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A Structure Based Pharmaceutical Database for Drug Interactions

Tatsuya Nakano, Shikiko Hasegawa, Miyako Yamamoto, Tsuguchika Kaminuma,
Noriaki Hirayama*® and Tohru Kawaide*?

A structure-based pharmaceutical database for drug interactions has been developed. This database
is based on the ISIS/Desktop and the Microsoft Access relational database system for Windows. Data
of Japanese accepted name, molecular formula, molecular weight, CAS registry number, therapeutic
category index code, structural formula, Japan ethical drugs code, side effects information, drug
interactions information were taken from “Japanese Accepted Names for Pharmaceuticals 1992”7,

“Drugs in Japan Ethical Drugs 1993” and “Drug Intelligence Reinforce”.
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Table 1. Data structure of the side effects database RN o
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Fig. 1.

A screen image example of side effects database
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Fig.2. An example of sub-structure query result

Table 2. Data structure of the side effects and inter-
actions database

Field name Contents

casrn CAS registry number

name Japanese accepted name

class Therapeutic category index code
formula Molecular formula

mw Molecular weight

structurel Structural formula
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Table 3. Table structure of the side effects and interactions database

Table name Field name Data type Field size
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Fig.3. An example of side effect query
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Fig.4. An example of the side effect query result

b M icsosott Acéess - DERTU— 1BEFTAIIY—1] . BE B
& e BRE JRW Q- TN A . ElE x|
(Eelr) [l ) ) (E B ER R (afai o (Ean|
R B Fr—T TEERT - I BESL—g7—94 ]
* x L] Ld
casrn nane FREEEA-F EIHNM-Fa-F
. {nase W o | Jntemrzaa-r j BTN IR
class ) HEBMERIL—-Ja-F
£ [} -k e o —
formul sy 1 FEREIn
structuret ' : ‘ wEa-F2 *
structure2 X 7 MEBO- K3 pil fEf&Q-F
o e BT - F4 b i E s
ET-IN CEER- T AEa— kS !
* * BB~ kS
¢ Jcasrn name wEO- K7
nan s . wTa- ke
class =~ b9
formula B — F10
nw .
structuret
structure?
Kk Sy T T ”‘C‘
Ta—p k. (S 3z = WEPRT O [E5-J> EFSSIA e 2
BARE:
AR X X1 B | D3] [T =
1R Sorivudine *
FYAES i - - i .
{avY FEANLTCER L Wbl

Fig.5. An example of drug interaction query
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Fig.6. An example of the drug interaction query result
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