Here is the XML file. Thanks for your help.

<?xml version="1.0" ?>

- <PC-Compounds xmins=" http://www.ncbi.nlm.nih.gov" xmlns:xs=" http://www.w3.0rg/2001/XMLSchema-instance" xs:schemalLocation=" http://www.ncbi.nlm.nih.gov
ftp://ftp.ncbi.nlm.nih.gov/pubchem/specifications/pubchem.xsd">
- <PC-Compound>

- <PC-Compound_id>

- <PC-CompoundType>

- <PC-CompoundType_id>
<PC-CompoundType id cid>5353536</PC-CompoundType_id_cid>
</PC-CompoundType_id>
</PC-CompoundType>
</PC-Compound_id>

- <PC-Compound_atoms>

- <PC-Atoms>

- <PC-Atoms_aid>
<PC-Atoms_aid_E>1</PC-Atoms_aid_E>
<PC-Atoms_aid_E>2</PC-Atoms_aid_E>
<PC-Atoms_aid E>3</PC-Atoms_aid E>
<PC-Atoms_aid E>4</PC-Atoms_aid E>
<PC-Atoms_aid E>5</PC-Atoms_aid E>
<PC-Atoms_aid_E>6</PC-Atoms_aid_E>
<PC-Atoms_aid E>7</PC-Atoms_aid_E>
<PC-Atoms_aid E>8</PC-Atoms_aid E>
<PC-Atoms_aid E>9</PC-Atoms_aid E>
<PC-Atoms_aid E>10</PC-Atoms_aid E>
<PC-Atoms_aid E>11</PC-Atoms_aid E>
<PC-Atoms_aid_E>12</PC-Atoms_aid_E>
<PC-Atoms_aid E>13</PC-Atoms_aid E>
<PC-Atoms_aid E>14</PC-Atoms_aid E>
<PC-Atoms_aid E>15</PC-Atoms_aid E>
<PC-Atoms_aid E>16</PC-Atoms_aid E>
<PC-Atoms_aid_E>17</PC-Atoms_aid_E>
<PC-Atoms_aid_E>18</PC-Atoms_aid_ E>
<PC-Atoms_aid E>19</PC-Atoms_aid E>
</PC-Atoms_aid>

- <PC-Atoms_element>

<PC-Element value="0">8</PC-Element>
<PC-Element value="0">8</PC-Element>
<PC-Element value="0">8</PC-Element>
<PC-Element value="0">8</PC-Element>
<PC-Element value="n">7</PC-Element>
<PC-Element value="n">7</PC-Element>
<PC-Element value="n">7</PC-Element>
<PC-Element value="n">7</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>
<PC-Element value="c">6</PC-Element>



http://www.ncbi.nlm.nih.gov
http://www.w3.org/2001/XMLSchema-instance
http://www.ncbi.nlm.nih.gov
ftp://ftp.ncbi.nlm.nih.gov/pubchem/specifications/pubchem.xsd>

<PC-Element value="c">6</PC-Element>
<PC-Element value="h">1</PC-Element>
<PC-Element value="h">1</PC-Element>
</PC-Atoms_element>

- <PC-Atoms_charge>

- <PC-Atomint>
<PC-Atomint_aid>3</PC-AtomIint_aid>
<PC-Atomint_value>-1</PC-Atomint_value>
</PC-Atomint>

- <PC-AtomInt>
<PC-Atomint_aid>7</PC-AtomInt_aid>
<PC-Atomint_value>1</PC-Atomint_value>
</PC-Atomint>

