
S2 Appendix 

1. Plumed file (-0.9, 0.5 corresponding to black color in Fig3A) 
 

c: COM ATOMS=738,2280,3822,5364 

cv1: DISTANCE ATOMS=c,76306 COMPONENTS  

cv2: DISTANCE ATOMS=5387,769  

cv3: DISTANCE ATOMS=761,5395 

cv4: DISTANCE ATOMS=2303,3853 

cv5: DISTANCE ATOMS=3845,2311 

cv6: DISTANCE ATOMS=754,5380 

cv7: DISTANCE ATOMS=2296,3838 

cv8: GYRATION TYPE=RADIUS ATOMS=754,2296,3838,5380 

 

UPPER_WALLS ARG=cv1.z AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_1 

LOWER_WALLS ARG=cv1.z AT=-0.9 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_1 

UPPER_WALLS ARG=cv2 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_2 

LOWER_WALLS ARG=cv2 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_2 

UPPER_WALLS ARG=cv3 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_3 

LOWER_WALLS ARG=cv3 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_3 

UPPER_WALLS ARG=cv4 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_4 

LOWER_WALLS ARG=cv4 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_4 

UPPER_WALLS ARG=cv5 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_5 

LOWER_WALLS ARG=cv5 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_5 

UPPER_WALLS ARG=cv6 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_6 

LOWER_WALLS ARG=cv6 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_6 

UPPER_WALLS ARG=cv7 AT=1.2 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_7 

LOWER_WALLS ARG=cv7 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_7 

UPPER_WALLS ARG=cv8 AT=0.55 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_8 

LOWER_WALLS ARG=cv8 AT=0.25 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_8 

 

 



2. Plumed file (0.35,1.2 corresponding to green color in Fig 3A) 
 

c: COM ATOMS=738,2280,3822,5364 

 

cv1: DISTANCE ATOMS=c,76306 COMPONENTS  

cv2: DISTANCE ATOMS=5387,769  

cv3: DISTANCE ATOMS=761,5395 

cv4: DISTANCE ATOMS=2303,3853 

cv5: DISTANCE ATOMS=3845,2311 

cv6: DISTANCE ATOMS=754,5380 

cv7: DISTANCE ATOMS=2296,3838 

cv8: GYRATION TYPE=RADIUS ATOMS=754,2296,3838,5380 

 

UPPER_WALLS ARG=cv1.z AT=1.2 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_1 

LOWER_WALLS ARG=cv1.z AT=0.35 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_1 

UPPER_WALLS ARG=cv2 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_2 

LOWER_WALLS ARG=cv2 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_2 

UPPER_WALLS ARG=cv3 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_3 

LOWER_WALLS ARG=cv3 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_3 

UPPER_WALLS ARG=cv4 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_4 

LOWER_WALLS ARG=cv4 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_4 

UPPER_WALLS ARG=cv5 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_5 

LOWER_WALLS ARG=cv5 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_5 

UPPER_WALLS ARG=cv6 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_6 

LOWER_WALLS ARG=cv6 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_6 

UPPER_WALLS ARG=cv7 AT=1.2 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_7 

LOWER_WALLS ARG=cv7 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_7 

UPPER_WALLS ARG=cv8 AT=0.55 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_8 

LOWER_WALLS ARG=cv8 AT=0.25 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_8 



3. Plumed file (0.9, 1.6 corresponding to blue color in Fig.3A)  
 

c: COM ATOMS=738,2280,3822,5364 

 

cv1: DISTANCE ATOMS=c,76306 COMPONENTS  

cv2: DISTANCE ATOMS=5387,769  

cv3: DISTANCE ATOMS=761,5395 

cv4: DISTANCE ATOMS=2303,3853 

cv5: DISTANCE ATOMS=3845,2311 

cv6: DISTANCE ATOMS=798,5424 

cv7: DISTANCE ATOMS=2340,3882 

cv8: GYRATION TYPE=RADIUS ATOMS=798,2340,3882,5424 

 

UPPER_WALLS ARG=cv1.z AT=1.6 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_1 

LOWER_WALLS ARG=cv1.z AT=0.9 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_1 

UPPER_WALLS ARG=cv2 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_2 

LOWER_WALLS ARG=cv2 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_2 

UPPER_WALLS ARG=cv3 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_3 

LOWER_WALLS ARG=cv3 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_3 

UPPER_WALLS ARG=cv4 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_4 

LOWER_WALLS ARG=cv4 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_4 

UPPER_WALLS ARG=cv5 AT=1.3 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_5 

LOWER_WALLS ARG=cv5 AT=0.5 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_5 

UPPER_WALLS ARG=cv6 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_6 

LOWER_WALLS ARG=cv6 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_6 

UPPER_WALLS ARG=cv7 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_7 

LOWER_WALLS ARG=cv7 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_7 

UPPER_WALLS ARG=cv8 AT=0.95 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_8 

LOWER_WALLS ARG=cv8 AT=0.6 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_8 



 

4. Plumed file (1.4, 2.0 corresponding to violet color in Fig. 3A) 
 

c: COM ATOMS=738,2280,3822,5364 

 

cv1: DISTANCE ATOMS=c,76306 COMPONENTS  

cv2: DISTANCE ATOMS=798,5424 

cv3: DISTANCE ATOMS=2340,3882 

cv4: GYRATION TYPE=RADIUS ATOMS=798,2340,3882,5424 

 

UPPER_WALLS ARG=cv1.z AT=2.0 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_1 

LOWER_WALLS ARG=cv1.z AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_1 

UPPER_WALLS ARG=cv2 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_2 

LOWER_WALLS ARG=cv2 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_2 

UPPER_WALLS ARG=cv3 AT=1.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_3 

LOWER_WALLS ARG=cv3 AT=0.4 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_3 

UPPER_WALLS ARG=cv4 AT=0.95 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=uwall_4 

LOWER_WALLS ARG=cv4 AT=0.6 KAPPA=5000.0 EXP=2 EPS=1 OFFSET=0 LABEL=lwall_4 

 

 

 


