Int. Ener. [J/mol]/1000

Temperature [K]

Consistency plots for MDM

DmolarT HmolarP
105 _

105_

10-3 4 300 A .

=

Q
w
1

250 A .

103 - 5004 - - 103
S . 4504 C S
S 10! = - C S 10!
S - > - =
— o .o . L —
© - . L ©
o 54009 - &
o 10_1 | g . ! o 10—1 -
> Q3504 L 2
) £ . [ )
n o : s n
o @ [ g
o S o

10—5 i

-
o
|
[
1

200 A

secscssscscssceces

200 250 300 350 400 450 500 550 10° 1077 103 1073 1071 10!
Temperature [K] Density [mol/m3]/1000

—-100 -50 0 50 100
Enthalpy [J/mol]/1000

PSmolar SmolarT PUMolar
105_ o o o o 60 c s esscencnn

seecseccsscssccssssene

e o o o e s s s e e es s

seecsecsssessssssesences

@ © o o 6 4 6 s 6 e s e s esssscssscssssses0soss0es

105 .

o e o s s e e s e e e e

e sssessseeesssesnssces

550 A

o sesescscsecrcscsssscscscss
o o o o e s e s e s s s

¢ 0oescesecsesesscseseesessesesse
sescesecsesscesscnscsnne
e e 00 cessecsssessscesccssssccses

veser
s e e s cscsccscccns

eessssesessssceses

.

103 i

oo
.o
© o s s e s e esecssstsssscnnns .on
e s s e e s e s eressserserens .
o P Y 50 oon o
S e s e s et eescssssssnne ,_,4 .o S
S 101 © s s e et eesessssens (V4 .../ eessssnssenssenssensssnsens S 101
e s e e e s e seseeens — .
= e s e s et cescsanns o .../ =
— « s e e e et .o —
© e e e s 400 oo ©
o e e e 0 e e +J .o o
— © —
« s e e e
() 10_1 « s e e e O () -1
:‘— « o s e e s ey e cesecsccsssssscsssscsecosesse Q S 10
frd e v e e e P 350 frd
0 « s e e e PR E 0
() e s e s e “secscsscscssssssssssssscssessrnan ()] )
cessessssesssscnes =
st « o s e secesesccsssssssssccsscsscsssnes st
o o v e eeecsecescsesrsrsrsssrssrscrsenen o
10-3 Dl 300
PRI

-3

10—5 .

I I I A P R TR TR

200 A

-04 -03 -0.2 -0.1 0.0 0.1 0.2 0.3 0.4
Entropy [J/mol/K]/1000

-04 -03 -0.2 -0.1 0.0 0.1 0.2 0.3 0.4

—100 -50 0 50 100
Entropy [J/mol/K]/1000

Int. Ener. [J/mol]/1000

DmolarP DmolarHmolar DmolarSmolar
105 .

0.4
100 A

“ e 0.3
103 4 e -
L L 0.2 A
C o 9207 :: e o
o =3 o o o o . Ve, o
S n o . . .. e o
o 1 o — M P e, — O 1_
S 10" A N = L T . = .
= - = 1 : 5 v :
— g o .. - = 3
© L E . . P ° ~
o [ . - 3
S .. ‘ = 04 3 £ 0.01 3
p . 4
£ 10-1 4 - : P = ]
7 s : : | 2
o c : T 2 o —0.1 -
E -E’ . R . B 3 =
. - K K .
-3 wi - . | R . 4 5
— _ . . . . ' . . b
1077 1 50 : . g DU el ,
> L L R P ; —0.21
L A . . . c. 3
A . . ., . 3 ° . c .
10_5 i .'. -.’ * . _03_ .
—100 ~ .
T T

T T T T T T T T _0'4 L T T T T T . T
107° 107 10-° 10°3 101 10! 107° 107 10-° 1073 101 10! 107° 107 10-° 1073 101 10!
Density [mol/m3]/1000 Density [mol/m3]/1000 Density [mol/m3]/1000

DmolarUmolar HmolarSmolar HmolarT
100 -

600 -
100 A

KRR 500
: 50 - : ;
5 400 -

Not
Implemented

/
secece
.
.
. .
. .
. . . -
. . . A 300
. . . M . . .
. . .
“ H . . . ‘. . .
. . . .
M s . . . .
. . A . . .
. . . .
. . ‘. . .
. .
. . .
. . . .
.
‘. . . .
. . .
. . .
. . .
. .
.
. -
. . . 200
.
100 N ° y
T T

10~° 1077 107> 103 107! 101 -04 -03 -0.2 -0.1 0.0 0.1 0.2 0.3 0.4
Entropy [J/mol/K]/1000

ces e s s e s e
P

cess s s e e s oo s

e e s e s e oo
N R
cess e
oo
ceeesseeeee e
.

o
1

Temperature [K]

|
(O]
o
1

Enthalpy [J/mol]/1000
o

—100 —-50 0 50 100
Enthalpy [J/mol]/1000

Density [mol/m3]/1000

TUmolar SmolarUmolar HmolarUmolar
600 -

100 A 100 A
500 A

50 A1 50 A1
400 - Not

0 - Not
Implemented Implemented

300 1 / _50 4
200 1 ~100 - ~100 -

—-100 -50 0 50 100
Int. Ener. [J/mol]/1000

Not
Implemented

Int. Ener. [J/mol]/1000

|
(O]
o
1

Int. Ener. [J/mol]/1000

-04 -0.3 -0.2 -0.1 0.0 0.1 0.2 0.3 0.4
Entropy [J/mol/K]/1000

—-100 -50 0 50 100
Enthalpy [J/mol]/1000




