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Dimer Interaction GM1:--Mn GcM1:--Mn CM1---Mn NG NC Type
N2-H2A--01
m1---m2 N1-H1A. 02 -15,09 -14,56 13,43 4,25 0,97 I
m1---m3 F2---H26-C26 -0,18 -0,07 2,74 0,02 0,20 1
m1l---m4 F2---H16-C16 -1,63 -1,36 15,69 0,40 1,14 v
m1---m5 C24-H24---F1 -1,53 -1,25 11,63 0,37 0,84 1
m1---m6 C26-H26-F2 -0,18 -0,07 2,74 0,02 0,20 1
ml---m7 C27-H27--m1 -3,04 -2,60 20,89 0,76 1,52 v
m1---m8 02---H26-C26 -1,99 -1,70 15 0,50 1,09 v
m1---m9 n2--H15-C15 -2,74 -2,54 14,3 0,74 1,04 1
m1---m10 C24-H24---01 -3,22 -3,00 8,62 0,87 0,63 11
mi-mip  OZH2BNZ 8,73 -8,28 2341 2,42 1,70 |l
n2---m2
m1l--m12  N1-H1B---H1A-N1 0,82 0,98 4,57 0,29 0,33 11
m1--m13 N2-H28--02 -8,73 -8,28 23,41 2,42 1,70 |l
n2:--m2
m1l--m14 C26-H26---02 -1,99 -1,70 15 0,50 1,09 v
m1---m15 C16-H16---m2 -3,90 -3,53 21,48 1,03 1,56 Il
Table S1. Energy and contact surface of the interactions on compound 1A supramolecular cluster.
Dimer Interaction GM1---Mn GcM1---Mn CM1---Mn NG NC Type
N1-H1A---02
m1---m2 O1-H2A-N2 -15,09 -14,56 13,43 3,67 0,91 I
m1---m3 F1---H24-C24 -1,60 -1,25 11,63 0,32 0,78 I
F1---H14-C14
m1---m4 Cl4-H14--F1 -2,20 -1,78 13,89 0,45 0,94 I
m1---m5 C15-H15---m2 -2,81 -2,54 14,3 0,64 0,97 I
m1---m6 C16-H16---F2 -1,71 -1,35 15,69 0,34 1,06 IV
m1---m7 C16-H16---m2 -3,90 -3,53 21,84 0,89 1,47 IV
m1---m8 01---H25-C25 -3,29 -3,00 8,62 0,76 0,58 I
m1---m9 mnl--m2 -4,73 -4,20 16,99 1,06 1,15 Il
mi-mio O T28N2 -8,10 -7,47 2231 1,88 151 I
mnl---m2
m1l--m11  N1-H1B---H1A-N1 0,82 0,98 4,57 0,25 0,31 I
mlemiz B0l -8,10 -7,47 2231 1,88 151 I
ml---mnl
m1---m13 nl--H27-C27 -3,04 -2,60 20,89 0,66 1,41 v
0O1---H1A-N1
m1l---m14 N1-H1A-O1 -3,14 -2,75 6,13 0,69 0,41 1

Table S2. Energy and contact surface of the interactions on compound 1B supramolecular cluster.



