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Lab Wizard Introduction

The Lab Wizard is a tool used to design chemistry lab simulations for use with Model
ChemLab. It is bundled with the Model ChemLab Professional Edition for instructors.

The Lab Wizard steps the user through the process of creating a lab simulation. The user
enters the lab details, including documentation text, chemicals, indicators, lab reactions
and other data. The user can go back and forth through the Lab Wizard screens, making
many changes until the final lab is complete and working correctly.

The Lab Wizard takes these details and creates a “UDL” file that contains data and
instructions. The file can then be loaded by students using the Standard Edition of the
software or edited by users using the Professional Edition of the software.

These UDL files will be listed in the ChemLab Simulation Modules dialog box, which
appears at start-up or when a New lab is selected from the File menu.

With ChemLab there are two types of simulations files: 1) those that are created using the
Lab Wizard tool (.udl files) and 2) those that are pre-programmed extensions to ChemLab
(.dll files). Note: The Windows long extension for “.UDL” is “.UDL-CHEMLAB”.

If a simulation was created using the Lab Wizard it will have an entry in the “UDL file”
column.

For example, the Double replacement reaction was created using the Lab Wizard and has
an entry in the UDL File column labelled double.udl.

ChemlLab Simulation Modules

Lab Modules | Lab wizards

Title LIDL File todule Description b
%P.ﬁ.celate Buffer acetbuff. DL STOIC_UL... Compare the pH of a buffer solution tc
] 4.cid-Base Titration ACIDBASE...  Thiz lab examines acid-base titration ¢
%P.-‘-‘-.tumic weight of bMagneszsium A TG LIDL STOIC_UL... Determine the atomic weight of magne
ﬂﬂ Balance Lab Balance.dll Practice the techrnigues required to us
f Bond Lab BondLab.dll & lab that examinezsome of the chara
%P Catiohg and anion reaction catan. LIDL STOIC_UL...  This lab examines the reaction betwee
%P Chailes' Law chgaslaw. UDL ghoic_ul.dll Thiz lab examines the relationship beh

Crude Oil Distillation

L Double replacement reaction

ciztill. dil Separate crude oil into itz components
STOIC_UL... Double replacement reaction

double. DL
. .

ﬂ Diumas Method [|deal Gas Law] dumaz. dll Dreterming the molecular weight of a g
[@] Electrochemical Cell Echem.dll Create electrochemical cell: and mea: %
£ >

] l ’ Cancel




Starting the Lab Wizard

Step 1: Start ChemLab or select New lab from the File menu.
Step 2: Select the Lab Wizards tab from the ChemLab Simulation Modules dialog box.

Step 3: Select the ChemLab Wizard and press the OK button.

ChemlLab Simulation Modules

Lab Modules | Lab ‘wizards |

Title bl il Dezcription

k% Chemlab ‘wizard 1.6 ghoic_ul.dll Generic Stoichmetry lab, allows uzer bo create custom labs

|A
|

] l ’ Cancel

Preparing to use the Lab Wizard

Before using the Lab Wizard, you should be able to answer the following questions:

What chemicals are involved?

Will you be using unknown chemicals?

What type of reactions (displacement, addition, substitution, redox, acid-base, etc.)?
Will the reactions occur instantaneous or over time?

Will you be using indicators?

Will there be any color changes?

What is the lab procedure?

What is the lab introduction?

What observations should be collected?



Lab Wizard Introduction Screen

Introduction

X

YWelcome to Chemlab's Lab wizard. Lab wizard will quide
wou through the stepz involved in creating a uzer-defined lab
[LIDL] sirnulation.

Before you create a lab simulatian, you should prepare your
text documents; lab introduction, procedures and
obzervations in an rtf format. This can be done by uzing a
waord proceszsor such az waord or WordPad. Y'ou should alzo

identify which reactions and chemicalz are required by pour
lah.

Copuyright Madel Science Saftware, 2006, All rights reserved.

L........EE"“ |[ Cancel ] [ Help ]

This is the welcoming screen to the Lab Wizard. There are no data inputs. You just select
next and move onto the next screen.

Context sensitive Help (F1): If you press the Help button or F1 key you will receive the
context sensitive Help for that dialog box or screen.

“Next” and “Back” Buttons: Like other program wizards, the ChemLab LabWizard
allows the user to step forward and backwards through a series of screens until the lab
simulation is ready and working correctly. The “Next” and “Back” buttons are used to
navigate between the various screens of the Lab Wizard.




Lab Information Screen

This

Lab Information

@
@

@

@ Light-Catalyzed Bromination of Hexane

screen is where the general information about the simulation is entered.

