
2023年6月 火炸药学报 第46卷 第6期

(总第232期)

本刊系《中文核心期刊要目总览》(2020年版)、国务院《学位与研究生教育重要期刊》、科技部《中国科技

论文统计源期刊》(中国科技核心期刊)、中国科学院《中国科学引文数据库》及中国科协《中国学术期刊文摘

(英文版)》、美国《化学文摘》(CA)、Scopus数据库、Ei Compendex数据库、俄罗斯《文摘杂志》(AJ)、日本JST China数

据库、美国《乌利希期刊指南(网络版)))(UIrichsweb)数据库收录源刊。

刊名题写：张爱萍

目 次

ReaxFF力场方法及其在含能材料中应用的研究进展 ⋯⋯⋯宋亮，梅争，张天成，周素芹，居学海(465)

PBX炸药断裂行为仿真计算方法研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯袁洪魏，唐维(484)

高氮链状含能纳米颗粒尺寸效应的理论研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯吴小伟，朱卫华(495)

BTATz晶体及其共晶的热分解及释放氮气机理：从头算分子动力学模拟⋯⋯王德孚，冀金成，朱卫华(502)

准静态拉伸下PBX力学性能的三维细观模拟⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯罗慧灵，刘柳，曹落霞，李华荣，周 阳，张朝阳，杨宏(510)

DNTF与PMMA热稳定性和力学性能的分子动力学模拟⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯王生辉，巨荣辉，罗一鸣，肖继军，李嫒嫒，马海霞(518)

The Response of Four Energetic Compound Molecules to Ultraviolet Light Using TDDFT‘·····························

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯SUO Cheng-xiang，GUAN Meng-xue，WANG Feng，LIU Rui—bin，GUO Wei(527)

Molecular Dynamics Simulation of CL一20／DNDAP Cocrystal Morphology at Different Temperatures⋯⋯⋯⋯⋯⋯

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯LI Xing．LI Wei．ju Xue—hai(537)

基于分子晶体序参数与K—means聚类的TNT晶型转化有限温度弦研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯常玲玲，任福德，刘英哲，葛忠学，王晓磊，邱丽莉，孟子晖，王艳红，曹端林(545)

非均质推进剂燃烧演化模拟：算法与验证⋯⋯⋯⋯张晏榕，仓宇，杨硕，赵瑜，李坤霖，王利坡(553)

期刊基本参数：CN61．13IO／TJ*1978”m*A4*96+zh”P。￥20．00*1000*10*2023．06

万方数据



V01．46，No．6 Chinese Journal of Explosives&Propellants Series No．232

Contents

Overview of ReaxFF Force Field Method and It's Application in Energetic Materials········-···-···········-··························

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯一SONG Liang，MEI Zheng，ZHANG Tian—cheng，et al(465)

Simulation Method of Fracture Behavior for PBXs’····················--·············--·········-··’YUAN Hong—wei．TANG Wei(484)

Theoretical Study on the Size Effects of High—nitrogen Catenated Energetic Nanoparticles⋯⋯WU Xiao—wei．ZHU Wei—hua(495)

Thermal Decomposition and N2 Formation Mechanisms of BTATz Crystal and Its Cocrystal：Ab initio Molecular Dynamic Simulations

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯一WANG De—fu，JI Jin—cheng，ZHU Wei—hua(502)

Three—dimensional Mesoscale Simulation of PBX Mechanical Properties under Quasi—static Tension··········-·············--··········

·⋯⋯⋯··⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯·⋯⋯⋯··⋯⋯⋯⋯⋯⋯·⋯·⋯⋯·⋯⋯LUO Hui—ling，L[U Liu，CAO Luo—xia，et a1(510)

Molecular Dynamics Simulation of Thermal Stability and Mechanical Properties of DNTF and PMMA·································

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯·WANG Sheng—hui，JU Rong—hui，LUO Yi—ming，et al(518)

The Response of Four Energetic Compound Molecules to Ultraviolet Light Using TDDFT·········--·········-·-·············--··········

⋯·⋯⋯⋯⋯⋯·⋯⋯·⋯··⋯⋯⋯·⋯··⋯⋯⋯··⋯⋯⋯⋯SUO Cheng—xiang，GUAN Meng—xue，WANG Feng，et a1(527)

Molecular Dynamics Simulation of CL一20／DNDAP Cocrystal Morphology at Different Temperatures⋯⋯⋯·⋯⋯⋯⋯⋯⋯⋯⋯··

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯·LI Xing，LI Wei，JU Xue—hai(537)

FTS Study by K—means Clustering Sampl ing with Molecular Crystal Order Parameter for the Polymorphic Transformation of TNT

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯‘CHANG Ling—ling，REN Fu—de，LIU Ying—zhe，et al(545)

Simulation of the Heterogeneous Propellant Combustion Evolution：Algorithm and Validation ⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯～ZHANG Yan—rong，CANG Yu，YANG Shuo，et a1(553)

万方数据


