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Behavior [306, 320, 9, 219]. Behaviors [352]. Behaviour [326]. Benign
[206]. Between [254, 179, 38, 224]. Beyond [67]. Bichromatic [264].
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[246]. Catalytic [243, 244]. Catalyzed [10]. Catenary [343]. Cations [292].
Cause [125]. Cavities [248, 250]. Cavity [254]. CC [11]. CC2 [245].
CCNUGrid [93]. CCNUGrid-based [93]. CCSD [92, 92]. CCSDT [85].
Cdk5 [210]. Ce [158]. Cell [77]. Cells [52, 70]. Cellular [214, 301]. Central
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Conformational [210, 165, 166]. Congested [307]. Conical [239].
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Consideration [298]. Consistency [177]. Constants [105, 396].
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Continuum [187]. Contraction [391]. Contribution [322]. Contributions
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Di-Hydrides [20]. Diabatic [274]. Diagnosis [338]. Diagnostic [339].
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Diaminonaphthalene [383]. Diaminopimelate [243]. Dianion [179].
Diatomic [102]. Diblock [59, 164]. dielectric [8]. Difference [384].
Differences [38]. Different [333, 42]. Differential [347, 384]. Diffusion
[319, 61, 169, 158]. Digital [176, 406]. Dihalogen [79]. Dimension [324].
Dimensionally [104]. Dimensions [373]. Dimer [213, 351].
Dinitrobenzene [179]. Diodes [137]. Dioxide [359]. Dipole [78, 86, 265].
Dipole-Dipole [265]. Diradical [86]. Direct [319]. Directional [35].
Directions [98, 302, 53]. Discharge [366]. Discrete [350, 187, 406].
Discriminant [374]. Discrimination [304]. Disease [208]. Dispatching
[317]. Dispersity [170]. Dissimilarity [68]. Dissipative [398].
Dissociation [118]. Distance [57, 130]. Distant [254]. Distortion [76].
Distortions [124]. Dithiole [142]. Diversity [374]. DNA
[12, 2, 68, 206, 115, 53, 125, 230]. DNA/RNA [68]. Do [125]. Docking
[141]. Documents [363]. Does [96, 192, 123]. Domains [350]. Dopant
[280]. Doped [260, 265]. Dot [249, 270, 258]. Double [249, 270, 266, 295].
Double-Buffered [295]. Doublets [11]. Downfolding [410]. DP [174].
Dressed [255]. Driven [155, 212, 273]. Driving [306, 320]. Drug [138, 289].
Drug-Target [289]. Dry [336, 334]. Dry-Bulk [336, 334]. Dual [127].
Dynamic [95, 326, 324, 331, 87, 352, 393, 321, 327, 402, 323]. Dynamical
[262, 22, 47]. Dynamically [22]. Dynamics [338, 325, 26, 69, 353, 51, 359,
115, 365, 224, 114, 37, 48, 1, 46, 23, 291, 228, 219, 398, 141, 127, 293, 273].

