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Intermolecular interactions in alternately stacked organic semiconductor crystals
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[ +]2,7-dialkyl[1]benzothieno[3,2-b][1] benzothiophenes (diCn-BTBT) & TCNQ 72>5 72 HikEhiE n-
RMSERE U CEMET 22 A6 TR g T diC4-BTBT & TCNQ 1FK 11277 &
INCARHICFEE LA T MEEZ B L TV 5, AREEEROE xR, FIka b A S FiuE
DERD (B FTUAT77—FED) RIS E 3NN MEEICEVIRED LB 6D D,
TS BVTE ST Db AR OB 1 OBYNT S M BEAEADN AL L T\ 5, fEmiEiE? 61X
EMBENVRAMER ) diCn-BTBT & TCNQ 7672 5k Z2 R EL L TN D 2 EDRIB XD D3,
A O 4y MR BAEA OFEMIT TR STV RV, 2 CARHFIE TIdss EEILBI LR A
ZZRAWTHREEE TR O F AR OB 21T > 7D T, TOREREZHRET D,

[EHE 5] S FRMAEEAT 2L X —081213 Gaussian 16 71 75 L% ffivy, B3LYP JLE
Boa AT OB R BEELBEBOE T M B E =%
NEX—%HE L, BN EFER O F—OFREITIT
distributed multipole analysis!?! % FH\ 7=,
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AfEH=R VX =% 2177, 7 7 ANOFERE L7251
WZIXTRONGI I DMENNT WD 05, BEED T L D51 L O AR
L9550, diCn-BTBT & TCNQ 7572 5 ikt Tl
TR VBE DL TCNQ DIKFED 7 v (B H I3 b
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WBMN, 2T T ANOFERE SIS < B 13D TR :
W2 ENFK E B D, EEES ORI E/ER  Figure 1 Crystal structure of
TAAF—~OBES . FES . MEROM AT oy (EGBTBDICNQ.
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DB O KERF XTI TH Y . LB OFEAAE
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1T DFHE TS bk DL EANHELR T X 720 %
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Figure 2 Interactions with neighboring molecules
in (diCs-BTBT)(TCNQ) crystal (kcal/mol).
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