BIOTHERMODYNAMICIDATAICAPTURE

Example:[S$olubilitieslofibiomaterialsin[Solution
Datalsource:[Carta,[R. J.[Chem.[Thermodyn.,[1998,[39,1038-1048.

GenerallExperimentDescription:[$olubilities(oflll-cystine,ll-tyrosine, I -
leucine,ldnd[glycine in[Sodium[dhlorideBolutions@tivariouspHMalues(]
determinedIgravimetrically.

Target[Propertiesiioriheléxample: Molarities[oflll-cystine infaldomplexL]
solution.



Bibliographiclinformation:
Nomew[@additionsiwereladelifo[GDClforbiothermodynamicldata.
See:http://www.trc.nist.gov/GDC.html forlgenerallhelp.

See:[http://www.trc.nist.gov/helpdocs/basic/BIBLIOGRAPHICinfo.pdf
for(Specificlhelpldniénteringbibliographiclinformation.

Herelisiheldapturedbibliographiclinformationoriheléxample:

| Literature source description

Help

Type of document;

Journal article

Title: 15alubilities of L-cystine, L-tyrosing, Lleucine, and glycine in zodium chlonde zolutions at wanous pH values

Authors! |Carta, B [Renza]

SOUCE. |3 Chem. Thermodyn, (2 $304, 379387

ear 1993

Ky words: zolubility; amino acids; sodium chlonde; eguilibrium; thermodynamic model

_-‘f‘-bSt!aCt The zolubilities of four amino acids L-cystine, L-tyrosine, L-leucine, and glycine.at Tz293 K. and at the pH wvalues of
lif availablel 1000, 1.00, 200, 11.00, 12.00, and 13.00 in water solutions of sodium chloride, have been measured. The
concentration of MaCl wasz varied from 0.0 ta 3.00 mol.dmy3 . The solubility of L-cysting increased as the
concentration of zalt was raized from 0.0 to 3.0.mol.dmy3 . For the zame vanation of zodium chlonde

cohcentration the solubilities of Ltyrozing and L-leucing decreazed. The zolubility of glvcine waz not influenced
sighificantly by the prezence of MaCl. & zsimple relation between the ratio of the zolubilities of the amino acids with,
and without, zalt and MaCl concentration iz presented. The relation predictz well the zolubiliies of L-cystine,
L-tyrazine, L-leucing, and glycine in agueous  olutions of MaCl starting from known values of the zolubilities in pure s

Accept Cancel




Afterldapturelofdibliographiclinfol@and(Specificationldfliheldeaction[@domponents,
theMain[GDCormIbokslikelhis...

| Guided Data Capture - Thermophysical and Thermochemical Data
File Edit Tools Help

ompound Mizkure Reackion Bio |
= L-custing
Sarple 1 [cm, 9% 2pl:)
= water

Sample 1 [em::93.99m% 2at]
—|- zodium chlonide

Sample 1 [cm. 99, 9w st
= zadium hydroside

Sample 1 [em;;]
= hpdragen chlonde

Sample 1 [em;;]

Next we begin to enter the Solubility information...




Initiation[ofBio[BSubstancel$olubilitylpropertyldapture...

| Guided Data Capture - Thermophysical and Thermochemical Data
File Edit Tools Help

ompound Mizkure Reackion | m

= L-custing
Sarple 1 [cm, 9% 2pl:)

- water 1.[SelectBio andlthel]

Sample 1 [em::93.99m% 2at]

-1 sodium chiorids DatalTable[Processing

Sample 1 [cm,99. 9w ast:)

-1 sodium hydroxide selectionform @pens.

Sample 1 [em;;]

= hpdragen chlonde
Sample 1 [em;;]

i Data Table Processing E'E'@

Select bype of table; | ﬂ

Bio Property from DSC [in zolution

Bio Substance Salubility
Bio Reaction
\ 2.[SelectBio Substance _
Solubility 3.[ClicklOK

Next...



TheBio System Properties forml@ppearsiforiSolubilities...

Theselfields[@relpre-filled]
. Bio System Properties in @.CCOFd NVIth [fhe ﬂefinition | [Z|@®

~ | of@asolubility

Substance: [T -| Sample # l—Ll
FPhase 1 Solution -
e ¢ - z
Other components present
Mext |
| j Sample Function | j
| Tabslibhavigatebetweeniormsiiorithell | Sample Function | =]
Composition[{ofltheSolution), v| e | ANGe E
. . . -| Sampls =] kL =
Constraints,[Variables,[dand[Properties " | =
Ii @ I IIb [-[h E[b IIDSC D —LI Sample I—LI Function | \ j
Ii are na Ogous ose r —L| Sample I—LI Function | \ j
| propertiesl{(Example) 5] Samke [ ] Functon | =
| j S ample I—L| Function | j
Methiod of meazurement; & i | Cancel

This[field[Supportsientrylof(Specialldrystall]
descriptors,[Suchlas[alpha,beta,]
monoclinic,[amorphous,[étc.[At[present,]
theselareléntered(@s(iext[strings.




