FEBRUARY 2019

O? VOLUME 33 ISSUE 2
(5‘7 ENFUEM 33(2) 645-1692 (2019)
ISSN 0887-0624

Registered in the U.S. Patent and Trademark Office
© 2019 by the American Chemical Society

Articles

Fossil Fuels

645 DOI: 10.1021/acs.energyfuels.8b01909

Investigation into the Effect of Heteroatom Content on Kerogen Structure Using Advanced '*C Solid-State Nuclear
Magnetic Resonance Spectroscopy
Wenying Chu, Xiaoyan Cao, Klaus Schmidt-Rohr, Justin E. Birdwell,* and Jingdong Mao*

654 (<) DOI: 10.1021/acs.energyfuels.8b02725

Influence of Measuring Geometry on Rheomalaxis of Macrocrystalline Wax—Oil Gels: Alteration of Breakage Mechanism
from Adhesive to Cohesive
Sandra Rodriguez-Fabia, Regina Lopez Fyllingsnes, Nicolai Winter-Hjelm, Jens Norrman, and Kristofer Gunnar Paso*

665 DOI: 10.1021/acs.energyfuels.8b02726

Idealized Shale Sorption Isotherm Measurements To Determine Pore Capacity, Pore Size Distribution, and Surface Area
R. Holmes, H. Aljamaan, V. Vishal, J. Wilcox, and A. R. Kovscek*

677 DOI: 10.1021/acs.energyfuels.8b03137
Organic Geochemical Characteristics and Depositional Environment of the Soma-Eynez (Manisa) Coals, Western Anatolia,
Turkey

Selin Karadirek* and Orhan Ozcelik

691 (<) DOI: 10.1021/acs.energyfuels.8b03268

An Assay on Alkyl Aromatic Hydrocarbons: Unexpected Group-Type Separation of Diaromatic Hydrocarbons in
Cretaceous Crude Oils from Brazilian Marginal Basin

Arkellau K. S. Moura,* Danilo O. Ribeiro, lolanda S. do Carmo, Bruno Q. Aratjo,* Vinicius B. Pereira, Débora A. Azevedo, and
Anténia M. G. L. Cité

700 DOI: 10.1021/acs.energyfuels.8b03311

Investigating Effects of Pore Size Distribution and Pore Shape on Radon Production in Marcellus Shale Gas Formation
Wei Tian, Xingru Wu,* Dehua Liu, Amanda Knaup, Changlong Chen, and Carl Sondergeld

< ACS Publications 5A Energy & Fuels, Volume 33, Issue 2




708 DOI:10.1021/acs.energyfuels.8b03328

Improved Chromatographic Technique for Crude Oil Maltene Fractionation
Sara Rezaee, Rocio Doherty, Mohammad Tavakkoli, and Francisco M. Vargas*

714 (5] DOI: 10.1021/acs.energyfuels.8b03349

Experimental and Modeling Study on the Effect of Shale Composition and Pressure on Methane Diffusivity
Wei Dang,* Shu Jiang, Jinchuan Zhang, Fenggin Wang, Jia Tao, Xiaoliang Wei, Xuan Tang, Chenghu Wang, and Qian Chen

727 (5] DOI: 10.1021/acs.energyfuels.8b03376

Wettability Modification and Adsorption Characteristics of Imidazole-Based lonic Liquid on Carbonate Rock: Implications
for Enhanced Oil Recovery
Prathibha Pillai and Ajay Mandal*

739 (<] DOI: 10.1021/acs.energyfuels.8b03406

Low-Salinity Surfactant Nanofluid Formulations for Wettability Alteration of Sandstone: Role of the SiO, Nanoparticle
Concentration and Divalent Cation/SO,2" Ratio
Nilesh Kumar Jha, Stefan Iglauer, Ahmed Barifcani, Mohammad Sarmadivaleh, and Jitendra S. Sangwai*

vy
747 DOI: 10.1021/acs.energyfuels.8b03441

Fusion Properties of Gasified Fine Ash at High Temperature under Reducing Atmosphere. Part 2: Influence of Fe,05
Ya Wang, Hongxiang Deng, and Qianggiang Ren*

756 DOI: 10.1021/acs.energyfuels.8b03452
Role of Basal-Charged Clays in Low Salinity Effect in Sandstone Reservoirs: Adhesion Force on Muscovite using Atomic

Force Microscope
Nasser S. Al Maskari, Quan Xie,* and Ali Saeedi

765 DOI: 10.1021/acs.energyfuels.8b03462
Molecular Simulation Study on Methane Adsorption Capacity and Mechanism in Clay Minerals: Effect of Clay Type,
Pressure, and Water Satyration in Shales

