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Abstract Using density functional theory, the geometries and the vibrational frequencies of linear chain
BC,,B (n=1~12, D,;) have been investigated at the B3LYP/6-31G " level. Time-dependent density func-
tional theory (TD-DFT) has been used to calculate the vertical transition energies and oscillator strengths for
X'2! > 1'E; transitions of BC,,B with the cc-pvTZ and cc-pvDZ basis sets. At the B3LYP/6-311+G"
level, the single-point energies of the clusters have been calculated in order to determine the first ionization
energies. On the basis of present calculations, the explicit expressions for the size dependence of the excita-
tion energy, the first adiabatic ionization energies (4/E) and vertical ionization energies (V/E) in linear car-
bon chains were suggested.
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HL 59 BB LA S T 45 5 B SR 5 1R R I KM AR — 2 1)
FEE, W HCo, H (n=1~13) [\ i T K 5 n A7 4E
— RIS R, (NO), FI(CS,), 4 T 50 L B B
5 n R H e R, — ANk R fa A 5 (H,0), 75 1
KEBRTHEGERES n P xR, &2 im
CouHaya 1 XlAg—>1 "By LT IRIT R B 5 n A7 AE W R R
BRI, AE= [1+01/2)(3n+6—Bn+3)J X J
J2 Heisenberg Wy 2 Wi [{1 A8 #2440 Horny 551 % i
1Z R EEE(DFT) 23 5% HC,,+ H, HCy, i\ H (n=4~11)F1
HC,,H, HC,,H (n=6~12)31T T BRI, 33 T ¢
AT U R B AN S5 LA R 7o G Re. A FRATT AT
KIEF5T AR, 8% HC,,H (n=1~13)f1 HCy,+ H (n=2~
12)REYIIAT T % Bz BB IY, 45K, HC,H
R e S n ARSI R R, HC,,+ H B EES n B
ek GRS MRS W E RS AR KN n 1)
fERTORR, A7 B T IR KA R AR MR

Pascoli 25N il DFT J7:%t C,B* (n=9~15)it4T
TERWIIY, KIL B R T REBEHR BIIREE D, TEEORIR
ghKy, B—C #t K[ EAE 0.143 nm, C—C Fgk—
%) 0.135 nm, C=C 24 H K — K2 0.125 nm.

ASCH] DFT J96f BC,,B (n=1~12, D)#E4T T
HORWEIT, 1980 TR R MRS E 4k, FH O i 25 Bz ok B
W(TD-DFT)%} BC,,B 1 X'E] > 1'S) M7 BOTHAT T
MR, DRI MEEAY BCo,B Mk n 1)
Se%; JEHAE B3LYP/6-311+G/KF L, 4T BC,B
(=1~ — L hE, 15 T LIEEAY BCLB 1)
HE RS n INIRATCAR.

1 HEAZE

BCy,B (n=1~12, D) &Pt S YH L4584 H
B3LYP/6-31G tF 56z, AT i) i 2 S e 1 5
Tt VeSS I IIASE PE. A T % A BRI AR LA 45 44
(RIS, X n=1~5 MRS WIILE, ERAT 6-311G"
Hl ce-pvDZ 2. & i FE iz s B8 1¥) TD-B3LYP J7
1%, cc-pvTZ Fl cc-pvDZ FeL v HACALF AT 736 EI%
RBE. SERTIITE TR BSOSk B ) 3L
Bifk &, TD-B3LYP tF5Ln] LAgS Al SERHOR RE. AR
(1 55— 3 B L B B (VIE) RS — 43 3 RE(ALE) A5,
I3 IR 2K

VIE=E(BC,,B")—E(BC,,B) (1)

AIE=[E(BC,,B")+ZPE(BC,,B")]—
[E(BC,,B)+ZPE(BC,,B)] )

X E AL TRl ait N s ae s, X(Q2)

E AR AP S5 8 T IR R R B, ZPE & A
e XN EHTFOTREERR, WEE)MW
(U)B3LYP 41, S (I H/INT 0765, FIETs e
HAR/N. i vHECR A Gaussian 98 27 58 .