E-learning [299]. Easy [123]. Edge [4]. Edit [57]. Effect [309, 320, 87, 219].
Effects [2, 238, 218, 305, 20, 119, 332, 17, 126, 327, 129, 273]. Efficiency
[283, 313]. Efficient [393]. Elastic [396]. Electric [238, 78, 110]. Electricity
[378]. Electrochemical [178, 184, 185]. Electrochemically [179].
Electrochemically-Generated [179]. Electrochemistry [39, 172].
Electrodeposition [175]. Electrodes [173, 176]. Electrodiffusion [177].
Electron
[16, 211, 106, 107, 78, 82, 119, 49, 239, 120, 258, 182, 230, 100, 129, 7, 130].
Electron-Correlation [129]. Electronic
[134, 73, 157, 28, 159, 151, 27, 124, 181, 153, 258, 141]. Electronically [362].
Electronics [303]. Electrons [249, 167, 125]. Electrostatic [246]. Element
[184]. Elementary [2]. Elements [20, 295]. Elongation [12]. Embedded
[171]. Emission [215]. Emitting [137]. Employee [330]. Employing [370].
Enantioselective [345]. Encryption [202]. Energetic [2, 146]. Energies
[188, 33, 367, 118, 92]. Energy
[211, 103, 135, 217, 220, 146, 147, 47, 245, 409, 130, 63, 48, 125]. Engineering
[160, 198, 412, 167, 413, 283]. Enhancement [363]. Enhancing [279, 282].
Enormous [126]. Entanglement [249, 254]. Enterprises [329].
Entrepreneurship [335, 333]. Environment [93, 147, 284, 332, 200].
Environmental [276, 360, 377, 281]. Environments [148, 393]. Enzyme
[173, 34]. EOM [85]. Epimerase [243]. Equation [350, 58].
Equation-of-State [58]. Equations [347, 373, 384]. Equilibrium [96, 170].
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Equivalence [283]. Equivalent [364]. Error [144]. Estimation [61]. Eu
[132]. eV [125]. Evaluate [134]. Evaluating [296]. Evaluation
[341, 283, 77, 82, 87, 387]. Event [201]. Events [227]. Evolution [340].
Evolutionary [61, 60]. Exact [63, 221]. Excitation [135, 147, 49, 117, 264].
Excitations [213, 121]. Excited [41, 63, 205, 206, 211, 43, 362, 27, 219].
Excited-State [206, 43, 27]. Executives [322]. Expectation [353].
Experimental [175, 238, 385, 55]. Experiments [204, 184]. Explicit
[106, 369]. Exploring [312]. Exponential [108]. Exponentially [369].
Extended [31]. Extension [91]. External [257]. Extracted [90]. Extreme
[256].

F [80]. Faces [180]. Facile [225]. Fact [63]. Factor [182]. Factors [323].
Failure [340]. Families [187]. Family [382]. Fano [268]. Fast [202, 262].
Fat [196]. Fat-Air [196]. Features [312]. FEM [385]. Femtosecond [338].
Ferroelectric [155]. Ferryl [69]. Few [258]. Few-Electron [258]. Field
[111, 168, 81]. Field-Theoretical [81]. Fields [257, 110]. Fifth [413]. Films
[181]. Finite [154, 384]. Finite-Difference [384]. Finite-Length [154].
First [63, 102, 115, 88, 129, 130]. First-Principles [130]. Fitted [369, 382].
Fitting [358]. Five [195, 181]. Five-Atomic [181]. Flash [61]. Flavin [230].
Floating [98]. Floating-Point [98]. Flow
[344, 348, 318, 370, 319, 306, 320, 397, 47]. Flows [386]. Fluctuation [353].
Fluid [373, 9]. Fluorescence [132]. Flux [28]. Fluxionality [156]. FMO
[371]. Fock [102, 356, 77, 27]. Fock-Space [27]. Focused [368]. Force
[111, 376]. Forces [92]. Forecasting [378]. Foreign [319]. Form [50].
Formaldehyde [35]. Formulation [27]. Four [36, 259, 261]. Four-Body
[36]. Four-Level [259]. Four-Wave [261]. Fourier [104]. Fragmentation
[361]. Fragments [358]. Frame [76]. Frame-Distortion [76]. Frames [344].
Framework [280, 329, 91, 326]. Franchising [335, 333]. Fraud [302]. Free
[146, 11]. Freedom [354]. Frequency [308, 242]. Frontier [3, 24]. FTIR
[229]. Function [207, 358]. Functional [132, 155, 16, 213, 140, 304, 223, 411].
Functionalities [59, 164]. Functionality [279, 282]. Functions [63].
Fundamental [18]. Fuzzy [337, 277, 278, 52, 364, 389, 393, 407].