Wei Li,* Xionggi Pang, Colin Snape, Bo Zhang, Dingye Zheng, and Xue Zhang

>

779 DOI: 10.1021/acs.energyfuels.8b03480
Characterization of Condensable Particulate Matter Emissions in Agricultural Diesel Engines Using a Dilution-Based
Sampling Train

M. Cano,* F. Vega, D. Palomo, J. Serrano, and B. Navarrete

788 (5]
Methane (CH,) Wettability of Clay-Coated Quartz at Reservoir Conditions
Bin Pan, Franca Jones, Zhaogin Huang, Yongfei Yang, Yajun Li,* Seyed Hossein Hejazi, and Stefan Iglauer

DOI: 10.1021/acs.energyfuels.8b03536

6A Energy & Fuels, Volume 33, Issue 2

877 ()

| TR U TN TG RS IO WG S TR RIS Y

DOI: 10.1021/acs.energyfuels.8b03749

796 s
Separation and Characterization of Sulfoxides in Crude Oils
Limin Ren, Jianxun Wu, Qian Qian, Xuxia Liu, Xianghai Meng, Yahe Zhang, and Quan Shi*

DOI: 10.1021 /acs.energyfuels.8b03494

o> e DOI: 10.1021/acs.energyfuels.8b03572
Electrochemically Assisted Deposition of Calcite for Application in Surfactant Adsorption Studies
Robert Haaring, Naveen Kumar,* Duco Bosma, Lukasz Poltorak,* and Ernst J. R, Sudhélter

814 DOI:10.1021 /acs.energyfuels.8b03573
Excess H* Increases Hydrophilicity during CO,-Assisted Enhanced Oil Recovery in Sandstone Reservoirs
Yonggiang Chen, Ahmad Sari, Quan Xie,* and Ali Saeedi

822 DOI: 10.1021/acs.energyfuels.8b03576
Insights into Effects of Surfactant Concentration on Foam Behavior in Porous Media
S. Kahrobaei and R. Farajzadeh*

830 <) DOI:10.1021 /acs.energyfuels.8b03670

Exploring the Molecular Origin of Jet Fuel Thermal Oxidative Instability through Statistical Analysis of Mass Spectral Data
Krege M. Christison,* Robert M. Lorenz, Liang Xue, and O. David Sparkman

837 (<) DOI: 10.1021/acs.energyfuels.8b03672

Investigation of Accessible Pore Structure Evolution under Pressurization and Adsorption for Coal and Shale Using Small-
Angle Neutron Scattering
Shimin Liu,* Rui Zhang,* Zuleima Karpyn, Hongkyu Yoon, and Thomas Dewers

848 (5 ) DOI: 10.1021/acs.energyfuels.8b03700

Vapor-Liquid Equilibrium Simulations of Hydrocarbons Using Molecular Dynamics with Long-Range Lennard-Jones
Interactions
Brian H. Morrow and Judith A. Harrison*

859 (5] DOI: 10.1021/acs.energyfuels.8b03715

New Insights into the Occurrence and Interaction of Inorganic Minerals and Organic Matter in Huadian Oil Shale
Qing Liu, Yucui Hou, Weize Wu,* Yupeng Wang, Qian Wang, and Shuhang Ren

868 DOI: 10.1021/acs.energyfuels.8b03746

Detection, Identification, and Quantification of Nonpolar High Molecular Weight Contaminants in Jet and Diesel Fuels by
Liquid Chromatography
Thomas N. Loegel, Jeffrey A. Cramer,* Mark H. Hammond, Iwona A. Leska, Robert E. Morris, and Kevin J. Johnson

7A Energy & Fuels, Volume 33, Issue 2

979 (5] DOI: 10.1021/acs.energyfuels.8b03940



Energy & Fuels, Volume 33, Issue 2

877 (<) DOI: 10.1021/acs.energyfuels.8b03749

Nanopyroxene-Based Nanofluids for Enhanced Oil Recovery in Sandstone Cores at Reservoir Temperature
Farad Sagala, Tatiana Montoya, Afif Hethnawi, Gerardo Vitale, and Nashaat N. Nassar*

891 (<) DOI: 10.1021/acs.energyfuels.8b03771

Thermodynamic Modeling of the Equilibrium Partitioning of Hydrocarbons in Nanoporous Kerogen Particles
Jinlu Liu and Walter G. Chapman*

905 DOI: 10.1021/acs.energyfuels.8b03805

Microwave-Assisted Conversion of Low Rank Coal under Methane Environment
Victor Abdelsayed,* Dushyant Shekhawat, Mark Smith, and Sonia Hammache

