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Abstract: Objective As to the current situation where the quality control system for Chinese medicine decoctions
lacks comprehensive standards for key components and evaluation criteria, this study aims to explore rapid prediction
methods for the main active ingredients and quality control components of Chinese medicine decoctions, thereby providing
a scientific basis for the quality control of Chinese medicine decoctions. Methods Using the standard examples of
Chinese patent medicines including Aconite preparations (Fuzi), bitter almonds preparations (Kuxingren) and oral liquid
preparations from the Chinese Pharmacopoeia 2025 Edition as references, data extraction, structural organization, and
Python coding were employed to integrate seven major categories of data related to Chinese medicine decoctions. These
categories include prescriptions, functions and indications of Chinese herbal pieces, maximum dosages of Chinese
herbal pieces, quality control components of Chinese herbal pieces, all components of traditional Chinese medicines,
corresponding targets of Chinese medicine components, and interactions between targets. This integration was used to
construct a predictive model for the main effect indicator system of traditional Chinese medicine compounds, combining

syndrome monarch herb, maximum dosage herb, and network target core herb. Results The prediction knowledge base
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for the main effect index components of Chinese medicine decoctions has brought together 217 Chinese patent medicine

prescriptions (including 402 medicinal herbs), 775 Chinese herbal pieces with their efficacy, indications and maximum

dosage, 396 pharmacopoeia quality control components, 499 traditional Chinese medicines, 10, 015 components, 312,

258 targets, and 1, 209, 534 target interactions. Through analyzing matching degree with Chinese pharmacopoeia index

Chinese medicines, the matching degree of the core network target herb is 55.8%, the matching degree of core dosage

herb is 27.6%, and the matching degree of core syndrome herb is 18.9%, with a combined matching degree of 69.1%.

Conclusion

The three-in-one predictive model of the main effect index system for Chinese medicine decoctions

constructed by the research integrates the traditional Jun Yao (Monarch medicinal) theory, the modern core role of

biological target networks and quality control of index components principles, enabling swift and precise prediction of

main effect Chinese medicines and rapid screening of core quality control components in the compound Chinese medicine

decoctions, offering an innovative framework for efficacy evaluation and quality control of Chinese medicine decoctions.

Keywords: Chinese medicine decoctions; Quality evaluation; Main effect; Index system; Network pharmacology
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