PRIMA @ Version # & " Approximation (Z & 5 #5 R D iHE
2010-4-11 H.M.
Version 2.0.5
- Oth order single-pixel approximation =+ + + « 7B ZJANELRN
» Nonlinear single-pixel approximation with the Newton-Raphson method

ML OAEE (NaNO2 OFFHEM. BFAEM) (b b, PURT 5,

NaCl 100K by PRIMA205 with nonlinear approx.

MNaCl 100K by PRIMA ver=2.0.5
peaks: 31966 at (00 0), 212.98 at (0.5 00) AFC5R THIE L7 X Fshpr s — 2 1%

BETHY ., i/ _FiETIE Na & Cl
DOIRLER 1 DI fitting param. TH
%7 R=0.04169 TILHL TW5, 72
. UNa)=0.007551, U(C1)=0.00655,

MEM (%47 4 7 LV TIORL . R H B
ﬁ}o

a Coaonverged at 47 cycles Rf=0.01021

KCl RT by PRIMA205 with nonlinear approx.

KCI RT by PRIMA ver=2.0.5
peaks: 110.51 at (0 0 0), 80.88 at (0.5 00)

X MR T — & 13 =21 T AFC5R il
TE ST, fe/h L TIE R=0.06015
<. &ER 71T UK=0.023142,
U(C=0.027079,

MEM (% 51 4 7 L CILKRT 553, R
LS, OO X ST, LB
DIENWE T OB 8D 2— A b
v — 7 BN ThH, sigmaF 23FHY4 K&\,

Converged at 81 cycles Rf=0.06239




Version 3.5.6

KL OF L 53, 0th order single-pixel approximation T3% . Nonlinear single-pixel
approximation with the Newton-Raphson method TH#HFEIZTE 5,

NaCl @ F174

Oth order approximation nonlinear approximation
NaCl 100K by PRIMA ver= 3.5.6 NaCl 100K by PRIMA ver=3.5.6
peaks: 288.22 at (0 0 0), 137.09 at (0.500) peaks: 312.57 {0 0 0), 240.08 (0.5 0 0)

C

f

t e Y

aé‘_'_.'b Converged at 138 cycles Rf=0.00962 After 43 cycles Rf=0.00887

X IE nonlinear approximation 2%#\ Y, &5 6 DU T surface level=1 O 3{ELE -
TWBEHR, TR LEOBEEICIE, MERETENAL LN S,

KC1 »F4715)

Oth order approximation nonlinear approximation
KCI RT by PRIMA ver=3.5.6 KCI RT by PRIMA ver=3.5.6
peaks: 0.129 at (0.22 0.22 0)??7?7 peaks: 124.322 (0 0 0), 90.498 (0.5 0 0)

f

l—-ﬂ-b & b " -
a After 417 cycles Rf=0.02512 a =212 after 34 cycles Rf=0.03609

WTFNOUELI T Constr 13 1 (2T, FHEIXFWI &5, £ DEE, 0th order approximation
TIHRFORREBREIC/R D L0, FEBEMHER & 72D,



Version 3.7
nonlinear approximation Tl NAN F/R_NH T, FHETE 220,
Oth order approximation TiX

NaCl KCl1
NaCl 100K by PRIMA ver=3.7 P
peaks: 0.47 at (0.16 0.18 0.18)277, T Ly . 4 53.0hd7 6B
149.00 at (0.5 0 0) peaks: 91.969 at (0, ), 385.93 at (0. )

b
&
A
c"}—ba a
Converged at 198 cycles Rf=0.01180

e

After 835 cycles R=0.07879

NaCl TiZ 198 ¥ 7 /L TIHE T 223, CLIEFDHLABIC 6 fH D P22 d 2,
KCl Tl 1000 # 7 4@ ERTHPORES, Mo L5 IR GITmh, E2Hoa—-2 e
— 7 BET D,

LLEDFRER I

- Version 3.7 (2009-11-5)i34 F (2 Z 720,

« Version 3.5.6(2006-3-23) 3 BR ClIiETH 5,

Lol

< T UFE TR B E OMKREIZZEZN B 5
- T — X OHE (¥FlZ sigmaF OFAN) 2K 25006 LitZenay, 0th order
approximationd X ¥ % Nonlinear approximation ® 573, FHEENRE WL D
7



