JIAICIS

ADDITIONS AND
CORRECTIONS

Energetic Determinants of Oligomeric State Specificity 2, 3, 4, and 5 contain an error (column V is identical to column
in Coiled Coils [J. Am. Chem. Soc. 2006, 128, 15499— ). The corrected tables are provided below. The text is not
15510]. Jorge Ramos and Themis Lazaridis* affected by this error. We thank David Minde for pointing out

Pages 15503, 15505, 15506, and 15507 respectively: Tableshe error.

Table 2. Average Free Energy (W — TAS®™") per Residue for the

GCN4-p1 Sequence during Four 0.6 ns (300 Frames) Table 3. Average Free Energy (W — TAS®™) per Residue for the
Nosé—Hoover MD Simulations?@ H38-p1l Sequence during Four 0.6 ns (300 Frames) Nosé—Hoover
. juenc

residue | Il 1l \% vV MD Simulations
Ace —404 —-331 -458 —4.60 —4.58 residue ! ! i v v
Arg?e 4.04 3.39 6.29 6.93 5.34 Ace -467 —3.46 —491 —-480 —4.65
Met3a -1.97 -1.62 —-1.18 -0.75 —1.94 Arg29 3.79 2.10 371 3.79 3.72
Lys? 0.86 1.26 105 088  0.88 lle3a -020 -098 —1.32 -0.07 —0.79
Gln°e —8.50 —8.61 —8.49 —8.28 —8.27 Lys? 0.58 1.35 0.80 1.03 0.90
Lewd —-4.21 —6.92 —-5.90 —-5.49 —6.00 Glnse -8.16 -8.20 -843 —7.78 —8.41
Glu'e —-349 =453 -412 -3.66 —4.67 6d Y 10 1086 —10. _10.

—4.53 Gl 9.33 -10.37 -10.86 -10.84 —10.45

Asp?! ~1047 1084 1064 -10.33 1082 gy “203 395 —i10 -379 a3
Lys® -117 099  -0.66 -056 -034 Asp? ~10.62 -1087 -10.63 -1044 —10.87
Valtoa -253 =463 —4.82 —430 —4.47 LSSF’QBQ o35 125 242 o4 169
Glutt ~415 —479 —445 397 —4.43 ys : : : = :

12 _ — _ B Leioa -430 —422 —624 —628 —6.21
Glu 4.45 1.86 4.44 4.06 4.40 X Dece

3d _ - S _ _ Glutt —481 —4.92 474 T421  —-4.90
Leut 4.68 7.70 6.08 6.78 7.18 4.

se _ =g - _ _ Glutze -495 —547 513 -483 —4.98
Leut 5.78 5.81 5.86 6.45 5.40 - —5.41
Sesf -821 -796 -7.81 —841 -7.98 he> —485 -516  -535 565 532
Lysleg 0.14 ﬂl 1.52 1.04 1.51 Leulsf —5.24 —5.24 —5.53 —5.05 —4.00
Asni7a -1157 -1T19 -1222 -10.81 -—10.68 Sett -811  -775 -7v/8 —813  -8.09
Tyrieb -1.42 -157 —118 -051 -0.83 Lys!®9 0.03 0.64 1.18 1.23 1.22
His19c -332 =328 —341 370 —4.14 lletra -311 -312 -466 —4.02 371
Leupd -452 —-6.60 —631 —6.49 592 Tyrie -130 -119 -—121  -023 071
Glu2te -419 =463 436 —460 —3.68 Histoe -351 —367 —345 —368 —4.05
Asre -11.63 -11.35 -—11.49 -11.14 -11.12 LewR0d -476 -7.36 —6.93 -7.08 —653
Glu239 -397 —374 ~—416 -404 —3.99 Glu2te —356 —326 —349 —418 —2.97
Val24a -261 —368 —446 -3.87 —4.40 Asre?! -11.28 —11.43 -11.40 -11.15 -10.87
Ala25bb -551 -639 =621 593 —6.14 Gluz39 -410 ~—379 —429 501 —4.09
Arg2e 1.24 1.87 1.96 _1.76 2.14 [le24a -189 —-157 —377 =322 —3.46
Lew7d —-4.03 —6.81 —6.45 —6.35 —6.70 Ala2sb —561 —6.16 ~6.13 —6.01 —6.09
Lys?8e 1.30 0.59 1.10 1.33 1.33 Arg?26e 1.22 ~1.05 1.17 1.22 1.40
|_yS2gf 1.75 ﬁl 1.85 1.65 2.71 \V; |27d —-2.71 —3.45 *T‘ —4.64 —4.27
Leu?% -178  -170 -170 -240  —2.86 L;js%e 1.36 073 107 131 1.59
Valpta 2.20 217 1.08 132 7031 Yoo 196 192 188 T84 2.00
STW—TAS™ 10808 —123.32 —11758 —11415 (56 Lo -192  -194 -205 -315  -309
2 ] : : : : : Lewta 121 194 —003 <—124 -141

