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    Linguagem de programação: Python

                        
                Espaço para nome / nome do pacote: diffpy.pdfgui.control.fitstructure            

                            Classe / Tipo: FitStructure
            

                                
            Exemplos em hotexamples.com: 14        

    

                                        FitStructure em Python - 14 exemplos encontrados. Esses são os exemplos do mundo real mais bem avaliados de diffpy.pdfgui.control.fitstructure.FitStructure em Python extraídos de projetos de código aberto. Você pode avaliar os exemplos para nos ajudar a melhorar a qualidade deles.                                    
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                Exibir arquivo
            

            
                                    
                        Arquivo:
                        organizer.py
                    
                                
                                            Projeto:
                                        diffpy/diffpy.pdfgui
                
            

        

    

    
        
                def load(self, z, subpath):
        """load data from a zipped project file

        z -- zipped project file
        subpath -- path to its own storage within project file

        returns a tree of internal hierachy
        """
        # subpath = projName/myName/
        from diffpy.pdfgui.utils import unquote_plain
        subs = subpath.split('/')
        rootDict = z.fileTree[subs[0]][subs[1]]
        if rootDict.has_key('structure'):
            for strucName in rootDict['structure'].keys():
                struc = FitStructure(unquote_plain(strucName))
                struc.load(z, subpath + 'structure/' + strucName + '/')
                self.add(struc)

        if rootDict.has_key('dataset'):
            for datasetName in rootDict['dataset'].keys():
                dataset = FitDataSet(unquote_plain(datasetName))
                dataset.load(z, subpath + 'dataset/' + datasetName + '/')
                self.add(dataset)

        if rootDict.has_key('calculation'):
            for calcName in rootDict['calculation'].keys():
                calc = Calculation(unquote_plain(calcName))
                calc.load(z, subpath + 'calculation/' + calcName + '/')
                self.add(calc)

        self.__forward_spdiameter()

        return self.organization()
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                def load(self, z, subpath):
        """load data from a zipped project file

        z -- zipped project file
        subpath -- path to its own storage within project file

        returns a tree of internal hierachy
        """
        # subpath = projName/myName/
        from diffpy.pdfgui.utils import unquote_plain
        subs = subpath.split('/')
        rootDict = z.fileTree[subs[0]][subs[1]]
        if rootDict.has_key('structure'):
            for strucName in rootDict['structure'].keys():
                struc = FitStructure(unquote_plain(strucName))
                struc.load(z, subpath + 'structure/' + strucName + '/')
                self.add(struc)

        if rootDict.has_key('dataset'):
            for datasetName in rootDict['dataset'].keys():
                dataset = FitDataSet(unquote_plain(datasetName))
                dataset.load(z, subpath + 'dataset/' + datasetName + '/')
                self.add(dataset)

        if rootDict.has_key('calculation'):
            for calcName in rootDict['calculation'].keys():
                calc = Calculation(unquote_plain(calcName))
                calc.load(z, subpath + 'calculation/' + calcName + '/')
                self.add(calc)

        self.__forward_spdiameter()

        return self.organization()
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                Exibir arquivo
            

            
                                    
                        Arquivo:
                        TestStructureViewer.py
                    
                                
                                            Projeto:
                                        pavoljuhas/diffpy.pdfgui
                
            

        

    

    
        
             def test___del__(self):
     """check StructureViewer.__del__()
     """
     import gc
     from diffpy.pdfgui.control.fitstructure import FitStructure
     sv = StructureViewer()
     sv.executable = 'does/not/exist'
     fs = FitStructure('s1')
     fs.read(datafile('LaMnO3.stru'))
     self.assertRaises(ControlConfigError, sv.plot, fs)
     tmpd = sv._tmpdir
     self.failUnless(os.path.isdir(tmpd))
     del sv
     gc.collect()
     self.failIf(os.path.isdir(tmpd))
     return
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             def test___del__(self):
     """check StructureViewer.__del__()
     """
     import gc
     from diffpy.pdfgui.control.fitstructure import FitStructure
     sv = StructureViewer()
     sv.executable = 'does/not/exist'
     fs = FitStructure('s1')
     fs.read(datafile('LaMnO3.stru'))
     self.assertRaises(ControlConfigError, sv.plot, fs)
     tmpd = sv._tmpdir
     self.assertTrue(os.path.isdir(tmpd))
     del sv
     gc.collect()
     self.assertFalse(os.path.isdir(tmpd))
     return
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                def read_struct_string(self, s, name=""):
        """Read structure from a string into memory.

