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PEEEFIEZ 212, BO THWERICTE 20, AREIE, kOB OGRS,
3EAIEE ¢ (r, s, ) vIav—v s BINEEL, RUSHELOSERMBOKY
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WAEOBA L LT, LT YLVORRHEEMAL LTEXBERE T2, Kok
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(11 Hard—sphere #fk ( Alder )

(2) Lennard—Jones J&f& r 2 FH)

(Wang et 31.2), Mountain et al.sv) )
(3 LRO—1 (lig. Na) #&# (r°~r"° F&H)
( Tanaka & Fukui '’ )

¢ s ) BObR, EEOISETFERATTEBEMAE (1, 5, 1) DML
FTANTHY, “RITHERBERFL LR L9, BRI TR L T, Z/EOS
L 1, s ot OHIHEEOR, 2(r) #(s) #(t) KFWEAB S &+5, Kirkwood
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? Superposition Approximation 246N T35, Tanaka & Fukui OfEH A

b BT b 2 AT v o v A Th T b, SAEOSH ( 3HHER) 12
W, BFIEIER SRS T, AR R EE RS LR SR T

Wb,

log 9(3)(r, s, t) = log ¢(r) + log ¢(s) + log #(t)

— W(s’ (r, s, t)/kT

%ﬁmv&(a) i¥, “bid non—additive triplet—potential of mean force & I

g’\‘\g{i\m’@&)éo

wmscin, ¢° (s t) GEMTOREE, (1 ~3) ORANPBICSVTO,
HLEALERPBEHOMNIZL, RIF Y KD softness V\'(s)(r, s, t) DRI L

'C‘/‘Z»C&’é’ﬂ—\‘bf:o

Wi, EfEEREORBICES (K1, F#1) .
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3 {RFERAA & & -l AR b T 0 R R

BEERERICT, PAIBRFEHEREELT, #20HABL0 =AW (1, T+AT) O
FRAE, T OBRTFEY IREAL LAEZABEOEEE, S, [ M) (HEL1
OIOWw%%mv4fu&5ﬁ§ﬁ%w%m)m?&)eﬂ“n,&t)éﬁ%ﬁ%
TEHILDTE B,

%lﬁ,fmxulmmm,Blwsmow%émﬂmﬁﬂmwﬂbﬁiﬁﬁmﬁ
Ewuﬂ,ﬁiﬁg&%Q“Hnnr)(0ﬂ<W%%&@txbf7h)%%%5o

ZLTHDOEE LT,
hm(nr,r)E fw(nr,rk/[?ﬁﬂg
Mis, REDEESICIE, ERXOEHRIZHS T, h(g)(r, I, T) = exp [—W(s)(r, r, r)
v/kT] THH, FE1LPODHANBEZNDEF, Superposition Approximation
L DERE, net—triplet correlation #Fb 7,

TZ TR, Erbdc, BEO [BREREER] OKRFTE LT, £1 0L RE LN
w2,
@1K,&fﬂ)~(mmﬁwm%émﬁﬂé,9&)@%15~9&§M16m2
TRTe M2, M3EFE?2, 3—7, ml, m2id () PFE1, 28/NOHETH
%5, ({HL Hs(1) ¥, hard—~sphere & a #M1 &Lk !) o KIC, FERBET
mhmh,nr)étzbfﬁAT%TokELMl BRI ( SEY) BRRES
ne, ZfEde L, n.n.distance ¥ M1 KHiZx o

Bans HBH 6 i, 3!5",%"‘4655!/\%@@?01, f.c.c. BIEAIDRIENT L, & S5BEER
LTW%OﬁK,ml(~J7M])?ﬁ$®@$%%5C&Mfmngﬁﬁ?%éo
721U, 3rd neighbours ffME X734, f.c.c, MEERERFIIFRA Kb
b.c.c. R L —RE 2 %2, WFNIKE L, coordination number » & HBHG
72k 9, BURE L OB MEEFHA TE, SRR L LTI f.ecoc BOERFEMAEEY,
f:ffb%mﬁﬁ]t‘i, H WV 2nd neighbours fi7 & TT, % 7~ fEdailiA mIcAEY
T2L0h, 2ORENTLEL TWE, s.c. BIEEHIZRAEALR R,