916 DOI: 10.1021/acs.energyfuels.8b03812

Investigation on Sodium Fate for High Alkali Coal during Circulating Fluidized Bed Combustion
Jiegiang Ji, Lenfing Cheng,* Yanquan Liu, Yangjun Wei, and Li Nie

927 (5] DOI: 10.1021/acs.energyfuels.8b03847

Low-Salinity-Polymeric Nanofluid-Enhanced Oil Recovery Using Green Polymer-Coated ZnO/SiO, Nanocomposites in the
Upper Qamchuga Formation in Kurdistan Region, Iraq
Jagar A. Ali,* Kamal Kolo, Abbas Khaksar Manshad, and Karl D. Stephen

938 DOI: 10.1021/acs.energyfuels.8b03861

Mechanism of Ca Additive Acting as a Deterrent to Na,CO; Deactivation during Catalytic Coal Gasification
Yangang Mei, Zhiqing Wang,* Jin Bai, Chong He, Wenzhi Li, Tao Liu, Jiejie Huang, and Yitian Fang

946 f DOI: 10.1021/acs.energyfuels.8b03889

Compositional Analysis of Heteroatom Compounds in Huadian Shale Oil Using Various Analytical Techniques
Da Cui, Qing Wang,* Zhi Chao Wang, Qi Liu, Shuo Pan, Jingru Bai, and Bin Liu

957 DOI: 10.1021/acs.energyfuels.8b03896
Characterizing the Influence of Organic Carboxylic Acids and Inorganic Silica Impurities on the Surface Charge of Natural
Carbonates Using an Extended Surface Complexation Model

Jin Song, Sara Rezaee, Leilei Zhang, Zhuging Zhang, Maura Puerto, Omar B. Wani, Francisco Vargas, Saeed Alhassan,

Sibani L. Biswal,* and George J. Hirasaki*

968 (5] DOI: 10.1021/acs.energyfuels.8b03931
Impacts of Thermochemical Sulfate Reduction, Oil Cracking, and Gas Mixing on the Petroleum Fluid Phase in the Tazhong
Area, Tarim Basin, China

Zhiyao Zhang, Yijie Zhang, Guangyou Zhu,* Linxian Chi, and Jianfa Han

8A Energy & Fuels, Volume 33, Issue 2

7A
Energy & Fuels, Volume 33, Issue 2

979 (<] DOI: 10.1021/acs.energyfuels.8b03940

Mathematical Modeling of the Underground Coal Gasification Process in One Gasification Cycle
Hongtao Liu, Shugin Liu, Feng Chen, Juan Zhao, Kaili Qi, and Hong Yao*

990 (5] DOI: 10.1021/acs.energyfuels.8b03951

Temperature Dependence of the Electron Paramagnetic Resonance Spectrum of Asphaltenes from Venezuelan Crude Oils
and Their Vacuum Residues
Maury S. Herndndez, David S. Coll, and Pedro J. Silva*

998 (5] DOI: 10.1021/acs.energyfuels.8b03964

Spherical Poly(vinyl imidazole) Brushes Loading Nickel Cations as Nanocatalysts for Aquathermolysis of Heavy Crude Oil *
Run Zou, Jun Xu,* Sebastian Kuffner, Julian Becker, Tao Li, Xiang Guan, Xiaowan Zhang, Li Li, Martien A. Cohen Stuart, and
Xuhong Guo*

1007 o DOI: 10.1021/acs.energyfuels.8b04013

Comparative Study on the Static Adsorption Behavior of Zwitterionic Surfactants on Minerals in Middle Bakken Formation
Xun Zhong, Hui Pu,* Yanxia Zhou, and Julia Xiaojun Zhao*

1016 DOI: 10.1021/acs.energyfuels.8b04023

Applying Fast-Field Cycling Nuclear Magnetic Relaxation to Petroleum Tight Sandstone Rocks
Bing Zhou, Peigiang Yang, Gianni Ferrante, Moreno Pasin, Rebecca Steele, Villiam Bortolotti, and Jean-Pierre Korb*

1023 DOI: 10.1021/acs.energyfuels.8b04024

LCO Upgrading via Distillation and Hydroprocessing Technology
Vasiliki Dagonikou, Stella Bezergianni,* and Dimitrios Karonis

1029 (5] DOI: 10.1021/acs.energyfuels.8b04016

Effect of Equation of States on High-Pressure Volumetric Measurements of Methane—Coal Sorption Isotherms—Part 1:
Volumes of Free Space and Methane Adsorption Isotherms
Jamiu M. Ekundayo* and Reza Rezaee

1037 (5] DOI: 10.1021/acs.energyfuels.8b04065

Micro-Raman Spectroscopy of Microscopically Distinguishable Components of Naturally Graphitized Coals from Central
Hunan Province, China
Kuo Li,* Susan M. Rimmer, Qinfu Liu, and Yinmin Zhang

