COMPOUND INFORMATION

Calcitriol

CAS Registry No.:
Formal Name:

EUBOPEN ID:

32222-06-3

(1R,3S,2)-5-(2-((1R,3aS,7aR E)-1-
((R)-6-hydroxy-6-methylheptan-2-
yl)-7a-methyloctahydro-4H-inden-4-
ylidene)ethylidene)-4-
methylenecyclohexane-1,3-diol

EUB0001478a

"'OH

Molecular Formula: C2/H4403
Molecular Weight: 416.65 g/mol
O[C@H](C/C1=C/C=C2[C@@]([H])
Smiles: ([C@@]3(CCC2)C)CCIC@I3(HNl |,
C@@H](CCCC(O)(C)C)C)CIC@
H](C1=C)O
Recommended
o 1 uM
concentration:
Biological activity
Type IC?EI/,\IE/I?SO Reference
Mtai“ NR ™ NR11 (VDR) Agonist 0.10 inhouse
arget:
NR off-

target:



Enabling & Unlocking Biology in the OPEN

Z
O
—
<
=
04
O
LL
Z
Q
r
=
O
o
=
)
o

ty

Identi
TH NMR

~1000

900

800

700

600

500

400

~300

200

100

i

O5SWA TS
LLT
BLT
08T
08T

£
LBE
86'E
26'E
BE'E
+#0'F
8T’k
8Tt
(8
St
S
SLF
9L
S8'F
98’k
fara=}
s
Le's
66'S
81’9
0z'9

/

E

E

260

%60

%60

12 10 08 06 04 02 00

1.4

18 16

f1 (ppm)

»4 62 6.0 58 56 54 52 50 48 46 44 42 40 38 36 34 32 3.0 28 26 24 22 20

3C NMR

450

400

350

~300

250

200

150

100

0S5 6966
0SIWd B26E)
OSIA S8'6E
OSWA PE'EE
0SWA 200k
OSWATTOp
ETER
9T PP

PEPE
0E'Sk
9955
86’55

6059 —
589
mh.me

66801 —
ST
=l
98T —

ELOPT—

ES'erT—

L)

140 130 120 110 100 %0 80 70 60 50 40 30 20 10
f1 (ppm)

150



COMPOUND INFORMATION
Purity

LC-MS

MS: ESl-positive, m/z 399/133 (blue), m/z 399/151 (red), loss of H20 under these conditions
(see e.g. D.A. Volimer et al., Mass Spectrom. Rev. 2-23, 34, 2015 and C.J. Hedman et al., J.
Chromatogr. B. Analyt. Technol. Biomed. Life Sci. 62—67,2014)

LC: 0.1% HCOOH/ACN (20/80)

Intensity, cps
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LC-UV
LC: 0.1% HCOOH/ACN (30/70)
DAD: 240, 250, 265 (XWC), 280, 300 nm

[ TWC of DAD Signal Data: from Sarple 226 (Calcitriol_10 uM_P) of GH_24.wiff Mex. 48.7 mAU,
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[ E XWC of DAD Signal Data: 265.0 nmfrom Sanple 226 (Calaitriol_10 uM_P) of GH_24.wiff Mex. 13.4 mAU|
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Biological activity

Calcitriol
VDR - EC5, 0.10 £ 0.03 uM

87 £ 7 fold activation
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