2 HR5ITR

21 FELAERMIERIAE

PRACAFE] BCo,B (n=1~12, Do) I -5 K2 T ]
1. B LA, H B3LYP/6-31G’, B3LYP/ 6-311G
FB3LYP/cc-pvDZ v 53R 15 1P B A 22 AN K, Ui
DFT J7 i AGIX AR 0 U R L, A0 A 45

A K. KL T BUE B, BCy,B (n=1~12,
DR HAT W B BT I SR E, C—C
B 20N 0.13 nm, C=C &K AN
0.12 nm, B—C K — K20 0.15 nm. LK B it
TR B R HAE LSS B TR B R
EFRR G, rTUR I, EEESEIM c—C B
B C=C BB, 11 B—C BN, Xf
T HEEL I BC,,B (n=1~12), 24 n>4 I, 7] —
i, dEE ) C=C B AR FFTE 0.1236~0.1237 nm
Z i), Fg C=C B M 1) 30 P4 B 4 KB,
I C—C F ISR RIG N, 0 T-ANIR] 1) U3 4544 1)
BC,,B, M n (84N, B—C HMEKZEHN. LK
5 45 449 (1 BC,,B Al HC,, HM 4K 11 4%, BC,,B I
C=CH#K L HC,,H i, C—C Hs K Lk HC,, H .
40, BC1,B Wik C=C 8K} 0.1236 nm, C—C [V
B R 0.1344 nm, 17 HCH ' #3i f) C=C 1 C—C i
B4 0.12245 nm A10.13621 nm.

AR BRI PRSI AL A, AR, &
BIARAGAS B LR P s B R e gk, & 1 FIE T
B3LYP/6-31G KV Fil 54 £ BC,,B (n=1~12,
D) RIS 3 PR BT KOO N R 2 Ah i . iRl LUR
th, B—C B 1) SO PR i i 3) 4% (84, 46, 38, 30, 26,
21, 17,14, 11,9, 8, 6 cm H#HR /NN T 100 ecm™), H.
B n 3G AR RIS, I LR R S ) o T2 TR
NIPE#) (floppy), X —4F4E 5 SC,S FEBINT X Lu i fy
I (LA SR REAT n (390 2 ks, 117 B—C
P SO AR A 208 41 2Ty 14 AT R 5 i (398 o S22 I AR
M Y n=4~6 I, SUEEHR/D, 50 HTH A,
Mn=1~3, n=7~10 Fl n=11~12 I, A FFHHE
(n=3 MIBREEHIAN). Bl n=T7~10 I, $HFESH N
1197, 1096, 1014 F1 948 cm ', 58/% 574 1352, 1656,
1819 Fl1 1832 kmemol .



No. 2 TR, bl BC,,B (n= 1~ 12) ) G5 W AL A0 F 6% i BRI RIF 5T

133

0.1553 0.1226 6-311G*
0.1561 0.1233 6.31G*
0.1563 0.1237 cc-pvDZ
B—C=C—B

0.1539 0.1350 0.1225
0.1549 0.1354 0.1231
0.1551 0.1358 0.1236
B—C=C—C=C—B

0.1534 0.1343 0.1222 0.1227
0.1544 0.1348 0.1229 0.1234
0.1545 0.1351 0.1233  0.1238

B—C=C—C=C—C=C—B

0.1530 0.1341  0.1336 0.1225  0.1229
0.1541 0.1345  0.1341 01231  0.1235
0.1542 01349  0.1344 01236  0.1240
B—C=C—C=C—C=C—C=C—B

0.1528 0.1340  0.1334 0.1228 0.1226 0.1229
0.1539 0.1344  0.1338 0.1234 0.1233 0.1236
0.1540 0.1348 0.1342 0.1238 0.1237 0.1240