        s    -- string containing the contents of the structure file
        name -- tag with which to label structure

        Raises:
            pdffit2.calculationError when a lattice cannot be created from the
            given structure
            pdffit2.structureError when a structure file is malformed
        """
        curfit = self._fits[-1]
        fs = FitStructure(name)
        fs.readStr(s, 'pdffit')
        curfit.add(fs)
        self._curphase = len(curfit.strucs) - 1
        return
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                        Arquivo:
                        pdffitsandbox.py
                    
                                
                                            Projeto:
                                        XiaohaoYang/diffpy.pdfgui
                
            

        

    

    
        
                def read_struct_string(self, s, name=""):
        """Read structure from a string into memory.

        s    -- string containing the contents of the structure file
        name -- tag with which to label structure

        Raises:
            pdffit2.calculationError when a lattice cannot be created from the
            given structure
            pdffit2.structureError when a structure file is malformed
        """
        curfit = self._fits[-1]
        fs = FitStructure(name)
        fs.readStr(s, 'pdffit')
        curfit.add(fs)
        self._curphase = len(curfit.strucs) - 1
        return
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                Exibir arquivo
            

            
                                    
                        Arquivo:
                        TestStructureViewer.py
                    
                                
                                            Projeto:
                                        pavoljuhas/diffpy.pdfgui
                
            

        

    

    
        
             def test_plot(self):
     """check StructureViewer.plot()
     """
     from diffpy.pdfgui.control.fitstructure import FitStructure
     sv = StructureViewer()
     # default executable is empty string
     self.assertEqual('', sv.executable)
     # and so plot raises ControlConfigError
     fs = FitStructure('s1')
     fs.read(datafile('LaMnO3.stru'))
     self.assertRaises(ControlConfigError, sv.plot, fs)
     sv.executable = 'does/not/exist'
     self.failUnless(None is sv._tmpdir)
     self.assertEqual(0, sv._plotcount)
     self.assertRaises(ControlConfigError, sv.plot, fs)
     self.failUnless(os.path.isdir(sv._tmpdir))
     self.assertEqual(1, sv._plotcount)
     return
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                def read_struct(self, filename):
        """Read structure from file into memory.

        filename  -- name of file from which to read structure

        Raises:
            pdffit2.calculationError when a lattice cannot be created from the
            given structure
            pdffit2.structureError when a structure file is malformed
            IOError when the file cannot be read from the disk
        """
        curfit = self._fits[-1]
        name, ext = os.path.splitext(os.path.basename(filename))
        fs = FitStructure(name)
        fs.read(filename, 'pdffit')
        curfit.add(fs)
        self._curphase = len(curfit.strucs) - 1
        return
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                        pdffitsandbox.py
                    
                                
                                            Projeto:
                                        XiaohaoYang/diffpy.pdfgui
                
            

        

    

    
        
                def read_struct(self, filename):
        """Read structure from file into memory.

        filename  -- name of file from which to read structure

        Raises:
            pdffit2.calculationError when a lattice cannot be created from the
            given structure
            pdffit2.structureError when a structure file is malformed
            IOError when the file cannot be read from the disk
        """
        curfit = self._fits[-1]
        name, ext = os.path.splitext(os.path.basename(filename))
        fs = FitStructure(name)
        fs.read(filename, 'pdffit')
        curfit.add(fs)
        self._curphase = len(curfit.strucs) - 1
        return
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             def test_plot(self):
     """check StructureViewer.plot()
     """
     from diffpy.pdfgui.control.fitstructure import FitStructure
     sv = StructureViewer()
     # default executable is empty string
     self.assertEqual('', sv.executable)
     # and so plot raises ControlConfigError
     fs = FitStructure('s1')
     fs.read(datafile('LaMnO3.stru'))
     self.assertRaises(ControlConfigError, sv.plot, fs)
     sv.executable = 'does/not/exist'
     self.assertTrue(None is sv._tmpdir)
     self.assertEqual(0, sv._plotcount)
     self.assertRaises(ControlConfigError, sv.plot, fs)
     self.assertTrue(os.path.isdir(sv._tmpdir))
     self.assertEqual(1, sv._plotcount)
     return
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                def newStructure(self, targetID, name, position=None):
        """add blank structure to a Fitting

        targetID  --  reference to Fitting
        name      --  name of the new Structure
        position  --  where the structure is to be inserted, default is last

        return: Structure reference
        """
        self.__validateType(targetID)