1049 (<] DOI: 10.1021/acs.energyfuels.8b04082

Mesoscale Simulation for Heavy Petroleum System Using Structural Unit and Dissipative Particle Dynamics (SU-DPD)
Frameworks
Dong Guan, Song Feng, Linzhou Zhang,* Quan Shi, Suogi Zhao, and Chunming Xu*

9A Energy & Fuels, Volume 33, Issue 2




< X 1s.8b04059
1061 (5] DOI: 10.1021/acs.energyfuels

Mineralogy and Gas Content of Upper Paleozoic Shanxi and Benxi Shale Formations in the Ordos Basin
Fengyang Xiong, Zhenxue Jiang, Hexin Huang, Ming Wen, and Joachim Moortgat*

1069 DOI: 10.1021/acs.energyfuels.8b04104

Direct Detection of Oil Shale Yields: A Laser-Induced Voltage Investigation
Mengxi Chen, Jing Zhu, Honglei Zhan,* Zhaohui Meng, Shanzhe Zhang, Ru Chen, Kun Zhao,* and Wenzheng Yue

1074 (5]

Visbreaking of Heavy Oil in Supercritical Benzene
Xue-Qin Liu, Hao Qu, Jing-Yi Yang, Pei-Qing Yuan,* and Wei-Kang Yuan

DOI: 10.1021/acs.energyfuels.8b04136

1083 (5] DOI: 10.1021/acs.energyfuels.8b04220

Characterization of Acidic Compounds in Ancient Shale of Cambrian Formation Using Fourier Transform lon Cyclotron
Resonance Mass Spectrometry, Tarim Basin, China
Meng Wang and Guangyou Zhu*

1090 (5] ' DOI: 10.1021/acs.energyfuels.8b04229

Upgrading of Light Cycle Oil to High-Octane Gasoline through Selective Hydrocracking over Non-Noble Metal
Bifunctional Catalysts
Chong Peng, Zhiming Zhou,* Zhenmin Cheng, and Xiangchen Fang*

1098 DOI: 10.1021/acs.energyfuels.8b04242

Isotherm and Thermodynamic Studies on the Removal of Sulfur from Diesel Fuel by Mixing-Assisted Oxidative—
Adsorptive Desulfurization Technology
Marvin L. Samaniego, Mark Daniel G. de Luna, Dennis C. Ong, Meng-Wei Wan, and Ming-Chun Lu*

1106 DOI: 10.1021/acs.energyfuels.8b04291

Shifting Desulfurization Equilibria in lonic Liquid—Oil Mixtures
Jalil H. Kareem, Andrew P. Abtzott,* and Karl Ryder

1114 0 . DOI: 10.1021/acs.energyfuels.8b04392

Dynamic Approach for the Estimation of Olefins in Cracked Fuel Range Products of Variable Nature and Composition by
"H NMR Spectroscopy

Sujit Mondal,* Kalicharan Chattopadhayay, Bhawana Srivastav, Kirti Garg, Ravindra Kumar, Anju Chopra, J. Christopher, and
Gurpreet S. Kapur

Biofuels and Biomass

1123 (5] DOI: 10.1021/acs.energyfuels.8b03095

Features of a Staged Acidogenic/Solventogenic Fermentation Process To Improve Butanol Production from Rice Straw
Xue Chi, Jianzheng Li,* Shao-Yuan Leu, Xin Wang, Yafei Zhang, and Ying Wang*

10A Energy & Fuels, Volume 33, Issue 2

1219 DOI: 10.1021/acs.energyfuels.8b03586

Effects of Washina, Autoclavina, and Surfactants on the Enzymatic Hvdrolvsis of Neaativelv Valued Paner Mill Sludae for

1133 (5] DOI: 10.1021/acs.energyfuels.8b03122

Fuel Composition Effects on Carbonyls and Quinones in Particulate Matter from a Light-Duty Diesel Engine Running
Biodiesel Blends from Two Feedstocks
John Kasumba, Naomi K. Fukagawa, and Britt A. Holmén*

1146 (5] DOI: 10.1021/acs.energyfuels.8b03395

Biomass Fast Pyrolysis Using a Novel Microparticle Microreactor Approach: Effect of Particles Size, Biomass Type, and
Temperature
Ali Zolghadr, Joseph J. Biernacki,* and Ronald J. Moore

1157 (5]
Hydrothermal Carbonization of Australian Saltbush
Benjamin G. Keiller, Philip J. van Eyk,* Daniel J. Lane, Richard Muhlack, and Rachel A. Burton