X

IOL File Mame
C:AProgram Files\odel Science\Chemlab ProhHexaneB romination. 0L

Title
Light-Catalyzed Bromination of Hexane

D'escriptian

Agthar

[ ] Password Protection @

Lab Module Mame
ghoic_ul.dil

YWhorking Directon
C:AProgram Files\odel Science\Chemlab Pro'

[ <Back |[ Net> | [ Cancel | [ Hep |

UDL File Name Field: This field is the file name for the simulation. If no
extension is added to the file name, the program will add the “.udl or .udl-
chemlab” extension. It is not necessary to include a path. The path will always be
the same as the ChemLab working directory and is added by the program.

2. Title: This field is the lab title that is displayed in the ChemLab Simulation

Modules dialog box under the “Title” column.

Description: This field is an optional short description of the simulation. It is
displayed in the “Description” column of the Simulation Module dialog box.

Author Name: This optional field is for the name of the author.

Password protection: Selecting this field restricts access to the subsequent screens
to only those users who know the password.




Lab Documentation Screen

In this screen the user identifies the lab documentation that will be included with the lab
simulation. The text in these files will appear in ChemLab in the Text Window panes
when the simulation is loaded.

These files must be in RTF (Rich Text File) format. RTF files can be created using
Microsoft Word or other word processor programs. Both the Introduction and
Procedures will appear as read-only in ChemLab, which means the student cannot edit

them. However, the Observations text can be edited by the student, allowing observations
to be saved in a .lab file and sent to the instructor for evaluation.

Lab Documentation g|

*RTF Documentation files

@ |ntroduction:  |ogram Files\Model Science\ChemLab ProbUDL DocshHexaneB romidel nkro.kf
@ Procedure: agram FileshM odel ScienceiChembab ProhUDL DocshHesaneB romideProc. i

@ Ohservations: | 1esModel SciencehChemlab Prath DL DocshHexaneB romide0bzery ation. it

@ [ sarvon

*Mote: Documentation must be in an nch text format [RFT]

[ <Back |[ Net> | [ Cancel | [ Hep |

1. Introduction: This is the theory or lab introduction that is displayed in the Lab
Introduction pane of ChemLab. To add an introduction file to the simulation,
select the Introduction field and press the “Browse Files...” button. This will
open a file dialog box. Using the File dialog locate the RTF (Rich Text Format)
file you would like to use for the Introduction text.



2. Procedure: This is the set of instructions that the student will perform in the lab.
You add the Procedure file the same way that you added the Introduction file.

3. Observations: This is the text that the student will fill in during the lab. The
observations that the student makes can be saved in the ChemLab .lab file. You
add the Observations file the same way that you added the Introduction file.

4. Starting Word: If you select one of the text document fields and press the “Start
Word” button that file will be opened in whatever word processor is associated
with the .rtf file type. The default is usually Microsoft Word.

Add Chemicals Screen

In the Add Chemicals screen the user adds all the chemicals that will be used in
simulations, including all reactant and products.

Add Chemicals X
Chernizals List

@ Added Chemicals: @ Chemical D atabaze:
fefater - HoO Acetate anion - CoHa04 T
Bromoherane - CgHqsBr Acetic Acid - CoHgOz
Bromine - Bra Alurninurn oxide - Alo0 4
Hexane - CgHyg Ammania - NH40H
Hydrogen bromide - HBr Ammornia lon - NH4+

Ammanium Sulfate - [MH4)2504
Eromine - Bra
Bromohexane - CgHq3Br

CaEDTA Comples - CaEDTA v
< >

@ @ [ &dd new chemical to databaze...

[ <Back |[ Net> | [ Cancel | [ Hep |

1. Added Chemicals: This is the list of chemicals that will be included in the lab
simulation.




2. Chemical Database: This is a file containing all chemicals that can be added. The
user selects the chemical to be added from the Chemical database list and presses
the “Add” button. This will add the chemical to the Added Chemicals list.

3. Add new chemical to database: If a needed chemical is missing from the database
it can be added using the “Add new chemical to database” button. Once added the
chemical will be available for use in future lab simulations. (See Chemical
Database).

4. Chemical Properties: When a chemical is added to the list of chemicals a dialog
box opens that requires the user to detail its properties once in the Added
Chemical list. These properties can be also be edited by selecting a chemical in
the Added Chemical list and pressing the “Chemical Properties...” button.

Chemicals Properties Dialog

The chemicals properties dialog box will appear whenever a chemical is added to the list
of chemicals or when a chemical is selected and the “Chemical Properties...” button is
pressed.

Chemical Properties: - Sodium Chloride

Chermizal type:

@ Stock Chemical
@ [ Reaction Praduct

....................