        # insert to target
        struct = FitStructure(name)
        targetID.add(struct, position)
        return struct
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                def loadStructure(self, targetID, filename, name=None, position=None):
        """add blank structure to a Fitting

        targetID  --  reference to Fitting
        name      --  name of the new Structure, default is file basename

        return: Structure reference
        """
        self.__validateType(targetID)
        if name is None:
            name = os.path.basename(filename)

        # insert to target
        struct = FitStructure(name)
        struct.initial.read(filename)
        targetID.add(struct, position)
        return struct
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             def setUp(self):
     self.stru = FitStructure('noname')
     return
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            class TestFitStructure(unittest.TestCase):
    def setUp(self):
        self.stru = FitStructure('noname')
        return

    def tearDown(self):
        return

    def test___init__(self):
        """check FitStructure.__init__()
        """
        stru = self.stru
        self.assertEqual('noname', stru.name)
        self.assertEqual('all-all', stru.selected_pairs)
        return

#   def test__update_custom_spacegroup(self):
#       """check FitStructure._update_custom_spacegroup()
#       """
#       return

#   def test_read(self):
#       """check FitStructure.read()
#       """
#       return

#   def test_readStr(self):
#       """check FitStructure.readStr()
#       """
#       return

    def test___getattr__(self):
        """check FitStructure.__getattr__()
        """
        stru = self.stru
        self.assertTrue(stru is stru.initial)
        self.assertRaises(AttributeError, eval, 'stru.notdefined', locals())
        return

    def test__getStrId(self):
        """check FitStructure._getStrId()
        """
        stru = self.stru
        self.assertEqual('p_noname', stru._getStrId())
        return

#   def test_clearRefined(self):
#       """check FitStructure.clearRefined()
#       """
#       return

#   def test_obtainRefined(self):
#       """check FitStructure.obtainRefined()
#       """
#       return

    def test_findParameters(self):
        """check FitStructure.findParameters()
        """
        stru = self.stru
        stru.read(datafile('Ni.stru'), format='pdffit')
        for a in stru.initial:
            a.Uiso = 0.00126651
        stru.constraints['lat(4)'] = Constraint('@1')
        stru.constraints['y(2)'] = Constraint('@3 + 0.4')
        stru.constraints['u11(3)'] = Constraint('@7 * 3.0')
        pd = stru.findParameters()
        self.assertEqual([1, 3, 7], sorted(pd.keys()))
        self.assertEqual(90, pd[1].initialValue())
        self.assertEqual(0.5 - 0.4, pd[3].initialValue())
        self.assertEqual(0.00126651 / 3.0, pd[7].initialValue())
        return

    def test_applyParameters(self):
        """check FitStructure.applyParameters()
        """
        stru = self.stru
        stru.read(datafile('Ni.stru'), format='pdffit')
        for a in stru.initial:
            a.Uiso = 0.00126651
        stru.constraints['lat(4)'] = Constraint('@1')
        stru.constraints['u11(3)'] = Constraint('@7 * 3.0')
        pd = stru.findParameters()
        # adjust Parameter instances in pd
        pd[1].setInitial(99)
        pd[7].setInitial(0.5)
        stru.applyParameters(pd)
        self.assertEqual(99, stru.lattice.alpha)
        self.assertEqual(1.5, stru[2].U11)
        # pd values can be floats
        pd[1] = 89
        stru.applyParameters(pd)
        self.assertEqual(89, stru.lattice.alpha)
        return

    def test_changeParameterIndex(self):
        """check FitStructure.changeParameterIndex()
        """
        stru = self.stru
        stru.constraints['pscale'] = Constraint('@7+3')
        stru.changeParameterIndex(7, 13)
        self.assertEqual('@13+3', stru.constraints['pscale'].formula)
        stru.changeParameterIndex(2, 19)
        self.assertEqual('@13+3', stru.constraints['pscale'].formula)
        return

    # tested in insertAtoms and deleteAtoms
#   def test__popAtomConstraints(self):
#       """check FitStructure._popAtomConstraints()
#       """
#       return

