
第27卷第12期

计算机与应用化学
JISI．7ANJI YU YINGYONG HUAXUE

2010年12月

目 次

无迹卡尔曼滤波器参数在线更新方法在汽油调合中的应用⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．程辉，钱锋

大规模粒子模拟并行前处理系统的设计与实现⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯。郭卫卫，郭力

分子动力学模拟软件GROMACS向GPGPU移植初探⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．严历，郭力，李晓霞

分子动力学模拟中基于GPU的范德华非键作用计算⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯刘文志，李晓霞，余翔，杨小震，郭力

密码子用法数据库辅助工具CUDassist的开发⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯余劲聪，方柏山

列队竞争算法综合质量交换网络⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．谢会，史彬，鄢烈祥，郭全，张和烽

支持向量回归算法在NIR光谱法预测带鱼糜蛋白质和水分含量中的应用⋯．王锡昌，陆烨，刘源，刘太昂，陆文聪

新型国产近红外分析仪的菜籽菜粕快速检测技术研究⋯⋯⋯⋯⋯⋯⋯一张学锋，周新奇，陈智锋，叶华俊，杨伟伟

基于因特网的常用化合物活性数据库简介⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．王凯，阎爱侠

遗传算法在估计催化裂化集总模型参数中的应用⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．郁浩，周华，师佳，曹志凯，江青茵

异构烷烃的有效碳数与物性关联研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．孟繁磊，周祥，郭锦标，焦国凤

苯乙烯装置蒸汽凝液管网水锤发生原因分析⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．李振华，李忠杰，项曙光

油田注水系统仿真模型校正⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．张和烽，夏涛，罗放，鄢烈祥

氯乙烯装置苯氯化脱低沸物的反应动力学研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．郭毅，项曙光

设计化学主题数据库的数据集成与实施⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．牛文斗，赵月红，徐俊波，吴昊，温浩

甲叉膦酸类缓蚀剂缓蚀机理的量子化学研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯一石文艳，蒋守红，曾建平，褚玉婷，吕志敏

显微近红外图像用于分辨2种塑料材料的成像方法研究⋯⋯⋯⋯．．王冬，马智宏，赵柳，朱大洲，潘立刚，王纪华

化合物Mn(C6H402N)2(H20)一的水热合成、晶体结构及量子化学计算⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．杨颖群，李昶红，李薇

DFT法研究取代芳烃对发光菌的急毒性⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．刘天宝，彭艳芬，汪新，刘四运

1种基于背景能量曲线的近红外光谱仪器响应函数监控及校准方法⋯⋯⋯⋯⋯⋯⋯⋯⋯管亮，冯新泸，王帅，雷猛

偏最小二乘方法在中药指纹图谱相似度研究中的应用⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．王康，李华

独立成分分析结合近红外光谱分析用于多组分同时测定⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯。张世芝，张明锦，杜一平

近红外光谱仪光源稳定性的控制研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．王帅，冯新泸，管亮

近红外技术识别掺假原奶的可行性研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．钟珍珍，张立国，张鑫，顾欣，倪力军

国产近红外设备对糖厂在制品快速分析的初步应用⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．李震宇，李红，林金梅

近红外光谱法测定黄芩提取物中黄芩苷含量⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯。张威，白雁，雷敬卫，谢彩霞，李喜风

基于Excel+VBA的“问题表格法”确定夹点位置的程序设计⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．王中博，叶枫，候会峰

NIRS结合PLS快速分析银黄颗粒中有效成分含量⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯白雁，王星，龚海燕，芦猛，史会齐

动态轻压下技术在SWRH82B大方坯连铸中的应用⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．田新中，朱荣，祭程，朱苗勇

无机含氧酸pK．的定量构效关系(QSPR)研究⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．李莉，张运陶

全年总索引(2010年，27卷，1—12期)⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．

3

8

3

7

3

7

1

5

9

3

8

3

7

1

5

O

5

9

3

7

1

4

7

1

4

7

0

3

7

4

5

}

9

9

O

0

1

1

2

2

2

3

3

4

4

5

5

6

6

6

7

7

8

8

8

9

9

9

O

O

O

L

1型

5

5

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

6

7

7

7

7

7

‘}

l

1

1；i；；；；}i；1％
，L，L，L，L，L，L，L，L，L，L，L，～／～，～，L，L，L，L／L，～／L，L，L，L，L，～，L，L，L，L

C

O

万方数据



COMPUTERSAND

CoNTENTS

The application ofthe unscented
kalman filter for parameter online update on the gasoline blending process

．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．⋯．．．．．．．．．．．．．．．．．．．．．．．．．．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．．⋯．．．．．．．．．．．．．⋯．．．．．．．．．．．．．．．．．．．．．．．．．．Cheng Hui and Qian Feng

Design and implementation ofparallel pre-processing system oflarge-scale particle simulation．．．．．．．．Guo Weiwei and GuoLi

Research in pomng MD simulation software GROMACS on GPGPU based on CUDA⋯⋯⋯Yan Li，Guo Li and Li Xiaoxia

Van der肋als force calculation for molecular dynamic simulation implemented on GPU
⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Liu Wenzhi，Li Xiaoxia，Yu Xiang，Yang Xiaozhen and Go Li

Development ofan assistant tool named CUDassist for the Codon Usage Database⋯⋯⋯⋯⋯⋯Yu Jincong and Fang Baishan

Mass exchange networks synthesis using line-up competition algorithm

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯Xie Hui，Shi Bin，Yan Liexiang，Guo Quan andZhangHefeng

Application of SVRto NIR prediction model for protein and moisture content in hairtail surimi

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Wang Xichang，Lu Ye，Liu Yuan，Liu Taiang and Lu Wencong