B—C=C—C=C—C=C—C=C—C=C—B
0.1537 0.1344 01337 __ 0.1336 0.1235  0.1233  0.1236 6-31G*
B—C=C—C=C—C=C—C=C—C=C—C=C—8B
0.1536___ 0.1343 _ 01336 __ 0.13350.1237  0.1236 0.1234  0.1236
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—8B
0.1535 0.1343___ 0.1336 0.1334 __ 0.13330.1238 01237  0.1234 0.1236
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—8B
0.1535 0.1343 01336 01333  0.1333 0.1238 01238  0.1237  0.1234 0.1237
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—8B
0.1534 __ 0.1343 0.1336 ___ 01333 __ 0.1332 __ 0.13320.1239  0.1238 0.1237  0.1234  0.1237
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—B
0.1534  0.1343 0.1335 0.1333 0.1332  0.1331 0.1240 01239  0.1238  0.1237 0.1234  0.1237
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—8B
0.1533 01343 01335 01333 01331  0.4331 0133001240 01239  0.1239 01237 01235 01237
B—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—C=C—8B
B 1 BC,,B (n=1~12)IAL LT (nm)
Figure 1 Optimized geometries of BC,,B (n=1~12, bond lengths in nm)
1 BC,B M5 (cm " YRILLAFRE (kmemol ')
Table 1 Selected calculated frequencies (in cm™ ') and IR intensities (in kmemol ") for BC,,B
) Vibrational frequency/cm
Species
Ty Oy
BC,B 84(27) 980(945)
BCB 46(24) 859(984)2146(931)
BC¢B 38(22)128(10) 771(835)1353(754)2236(1441)
BC¢B 30(18)80(13) 1150(1295)2120(1174)2274(1229)
BC,B 26(12)61(18) 614(371)1018(1571)1486(452)2178(2422)2272(849)
BC;,B 21(7)52(22) 547(220)926(1598)1326(945)2104(1224)2219(3092)2262(58)
BC4B 17(4)48(23) 853(1447) 1197(1352)1544(289)2145(3097)2216(1828)2270(562)
BCsB 14(3)45(22) 792(1193)1096(1656)1425(682)2092(1163)2173(4710)2210(16)2278(840)
BCsB 11(2)42(20) 737(916)1014(1819)1315(1036)1574(195)2124(4098)2162(1862)2233(1313)2278(712)
687(675)948(1832)1220(1345)1484(505)2084(1206)
BC,B 9(2)69(12)
2129(5132)2172(753)2253(2021)2274(213)
642(486)892(1712)1140(1599)1393(801.0)1592(135)2101(6636)
BC,,B 8(1)61(14)
2122(18)2202(2118)2256(1653)2274(254)
600(350)842(1513)1071(1784)1309(1067)1522(380)2076(2957)
BC,4B 6(1)56(17)

2086(3479)2149(1630)2224(3089)2249(290)2278(646)

“The bold data indicating B—C antisymmetric bending mode, italic data indicating B—C antisymmetric stretching mode.
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22 X'z >1's; BFRIE

* 2 41T TD-B3LYP/cc-pvTZ F1 TD-B3LYP/
ce-pvDZ TR XIS, — 1'S) 11 HLF BRIT ARG
[ AEEE R, élnjjﬁéﬁlﬁ M A BC,B B
17 () (o) (0) ()™ LT AL, I o 7 H8 HU0E H o,
B, AR, SR PE i, BUE; e RS
i, A (ny) (00) (o) (my) " AL, Bem 4
oho, PUIl, HBARTHER Ar, FUE. AR 2 7T LUE 2,
P XS, > 1Sy BITHCR A Froon, (0 A H0)
B, (n FABEIH L FEOR. X ) i T
KB PE =AM TR, SR A, AR R B AR R IE
ki, R X', > 1's) MK AVFM. T4
Ribkm], JfH XS, 51 MFKIER AR SR T
SHJEE, ,H\Etﬁﬁa’ﬁ)feﬁif” #oh 0. X}F BC,B KT
BRAT, AT OGBS rT LA D, B n (3SR,
Wk WG, R X', - 1'E) (KR IT ARk b,
DB e 1 38 K HL - RO R o BB 2 5 AT

35| T BC,,B (n=1~12, D,;,)[{ HOMO-ntfg 2K,
LUMO e S HLREBR M. 3T 3w gidl nT LAAS
th, RZR ) HOMO-nREZRBEA n IRISE T ZE M TH s, T
LUMO BN ZRH AR, I RE R ZE Rl n R38R0
BN, I ARGk, SIS BC,,B
BRI, RA - BT T I ok, E 2
JERZR I HOMO-nfigd:, LUMO fEZ M HAERR 5 n 1)
KAREL BB 'S, #2& W1 A\ HOMO-n#] LUMO

ULIBEE n R, (RRKILPERE LG g, S84
T8 1) e BRI . BRI ] BUHE T B AL HOMO-m 3|
LUMO ¥ i FERIT o3 Bk B2 by, BRI T 7 WOt 1
IR KRG R, T CAHEN Y n ARKHE, BT — AN bR
1H.