#   def test__restoreAtomConstraints(self):
#       """check FitStructure._restoreAtomConstraints()
#       """
#       return

    def test_insertAtoms(self):
        """check FitStructure.insertAtoms()
        """
        from diffpy.structure import Atom
        stru = self.stru
        stru.read(datafile('Ni.stru'), format='pdffit')
        cns = Constraint('@1')
        stru.constraints['x(2)'] = cns
        stru.insertAtoms(0, [Atom('Na', (0, 0, 0))])
        self.assertEqual(5, len(stru))
        self.assertEqual(1, len(stru.constraints))
        self.assertTrue(cns is stru.constraints['x(3)'])
        stru.insertAtoms(5, [Atom('Cl', (0, 0, 0))])
        self.assertTrue(['x(3)'] == stru.constraints.keys())
        return

    def test_deleteAtoms(self):
        """check FitStructure.deleteAtoms()
        """
        stru = self.stru
        stru.read(datafile('Ni.stru'), format='pdffit')
        cns = Constraint('@1')
        stru.constraints['x(2)'] = cns
        stru.deleteAtoms([3])
        self.assertEqual(['x(2)'], stru.constraints.keys())
        self.assertTrue(cns is stru.constraints.values()[0])
        stru.deleteAtoms([0])
        self.assertEqual(['x(1)'], stru.constraints.keys())
        self.assertTrue(cns is stru.constraints.values()[0])
        stru.deleteAtoms([0])
        self.assertEqual({}, stru.constraints)
        return

#   def test_expandSuperCell(self):
#       """check FitStructure.expandSuperCell()
#       """
#       return
#
#
#   def test_isSpaceGroupPossible(self):
#       """check FitStructure.isSpaceGroupPossible()
#       """
#       return
#
#
#   def test_getSpaceGroupList(self):
#       """check FitStructure.getSpaceGroupList()
#       """
#       return
#
#
#   def test_getSpaceGroup(self):
#       """check FitStructure.getSpaceGroup()
#       """
#       return
#
#
#   def test_expandAsymmetricUnit(self):
#       """check FitStructure.expandAsymmetricUnit()
#       """
#       return
#
#
#   def test_applySymmetryConstraints(self):
#       """check FitStructure.applySymmetryConstraints()
#       """
#       return
#
#
#   def test_setSelectedPairs(self):
#       """check FitStructure.setSelectedPairs()
#       """
#       return
#
#
#   def test_getSelectedPairs(self):
#       """check FitStructure.getSelectedPairs()
#       """
#       return

    def test_getPairSelectionFlags(self):
        """check FitStructure.getPairSelectionFlags()
        """
        cdse = self.stru
        cdse.read(datafile('CdSe_bulk_wur.stru'), format='pdffit')
        self.assertEqual('all-all', cdse.getSelectedPairs())
        psf = cdse.getPairSelectionFlags()
        self.assertEqual(4 * [True], psf['firstflags'])
        self.assertEqual(4 * [True], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('Cd-Cd')
        self.assertEqual(2 * [True] + 2 * [False], psf['firstflags'])
        self.assertEqual(psf['firstflags'], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('all-all, !Cd-')
        self.assertEqual(2 * [False] + 2 * [True], psf['firstflags'])
        self.assertEqual(4 * [True], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('all-all, -!Cd')
        self.assertEqual(4 * [True], psf['firstflags'])
        self.assertEqual(2 * [False] + 2 * [True], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('Cd-3:4')
        self.assertEqual(2 * [True] + 2 * [False], psf['firstflags'])
        self.assertEqual(2 * [False] + 2 * [True], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('all-all, !Se-!Se')
        self.assertEqual(2 * [True] + 2 * [False], psf['firstflags'])
        self.assertEqual(2 * [True] + 2 * [False], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('all-all, !Se-, -!Se')
        self.assertEqual(2 * [True] + 2 * [False], psf['firstflags'])
        self.assertEqual(2 * [True] + 2 * [False], psf['secondflags'])
        psf = cdse.getPairSelectionFlags('1-all')
        self.assertEqual([True] + 3 * [False], psf['firstflags'])
        self.assertEqual(4 * [True], psf['secondflags'])
        return

#   def test_applyPairSelection(self):
#       """check FitStructure.applyPairSelection()
#       """
#       return

    def test_copy(self):
        """check FitStructure.copy()
        """
        stru2 = self.stru.copy()
        self.assertEqual('noname', stru2.name)
        stru3 = Structure()
        self.assertRaises(ControlTypeError, stru2.copy, stru3)
        self.stru.refined = PDFStructure('refined-name')
        stru4 = self.stru.copy()
        self.assertIsNot(self.stru.refined, stru4.refined)
        self.assertEqual('refined-name', stru4.refined.name)
        return
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