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GUIDING QUESTIONS BEST RUNS AND SIMULATION STATISTICS
« How does the amino acid sequence of a protein translatetinte t E | rmsb | secondary structure constraint| initialconf | D | B
dimensional structure? Can we predict the 3D structure? -51.0| 1.93| CHHHHHHHHHHTCCHHHHHHHHC | morse preopt 2|05
. i . . -49.1| 2.03| CHHHHHHHHHHTCCHHHHHHHHC | morse preopt 2|20
* How can we predict the nafive structure (within experimereso- -48.7 | 1.98 | CHHHHHHHHHHTCCHHHHHHHHC | morse | extended | 2| 0.5
lution) of proteins containing disulfide bridges™ -48.3| 2.18| CHHHHHHHHHHHTCHHHHHHHHC | morse | preopt 2|10
-47.2| 1.94 | CHHHHHHHHHHTCCHHHHHHHHC | cusp preopt 2
-47.1| 2.02 | CHHHHHHHHHHTCCHHHHHHHHC | morse extended 2|20
] -55.8| 1.95| CHHHHHHHHHHTCCHHHHHHHHC | morse | preopt 5[ 05 Percentage of successful runs
EXAMPLE: 1WQE -52.7| 2.09 | CHHHHHHHHHHHTCHHHHHHHHC | morse | preopt 5|10 (RMSB < 3A)
NDPCEEVCIQHTGDVKACEEACQ -52.1| 1.94 | CHHHHHHHHHHTCCHHHHHHHHC | morse extended | 5| 1.0 Cusp potentiall Morse potential
-48.6 | 2.20 | CHHHHHHHHHHHSCHHHHHHHHC | morse | preopt 520 preopt 53 54
-48.5| 2.47 | CHHHHHHHHHHCSCHHHHHHHHC | morse | extended | 5 | 2.0 extended 7 21
-47.3| 1.80 | CHHHHHHHHHHTCCHHHHHHHHC | cusp preopt 5 total 30 38
-39.2| 2.62 | CHHHHHHHHSSSSSHHHHHHHHC | cusp extended 5
-62.0| 2.54| CHHHHHHHHHSCSCHHHHHHHHC | morse extended | 10 | 0.5
-62.0| 2.07 | CHHHHHHHHHHHSCHHHHHHHHC | morse preopt 10| 0.5
-60.2| 1.93| CHHHHHHHHHHTCCHHHHHHHHC | morse preopt 10| 1.0
-54.3| 2.96 | CHHHHHHHHHTSCHHHHHHHHHC | morse extended | 10 | 1.0
-54.1| 2.21 | CHHHHHHHHHHHSCHHHHHHHHC | morse preopt 10| 2.0
-48.6 | 2.05| CHHHHHHHHHHHSCHHHHHHHHC | cusp preopt 10
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CONCLUSIONS AND OUTLOOK
An illustration of BHT, red (original energy) cyan (simpéfi energy)
e Including constraining potentials improves
— overall resolution (better RMSBs, belowA} REFERENCES
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