GDC:
ADVANCED OPERATION

For multiple data sets with near-identical metadata

Guided Data
Capture (GDC)

This tutorial describes
Advanced Operation
of the Guided Data Capture (GDC) software.




ADVANCED MODE

This tutorial shows how to capture data for an
extended series of chemical systems (i.e, many
compounds or mixtures) for which the metadata (i.e,

method, uncertainties, constraints, and variables) are
the same (or nearly the same) for all of the data sets.

This approach is slightly more complex than the
simpler standard GDC program operations, but
eliminates much repetitive metadata capture.




. Guided Data Capture - Thermophysical and Thermochemical Data

File Edit | Tools  Help

Configure

Refer

K nd

Samplel

Mi:-:turel Flean:tin:unl F'ru:uperl:yl

[ata Tables

2003 zha & 0

EI carbon tetrachloride

Sample 1 [crod, fd;99mE, est)

EI u:hlu:uru:ufn:urm

Sample 1 [crod, fd;99mE, est)

EI diu:hlu:urn:umethane

Sample 1 [crod, fd;99mE, est)

carbon tetrachlonde + dichloromethane
carbon tetrachlonde + chlarafarm
chloroform + dichloromethane

CLICK on Configure in
the Tools menu.




Guided Data Input: Configuration

Configuration database:  C-4Program Files\GDCAWGDCLocal mdb

GDL local database: |4 Program Files\GDCAGDC. mdb 1. SELECT
Advanced.

Output folder:— N-ATRC D atak ntFacilig8] Articles from JOURNALS

kode
|7 ™ Standard

| Accept I Cancel |

2. CLICK
Accept.




m. Guided Data Capture - Thermophysical and Thermochemical Data
File Edit Tools Help

Referencel Cn:umpn:uunn:ll Samplel Mi:-:turel Reactinnl F'rn:upertyl [raka Tal:ulesl

E..
EI carbon tetrachloride

: 1. Capture all bibliographic,
- - Sample 1 [em;dc,fd;33m:, est] . . .
=) chloroform < compound identification, and

- Sample 1 [cm;dec fd;99m est) sample information.

EI dichlaramethane

- Sample 1 [cm;dc fd;39mE, exst)

- carbon tetrachlonde + dichlaromethane
- catbon tetrachloride + chloroform

. chiaraform + dichloromethane

2. Identity all mixtures atter
entering the sample information.

NOTE: PDF help documents for capture of
the above information are available on the
Web (www.trc.nist.gov), if needed.




The data-capture process for any property is unchanged in the
ADVANCED MODE relative to the STANDARD MODE until after the
last step; Data Acceptance.

Data Acceptance occurs on 2 forms; one for single-valued data and one
for tabular data. Examples are given here.

& Specific density at fixed conditions o] %] . Viscosity (mPa'*s) as function of 2 variable(s)

File Edit Action Help
. e T |
Density at one 7 & 1
2 29815 020 2.34
QU 3 298.15 0.40 291
4 298.15 0.e0 314
4] 29815 0.80 317
| B 29815 1.00 3.36
7 30315 0.00 1.53
9 30315 0.40 257

- 10 0315 &0 279
[ 0315 030 280
0.78732 | 1z 30215 1.00 am

13 30815 0.00 1.35

4 20815 0.20 1.84
5 20815 0.40 2.27
B 30815 060 248

7 30815 0.80 2.43

CLICK Accept .
-4‘— z L -
CLICK Accept

L1}
23 318 L1}
1
0
E——— | T

24 318
25 31815

Cancel

Accept

i, Enthalpy of transition or fusion as single valued properkty - | Ellll

. Mole fraction of 2-butanol {Dimensionless} as function of 1 variable(s) i = =10l x|
. - File Edt Action Help
Substance: |1 3-dimethylbenzene |
o Var 1 [Propeny | [
1 0.0738 L3 L3
Properyset# [T~ Phase 1 [Tt Enthalpy of Fusion | T Composition = f(x
3 2799 00705
4 28494 0.0642
Phase 2: ILiquid | 5 28908 00530
B 230 58 0.0571
) 7 23218 0.0553
Phase 3: IGas j g 20515 00522
E] 238 43 0.0451
Froperty value 048 0047
11.644 kd rnol Precision: Ig 012 Mo of determinations: |3 ELAL B
: - 30918 0.0420
J1188 L0406
14 31410 0.0393
5 32188 0037
5 32439 0030
7 33250 00342
9 MO0 0me2
CLICK Accept EE
p 0 3225 00370
. i 3081 00
Comment to this record: || 2 325 0.0406 C I I‘ K A cce t
g /436 0.M20 p
24 3704 0.0455
Froperty and method | Cancel 25 37689 00530

