EDO FMT (Ca7Ha403)

e

5Y1 (C8H44045)

>

PDBID' Resolution? Reference

5GIE

SH1E

5XPL

5XPM

5XPN

5XPO

5XPP

2394

264

2054

224

1.96 A

2284

2854

[130]

[131]

[132]

Ligand Name/Notes

26,23-lactam-N-
phenylbutyl-1,25D3
+ DRIP205 (NR2)4

1,25D;
+TIF2 (NR2)5

225-butyl-25-hydroxyphenyl- 2-
methylidene-19,26,27-

Ligand Conformation3

VDP (Ca7Hs3NO4)

VDX (Co7Ha403)

trinor-25-oxo-1-hyd roxyvitamir)%
D; S

+TIF2 (NR2)s

225-Butyl-25RS-
hydroxyphenyl-25-methoxy-2-
methylidene -19,26,27-
trinor-1-hydroxyvitamin D3

+ DRIP205 (NR2)4

25RS-(hydroxyphenyl)-25-
methoxy-2-methylidene-
19,26,27-trinor-1-
hydroxyvitamin D3

+ DRIP205 (NR2)4

25-(hydroxyphenyl)-2-
methylidene-19,26,27-
trinor-25-oxo-1-hydroxyvitamin
D;

+ DRIP205 (NR2)4

25RS-(Hydroxyphenyl)-2-
methylidene-19,26,27-trinor
-1,25D3

+ DRIP205 (NR2)4

89 (G35Hs004)

80 (C36Hs404)

8B0 9RO (C3,H4604)

8BL (G1H4204)

8BF ((31H404)


https://www.rcsb.org/structure/3VJT
https://www.ncbi.nlm.nih.gov/pubmed/22066785
https://www.rcsb.org/structure/5GIE
https://www.ncbi.nlm.nih.gov/pubmed/27500498
https://www.rcsb.org/structure/3VRT
https://www.ncbi.nlm.nih.gov/pubmed/22512505
https://www.rcsb.org/structure/5H1E
https://www.ncbi.nlm.nih.gov/pubmed/27890450
https://www.rcsb.org/structure/3VRU
https://www.rcsb.org/structure/5XPL
https://www.ncbi.nlm.nih.gov/pubmed/28954197
https://www.rcsb.org/structure/3VRV
https://www.rcsb.org/structure/5XPM
https://www.rcsb.org/structure/3VRW
https://www.rcsb.org/structure/5XPN
https://www.rcsb.org/structure/3VT3
https://www.ncbi.nlm.nih.gov/pubmed/23944708
https://www.rcsb.org/structure/5XPO
https://www.rcsb.org/structure/3VT4
https://www.rcsb.org/structure/5XPP

Orthologue PDBID! Resolution? Reference

3VT5

3VT6

3VT7

3VT8

3VT19

3VTB

3VTC

2114

234

1.65A

214

2354

24

154

[121]

[122]

Ligand Name/Notes Ligand Conformation3

2E-hydroxyethylidene-16-
ene-22-thia-1,25-dinorvitamin

D3
rVDR_R270L g

+ DRIP 205 (NR2)# Y12 (CosHa4045)

2Z-hydroxyethylidene-16-
ene-22-thia-1,25-dinorvitamin
D3

rWVDR_WT

+ DRIP 205 (NR2)# 5Y1 (CosHas04S)

1,25D3
rVDR_W282R
+ DRIP 205 (NR2)4

VDX (Co7Ha403)

9a-butyl-1,25-norvitamin Ds
rVDR_W282R

+ DRIP 205 (NR2)

g

Yo

Y13 (GoHs03)

2-hydroxyethylidene-9a-
(prop-2-en-1-yl)-1,25-
norvitamin D3
rVDR_W282R

+ DRIP 205 (NR2)4 4 (C31Hs104)
2-methylidene-255-25-

adamantyl-19,26,27-

trinorvitamin-1,25D; (ADTK1)