</PC-Atoms_charge>

</PC-Atoms>

</PC-Compound_atoms>

- <PC-Compound_bonds>

- <PC-Bonds>

- <PC-Bonds_aidl>

<PC-Bonds_aidl E>1</PC-Bonds_aidl E>
<PC-Bonds_aidl E>2</PC-Bonds_aidl E>
<PC-Bonds_aidl_E>3</PC-Bonds_aidl _E>
<PC-Bonds_aidl E>4</PC-Bonds_aidl E>
<PC-Bonds_aidl E>5</PC-Bonds_aidl E>
<PC-Bonds_aidl E>5</PC-Bonds_aidl E>
<PC-Bonds_aidl E>6</PC-Bonds_aidl E>
<PC-Bonds_aidl E>6</PC-Bonds_aidl E>
<PC-Bonds_aidl E>7</PC-Bonds_aidl E>
<PC-Bonds_aidl E>8</PC-Bonds_aidl E>
<PC-Bonds_aidl E>9</PC-Bonds_aidl E>
<PC-Bonds_aidl E>9</PC-Bonds_aidl E>
<PC-Bonds_aidl E>10</PC-Bonds_aidl E>
<PC-Bonds_aidl_E>11</PC-Bonds_aidl E>
<PC-Bonds_aidl E>11</PC-Bonds_aidl E>
<PC-Bonds_aidl E>12</PC-Bonds_aidl E>
<PC-Bonds_aidl E>13</PC-Bonds_aidl E>
<PC-Bonds_aidl E>13</PC-Bonds_aidl E>
<PC-Bonds_aidl_E>14</PC-Bonds_aidl_E>
<PC-Bonds_aidl E>15</PC-Bonds_aidl E>
</PC-Bonds_aid1>

- <PC-Bonds_aid2>

<PC-Bonds_aid2_ E>15</PC-Bonds_aid2_E>
<PC-Bonds_aid2 E>16</PC-Bonds_aid2 E>
<PC-Bonds_aid2_E>7</PC-Bonds_aid2_E>
<PC-Bonds_aid2 E>7</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>9</PC-Bonds_aid2_E>
<PC-Bonds_aid2 E>15</PC-Bonds_aid2_E>
<PC-Bonds_aid2_ E>10</PC-Bonds_aid2 E>
<PC-Bonds_aid2_E>16</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>11</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>17</PC-Bonds_aid2_ E>
<PC-Bonds_aid2_ E>10</PC-Bonds_aid2_E>
<PC-Bonds_aid2_ E>12</PC-Bonds_aid2 E>



<PC-Bonds_aid2_E>13</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>12</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>14</PC-Bonds_aid2 E>
<PC-Bonds_aid2_ E>18</PC-Bonds_aid2_E>
<PC-Bonds_aid2_ E>14</PC-Bonds_aid2 E>
<PC-Bonds_aid2_E>19</PC-Bonds_aid2_E>
<PC-Bonds_aid2_E>17</PC-Bonds_aid2_E>
<PC-Bonds_aid2_ E>16</PC-Bonds_aid2_ E>
</PC-Bonds_aid2>

- <PC-Bonds_order>

<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="triple">3</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="double">2</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
<PC-BondType value="single">1</PC-BondType>
</PC-Bonds_order>

</PC-Bonds>

</PC-Compound_bonds>

- <PC-Compound_coords>

- <PC-Coordinates>

- <PC-Coordinates_type>

<PC-CoordinateType value="twod">1</PC-Coordinate Type>
<PC-CoordinateType value="computed">5</PC-CoordinateType>
<PC-CoordinateType value="units-unknown">255</PC-Coordinate Type>
</PC-Coordinates_type>

- <PC-Coordinates_aid>
<PC-Coordinates_aid_E>1</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>2</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>3</PC-Coordinates_aid E>
<PC-Coordinates_aid E>4</PC-Coordinates_aid E>
<PC-Coordinates_aid_E>5</PC-Coordinates_aid_E>
<PC-Coordinates_aid_E>6</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>7</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>8</PC-Coordinates_aid E>
<PC-Coordinates_aid E>9</PC-Coordinates_aid E>
<PC-Coordinates_aid E>10</PC-Coordinates_aid E>
<PC-Coordinates_aid E>11</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>12</PC-Coordinates_aid E>



<PC-Coordinates_aid E>13</PC-Coordinates_aid E>
<PC-Coordinates_aid E>14</PC-Coordinates_aid E>
<PC-Coordinates_aid E>15</PC-Coordinates_aid E>
<PC-Coordinates_aid E>16</PC-Coordinates_aid_E>
<PC-Coordinates_aid E>17</PC-Coordinates_aid E>
<PC-Coordinates_aid E>18</PC-Coordinates_aid E>
<PC-Coordinates_aid E>19</PC-Coordinates_aid E>
</PC-Coordinates_aid>

