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(a) Profiles of RMSD measured from 15 for the 30 cycles. (green) RMSD values averaged over all the
snapshots sampled by SDS at every cycle and (red) its standard deviations. (blue) minimum and (magenta)
maximum RMSD values at every cycle. (b) (blue, magenta) Profiles of averaged dn of
HME1-HME2-HME4 and HME2-HME4-HMES®6, characterizing the triple m-stacking. (green, red)
Profiles of dyie of HME1 and HME3 and that of HME3 and HMEG6, characterizing the CH-x interactions.
(c) Initial structure of 1s. HME1, HME2, HME3, HME4, and HMEG6 are colored with orange, magenta,

yellow, blue, and green, respectively. Some of Py groups are drawn by a VDW representation,



corresponding to the m-rt stacking between HME1-HME3 and that between HME3 and HMEG6, they were

collapsed in the second dissociation process from 15 to 14, leading to the dissociation of HME3.
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(a) Profiles of RMSD measured from 14 for the 15 cycles. (green) RMSD values averaged over all the
snapshots sampled by SDS at every cycle and (red) its standard deviations. (blue) minimum and (magenta)
maximum RMSD values at every cycle. (b) (red) Profile of dv. between HME2 and HME4 characterizing
the m-m stacking. (green, blue) Profiles of averaged dn characterizing the triple m-stacking among
HME1-HME2-HMEG6 and among HME2-HME4-HMESG, respectively. (c) Initial structure of 14, HMEL,
HME2, HME4, and HME6 are colored with orange, magenta, blue, and green, respectively. Some Py
groups are drawn by a VDW representation, corresponding to the triple m-stacking among them, which was

collapsed in the third dissociation process from 14 to 13, leading to the dissociation of HMEL.
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(a) Profiles of RMSD measured from 1; for the 15 cycles. (green) RMSD values averaged over all the
snapshots sampled by SDS at every cycle and (red) its standard deviations. (blue) minimum and (magenta)
maximum RMSD values at every cycle. (b) (red) Profile of dye characterizing CH-nt interaction between
HME?2 and HME6 and (green) that of averaged dn characterizing triple m-stacking among HME2, HME4,
and HMES®6. (c) Initial structure of 15. Each monomer is colored with (magenta) HME2, (blue) HME4, and
(green) HMEG, respectively. Some Py groups are drawn with a VDW representation, characterizing the
triple m-stacking among them, which was also collapsed in the forth dissociation process, leading to the

dissociation of HMEA4.
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(a) Profiles of RMSD measured from 1, for the 15 cycles. (green) RMSD values averaged over all the
snapshots sampled by SDS at every cycle and (red) its standard deviations. (blue) minimum and (magenta)
maximum RMSD values at every cycle. (b) Profile of nitrogen-nitrogen distance between Py of HME2 and
HMES6 characterizing the m-t stacking. (c) Initial structure of 1,, where HME2 and HME6 are colored in

magenta and green, respectively. Two Py groups are drawn with a VDW representation to highlight the m-nt

stacking.



Movies of each dissociation process

(a) 6mer.mov: Dissociation process from 14 to 15+1.
(b) Smer.mov: Dissociation process from 15 to 14+1.
(c) 4mer.mov: Dissociation process from 14 to 15+1.
(d) 3mer.mov: Dissociation process from 15 to 1,+1.

(e) 2mer.mov: Dissociation process from 1, to 1,+1.