Kl 3 RAARIRITRE SRR A n R RE, N T
HIRITHRYS n MK SR, IWHEX 2 P
TD-B3LYP/cc-pvTZ /K- 453 21 I AH AR ERAT He 7] 1) 224,
45 :29.88, 28.19, 27.59, 26.98, 26.28, 25.65 nm, I
kG, RUMERKITRYS n MXRSIEELIER.
3 Wi o s co-pvDZ FEL VAT BB AR R 1, A4
SEH ce-pvTZ BEAITHRAR B EHEEH K, A &g
ce-pvTZ LA vHEAS BN B U A . b T S
WX PP IELE M OC R, 761 3 Pl mE Tl ce-pvTZ 4]
RN EIEE I E LA R Li SN
MBS, AFR IR R CoHayro, 9 3IMIMUK

BEAE 5 n 2R, 454 BC,,B BA WA ILHI ) nHL 1
R RO, A8 R4 HE HC,, H A1 HC,,+ H £
REHELT 7 ) l43 2 T 7E TD-B3LYP/ce-pvTZ
K EAR R KA, 153 BCo, B LB 2 ¥ Ho 7 W)
WO KA S R R KN n R RN

B 1240.6
243t 6—3n+3

(A4—B/C™) 3)

R 4=3.41321, B=3.07317, C=1.01548. & inZEH

BT EE, (AR HOMO LUMO ffskapiy  HORAREUINAY 0.01196 nm Al 1, FMXANAA K

X' > 1S BT AR s e, e 2 e, R

A, BERRBEHE n MG KTTZ WD, HIZEH0E 1122,

K2 BC,,B [T EERIT A (nm) Ml 152
Table 2 Vertical transition energies (in nm) and oscillator strengths (f') of BC,,B

n State Transition A4 I 2 Vi
1 X'z »1'E; Im—1m, 188.20 0.9398 186.53 0.9049
2 X'z »1's; Imy—2m, 218.08 1.9767 215.55 1.9456
3 X'z »1's; 2m,—2m, 246.27 2.9968 243.45 2.9660
4 X'z »1's; 2n,—3m, 273.86 3.9544 270.93 3.9156
5 X'z, ->1'z; 3my—>3m, 300.84 4.8286 297.87 4.7804
6 X'z, >U'Z; 3,4, 327.12 5.6268 324.13 5.5682
7 X'z »1's; 4m,—>4m, 352.77 6.3736 349.77 6.3037
8 X'z »1's; 4n,—5m, 374.59 6.9822
9 X'z »1's; Smy—>5m, 398.37 7.5997
10 X'z »1's; Sme—>6m, 421.39 8.1878
11 X'z »1's; 61, —>67, 443.41 8.7401
12 X'z »1's; 6m,—>7m, 464.76 9.2809

“ By B3LYP/cc-pvTZ. * By B3LYP/cc-pvDZ.
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%3 BC,B (n=1~12) {J HOMO-r, LUMO REZ% I RERR & (5

fi7: a.u)

Table 3 The energy levels of HOMO-n, LUMO and ¢ for
BC,,B (n=1~12) (in a.u.)

n HOMO-n LUMO &
1 —0.35739 —0.14744 0.20995
2 —0.32108 —0.15014 0.17094
3 —0.29923 —0.15188 0.14735
4 —0.28448 —0.15328 0.13120
5 —0.27373 —0.15416 0.11957
6 —0.26557 —0.15476 0.11081
7 —0.25904 —0.15529 0.10375
8 —0.25376 —0.15565 0.09811
9 —0.24949 —0.15583 0.09366
10 —0.24585 —0.15600 0.08985
11 —0.24278 —0.15609 0.08669
12 —0.24006 —0.15621 0.08385

0.2 L —=— HOMO-n

= —— LUMO
KA\A\ —A— €
0.1 N
. 0.0
=

S
N 014

-0.21

031 .//J,,J——--—-__

-
-0.4 T T T T T T

B 2 BC,,B (n=1~12)i) HOMO-r, LUMO fi¢ % FfEM e
Figure 2 The energy levels of HOMO-n, LUMO and ¢ of
BC,,B (n=1~12)

800 —o- A,
- A /A/A
7001 _aa, /A/‘ .
—o— A3 "
600- 3 A
/./.
£ 5004
~<
400+
3004
2004

