Installation of PET: Petrological Elementary Tools for Mathematica®
Updated version (June 2010)

Original reference: Dachs, E. (1998): PET: Petrological elementary tools for Mathematica. 

        


 Computers & Geosciences 24/3:219-235
The PET-version 1.1. contains a lot of new features that are described in Dachs (2004, Computers & Geosciences 30: 173-182). This version is compatible with Mathematica 7.0.
From http://www.unisalzburg.at/portal/page?_pageid=805,259394&_dad=portal&_schema=PORTAL
• download the three zip-files:

Pet_program_7.0.zip

Pet_test_files_7.0.zip

Pet_examples_7.0.zip

• Create a directory for PET and unpack Pet_program_7.0.zip in this directory. 

  This will create the PET program files:

Name




description

ACTIVITY.m



functions for activity calculations
ACTIVITYBDAT.m


data for activity models (B88 data set)



ACTIVITYHPDAT. m

data for activity models (HP98 data set)
DEFDAT. m



declaration package
DG. m




functions for equilibrium calculations
FLUIDS. m



functions for fluid properties
FORMEL. m



functions for mineral formula calculations
G. m




G-function
GTB. m



geothermobarometer package
THDATB. m



Berman (1988) data set
THDATHP31. m


Holland & Powell (1998) data set (THERMOCALC 3.1)

THDATHP32. m


Holland & Powell (1998) data set (THERMOCALC 3.2)

THDATG. m



Gottschalk (1997) data set
UTILITY. m



utility and plotting functions
• Create a sub-directory in the directory where you unpacked PET (e.g. named “Examples”).    

   Unpack Pet_examples_7.0.zip in this directory. This will create the PET example-files:

Name




Mathematica file containing examples for

PET_ActivityB.nb


activity calculations (B88 compatible)
PET_ActivityHP.nb


activity calculations (HP98 compatible)
PET_CalcFormula.nb


mineral formula calculations
PET_CalcRea.nb


equilibrium calculations based on data sets
PET_CalcThermoBaro.nb

use of the geothermobarometer package


PET_G_function.nb


use of the G-function
PET_Mineralchemical_Plots

creating mineralchemical plots
• Start Mathematica and load one of these PET example-files (e.g. PET_CalcFormula.nb). 
  After comment lines, i.e. any text between (* and *), you will find the following statements:

$PetDirectory = “C:\Eigene Dateien\Pet“;

SetDirectory[$PetDirectory];

DeclarePackage[“DEFDAT`”,{“Dataset”}];

Dataset[Dataset->B88];

• Check the path defined in the 1st line and correct it if necessary. 
   The 2nd statement uses the Mathematica function –SetDirectory- to set the correct path, so  

   that Mathematica can find the PET program-files. In the 3rd line, the Mathematica function –
   DeclarePackage- is called to declare various PET-packages and functions, defined in 
   DEFDAT.m. The 4th statement already calls the PET-function –Dataset- and loads PET 
   (with the B88 data set in this example).
   Any calculations with PET must start with such a statement block. 
• Run the first cell (place the cursor in it or mark it and press SHIFT+RETURN). After that 

  you will see that PET has created a subdirectory, whose name is “Work” by default.

• Copy Pet_test_files.zip into this subdirectory and unpack it. This will create the following 

   test-files, containing mineralchemical analyses required in various examples:

2-39




Grtwmcpx


GtB


Ho2468
   
Ho2468.cmp

(created from Ho2468 with Cmp.exe)
Hs78b.emp
Hs78b.cmp

(created from Hs78b with Cmp.exe)

Pet1

Pet2

Pmg20

Pmg20.cmp

(created from Pmg20 with Cmp.exe)
Cmp.exe

The other examples can now be tested (by placing the cursor in the corresponding cell and pressing SHIFT+RETURN).
An overview of PET-functions can be obtained by typing

Pet::usage (and pressing SHIFT+RETURN)

in a cell. Further information concerning the usage of PET-functions listed there is obtained by typing: 

FunctionName::usage (and pressing SHIFT+RETURN).
How to change the name of the default working directory, see Dataset::usage.
Please report any problems or bugs with this software to edgar.dachs@sbg.ac.at.
