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Potage/action 0000000000000 *act 0000 O0$PFENGINE/action 00000000 DOO
0000 Potage/bin/win32/potage.exe O $PF_ENGINE/bin.win32 0000000

3.2 OO0

POTAGE.uwdf 00000 View/Table 0 00 pddata] DD 000000000 (Edit/Insert... O Ctrl-i)0
00 POTAGEnpuwt OO0 OO0OO0O0OO00OOO0OOOnamel,name2name3 000000000000 Opd_data[]
O00000nln2n300000000000chi;; 000000 xO0OOOOOOOOpddatal]D0000OO
oooooooboooboobooboooobobobooooboooooboboooooo

control parameters 1 0 0000000000000 O0O0ODODOO0OOD0OO0Onum devO0O0ODO0OODO0O
O0OO00D00dOerrorsp,errorcrrerror bi 00 0000000000000 OOOODOOOOODOOODOODOO
000000000000 0000DOmax_iter 0000000000000 OO0OO0ODOOODOOODOOODOO
000000000 num_dev=400 error_sp=error_cr=error_bi=1e~ 12 max_iter=300 0 0 0 O
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File Edit View Unit Python Options Tool Window Help
Path History Yiew Location
“ < ” » ” Gl | [@ Tree ' Table [@ Global ' Record

UDF Path: ‘F'OTAGElnput.cnntrnl_parameters

Mame | Type | YWalue Linit
testl.udf - -
% 7 POTAGEInput struct -
5 namel string Falymer A
£ name2 =tring Faolymer B
& name3l string FPolyrmer C
@ ] pd_data] PDData array
@ [ pd_data[0] FDData - -
g ni double 1000.0
d n2 double 1000.0
d n3 double 1000.0
g chilz double -0.024
d chil3 dauble 0.0010
g chizs double -0.01
g chili double n.o
d chizz double n.o
d chial double 0.0
L | cantral_parameters ContralPara... -
£ hum_dew int 400
g error_sp douhle 1.0E-12
d eror_cr double 1.0E-12
g error_hi douhle 1.0E-12
£ max_iter int 300

O 3.1: POTAGEOOOOOOOO

O00D0O0OO0OO0O0OO0OPOTAGEInput 0000000000000 PotageRunO OO0 O0O0O0O0OOOOQd
000000000 workingdir O run.name D0 0000 Oworkingdir 000000000 OOOOOCOO
ooo0OO0O0O0O00OO00OO0O0OODODODODODODODODO0O0 POTAGEWfOODOODOOODOODODOODODODDOO
O0000O00000Orunname 0 POTAGEQOOOOOO UDFOOODOOCOCOOOOOOOOODODOOO
0 POTAGEInput 000 0000000000000 CCOUOO00OO0O runname00000000O0O0OO
POTAGEOOOODDDOOOOOOOOOODOOUOUOOgnuplot 0000000000 runmame.gp 0000
O000 runnmamepd3 0000000000000 00000O0gnuplot 00000000DO0OO0ODDOO
0000000 3100000000000000000 [12]000000000000000000O0O0ODO
goboooboobooooOoboooboboobooboobooooobooobOobobooboOoboooboooooon
gooobooboobobooooooboboooooboboboobOobooooobobboobDOobooo
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06 f A e O
¥ 3 . N
T S # * "
’
; ’ - * * * *
02 b e i} . )
* % * ” . N . X
0
0 072 04 s » 1
o Polymer B

0 3.2 POTAGEOOOOOOODOO

POTAGEODOOOOOOOOOOOOOOOOOOOOOOOPOTAGEODOOOOOOOOOODO
> potage -Iinput.udf

000000000000 input.udf.gp O input.udf.pd300 0000000000000 gnuplot 0000
U000000 gnuplot DO ODO00OOD0O0OO0O0OOOOgnuplotdOOO

> load ’input.udf.gp’

obooooobooooobooooo

3.3 POTAGE230000000O0OO0

POTAGEOOUOOOO 20 300000000000C0OORPADDODODOOOOOOUDFOOOODOO
gobobbiligbooboobooboobbob s3uboonboon

