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Untitled mz > pbpk_mrl::_rrl:: x

obzerved caData, clData

2

3 doses = [1, 5, 25]

4

3 % informative priors on partition coeffs

8 PL ~ norm(3.5, 0.5) I(0, 8) # Liver/blood partition coefficient

L) EF ~ norm{90, 15} I(0, 180) % Fat/blood partition coefficient

& BS ~ morm(l.0, 0.15) I(0, 2) # Slowly perfused tissoe/blood partition

g PR ~ norm(3.5, 0.5) I(0, 8) % Richly perfused tissne/blood partition
% nninformative priors on metabolic parms

12 VMAXC ~ unif (0, 50) % Maximuom velocity of metabolism (mg/hr-1kg)

i3 EM ~ unif (0, 10) # Michaelis-Menten constant (mg/L)

4

= % measunrement errors

16 21 ~ unif(0, 100)

7 s2 ~ unif (0, 100)

18

@

% 3 dose levels
B for d = 1:3

&

; preds = getpreds(doses({d), PL, PF, P5, PR, VMAXC, EKM)

23

24 % blood conc data

=] for i= 1:5

% caData(i, d) ~ norm(pred=s(i), =1)

LU end

28

& % liver conc data

C’r:'-' clData({l, d} ~ norm(preds(6), s2)

2 L end
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B Sampler Settings

FH=: A
m=" &
B General Settings
|z Adaptive True
LoggingPeriod 50
MumBurninlterations I]
MumChains
Eﬂﬂﬂﬂ
ThinningFactor
|IpdateMaode Cmmorwiwiseﬂa'tbm‘ﬁ'dk
VerboseOutput False
B Advanced Seitings
AdaptCovarScale True
AdaptlowerThresh 0.25
AdaptlowerThreshAM 0.15
AdaptlLowerThreshDR 0.45
AdaptPeriod 30
AdaptlpperThresh 0.45
Adaptl)pperThreshAM 0.3
AdaptlpperThreshDR 0.65
CovarscaleDecreazeFact 20
CovarscalelncreaseFact 20
DRSigmaReduceFact 0.2
DRSigmaReduceFactaM 01
|gnoreMansinLikelihood True
|zDelayedRejection False
SigmalDecreasefFact 0.9
SigmalncreaseFact 1.1
E DEMC Settings
DemcE 0.0001
DemcThinningFactar 10
SnookerFraction 0.1
Numlterahons
Specifies the number of iterations to perform
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Parsing model code...
Parsing model...

Error parsing model code [12,1]

: unexpected token:

["d",<10>,line=12, col=1]
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Open File

Loak in: I@ Linear ‘:‘J - % B
o) oo

Recent

c;

Desktop

g,
My Documents
My.Cornpmer
wﬁgi;:’d{ File name: ]Iinear mc L] Open |
Files of type: ]MC *mc) _:] Cancel

C &(DS$ /[ $ ) =4+ &4 884

acslX - MC Modeler

: File \View Edt Build
P EEHI $ @B X 92 _
- Unt'rtledmc: X?@Iir\ea’m X" - b G
IE (1 observed samptimes
2 observed ydata ol
3 IsAdaptive True
4 A ~ unif(-10, 10) LoggingPeriod 50
5 E ~ unif(-10, 10) :u:’g::lnlterations I;I
&€ 5 ~ unif(o, 5) melta’aIE:'ﬁ
= 5000
s = SRy o ThinningFactor 1
5 ¥ RED UpdateMode Componentwise RandomWalk
E 2 WerboseOutput False
IE 0 for i = 1:length(ydata) |5 1 Setti il
| _' ydata (i) ~ norm(y(i), =) AdaptCovarScale True
Bl Ses AdaptLowerThresh 0.25
- AdaptLowerThreshAl 0.15
AdaptlLowerThreshDR 0.45
AdaptPeriod 30
AdaptUpperThresh 045
AdaptUpperThreshAM 03 ~|
| Numlterations i -
i Specifies the number of iterations to perform
| linear me Line: 1; Column: 1 INS
=l output > 3 %
acslX MC Modeler 1.2.0
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36 Start Page ¥ [#run_meme mX

clear @all
2

3 samptimes = [1, 2, 3, 4, 5, 6, 7, 8, 9, 10]:

) ydata = [1.9381, 2.5975, 3.1285, 3.9270, 5.4228, 6.2788, 7.1077, 7.2765, 8.0607, 9.2994];
5 global samptimes

7  global ydata

8

9 use linear.m
chains = runmecme ()

% plot the raw chains
#  plot(chains, "linear_chains.aps")

% % plot the marginals for A and B
7 % exclude the first 1000 iterations as "burn-in"

18 hist(chains(1000:5000, 1), "linear_marg_A.aps")
% hist(chains (1000:5000, 2}, "linear marg_A.aps")
20

31 % run forward MC iterations using the samples to

2 % get variability of predictions
preds = [];
for i = 1000:5000
A = chains(i,1):
B = chains(i,2);
v = A*samptimes + B;
preds = [preds; y]:;
end

% compute means and std devs
ymean = mean(preds);
ystd = std(preds);

GROBLEREYEERER

% finally, make a plot that overlays the data with the mean and +/- 3 std curves

% plot(samptimes, ymean, samptimes, ymean + 3*ystd, samptimes, ymean - 3*ystd, samptimes, ydata, "*", "linear results.aps"
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] Command Window o

numParms =
3
numChains
1
numIts =
5000
funcHames
Columns=s 1
meInit
Columns 4
mcSamplePr
updateMode
4
Initial es
sigmas =
6.00
maxS5igmas
4
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing
Performing

£

thru 3
mecEvallikelihoods mcEvalPriors

thru 6

iors

mcEvalProposal mcSampleProposal

timates for sigmas...

47

4.9446 1.3716
4 1
MCMC
MCMC
MCHC
MCHC
MCMC
MCMC
MCMC
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MCMC
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MCMC
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iteration
iteration
iteration
iteration
iteration
iteration
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iteration
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iteration
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iteration
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iteration
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iteration
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