. . . . Cbx —-1.39 —1.26 —1.56 —1.66 —1.91
a All entries are in units of kcal/(mdhelix). Lowest energy values among SIW—TAS®M —106.62 —109.35 —121.36 —119.17 —117.13

the oligomers are underlined. The monomer energies have been included
for completeness, but only the multimers are compared. The values reported ) . . )

here do not include the constafitAG; ™" contribution. The error bar on All entries are in units of kcal/(mefielix). Lowest energy values among
these values is around 0.1 kcal/mol. Ace is the acetyl blocking group, and the oligomers are underlined. The monomer energies have been included
Cbx, the methyl amide blocking groupThe stabilization observed for ~ [Of completeness, but only the mqurr:Srs are compared. The values reported
Ala?® is an artifact, resulting from the rebuilding of part of helix A of the ~Nere do not include the constapfAG-~ contribution. The error bar on

trimer (see Methods). This rebuilding results in a suboptimal hydrogen bond these values is around 0.1 kcal/mol. Ace is the acetyl blocking group, and
between Algsb and Lys29f Cbx, the methyl amide blocking group.
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ADDITIONS AND CORRECTIONS

Table 4. Average Free Energy (W — TAS®) per Residue for the Table 5. Average Free Energy (W — TAS®) per Residue for the
Gcen4-LI Sequence during Four 0.6 ns (300 Frames) Comp Sequence during Four 0.6 ns (300 Frames) Nosé—Hoover
Nosé—Hoover MD Simulations?@ MD Simulations?
residue [ [ 1 \Y v residue [ I Il \Y v

Ace —4.78 —-3.39 —4.45 —4.56 —4.30 Ace —3.16 —3.33 —3.75 —3.68 -3.71
Arg% 5.27 4.10 5.85 6.49 6.11 LeU329 —327 _—292 T =271 242 274
Met3a —212 -1.23 —0.54 —1.22 —1.65 Ala Z 0.09 —-0.41 —0.48 0.14 —0.93
LySAb 0.02 1.55 0.78 0.50 0.89 Prg® 5.56 5.48 5.25 4.84 4.98

. _ B B = Glnse -804 —838 —846 ~—846 —8.65
GIn 9.21 8.75 8.43 8.31 8.46 Met6d —_—

