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#1 EAHREFRARE 0 (ED ERTHIETHNEAR

LR HEOn OB 8 B ¥

LR 1" 2 3 4 1" 2 3 4 5 6
h=2n h=2n h=2n h=2nt+1lh=2n+1h=2n+1
k=3n k=3n+1|k=3n+2|k=3n k=3n+1k=3n+2
(E% 3.766 0.150 0.017 0.138 4.387 0.345 0.209 0.073 0.173 0.233

E:H - EREGHGHAE, ERABERGHA.

HBIRKXER | l=4n |l=4n+1|l=4n+2|l=4n+3

HEEERELHREEIRESE 1978 £ 5 8 B2, mWoiT i SAPI 24, |
FEBRERT AN IRERENMENELT —RAEE T RGNS A
18, Bk H AT R b — BR AR AR LS 4, LR B 3R B R AR 4 M i B B AR

% T E B A AR AR 5 0, 0 ST B R v 1 R P 55 B 45 M T B R 9 E O 0 R
G AUTSSRERSSMULRS. BB R TR S5 ERH— g
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MTPREMBESREH AN NEBELAAERE EHEMHER X, ThF o4
FH—EHWET ERNLABETHREHSER, SEXERREN ESEM RS,
MR 2 Fiom. DTSR Bt BUTE By (B B Ph 3 7 5 0 37 149 35 K A7 5 A T
BREKEAD EBR)WER, aERA TR RGHEE R, SERFHRE A
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MR, A REZRTHFETNFEEHER. MY EASAANTHEM B T&
KEE—mbt, FEEMEES AN —TTE BB T AR FEMHNM EHEBIRR
RS BT LR WA B R TRE . EFA SO0 R BB ERERBHRRT I NE
AH D LRSS, AT EERENER.

®2 AT AERSHRTMSHEE | E[ES R

A GEA— | EMEA A
>2.0 >1.8 >1.6 >1.4 >1.2 >0.9 £l
1" 0 0 0 0 9 65 83
2 0 0 2 12 25 50 91
By 3 3 4 9 13 14 33 84
4 0 2 2 13 30 39 82
=it 3 6 13 38 78 187 340
1" 0 1 5 29 64 97 198
2 0 6 11 22 52 91 181
3 5 5 13 25 47 68 153
T SR AR 4 0 1 10 18 30 56 113
5 3 4 15 23 42 70 153
6 0 5 10 26 44 77 154
=it 8 22 64 143 279 459 952
HR+BRRSHWTHA, KRB WTEa.
2 F & T &

HEEMEHNNER P BRFERRH LG HWET EENATS, BT E KR
G, RIEFMHA. FBLSHEE, ANAFTEROLOX-HEHNFAXTHOBERETMYE. X
AEXNELGEHERTFRATHRLAEFOFEREEaTN, BRI SHRAMGER.
HT @S HEEARS NS RMLE R FRAER, ErARBHA—LERMET ENS
MEEFES. —BERMAY IR B HRE E, MHE, BSE RN ERTH A& RTH
M EANY . FEATHIER B R AN ERTH AR E MBS RATH % E H2 . J5 i K KLF
T MM RERMEN, EARMAERTHEE T, SETHNSERUABEINE.

R2PHEMA MARSGHRT W0 AR —EHET ERNS M. BFEFRRHAK
EUSHBEEHERK. TENERMERZNYAIANRAENBESWATHA, T H &
SR ENBEHTHATREREZRSO—HAER D . AEER . ZWT BR 2 H
T E A& RTH I MABFIE, MAERSNRY W EERFE N RGHESRTHL
B R A 2= 5 K P EL.
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B JLANRT 5T, 36 R 4H BN S AT 5t
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MFZ2FE, BT EHEBRKK 38 MTH (AL ANETHEHK 1/4) =R FBATH,
BRERSEMLESTET=ETREMN.

E HIgIREBEMUESHEEANBTH AN MR T 2 AN E H. Z 5T LLXH
i, A HHA—WERET ENBESRREANN. AER—ATHAN, EHEKRD
HRFA RESEKN. EEBIRAMNT X8, HA8 WA BT T RF B HB .
BIAB1 A, B24F1 5, 3BE—4F 1 A. BURENKRTFRFLIAFE 2 A, 82
HE2 /L, JEBIR G —PMANEA. BT RERF TN A BTN NKRE NIRRT E
BE-ARFEEBRE N EARKER, FEZEKBENEXER TS 1 &, BB DMK TR
E—R AE1LRERE—R EATHY TR BT RAE-RBEREHITE, &%
B R A ETE

HEF AN E B EN, FECIREIFEREK E M. 18REK EBAHTHLES.

4 1

4.1 LH 1. EFHHEERE
1% % PbAgSbS;, FME K P21/ a, B SH A a=0.7518 nm, b=1.2809 nm,

BRR-AAMKBEH. B ToATHAKNHANEFEBERESHNA ¢y=a/2 W =
b/3. RIEXER[6], MBAAXNHREMABE 6 MR T, MENR TH=E12ESHP
FEVHF-NFEE, ST BN PR ESHEESERTH, —REXBSEE 6 4
BETFURISANERMMBE. R3FIBX—E4R, KPR 3(a)h Iro FHBRELER,
(DABATEENE R, OAFEMHNER.