Dimer Interaction GM1:--Mn GcM1:-Mn CM1:--Mn NG NC Type
0O1---H1A-N1
m1---m2 N1-H1A--O1 -13,29 -12,72 12,38 3,21 0,85 I
m1---m3 C7-H7--m -4,85 -3,97 19,64 1,00 1,35 I
m1---m4 C6-H6---H6-C6 -0,78 -0,16 14,01 0,04 0,96 v
m1---m5 C5-H5---01 -3,34 -2,86 11,61 0,72 0,80 i
m1---m6 C4-H4---01 -4,90 -4,20 14,9 1,06 1,02 I
m1---m7 01---H5-C5 -3,71 -2,85 11,61 0,72 0,80 1
m1--m8 O1---H4-C4 -4,83 -4,20 14,9 1,06 1,02 I
m1---m9 Others -2,02 -1,54 7,68 0,39 0,53 1
m1---m10 C4-H4---H1A-N1 -0,55 0,16 8,73 0,04 0,60 v
m1--m11 01";["_'__1:"\'1 -11,12 -10,06 2858 2,54 1,97 I
ml---m12  N1-H1A---H1B-N1 0,49 0,82 2,57 0,21 0,18 i
miemiz  NOSTOL 10,91 110,06 2858 254 197 |
m1l--m14 mt---H7-C7 -4,93 -3,96 19,64 1,00 1,35 I
m1---m15 C4-H4---H1A-N1 -0,30 0,16 8,73 0,04 0,60 v
Table S3. Energy and contact surface of the interactions on compound 2 supramolecular cluster.
Dimer Interaction GM1:--Mn GcM1:-Mn CM1:--Mn NG NC Type
O1---H1A-N1
m1---m2 N1-H1A.-O1 -12,36 -12,12 11,95 2,93 0,82 I
m1---m3 C7-H7---H5-C5 -0,22 -0,32 12,7 0,08 0,88 v
m1---m4 C6-H6---N1 -4,23 -4,21 18,11 1,02 1,25 Il
m1---m5 C5-H5---01 -2,35 -2,40 8,94 0,58 0,62 1
C4-H4---Brl
m1---m6 Brl..-HA-CA -2,33 -2,32 11,49 0,56 0,79 1
m1--m7 Brl---m -2,69 -2,67 8,84 0,64 0,61 1
m1--m8 01---H5-C5 -2,47 -2,40 8,94 0,58 0,62 1
m1---m9 T---Brl -2,72 -2,67 8,84 0,64 0,61 1
m1---m10 Others -0,02 -0,32 12,7 0,08 0,88 v
m1-mil oL HEN 10,61 110,41 2791 251 192 |
m1l---m12 N1-H1A---H1B-N1 0,98 0,86 5,3 0,21 0,37 Il
m1--m13 N'Hnl_?'r'[m -10,64 -10,41 2791 251 1,92 |
Br1---H5-C5
m1l--ml14 C5-H5--Br1 -4,37 -4,40 21,37 1,06 1,47 I
m1---m15 01---H6-C6 -4,20 -4,21 18,11 1,02 1,25 Il

Table S4. Energy and contact surface of the interactions on compound 3 supramolecular cluster



Dimer Interaction GM1:--Mn GcM1:--Mn CM1--Mn NG NC Type
0O1---H1A-N
m1:--m2 N-H1A--O1 -13.19 -12.68 12.23 295 0.82 I
m1---m3 N-H1B---H5-C5 -0.64 -0.33 13.12 0.08 0.88 IV
m1l---m4 C6-H6---01 -4.61 -4.21 18.65 0.98 1.25 i
m1---m5 C5-H5---01 -3.02 -2.38 9.31 0.56 0.62 i
C4-H4--11
m1---m6 11---H4-C4 -2.24 -2.26 11.13 0.53 0.75 1l
m1---m7 111t -3.28 -2.89 8.95 0.67 0.60 1l
m1---m8 01---H5-C5 -2.76 -2.39 9.31 0.56 0.62 1
m1---m9 11 -3.31 -2.89 8.95 0.67 0.60 1
m1---m10 C5-H5---H1B-N1 -0.90 -0.33 13.12 0.08 0.88 IV
m1-mll Ol;{'ﬂf’” -11.76 -11.18 2925 260 1.96 |l
m1--m12 N1-H1A---H1B-N1 0.91 1.09 5.53 0.25 0.37 1l
m1--m13 N'Hnl__B_'T'['Ol -11.76 -11.18 2925 260 196 |l
C5-H5-11
m1l--ml4 [1---H5-C5 -4.17 -4.28 21.39 1.00 1.43 i
m1---m15 01---H6-C6 -4.58 -4.21 18.65 0.98 1.25 i
Table S5. Energy and contact surface of the interactions on compound 4 supramolecular cluster.
Dimer Interaction GM1---Mn GcM1---Mn CM1---Mn NG NC  Type
O1---H1A-N
m1---m2 N-H1A..-O1 -19,66 -19,20 15,02 4,77 1,11 I
N-H1B---H7-C7
m1---m3 C7-H7-H1B-N -1,91 -1,71 12,42 0,43 0,92 i
m1l---m4 C6-H6---H3-C3 -1,73 -1,55 7,74 0,38 0,57 i
m1---m5 C5-H5--1 -2,34 -2,12 12,24 0,53 0,91 i
m1:--m6 F1---H5-C5 -1,34 -0,99 12,6 0,25 0,93 v
m1---m7 C3-H3---H6-C6 -1,73 -1,55 7,74 0,38 0,57 i
O1---H1A-N
m1:--m8 N-H1A--O1 -6,75 -6,31 13,86 1,57 1,03 I
m1---m9 Others -1,95 -1,62 16,98 0,40 1,26 v
m1---m10 C5-H5---F1 -1,34 -0,99 12,6 0,25 0,93 v
miemi 0T 10,33 9,84 2214 244 164 |l
N1-H1A---H1B-N1
m1--m12 N1-H1B--H1A-N1 2,96 3,04 4,05 0,75 0,30 i
m1--m13 N'Hnl_?'r'[m -10,33 -9,84 22,14 2,44 164 |
m1--m14 Tt---H5-C5 -2,34 -2,12 12,24 0,53 0,91 1
m1---m15 Others -1,95 -1,62 16,98 0,40 1,26 v