8 lb 1I2 1I4 1I6 1I8 2I0 2I2

n
B3 BC,B X'y, »1's; HTERGEMEK S n ISR L
Figure 3 Plots of the wavelengths of the electronic transition
X'E, »>1'Z; of BCy,B vs. n

2.3 MER

LANEFEEN) BCyB (n=1~12, D)5 H HL
RE(VIEYRI BC,,B (n=1~8) M 2454 fL 25 RE(ALE) K1 TH 5 45
BY)T-R 4, VIE RV AIE 5 n R RLTH 4. HHHEW,
7 B3LYP/6-31G 7KV |, BC, BT (n=9~12)R&hE
gik, IR ANA T n=1~8 (4l Bl ae. W& 4
il LR, KR VIE R AIE #BEE n 36 K&
WA, LRI 4 KR VIE F1 AIE W LIS 3, KR
(¥ VIE {H LG AIE {ER& R, A 4 v LLE B e AT 22 E A
B . A T AR RS o RBECR, I
R 4 PAHSRLa I BRI 22, 250 —0.01746,
—0.01481, — 0.01082, — 0.00831, — 0.00636, — 0.00507,
—0.00328 a.u., FIILIGEHS, Kk, oS HART
HH AR R R RN n SR IEARLRIEM, X—K AR
& 4 oA, BIAER 4 P AIE BdE, B30T
R AIE 516 F K/ n 1RIEA:

AIE=A+Be @)

X H 4=0.25973, B=0.10311, C=0.26294, f&iRZEH
AL R B 5 0.00000 auFl 0.99975. 24 n—oolff,
AIE—0.25973 a.u. (7.068 eV), FrLAnf AT, 14 &R
— 4R B RN T 7.068 eV

MFFERITER AR 4 it VIE 5, 15216 R M
VIE 54 F K/ n RIEAX SR @RAMEELA, A
A=0.26368, B=0.09665, C=0.22728, A%z FAHK
A H 4y 9 4 0.00000 au. Al 0.99954. Y n—oo i,
VIE—0.26368 a.u. (7.175 eV), FrLAa] AT, 14 R 1126
—IEH AR T 7.175 eV

HPLE SR T LLEH, 2 n LIRS, RIARR LTS
K, AR I 4 h p B8 BE R T T S RE I 254 0.107
eV.

0.344 —a— AIE
—o— VIE
0.32 4
L
= Q\
g 0301 ‘\.\
'\.\.\
0.28 T,
~ \o\.\.
0.26 1

Bl 4 BC,Bn=1~12) hRIIHEEHE

Figure 4 Ionization energies of BC,,B (n=1~12) species



136 2 2= R Vol. 63, 2005
%4 BC,B n=1~12)HEEE(au)
Table 4 The ionization energies of BC,,B (n=1~12) (in a.u.)
BC,,B” BC,,B
n AIE VIE
E° E? ZPE E? ZPE
—125.29277 —125.29406
0.0092 —125.63338 0.0098 0.33872 0.34061
(0.75680)° (0.75650)
—201.49082 —201.49465
0.0202 —201.81651 0.0208 0.32126 0.32569
(0.75684) (0.75676)
—277.68476 —277.69006
0.0303 —277.99691 0.0307 0.30645 0.31215
(0.75799) (0.75800)
—353.87506 —353.88132
0.0411 —354.17705 0.0412 0.29563 0.30199
(0.75887) (0.75930)
—430.06280 —430.06985
0.0518 —430.35717 0.0518 0.28732 0.29437
(0.76025) (0.76059)
—506.24855 —506.25624
0.0628 —506.53700 0.0626 0.28096 0.28845
(0.76188) (0.76189)
—582.43318 —582.44139
0.0739 —582.71688 0.0735 0.27589 0.28370
(0.76336) (0.76319)
—658.61682 —658.62525
0.0848 —658.89666 0.0836 0.27261 0.27984
(0.76446) (0.76449)
—734.79970
0.0932 —735.07636 0.0956 0.27666
(0.76248)
—810.98193
10 0.1035 —811.25587 0.1056 0.27394
(0.76282)
—887.16267
11 0.1157 —887.43433 0.1177 0.27166
(0.76327)
—963.34529
12 0.1254 —963.61435 0.1273 0.26906
(0.76386)

“B3LYP/6-311+G" energy at BC,,B geometry. * Energy at B3LYP/6-3114G"//B3LYP/6-31G" level. ¢ #5 W& b §2.

