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Supporting Information:

Table S1. Bead types: GROMACS topology file for coarse grained PEG°XCAg telodendrimer.

nr type resnr residue atom cgnr charge
1 SNO 1 PEG o1 1 0
2 SNO 1 PEG 01 2 0
3 SNO 1 PEG o1 3 0
4 SNO 1 PEG 01 4 0
5 SNO 1 PEG o1 5 0
6 SNO 1 PEG o1 6 0
7 SNO 1 PEG o1 7 0
8 SNO 1 PEG o1 8 0
9 SNO 1 PEG o1 9 0
10 SNO 1 PEG o1 10 0
11 SNO 1 PEG o1 11 0
12 SNO 1 PEG 01 12 0
13 SNO 1 PEG o1 13 0
14 SNO 1 PEG 01 14 0
15 SNO 1 PEG o1 15 0
16 SNO 1 PEG o1 16 0
17 SNO 1 PEG o1 17 0
18 SNO 1 PEG o1 18 0
19 SNO 1 PEG o1 19 0
20 SNO 1 PEG o1 20 0
21 SNO 1 PEG o1 21 0
22 SNO 1 PEG 01 22 0
23 SNO 1 PEG o1 23 0
24 SNO 1 PEG 01 24 0
25 SNO 1 PEG o1 25 0
26 SNO 1 PEG o1 26 0
27 SNO 1 PEG o1 27 0
28 SNO 1 PEG o1 28 0
29 SNO 1 PEG o1 29 0
30 SNO 1 PEG o1 30 0
31 SNO 1 PEG o1 31 0
32 SNO 1 PEG o1 32 0
33 SNO 1 PEG o1 33 0
34 SNO 1 PEG o1 34 0
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161 SC1 12 CHOA C1 161 0
162 SPS 13 CHOA OH 162 0
163 SC1 13 CHOA R1 163 0
164 SC3 13 CHOA R2 164 0
165 SP5 13 CHOA 02 165 0
166 SPS 13 CHOA 03 166 0
167 SC1 13 CHOA R3 167 0
168 SC1 13 CHOA C1 168 0
169 SP5 14 CHOA OH 169 0
170 SC1 14 CHOA R1 170 0
171 SC3 14 CHOA R2 171 0
172 SPS 14 CHOA 02 172 0
173 SP5 14 CHOA OK] 173 0
174 SC1 14 CHOA R3 174 0
175 SC1 14 CHOA C1 175 0
176 SPS 15 CHOA OH 176 0
177 SC1 15 CHOA R1 177 0
178 SC3 15 CHOA R2 178 0
179 SP5 15 CHOA 02 179 0
180 SPS 15 CHOA 03 180 0
181 SC1 15 CHOA R3 181 0
182 SC1 15 CHOA C1 182 0
183 SP5 16 CHOA OH 183 0
184 SC1 16 CHOA R1 184 0
185 SC3 16 CHOA R2 185 0
186 SPS 16 CHOA 02 186 0
187 SP5 16 CHOA OK] 187 0
188 SC1 16 CHOA R3 188 0
189 SC1 16 CHOA C1 189 0

Note: The MARTINI bead type for cholic acid beads were changed to SC1 for
hydrophobic and SP5 for hydrophilic.



Table S2. Bond lengths: GROMACS topology file for coarse grained PEG°¥CAg telodendrimer.

i j funct  length force
1 2 1 0.33 17000
2 3 1 0.33 17000
3 4 1 0.33 17000
4 5 1 0.33 17000
5 6 1 0.33 17000
6 7 1 0.33 17000
7 8 1 0.33 17000
8 9 1 0.33 17000
9 10 1 0.33 17000
10 11 1 0.33 17000
11 12 1 0.33 17000
12 13 1 0.33 17000
13 14 1 0.33 17000
14 15 1 0.33 17000
15 16 1 0.33 17000
16 17 1 0.33 17000
17 18 1 0.33 17000
18 19 1 0.33 17000
19 20 1 0.33 17000
20 21 1 0.33 17000
21 22 1 0.33 17000
22 23 1 0.33 17000
23 24 1 0.33 17000
24 25 1 0.33 17000
25 26 1 0.33 17000
26 27 1 0.33 17000
27 28 1 0.33 17000
28 29 1 0.33 17000
29 30 1 0.33 17000
30 31 1 0.33 17000
31 32 1 0.33 17000
32 33 1 0.33 17000
33 34 1 0.33 17000
34 35 1 0.33 17000
35 36 1 0.33 17000
36 37 1 0.33 17000
37 38 1 0.33 17000
38 39 1 0.33 17000
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Table S3. Constraints: GROMACS topology file for coarse grained PEG°XCAg telodendrimer.
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Table S4. Angles: GROMACS topology file for coarse grained PEG*XCAg telodendrimer.
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Figure S1. The (a) atomistic and (b) coarse grained structure of cholic acid. The beads labeled as

OH (yellow), O2 (red), and O3 (red) in the coarse grained structure provide facial amphiphilicity

to cholic acid.
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Figure S2. Total energy versus time plot for self-assembly of PTX-PEG*XCAg 17% (w/w %)

system.
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Figure S3. Snapshot of reverse mapped PEG°CAg system in a cubic simulation box at 960 ns.
Atomistic water molecules are not shown for clarity. Colors: PTX (orange), PEG (gray), Cholic
acid (blue) and lysine (red).
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Figure S4. Reverse mapped PTX-PEG>*CAg system with 17 % (w/w %) drug loading in
simulation box at 1.5 ps. Atomistic water molecules are not shown for clarity. Colors: PTX
(orange), PEG (gray), Cholic acid (blue) and lysine (red).
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Figure S5. The size distribution of (a) PEG?XCA, obtained from simulations and (b)

experimental data measured by dynamic light scanning
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