Table S6. Energy and contact surface of the interactions on compound 5 supramolecular cluster.



Dimer Interaction GM1:--Mn GcM1:--Mn CM1:--Mn NG NC Type
0O1---H1A-N
m1---m2 N-H1A---O1 -17,14 -16,80 15,81 4,08 1,07 Il
m1--m3 N-H1B--H1A-N 0,71 0,69 6,45 0,17 0,44 1l
m1--mé C6-H6--Tt -3,07 -3,01 17,22 0,73 1,17 1l
m1--m5 C5-H5:--H5-C5 -0,38 -0,45 3,19 0,11 0,22 1l
m1---m6 Cl1--Cl1 -0,58 -0,62 2,63 0,15 0,18 1l
C3-H3--m
m1---m7 O1--H1B-N -10,67 -10,35 24,19 2,51 1,64 I
O1---H1A-N
m1--m8 N-H1A--O1 -4,91 -4,73 10,97 1,15 0,74 I
m1---m9 T TT -3,58 -3,31 28,26 0,80 1,91 v
m1--m10 Cl1--Cl1 -0,58 -0,62 5,92 0,15 0,40 Il
ml--ml1 1t---H6-C6 -3,07 -3,01 17,22 0,73 1,17 1
m1---m12 N-H1B---H1A-N 0,71 0,69 6,45 0,17 0,44 1
1---H3-C3
m1--m13 N-H1B--O1 -10,67 -10,35 24,19 2,51 1,64 I
Cl1---H5-C5
m1--ml4 CoHE Il 2,57 2,48 16,1 0,60 1,09 1l
m1--m15 Tt -3,58 -3,31 28,26 0,80 1,91 IV
Table S7. Energy and contact surface of the interactions on compound 6 supramolecular cluster.
Dimer Interaction GM1---Mn GcM1---Mn CM1---Mn NG NC Type
0O1---H1A-N1
m1---m2 N1-H1A--O1 -13.02 -12.64 15.74 3.28 1.05 I
m1---m3 N1-H1B---H1A-N1 0.45 0.56 5.89 0.15 0.39 i
ml---m4 C6-H6---1 -3.00 -3.30 17.37 0.85 1.16 [l
C5-H5--Brl
ml---m5 Br1---H5-C5 -2.12 -2.41 15.63 0.62 1.05 i
m1---m6 Brl---Brl -0.46 -0.84 5.68 0.22 0.38 Il
0O1---H1B-N1
ml---m7 C3-H3--0 -9.51 -9.56 24.25 248 1.62 Il
0O1---H1A-N1
m1--m8 N1-H1A--O1 -5.00 -4.74 10.11 1.23 0.68 I
m1---m9 TC--TT -3.82 -3.72 29.74 0.96 1.99 v
m1---m10 C5-H5---H5-C5 -0.31 -0.54 1.84 0.14 0.12 1
ml--ml1 Brl---Brl -0.46 -0.84 5.68 0.22 0.38 1
m1---m12 Tt---H5-C5 -3.00 -3.30 17.37 0.85 1.16 1
m1--m13 N1-H1A---H1B-N1 0.45 0.56 5.89 0.15 0.39 I
1t---H3-C3
m1l--ml4 N-H1B--O1 -9.51 -9.56 24.25 248 1.62 I
m1---m15 -+ TT -3.82 -3.72 29.74 0.96 1.99 v

Table S8. Energy and contact surface of the interactions on compound 7 supramolecular cluster.