The research ofrapid analysis for rapeseed and rapeseed meal based on a new type domestic near infrared analyzer

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Zhang Xuefeng，Zhou Xinqi，Chen Zhifeng，Ye Huajun and Yang Weiwei

Introductionofseveralpublicdatabasesfor chemical activityontheInternet⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯Wang、KaiandYanAixia

Application ofgenetic algorithm in estimating parameters for the lumped model of fluid catalytic cracking unit

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Yu Hao。Zhou Hua，Shi Jia，Cao Zhikai and Jiang Qingyin

Study on the correlation of effective carbon number and physical properties for isoparaffins
．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．⋯⋯．．．⋯．⋯⋯⋯⋯．⋯．．⋯．．．．．．．．⋯．．．．．．．．．．．．．．．．．．Meng Fanlei，Zhou Xiang，Guo Jinbiao and Jiao Guofeng

Analysis。of
the water hammer existing in condensate water pipe network ofstyrene plant

⋯．Z⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Li Zhenhua，Li Zhongiie and Xiang Shuguang-AO --0·⋯⋯⋯●⋯⋯⋯⋯⋯·······⋯··················-····················⋯··⋯···⋯●·⋯⋯●···⋯●⋯⋯⋯ ’

The correcting simulation model ofoilfield water injection system⋯⋯．．Zhang Hefeng，Xia Tao，Luo Fang and Yan Liexiang

Study on kinetic ofbenzene chlorination in VCM plant⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Guo Yi and Xiang Shugnang

The design of data integration in chemistry subject database
⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Niu Wendou，Zhao Yuehong，Xu Junbo，Wu Hao and Wjn Hao

Quantum chemistry studies on the corrosion inhibition mechanism ofmethylene phosphonic acid

⋯⋯⋯．．．．．．．．．．．．．．．．．．．．．．．．⋯．．．．．⋯⋯⋯⋯⋯⋯．⋯．．．．．．．．．Shi Wenyan，Jiang Shouhong，Zeng Jianping，Chu Yuting and Lv Zhimin

Research on imaging method ofdifferentiation oftwo kinds ofplastic materials by near-infrared micro-image

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯Wang Dong，Ma Zhihong，Zhao Liu，Zhu Dazhou，Pan Ligang and Wang Jihua

Hydrothermal synthesis，crystal structure and calculation ofthe compound Mn(C6I-1402N)2(H20)4

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Yang Yingqun，Li Changhong and Li、^^ei

(1597)

(1602)

(1606)

(1612)

(1616)

(1620)

(1624)

(1628)

(1632)

(1637)

(1642)

(1646)

(1650)

(1654)

(1659)

(1664)

(1668)

(1672) ：

DFT study on substituted aromatic compounds’acute toxicities to Photobacterillm

．．⋯．⋯⋯⋯⋯．．．．．．．．．．．．．．．⋯．．．．．．．．．．．．．．．．．．．⋯．⋯⋯⋯⋯⋯⋯．．．．．．．．．．．．．．．．．．．．．．．．．．．．Liu Tianbao，Peng Yanfen，Wang Xin and Liu Siyun(1676)

Anew method to monitor and calibrate NIR instrument response function based on background energy curves

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Guan Liang，Feng Xinlu，Wang Shuai and LeiMeng(1680)

弛e similarity algorithm study on fingerprint ofTraditional Chinese medicine based on partial least-squares
⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Wang Kang and Li Hua(1683)

Independent component analysis combined with near infrared spectroscopy for the multi-components simultaneous

determination．．．．⋯．⋯⋯．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．．⋯．．．．．．⋯．⋯．⋯．．．．．．．．．．．．．．．．．．．．．Zhang Shizhi，Zhang Mingjin and Du Yiping(1686)

Study on NIR light source power stability control⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．．Wang Shuai，Feng Xinlu and Guan Liang(1690)

The feasibility study of discriminating adulteration raw milk by near infrared technology

．．．．．．⋯⋯⋯⋯⋯⋯⋯．⋯．．⋯．．．．．．．．．．．．．．．．．⋯．⋯⋯⋯⋯⋯⋯⋯．⋯．．Zh'ong Zhenzhen，Zhang Liguo，Zhang Xin，Gu Xinand Ni Lijun(1693)
Preliminary application ofdomestic near-infrared device in rapid analysis of in-process material in sugar mill

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Li Zhenyu，Li Hong and Lin Jiumei(1696)
Determination of b aicalin in Scutellaria extract by near-infrared spectroscopy

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯．Zhang w萌，Bai Yan，Lei Jingwei，Xie Caixia and Li Xifeng(1706)

Sottware development of‘'problem table algorithm”based on Excel VBAin heat exchanger network synthesis

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯Wang Zhongbo，Ye Feng andHouHuifeng(1702)

Fast determination of active components in Yinhuang granules by NIRS combined with PLS

⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯。Bai Yan，Wang Xing，Gong Haiyan，Lu Meng and Shi Huiqi(1706)

Application of dynamic soft reduction technology on SWRH82B bloom in continuous casting
⋯⋯．．⋯．．．．．．．．．．．．．．．．．．．．．．⋯⋯⋯⋯⋯⋯．．．．．．．．．．．．．．．．．．．．．．．．⋯．．．．．．．．．．．．⋯⋯⋯Tian Xinzhong，Zhu Rong，Ji Cheng andZhu Miaoyong(1710)

Predictionofacidity constants ofinorganicoxyacidsusingaQSPRbasedontheabinitiomethod．．．．．LiLi andZhangYuntao(17u)
Index(2010．1vbl．27。No．1．12)⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯⋯。(1722)

(The End)

万方数据