Solution Inknown Mame
@ b alarity: @
@ Solution Calar; I:I

Flame Teat

{(2)[]Flame Test Colar | |

Conductivity Curve [Solutions]

I@ []Conductar:  Coefficient A:

Coefficient B:

Brime Salutian
Settings

Where: Canductivity = A"k alarity - B*zqrtMalarity]




Chemical Types:

1. Stock Chemicals: In ChemLab a stock chemical is any chemical that the student is
required to add to a container. These chemicals will appear in the “All Chemicals”
dialog box in the main ChemLab program. Water is always included and is
always a stock chemical.

2. Reaction Product: In ChemLab a reaction product is a chemical that is the product
of a reaction. These chemicals can later act as reactants in other reactions.

3. Unknowns: These are usually stock chemicals whose identity you wish the
student to determine. When a chemical is marked as an unknown the “Unknown
Name” field will become writeable. The name typed in the unknown name field is
the name the chemical will be labelled when the student runs the simulation.

4. Solutions: This is a solution of a chemical with water as the solvent. When this
option is selected the Molarity and the Solution Color fields will become
writeable. The user must enter a Molarity for the solution. For example: 1M
NaOH solution is NaOH with a solution option and 1.0 entered for the Molarity
field.

&. Flame Test:

The Flame test option allows user to perform flame test when a chemical is placed on a
metal wire and burned in a Bunsen burner. The user first selects the flame test check box
and selects a color from the color drop down control.

Flame Test

Flame T ezt Color: W L7

Note: The flame test will also require that the metal wire option is select in the Lab
option Screen.

9. Conductor:

The conductor option allows a user to include conductivity data for a chemical solution.
This data can then be used by a conductivity meter to calculate the electrical conductivity
for a chemical in solution. Conductivity is calculated based on the following equation:

Conductivity = A * (molarity) — B* Ymolarity

Conductivity Curve [Salutions]

Conductar: Coefficient A
Coefficient B: | 295

141.3
Brime S olution
Settings

YWhere: Conductivity = &%k alarity - B=zgrttalarity]



To include conductivity data the Conductor checkbox must be checked and values for the
A & B coefficients values must be entered.

By selecting the “Brime (Salt) Solution Settings” button; default values will be entered
for the A and B coefficient values.

Note: You must also select the conductivity meter equipment option in the Lab Options
screens; to be able to test for a electrical conductivity in a chemical solution.

Chemical Database Dialog

The chemical database is a flat file in ChemLab called “chemicals.cdb” and is located in
the working directory of ChemLab.

The chemical database dialog is used to add and edit entries in the chemical database.
These entries are added to the UDL files chemicals list.

The dialog box can only be opened from the “Add Chemical” screen, using the “Add new
chemical to database...” button or the “Edit chemical database...” button.

Chemical Database [z|

M arne: @

Farmula: |EEH14 [ Mormal ] I Subscripts l [Superscriptsl

Description: | colorless liguid

GMW@ a6.18 CA5 B [Unique Key) State
O] 110 TR @
S“Pi g/ e e A

Bailing Paint; Gas

T
S olubility in fater [gf100 co)
Melting Paint: o

S
: ; lom
[ 1Mo Melting paint
[ ] Mo Boiling Point _

[-1 reprezents infinity]
o @ [ v
Fill Patter; | solid v
Heat Capacity: |5|:|. | Jaol °K, [at constant pressure]

i

Charge:

10



Name: This is the name of chemical.

Formula: This is the chemical formula. You can enter subscripts and superscripts

to the formula by pressing the “Superscripts” or “Subscripts” button.

Description: This is a short description of the chemical.

4. GMW: This is the gram molecular weight of the chemical or what 1 mole of the

chemical weighs.

Density: This is the chemical density.

6. CAS RN: This is Chemical Abstract Services Registry Number. This is a unique
number assigned by the American Chemical Society used to identify chemicals.
If you do not have a CAS RN number; you can create a unique identifier using the
“No CAS RN” check box and pressing the “Generate ID” button. However, if you
use this option it will be problem for other users to edit your UDL files unless
they also have a copy of your “chemical.cdb” file.

7. State: This is the state of the chemical, usually solid, gas or liquid. If a chemical is
listed as an ion then its density, boiling and melting point fields will be ignored.

8. Boiling and Melting points: These are the boiling and melting points for the
chemical. If a chemical does not have a value for these because it decomposes,
mark the appropriate “no melting point” or “no boiling point” checkboxes.

9. Solubility in Water: These values are used to determine the solubility of a
chemical in water at a given temperature. ChemLab will extrapolate between the
cold and warm water temperatures to arrive at the correct solubility. Usually a
chemical is more soluble at a warmer temperature of water. If you do not know
the exact solubility value, then enter a value of 100 for soluble substance or >10
for a slightly soluble substance. If a chemical is insoluble in water, enter a value
of 0. If a chemical is infinitely soluble enter a value of -1.