DOI: 10.1021/acs.energyfuels.8b03416

1167 DOI: 10.1021/acs.energyfuels.8b03454

Catalyzed Hydrothermal Carbonization with Process Liquid Recycling
Amin Ghaziaskar, Glenn A. McRae,* Alexis Mackintosh, and Onita D. Basu*

1175 (5] DOI: 10.1021/acs.energyfuels.8b03461

Biodiesel Production from Microalgal Oil Using Barium—Calcium—Zinc Mixed Oxide Base Catalyst: Optimization and
Kinetic Studies
Reena Singh, Ashutosh Kumar, and Yogesh Chandra Sharma*

1185 DOI: 10.1021/acs.energyfuels.8b03496
Improving the Anaerobic Digestion of Switchgrass via Cofermentation of Rumen Microorganisms (Rumen Bacteria,
Protozoa, and Fungi) and a Biogas Slurry

Yulong Zheng, Xuekai Wang, and Fuyu Yang*

1196 o DOI: 10.1021/acs.energyfuels.8b03519

Liquefaction of Lignosulfonate in Supercritical Ethanol Using Alumina-Supported NiMo Catalyst
Soheila Ghafarmejad Parto, Jakob Munkholt Christensen, Lars Saaby Pedersen, Asger Baltzer Hansen, Freddy Tjosas,
Cristiano Spiga, Christian Danvad Damsgaard, Daniel Bo Larsen, Jens Pligaard Duus, and Anker Degn Jensen*

1210 (5] DOI: 10.1021/acs.energyfuels.8b03526

Reduction of Wastewater Discharge toward Second-Generation Acetone—Butanol-Ethanol Production: Broth Recycling
by the Fermentation—Pervaporation Hybrid Process

Changwei Zhang, Siyu Pang, Meng Lv, Xiangyu Wang, Changsheng Su, Weixiang Gao, Huidong Chen, Di Cai,* Peiyong Qin,
and Tianwei Tan

11A Energy & Fuels, Volume 33, Issue 2

DOI: 10.1021/acs.energyfuels.8b04191

1. SRR L L (L s

1302 (5]

P T WO T AT

RINERLE L e SR R L R e T e




P T P LT Y '

1219 DOI: 10.1021/acs.energyfuels.8b03586

Effects of Washing, Autoclaving, and Surfactants on the Enzymatic Hydrolysis of Negatively Valued Paper Mill Sludge for
Sugar Production
Suiyi Zhu, Jun Sui, Ya Liu, Shufeng Ye, Chuanxin Wang, Mingxin Huo, and Yang Yu*

1227 (5] DOI: 10.1021/acs.energyfuels.8b03665

Reactivity and Free Radical Chemistry of Lilac (Syringa vulgaris) Charcoal
A. Nyombi,* Mike R. Williams, and R. Wessling

1236 (5] DOI: 10.1021/acs.energyfuels.8b03757

Fast Pyrolysis of Dried Sugar Cane Vinasse at 400 and 500 °C: Product Distribution and Yield
Meheretu Jaleta Dirbeba,* Atte Aho, Nikolai DeMartini, Anders Brink, Ida Mattsson, Leena Hupa, and Mikko Hupa

1248 (5] DOI: 10.1021/acs.energyfuels.8b03894

Premethylation of Lignin Hydroxyl Functionality for Improving Storage Stability of Oil from Solvent Liquefaction
Jae-Young Kim, F’arinaz Hafezi-Sefat, Sarah Cady, Ryan G. Smith, and Robert C. Brown*

1256 DOI: 10.1021/acs.energyfuels.8b03970

Release of Alkalis and Chlorine from Combustion of Waste Pinewood in a Fixed Bed
Xiaoxiao Meng, Wei Zhou,* Emad Rokni, Guoyou Chen, Rui Sun,* and Yiannis A. Levendis*

1267 DOI: 10.1021/acs.energyfuels.8b03987

Pyrolysis Characteristics and Kinetics of Coal—Biomass Blends during Co-Pyrolysis
Xiye Chen, Li Liu, Linyao Zhang,* Yan Zhao, and Penghua Qiu*

1279 DOI: 10.1021/acs.energyfuels.8b04052

Hydrogen Generation Perfo‘rmance from Taihu Algae and Food Waste by Anaerobic Codigestion
Jin Xu, Thomas Upcraft, Qing Tang, Miao Guo, Zhenxing Huang, Mingxing Zhao,* and Wenquan Ruan

1290 DOI: 10.1021/acs.energyfuels.8b04054

Behavior of Phosphorus in Catalytic Supercritical Water Gasification of Dewatered Sewage Sludge: The Conversion
Pathway and Effect of Alkaline Additive
Chenyu Wang, Wei Zhu,* Cheng Chen, Hao Zhang, Yujie Fan, Biao Mu, and Jun Zhong

