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Software for rational inhibitor design
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How does mutation affect binding?
Can we design inhibitors that are one
step ahead of evolution?
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Terabytes of simulation data...
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if (ge[il[ii] != @)
{

impart contextlib
const MultiFloat x(x@[i][11]); impart time
const MultiFloat y(yB[11[111);
onst MultiFloot z(z@[i][ii]): def slow_suml nsecs, x, y )}
const MultiFloat q(g@[i][ii]); e
if CepsB[il[ii] == @) I T
{ [eurrent_process{}.pid,r }
//coulomb energy onl
for (int j=@; jenl; ++j) tine.sleepins
{
/icale e the distance between atoms print{"Process %s waking up" % current_process().pid)
tmp = x1[3] - x;

rZ = tmp * tmp;
tmp = y1[] - v;
r2.multiplyAdd(tmp, tmp); e e e
tmp = z1[5] - z; print(“Ma

r2.multiplyAdd(tmp, tmp);

soft_r = r2 + alfa;
soft_r = soft_r.sgrt();

one_over_soft_r = soft_r.reciprocal();

ffcalculate the coulomb emergy using shift-electrostatics
A7 energy = qBgql * { 1/r - L/Rc + L/RerZ [
tmp = soft_r - soft_Rc;

Developing efficient software
* Reusable

e Reliable

* Flexible

How to manage data flow in
parallel programs?

How to create useful
abstractions for complex data?
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