KOS 1110 Computers in Science

Assignment 3 - Questions in ChemSketch and enhancing the web pages
Due date Monday, 21-8-2006, 5:00pm

Instructions: For question numbers 1-5 after drawing the structures, reactions and the apparatus, put them in one MS Word file sequentially, along with the questions.  All the files, including the pdb and html files should be compressed using winzip and sent to me as one file with the name “3emailname.zip” before the due date along with the printed assignment.  Publish these files in your web pages before the due date and when you are sending the assignments, send me the web page links to these pages.

All the answers to the following questions should be original (not from your friends) and should incorporate as many options (including colour or shading) as possible.

1.
Draw five different correct structures having total number of atoms less than 50 with different functional groups.  Find out their IUPAC names using ChemSketch software.  Explain the IUPAC rules used to name these structures. 
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 IUPAC Rules:
i) Pick up the largest continues carbon chain and find the IUPAC name that corresponds to the unbranched alkane that having the number of carbons.This is the parent alkane from which the IUPAC name is to derive.

ii) Identity the substituent group attached to the parent chain.

iii) Number the longest continues chain in the direction that gives the lowest number to be substituent group at the first group word of branching.

iv) Write the name of the compound. The parent alkane is the last part of the name and is preceded by the names of the substituent groups and their numerical locations (locants) IIyphens separate from the words.

2.
Explain the SMILES notation by drawing five different structures of small molecules and find out their SMILES notation using ChemSketch.
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3.
Draw five different reactions (taken from test books or written by you correctly) with complete structural, stereo chemical (use the shaded or wedge bonds) and mechanistic details (use the special type of arrows) using ChemSketch.

Condensationsation with 2,4 nitrophnylhydrazine
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Aromatic Diazonium Salt
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Dehydratio of Alcohols to Form Alkenes
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4. Draw one experimental set up used in any laboratory or industrial preparation of any chemical or enzyme or anything using ChemSketch.  Insert enough text captions with callouts to explain the apparatus.(NO BURETTES AND PIPETES AGAIN)
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5.
What are the names of the different file formats used to save the molecular structures?  Draw a molecule containing C, N and O in ChemSketch.  Save this molecule in different file formats. Examine these files by opening and printing using Notepad.  Use this example to explain the different features of these file formats. 
                             There are three different formats can be use to save molecular structures
mol format
ACD/Labs0821061454  