1296 DOI: 10.1021/acs.energyfuels.8b04122

Steam Reforming of Tar Using Low-Grade Iron Ore for Hydrogen Production
Rochim B. Cahyono,* Marwan bin Mansor, Takahiro Nomura, Muslikhin Hidayat, Arief Budiman, and Tomohiro Akiyama

12A Energy & Fuels, Volume 33, Issue 2

11A
Energy & Fuels, Volume 33, Issue 2

1302 (5] DOI: 10.1021/acs.energyfuels.8b04191

Catalytic Hydropyrolysis of Biomass Using Molybdenum Sulfide Based Catalyst. Effect of Promoters
Magnus Zingler Stummann, Asger Baltzer Hansen, Lars Pilsgaard Hansen, Bente Davidsen, Soren Birk Rasmussen, Peter Wiwel,
Jostein Gabrielsen, Peter Arendt Jensen, Anker Degn Jensen, and Martin Hgj*

1314 (<]

Effect of Calcium Formate on Hydrodeoxygenation of Biomass Model Compounds
Sai Teja Neeli, Rajdeep Shakya, Sushil Adhikari, and Hema Ramsurn*

DOI: 10.1021/acs.energyfuels.8b04205

Environmental and Carbon Dioxide Issues

1325 DOI: 10.1021/acs.energyfuels.8b03154

Simultaneous Removal of SO, and NO Using H,0,/Urea Activated by Vacuum Ultraviolet Light in a Pilot-Scale Spraying
Tower
Wenxia Xie, Chengwei Xu, Jun Zhang,* Yangxian Liu, Jianfei Xi, Jianhong Lv, and Zhongzhu Gu

1334 DOI: 10.1021/acs.energyfuels.8b03580

Solvent Regeneration of a CO,-Loaded BEA—AMP Bi-Blend Amine Solvent with the Aid of a Solid Bransted Ce(S0O,),/Zr0O,
Superacid Catalyst
Natthawan Prasongthum, Paweesuda Natewong, Prasert Reubroycharoen, and Raphael Idem*

1344 (5] DOI: 10.1021/acs.energyfuels.8b03610

Kinetics and Mechanism Study of Mercury Adsorption by Activated Carbon in Wet Oxy-Fuel Conditions
Hui Wang,* Haotian Shen, Chang Shen, Ya-ning Li, Zhanfeng Ying, and Yufeng Duan*

1354 (5] DOI: 10.1021/acs.energyfuels.8b03600

Mechanism of Hg° and 0, Interaction on the IrO, (110) Surface: A Density Functional Theory Study
Haitao Zhao, Shuai Liu, Wentao Li, Francis Enujekwu, Chenghang Zheng, Shuyin Yu, Xiang Gao,* and Tao Wu*

1363 DOI: 10.1021/acs.energyfuels.8b03664

Thermolytic Conversion of Waste Polyolefins into Fuels Fraction with the Use of Reactive Distillation and Hydrogenation
with the Syngas under Atmospheric Pressure
Anna Matuszewska, Adam Handerek, Krzysztof Biernat,* and Pawet Bukrejewski

1372 (<) DOI: 10.1021/acs.energyfuels.8b03688

Exploring the Acid Gas Sorption Properties of Oxidatively Degraded Supported Amine Sorbents
Matthew E. Potter, Kyeong Min Cho, Jason J. Lee, and Christopher W. Jones*

1383 DOI: 10.1021/acs.energyfuels.8b03862

Efficient Inhibition of S(IV) Oxidation in a Novel Basic Aluminum Sulfate Regenerative Flue Gas Desulfurization Process by
Ethylene Glycol: Kinetics and Reaction Mechanism
Min Chen,* Baogeng Xie, Feigiang He, and Xianhe Deng

13A Energy & Fuels, Volume 33, Issue 2




1392 DOI: 10.1021 /acs.energyfuels.8b03972

Membrane Absorption Coupling Process for CO, Capture: Application of Water-Based Zn0, TiO,, and Multi-Walled Carbon
Nanotube Nanofluids
Parisa Zare, Peyman Keshavarz,* and Dariush Mowla

1404 (5} DOI:10.1021 /acs.energyfuels.8b03996

Improving Adsorptive Performance of CaO for High-Temperature CO, Capture through Fe and Ga Doping
Ahmed Al-Mamoori, Shane Lawson, Ali A. Rownaghi, and Fateme Rezaei*

1414 DOI: 10.1021/acs.energyfuels.8b04155

Density Functional Theory Study of Arsenic Adsorption on the Fe,0; (001) Surface
Yue Zhang* and Ji Liu*