POTAGEInput.recipe 00000000 0OO0OO0O0O0O0OOO
POTAGEInput.recipe.phil 000 10000000
POTAGEInput.recipe.phi2 000 20000000
obooooobobooobD oospoobooboooboobooooobobooboonoo

POTAGEInput.meshForRPAD RPAODOOODOOOOODOODOOODODOOOODOOOOOO
POTAGEInput.meshForRPA.mesh_width OO OODOOOOOOODO:0.5

POTAGEInput.meshForRPA.num_ mesh 0000000000000 :64

POTAGEInput.pd_data_for_RPA[] O POATGE2,3000000000OCOO00O0OOO
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oob0gobsusHIOO0O0OO0OO0O0dsusHI0oooooooooooooon

POTAGEInput.control_parameters J POATGE3 0 0O O OOOOO0OOOOOOOOOOOOO

POTAGEInput.control_parameters.error_bi U0 DO DOOOOOOOOOOOONO

POTAGEInput.control_parameters.num_dev_bi 0000 O0O0O0OO0O0O0OO0O

OO01.0E-60 4000000000000

Mame Type Yalue
ARD_BA0OB50_AS0B100AG0_3 udf -
¢ [ POTAGEInput struct -
§ namel string AS0
& nameZ2 string AB0B50
§ name3 string AS0B100AS0 |
o= ] pd_data[] PDData array -
9 ] recipe Recipe -
4 phi1 double 0.5
d phi2 double 0.2
9 [ meshForRPA MeshForRPA -
4 mesh_width double 0.5
f num_mesh int fid)
% [ pd_data_for_RPA[ PDDataFor... -
¢ [ pd_data_for RPA[D] FODataFor... -
o= ] polymer1 Polymer -
9 ] polymer2 Polymer -
sel type select BLOCK
¢ =] blocks] Block array -
9 =5 blocks[0] Block -
& monomer_narstring A
4 number_of_midouble 50.0
9 ] blocks[1] Block -
§ monomer_narstring B
d number_of_ndouble 50,0
o [T junction_pairs[l JunctionPair... - -
o= ] polymer3 Polymer - -
9 [ chi_parameters[] ChiParamet... - -
o= ] chi_parameters[0] [ChiParameter - -
9 =] control_parameters ControlPara... - -
£ num_dev int 4000
d error_sp double 1.0E-12
d error_cr double 1.0E-12
d error_bi double 1.0E-6
£ max_iter int 1,000
£ num_dev_bi int 40

0 3.3: POTAGE3OOOUOO UDFOOOOO

potage2run 000 00000DOOO0ODOOOO0 34000000 30000000000
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1 FAN
AS0B100A50 VAR Green circles :

L micro phase separation
Blue lines: tie lines spinodal region

08 @ o A\
/ ) - \

0.6
Red square: recipe

04

02

0 34: POTAGE3ODO0OOOOOOOOOO

3.4 PolymerDatabaseJ U000 0OOD0OOD0OOO0OOOO0OO0OOOO
0d

GOURMET O 0000 $PF_ENGINE/POLYMERDATABASE /polymerdata.udf 0 O O O O OFile/Header
OO0D0OO Action File O potage.act 000000

% LIDF Header il

UDF Hame: |C:1DCTA2I]I]31PF_EHGIHE_EI]IB\PDLTMEHDATAEAS...
Engine Type: [FolymerDB

Engine Yersion: [ver.0.3
10 Type: |OUT
Project Hame: |release 2002 Dec

Action File: |potage.act

cComment;
04.02.04 bug is fixed. i

Cancel 0K

O 3.5: polymerdatabase 000000000 OD0OODOO
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PolymerDatabase 0000000000000 OCO0O00OOPOTAGEInputMaker 000 O00O00COOO
00000 workingdir 0000000000000 0ODDOOCOOOOOO0OO0ODOOOODODOOOOO
0000000000 Potage/sample 00 0O