- <PC-Coordinates_conformers>

- <PC-Conformer>

- <PC-Conformer_x>
<PC-Conformer_x_E>8.1282024383545</PC-Conformer_x_E>
<PC-Conformer_x_E>8.1282024383545</PC-Conformer_x_E>
<PC-Conformer_x_E>2.8660254478455</PC-Conformer_x_E>
<PC-Conformer_x_E>2</PC-Conformer_x_E>
<PC-Conformer_x_E>6.3580436706543</PC-Conformer_x_E>
<PC-Conformer_x_E>6.3580436706543</PC-Conformer_x_E>
<PC-Conformer_x_E>2.8660254478455</PC-Conformer_x_E>
<PC-Conformer_x_E>2</PC-Conformer_x_E>
<PC-Conformer_x_E>5.4641017913818</PC-Conformer_x_E>
<PC-Conformer_x_E>5.4641017913818</PC-Conformer_x_E>
<PC-Conformer_x_E>3.7320508956909</PC-Conformer_x_E>
<PC-Conformer_x_E>4.5980763435364</PC-Conformer_x_E>
<PC-Conformer_x_E>4.5980763435364</PC-Conformer_x_E>
<PC-Conformer_x_E>3.7320508956909</PC-Conformer_x_E>
<PC-Conformer_x_E>7.2641105651856</PC-Conformer_x_E>
<PC-Conformer_x_E>7.2641105651856</PC-Conformer_x_E>
<PC-Conformer_x_E>2.8660254478455</PC-Conformer_x_E>
<PC-Conformer_x_E>4.5980763435364</PC-Conformer_x_E>
<PC-Conformer_x_E>4.5980763435364</PC-Conformer_x_E>
</PC-Conformer_x>

- <PC-Conformer_y>

<PC-Conformer_y E>-0.774149835109711</PC-Conformer_y E>
<PC-Conformer_y E>1.2741497755051</PC-Conformer_y E>
<PC-Conformer_y E>-1.75</PC-Conformer_y E>
<PC-Conformer_y E>-0.25</PC-Conformer_y E>
<PC-Conformer_y E>-0.784661293029785</PC-Conformer_y E>
<PC-Conformer_y E>1.2846612930298</PC-Conformer_y E>
<PC-Conformer_y E>-0.75</PC-Conformer_y E>
<PC-Conformer_y E>1.75</PC-Conformer_y E>
<PC-Conformer_y E>-0.25</PC-Conformer_y E>
<PC-Conformer_y E>0.75</PC-Conformer_y E>
<PC-Conformer_y E>-0.25</PC-Conformer_y E>
<PC-Conformer_y E>-0.75</PC-Conformer_y_ E>
<PC-Conformer_y E>1.25</PC-Conformer_y E>
<PC-Conformer_y E>0.75</PC-Conformer_y E>
<PC-Conformer_y E>-0.270815432071686</PC-Conformer_y E>
<PC-Conformer_y E>0.770815432071686</PC-Conformer_y E>
<PC-Conformer_y E>1.25</PC-Conformer_y E>
<PC-Conformer_y E>-1.3700000047684</PC-Conformer_y E>
<PC-Conformer_y E>1.8700000047684</PC-Conformer_y E>
</PC-Conformer_y>

- <PC-Conformer_style>



- <PC-DrawAnnotations>

- <PC-DrawAnnotations_annotation>

<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
<PC-BondAnnotation value="aromatic">8</PC-BondAnnotation>
</PC-DrawAnnotations_annotation>

- <PC-DrawAnnotations_aid1>

<PC-DrawAnnotations_aidl E>5</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl_E>5</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl E>6</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl E>6</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aid1l_E>9</PC-DrawAnnotations_aidl_E>
<PC-DrawAnnotations_aidl E>9</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl_E>10</PC-DrawAnnotations_aidl_E>
<PC-DrawAnnotations_aidl_ E>11</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl E>11</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl E>13</PC-DrawAnnotations_aidl E>
<PC-DrawAnnotations_aidl E>15</PC-DrawAnnotations_aidl E>
</PC-DrawAnnotations_aid1>

- <PC-DrawAnnotations_aid2>
<PC-DrawAnnotations_aid2_E>9</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>15</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>10</PC-DrawAnnotations_aid2_ E>
<PC-DrawAnnotations_aid2_ E>16</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>10</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>12</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_ E>13</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>12</PC-DrawAnnotations_aid2_ E>
<PC-DrawAnnotations_aid2_ E>14</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>14</PC-DrawAnnotations_aid2_E>
<PC-DrawAnnotations_aid2_E>16</PC-DrawAnnotations_aid2_E>
</PC-DrawAnnotations_aid2>

