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3252, 3434, 3435, 3436, 3437, 3438, 3430, 3440, 3441
(any 2119 2720 2721, 2722, 2723, 2724, 2744, 2745, 2746, 2747, 2748, 2749, 2750, 2751, 2752, 2753, 2754, 2755, 2756, 2757, 2758,
2759, 3289, 3290, 3291, 3292, 3293, 3294, 3205, 3206, 3297, 3298, 3299, 6303, 6306
1AF5 (3366 3367, 3368, 3369, 3370, 3371, 3372
1AHD 5938 5939, 5944, 5945, 5950, 5951
1AE (1919, 1920, 1921, 1922, 1923, 1924, 2237, 2238, 2239, 2240, 2241, 2242, 2243, 2244, 2245, 2246, 2247, 750, 751, 752, 753, 754
1557, 1558, 1559, 1560, 1561, 1562, 1563, 1564, 1565, 1566, 1567, 1568, 1569, 1570, 1571, 1572, 1573, 1574, 1575, 1576, 1577
1578, 1579, 1580, 1681, 1682, 1583, 1584, 1585, 1586, 1587, 1588, 1589, 1690, 1591, 1592, 1593, 1594, 1595, 1596, 1597, 1598,
(A 1599, 2202, 2203, 2204, 2205 2206, 2207, 2208, 2209, 2210, 2211, 2212, 2213, 2214, 2215, 2216, 2217, 2218, 2219, 2220, 4404
T 4405, 4406, 4407, 4408, 4400, 4410, 4411, 4412, 4413, 4414, 4415, 4416, 4417, 4418, 4419, 4420, 4421, 4422, 4423, 4424, 4425,
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(6) 2009 EEDT 7 & 2AHFR -

1) ProTherm ® H B 7 7 & A#cE

A: U7z A MR R=D ) 7 X R
Apr 2009: 58353: 24095:
May 2009: 41839: 2882:
Jun 2009: 113423: 3447:
Jul 2009: 57265: 3083:
Aug 2009: 70934: 26009:
Sep 2009: 50415: 3344:
Oct 2009: 110411: 4191:
Nov 2009: 154240: 3683:
Dec 2009: 42835: 3434:
Jan 2010: 50563: 3883:
Feb 2010: 64162: 3536:
Mar 2010: 46219: 4113:
Apr 2010: 31391: 2782:

D V7 AMNRE: 772 ASH - HTML R—VBIXOEE, 7 A2 728 OREL 1E2) R—U 7
TANE T 7R AS- 2 =—2 HTML ~S— Y O %k
2) ProTherm D7 7 & A KA A > :TOP10

1552663: 66.48%: .com (Commercial)
304986: 11.10%: [unresolved numerical addresses]
145430: 5.02%: .net (Networks)
125230: 4.21%: . jp (Japan)
62221: 3.59%: . edu (USA Higher Education)
28896: 1.06% it (Italy)
25827: 0.76%: . be (Belgium)
36541: 0.75%: . tw (Taiwan)
19779: 0.74%: . ie (Ireland)
28396: 0.73%: .in (India)

3) ProTherm ® VYV 77 = & p~_X—< : TOP5

1975748: /cgi-bin/jouhou/protherm/pp_entry.pl (fE%5!l= > k U —®d CGI)

181190: /cgi-bin/jouhou/protherm/pp_mutation.sh (mutation 7~ CGI)

57532: /jouhou/Protherm/protherm.html (ProTherm M7 — A)

55529:  /cgi-bin/jouhou/protherm/protherm.pl (5 — % k5% ™ CGI)

20163: /jouhou/Protherm/protherm_search.html (% 3% i)
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4) ProNIT ®H BT 7 & A#Et

H: Uy A ek N— U s R MK
Apr 20009: 46287 : 1758:
May 2009: 51344: 2227 :
Jun 20009: 69372: 2456:
Jul 2009: 61098: 2164 :
Aug 2009: 74397: 2121:
Sep 2009: 85434 : 2654 :
Oct 2009: 90104 : 3040:
Nov 2009: 85664 : 2655:
Dec 2009: 63512: 2410:
Jan 2010: 70534 : 2571:
Feb 2010: 60444 : 2624 :
Mar 2010: 94635: 3456:

5) ProNIT ®7 27 A KA A > :TOP10

1195619: 64.30%: .com (Commercial)
156604: 11.31%: .Jjp (Japan)
162279: 10.52%: [unresolved numerical addresses]
128726: 8.67%: .net (Networks)
15577: 1.90%: .edu (USA Higher Education)
17270: 1.01%: .tw (Taiwan)
2364: 0.31%: [unknown domain]
3232: 0.29%: .in (India)
2302: 0.23%: .de (Germany)
1101: 0.21%: .org (Non Profit Making Organisations)