Catalysis and Kinetics

1422 DOI: 10.1021/acs.energyfuels.8b03108

Kinetic Effects of lonic Liquids on Methane Hydrate
Xiao-dong Shen, Xue-bing Zhou, and De-qing Liang*

1433 DOI: 10.1021/acs.energyfuels.8b03245

Growth and Decomposition Mechanism of Clathrate Hydrates in the Presence of Porous Media and Seawater:
Experimental Validation
Avinash V. Palodkar and Amiya K. Jana*

1444 DOI: 10.1021/acs.energyfuels.8b03649

Influence of Reaction Reversibility on the Interpretation of Delplots of the Parallel-Series Reaction Network
Nabeel S. Abo-Ghander* and Michael T. Klein

1450 (5] DOI: 10.1021/acs.energyfuels.8b03809

Effects of Citric Acid Additien Method on the Activity of NiMo/y-Al,0; Catalysts in Simultaneous Hydrodesulfurization and
Hydrodenitrogenation Reactions
Flavia A. Braggio, Matheus Dorneles de Mello, Bruno C. Magalhdes, José L. Zotin, and Ménica A. P. Silva*

-

1458 DOI: 10.1021/acs.energyfuels.8b04020

Selective Production of Propylene from Methanol over Monolith-Supported Modified ZSM-5 Catalysts
Mohammad Ashraf Ali,* Nadhir A. Al-Baghli, Mohammad Nisar, Zuhair O. Malaibari, Ahmed Abutaleb, and Shakeel Ahmed*

1467 (5] DOI: 10.1021/acs.energyfuels.8b04116

How Does an Acidic Support Affect the Hydrotreatment of a Gas Oil with High Nitrogen Content? $
Minh-Tuan Nguyen, Gerhard D. Pirngruber,* Florian Albrieux, Fabien Chainet, Melaz Tayakout-Fayolle, and Christophe Geantet

14A Energy & Fuels, Volume 33, Issue 2

DOI: 10.1021/acs.energyfuels.8b03602

- Olesile Diamecss . Bablbaias I

1473 DOI: 10.1021 /acs.eng

Elucidation of the Reaction Network for the Oxidative Dehydrogenation of Butane to Butadiene
Gazali Tanimu,* Sulaiman S. Al-Khattaf, and Michael T. Klein

"9yfuels.8b04125

ot ° DOI: 10.1021 /acs.energyfuels.8b041 33

Influence of Support Acidity on the HDS Performance over §-SBA-16 and AI-SBA-16 Substrates: A Combined Experimental
and Theoretical Study
Peng Zheng, Di Hu, Qian Meng, Cong Liu, Xilong Wang, Jiyuan Fan, Aijun Duan,* and Chunming Xu*

Combustion

1489 DOI: 10.1 021/acs.energyfuels.8b02774

Study on the Migration Characteristics of Sodium and Chlorine in Chemical Looping Process of ZhunDong Coal with
Hematite Oxygen Carrier
Huijun Ge, Laihong Shen,* Tao Song, and Shangyi Yin

1501 DOI: 10.1021 /acs.energyfuels.8b02998

Effect of Stoichiometry and Temperature on NO, Reduction by Reagent Injection in the Fuel-Rich Zone of Pulverized Coal
Combustion
De gui Bi, Zhong xiao Zhang,* Jian cong Dong, Zhi xiang Zhu, and Juan Yu

1509 DOI: 10.1021/acs.energyfuels.8b03161

A New Method for Direct Determination of Char Yield during Solid Fuel Pyrolysis in Drop-Tube Furnace at High
Temperature and Its Comparison with Ash Tracer Method
Sui Boon Liaw and Hongwei Wu*

1518 (5] DOI: 10.1021 /acs.energyfuels.8b03186

Investigation of Simultaneously Reducing the Emission of Ultrafine Particulate Matter and Heavy Metals by Adding
Modified Attapulgite During Coal Combustion
Yishu Xu, Xiaowei Liu,* Hao Wang, Yufeng Zhang, Jiuxin Qi, and Minghou Xu*

1527 DOI: 10.1021/acs.energyfuels.8b03571

Mechanism of Gas Generation during Low-Temperature Oxidation of Coal and Model Compounds
Jin-liang Li, Wei Lu,* Biao Kong,* Ying-jiazi Cao, Guan-sheng Qi, and Chuan-rui Qin

DOI: 10.1021/acs.energyfuels.8b03585

Density Functional Theory Study of Mercury Adsorption on CuS Surface: Effect of Typical Flue Gas Components
Hailong Li, Shihao Feng, Zequn Yang, Jianping Yang, Suojiang Liu, Yingchao Hu, Lan Zhong, and Wengi Qu*

