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Supporting Information

Table | - Comparison between the(® values for each of the applied models.

Without Mg 2* With 1 mM Mg **

HRE Xiintermediate | X'2state | X’ cooperative | X intermediate | X 2state | X cooperaiive
TRDEOLEDN 147583 | 285212 | | as77g1
TREBOLED] 296215 | 293042 | 021923| 02935
TRESDLED | 030622 | 0.28802 0.98895| 094141
TREEDLBD | 058892 | 0.69123 0.29981| 0.30096

TR [;ED ~ | 5.463509 | 5.7313% 4.856228| 2.171591 2.013%4 3.83093
TROSP™ | 0887477 | 077784 1.104324| 2.808555 2.778$72.413675
TROSP™ | 1831825 | 160724 2.104373| 1624 | 1207151297153
TROSP™ | 167.7325 | 195542 1439 | 2.958015 2.908432.725714

Lower values indicate the best fitting.

Nd- nonedetined.



Table Il - AG values recovered by BIOEQS and Hill analyses.

AG MD AG AG MD2 AG AGapp A Gapp
MMD cooperative Bioeqs .
(kcall | err+ | err- keal/ | €T H|em- (kcal/ | err+ | err- keal/ e+ | em-| oy |erH]oer- Hill (kcal/ | err +/-
mol*K) (kca mol*K) (kca (kca mol*K)
mol*K) mol*K) mol*K)
TR DBD F2 10.51 0.45( 0.4 20.1 041 0.87 9.91L Q.2 190. ND ND ND 10.05 0.21 0.19 9.844 8x10
with Mg | PAL| 10.47 | <11.8 O 2144 025 1.02 10.2 041 0)37 20.920.66 | 0.49( 10.72| 0.09 0.08 10.04L 6 X10
DR4| 122 | <111 O 19.61| 0.68 0.98 9.73 0.3 0{76 19.6 630.0.87 9.8 0.3 0.44 10.363 3510
DR1| 9.69 0.6 | 0.93 16.92 | 0.33] 0.26 8.35 0.3L 031 16.92 03 026 8.4%.62 | 0.62 8.444 4 x10
TR DBD F2 0.46 <11.4 0 9.8 0.69 0.69 20.32 1/19 106 20.32 1.19( 0.6] 10.15 0.2 0.41 9.72B 1%1(
without Mg | PAL 9.47 0.76 | 2.5 18.25 0.64 0.2 8.9¢ 014 0.4 18.44 9 00.72 9.12 0.32 0.36 9.358 4 %10
DR4| 9.86 <10.6/ O 19.23 0.4b 0.2 9.45 0.6 0J26 19.83 41 0.0.35 9.61 0.23 0.41 9.208 5 %10
DR1| 8.09 <9.01] O 17.07 0.3L 0.36 8.48 0.7 0J31 17.06 .26 (0 0.31 8.53 0.1 0.18 8.402 4510
TIT_BDSD- F2 ND ND | ND ND ND | ND 11.77 0.64 0.47 ND NO ND 11.77 0.33| 0.24 11.109 9 x10
with Mg | PAL 9.57 0.25( 0.3 18.73 0.1 0.15 9.28 o.n1 o011 ND INDND 9.38 0.62| 0.62 9.235 4 xt0
DR4| 9.56 0.48( 0.41 18.03 0.36] 0.32 8.99 0.4 0.19 ND ND ND 9.01 0/18160. 9.001 9 x18
DR1| 969 | 06| 093 17.38 | (> 898 | 054/ 054 ND | ND| ND| 869| 009 008 8545  2%10
TREPD" | P2 | 1144 | 104) 078 202 | 109 087 9.73| 058 068 ND| NP NP 100 0l95410 10227 | 6x1b
without Mg | PAL | 9.85 0.36( 0.45 18.41 | 0.37| 0.49 9.24 0.1p 0.19 ND NP ND 9.20 0{33310 9.379 3x19
DR4| 9.72 0.46| 1.0 18.96 | 0.44| 0.39 9.37 0.2p 022 ND NP ND 9.4 0[22.2 0 9.317 4 x10
DR1| 9.49 0.18| 0.21 17.77 0.2 0.23 8.84 0.11 0.1 ND ND ND 8.88 0.1 120. 8.790 4 x18

AG values are given in kcalol*K™. AG MD and AG MMD dissociation free energies for the first (MD) aretand (MMD) protein-DNA complex species, respediive
(intermediary model). AG MD2 is the dissociation free energy recovered in tingple association (two state model) fittingG cooperative was calculated using high
cooperativity model in BIOEQSAGapp Bioeqswas calculated as described in methodology frombajl@nalysis with BIOEQS, andGapp Hill was calculated from Hill

analysis.