10. Color and Fill Pattern: You can select a color and fill pattern for a chemical from
the drop down combo lists. If a color is missing from the list, select the “other...”
option and a colors dialog box will open. The fill pattern is not used for liquids,
gases, ions or solutions of a given chemical.

11. Heat Capacity: This value is currently only used when a calorimeter is included. If
you do not know the value, enter a value of 50.

12. Ion Charge: Is a value that is not used by the Lab Wizard engine. It may be used

in the future. Only enter a value if you have an ion with a known charge.

wo b=

N

Data for the chemical database entry can be found in CRC handbook of chemistry and
physics or online at a number of free Web site, for example:

at http://chemfinder.com chemicals can be searched by formula or names,

at http://en.wikipedia.org/ chemicals can be searched by formula or names,

at http://google.com search for chemical databases with data on a particular chemical.

11



Add Reactions Screen

The Add Reactions Screen enables the user to define the list of reactions that ChemlLab
will try to solve using numerical methods.

Add Reactions E'
@Heactiun Tree: ®.-'1‘-.vailal:ule Chernicals:
= @ Reactions tvailable Chemicals Type
SR * }Hexane Bromination Feaction Wi aker Stock
=4 Feactants Bromokiexane Product
@ Hesane Bromine Stock
@ Bromine Hexane Stock
B Praducts Hydrogen bromide Product
@ Bromohexane
& Hydrogen bromide
< >

|1.nnn (CgH14) +1.000 (Brz) -»1.000 [CgHy 361 + 1.000 [HE)

[LH5 = 245330, RHS = 245.385)

|@‘ &dd Reachion... ‘ ‘ Edit Reaction. .. ‘ ‘ Celete Reaction ‘

[ <Back |[ Net> | [ Cancel | [ Hep |

1. Reaction Tree: List of the reactions that will be performed in the order that you
want ChemLab to solve them. Reactions higher in the tree can prevent lower
reactions from occurring by consuming all their reactants.

2. Available Chemicals: List of all the chemicals available to construct reactions. If
a chemical is not present, you will need to go back to the previous screen and add
it to the list of chemicals. Chemicals from the “Available chemicals” list can be
dragged and dropped onto either the Reactants or Products branches of a reaction.

3. Add Reaction button: The first step in creating a reaction is to add a new reaction
to the reaction tree. A reaction consists of all the reactant and products as well as
conditions and settings for that reaction.

12



The Reaction Tree has (right-mouse click) context sensitive menus that allow editing,
deletion and repositioning of reactions in the tree.

Reaction Tree:

= @ Feactions

o i .
=4 Feact, Edit Reaction...
@ He Delete Reaction

@ecl Movelp
=l Produ;  Move Down

@ EBromohexane

@ Hydiogen bromide

Reaction Details Dialog:

Reaction Details

@ Feaction Mame:

@D Fiequires Heating @l:l Minirum Termperature; I:I T

@D Requirez Stirmng @D b awimum T emperature: T
@ Requires Light
|®|:| IUze Heat of Reactions: k.l

I|:| |lze chemizal equilibrium;

Reaction A ates

@O Instartaneous
@{5} Fixed Rate, zero arder in [4] & [B], d[&]/dT; |8.e002 | [Imole/L [sec)

@O R ate varies with concentration: e
[order mi in [A] & arder nin [B] ]

Where: A+B -» C. represents the reaction

k. l [ Cancel

13



The reaction details dialog box is opened when a new reaction is added to the reaction
tree or when an existing reaction’s properties are edited.

The reaction details include the required reaction conditions and settings for the reaction
rate, heat of reaction and equilibrium constant.

1.

Reaction Name: Is the name that will appear in the Reaction Tree.

Requires Heating: Is a condition that requires the reaction to be heated by an
external heating source. The heat source can be a Bunsen burner, hot plate or a
hot water bath. If no heat source is provided, the reaction will not occur.

Requires Stirring: Is a condition that requires stirring of the contents. The stirring
can be from the stirring rod or magnetic stirrer. If no stirring is applied, the
reaction does not occur.

Requires Light: Is a condition that requires that an external light source be applied
for the reaction to occur. If no external light source is applied the reaction does
not occur.

Minimum Temperature setting: Is the minimum temperature that is required for a
reaction to occur. Check the checkbox for minimum temperature and add a value
to the minimum temperature field. If the minimum temperature is not reached or
exceeded, the reaction will not occur.

Maximum Temperature Setting: Is the maximum temperature that is allowed for a
reaction to occur. Check the checkbox for maximum temperature and add a value
to the maximum temperature field. If the maximum temperature is exceeded, the
reaction will not occur.

