(%> saficf(J,T,Ei,freq,ptgp{)

'

Inputs
J, T, Ei, freq,

ptgpstr
xdat, ydat,edat

'

Input Processing

saficf inputs.m

saficf getdata.m
saficf rescale.m

!

Initialisation

saficf genstart.m

saficf range.m

saficf elaspars.m
saficf findpeaks —speaks da
saficf startc.m

!

Calculates Spetra

saficf genspec.m

!

Generate New Move|

Text in blue are variables.
Text in red are functions.
Text in green is pseudocode.

Accept

new move?

cost_new < cost OR
rand<exp((cost_new_cost)/Tsa)

cost = cost_new

nu=nu-+1

if cost<cost opt
cost_opt = cost
x_opt = xprime

end

Y

Generate new step vector
if nu>(0.6*Ns)
vm = vm .* (1 + ci.*(nu./Ns-0.6)./0.4)
elseif nu<(0.4*Ns)

L 3 vm = vm ./ (1 + ¢i.*(0.4-nu./Ns)./0.4
end

Initial values of step length (ci), number
of steps (Ns) and step vector (vm):
Ci = 2, Ns = 20, vm = rand.*xprime

Yes No

xprime = x + rand.*vm o S—

Yes

Xprime<-range
xprime>range

No

Calculate new cost
spec_new = saficf_genspec(],T,xprime,Ei,freq)
cost new = sqrt( sum( (spec_new-ydat).”2) )
+ sqgrt( sum( peaks_calc-peaks dat))

iterS<Ns

Yes

iterS=0; iterT++

Reduce Temperature -«
T = rt*¥T (rt = 0.85 by default)
cost-cost_opt<e
|cost_new-cost|<e Converged?

Outputs
V = {V2 V4 V6}

( Fiiish )