6) ProNIT ® VU 7 =& h~~— : TOP5

1513842:

[cgi-bin/jouhou/pronit/new/bind_entry.pl  (fE5=> ~ U —® CGI)

52013:  /jouhou/pronit/pronit.html  (ProNIT s —2)

11662: /jouhou/pronit/pronit_search.html (% 52 1Hi1ai)

15332:  /cgi-bin/jouhou/pronit/new/pronit_search.pl (5 — % % CGI)
4737: [cgi-bin/jouhou/pronit/new/pronit_stat.pl  (Statistics @ CGI)
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entrynumber

protein information:

proteinl name

proteinl synonyms

proteinl source

proteinl sequence

proteinl biologicalunit

proteinl uniprot

proteinl pdb

proteinl mutation

proteinl asa

proteinl secstr

proteinl prothermnumber:

protein2 name

protein2 synonyms

protein2 source

protein2 sequence

protein2 biologicalunit

protein2 uniprot

protein2 pdb

protein2 mutation

protein2 asa

protein2 secstr

protein2 prothermnumber

Complex information:

pdb complex

ligand

conformation

Experimental Condition:

Temperature

PH

BufferName

BufferConcentration

Additives

proteinl Concentration

protein2 Concentration

Ion Name

Ion Concentration

Method

Binding Data:

Kd

Kd Mutant

Ka

Ka Mutant

dG

dG Mutant

dH

dH Mutant

dCp

dCp Mutant

Stoichiometry

Literature:

Reference

Author

Keywords

Remarks

RelatedEntries
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B )57 — X D Controlled Vocabulary

Controlled Vocabulary for Thermodynamic Databases at KIT

This is a controlled vocabulary for all of our databases in Bioinfo Bank at KIT. Here we define each terms in our databases and later plan to
unify it as a Biological Thermodynamic Ontology (BTO), an ontology for all biclogical thermodynamic databases.
Here we follow our database structure. Later we will follow a more generic structure. This work is under development.

Controlled Vocabulary for Thermodynamic Databases

Expand All Collapse All

= ProNIT
Protein Information
Nucleic Acid Information

Complex Information
Experimental Details

Binding Data
Literature

General
= ProTherm
Seguence and Structural Information

Experimental Details
Thermodynamic Data

Literature

General
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(1) XML 7 #—~ > MZ X% ProNIT 5 —& O—

<pronit xmlns:xsi="http://www.w3.0rg/2001/XMLSchema-instance"
xsi:noNamespaceSchemalLocation="file:pronit.xsd">
<entry>
<entryNumber>1l</entryNumbers>
<proteinDetails>
<name>Myb proto-oncogene protein</names>
<synonyms>c-Myb protein; Transforming protein myb</synonymss>
<source>Mus musculus (Mouse)</source>
<fragment>89-193</fragment>
<sequence>MARRPRHSIYSSDEDDEDIEMCDHDYDGLLPK</sequence>
<biologicalUnit>1l</biologicalUnit>
<dbReference type="PIR">TVMSMB</dbReference>
<dbReference type="SWISSPROT">MYB MOUSE (P06876)</dbReferences>
<dbReference type="PDBFREE">1MBE, 1MBG, 1MBJ</dbReference>
<dbReference type="PROTHERM">786 787 788 789</dbReference>
<mutations>wild</mutations>
</proteinDetails>
<nucleicAcidDetails>
<name>MBS-I (22-mer)</name>
<source>Synthetic</source>
<type>DDS</type>
<sequenceTopWild>caccctaactgacacacattct</sequenceTopWilds>
<sequenceBottomWild>agaatgtgtgtcagttagggtg</sequenceBottomWild>
<mutations>wild</mutations>
<dbReference type="GENBANK">M33654</dbReference>
</nucleicAcidDetails>
<complexDetails>
<dbReference type="PDBCOMPLEX">1MSE</dbReferences>
<dbReference type="PRONUC">86</dbReferences>
<proteinConformation>R2 and R3</proteinConformations>
<nucAcidConformation>The base pairs </nucAcidConformations>
</complexDetails>
<exptDetails>
<temperature>20.2 C</temperatures>
<pH>7.5</pH>
<bufferName>Potassium phosphate</bufferName>
<bufferConc>100 mM</bufferConc>
<ionNameOnes>Potassium chloride (KC1l)</ionNameOne>
<ionConcOne>20 mM</ionConcOne>
<method>Isothermal titration calorimetry (ITC)</methods>
</exptDetails>
<bindingData>
<Kd_Wild>5.00e—08 M</Kd_Wild>
<Ka_Wild>2.00e+07 1/M</Ka_Wild>
<dG_Wild>-1.21e+01 kcal/mol</dG Wilds>
<dH Wild>-1.25e+01 kcal/mol</dH_Wild>
<dCp_Wild>-6.20e-01 kcal/mol/K</dCp_Wilds>
<stoichiometry>1.01l</stoichiometry>
</bindingData>
<citation>
<reference>J Mol Biol. 1998; 276(3):571-590 PMID: 9551098</reference>
<author>0da M, Furukawa K, Ogata K, Sarai A, Nakamura H</author>
<keywords>c-Myb; DNA-binding; ITC</keywordss>
</citation>
<miscellaneous>
<remarks>R2R3* (C 130 I), a stable mutant</remarks>
<relatedEntries>2, 3, 4, 5, 6, 7, 8, 9, 10, 1ll</relatedEntries>
</miscellaneous>
</entry>
<copyright>copyright</copyrights>
</pronit>
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(2) 799 h 77—~y D XML 7 +—~ v MIEHT 2 FIE