 26 26  0  0  0  0  0  0  0  0  1 V2000

   13.9057   -7.9721    0.4287 C   0  0  0  0  0  0  0  0  0  0  0  0

   13.8802   -9.4394    0.9051 C   0  0  0  0  0  0  0  0  0  0  0  0

   12.6994   -7.2130    0.9953 C   0  0  0  0  0  0  0  0  0  0  0  0

   12.4399   -9.9857    1.0272 C   0  0  0  0  0  0  0  0  0  0  0  0

   11.3893   -7.7785    0.4068 C   0  0  0  0  0  0  0  0  0  0  0  0

   11.5058   -9.2731    0.0393 C   0  0  0  0  0  0  0  0  0  0  0  0

   15.2101   -7.3089    0.8750 C   0  0  0  0  0  0  0  0  0  0  0  0

   12.4292  -11.4360    0.7861 N   0  0  0  0  0  0  0  0  0  0  0  0

   14.6350  -10.2315   -0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0

   15.6495  -10.9819    0.7351 N   0  0  0  0  0  0  0  0  0  0  0  0

   13.8570   -7.9419   -0.5696 H   0  0  0  0  0  0  0  0  0  0  0  0

   14.3424   -9.5297    1.7873 H   0  0  0  0  0  0  0  0  0  0  0  0

   12.7798   -6.2450    0.7576 H   0  0  0  0  0  0  0  0  0  0  0  0

   12.6870   -7.3125    1.9902 H   0  0  0  0  0  0  0  0  0  0  0  0

   12.0986   -9.8538    1.9578 H   0  0  0  0  0  0  0  0  0  0  0  0

   11.1588   -7.2622   -0.4180 H   0  0  0  0  0  0  0  0  0  0  0  0

   10.6607   -7.6700    1.0830 H   0  0  0  0  0  0  0  0  0  0  0  0

   10.6009   -9.6969    0.0780 H   0  0  0  0  0  0  0  0  0  0  0  0

   11.8762   -9.3607   -0.8854 H   0  0  0  0  0  0  0  0  0  0  0  0

   15.2488   -7.2892    1.8742 H   0  0  0  0  0  0  0  0  0  0  0  0

   15.2462   -6.3740    0.5217 H   0  0  0  0  0  0  0  0  0  0  0  0

   15.9868   -7.8305    0.5217 H   0  0  0  0  0  0  0  0  0  0  0  0

   12.4256  -11.9190    1.6618 H   0  0  0  0  0  0  0  0  0  0  0  0

   13.2443  -11.6933    0.2669 H   0  0  0  0  0  0  0  0  0  0  0  0

   15.4992  -10.8707    1.7175 H   0  0  0  0  0  0  0  0  0  0  0  0

   16.5573  -10.6371    0.4957 H   0  0  0  0  0  0  0  0  0  0  0  0

  2  1  1  0  0  0  0

  3  1  1  0  0  0  0

  4  2  1  0  0  0  0

  5  3  1  0  0  0  0

  6  4  1  0  0  0  0

  6  5  1  0  0  0  0

  7  1  1  0  0  0  0

  8  4  1  0  0  0  0

  9  2  1  0  0  0  0

 10  9  1  0  0  0  0

 11  1  1  0  0  0  0

 12  2  1  0  0  0  0

 13  3  1  0  0  0  0

 14  3  1  0  0  0  0

 15  4  1  0  0  0  0

 16  5  1  0  0  0  0

 17  5  1  0  0  0  0

 18  6  1  0  0  0  0

 19  6  1  0  0  0  0

 20  7  1  0  0  0  0

 21  7  1  0  0  0  0

 22  7  1  0  0  0  0

 23  8  1  0  0  0  0

 24  8  1  0  0  0  0

 25 10  1  0  0  0  0

 26 10  1  0  0  0  0

M  END
   xyz format

26

NoName  0.000000

C 13.9057 -7.9721  0.4287

C 13.8802 -9.4394  0.9051

C 12.6994 -7.2130  0.9953

C 12.4399 -9.9857  1.0272

C 11.3893 -7.7785  0.4068

C 11.5058 -9.2731  0.0393

C 15.2101 -7.3089  0.8750

N 12.4292 -11.4360  0.7861

O 14.6350 -10.2315  0.0000

N 15.6495 -10.9819  0.7351

H 13.8570 -7.9419 -0.5696

H 14.3424 -9.5297  1.7873

H 12.7798 -6.2450  0.7576

H 12.6870 -7.3125  1.9902

H 12.0986 -9.8538  1.9578

H 11.1588 -7.2622 -0.4180

H 10.6607 -7.6700  1.0830

H 10.6009 -9.6969  0.0780

H 11.8762 -9.3607 -0.8854

H 15.2488 -7.2892  1.8742

H 15.2462 -6.3740  0.5217

H 15.9868 -7.8305  0.5217

H 12.4256 -11.9190  1.6618

H 13.2443 -11.6933  0.2669

H 15.4992 -10.8707  1.7175

H 16.5573 -10.6371  0.4957
pdb format
REMARK   Accelrys ViewerPro PDB file

REMARK   Created:  Mon Aug 21 15:10:17 Malay Peninsula Standard Time 2006

ATOM      1  C1  MOL     1      13.906  -7.972   0.429  1.00  0.00              

ATOM      2  C2  MOL     1      13.880  -9.439   0.905  1.00  0.00              

ATOM      3  C3  MOL     1      12.699  -7.213   0.995  1.00  0.00              

ATOM      4  C4  MOL     1      12.440  -9.986   1.027  1.00  0.00              

ATOM      5  C5  MOL     1      11.389  -7.779   0.407  1.00  0.00              

ATOM      6  C6  MOL     1      11.506  -9.273   0.039  1.00  0.00              

ATOM      7  C7  MOL     1      15.210  -7.309   0.875  1.00  0.00              

ATOM      8  N8  MOL     1      12.429 -11.436   0.786  1.00  0.00              

ATOM      9  O9  MOL     1      14.635 -10.231   0.000  1.00  0.00              

ATOM     10  N10 MOL     1      15.649 -10.982   0.735  1.00  0.00              

ATOM     11  H11 MOL     1      13.857  -7.942  -0.570  1.00  0.00              

ATOM     12  H12 MOL     1      14.342  -9.530   1.787  1.00  0.00              

ATOM     13  H13 MOL     1      12.780  -6.245   0.758  1.00  0.00              

ATOM     14  H14 MOL     1      12.687  -7.313   1.990  1.00  0.00              

ATOM     15  H15 MOL     1      12.099  -9.854   1.958  1.00  0.00              

ATOM     16  H16 MOL     1      11.159  -7.262  -0.418  1.00  0.00              

ATOM     17  H17 MOL     1      10.661  -7.670   1.083  1.00  0.00              

ATOM     18  H18 MOL     1      10.601  -9.697   0.078  1.00  0.00              

ATOM     19  H19 MOL     1      11.876  -9.361  -0.885  1.00  0.00              

ATOM     20  H20 MOL     1      15.249  -7.289   1.874  1.00  0.00              

ATOM     21  H21 MOL     1      15.246  -6.374   0.522  1.00  0.00              

ATOM     22  H22 MOL     1      15.987  -7.831   0.522  1.00  0.00              

ATOM     23  H23 MOL     1      12.426 -11.919   1.662  1.00  0.00              

ATOM     24  H24 MOL     1      13.244 -11.693   0.267  1.00  0.00              

ATOM     25  H25 MOL     1      15.499 -10.871   1.717  1.00  0.00              

ATOM     26  H26 MOL     1      16.557 -10.637   0.496  1.00  0.00
  TER
6.
Prepare a web page (“my class mates”) containing the names of your class mates (including other sections). Link these names to their respective web pages, so that when any one clicks on these names, they should be able to visit the web pages built by your friends.  Publish this web page in your web site as one of the links.
Link to   www.geocities.com/iiuma_thai
7.
Download a molecule from the Protein Data Bank (PDB) in pdb format.  Prepare a chime enhanced web page showing this molecule in two different display formats.  Include enough information about this molecule (using your own words) in the web page, so that others would be able to understand this structure.  The length of this web page should not be less than two pages. 
Link to   www.geocities.com/iiuma_thai
8. Download any VRML picture from the internet and build a web page using this picture.
Link to   www.geocities.com/iiuma_thai
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