
tcren pipeline  (single call)

virtual outputs  (no atom moved)

coordinate operations

TCR:pMHC structure
PDB / mmCIF

import
C-gene trimmed

candidate peptide(s)
equal length

score interfaces
TCRen: TCR–peptide

MJ (Keskin): TCR–MHC, peptide–MHC
Φ = Σ φ(a_i, a_j) over contacts

thread onto
native contacts

annotate
TCR loci + CDRs (arda)

MHC allele / class / role + groove

superimpose  (optional)
canonical Cα frame

contact map
closest heavy atom ≤ 5 Å
one pair / residue pair

3 interfaces + region markup

interface mechanics
ENM springs ≤ 8 Å (inv-dist²)

tensile stiffness K_tens → k_off

substitute
keep backbone + Cβ

percentile rank
native vs 1000 random /

shuffled-epitope background

ΔΔG = E(native) − E(mutant)
re-scored on same map

DOPE refine
Metropolis MC, harmonic restraint w_r

FlexPepDock  (external)
ref2015 full-atom