+ DRIP 205 (NR2)4
TKA (CssHs003)

o

EDO, TK3 (C36Hs205)

2-methylidene-25R-26-
adamantyl-19,27-
dinorvitammin 1,25D; (ADTK3)
+ DRIP 205 (NR2)4

S9

PDBID' Resolution? Reference

5XUQ

5XZF

5XZH

5IWE

5IWF

5IWH

5ZWI

284

214

24

2724

214

2384

244

[133]

[134]

Ligand Name/Notes Ligand Conformation3

2-methylidene-19,26,27-
trinor-22-(S)-butyl-1-hydroxy-
25-0x0-25-(1H-pyrrol-2-yl)-
vitamin D3

+ DRIP205 (NR2)4

8FF (C33H49NO3)

255-(Adamantan-1-yl)-26,27-
dinor-23-yne-1a,25D; (ADRO1)
+ DRIP205 (NR2)*

8J0 (G3sHs003)

25R-(Adamantan-1-yl)-26,27-
dinor-23-yne-1a,25D; (ADR02)
+ DRIP205 (NR2)*

8J3 (G3sHs003)

1,3-Dihydroxy-2-
methylidene-9,10-
secoestra-5,7-dien-17-(hept-1-
en-3-one)
+ DRIP205 (NR2)4 9K (CagH350)
1,3-Dihydroxy-2-
methylidene-9,10-secoestra-
5,7-dien-17(-oct-2-en-4-one)
+ DRIP205 (NR2)4

9KR (Co7H4003)
1,3-Dihydroxy-2-
methylidene-9,10-secoestra-
5,7-dien-17-(oct-6-en-4-yn-3-
one)

+ DRIP205 (NR2)* 9KX 9N9 (Co7H3603)

1,3-Dihydroxy-2-
methylidene-9,10-
secoestra-5,7-dien-17-
(octa-4,6-dien-3-one)

+ DRIP205 (NR2) 9KX (Cz7H3503)


https://www.rcsb.org/structure/3VT5
https://www.ncbi.nlm.nih.gov/pubmed/23944708
https://www.rcsb.org/structure/5XUQ
https://www.rcsb.org/structure/3VT6
https://www.rcsb.org/structure/5XZF
https://www.ncbi.nlm.nih.gov/pubmed/29989817
https://www.rcsb.org/structure/3VT7
https://www.rcsb.org/structure/5XZH
https://www.rcsb.org/structure/3VT8
https://www.rcsb.org/structure/5ZWE
https://www.ncbi.nlm.nih.gov/pubmed/29936834
https://www.rcsb.org/structure/3VT9
https://www.rcsb.org/structure/5ZWF
https://www.rcsb.org/structure/3VTB
https://www.ncbi.nlm.nih.gov/pubmed/24773565
https://www.rcsb.org/structure/5ZWH
https://www.rcsb.org/structure/3VTC
https://www.rcsb.org/structure/5ZWI

Orthologue PDBID! Resolution2 Reference  Ligand Name/Notes Ligand Conformation3 PDBID' Resolution? Reference  Ligand Name/Notes Ligand Conformation3

Gemini-0097

JHBH  265F  [135] 21;’;2"23&22)6'23"“3’"5'1'25"3 4RUP 275A  [140] VDR L337H ~
+3RCT(NR2) +SRCT (NR2)S ™
XE4 (Cy6H3403) H97 (C31H44F604) %
1250 1a-hydroxy-27-nor-25-0-
2HC4 224 ' SE7V 244 [44]  carbonyl-vitamin D
6
+ SRCT (NR2) 1 SRCT (NR)S
[136] VDX (Co7H4403)
Gemini BXL0124
HOD 264 + SRC1 (NR2)S 5lGA 254 41 e s

BIV((oH540)

(D578 1a,20S-dihydroxyvitamin D3
3RT 27A 1370 ey s j 5MX7 - 1.984 a2l e (B2 -

(5D (CaaH3;F603) D3V (C7H4403)

6VH (C32Ha0F604)

