Serine

Other names:

Inchi:
InchiKey:
Formula:
SMILES:

Mol. weight [g/mol]:

CAS:

(R)-(-)-serine

(R)-2-amino-3-hydroxypropanoic acid

(S)-(-)-Serine

(S)-2-Amino-3-hydroxypropanoic acid

(S)-Serine
2-Amino-3-hydroxypropanoic acid-, (S)-

2-Amino-3-hydroxypropionic acid

3-Hydroxyalanine

D-serine
L-(-)-Serine

L-Ser

L-Serine
Propanoic acid, 2-amino-3-hydroxy-, (S)-

Serine, L-

[-2-Amino-3-hydroxy-propanoic acid
[-2-Amino-3-hydroxypropionic acid

propanoic acid, 2-amino-3-hydroxy-, (R)-

«alpha»-Amino-«beta»-hydroxypropionic acid-, (S)-
«beta»-Hydroxyalanine
A«alphaA»-Amino-A«betaAx»-hydroxypropionic acid-, (S)-
A«betaA»-Hydroxyalanine

INChl=1S/C3H7NO3/c4-2(1-5)3(6)7/h2,5H,1,4H2,(H,6,7)/t2-/m1/s1
MTCFGRXMJLQNBG-UWTATZPHSA-N
C3H7NO3
NC(CO)C(=0)0
105.09

56-45-1

Physical Properties

Property code Value Unit Source
affp 912.50 kJ/mol NIST Webbook
affp 904.50 = 4.30 kJ/mol NIST Webbook
affp 914.60 kJ/mol NIST Webbook
basg 880.70 kJ/mol NIST Webbook
basg 870.60 £ 4.30 kJ/mol NIST Webbook
chs -1448.21 + 0.18 kJ/mol NIST Webbook




of -364.17 kJ/mol Joback Method

hf -493.78 kJ/mol Joback Method
hfs -732.73 £ 0.28 kJ/mol NIST Webbook
hfus 14.97 kJ/mol Joback Method
hvap 72.63 kJ/mol Joback Method
log10ws -1.14 Aqueous Solubility
Prediction Method
logp -1.609 Crippen Method
mcvol 76.420 ml/mol McGowan Method
pc 7014.41 kPa Joback Method
Sss 149.16 J/molxK NIST Webbook
tb 578.36 K Joback Method
tc 760.22 K Joback Method
tf 363.40 K Joback Method
vC 0.271 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 204.33 J/molxK 699.60 Joback Method
cpg 208.59 J/molxK 729.91 Joback Method
cpg 184.80 J/molxK 578.36 Joback Method
cpg 190.08 J/molxK 608.67 Joback Method
cpg 195.08 J/molxK 638.98 Joback Method
cpg 199.83 J/molxK 669.29 Joback Method
cpg 212.60 J/molxK 760.22 Joback Method
cps 138.90 J/molxK 298.15 NIST Webbook
cps 135.56 J/molxK 298.15 NIST Webbook

Sources
Thermodynamics of proton https://lwww.doi.org/10.1016/].jct.2005.07.019

dissociations from aqueous serine at ) i
M@ém@ f@:nh shrdy1efteezore15) K, https://www.doi.org/10.1016/j.tca.2014.08.032

DR p‘;@éﬁéo Lognol Ae  itpsi/w doi 0rg/10.1021/je500825a

ghy a8 E@%H HH”O https://en.wikipedia.org/wiki/Joback_method

e?tﬁe@@mﬁy& Lg ethod http://onschallenge.wikispaces.com/file/view/AqueousDataset002.xIsx/351826032/AqueousDs
McGowan Method: http://link.springer.com/article/10.1007/BF02311772

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C56451&Units=SI




Crippen Method:

Legend

http://pubs.acs.org/doi/abs/10.1021/ci9903071

affp: Proton affinity

basg: Gas basicity

chs: Standard solid enthalpy of combustion

cpgy: Ideal gas heat capacity

cps: Solid phase heat capacity

gf: Standard Gibbs free energy of formation

hf: Enthalpy of formation at standard conditions

hfs: Solid phase enthalpy of formation at standard conditions
hfus: Enthalpy of fusion at standard conditions

hvap: Enthalpy of vaporization at standard conditions
logl0ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

Ss: Solid phase molar entropy at standard conditions
th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume
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