Use Heat of Reactions: Is the setting to use heat of reaction with a reaction. A
reaction may be exothermic or endothermic. To set a value for the heat of reaction
check the checkbox for “Use heat of reaction” and add a value to the heat of
reaction field.

For example in the Heat of Neutralization Lab, the neutralization reaction is:
HCI + NaOH -> NaCl + H,O + heat; where heat = -55kJ

|Jze Heat of Reactions: -56. K

Use chemical equilibrium: Is a setting for the equilibrium constant for a reaction.
To set this value, check the check box for equilibrium constant and add a value to
the equilibrium constant field.

For example, with the dissociation of water, the equilibrium constant = 1x 10™*

HO <=> H + OH

Use chemical equilibrium: | 1.e-014

14



9.

10.

11.

Instantaneous: Is one of three possible settings for the rate of a reaction. Reactions
that have a setting value of instantaneous will occur immediately. This is the
default value for a reaction.

Fixed Rate, zero order: Is a reaction that will occur over time independent of the
concentration of the reactants. This value is often used to create a reaction that
does not happen instantly but over a short period of time. The rate constant refers
to the rate of change of the concentration of a reactant.

Where for the reaction A + B — C, rate = d[A]/dt

In ChemLab the rate always refers to the first reactant in the reaction. All other
reactants will be consumed based upon the stoichometric ratio to the first reactant.

For example, for the reaction:
C6H14(l) + BI‘Q(I) — C6H13BI'(1) + HBI‘(g)

(%) Fixed Flate, zero order in [&] & [B]. dja]/dT: | 8.e002 -] moledL [2ec)

In this experiment, 25ml of Hexane (.189 moles) are mixed 2ml of Bromine (.039
moles). Since the stoichmetric ratio of Hexane to Bromine is 1:1, bromine is the
limiting factor. Therefore .039 moles of Hexane will be consumed in this reaction.
Rate constant = Change Concentration of Hexane / time

Time = Change concentration of Hexane /Rate constant

Time = (.039/.027)/.08 = 18 sec.

Therefore, this reaction will take 18secs to complete.

Rate Varies with concentration (or first order reaction): In this type of reaction the
rate of reaction varies with the concentration of the reactants.

For example, in the lab “Reaction Kinetics of a Redox Reaction” there is the
reaction of hydrogen peroxide with iodine whose rate is dependent upon the
concentration of H,O, and I':

H,0, +2I'+ H' -> 1, + 2H,0
The reaction rate is expressed as the rate of change of concentration of the
participating species. In this case, the reaction rate, in terms of change of

hydrogen peroxide concentration, may be expressed as:

Rate = d[HQOQ]/dt = k[HQOQ]m[I-]n

15



where K = rate constant, (units are M/s),
m = order of the reaction with respect to the concentration of hydrogen peroxide,
n = order of the reaction with respect to the concentration of iodine ion,

It is given that, in this reaction, rate is independent of the concentration of H'.

() R ate varies with concentration: ko | 1.e-002

d in [4] & arder ki [B
[order miin [4] & arder nin [B] ] m 1 .

ChemLab can handle the case of a 1* order reaction with up to 2 reactants. These
must be the first and the second reactants.

Reaction Chemical Dialog:

When a chemical is added to a reaction the Reaction Chemical dialog box will
appear. This dialog box enables the user to specify the coefficient of the chemical
in the reaction and other settings that trigger color change or the appearance of a
precipitate.

Reaction Chemical g|

Pleasze Enter the Coefficient;

| 1.000000
=
|®|:| Precipitate [for Products]

@D [n S alution @ [ 1 Gas from Atmosphere

Solution Color Changes
@ Causes color change in zolution @ Alvwayz perform color test
@ Usze color range

T

for concentration -

©F R 01

Enter the Coefficient: This is the coefficient of the chemical in the reaction
formula.

Precipitate(for Products): This option allows a solid product to appear as a
precipitate that will settle over time.

In Solution: Choose this option if the reactant or product is required to be in
solution for the reaction to occur.

Gas from Atmosphere: This option allows an atmospheric gas such as oxygen to
be used as a reactant. When this option is chosen it assumed that an unlimited
supply of gas is present from the atmosphere for the reaction.

16



5. Causes color change in solution: This option allows a chemical to cause a change

6.

in the appearance of the liquid layer in a container. Choosing this option will
enable the low concentration color drop box and concentration field.

For example:

Cauzes color change in zolubion [ ] &hways perform color best

[ ] Uze color range
. s
|:| far concentration -x

[high]

1.0

This set of options will cause a solution color change when the chemical reaches
a minimum concentration of 1 molar in the container.