o - = B - e —-451 —387 —433 —409 ~_—457

lle 1.68 320 -391  =3.92 3.66 Leu’® 505 —4.76 _—523 —507 =523
Glu’e —407  —410  —406 372  —4.20 Arg® 1.46 155 — 144 221 1.84
Asp?f -10.19 -10.72 -10.52 -—-10.14 —10.38 GIu% -5091 —-6.04 ~ —6.36 —6.28 —5.65
Lys% -140 -141 -050 -0.86 —-0.24 Leutoa —457 —492 T —-629 -671 _—6.76
Leutoa —4.17 —4.87 =571 —7.18 —7.33 Glnttb —8.65 —8.44 —8.60 —8.49 —8.94
Glutte —4.73 —4.70 —5.01 —4.55 —4.96 Glut?e —5.20 —5.42 —5.52 —4.94 —5.43
Glut2e —432 —-476 —453 —418  —4.45 Thrt3d -457 —-439 ~-6.06 523 534
lle13d 921 T304 -439 -497 -4 Aside -1059 —10.99 —1143 -1056 —11.26
Leu14e —5.72 —6.05 —6.14 —6.53 —5.50 Ala —6.72 —6.81 —6.68 —6.64 —6.18

5f _ _ _ = _ Alal6y —6.56 —7.12 —-7.20 —7.42 —7.92
Seft 8.06 7.93 7.73 7.95 7.93 17 —

160 014 -0 138 556 03 Le -415 -478 -509 -555 564
Lys ” : e : : Glnte —-899 -920 —916 —850 ~ —8.95
Leu'’@ -55  —649  -7.09 —771 756 Aspioc -10.33 —10.17 -10.63 —10.45 —9.65
Tyrigb —1.36 —1.44 —1.33 —0.60 —1.01 \al20d —3.07 —401 —4.35 —527 —4.92
Histoc —3.53 —3.47 -3.35 -3.78 —4.47 Arg?te 2.48 2.36 330 254 1.73
llg20d —-240  -252 —4.23 —4.95 —4.62 Glu22?f —4.44  —-424 444 —-420 T —431
Gluzte -338 -378 -356 —421 -341 Lew?3 495 -527 ~ 520 —6.27 _—7.06
Asre2 -11.30 -1156 —11.51 —11.08 -—10.87 Lewa —440 537 646 686 _ —6.88
Glu23 -382 —38 —3.90 —-467 —3.87 Arg;:b 2.95 2.23 2.44 3.62 3.00
LewR4a —4.15 —4.63 —5.74 731 ~7.73 GlIn?6c —9.63 —8.74 —-9.50 -10.01 —-9.25

250 _ _ _ _ 6 3¢ Gln?7d -8.00 —7.63 —9.67 ~ —9.31 -10.24
Ala 5.71 6.29 6.31 6.23 6.39

26 — = Val2se -149  -227 -209 298 ~_ —401
Arg 0.89 1.41 163 123 174 Lys?f 1.85 1.90 1.89 131 2.40
lle?7d -161  -254  —422 -421 —422 Glu -138 -1.78 -160 ——L77 —0.95
Lys?ee 1.60 08 065 101 1.13 llg3ta 357 — 353 245 216 169
Lys?! 1.80 2.06 133 182 1.86 Cbx -1.48 -129 —148 -158 __—2.03
Lewsos —2.09 —2.06 —1.96 —3.09 —3.17 S[W—TASoM —121.15 —125.51 —135.98 —135.94 —141.56
Lewdla 0.77 2.04 -0.14 —1.60 —1.56
Cbx —1.35 —1.20 —1.58 ~1.68 —1.94 a All entries are in units of kcal/(mehelix). Lowest energy values among
S[W—TASoM —98.70 —102.28 —109.22 —117.52 —116.15 the oligomers are underlined. The monomer energies have been included

for completeness, but only the multimers are compared. The values reported

here do not include the constafitAGi"%v contribution. The error bar on
dthese values is around 0.1 kcal/mol. Ace is the acetyl blocking group, and
dCbx, the methyl amide blocking group.

a All entries are in units of kcal/(metelix). Lowest energy values among
the oligomers are underlined. The monomer energies have been include
for completeness, but only the multimers are compared. The values reporte
here do not include the constafitAGi" v contribution. The error bar on
these values is around 0.1 kcal/mol. Ace is the acetyl blocking group, and
Cbx, the methyl amide blocking group.
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