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Tigure 1: Schematic illustration of C2Hz---HLi by (a) ' —

-11.0
conventional MO (optimized equilibrium geometry) Figure 2: The relative energies (AE [kcal/mol])

and (b) ab initio PIMD (representative snapshot). for CoHz - -‘HLi with MP2/6-31++G**.



[#3R] C:Hz - HLi DB A GHBEDRKEA I RILT—ZR 2 IZRY, (D, TIDIFFEEEE. 1D
(FBBIKE(TS)ERT, C:He HLI FZKFHEEZ L ODEREOBED&YV L, o Likd
31D TFROBENDDOAD 6.5kcal/mol BRETHDZ EhHMnd, £z, B 1R
T LT PIMD RICL HARKRMLGEZEEF. TEEELLXTEFHR. BEENRDEHIC
n--Li-H OBENEHA > TSI EADLAND, STl 2 DDORBDEFEDFRET B,
SHICLIFHDELEFDHEMEZH5=-OI1Z, AE Ouin & ZEHA @enLin D 2 RITHHER 3 (12
Y. B3@TIHZEA gcnin HARAICHADNELN > TLEH, ODEKREBRADS A TIE
ecnLip=180FHEIC/BEL L TWA T &AM b, Chik. TEFL U E LiNDCHEITHL
T Li-H OKFRRFHIAEMNZAHH L., —A Li-D TRHE—FERNIZZL 0TI SHELERLT
WB, CORHDEWNE, B4 TRTEIH Ouin & @onnin D 2 RTART U ILEZERANT
AT EHENTE D, bbb, EKREBRAKIFAIRNLT—DNESLGEIEMND
Qenin=90° TORT U X LEREBZ D ENTEHNV=OTHD, T-. EXZFEHRK L
BRRICEHHERTY eon ARDKRT UV IVEREFBZ S ENTET,. A—FEANTEDL
CTEHMNE, CNODHBRIFEFHROEFIREZET S LICEI>THHTRET

EMTET-,
Bottorn =00, Top =0. 002452 EBottarn =2, Top =0.004357 Bottormn =0.0, Top =0.0047359
180 180 - -
(a (c)
150 BT ) S P
= [pwel
Q [5)
L 120 120 fommmmr D o
on )
Q : : : b+ (5}
=, o AL R E S oo =,
= R =
= €0 e A S - =
o ]
Q o)
S 30 ¥ o S Ay R S S
o - . : o . . ° : 1
30 a0 S0 120 150 180 30 a0 S0 120 150 180 Ao a0 20 120 150 180
O rvin [degree] 0 b [degree] 6 niin [degree]

Figure 3: Two-dimensional distribution of OuLiz and @cnLin: (a) CeHz--HLi by PIMD, (b) C2D2--DLi by
PIMD, and (c) C2H2 - ‘HLi by classical simulation.
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Figure 4: The potential energy surface of OuLin and @cunLin for C2Hz ---HLi.
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