AN

3 45t

N F DFT A1 TD-DFT J5¥%, TH5 T &btk &
BC,,B (n=1~12, D) JUfAI R ZEFIgR B 0. vt
a5 WKW, BC,B BRI (polyacetylene) 45 #4111
L, BRI ERE, A RGE . TD-B3LYP/
cc-pvTZ Fl TD-B3LYP/cc-pvDZ [HiH5745 5 7R BC,,B
R RES R RN n IR FRZAARL N, ST
THEERIERITRE, @2 T BCy,B ARX'S, 5> 1's] HITER
TS n T RIAA. MK —KCRA, T LLTix
RIEGURRINX'S, > 'S BRITAE. IR A R A2 hE
TR, WL A R H S R SRR KN n 106
FRARARLMEN, WA RS, @ THAR
HEAES n AT RIA NI — 2 R T LTI,
XEFEE Y A F R KN, T A B A e S 3

Yt

NN

0.26368 a.u. (7.175 eV); L RERE B3 0.25973

a.u. (7.068 eV).
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Thermokinetic Study on the Inhibition
Against Arginase Catalyzed Reaction by
NaF

XIE, Xiu-Yin*; WANG, Zhi-Yong; WANG,

The inhibition against bovine liver argi-
nase by NaF was studied by thermokinetic
method, and the inhibitory effect was de-
termined to be a reversible non-competi-
tive inhibition. The inhibition rate depends
only on pH value of solution, while
substrate L-arginine and exogenous Mn**
ion have no remarkable influence on it.
The graphic is Lineweaver-Burk double

Cun-Xin 200 100 0 100 200 300 400 500 reciprocal plot of arginase catalyzed reac-
Acta Chimica Sinica 2005, 63(2), 121 [Sol (mol" 1) tion at different concentrations of inhibitor.
Adsorption Kinetics of Cip-2-Ex-C1292Br 75 Since the molecules with short spacer
at the Water-Air Interface Studied by 20l chains were easy to pre-aggregate as com-
Maximum Bubble Pressure Technique g ;’; pared with those with long spacers, the
__65F Ax=3 concentration of mono molecules of the

B latter in the bulk was higher than that of

% 60 - the former, which promoted the diffusion

ii ss| / of the former molecules to the surface in a

short time and decreased the y, more

50 F quickly. However, in the long time as the

surface was nearly completely covered,

asr L | the yy of surfactant with long spacer was

JIANG, Rong; ZHAO, Jian-Xi*; YOU, Yi
Acta Chimica Sinica 2005, 63(2), 126

,210 ,1:5 1.0 -05 0_'0 ofs 110 1.5 high because this kind of molecules
log(#/s) occupied large surface areas resulting in
less endmost methyls of them protruding into the air.

Theoretical Study on Structures and
Electronic Spectra of Linear Chain Clus-
ter BC2B (n=1~12)

ZHANG, Jing-Lai*; WANG, Lian-Bin; WU,
Wen-Peng; CAO, Ze-Xing
Acta Chimica Sinica 2005, 63(2), 131
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Density functional theory has been used to study the vertical transition wavelengths (1)
for the X'E; —1'S{ transition and the first adiabatic ionization energies (AIE) and
vertical ionization energies (VIE) in linear chains BC,,B. It has been found that all the
A-n, AIE-n and VIE-n dependence relationships are nonlinear as the number of carbon
atoms increases. The explicit expressions for the size dependences of A, AIE and VIE in
linear chains are suggested.

Study on a Novel Pentaerythritol-based
Carbosilane Liquid Crystalline  Den-
drimer of the Third Generation

TANG, Xin-De; ZHANG, Qi-Zhen*; LI,
Ai-Xiang; FAN, Xing-He; CHEN, Xiao-
Fang; ZHOU, Qi-Feng

Acta Chimica Sinica 2005, 63(2), 138
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A novel pentaerythritol-based carbosilane liquid
crystalline dendrimer PCSi-3G-NO, was synthe-
sized. PCSi-3G-NO, is cholesteryl and smectic E
liquid crystal, different from the corresponding
mesogenic unit M-NO, which shows nematic
phase.
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