Galerkin [380]. Galerkin-Characteristics [380]. Gamma [403, 404]. Gas
[25]. Gate [309, 260]. Gates [248, 263]. Gaussian [106, 82].
Gaussian-Type [106]. Ge [352]. Geminals [106]. Generalized [197].
Generated [179]. Generation [61]. Generator [301]. Generators [301].
Generic [44]. Genetic [348, 14, 61]. Genome [375]. Geometric
[308, 124, 169]. Geometry [144, 242]. Geoprocessing [342].
Geothermometry [163]. GeS [396]. GFP [234]. GIS [277, 377]. Glasses
[396]. Glassy [178]. Glu [241]. Glu-181 [241]. Glutathione [236]. goes
[150]. Governance [329]. Gradients [108]. Grafting [178]. Graph
[57, 194]. Graph-Based [57]. Graphical [75]. Graphs [188]. Greece
[412, 413, 163]. Greek [325]. Ground [41, 63, 211, 103]. GW} [121].
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H [159, 275, 117, 126]. H5N1 [289]. Hadamard [260]. Half [157].
Half-Metallic [157]. Halide [229]. Halide-bound [229]. Halogenated [80].
Halothane [390]. Handed [3]. Harmonic [252]. Hartree [102, 356].
Harvesting [147]. Heat [350]. Heitler [102]. Heme [139]. Hepatotoxicity
[64]. HEPT [189]. Hetero [388]. Heteroaromatic [238]. Heterogeneous
[199]. Heterojunction [308]. Heuristic [71, 355, 408]. Heusler [157]. HF
[142]. Hierarchical [199]. High [12, 207, 133, 154, 308, 48, 122, 312].
High-energy [48]. High-Performance [312]. High-Resolution [207].
High-Sized [133]. High-stability [154]. Highly [36]. Hilbert [193]. HIV
[189]. Hoc [297]. Homopolar [102]. Homopolymers [165]. Honor [62].
Hot [163]. Householder [272]. Human [236, 334, 374]. Hybrid
[155, 315, 226]. Hydrated [292]. Hydrides [102, 20]. hydridodimetallenes
[352]. Hydrocarbon [284]. Hydrogen [151]. Hydrological [342].
Hydrophobic [376]. Hydroquinone [176]. Hydrothermal [346, 378].
Hyper [19, 72]. Hyper-Rayleigh [19, 72]. Hyperfast [49].
Hyperpolarizabilities [86]. Hyperpolarizability [19, 88].

ICCMSE [412, 413]. Ice [23]. Identification [305]. II [10]. III [132].
Image [403, 406]. Imaging [97, 114, 50]. Imidazolidine [79].
Imidazolidine-2-thione [79]. Imidazoline [79]. Imidazoline-2-thione
[79]. Imidazolium [179]. Immobilization [52]. Impact [377].
Implementation [356, 77, 93, 260, 263]. Implementing [248]. Improve
[107]. Improvement [57]. Improvements [82]. Improving [92]. Impurity
[309]. Including [309]. Inclusion [183]. Incompressible [373].
Incremental [129]. Index [180]. Indexing [405]. Indicators [363]. Indices
[283, 40]. Induced [19, 72, 76, 47, 231]. Industrial [276, 283]. Inferior [189].
Infinite [110]. Inflow [285]. Influence [379]. Influenza [289]. Information
[64, 294, 363, 109, 331, 200]. Information-Theoretic [64]. infrared [158].
Initial [273]. Initio [178, 49, 292, 142, 151, 245, 133, 225, 145, 371, 84].
Innovative [326]. Insights [28, 293]. Inspection [372]. Instability [175].
Installations [285]. Integrals [82]. Intelligent [310, 360]. Intense [48].
Intensive [400]. Interacting [165, 253]. Interaction
[152, 65, 361, 151, 239, 265]. Interactions [143, 179, 223, 247, 289].
Interatomic [5]. Interconnect [4]. Interdigital [407]. Interest [7].
Interfaces [157]. Interference [268]. Intermediate [69]. Intermolecular
[5, 223]. Internal [386, 229]. International [412, 413, 172, 303, 311].
Interoperable [342]. Interplay [204]. Interpretation [216, 362].
Intersection [209]. Intersections [239]. Intersubband [46].
Intramolecular [47]. Intuition [120]. Invariant [127]. Investigating [74].
Investigation [132, 157, 390, 245]. Investigations [215, 151]. Investment
[319]. Involved [208]. iodonium [178]. Ion [252, 35]. Ionization [85]. Ions
[128, 56, 287, 179, 262, 293]. IR [65]. Iridium [226]. Isolated [51]. Isomers
[191]. Isotope [126]. Issues [299]. itExpoDC [391]. IV [288]. ization [410].
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Java [392]. Job [408]. Junctions [119].