(229)-[(5'S)-(2"-hydroxy-2"-
propyl)-(2'R)-
SNKY  2.1R tetrahydrofuryl]-22,23,24,25,
26,27-hexanor-1,25D;
+ SRC1 (NR2)6 9TW (CosHaa02)
(225)-[(5'R)-(2"-hydroxy-2"-
. propyl)-(2'S)- N
5NMA 2.8A [143]  tetrahydrofuryl]-22,23,24,25,
26,27-hexanor-1,25D; N
HO7 (CGiHesFs04) +SRCT (NR2)S 9CW (CasHesa)
(229)-[(5'S)-(2"-hydroxy-2"-
) propyl)-(2'S)-
5NMB 25A tetrahydrofuryl]-22,23,24,25,
26,27-hexanor-1,25D;

0U3 (CorHssNOs) +5RC1 (NR2)® 9C7 (CoatesOs)

o Gemini-0072
301D 24A +SRCT (NR2)S &

[138]

G72 (G31HasF604)

Gemini-0097

301E 25A +SRCT (NR2)S

JF-(72

4HH 233K 039 g

S10


https://www.rcsb.org/structure/2HBH
https://www.ncbi.nlm.nih.gov/pubmed/17346665
https://www.rcsb.org/structure/4RUP
https://www.ncbi.nlm.nih.gov/pubmed/25620699
https://www.rcsb.org/structure/2HC4
https://www.ncbi.nlm.nih.gov/pubmed/17218092
https://www.rcsb.org/structure/5E7V
https://www.ncbi.nlm.nih.gov/pubmed/28808527
https://www.rcsb.org/structure/2HCD
https://www.rcsb.org/structure/5LGA
https://www.ncbi.nlm.nih.gov/pubmed/27650654
https://www.rcsb.org/structure/3DR1
https://www.ncbi.nlm.nih.gov/pubmed/18940664
https://www.rcsb.org/structure/5MX7
https://www.ncbi.nlm.nih.gov/pubmed/28860545
https://www.rcsb.org/structure/3O1D
https://www.ncbi.nlm.nih.gov/pubmed/22180837
https://www.rcsb.org/structure/5NKY
https://www.ncbi.nlm.nih.gov/pubmed/28399453
https://www.rcsb.org/structure/3O1E
https://www.rcsb.org/structure/5NMA
https://www.rcsb.org/structure/4FHH
https://www.ncbi.nlm.nih.gov/pubmed/22921063
https://www.rcsb.org/structure/5NMB

Orthologue PDBID! Resolution2 Reference

4FHI

4G1D

4G1Y

4617

4G20

4621

4G2H

244

294

2854

254

294

294

254

[139]

[108]

Ligand Name/Notes

JF-CN
+ SRC1 (NR2)e

(D4720
+ SRC1 (NR2)e

(D3938
+ SRC1 (NR2)¢

(D43802
+ SRC1 (NR2)¢

(D4349
+ SRC1 (NR2)¢

(D4742
+ SRC1 (NR2)¢

(D4528
+ SRC1 (NR2)¢

Ligand Conformation3
&J 50W7
N

054 (C7H39NOs)
7
. 50W9
OVK (GsoHs504)
g

y 50WD

0VO (Cy6H3404)

Fw%( 6F07
OVP (C31Hs003)

‘%V‘%( 608
484 (C31H4003
7~
6F09
)

OVP (G31H4004

Fgf 6F0B

0VQ (CsHasFe03)

S11

214

244

2154

2594

234

27h

275h

PDBID' Resolution? Reference

[144]

(83]

Ligand Name/Notes Ligand Conformation3

20-N-isopropylacetamide-
1,20S-dihydroxyvitamin Ds

+ SRCT (NR2)8
AYK (Co6H41NO3)
20S-hydroxyvitamin D3
+ SRCT (NR2)8
AYT (G7Hu40,)