CeartheTeble | [ Wewget |




In ADVANCED MODE: the screen will
not change after CLICKING Accept.
(see the next page for additional steps)

In STANDARD MODE: the program

returns to the navigation tree for entry of
the next property, mixture, etc.




TABULAR DATA: Instead of returning to the main screen, you are returned
to the screen for capture of Constraint and Variable information.

SINGLE-VALUED DATA: The screen does NOT change.

. Specific density {g/cm3} as function of 1 variable(s)

Constraint 1 [Fized value of)
“Temperature j DfILiu:]uit:I w | Valles T

1. SELECT the next MIXTURE or
COMPOUND from the menu.

Definition of Measurement Results [Abzolute v Relative]
’7| Direct value

=100 %
D ata presentation Substance: benzene j Sample * ! -
’7|Experimental values j benzyl fluoride
Froperty ze j

Commen tz [0 ptional]: |

— Independent wanable: Temperature

P[opeﬂyandmethodl Walue: |298.15 JK j Uncertainty: I

2. Continue with data capture for the next
MIXTURE or COMPOUND.

bf determinations: I

NOTE: The property identity, variables, and
constraints DO NOT need to be re-entered.

ept [Dane




CAUTIONS:

1. CLICK Accept only once after entry of each
data set. Multiple CLICKS will add multiple
(unwanted) data sets.

2. The Value fields do not clear after Accept is
CLICKED. Be careful to change the Property
Value for each data set, as needed.

See Editing & Deletion Procedures in the HELP
menu on the Main Screen, if needed for removal
or editing of incorrect entries.




& Enthalpy of vaporization or sublimation at fixed conditions o ]

Substance: |panzene ﬂ Sample # |-| vl

benzyl fluanide
Froperty sell berzene ﬂ

— Independent wariable: Temperature

Walue: [29515 K ﬂ rcertairty: I

Froperty value

408 ke drnal Frecizion: |2 Mo of determinations: I

Comment to thiz record: |

Property and method | Accept |

. Specific density {g/cm3) as function of 1 ¥ariable(s)

MIBWE | oarbon tetrachloride + dichloromethane:

Phases|carbon tetrachloride + dichloromethane
carbon tetrachloride + chlorofom
chloroform + dichloromethane

T =

Canstraint 1 [Fized value of)
’VITemperatule j DfILiuuwd j Walue |303_15 Unils:IK j Uncertainty:

"Canstraint 2 [Fized value of]

Pressure j DfI\_iul,ud j Walue |1U1.3 U”iIS:IKPa v | Uncergfg: [z
Independent variable 1
’VI Units:| Dimensionless - Y

Mole fraction of companent 1 j DfI\_iul,ud j

stainty: 00001 T %

Definition of Measurement Results [Absalute vs Relative]
’VI Direct value j

CLICK Done, after
CLICKING Accept for the
final data set for the
Property.

The program will then
return to the navigation tree
(i.e., the Main Screen) for
continued data capture or
program termination.

Data pr !
’VIExpelimantaI walues j

Caomments [Optiohal): |

Property and method |




=
Fi

ile Edit Tools Help

Guided Data Capture - Thermophysical and Thermochemical Data

Reference Commpound

=21 NOTE:= All of the data sets entered will

=l 2!:"]3 zha & (0
EI carbon tetrachloride

| e Sample 1 [em;de fd;99m % est)
El u:_hlu:uru:ufu:urm

- - Sample T [cm:dc fd;39m% est)
-1 dichloromethane

be listed under the appropriate mixture
or sample.

Data sets for mixtures are shown here.

B WO |'_.|:-|‘ 'H B H|-'|‘h| dNIBTUB gD =0.00005 d=2=0.0001

NOTE: DOUBLE CLICKING

on the data set allows editing of
all entered information.




END

Continue with other compounds,
samples, properties, reactions, etc...

or save your file and exit the program.




