ProPred: lllustration with Corticosterone (CAS Number: 000050-22-6)

Step 1a: Insert the molecular description as Or Step 1b: Draw the 2-D molecular structure
SMILES

Copy Image as a Bit Map

Import b SMILES
p HO
Import SMILES (23w Lll' o
SMILES: | CICCC2-CC(=0)CCC12CC3C0040(=0]CE, OH

OF. | Cancel |

Step 2: View the calculated properties (partial list shown)

O E e [ B e BB BL b he ap B BS | Y CHEN | ALD Prim Sec Fune H: Mum 0T BE H 7
Summary | Marrero and Gani | Constantinou and Gani | Joback and Reid || Polymers Cl _MG | Polymers VK |

roperty Yalues estimated by using methods
included in ProPred o

Conpound Hame ;. Corticosterons

Compound CAS ;. Qoo0&0-22-6

Compound Smiles 0 OCC{=0)ClCCC2C3CCC4=CC{=0)CCC4{C)CIC{0)ICCLLC
Compound Formula ;. CZ1H3I0OL

Hw {(g-mol) ¢ 36 45

m

Connectivity Index (CI) walues:

zeroth—order (atomic) CI 0 9.67
first—order {(bond) CI c3.33 -

PC-Saft parameters:

m . 11 778100
=igma ;. 3.340721
ep=ilon . 271.79%6693

Best estimates are suggested for sach property sccording to
developers' criteria. See detailed estimates through sach method
in the corresponding pages

WARNING:
Aoccuracy of some estinated properties (e.g. Hansen paramsters)
might be poor if the melting point i=s far above 298 K

Frimary Froperties

Property Hethod Unit E=t Value Exp.Value Fel Error Abs. Error
Tm MG K 457 .57 454 15 0.75 3.42
Th HG K 701.09 Hoh HoR Hoh
T HGE K 874 41 Hoh Hok Hoh
Fo JuLes bar 17 .58 Hod Hok Hoh
Vi HG cm¥ - mol 1050.05 Hoa Hrod Hod
Zc Wilson 0.z2z20 Hoa Hrod Hod
GE[298K] HG kI mol —395 .90 EFY H-oa IS
Hf [29BK] HG kI mol -1163 .69 Hoh HoR Hoh
onega MG 1.716 Hoh Hod Hoh
Hw[298K] HGE kI mol 158 28 Hoh Hok Hoh
Hw[Th] JuLes kI mol 128 .93 Hod Ho& Hoh

Hfus MG kI mol 22.83 N Hod Nod

Tt or s mTEn e - . 1 A am ar oo oL ar oo




Fp HG K 679.03 Hod Hod Ho&
Viscosity HG cp 28357 .60 Heod Heoi Hoi
THERM . COND HG i m—K Hod Heod Heoi Hoi
—Log(LC50)FH HG LogimolsL) 3.45 HoR Hod HAR
—Log(LC50)DH xxxxxx  Log(mol-L) HAA HoR Hod HAR
—Log(LDE0) HG Logimol-kg) 3.77 Hoh Hoh Hod
Logi(BCF) HG -0 35 Hoh Hoh Hoh
-Log(FPEL} HG Logimol- m3) 6. 64 Hoh Hoh Hoh
—Log(FCO) HG n.30 Hod Hoh Hoh
Logi{GWE) 33 KX Hod Hod Ho& Hod
Logi{ODF) 33 KX Hod Hod Ho& Hod
Logi{AF) 33 KX Hoa Hoa Hod Hoa
-Log{ETAC) HG Logi{cas-kg) 5.09 Hoa Hod Hoa
-Log(ETANonC) *xxkk* Log(caz-lg) Hroh Hod Hod Hod
-Log{ERAC) HG Logi{cas-kg) 5.28 Hoa Hod Hoa
-Log(ERANonC) *xxkk* Log(caz-lg) Hroh Hod Hod Hod
-Log(EFTC) HG Log{cas-kg) &.35 Hoa Hoa Hoa
-Log (EFWHonC) *xxkk* Loglcaz-lg) Hoh Hoh Hoh Hod
-Log(ESUC) HG Logi{cas-kg) 9.32 Hoi Hoi Hoi
-Log(ESWHonC) ®xxx%x  [oglcas-lkg) HoA Hoh Hoh Heoh
-Log(ENSC) HG Logi{cas-kg) 7.27 Heoi Hoi Hoi
-Log(EHSHonC) *xxxxxx  [oglcas-kg) HoA Hoh Hoh Hoh
~Log(EASC) HG Logica=~kg) 7.05 HoR Hod HAR
-Log(EASHonC) xxxxxx  [oglcas-lkg) HoA Hoy Hody Hoy
secondary Properties

Froperty Hethod Tnit E=t Value Exp Value Fel Error Ab= Error
ila} HG 0.254 Hod Hoh Hoh
Sfus HG Jo (mol=K) B0 26 Hod Ho& Hod
Tm[Tb] HG cm¥omol 417 .90 Hod Ho& Hod
Fefractive Index HG 1.27 Hoa Hod Hoa
Holar Refraction 33 KX Hoa Hoa Hod Hoa
Clozed Flash Temp. CG K £34 57 Hoa Hod Hoa
Open Flash Temp. C K BOE . 27 Hod Hod Hod
Dipolar moment *x%k¥% Jdebye Hod Hod Hod Hod
Dielectric const. #*x*xEx Hoa Hoa Hoa Hoa
Henrvy[£98K] *®x%kEE  haremi-mol Hoh Hoh Hoh Hod
HeGowan Volumne Wilzon cmi-mol 273.89 Hoi Hoi Hoi

i =
oG o=
IR =
Jilson =
EIEENHFE =

Harrero and Gani method
Constantinou and Gani method
Joback and REeid method
Wilson method
Method not awvailable

Functional Froperty {(from MG}
Diffusion coefficient at infinite dilution in water

Temp . (K} Eztimated Values (1. 0E-Scmir=)
454 .15 4.4548
466,15 4,528
168,15 4,598
470,15 4. 6619
472 .15 4.741
474 .15 4.813
476 .15 4 887
478 15 4 961
480 .15 5. 036
482 15 5 11z
484 15 5. 188

Functional FProperty (from MG)
Liguid Den=itvy

Temnp . (K Eztimated Value (g cm?)
464 15 1. 8091
466 .15 1. 8056
468 15 1. 8022
470 .15 1.7987
472 .15 1.7952
474 .15 1.7918
176,15 1.7883
478 .15 1.7848
480,15 1.7813
482 .15 1.7778
484 15 1.7743




