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PHASE=Illite1Mtdisref1 SpacegroupNo=12 HermannMauguin=C12/m1 //
Group=Silicates Formula=K0.7_Al2_((OH)2_Al_Si3_O10) ICDD=0 Reference=0 //
PARAM=A=0.52_0.517^0.521 PARAM=B=0.899_0.896^0.903 PARAM=C=1.02_1.01^1.03 //
PARAM=BETA=101.4_101^101.8 //
RP=4 LIMIT2=10 ANISOLIMIT=4 GEWICHT=SPHAR2 PARAM=k2=0.000002_0^0.0001 //
RefMult=2 PARAM=g2=0.6_0.1^0.9 //
GEWICHT[1]=(1-g2)*GEWICHT GEWICHT[2]=g2*GEWICHT GOAL:Illite1Mtdisref1=GEWICHT //
pi==2*acos(0) //
sinBETA==sin(BETA*pi/180) //
cosBETA==cos(BETA*pi/180) //
// Definition der L"angen der Rots||c-Achse f"uer beide Subphasen
PARAM=cb1=0.1_0^0.5 b11[1]=cb1*b11[2] PARAM=b11[2]=0.3_0^0.7 //
// quadratische Aufweitung der Subphase (Breite der 0k0-Reflexe mit k!=3n)
PARAM=c1sqr=0.25_0^1.7 //
// Verschiebung dieser Reflexe durch quadratische Effekte
PARAM=c2=0.5_0^2.4 //
// Breite der scharfen Reflexe k==3n,
// wird breiter fuer ungeordnete Phase 
b10[2]=ANISOLIN^0.01 b10[1]=b10[2]*cb1 //
// Orientierungsfaktor
faktor=abs(l/C-h*cosBETA/A)/(sk*sinBETA) //
B1=b10[iref]+ifthenelse(mod(k,3),b11[iref]*faktor,0) //
B2=k2*sqr(sk)+ifthenelse(mod(k,3),
sqr(sqrt(sqr(sk)+sqrt(c1sqr)*sqr(b11[iref]))-sk),0) //
DELTAsk=ifthenelse(mod(k,3),sqrt(sqr(sk)+c2*sqr(b11[iref]))-sk,0)

E=(AL+3(0.01))  Wyckoff=a x=0 y=0 z=0 TDS=0.004
E=(AL+3(0.99))  Wyckoff=g x=0 y=0.667 z=0 TDS=0.004
E=(SI+4(0.8),AL+3(0.2))  Wyckoff=j x=0.417 y=0.329 z=0.27 TDS=0.003
E=(K+1(0.7))  Wyckoff=d x=0 y=0 z=0 TDS=0.01
E=(O-1(1))  Wyckoff=j x=0.172 y=0.728 z=0.335 TDS=0.007
E=(O-1(1))  Wyckoff=j x=0.348 y=0.691 z=0.11 TDS=0.007
E=(O-1(1))  Wyckoff=i x=0.581 y=0 z=0.895 TDS=0.007
E=(O-1(1))  Wyckoff=i x=0.019 y=0 z=0.68 TDS=0.007



Musc2m1

PHASE=MUSCOVITE_2M1  SpacegroupNo=15 HermannMauguin=C12/c1 UniqueAxis=b //
PARAM=A=0.5184_0.513^0.525 PARAM=B=0.8993_0.89^0.91 PARAM=C=2.0069_1.98^2.1 //
PARAM=BETA=95.69_94.5^96.0 RP=3 //
ANISOLIMIT=3*3 LIMIT2=10 //
B1=ANISO^0.005 GEWICHT=SPHAR2  GOAL:musc2m1=GEWICHT*exp(my*d*3/4)
E=(AL+3,FE+3(p)) p=0.04 Wyckoff=f x=0.251 y=0.0838 z=0.0004 TDS=0.0074
E=K+1(p) PARAM=p=0.9_0.6^1 Wyckoff=e y=0.0986 TDS=0.01 
E=(SI+4(p)) Wyckoff=f p=0.75 x=0.0345 y=0.4295 z=0.3646 TDS=0.0071
E=(AL+3(p)) Wyckoff=f p=0.25 x=0.0345 y=0.4295 z=0.3646 TDS=0.0071
E=(SI+4(p)) Wyckoff=f p=0.75 x=0.4514 y=0.2582 z=0.1355 TDS=0.0049
E=(AL+3(p)) Wyckoff=f p=0.25 x=0.4514 y=0.2582 z=0.1355 TDS=0.0049 
E=O-2 Wyckoff=f x=0.0429 y=0.0617 z=0.4501 TDS=0.01 
E=O-2 Wyckoff=f x=0.3836 y=0.2511 z=0.0536 TDS=0.01 
E=O-2 Wyckoff=f x=0.0380 y=0.4447 z=0.4463 TDS=0.0088 
E=O-2 Wyckoff=f x=0.4128 y=0.0925 z=0.1682 TDS=0.008
E=O-2 Wyckoff=f x=0.2516 y=0.3726 z=0.1688 TDS=0.0088
E=O-2 Wyckoff=f x=0.2469 y=0.3083 z=0.3426 TDS=0.004