Bk, 27 s 1) (BIESARE) &8 LT0, REFOMIREE VRO
—E BRI, HRREROFMEL T, FICEKRD 4, 5 SHRBOKFHEES T
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#1 PAIR and THREE—BODY Distrbution. Functions in

g(r) = E(Z)(r)/47r(N/V)r2Ar, 9(3)(r, r, 1)/ (87°) - (NVYErP(ar)®

f. c. c b. ¢c. ¢
r/a 5(2) Em ¢ (r) 9(3)(r,r,r h(s) r/a 5(2‘3(3 7 (r)
=13 0 010.0 0.0 <16| 0 {0 [0.0
V2 1.4 12 | 48 | 9.5493 | 859.735 | 0.9873 | v/3 | 1.7 | 8 |0 |[8.4882
2.0 6 | 0]2.3873| 0.0 0.0 2.0 6 |0 |4.7747
V6 2.4 24 | 48 | 6.3661 | 165.456 | 0.6413 | 24/2| 2.8 |12 48 |4.7747
2/ 2| 2.8 12 | 48 | 2.3873 | 107.466 | 7.8984 3.3 124 |0 {7.0151
3.2 24 0 |3.7302 0.0 0.0 3.5 8 10 {2.0788
3.5 8 0(1.0394| 0.0 0.0 4.0 6 |0 [1.1937
V14| 3.7 48 | 96 | 5.5803 | 96.014 | 0.5525 4.4 124 |0 [3.9460
4.0 6 0 | 0.5968 0.0 0.0 4.5 124 {0 |3.7726
3v2| 4.2 | 36 (192 |3.2481 | 131.287 |3.8313 | 2¢/6| 4.9 |24 §48 [3.1818
4.5 24 01]1.8863 0.0 0.0 5.2 132 |0 [3.7670
4.7 24 0 1¢729? 0.0 0.0 44/21 5.7 |12 148 [1.1757
246 | 4.9 24 148 | 1.5909 | 20.6691 | 5.1333 5.9 148 |0 |4.3892
5.1 72 | 96 |4.4057 |} 36.6631 | 0.4287 6.0 130 |0 |2.6526
9.5 48 0 {2.5254 0.0 0.0 6.3 {24 {0 |1.9248
4+/2 | 5.7 12 | 48 [ 0.5878 | 13.1306 [64.6414 6.6 |48 |0 [3.5075
5.8 48 012.2709 0.0 0.0 6.9 8 [0 [0.5349
6.0 30 011.3263 0.0 0.0
Notes: h'* = 9(3)( LT )/[9(r)]3 = {5(3)/5(2)} 8z (N/V)r®,
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3 tRFEBE A & A B ARE L T DR RERRT

the Polyerystaililine Solid of b.c.c.» f.c.c, or s.c, structure

Ar=0.la, edge of unit cube 2a

s. c.
9(3)(r.r,r) h(s) r/a 5(215(3 2() | ¢ (oor) h(s)
0.0 =19} 0 |0 |0.0 0.0
0.0 0.0 2.0 6 | 0 [9.5493 0.0 0.0
0.0 0.0 2v2 | 2.8 | 12 |48 |9.5493| 1719.5 1.9746
429 .87 3.9492 | 2v/3 | 3.5 8 | 0 [4.1575 0.0 0.0
0.0 0.0 4.0 6 | 0 |2.3873 0.0 0.0
0.0 0.0 4,51 24 | 0 |7.5451 0.0 0.0
0.0 0.0 2.6 | 4.9 | 24 {48 16.3635| 330.71 | 1.2833
0.0 0.0 42 | 5.7 | 12 |48 |2.3513| 210.09 [16.161
6.0 1] 30 | 0 [5.3052 0.0 0.0
82.6763 | 2.5667 6.3 124 |0 [3.8495 0.0 O.Q
0.0 0.0 6.6 | 24 | 0 [3.5075 0.0 0.0
52.5224 | 32.3215 7.2 124 |0 [2.9473 0.0 0.0
0.0 0.0 2v14| 7.5 | 48 96 [5.4325| 184.45 | 1.1505
0.0 0.0
0.0 0.0
0.0 0.0
0.0 0.0
(NSV) = 1/(82a°), s.c., = 1,(4a°), b.c.c., =1,(2a°), f.c.c.
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