</PC-DrawAnnotations>

</PC-Conformer_style>

</PC-Conformer>

</PC-Coordinates_conformers>

</PC-Coordinates>

</PC-Compound_coords>
<PC-Compound_charge>0</PC-Compound_charge>

- <PC-Compound_props>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Compound</PC-Urn_label>
<PC-Urn_name>Canonicalized</PC-Urn_name>



- <PC-Urn_datatype>

<PC-UrnDataType value="uint">5</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_release>2007.06.29</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_ival>1</PC-InfoData_value ival>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Compound Complexity</PC-Urn_label>
- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_implementation>E_ COMPLEXITY</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_fval>362</PC-InfoData_value_fval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Count</PC-Urn_label>
<PC-Urn_name>Hydrogen Bond Acceptor</PC-Urn_name>
- <PC-Urn_datatype>

<PC-UrnDataType value="uint">5</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_implementation>E_ NHACCEPTORS</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_ival>5</PC-InfoData_value_ival>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Count</PC-Urn_label>
<PC-Urn_name>Hydrogen Bond Donor</PC-Urn_name>
- <PC-Urn_datatype>



<PC-UrnDataType value="uint">5</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_implementation>E_ NHDONORS</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>

</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_ival>0</PC-InfoData_value ival>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Count</PC-Urn_label>
<PC-Urn_name>Rotatable Bond</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="uint">5</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_implementation>E_ NROTBONDS</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>

</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_ival>0</PC-InfoData_value_ival>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Fingerprint</PC-Urn_label>
<PC-Urn_name>SubStructure Keys</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="fingerprint">16</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_parameters>extended 2</PC-Urn_parameters>
<PC-Urn_implementation>E_ SCREEN</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>

</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_binary>000003710073B8000000000000000000000000000000000000003C4000000000000000B1F000001E00040000000C08819E0030C4B2185000B10724624704A280242:

</PC-InfoData_value>
</PC-InfoData>



- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>IUPAC Name</PC-Urn_label>
<PC-Urn_name>Allowed</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.3</PC-Urn_version>
<PC-Urn_software>LexiChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2006.03.16</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_sval>2,3-dihydroxy-7-nitro-quinoxaline-6-carbonitrile</PC-InfoData_value sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>IUPAC Name</PC-Urn_label>
<PC-Urn_name>CAS-like Style</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.3</PC-Urn_version>
<PC-Urn_software>LexiChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2006.03.16</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>

<PC-InfoData_value sval>2,3-dihydroxy-7-nitro-quinoxaline-6-carbonitrile</PC-InfoData_value sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>lUPAC Name</PC-Urn_label>
<PC-Urn_name>Preferred</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.3</PC-Urn_version>
<PC-Urn_software>LexiChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2006.03.16</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_sval>2,3-dihydroxy-7-nitro-quinoxaline-6-carbonitrile</PC-InfoData_value sval>
</PC-InfoData_value>



</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>IlUPAC Name</PC-Urn_label>
<PC-Urn_name>Systematic</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.3</PC-Urn_version>
<PC-Urn_software>LexiChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2006.03.16</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>

<PC-InfoData_value sval>2,3-dihydroxy-7-nitro-quinoxaline-6-carbonitrile</PC-InfoData_value sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>IlUPAC Name</PC-Urn_label>
<PC-Urn_name>Traditional</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.3</PC-Urn_version>
<PC-Urn_software>LexiChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2006.03.16</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_sval>2,3-dihydroxy-7-nitro-quinoxaline-6-carbonitrile</PC-InfoData_value sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>InChi</PC-Urn_label>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_parameters>options {auxnonr donotaddh w0 fixedh recmet newps}</PC-Urn_parameters>
<PC-Urn_implementation>E_INCHI</PC-Urn_implementation>
<PC-Urn_version>1.0.1</PC-Urn_version>
<PC-Urn_software>InChl</PC-Urn_software>
<PC-Urn_source>nist.gov</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>



