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m 1.0CC00 : 1.C00C0
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z 0.5563535 -0.C00G037 C.5553457 C.CCCesEe -G.01
e BElALY 0.00E7035 $.C00001Y 0.C067054 C.CCC35Cs c.CcC NI
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@ | UCCUPANCY SPECIES 1 1.CCC00 . S0l 20100000 ;
: Flr;:;lliszf!;;iiys;uxi>t;mi!a;tri, : 0.34322378 -0.C0CC070 0.3432308 - C.CCC3018 -0.02
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X ‘ 0.28%1254 - . -0.C000032 = (.2851222 €.0CC1175 -0.0%2
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BETA33 o.oHHm@um - .;npmp C.Lli581% C.CLCR415  -0.02
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w » v i 0.0 ; ; : G.0 _ AR KRNI i S L TS M)
T BETALL U.0C23250 C.(0CCC95 C.CC38346 €.CCCZ175 C.04
BETA22 0.00102¢4 —0.CCCC004 0.0010260 - {.CCCC5¢€5 -0.01
BETA33 . U CPRubwn G.CI3C0T4 C.0123485 C.0CC7424 __C.01 e
Fee. 7o v T BETALZ 0.0 0.0 )
| BETAL3 o.oonbomm -0.0000208 .  C.CDC4444% €.cce312s -0.07
! ) BETAZ23 0.0 B - G.GC i ST T S e e TR
ATGM 12 M) ECUIFCLINT FRACIICAN = (€.250
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M Y 0.0 C.C
! S ey ' Q.0 - C.GC S T T e T T
BETALL 0.0C38861 0.C0C00L8 0.CD3E€7Y €.CCC30CG 0.01
BETA22 0.CC(9041 G.C00C001 0.0005042 C.0CCCT14 0.00
. BETA33 o __J.UlC2¢€34 0.0000238 C.ClC2672 _  C.CClCC20 0.0z e
et e Th BETALZ 0.0 - 0.0
BETAL3 0.03Cz71743 -0.€000191 . 'C.CC27552 C.CCC43¢3 : —0.04
i BETA23 25030 " C.C ny -
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.. _GCCUPANCY SPECIES 5 £CC0C 0.50000 ) . -
[ OCCUPANCY SPECIES & C.5CCOC C.50000
! TOTAL CCCUPANCY (FIXEC) = 1.0CC00 :
i B X , 5 ) 0.0 , : 0.0 B}
% 0.7217319 0.CCOC0D2Z ©C.1217320 (.CccCcs78 C.00
b C.5CCCC00 ; €.5000C00
o  BETAll 0.8CE57175 -G0.C00C051 C.CL65724 C.CC02441 -C.0z
W BETAZ2 ; G.0013912 0.C00C003 "0,.,0013915 C.00C0536 0.01
; BETA33 .chON»U 0.€00G0%2 €.C180296 €.C007033 .01
1 BETALZ 0.0 TS C.C.
BETAL3 -J. oohmmwm 0.C030066  —0..025570 C.0CC32CS 0.02
BETAZ3 0.0 : G.C
§OATOM 14 A EQUIFGINT FRACTICN = AN
1 . , & GCCUPANCY. SPECIES . O.ECC0C S e © 0.50000 ,
L X S 0:4756192 -~ 0.0002923  0.4759115 C.0C14554 0.19
Y 0.0 “G.C .
YA O.52 xmn:w, -0.C004057 . 5268487 C.C041211 -C.1G
B i BETALL N 0.0152012 0.0004831 C.Cl56842 C.CCZ0173 G.24
i BETA22 0.0G03387C -~ '-0.C00CU86 C.0033784. C.GC01248 -C.07
! BETA3 0.0454191 0.000€947 = 0.C461138 C.GCE8411 0.12
M BETAL2 0.0 Bl S e . : -
SETAL3 -0.G1{%371 ~0.C006001  —C. nppmuﬂp .CCz3211 -C.26¢
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CHTERITE gRGC, S/o/7s — 7T - T T USTRUCTURE FACTORS T B T e e
H K L FLoBS) F(CALC) ALCALC) . BICALC) -~ DELTA F___DELTA/SIGHMA
o) iz ) 199695 202 0599 232.599 -2.6005 -0.866 =
4 0 9 11.987 4) 4355 41.305 S -29.318 -63,204 %
. RRN T39.55Y 360579 T 86,579 T B ' e 3 I I R —
3 gl 44,537 102 .932 192,930 -57.093 -71.700 =
190 ) 0 75,249 51.346 51.346 23.994 15.030 =«
S U C S YY) I LY B T e | 1 b e
i 1 b 27,330 -0.55°F -0.264
b 1 3 50,941 8.925 0.919
B o S N A0 7Y S - B ¥ 1 = B 7 e T T
7 1 ) TLle 743 72.999 -1.251 -1.921
5 1 2 11 115,077 2.746 1,528
50001 TR Ty STTTTTTTIse 924 T0.949 I 23 1 e T