Kepler [344]. Kernels [404]. Key [156]. Kinetic [215]. Kinetics [122]. KM
[312]. KNb [155]. Knowledge [282]. Kr [66]. Kutta [369, 382].

Lagrangian [346]. Lanczos [97]. Large [205, 31, 268]. Laser
[256, 51, 48, 275, 260, 47, 271]. Laser-Induced [47]. Layer [83, 241]. Leaps
[109]. Learning [341, 299]. Leave [358]. Lectures [412]. Left [3]. Length
[154, 50]. Level [283, 259, 203]. Library [392]. Life [131, 29]. Ligand [138].
Ligand-Based [138]. Ligands [226]. Light
[137, 241, 76, 220, 147, 260, 247, 212]. Light-Emitting [137]. Light-Energy
[220]. Light-Matter [247]. Light-Signal [220]. Limit [353]. Limitations
[21, 127]. Linear [191, 305, 25]. Lipid [171]. Lipopolysaccharide [399].
Liquid [286, 44]. Liquids [290]. Load [87]. Load-Balancing [87]. Local
[117]. Localization [259]. Location [24]. Logic [337, 277]. London [102].
Long [130]. Long-Distance [130]. Low [85, 180, 261, 125]. Low-energy
[125]. Low-Index [180]. Low-Lying [85]. lower [63]. Lowest [237]. Lying
[85].

M [352, 159]. M2H4 [352]. Machines [212]. Macromolecules [197].
Magicity [156]. Magnetic [157]. Magnetite [153]. Magnets [32].
Maillard [28]. MAIS [331]. Management [336, 331, 334, 311, 393, 321, 328].
Managing [199]. MANets [300]. Manpower [325]. Many [81, 49, 100].
Many-Body [81]. Many-Electron [49, 100]. Maps [64, 391]. Marine [325].
Markets [325]. Mass [185]. Materials [131, 70, 223, 44, 29]. Mathematical
[303, 187, 53, 186]. Matrices [73]. Matrix [353, 77, 87]. Matter [247].
MBPT [81]. MD [371, 56, 287, 293]. Mean [168, 192, 376, 185]. Means
[362, 174]. Measure [374]. Measuring [330]. Mechanic [26]. Mechanical
[147, 193, 158]. Mechanics [99]. Mechanism [236, 237, 225, 28].
Mechanisms [295, 10, 158]. Media [370, 380]. Mediated [239]. Melts
[161]. Membrane [399]. Membranes [173, 399]. Memory [61]. Merger
[324]. Mergers [322, 323]. Metal [151, 100]. Metal-Hydrogen [151].
Metallic [157, 385]. Metalloprotein [141]. Metals [84, 129].
Metamaterials [3]. Methane [357]. Method
[341, 12, 65, 102, 177, 201, 144, 371, 60, 118, 386, 332, 184, 401, 34].
Methodological [280, 204]. Methods [112, 278, 52, 160, 133, 43, 104, 139,
290, 107, 367, 369, 198, 143, 412, 148, 382, 18, 286, 413]. Methyl [80, 79].
Metrics [295]. Micro [279]. Micro-Scale [279]. Microphase [59, 164].
Microscopic [83]. Mining [201]. Mixed [305, 293]. Mixing [261].
Mixtures [162]. MMVB [205]. M}O [158]. Model
[134, 175, 251, 310, 103, 305, 370, 326, 324, 331, 199, 58, 147, 187, 389, 166,
322, 393, 245, 327, 183, 323, 330]. Modeling
[196, 189, 65, 317, 318, 161, 190, 303, 311, 93, 162, 301, 32, 232, 409].
Modelling [41, 173, 214, 204, 366, 222, 223, 127]. Models
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[189, 319, 61, 313, 9, 376, 54, 321, 44]. Modern [413]. Modes [88].
Modulations [268]. Molecular
[41, 13, 195, 207, 26, 208, 252, 69, 6, 204, 97, 257, 359, 365, 190, 111, 224, 93,
9, 162, 147, 83, 187, 119, 223, 1, 23, 32, 392, 212, 266, 267, 402, 44, 50].
Molecule [67, 187, 35]. Molecules
[205, 102, 188, 51, 140, 258, 88, 228, 229, 7]. Møller [104]. Moments [72].
Momentum [218, 7]. Monitoring [360]. Monolithical [232]. Monte
[112, 357, 108, 23, 166, 171, 170]. Morphogenesis [175]. Mother [174].
Motion [252, 143]. Movement [210]. Moves [348]. MP2 [367].
MPI Allgather [74]. MRCI [118]. Muliresolution [22]. Multi
[348, 29, 131, 61, 27, 182, 91, 169, 129, 407]. Multi-component [169].
Multi-Electron [182]. Multi-Generation [61]. Multi-Moves [348].
Multi-physics [91]. Multi-Reference [27, 129]. Multi-Scale [131, 29].
Multi-Wavelength [407]. Multiatom [253]. Multicast [296].
Multicasting [297, 296]. Multiclass [306, 320]. Multicriteria [278, 52].
Multiphase [318]. Multiple [309, 203]. Multiple-Gate [309].
Multiplication [87]. Multireference [21]. Multiregression [189].
Multiresolution [193]. Multiscale [32]. Multiwavelet [22]. Mutants
[229].

