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Figure S1. Distribution of clusters among three independent trajectories where each

panel constitutes the conformations from a different simulation.
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Figure S2. Dcowm for the three independent simulations of the composite model. See

Figure 8 for average over conformations from all 3 simulations.
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Figure S3. Super helical pitch for the three independent simulations of the composite

model. These were calculated and averaged over the conformations of each individual
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simulation. See Figure 8 for average over conformations from all three simulations.




Table S1. Potential charged interactions within the rod

Residue pairs that are within 4.5 A according to the average distance between the center
of mass of nitrogen atoms (NH1, NH2) of Arginine, nitrogen atom (NZ) of Lysine and
center of mass of oxygen atoms from Glutamate (OE1, OE2) and Aspartate (OD1, OD2)

are listed. The distances are averaged over a combined trajectory of three independent

simulations.

Residue number  Residue number . 0
and Type and Type Distance (A)

Between

helices 153 E (g) 1537 K (a) 40 = 08
1537 K (a) 1536 E (g) 40+ 09
1579 K (a) 1580 T (b) 44+ 09
1580 D (b) 1579 K (a) 44+ 10
1604 E (d) 1608 R (a) 40  + 03
1608 R (a) 1604 E (d) 40  + 04

Within 1%

helix 1602 D (b) 1606 R (f) 48 = L
1615 K (a) 1619 E (c) 50 o+ 15

Within

2 helix 1602 D (b) 1606 R (f) 48 = LI
1615 K (a) 1619 E (c) 50 o+ 15




Table S2. Potential hydrophobic interactions within the rod

The hydrophobic interactions within the rod were evaluated by the average minimum
distances between the hydrophobic side-chains from each helix. The pairs of residues
within 5 A are shown. The distances are averaged over a combined trajectory of three

independent simulations.

Residue number Residue number .
and Type and Type Distance (A)
1527 E (e) 1530 E (e) 4.52 + 22
1529 V(g 1530 V (g 2.60 + 03
1530 R (a) 1527 R (a) 4.76 + 21
1530 R (a) 1529 R (a) 2.60 + 03
1530 R (a) 1530 R (a) 3.54 + 06
1530 R (a) 1533 R (a) 2.89 + 05
1533 L (@) 1530 L (d) 294 + 05
1533 L (@) 1533 L (d) 2.32 + 02
1533 L (@) 1534 L (d) 291 + 05
1533 L (d) 1537 L (d) 2.73 + 04
1534 E (e) 1533 E (e) 2.87 + 04
1536 E (g 1537 E (g 2.16 + 06
1537 K (a) 1533 K (a) 2.78 + 04
1537 K (a) 1536 K (a) 2.17 + 06
1537 K (a) 1537 K (a) 3.75 + 07
1537 K (a) 1540 K (a) 2.56 + 03
1540 L (d) 1537 L (d) 2.56 + 03
1540 L (d) 1540 L (d) 243 + 03
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Table S3. SASA (A%) of hydrophobic residues that are solvent exposed, averaged over a

combined trajectory of three independent simulations.

Residue number and .
SASA (A%
Type

1526 L 114.5 + 19.8
1538 M 127.4 + 12.1
1559 L 111.0 + 13.9
1563 L 110.0 + 9.5
1591 L 112.8 + 9.0
1612 L 98.5 + 11.0
1627 I 107.8 + 8.1
1635 M 97.4 + 174
1649 L 101.0 + 6.3
1655 I 106.2 + 8.1
1673 I 99.7 + 11.7
1680 L 113.6 + 10.0
1690 L 115.3 + 20.5
1702 M 127.6 + 12.0
1723 L 114.6 + 8.3
1727 L 111.2 + 9.2
1755 L 113.3 + 9.2
1776 L 98.1 + 11.1
1791 I 107.5 + 84
1799 M 98.5 + 174
1813 L 101.0 + 6.3
1819 I 106.9 + 7.9
1837 I 100.2 + 11.7
1844 L 113.6 + 10.1