24-ene-20S-hydroxyvitamin D3

+SRCT (NR2)S r%( i

BOB (C27H420)
(1R,35,2)-5-{(E)-3-[3-(6-Hydroxy-6- 4
methylheptyl) phenyl]hept-2-en-1- f

ylidene}-4- methylene
cyclohexane-1,3-diol

+ SRC1 (NR2)6 -
LI LX3 (CagH4203)

<

DZT (C30H4603)

(1R,35,2)-5-{(E)-3-[3-(6-Hydroxy-6-
methylheptyl) phenyllnon-2-en-1-
ylidene}-4- methylene
cyclohexane-1,3-diol

+ SRC1 (NR2)6

(1R,3S,2)-5-{(E)-3-[3-(6-Hydroxy-6-
methylheptyl) phenyl]hex-2-en-1-
ylidene} -4-
methylenecyclohexane- 1,3-diol

+ SRC1 (NR2)6
(NR2) EOE (Co7H05)

7

(1R,3S,2)-5-{(E)-3-[3-(6-Hydroxy-6-
methylheptyl) phenyl]dec-2-en-1-
ylidene}-4- methylene
cyclohexane-1,3-diol

6
+ SRC1 (NR2) DZW (C31H4503)


https://www.rcsb.org/structure/4FHI
https://www.ncbi.nlm.nih.gov/pubmed/22921063
https://www.rcsb.org/structure/5OW7
https://www.ncbi.nlm.nih.gov/pubmed/29367669
https://www.rcsb.org/structure/4G1D
https://www.ncbi.nlm.nih.gov/pubmed/22957834
https://www.rcsb.org/structure/5OW9
https://www.rcsb.org/structure/4G1Y
https://www.rcsb.org/structure/5OWD
https://www.rcsb.org/structure/4G1Z
https://www.rcsb.org/structure/6FO7
https://www.ncbi.nlm.nih.gov/pubmed/29733645
https://www.rcsb.org/structure/4G20
https://www.rcsb.org/structure/6FO8
https://www.rcsb.org/structure/4G21
https://www.rcsb.org/structure/6FO9
https://www.rcsb.org/structure/4G2H
https://www.rcsb.org/structure/6FOB

Orthologue PDBID! Resolution2 Reference  Ligand Name/Notes Ligand Conformation3 PDBID' Resolution? Reference  Ligand Name/Notes Ligand Conformation3

(1R,3S,2)-5-{(E)-3-[3-(6-Hydroxy-6- :
] 1,25D; i methylheptyl)phenyl]pent-2-en-1- ]
4RU) 2.35 ZVDR_L337H 6FOD 25 [83]  ylidene}-4- methylene , [
+SRCT (NR2)S Q’ cyclohexane-1,3-diol w

+ SRC1 (NR2)6
[140] VDX C27H4403 (NR2) E05 (Cz6H3503)

Gemini

4RU0 2814 ZVDR_L337H @_
+SRC1 (NR2)6

BIV ( (32H5404

4XWQ - - 1,25D3-26,23-lactams (DLAMS) 4XY0 -

1,25D3-26,23-lactams (DLAMS)

4XXZ - - 1,25D3-26,23-lactams (DLAMS) 4XY1 - 1,25D3-26,23-lactams (DLAMS)

lJNRELEASED
-

' Protein Data Bank identifier

2 Atomic resolution of the crystal structure in Angstrom

3The conformation of the ligand extracted from the crystal structure

4 Synthetic peptide corresponding to NR2 Box of DRIP205/TRAP220/MED1 625-KNHPMLMNLLKDN-637
5 Synthetic peptide corresponding to NR2 Box of TIF2/NCOA2 740-KENALLRYLLDKD-752

6 Synthetic peptide corresponding to NR2 Box of SRCT/NCOA1 686-RHKILHRLLQEGSPS-700

— no publication available

S12


https://www.rcsb.org/structure/4RUJ
https://www.ncbi.nlm.nih.gov/pubmed/25620699
https://www.rcsb.org/structure/6FOD
https://www.ncbi.nlm.nih.gov/pubmed/29733645
https://www.rcsb.org/structure/4RUO