DefinelihelComposition[{oflfhelsolution):

. Bio System Properties

Help

Substance: | L-cystine

Phaze 1

| Salution
Phase 2

| Cryztal

1.[$Selectldomponents[present
&[Sampleumber({ifideeded)

Composition Eu:unstraints] “ariables | Properties

Other components present

=
#
#]

-
-
-
-
-
-
-

Method of meazurement: | gravimetric analysis

_J Sample = Functio =
1 L= -I I | C, H I LJ
2.[$Selectlthe[Function ofléachldomponent
 Solvent =
* Bufferldomponent
* Inert

3.[EnterfheMethod of
Measurement

Next...




DefinelihelConstraints:

i Bio System Properties

Help

Subsztance: | L-cystine

LJ Sample # |4 v|

Phase 1 |S|:|Iutiu:|n LJ
Phaze 2 |Er_l,lstal I — ]
Compositionlif Constraints Warisbles | Properties l * Se € Ct Iﬂo n Stral ntS

2.[Enterldonstraintivalues =

Temperature LJ Yalue: (295 K Uricert, [
Pressure LJ Walue: 109 kPa Uncet. [ [ %
- - (o= L (= E
| LJ | LJ W alue: Uricert. [
| LJ | LJ Walue: LIncert. [
| LJ | LJ Walue: Uncert. [
| LJ | LJ Walue: e 20 M
| LJ | LJ Yalue: =
Methiod of measurement; gravimetric analysis e oech | Cancel

3.[Enterldincertaintiesbrldonstraints,
iflknown[(absoluteldrpercent)

Next tab...



DefinelftheVariables:

. Bio System Properties

Help

Substance: | L-cystine

Phase 1 | Salution

)

LJ Sarple # |4 -

Phaze 2 | Crystal

Eu:umpu:usitiu:un] Conztraintl % anables @ Properties

1. Selectlvariables

Warl | pH

Mar.2 |S|:|Ivent: holaRity

|$|:u:|ium chloride

LJ mial/drm3

M et

ncert. [ i

| LJ | 2 [E g g it. [ s
.[Enterluncertainties, if(known ;

| = terluncerta teE, own & ——

| LJ | LJ Uncert. [

| LJ | LJ Urcert. ]7 [ e

| LJ | LJ Unicert, [ =

b ethod of measurement; ]gravimetric analyziz Accept | Cancel

Next tab...



DefinelihelProperties:

. Bio System Properties

Help
Substance: |L-|:_I,I$tine ﬂ Sample i m
FPhaze 1 :
SH = o Next to
Phaze ||:r_|,|3ta| ﬂ DESC[IptIDn LER B~ CCOU ﬂ
Eu:ump-:usitiu:un] Eu:unstraints] VW ariables fl Properties Data Table

j |L-|:_|,|3tine ﬂ molfkg e, Ii [ e

| MolaLity

1. Selectlpropertiesi{only[llihfheléxample)

2.[Enterldincertaintiesfbriproperties
e Absoluteloripercent
* Uncertainties[associatedWwith(]
eachlvalueldanibeldapture
onlihemextdorm...

tethiod of measurement; gravimetric analysiz Accept Cancel




EnterlnumericallvaluesflorVariables and[Properties:
Seelpage382[dflthel@éxamplel@rticlepdf.

File Edit Action Help
Yar.l War. 2 Frop.1
pH Solvent: Mo | Malality [L-c
1 000 1] [.05412
2 om 0.5 L35
3 0o 1.0 0,103 .
g 00z 15 onmaNg Columnsidanbeldesized(]
4] noz 20 012719 o ”
B 003 25 014087 bymdfaggmg here
7 0.0z 3.0 0.14333
a 1.03 1] 0.mvm
3 1.05 0.5 IZI_.IZIIZ_IIISEli
10 1.05 1.0 0.02365
11 1.06 1.5 002333
12 1.06 20 0.024m
13 1.07| 25 IZI_.EI244_?E
14 1.08 3.0 0.02437
15 21 1] 0.00145
16 2.12: 0.5  0.00156
17 214 1.0 n.omvz)
18 214 1.5 000183
19 215 20 0.002m
20 217 25 IZI_.IZII]234'
21 217 3.0 0.00247
22 .8 1] 0.00181
23 .81 ' 0.5 000 9
24 7.79 1.0 0.0013
Clear the T able Yigw plot Accept | Cancel |

See next page...



Columnslarelesizedib[]
makelheadingsleasily[]

readable,lifldecessary.

