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Table 1 Total energies (T.E.) for the solvated AB(1-42)
dimer obtained by ab initio FMO method

Monomerl

Temperature (K) T.E. (kcal/mol) AT.E.

289.6 -74792906.1  503.2

291.3 747931953 214.0 WLy

293.0 -74793263.4 1459

294.7 -74792968.3  441.0

296.5 -74792734.0  675.3

298.2 -74792499.7  909.6

300.0 -74793098.4  310.9

301.7 -74793060.9  348.5 C

303.5 -74792819.0  590.3

305.3 -74792820.3  589.0 Figure 1 Most stable structure for the solvated

307.1 -74793409.3 0.0 AB(1-42) dimer sampled from the 307.1 K

308.9 -74793104.4  304.9 trajectory (solvating water molecules are not

310.7 -74793236.1 173.2 shown; Monomer1 is blue, while Monomer2 is red)
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