<PC-InfoData_value_sval>InChl=1/C9H2N404/c10-3-4-1-5-6(2-7(4)13(16)17)12-9(15)8(14)11-5/h1-2H</PC-InfoData_value_sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Log P</PC-Urn_label>
<PC-Urn_name>XLogP</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_implementation>E_XLOGP</PC-Urn_implementation>
<PC-Urn_version>3.328</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2006.06.22</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_fval>0.084</PC-InfoData_value fval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Mass</PC-Urn_label>
<PC-Urn_name>Exact</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>2.1</PC-Urn_version>
<PC-Urn_software>PubChem</PC-Urn_software>
<PC-Urn_source>ncbi.nm.nih.gov</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_fval>230.007605</PC-InfoData_value_fval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Molecular Formula</PC-Urn_label>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>2.1</PC-Urn_version>
<PC-Urn_software>PubChem</PC-Urn_software>
<PC-Urn_source>nchi.nim.nih.gov</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>



- <PC-InfoData_value>

<PC-InfoData_value sval>C9H2N404</PC-InfoData_value_ sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Molecular Weight</PC-Urn_label>

- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>2.1</PC-Urn_version>
<PC-Urn_software>PubChem</PC-Urn_software>
<PC-Urn_source>nchi.nim.nih.gov</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>

<PC-InfoData_value fval>230.13658</PC-InfoData_value fval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>SMILES</PC-Urn_label>
<PC-Urn_name>Canonical</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.5.1</PC-Urn_version>
<PC-Urn_software>OEChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_sval>C1=C(C(=CC2=C1N=C(C(=N2)<0>)<0>)(=0))C#N</PC-InfoData_value_sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>SMILES</PC-Urn_label>
<PC-Urn_name>Isomeric</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="string">1</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>1.5.1</PC-Urn_version>
<PC-Urn_software>OEChem</PC-Urn_software>
<PC-Urn_source>openeye.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>



- <PC-InfoData_value>

<PC-InfoData_value sval>C1=C(C(=CC2=C1N=C(C(=N2)<0>)<0>)(=0))C#N</PC-InfoData_value_ sval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Topological</PC-Urn_label>
<PC-Urn_name>Polar Surface Area</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>

<PC-Urn_implementation>E_ TPSA</PC-Urn_implementation>
<PC-Urn_version>3.347</PC-Urn_version>
<PC-Urn_software>Cactvs</PC-Urn_software>
<PC-Urn_source>xemistry.com</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>

<PC-InfoData_value fval>94.7</PC-InfoData_value_ fval>
</PC-InfoData_value>

</PC-InfoData>

- <PC-InfoData>

- <PC-InfoData_urn>

- <PC-Urn>

<PC-Urn_label>Weight</PC-Urn_label>
<PC-Urn_name>Monolsotopic</PC-Urn_name>

- <PC-Urn_datatype>

<PC-UrnDataType value="double">7</PC-UrnDataType>
</PC-Urn_datatype>
<PC-Urn_version>2.1</PC-Urn_version>
<PC-Urn_software>PubChem</PC-Urn_software>
<PC-Urn_source>nchi.nim.nih.gov</PC-Urn_source>
<PC-Urn_release>2007.09.04</PC-Urn_release>
</PC-Urn>

</PC-InfoData_urn>

- <PC-InfoData_value>
<PC-InfoData_value_fval>230.007605</PC-InfoData_value_fval>
</PC-InfoData_value>

</PC-InfoData>

</PC-Compound_props>

- <PC-Compound_count>

- <PC-Count>
<PC-Count_heavy-atom>17</PC-Count_heavy-atom>
<PC-Count_atom-chiral>0</PC-Count_atom-chiral>
<PC-Count_atom-chiral-def>0</PC-Count_atom-chiral-def>
<PC-Count_atom-chiral-undef>0</PC-Count_atom-chiral-undef>
<PC-Count_bond-chiral>0</PC-Count_bond-chiral>
<PC-Count_bond-chiral-def>0</PC-Count_bond-chiral-def>
<PC-Count_bond-chiral-undef>0</PC-Count_bond-chiral-undef>
<PC-Count_isotope-atom>0</PC-Count_isotope-atom>
<PC-Count_covalent-unit>1</PC-Count_covalent-unit>



<PC-Count_tautomers>4</PC-Count_tautomers>
</PC-Count>

</PC-Compound_count>

</PC-Compound>