000000000000 SPO0ODOOO UDFOOOO POTAGE input.makerudf 000000000
GOURMETOOOOOOOO UDFOOOOOO POTAGEInput 0 POTAGEInputMaker 00000000
0000000000 POTAGEInputMaker 0 TableDOOOO0O000O00OO0O polymer_parameter_for_potage|]
0000000 00oooOoOoSspO000O0OOOOO0ODOOOOOOO

File Edit View Unit Python Options Tool Window Help
’—Path History ’—\ﬂew "Lucatiun

< = E ' Tree @ Table || O Global ® Record

UDF Path: |POTAGEInputMaker.polymer_parameter_for_potagel]

POTAGE_input_maker.udf Alnolymer par...| namme:string |SnlubilimPar...| use:int | ratio:douhle |
o GraphSheet] ’ [0] Polyethylene 16.0 0 1.0
@ 7 POTAGEInput : [11 Polypropylane 17.0 i] 1.0
Q |j POTAGEInputMaker [2] Polyisobutyl... 16.4 0 1.0

o = palymer_pararneter_far_potage( : [31 Polyshfrene 18.1 g 1.0

§ name : [4] Paly fvinyl c... 187 0 1.0
. ; 5] Poly (viry br.. 203 0 1.0

SolubilityP :
‘f o lityParam 1 61 Polpinid.. 206 D 1.0
d ratio : [71 Foly tetrafu... 11.7 i 1.0
: [8] Poly {chlarot... 187 1] 1.0

0 3.6: polymer parameter for potage 000000

00000 useiint 0 ratio:double 00000000 ODOOCOODO POATGEOOOOOODOOOOOOO
U0b0o0oboobooboobobob0Oweint0000 1,23 0000000000000000000
goboooooooobooobooboooboooboobooobooboOoboooboOoooOoooOooooobooon
00000 ratiocdouble 00000000000 OOO ratiocdouble 000000000000 OODOOOO
obooboobooobooboooobooboobooooboobooooobOoooboOoooOobooon
000000000000 000O00POTAGEOOOO UDFOOOOOODOODOOOOOOODOOOOOO
O000000000POTAGE inputmakerudf 0000 0000000000000 OOOOOO00O

File Edit View Unit Python Options Tool Window Help
~Path History "\ﬂew Fncatiun

ﬂﬂ@ ) Tree ® Table || C Global @ Record

UDF Path: |F'OTAGEInputMaker.polymer_parameter_for_potageﬂ

POTAGE_input_maker.udf nalymer par...| name:string |So|ubi@rPar...| useint | ratio;double |
® =5 GraphSheet] ’ [01 Falyethylene 16.0 1 0.4
@ 3 POTAGEInput : [11 Paolypropylene 17.0 1 0.5
9 O] POTAGEInputiaker 121 Polyisohutyl... 16.4 2 1.0
@ [ palymer_pararneter_for_potage[] : [3] Polysnlrrene 19.1 1.0
§ name : [4] Poly fvinyl c... 187 0 1.0
. : 5] FPaly vinyl br... 203 0 1.0
SolubilityP g
‘: . lityPararn 1 1 Polyovinid. 206 0 1.0
d ratio ] [71 Poly (tetraflu... 1.7 0 10
: [8] Faly {chlarot... 187 1] 1.0

O 3.7: polymer parameter for potage 0000000000

POTAGEInputMaker 00000000 O0O0O0O0O0 POTAGESetChiD OO OOOOOOOOOOOOO
00000 Vi[em®/mol] 0ODODO T[°C)J0000 x, 0000O0D0D0O0O0000000O0O0O0O 100,150,0. 0
goocpCOO0ODOOODODD xs=03400000000000D0O0OO0OO0OOD.ODOOO



3.4. PolymerDatabase 00 0000000000000 COOOOOOOO0O 17

File Edit View Unit Python Options Tool Window Help
rath History

<] > o]

UDF Path: |POTAGE|nput.pd_data[D]

View——— rLocation
[@ Tree ' Table [@ Global ' Record

Matme | Tvpe | Walue | Lnit

FOTAGE_input_rmaker.udf - -
@ [ POTAGEInput struct - -
§ nameil string Falyethylene..
§ name2 String Polyisobutyl...
5 name3l string Folystirene:...