Use color range: This allows a graduated color change to occur over a range of
concentrations. When this option is checked both the high and low concentration
color drop downs and edit fields will be enabled.

For example, in the experiment “Light-Catalyzed Bromination of Hexane”, there
is a color change from brownish red to transparent when the reactant bromine
(Bry) is consumed by the reaction and concentration falls below .05 molar.

C6H14(l) + BI‘Q(I) -1ight--> C6H13BI'(1) + HBI‘(g)

Cauzes color change in zolution
Usze color range

I ]

5.e-002
for concentration -»

BAlwayz perform color test

I i 01

Note: in ChemLab white represents transparency since the background color is

white.

7. Always perform color test: This is an option that causes the simulation to test for

a color changing chemical, even if the reaction doesn’t occur or the chemical is
completely consumed by a reaction.

17



Lab Options Screen

The Lab Option screen enables the setting of a number of different options for a lab
simulation, such as adding additional lab equipment or changing the default solubility
behaviour of ChemLab.

Lab Options E|

Arid Baze Lab

S olubility
@ [ 1UDL Simulation handles all solubiliy reactions [ignore chemical database solubility values]

Spectrophotometer

@ [ 1Inelude 5 pectrophotometer

T hermodynanmics

@ [ ]Include Calarimeter @ [ ] Include Temperature in T itration Plot
Other Equipment:
@ [ ]Inciude Light Saurce [ ] Conductivity Meter
@ [ ] Metal ‘wire [Flame Test]
[ < Back ” Mead = l [ Cancel ] [ Help ]

1. Include pH meter: This option is used when creating an acid-base lab simulation.
Setting this option will enable selection of a pH meter from ChemLab’s
Equipment menu. Only use this option if you have set up the necessary reactions
for an acid-base lab. This will also activate the titration plot menu options for the
lab, enabling the plotting of a pH curve.

2. UDL Simulation handles all solubility reactions: This option turns off the default
solubility behavior in ChemLab. The default behavior is based on the cold and hot
water solubility entries in the Chemical Database. By disabling the behaviour,
these entries will be ignored and ChemLab’s default solubility behavior will not
be active. Instead, solubility will be handled by the reactions included in the
simulation. If you set this option, you may need to include your own solubility
equilibrium reactions to handle solubility.

18



3. Include Spectrophotometer: This option will enable selection of a
spectrophotometer from ChemLab’s Equipment menu. In creating a lab
simulation that includes a spectrophotometer you must add data points for the
molar extinction coefficient (shown as k). Pressing the “Add/Edit
Spectrophotometer Data...” button will open the Spectrophotometer Data dialog
box.

Spectrophotometer Data Dialog:

Spectrophotometer Data

Current Diata Points:

Chemical W avelength K value
Cobalt Choride hexabypdrate 510 nm A00.000000
Cobalt Choride hesahypdrate 400 nm 200, 000000
Cobalt Chonde hexahwpdrate 300 nm 100.000000
Cobalt Choride hexabypdrate 600 nm A0.000000

Add/Modify Data Points

Chemical Cobalt Charide hexabydrate W

W avelength [nm);
avelength [fm] &dd HWew Data Paint

K. W alue:

The Spectrophotometer Data dialog enables the Lab Wizard user to add, edit and
delete data points for a particular chemical in solution at a given wavelength.

New Data is added by entering the Chemical, Wavelength and K value and then
selecting the "Add New Data Point" button.

The “Chemical” drop down will list all the available chemicals in the simulation.
First select the chemical, then enter values for wavelength and k value for that
wavelength. Pressing “Add New Data Point” will enter the new data in the
“Current Data Points” list.
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An existing data point can be edited by selecting the data in the “Current Data
Point” list, changing the chemical, wavelength or k value, and then selecting the
“Update Data Point” button.

A data point can be deleted by selecting the data in the “Current Data Point” and
then selecting the “Delete Data Point” button.

Note that it is assumed that the solvent is water. It is also assumed that the path
length is 1 cm for the spectrophotometer arrangement in ChemLab.

If you include more than one data point for a given chemical over a range of
wavelengths, ChemLab will interpolate k-values between the data points.

Include Calorimeter: This option will enable the selection of a calorimeter in the
Equipment menu for this simulation. The calorimeter is an insulated container that
prevents its contents from cooling or warming to the surrounding room
temperature. This option is used in conjunction with the specific heat settings
from the chemical database to create labs like the specific heat lab.

Include Temperature in Titration Plot: For acid-base labs that include a pH-meter,
this option will include the temperature with the titration curve. Only include this
option if you have also included heat of neutralization for your reaction.

Include A Light Source: This option will make a light source available in the
equipment menu. This is used with the reaction condition requiring a light source
for reaction to occur.