. 7T NI AN T — H iSO EH A BT

. ZOEHED XML A F—~ & ER

XML AF—~DfERE T T T KA T A b

LTIy P77 ANDTXTOEA DORHAIAR LEIE

. 77w N7 7 AD D HIML &  % HIBR

. T T v NI ANDBIEB LT — 2 F &S B

. BN EFEIRAIL CVS 7 7 A ZEEH L

. COVS 7 7 A NZ @i il 7 T 7 EAALILHI B

L OVS 77 A NI T —Z R L XML A F—<{ZhE> T XML 7 7 A L& AR
10. XMULEEXAF =7 LXML 77 A V&Y T — |

—

© 00 N O O ok W

1. Get the data structure from the flat file

2. Define the XML schema based on this structure

3. Incorporate the XML schema structure information into the program

4. Read the flat file and check all the fields. If there is any error, correct it.

5. Remove the HTML content from the flat file

6. The flat file contains two columns. Split the columns

7. Read the columns and convert the column data into a CSV file

8. Read the CSV file and remove the fields having null data

9. Extract the data from the CSV file and create the XML file as per the XML Schema
10. Verify the XML syntax and validate the XML file.
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AIXTR., XHEORET—FA-270Vz 7 h0—-RELT. EHROEERPRENRR

mFFHAE DEENEIAET 5 LW T EORARE RS TUET, BAFT—5 LS - BIT—F
BioInfoBank BAlke LTRANERLTOC S ERETIET, DIOALT 7 LY AOER
e 1. HASMELMEMED 7 OAU 7 7 Ly ADE (2010%03A31E) F....
ALROBAPT—5 LPDB] OWET— S ERBIHELBAY 2P LYAT—TNEMRE [ o0 o e gi0e
ProNIT LEY, #0AUTFLYAT—FLERL, AIALiirsMEL TV EEARBAZT - 03B318) HE...
Crntellnd Vamblaoy o ~—2 (ProTnerm) . HEW - BEIEEEFF—F~—2 (ProNIT) &, PDBjE GRS, TH
i Rl o Eal3e, ProNITF—# GXMLD
oot Demrenen Prolhenm s BEROR ST (2010035 26E) ;g....
2, AvEOYV-—ORE BHET— ML - BT
CHERET— R —2FOY Y BAST—Y 04 Y OV EBHLET, QPOALZ 7 LY ADESR
Controlled Vocabulary for Thermodynamic Databases (20104£03H8268) #¥....
I*- 3. F=SEBRI A~y OB
fraih—LA—U(LSDB) AMLEE, B8 F—90F -4 487 —T v R EBELET, ProNITF—4 @E3T (20105503
PDRI ProThermmXMLT — & E26H) BH#....
)}
ProNITOXMLT —% (FiEhD)
The National Center For Sk SAIHATVARET—SR-REUS- LABLT, FEAMCIIVSCLARTy  OOFT Y EMS - EIF-Y
Biomedical Ontology ST YOEhBEERELET, BIRALT 7 LY ADER

(20105025 058) ###....
Protein Ontology

Biochemical Thermodynamics . iﬁww&fwﬂtufﬂg

; PraTherm>—#% OES (201045
o B

IUEMB

nmImxy [
1 = ProNITF— & @MXMLOES
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ProNIT-Data-Download
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Cross-Reference of ProTherm

Cross-Reference of ProNIT
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ProNITF —4 @XMLOES
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