potential energy (kJ/mol)

B Engine diagnostics from the run's own state log — throughput 1.13 ns/day on 12 CPU threads. Stable integration is NOT evidence of binding.

Bl Potential energy (engine log) B2 Temperature, constrained DOF B3 Temperature distribution
fluctuates about the mean, SD 987 kJ/mol (0.106% of |PE|) mean 299.93 K = 1.29 (SD) thermostat holds the target; this is not a binding result
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