1547 DOI: 10.1021/acs.energyfuels.8b03581

Conversion of Coal in a Fluidized Bed Chemical Looping Combustion Reactor with and without Oxygen Uncoupling
Kirsten M. Merrett and Kevin J. Whitty*

15A Energy & Fuels, Volume 33, Issue 2

DOI: 10.1021/acs.energyfuels.8b03208

Effect of Reactor Confiauration on the Hvdrotreatina of Atmaoc<nheric Recidiie




Energy & Fuels, Volume 33, Issue 2

15A
Energy & Fuels, Volume 33, Issye 2

1556 (<] DOI: 10.1021/acs.energyfuels.8b03602

Combustion Characteristics and Pollutant Emissions in Transient Oxy-Combustion of a Single Biomass Particle: A
Numerical Study
Linwei Wang,* Nader Karimi, Tata Sutardi, and Manosh C. Paul

1570 (<) DOI: 10.1021/acs.energyfuels.8b03632

Cenosphere Formation during Single-Droplet Combustion of Heavy Fuel Oil
Long Jiang,* Ayman M. Elbaz, Paolo Guida, Saeed Mohammed Al-Noman, Ibrahim A. AlGhamdi, Saumitra Saxena, and
William L. Roberts*

1582 (<] DOI: 10.1021 /acs.energyfuels.8b03796

In Situ Imaging Studies of Combustor Pressure Effects on Soot Oxidation
Anton D. Sediako, Anthony Bennett, William L. Roberts, and Murray J. Thomson*

1590 ) DOI: 10.1021/acs.energyfuels.8b03823

Experimental Investigation of NO Reburning During Oxy-Coal Burner Staging
Syed Sheraz Daood,* Thomas . Yelland, Janos Szuhénszki, Mohamed Pourkashanian, and William Nimmo

1603 i DOI: 10.1021/acs.energyfuels.8b03875

Defluidization Prediction and Prevention during Cocombustion of ReEngineered Feedstock with Coal in a Bubbling
Fluidized Bed Combustor
Jaber Shabanian, Pierre Sauriol, Abdelmajid Rakib, and Jamal Chaouki*

1622 (5] DOI: 10.1021/acs.energyfuels.8b03948

Corn-Stalk Chemical Looping Combustion Using tert-Butanol Waste Solution
Wu Qin,* Jianye Wang, Qiang Gao, Liguo jiao, Xinnong Chen, Shubo Chen, Kaijun Jia, Xianbin Xiao, Zongming Zheng, Jin Zhao,
Lu Liu,* and Changging Dong*

Batteries and Energy Storage
1631 DOI: 10.1021/acs.energyfuels.8b02504

Preparation, Characterization, and Thermal Properties of Microencapsulated Phase Change Material for Low-Temperature
Thermal Energy Storage
Yan Wang,* Zhimin Liu, Xiaofeng Niu, and Xiang Ling

Process Engineering

1637 (5] DOI: 10.1021/acs.energyfuels.8b02763

Improved Polymer Flooding in Harsh Environments by Free-Radical Polymerization and the Use of Nanomaterials
Maje Alhaji Haruna, Ehsan Nourafkan, Zhongliang Hu, and Dongsheng Wen*

16A Energy & Fuels, Volume 33, Issue 2

1649 DOI: 10.1021/acs.energyfuels.8b03208

Effect of Reactor Configuration on the Hydrotreating of Atmospheric Residue
F. Alonso,* J. Ancheyta, G. Centeno, G. Marroquin, P. Rayo, and R. Silva-Rodrigo

1659 (5] DOI: 10.1021/acs.energyfuels.8b03790

Optimal Applications and Combinations of Renewable Fuel Production from Biomass and Electricity
Andrea Kénig, Kirsten Ulonska, Alexander Mitsos, and Jérn Viell*

1673 DOI: 10.1021/acs.energyfuels.8b03791

Evaluation of the Influence of Operating Parameters in the Modeling and Simulation of Sour Gas Stream Desulfurization
by Adsorption

Jodo Paulo Lobo dos Santos,* Ana Katerine de Carvalho Lima Lobato, Caetano Moraes, Jodo Baptista Severo Jinior,

José Jailton Marques, and Luiz Carlos Lobato dos Santos

1682 DOI:10.1021 /acs.energyfuels.8b04086

Study of Vacuum Residues and Their Transformation to Asphalts for the Pavement Industry by Nuclear Magnetic
Resonance and Chemometric Methods
Leonardo Jaimes M., Nicolas Santos S., and Daniel Molina V.*

(<] Supporting Information available via online article

17A Energy & Fuels, Volume 33, Issue 2




