Materials StudioR

COMPASS I Il

Dr Peter Aldred

Products
Amorphous Cell
COMPASS
Discover

Company
Lenzing AG,
Austria

Christian-Doppler
Laboratory of the
Chemistry of
Cellulosics Fibres
and Textiles,
Institute of Textile
Chemistry and
Textile Physics,
University of
Innsbruck

N-methyl morpholine A-oxide
(NMMO)

Christian-Doppler Laboratory for the Chemistry of Cellulosic Fibres and
Textiles  Peter Aldred B

Sarko IB

P, a=8.27
A, b=10.38A,c=7.85A, B =96.3°

O-H C-H C-O-H C-C-H
O-C-H

P2,




COMPASS

Kroon-Batenburg

NVT
1.0 1.0

Ib

Anderson
10,000

A, b=10.42 A, c=7.44 A, and B =98.33°

/B

298 K

COMPASS

a=28.02




abc B 3.0 0.4 5.2

2.1 % COMPASS Ib
P2, Kroon-Batenburg
2 Raymond
P2, a=800A bh=9.06A ¢c=10.38A y =
116.8° Raymond
Pl
Il 2

a=8.00 A

b=898A ¢=10.38A B =115.88°




0.79 %

P2,
Gessler

kcal/mol
Lyocell  Viscose

Materials Studio

abc B
COMPASS

COMPASS
I
60.6 kcal/mol

17.1 kcal/mol

0 077 0

Kroon-Batenburg

Il 43.5

Discover

NMMO/

/



Flory-Huggins
MesoDyn

IR

Sarko A.; Muggli R., Macromolecules, 1974, 7, 486.

Kroon-Batenburg L.M.J.; Kroon J., Glycoconjugate Journal, 1997, 14, 677.
Raymond S.; Kvick A.; Chanzy H.. Macromolecules, 1995, 28, 8422
Gessler K.; Krauss N.; Steiner T.; Betzel C.; Sarko A.; Saenger W.. J. Am.
Chem. Soc., 1995, 117, 11397



