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Supporting Figure S1: RMSD Vs Time for all replicas of AhR different termini. (A) AhR Canon; (B) NC Trunc; (C)

N- Trunc; (D) C-Trunc.



—ot B i
— replica2 — replca2
A —— replica3 -
03

RMSD (nim)
RMSD {nm)

time (ns) ime (ns)

— repliea 3

— repliea1
055+ — replica 2

RMSD (nm)
AMSD (rm)

time (s} 100 200 0 a0 520

E) "

RMSD ()
RMSD (nm)

time (ns)

time (ns)

Supporting Figure S2: RMSD Vs Time for all replicas of different PAS-B domains simulated. (A) AhR; (B) AhR -
reduced C300-C313 Bond; (C) D. Suzukii [HR; (D) HIF1a; (E) NCOAI; (F) HIF2a;

NCOA1_PAS-B GHMTGVES - - - -FMTKQDTTGKIISIDTSSLRAAGRTGWEDLVRKCIYAFFQPQGREPSY 56
D.Suzukii_JHR_PAS-B - - --QPEPYQLEYHTRHLIDGSITDCDQRIGLVAGYMKDEVRNL -SPFCFMHLDDVR--W 53
ARR_PAS-B - IRTKNFIFRTKHKLDFTPTGCDAKGRIVLGYTEAELCTRGSGYQFTHAADML--Y 53
HIFla_PAS-B  ——---- DSKT - - FLSRHSLDMKFSYCDERTTELMGYEPEELLGR-STYEYYHALDSD--H 49
HIF2a_PAS-B GEFKGLDSKT- - FLSEHSMDMKFTYCDDRITELIGYHPEELLGR-SAYEFYHALDSE--N 55
& * £ - = -
NCOA1_PAS-B ARQLFQEVMT-RGTASSPSYRFILNDGTMLSAHTRCKLCYPQSPDMQPFIMGIHIIDREH 115
D.Suzukii_JHR_PAS-B VIVALRQMYDCNSDYGESCYRLLSRNGRFIYLHTKGFLEIDRGTNKVHSFLCVNTLLDEE 113
AhR_PAS-B CAESHIRMIK-TGESGMIVERLLTKNNRWTWVQSNARLLYKNG--RPDYIIVTQRPLTDE 118
HIFla_PAS-B LTKTHHDMF T - KGQVTTGQYRMLAKRGGYVWVETQATVIYNTKNSQPQCIVCVNYWS - 106
HIF2a_PAS-B MTKSHQNLCT-KGQVVSGQYRMLAKHGGYVWLETQGTVIYNPRNLQPQCIMCYNYVLSET 114
. SH. . - - - -

NCOA1_PAS-B SG- 117

D.Suzukii_JHR_PAS-B AGR 116

AhR_PAS-B E-- 111

HIFla_PAS-B - 106

HIF2a_PAS-B EK- 116

Supporting Figure S3: Sequence alignment for all five different PAS-B domains: . indicates weak similarity, : indicates
strong similarity and * indicates complete conservation (identity).
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Supporting Figure S4: 3D structural alignment for all five different PAS-B domains investigated in this study: Orange
boxes indicate the structurally conserved areas, In grey, the cpnservation and Backbone RMSD graphs per residue..

Supporting Figure S5: HIF2a Hydrogen bond in the conformation showing buried Y281, the red line indicate the
backbone interactions.