N [117, 79]. N-methyl [79]. N. [37]. NAND [61]. Nano [150, 232].
Nanocrystals [150]. Nanomaterials [167]. Nanoparticles [265].
Nanoscale [309]. Nanostructures [14, 38]. Nanotubes [357, 411].
Nanowires [154]. Natural [282, 387, 163]. Navier [373]. Navigation [315].
NBO [352]. Near [264, 166]. Near-Resonant [264]. Negatively [351].
Negotiation [394]. Neighborhood [361]. Network [307, 138, 201, 296].
Networks [294, 317, 314, 316, 364, 377, 297, 394]. Neural
[340, 364, 394, 407]. Neuro [389]. Neuro-Fuzzy [389]. Neutrino [401].
Newtonian [373]. NH [225]. Ni [159]. Nils [95, 94]. Nitrates [80]. NLO
[142]. NMR [127, 411]. Noble [25]. Non [96, 346, 350, 119, 385, 25].
Non-Adiabatic [119]. Non-Equilibrium [96]. Non-Linear [25].
Non-Regular [346]. Non-Smooth [350]. Nonlinear
[8, 256, 140, 380, 30, 265, 184]. Nonparametric [304]. Nonvertical} [217].
Norm [364]. Normal [88]. Normalization [406]. Novel [75, 11]. NP [174].
Nuclear [252, 143, 17]. Nucleic [367, 219]. Nucleobases [206, 219].
Nucleotidyl [10]. Numerical
[343, 347, 175, 177, 72, 309, 303, 373, 397, 185, 409]. Numerically [108].
Nyström [369].

O [128, 275, 34]. Object [203]. OCS [85]. octylphenoxy [70]. Octylphenyl
[70]. Odd [167]. off [210]. off-on [210]. Offering [282]. Offset [379]. Öhrn
[94, 95, 113, 37]. Old [412, 194]. Oligomer [90]. One [104].
One-Dimensionally [104]. Ones [189]. ONIOM [205, 241]. Online
[360, 372, 302, 395]. ONO [80]. Onset [58]. Open [11]. Open-shell [11].
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OpenFMO [91]. Opening [145]. Operating [285]. Operators [364, 193].
Oppenheimer [67]. Optical [256, 140, 150, 83, 223, 25, 121, 30]. Optics [3].
Optimal [280, 263, 264]. Optimization
[346, 14, 71, 355, 144, 308, 60, 378, 242, 311]. Optimized [105, 404]. