SAMPLE ENTRY: tutorial (III)

@uided Data
Capture (GDC)

This tutorial demonstrates how to
add chemical SAMPLE
information (i.e., source, purity,
etc.) to your file within the Guided
Data Capture (GDC) software.




NOTE:

The tutorials proceed sequentially to ease
the descriptions; however, it is not
necessary to enter all compounds before
entering all samples, etc.

Compounds, samples, properties, etc., can
be added or modified at any time.




w Cuided Data Capture - Thermophysical and Thermochemical Data

e

1. SELECT (i.e.,
click once) a 2. CLICK Sample in

compound from the toolbar
the list you have
entered.




This form has 2 main sections:

1) The sample before purification; i.e., the original source of the
sample, its purity, and the method of purity determination

2) The sample after purification; i.e., the purification method(s),
final purity, and method of purity determination (entry of two purities
and methods is possible; e.g., fractional melting and glc)

w Sample

pherylmetharne

NOTE:
Some fields
are optional.

Chemizal reagent treatment
Crpztallization from melt
Cryztallization from salution

De-gaszzed by freezing and melting in vacuum °
De-gazzed by bolling ar ultrazonically Detalled
Drried with chemical reagent

K pacsee Instructions
follow...




Source of Sample:

m Sample =l e
herpinethane =

SELECT the .

——
S O u r c e 0 f th e Commercial source =

Synthezsized by the authars
° ° - Synthesized by atherz
Orlgln al y Standard Reference hMaternal [SRM)
Izolated from a natural product |
=

sample from ST

Crpztalization from solution

De-gazzed by freezing and melting in vacuum

the pUIldOWn Dre-gassed by boiling or ultrasonically

Drried with chemical reagent
Diried in a desiccator

list Drried by oven heating
°

Continue...




Initial Purity (if known):

1. TYPE the
% purity

2. SELECT

its basis from
the pulldown
list provided.

. Sample

—I_IEI_

phenylimethane |_

m

Commercial source |_

Continue...




Method of initial purity determination (if known):

s Sample —I_IE'_
SELECT the

method from i N
the pulldown [Commersis couce

liSt prOVidedo Spectroscopy

Mazs spectramety
b azz lozz on diving

Chemical reagent treatmegt Difference between bubble and dew points
Creztallization from melt D enzity
o Cryztallization from solutig Other
Note: If Other is De-gassed by freezing sl caslie Ty [Xp—

. De-gz o rl:nnic:ally E stimation
selected, a brief
text description
will be requested.

tied with chemical reags

Dried in a desiccatar
Drried by oven heating

Continue...




Method of purification:

SELECT
from the list
all methods
that apply

Note 1: If the
sample was not
further purified,

make no selection.

Note 2: Other is
an option here,
also.

= dAmple

loinetioe N

I:u:ummerclal FOLIMCE
E ol % |_ m (Ll

Solvent extraction
Fractional crestallization

Frachonal distillation

Irmpurity adzarption
Liquid chromatograph r

Malecular sieve treatment

Preparative gas chromatography
S alting out af zolubion

Continue...




Final purity and method of determination:

w Sample mEE
phenyimethsne |z

1. TYPE the -
final % Comeritiogee 3
purity and N - -

° -
SELECT its
Fractional cryezstallization
° Fractional diztillation
b aSlS frO m mpurity adzorption
[ Wguid chromatograph r

e =cular sieve treatment

rik
the pulldown R

list. 55 [mox
—ER

Fraction melting in an adiabatic calonmeter

Thermal analyziz using temperature-time measurement
Chemizal analysis

Acid-baze titration

CO2 vield in combustion products

2. SELECT the method of purity
determination from the pulldown list
provided. (Other is an option.) Continue...




Second purity and method of determination:

m Sample =10 x]
cherpivethone =
M
1. Add a 2nd

:
purity and e =

I - Nokown =

determination
method, if B

Frachonal distillation

applicable. Ligquid l:hru:umalt:::rah

Malecular sieve reatment

Preparative gas chromatography :
Salting out of zolution

2. CLICK Accept when done.

Continue...
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——'—
A g | |_3':lr|'|,"_l':l'.|r'|d|

- 2008=hi dik 0
-- enylmethane
- -
- pentane
- oyclohexane
| Compound ¥ name

A new node appears in the
navigation tree.

CLICK the + sign to expand it.

Continue...




m Guided Data Capture - Thermophysical and Thermochemical Data

Fl==lee)

The sample description (in
abbreviated notation) now appears
below the compound name.

NOTE: DOUBLE CLICK the sample

description (shown highlighted here) to
return to the Sample form for editing, if

desired.

Continue... L




m Cuided Diata Capture - Thermophysical and Thermochemical Data

iR phenvimethans
Sample 1 [om,98m% ne;av fd,mv:39.8m gle)
- Sample 2 [em,98m?%, ne;de, myv;39.6mE.gle)

i pentane
i ppeloherane

- Compardinane NOTE: It is possible to enter
information for more than 1 sample for
a given compound.




END

See MIXTURE component identification,
PROPERTY SELECTION, or REACTION
SELECTION tutorials for the next steps...

The next step will depend upon the type of
experimental data you are entering...