-3 1 B 13¢ 156 .924 306924 -0,765 -D.344 =
-5 i 3] i1 : -115.677 1.194 G.671 %
-7 LTI 7 Y - L R D B B W L B
-y 1 2 1 19.735 35 -0.874 -D.455 =
-11 1 2 49,098 50.915 915 -1.817 -1.185 *
=130 )T IO TS Y TT2TU8Es e 363 T B P B
-12 2 ) Ve B24 13.0%0 i3. 6906 -3.872 -0.723 =
-0 . ) 3.882 3.988 -3.988 ~90.100 -0.018 =x
= T T OZT Y ) D I N+ LI S I 396 T e ) 15 € - SR oy ¢ b 3 R T T T T e
£ 12 9 199,261 202 .599 202.599 -3.339 - —1l.114 =
-0 2 5] 29.608 30.966 -30.%960 -1.297 -1.206 %
=4 T Ty . P R S TTTTTTTIURS6T F T R ———
4 2 2 20452 Ze452 g 6.006 4,728
o Z ] 30.966 -30.960 2.0 -0.107 -0.113 o o
TR ST 9 ¢ 09T o T 3001 L B
19 2 ¢ 2.9 2.316 0.603
1z 2 8] 0.9 -G.731 : -1.314 : AR NN R R
B e T 1 [ IS I T DA -
1l 3 3 18.068 0.0 2.190 1,209
9 3 o 16.910 16.012 3.0 1.93¢9 0.577 e e
TR TR R R A T S 530403 0.0 B UNEY R B YT R — I
5 i ] 56. 208 56 4061 56+ 661 04D 1.547 1.557
3 o 3 85,485 87.398 - . -57.398 0.0 : -1.914 -1l.452 SRR S
C=5 5 B PO VS R T A Te ) M =37.398 R I B =302l TS ey w T
-5 3 ) 57.193 56 .06 5064661 0.9 0.532 0.547 %
-7 5 3 52.659 53 400 —-52.40D 0.0 -0.740 -0.692 % e e
S AN S § I Y5 I3 19 P B -0 17 v B IO oY ¢ T 4.041 Y s Yo Fr B
-11 3 2 719.43) 18.268 1 -15.068 2.9 1.362 0.549 %
-13 3 ) 7.678 104,896 16.8906 Q.0 -9,018 -1.238 x SR T A VTS S R o < §
—leTT T T 8.375 8,319 TTTTTE 31 4.8 S L TP % T -
0 1z ) 1986.48¢4 202 0599 222.5%9 D0 -4.115 -1.377 =
-4 4 ) 24153 2.721 2.721 Q. * e e
= T LT T TTITNGS 137319 13.319 ;
-4 4 2] S T7.888 7.784 7.764 )
-z 4 o 136,715 143,150 143,15D 9 e o
A .ui},!.Hw,me.,.mdmi{li.ﬁ.mww‘.w@‘:;-..J:Hw.u, S IBTTTTTTTTTY
4 4 ) 10.525 7.754 7.784
6 4 9 14,213 15,219 13.319 - e
R SNy A B RO 1 | R vy I G RV -5 G
12 4 0. 11.542 , 3.319 5.319
R 13 5 0 16,646 194563 19.563 e
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-6 2 2 26.696 25,844 —-25.844 0.0 0.852 1.160
0. 12 0 199.755 . 204.739  204.739 9.0 T4.984  =1.668 % o
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0 2 2 230.174 0 030.049 0 =30.049 0.0 0.125 _0.211 o
22 2 T T0.325 10,C52 -10.052 0.0 0.273 0.257 o T -
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A L S S S| €2.726 —62.726 0.0 ~-0.275 -0.261 R A ’
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1 3.2 685.754  €1.5S4  =67.59 0.0 2.160 o Xe9S oo
= - N 5.885 7.263 7.263 0.0 -1.378 -0.949 I ‘
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-6 4.2 . 76.863  76.908  76.908 0.0 70045 =0.037 s o
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© -6 2 5.277 6.€53 -6.653 0.0 -1.377 -0.452
4 2 14.530 15.235 . 715.535 0.0  -1.005  -0.739 o
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R S & 2 S I 1) 5.504 5.50% - 0.0 R e
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) -8 18 2 e B.460 I F 64574 1 6,574 TR 000 SRR e SR R L LA S Lo L A R A T S
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o -8 20 2 5.186 7.885 -0.885 0.0 8.301 32,796
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@ 0 24 2 41.752 42.267 42,267 0.0 476 —0.462
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=320 3. 14e27r 0 11.832 0 11.532 0.0 2.745 o Me837
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