Dimer Interaction GM1:--Mn GcM1:--Mn CM1---Mn NG NC Type
01---H1A-N1
m1--m2 NLH1A-O1 -17,09 -16,73 15,4 362 090 |
ml---m3 N1-H1B---H1A-N1 0,58 0,66 6,76 0,14 0,40 1"
m1--mé C6-H6--Tt -3,49 -3,38 19,24 0,73 1,13 1l
C5-H5---11
m1l---m5 11---H5-C5 -2,34 -2,35 16,65 0,51 0,98 1"
m1--m6 1111 -1,40 -1,37 6,05 0,30 0,35 Il
C3-H3-it
ml--m7 O1-H1B-N1 -11,72 -11,40 26,28 2,46 1,54 Il
01---H1B-N1
m1--m8 N-H1B-O1 -4,91 -4,73 11,39 1,02 0,67 |
m1---m9 7T -4,11 -3,83 30,99 0,83 1,82 v
m1--m10 1111 -1,40 -1,37 6,05 0,30 0,35 I
ml--ml1 m---H6-C6 -3,49 -3,38 19,24 0,73 1,13 i
m1---m12 N1-H1B---H1A-N1 0,58 0,66 6,76 0,14 0,40 1
m---H3-C3
m1--m13 N-H1B--O1 -11,74 -11,39 26,28 2,46 1,54 I
[1---H5-C5
ml--ml4 C5-H5--11 -2,34 -2,35 16,65 0,51 0,98 1"
m1---m15 7T -4,11 -3,83 30,99 0,83 1,82 v
Table S9. Energy and contact surface of the interactions on compound 8 supramolecular cluster.
Dimer Interaction GM1---Mn GcM1---Mn CM1---Mn NG NC Type
O1---H1A-N1
m1---m2 N1-H1A..-O1 -16.97 -16.56 13.75 490 1.16 Il
m1---m3 N1-H1A---H3-C3 0.43 0.52 8.50 0.15 0.72 v
ml---m4 C4-H4---mt -2.18 -1.95 12.59 0.58 1.06 1
m1---m5 F1---F1 -0.02 0.20 5.42 0.06 0.46 1l
ml---m6 F1---H6-C6 -1.89 -1.66 16.19 0.49 1.37 \
ml--m7 01---H1B-N1 -10.12 -9.74 15.03 2.88 1.27 ]
01---H4-C4
m1--m8 CAHA-O1 -9.05 -8.59 2576 254 218 |l
ml---m9 C7-H7---H1A-N1 0.43 0.52 8.50 0.15 0.72 \
m1---m10 Others -0.66 -0.46 8.81 0.14 0.74 VvV
ml--m11 mn---H4-C4 -2.15 -1.95 12.59 0.58 1.06 1
ml---m12 N1-H1B---01 -10.14 -9.72 15.03 2.88 1.27 ]
m1--m13 - TT -4.91 -4.39 24.33 1.30 2.06 Il
m1l--ml4 C6-H6---F1 -1.89 -1.66 16.19 0.49 137 v
m1---m15 Others -0.65 -0.46 8.81 0.14 0.74 v

Table S10. Energy and contact surface of the interactions on compound 9 supramolecular cluster.



Dimer Interaction GM1:--Mn GcM1:--Mn CM1---Mn NG NC Type

01--HIA-N1
miem2 oA 8,96 9,23 1347 242 093 |
N1--H3-C3
m1-m3 piiodive 0,86 1,10 1290 029 089 IV
m1--ma C4-Ha--01 3,32 3,73 1452 098 1,00 i
m1--m5 Bri--Brl 1,44 1,32 883 035 061 I
m1-m6  C6-H6-Brl 1,10 1,23 967 032 067 I
m1-m7 01--Ha-C4 3,23 3,73 1452 098 1,00 i
01--H1B-N1
miemg S 6,62 6,85 1202 1,8 083 |
m1--m9 Others 2,72 2,82 2217 074 153 IV
m1-m10  Brl--H6-C6 1,11 1,23 967 032 067
miemi 0T TSN 9,03 9,33 2551 245 176 |
mi-m12  NI-HIA-H1B-N1 1,03 0,65 256 017 018
miemiz 0L 9,11 9,32 2551 244 1,76 I
m1--m14 Bri--Brl 1,44 1,32 883 035 061 I
m1--m15 Others 2,73 2,82 2217 074 15 WV

Table S11. Energy and contact surface of the interactions on compound 11 supramolecular cluster.