#3(a) Io(1973)HF HHHEMBRRT WETALE

FRALE HEXME W&
BT
x y z x y z dx dy dz

Pb 0.375 0.417 0.250 0.350 0.415 0.253 -0.025 | —-0.002 | +0.003
Ag 0.375 0.750 0.250 0.378 0.760 0.212 +0.003 | +0.010 | -0.038
Sb 0.375 0.083 0.250 0.365 0.087 0.272 —-0.010 | +0.004 | +0.022
Sy 0.125 0.250 0.250 0.138 0.219 0.346 +0.013 | —0.031 | +0.096
S, 0.125 0.583 0.250 0.135 0.622 0.131 +0.010 | +0.039 | —-0.119
S; 0.125 0.917 0.250 0.148 0.942 0.266 +0.023 | +0.025 | +0.016
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®3(b) HABFAUMHERSEBETHETLE

EF =32 RT x y z dx dy dz
1 4119 Pb 0.3582 0.4147 0.2559 -0.0168 | —-0.0023 | +0.0059
2 3507 Ag 0.3903 0.7520 0.2151 +0.0153 | +0.0020 | —0.0349
3 2969 Sb 0.3661 0.0822 0.2832 -0.0089 | —0.008 +0.0332
4 1226 Sy 0.1368 0.2195 0.3318 +0.0118 | —0.0305 | +0.0818
5 1041 S; 0.1416 0.9448 0.2615 +0.0166 | +0.0278 | +0.0115
6 1040 S, 0.1312 0.6208 0.1412 +0.0062 | +0.0378 | —0.1088

F: T M—FRAEARER.

®3(e) SEMHATHUMERBBRTHWERETHE

EF =32 RT x y z dx dy dz
1 4091 Pb 0.3634 0.4162 0.2518 -0.0116 | —0.0008 | +0.0018
2 3396 Ag 0.3896 0.7525 0.2142 +0.0146 | +0.0025 | -0.0358
3 2974 Sb 0.3665 0.0855 0.2829 —0.0085 | +0.0025 | +0.0329
4 1384 S; 0.1440 0.9432 0.2570 +0.0190 | +0.0262 | +0.0070
5 1250 S, 0.1299 0.6186 0.1402 +0.0049 | +0.0356 | —0.1098
6 1224 Sy 0.1319 0.2138 0.3609 +0.0069 | —0.0362 | +0.1109

LETEHETHAFREN, FEE(EETRANSENERSTREREENHE
REE AN —PNERERNCEIE. GBS CMM4ITREMNIATHAR RATHHET
DENEEMS FREENRERTHMS. —BWE, —ESENFEEMTEHNRTH
HE) RET, AN ZEEHESK. R4FIHEBEMH TEAHAN RET.EXHW, %
EMHAHNEGREERENNE.

R4 EHRHBERT RET

RERF FEMH
5 RET/%

v/ 28.00 30.81
h=2n k=3n 20.99 29.69
h=2n k=3n+1 25.50 24.23
h=2n k=3n+2 20.51 16.89

a4 REF/%

h=2n+1 k=3n 67.93 39.99
h=2n+1 k=3n+1 41.44 46.79
h=2n+1 k=3n+2 28.23 35.00

4.2 L2 & agld

Z=6.

REXERS], By BEMEITBEMCT 4 ANET KT ANMERTESH LR
= t=c/AMEFBRE, BILTER T B R A RS, th ok #7181 KSR BT
E.HEESEMHN EEBRRENGH TRA4NERTHERCEN N ZE KRS E,
WML S Prx.
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®S EMEETERAY ERT LT

BT B R IES RS RAEH® SEmH EfH & K

x Yy z x ¥y E4 Ty E4 x y z
Ce(1) 0 0 0.25+0.0053 0 0 0.25+0.0074 |0 0 0.25+0.0072 |0 0 0.25+0.0129
Ce(2) 0 0 0.75-0.0049 (0 0 0.75-0.0061 |0 O 0.74-0.0061 |0 O 0.75-0.0003
Ba(1) (U] 0 00 0 (U] 0 (U] 0
Ba(2) 0 0 0.5+0.0009 00 0.5 0 0 0.5+0.0064 0 0 0.5+0.123

ROMAHZA4NERTHENSH RET.EXRWEEMHMN EHRIRTHER
HHATHA RATZHKMER, XEKWEFBEBENGHE.

#6 HMF GMERTH RAT

5 REF/% AEEF SRGH E fHig¥K
22.78 26.98 39.11
i=dn 10.86 13.93 22.78
44 R 1=4a+1 24.65 29.86 24.38
BHF/% 1=4n+2 68.68 55.47 45.88
1=4a+3 26.83 34.04 26.69
5 % #

HTEEWHRERS NS AMEBETFHAER, AT —LEWET EXD A
FEEAYS. XAEEMHN EAERETCRI—-AENERTE.

AT ET R, A SO B P S AR R Sl (B ST R AR A B, AT REAR
BB O, B UL rh 2 — 8=, T LUB B E & o8 —, ttn, loh S EATA
TH EEHEIR.

R VAR B o A AR B R SO
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IMPROVING THE DIRECT METHOD FOR
SOLVING SUPERSTRUCTURES
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ABSTRACT
Direct methods have been proved to be effective and objective for solving superstruc-
tures. Two algorithms have been proposed to further improve the efficiency. The first was
the same number of E’s in all reflection groups. The second was a set of artificial E's in
phase derivation to eliminate the effect from abnormal distribution of E values. The new al-

gorithms have been incorporated into new version of SAPI.

PACC: 6100; 6110M; 8170