@ [ pd_data] FDData array
@ 7 pol_datal0] PDData - -
d ni double 100.0
d n2 double 100.0
d ni double 100.0
d chilz douhle 0.02084708..
d chil3 douhle 0.56206960..
d chiz3 dauhle 058452031,
g chill douhle 0.02004527..
d chizz double 0.0
d chiz3 double 0.0
@ [ control_parameters ControlPara... -

& 7 POTAGEInputMaker struct

0 3.8: POTAGEInput 0000 OO0

namel,name2name3 0000000000000 COCOCOO:000D0DODODOO000O0O0OO0O00OODODOO
0000000000 /0000000000000000000000 pddatal]00 n1lm2n3 000000
0000oOooooooo10000/v,0000000000000000O00O0O0OOO0ODO 1000000000
000000000000000¢hi;; 000000 xO00ODOO0OO0OO0O0OOpddatall]DO0O00O0O00O0O00OO
Oo00oO0o0oo0O0ooO000oO00o0O000O0O000O0000O000000000POTAGEInput 00
000000000000 PotageRunOODOOOOODOOODODOOODOOONODO workingdir 0 run_name
O0000O0Oworkingdir 00000000 DOO0O0OOOODOODOOOOOODOODODOODOOOODODOO
POTAGE input-makerudf 000 0000000000000 0OOO00OO0O0OO0O0ODOOOODOODO
OO0 POTAGEQOUOO UDFOOOUOOgnuplot 00000000000 O0COOO0O00ODOOOOODOCOO
runname 0 POTAGEOOQOO UDFOOOOCOOOOOCOOOO0OO0OO0OO POTAGEInputd oo
O00000 runmame J0000000000POTAGEODODOOOOODOOOOO gnuplot0OOOOO
o000

000000000000 000000000DDOOO0OPolyethylene:Polypropylene=0.5:0.5 D00 00O
00D 00 Polyisobutylene O Polystyrene 00 0000000000000 0OOOOCOOCOSPODOOO
Polyisobutylene 0 SP OO O O OPolystyrene 0000 000000 C0C0OOOOOO Polyisobutylene O 20
0000000000000 0O0C00000DOPolystyreneD SPOOOOODOOOOOOODOODOOSPOO
OOO0OOOPolyisobutyleneD 00 OO OOCOOCOOOOOOOOOOOOO
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O 0O0A 000O00O0d

Al J0000OOO0OODOOOOOOO

POTAGEODOOOODOOOOODOOOOODOOOOPOTAGED SUSHIOOODOOOOODOOOODO
SUSHIOOOOOOOOOO POTAGEQOOOOOOOOOOOOOOOODOOO

SUSHI+

|
POTAGE

|
+--def_udf--+--POTAGE.udf 00 UDFO O
| +--POTAGE_input_maker.udf action OO OO UDF OO

I
+--bin googoood

|
+--sample 0OOOOOOO

I
+--src goooboooboobooboooo

|
+--action ooooooood

A2 0JO00OO0DOO

OS O UNIX 00 LinuxO Windowns 0 0 cygwin 00000000 GNUO make 0O O0OGNU O make O
O0make 0000000 DOOOO0O0DODOOO0OODOOOGNUDO makeOOODOOOOOODODOmake -v
oooooooooo

> make -v
> GNU Make version 3.77, by Richard Stallman and Roland McGrath.

00000000000 GNUO makeO O QOO
000000 POTAGE/scc 00000000 makeO OO0

> cd POTAGE/src
> make all

A3 0O0O0OO0ODOOO

UNIXOO OSO0O0O POTAGE/scc0000OOOOOO



20 O0A 0000000

> make install

0000000000000 $PF_ENGINE/bin/win32/potage.exe 000000000 00 $PF_ENGINE/action
gpoogoogn

A4 0OO0OOO

UNIXOO OSsOOoO POTAGE/srcDDDDDDDDD
> make clean

ooooboooooboobooooooboon
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