Metal Wire (Flame Test): This option will make a Metal wire for use in a flame
test lab available in the equipment menu. This is used in conjunction with the
Chemical properties dialog for a chemical’s flame color.

Conductivity Meter: This option will make a conductivity meter available in the
equipment list so that a chemical solutions electrical conductivity can be tested.
This is used in conjunction with settings for chemical conductivity in the
Chemical properties dialog.

Available Indicators Screen

This Lab Wizard Screen enables the user to add indicators to the lab simulation.
Indicators in ChemLab are accessible through the “Indicators...” menu. The Available
Indicators dialog box lists the indicators that maybe selected.

Indicators are used to signal the presence of a chemical in a certain concentration by
causing a color change.
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Indicators are treated differently from other chemicals in ChemLab. For example, they do
not need to have an entry in the chemicals database. Instead, they are accessed using the
indictors dialog box. Only one indicator may be used at a time in a container and they do
not take part in reactions. Finally, they have no mass or volume in ChemLab.

Available Indicators [z|

@ Lizt af [ndicators:

Add Indicatar...

©

©

Edit Indizatar..

®

Delete Indicataor

[ <Back |[ Net> | [ Cancel | [ Hep |

The Available Indictors screen lists all the indicators added to a simulation and allows the
user to add, edit or delete indicators from the simulation.

1. List of Indicators: Is a list of all the indicators currently included in the
simulation. Selecting an existing indicator will enable the Edit Indicator and
Delete Indicator buttons.

2. Add Indicator: To add a new indicator press the “Add Indicator...” button. This
will open the Indicator Properties dialog box.

3. Edit Indicator: To edit an existing indicator, select the indicator from the list of
indicators and press the “Edit Indicator...” button. This will open the Indicator
Properties dialog box with the settings for that indicator.

4. Delete Indicator: To delete an existing indicator, select the indicator from the list
of indicators and press the “Delete Indicator...” button.
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Indicator Properties Dialog:

The Indicator Properties dialog box allows the user to define the details and behavior for
the indicator.

Indicator Properties

Indizatar M ame:

@ Phenolphthalein

|ndizator Description:

Changesz from colorless to pink az pH goes from & to 10

@

Indizates prezence of chemical:

@
@ Meazures pH

Calar Change:

ol—8" e

for concentration pH -

I | i) e |
@ [ ] Caused initial color change in solution: |:|

ak. l [ Cancel ]

1. Indicator Name: Is the name that will appear in the Lab Wizard’s List of
Indicators and in ChemLab’s Indicators dialog box.

2. Indicator Description: Is a short description of the indicator that appears in
ChemLab’s Indicators dialog box. This is usually used to describe what color
change is caused by the indicator.

3. Indicated presence of chemical: An indicator can be used to indicate the presence
of a chemical. The Chemicals drop down list will display all the available
chemicals in the lab. If the chemical must be in solution, then also check the “In
Solution” checkbox option.

4. Measures pH: If the indicator is used to measure pH, then check this option. This
will also disable the chemicals drop down list and “In Solution” checkbox.
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Note: pH values can only be used for an indicator when the Acid Base Lab
Include pH meter option is set.

5. Color Change: The color change drop down list allows the user to define the color
change that will occur. The user can also define a range of color changes over a
range of concentration or pH values.

6. Caused initial color change in solution: This checkbox and color drop down list
can be used if the addition of the indicator causes an initial color change in the
solution in the absence of the chemical the indicator is testing for.

PDB Files Screen

The PDB (Protein Database) Files screen enables the user the option to attach a PDB file
to a chemical. The PDB files can then be viewed using the RasMol molecular viewer
program from the Chemicals Properties dialog box within the ChemLab.

PDB Files 3

@ Attached POE files for Molecular Wiewer [optionall:

Chemicalz FDE File Mame

W aber C:hchem20WPro Release’\water pdb
Fotazsium nitrate

Lead (1] Mitrate

Lead [I] indide

Paotaszium iodide

@| Select PDB Fike... | @| Clear FDE File |

| <Back | Nei> | | cCancsl | [ Hep |

1. Attached PDB Files for Molecular Viewer: List all the chemicals in a lab
simulation and any associated PDB files.
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2. Select PDB File...: When a chemical is highlighted the “Select PDB File...”
button will become enabled. Pressing the button will open a file dialog. The user
then uses the file dialog to attach a PDB file to the highlighted chemical.

3. Clear PDB File: Allows the user to remove a PDB file associated with the
highlighted chemical.

Finish Screen

This is the final screen, pressing finish will create the UDL file and load it into ChemLab.
The UDL file will be added to the working directory of ChemLab and will now appear in
the Lab Simulation Modules dialog box.

