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Fig. S1 Selected structures of 2-Fluorophenylacetylene dimers optimized at B97-D/aug-cc-pVDZ
level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in K] mol L. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S2 Selected structures of 3-Fluorophenylacetylene dimers optimized at B97-D/aug-cc-pVDZ
level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S3 Selected structures of 4-Fluorophenylacetylene dimers optimized at B97-D/aug-cc-pVDZ
level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S4 Selected structures of 2-Fluorophenylacetylene trimers optimized at B97-D/aug-cc-pVDZ

level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected

stabilization energy in k] mol. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A

S5



\ " - ! & o HB
" Y o - i Y . - s &3 +,‘.‘A .";
0 .o R c o= - . ; 209 =
g . . ® ' 2602 & .
o T N - A ’ -
& ) - 4 - : = c > mé"'.;..m -:" n
» . i » &9
3T1 (-44.7) 3T2 (-43.9) 3T3 (-43.7) 3T4 (-43.6) 3T5 (-43.0)
| o - AR . 4
L & & e # ® b S £ Oy
~= e 2 R / - 2 |
S 4 o = /\ s Y ;"5'55"‘ b . & =% = |
, = \1---2-;0'6' b ° o . é T |
4 %
3T8 (-42.1)
3T6 (-42.9) 317 (-42.2) 3T9 (-41.9)  3T10 (-41.8)
i 4 L = 5 - ? y -
& : h e & J ’ ) “\ & g )
s — e, Ky
- ) 2‘.758 2,}585 [ - " = ",c‘ - \‘-.z._i,z;"_‘ﬁ T
TN A T —
3T11 (-41.6) 3T12 (-40.3 3T13 (-37.5) 3T14 (-374) 3T15 (-36.7)
ﬁ‘ " ¥ ,’
;‘\ L ‘: - & ZVST"& ? m.n-'.. ;2,54;
.\: . - Q | . j!
Vo S &y g
3T16 (-35.5) 3T17 (-31.4) 3T18 (-24.1)

Fig. S5 Selected structures of 3-Fluorophenylacetylene trimers optimized at B97-D/aug-cc-pVDZ
level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected

stabilization energy in K] mol L. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S6 Selected structures of 4-Fluorophenylacetylene trimers optimized at B97-D/aug-cc-pVDZ
level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S7 Selected structures of 2-Fluorophenylacetylene tetramers optimized at B97-D/aug-cc-
pVDZ level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected

stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A
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Fig. S8 Selected structures of 3-Fluorophenylacetylene tetramers optimized at B97-D/aug-cc-
pVDZ level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are
shown with blue and red dotted lines respectively with distance in A Structures falling within
2k]/mol energy range with respect to most stable structure with involvement of {Ac} CH groups to

the interactions are highlighted.
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Fig. S9 Selected structures of 4-Fluorophenylacetylene tetramers optimized at B97-D/aug-cc-
pVDZ level of theory, for each structure the number in parenthesis is the ZPE and BSSE corrected
stabilization energy in k] moll. Interaction with involvement of {Ac} CH and {Ar} CH groups are

shown with blue and red dotted lines respectively with distance in A. Structures falling within 2

k]J/mol energy range with respect to most stable structure with involvement of {Ac} CH groups to

the interactions are highlighted.
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