File Edit Action Help
Yar.l War. 2 Prop.1 e

pH Solvent: MolaRity [zodium chlonde]| Malality [L-cystine]
1 000 al 0.09412
2 0o 05 010315
3 001 1.0 0109
4 IZI.EIE: 1.5] IZI_.11BE4'
4] 0.0z 20 012713
5 003 25| 0.14087
7 0.0z 20 0.14333
a 1.03 al 0.mvm
3 1.05 05 IZI_.IZIZ_IZISEIE
10 1.05 1.0 0.02365
11 1.06 1.5 0.02233
12 1.06 20 0.024M
13 1.07| 25| IZI_.IZI244_?:
14 1.08 20 0.02437
15 211 al 0.00145
16 2.12: 05 0.00156]
17 214 1.0 n.omvz)
18 214 1.5 0.00183
. c 20 0.0020
ClicklView plot for[] 25 0.00234
. . An 0.00247
graphinglaptions al i

73 T 05

24 7.79 1.0

Clear the T able |

ClicklAccept
whenldone

Cancel




Plotting[Options:[Plotlanylpropertylagainstlanyvariablel(2-donly)L

| Molal ity [L-cystine) as function of pH

Tools  Help
4 8
.12_:
1
od Alllpropertiesican(bel]
plottinghroughiselection]
0 oflfheX@AndL[YNariables
04 2
02 e *
oy ® . |
1] 2 i B - 12
Y ariable = Yariable Y

ClicklOK whenldone




Someladditionallusefulfeaturesof(GDClplotting [T

Sortlon@nylcéolumn(]

File Edit Action Help .
Yar Yard Prop.1 dne1 byBeIeCtlng [[tmnd D
pH Solvent MolaRity [zodium chlorde]| MolaLity [L-cystine] -
i A 005412 typing[C ntl-A
2 010315
3 0.10911
4 011864,
5 012719
& 0.14333
7 0.14087
8 0.017m
9
10
1 File Edit Action Help
::g Yar. 1 Va2 Frop.1 Une
14 pH Salvent: MolaRity [zodium chlolide]. tolality [L-cystine]
yS 1.03 00170
i 3 11 [ | 0.00145
4 : 0.00161
212 5 1093 0.00450
L) Bl 1228 002825
= 7 0.01 010315
! 8 1.05 002033
22 9 212 000156
= 10 751 0.00163
) : 1 10.93 0.00465
- 12 1232 0.03125
Clear the Table | 13 0.m 010311
14 1.05 0.02365
16 779 1.0 000181
7 000517
18 1235 0.03392
19 7.79 0.00211
20 0.02 15 D_.'I1SE4'
al  om D052
23 1.08 15 0.02338
24 12.31 15 003716
- A - = -
Clear the Table | iew plot Accept Cancel




Someladditionallusefulfeaturesof[GDClplotting [T

File Edit Action Help

Ward [4ar2 | Prop.1 [Unc.1
pH Salvent: MolaRity [zodium chlonde]| MalaLity [L-cysting)
1 b 000 a 0.03412|
2
3
4
5
[
T 0.01 5 010315
8 1.05 05 0.02039
9 212 0.5 0.00156
10 7.81 05 0.00169
1 10,93 05 0.00465
12 1232 0.5 0.03125
13 0.01 1.0 010911
14 1.05 .0 0.02365
15 214 1.0 000172
16 7.79 o 0.00181
17 10.892) .o 0.00517
18 1235 1.04 003332
19 7.79 15 0.00211
20 0.02| 1.5 264
A 10,90 15 0.1
22 214 1.5 0.00189
23 1.06 16 0.023538
24 123 15 0.03718
Clear the T able Wiew plot l

r

SelectlalSubset[of]
theldata, fthen[Click
View Plot to[show(]
onlylthatldata

CEX

| Molal ity (L -cystine) as function of pH

N,

.03

.08

07

05

.04

.03

.02

.0

Tools  Help

EBX

Forléxample,thisl]
plotishowslonlylthe[]
datalwithinoMaCl
present.

ClicklOK whenldone

| | | *
4 & g8

Uncertainties | Wariahle ¥ Warl Yariable v

|
10

FProp1 -




| Guided Data Capture - Thermophysical and Thermochemical Data
File Edit Tools Help

ompound Mizkure Reackion

Bio |

(=3

L-cysting

Sarple 1 [cm, 9% 2pl:)
water

Sample 1 [em::93.99m% 2at]
zodium chlonide

Sample 1 [cm. 99, 9w st
zodium hpdrodide

Sample 1 [em;;]
hpdragen chloride

Sample ] (o]
BioProperty Set # 1: Salubility af L-cysting ik water + 2adium chlaride + sadium hydroside + bydroges chilarde I

TheldewlpropertySetinowldppearslihlthe
navigation(iree.

Doubleldlick themodelifblaccesslthel]
Bio Systems Properties form(briediting