The Finish

ChemLab will now complete the build of the
0L file and werify itz corectness. See the
Simulation Module dialog for UDL selection.

<Back || Fnish | | Cancel | | Hebp
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Strong Acid and Base Lab Example

When an acid and a base react, the net result is the production of a salt and water. In this
experiment, NaOH will neutralize the HCI in a reaction that produces sodium chloride
(salt) and water:

HCI + NaOH — NaCl + H,O

If we only enter this neutralization reaction into the Lab Wizard, we would not obtain the
expected result, that is, a slowly rising pH with a sharp rise in pH near the end point when
NaOH neutralizes the HCL. This is because this formula does not take into account the
equilibrium reaction that occurs when water dissociates into H" (hydrogen ion) and OH"
(hydroxide ion).

The dissociation of water reaction can be expressed as:
H,O - H" + OH withan equilibrium constant k = 1x 101

Since the acid and base are both strong, we can assume they dissociate completely when
mixed with water:

HCI(l) > H +CI
NaOH(l) - Na" + OH

Finally, the reaction of chlorine and sodium ions to produce a salt can be expressed as:

ClI'+Na" — NaCl(])

Hence, for this lab we will need the following chemicals:

Water (H,0O): a stock chemical

Hydrogen lon (H+): reaction product
Hydroxide Ion (OH-): reaction product

1.0 M HCL.: stock chemical in 1M solution
Chloride ion (CI'): reaction product

1.0 M NaOH: stock chemical in 1 M solution
Sodium cation (Na+): reaction product
Sodium Chloride (NaCl): reaction product
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Add Chemicals screen with chemicals for neutralization of HC1 with NaOH:

Add Chemicals

X

Chemizals List
Added Chemicals: Chemical D atabaze:

Wwater - Hall Acetate anion - CoHa0g ~
Hydrogen lan - HF Acetic Acid - CaHg04 =
Hydrowxide lon - OH° Alurninurn oxide - Alo0 4
[1.000 k] Hydrogen Chlaride - HCI Ammania - NH40H
Chlande ion - CI Ammornia lon - NH4+
(1.000 M) S odium Hydroxide - MaOH Ammonium Sulfate - [NH1250 4
Sodium cation - Mat Eromine - Bra
Sodium Chlonde - HaCl Bromohexane - CgHq3Br
CaEDTA Complex - CaEDTA, bl
< | >
Chemical Properties... Add new chemical to databasze...
< Back ” Nead = l [ Cancel ] [ Help
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Add Reactions dialog with reactions added for dissociation of Water, HCl and NaOH and
reaction of Na+ and Cl-.

Add Reactions E'
Reachion Tree: Avalable Chermicals:
= @ Reactions ” Ayailable Chericals Type
=@ Diszociation of W ater W ater Stock,
=4 Feactants Huydrogen lon Product
@ water Hydrozide lon Froduct
B Praducts Hydrogen Chloride Stock
Chlaride ion Froduct
Hud I
@ Hy ru:ug.en o Sodium Hydrozide Stock,
@ Hydrozide lon . .
. o = Sodium cation Product
= @ HC dissociation Sadiurm Chlarnde Praduct

=4 Feactants
@ Hydrogen Chiorde
E Products
& Hydrogen lon
@ Chiloride ion
& MalOH dissociation

£
|
v

|1.nnn (H0] -1.000 [H*] + 1.000 [OH")

[LH5 =15.015, RHS = 18.015]

‘ Add Reachon... ‘ Edit Reaction. .. ‘ Delete Reaction ‘

< Back ][ et = ][ Cancel ] [ Help
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Reaction Details for the dissociation of water. Note that the chemical equilibrium setting
is used and that the reaction is instantaneous.

Reaction Details [z|

Feaction Hame:

lizzaciation of ' ater

[ ] Requires Heating [ Minimurn T emperature; I:I C

] Requires Stiring [] Maximum Temperature: I:I T

[] Requires Light
[ ]Use Heat of Feactions: k.
lUze chemical equilibrium: | 1.e-074

Reaction A atesz

(%) Inztantaneous

() Fixed Rate, zero order in [4] & [B], dj&]/dT: [-] male/L [zec)

i) Rate varies with concentration: e
[order mi in [A] & arder nin [B] ]

Where: A+B -» C. represents the reaction

k. l [ Cancel
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Lab Options screen, where the “Include pH meter” option must be set in order that pH
values can be displayed and a titration curve plotted.

Lab Options [Z|
Acid Baze Lab

Include pH meter

Solubility

[]UDL Simulation handies all solubility reactions jignore chemical databaze solubility values]
Spectrophotometer

[ Include 5pectrophotometer

T hermodynarics

[ 1Include Temperature in Titration Plat

< Back ” et = ][ Cancel ] [ Help
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