Dimer Interaction GM1:--Mn GcM1:-Mn CM1:-Mn NG NC Type
01-+H1A-N1
m1-m2 NLHIA-OL -13.19 -12.83 1439 357 107 |l
ml-m3  C3-H3--H1B-N1 -0.45 -0.23 1596  0.06 119 IV
m1--m4 C4-H4--01 -4.04 -3.92 17.00  1.09 126 |l
m1-m5 11-11 -1.85 -1.81 7.10 050 053 I
m1--m6 11-+-H6-C6 -1.34 -1.33 9.56 037 071 I
m1--m7 O1-H4-C4 -4.04 -3.92 17.00  1.09 126 |l
N1-H1B--01
m1--m8 OL-HIBNI -7.42 -7.06 13.67 197 1.02 |l
m1--m9 Others -3.86 -3.56 2318 099 172 IV
m1-m10 01"7';'_.1:"\'1 -8.99 -8.62 27.76 240 206 I
ml-mil  N1-H1A--H1B-N1 -0.42 -0.32 2.75 0.09 020 I
m1-m12 Nl":[_l_i'["m -8.99 -8.62 27.76 240 206 I
m1--m13 11-11 -1.85 -1.81 7.10 050 053 I
m1--m14 C6-H6-+11 -1.34 -1.33 9.56 037 071 I
m1--m15 Others -3.86 -3.56 2318 099 172 IV

Table S12. Energy and contact surface of the interactions on compound 12 supramolecular cluster.
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Figure S1. Central molecule with neighboring molecules in the same plane for compound 1A.

Figure S2. Central Molecule with neighboring molecules in upper and lower planes for compound 1A.



Figure S3. Central molecule with neighboring molecules in the same plane for compound 1B.
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Figure S4. Central Molecule with neighboring molecules in upper and lower planes for compound 1B



Figure S5. Central molecule with neighboring molecules in the same plane for compound 2.

Figure S6. Central Molecule with neighboring molecules in upper and lower planes for compound 2.
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Figure S7. Central molecule with neighboring molecules in the same plane for compound 3.

Figure S8. Central Molecule with neighboring molecules in upper and lower planes for compound 3.



Figure S9. Central molecule with neighboring molecules in the same plane for compound 4.
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Figure S10. Central Molecule with neighboring molecules in upper and lower planes for compound 4.



Figure S12. Central Molecule with neighboring molecules in upper and lower planes for compound 5
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Figure S13. Central molecule with neighboring molecules in the same plane for compound 6.

Figure S14. Central Molecule with neighboring molecules in upper and lower planes for compound 6.



Figure S15. Central molecule with neighboring molecules in the same plane for compound 7.
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Figure S16. Central Molecule with neighboring molecules in upper and lower planes for compound 7.




Figure S17. Central molecule with neighboring molecules in the same plane for compound 8.

Figure S18. Central Molecule with neighboring molecules in upper and lower planes for compound 8.



Figure $19. Central molecule with neighboring molecules in the same plane for compound 9.

Figure S20. Central Molecule with neighboring molecules in upper and lower planes for compound 9.



Figure S21. Central molecule with neighboring molecules in the same plane for compound 11.

Figure S22. Central Molecule with neighboring molecules in upper and lower planes for compound 11.



Figure $23. Central molecule with neighboring molecules in the same plane for compound 12
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Figure S24. Central Molecule with neighboring molecules in upper and lower planes for compound 12
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Figure S25 - energy range by interaction Class
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Figure S26 - Area range by interaction class
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Figure S27 - Nucleation proposal for compound 6.




Figure S28 — last stage of the nucleation for compound 1 (a), 2 -3 (b), 6 —9(C) and 5, 10 - 12(d)



