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In-silico crystallization (3): Similarities between pitched n-stacking and inclined

brickwork structures and their simulation based on brickwork structures
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A ERER TR TR OF R 7en-n i 70 D BNHEBLS N DR mEEIL. SBEEOR
WERDHE T DA% (OFET) OWEEREE L THETH D, HxITT, 1,3,68-N0IC A F LT
ay ) HEEANLTEE LU SR (MT-, MS-pyrene) D i fa & 23, A E L > D dimeric
herringbone #§i&7> 5, brickwork #1&EIC DD Z & AR L72[1-2], £/, 2D K 9 72 brickwork
W& AT D0 OB LELZ, & EFEREICLY 2 5 rRIEEERZHET L2 2L Th1
AL & s b3 5 2 &I K - TR 5 in-silico crystallization (ISC)”7 /L3 Y X A ZBHFE L, MT-,
MS-pyrene D dbtiE D m kG EE /R FFBLIC S L7, & BT, brickwork JEM OBIfRAY Tk Tix
7R e A% IE T & 5 inclined brickwork #iE (X 1a, bIZOWTHXHETE S L HIZISC T /AT U X
L ZYrER L, MS-pyrene & MT-perylene C#IH| = #17- inclined brickwork #i& D> I = L—3 3 |Z
HATh L72[3],

Brickwork & inclined brickwork i LLS4C
R Rn-nBR ) NEBLINOMIEL LT
rubrene DOFEEEEIZR 55 pitched-nfd )&
MEPHAOLNLTWD, Fxid, KRN
herringbone % i& % HU %  benzo[1,2-b:4,5-
b’]dithiophene (BDT)DBALIZ A F V1w
J 3% E A L 7ZBMT-BDT <°BMS-BDT 7%
pitched-TiiE (X 1c)Z D Z & Z g L T )
DI[4-5]. ABFTEICE T, A TINDO 1. MT-perylene @ (a)brickwork & (b)inclined
LA D brickwork HEED S R = L—3 5 o brickwork #i%, BMS-BDT ?(c) pitched-mfs i i it &
BTt DR FREN T L. £ (d) brickwork iEY 2 = L—3 3 VR & O LR,
A < 407z pitched n-fl @& 1235 1T D r-stack T D4y FHEXHLEIX, =2 b—T a3 2k
\F D r-stack FRIOZFEILE BW—EZRx L7Z(1¥ 1d), 4 H I3 inclined brickwork & pitched r-fif i A 1
DOFELIME & brickwork fi&E & ~— A & L7z pitched n-fEEED Y I = L—3 3 %217 9 JILik I1SC
TNATY XD TiEmT Do
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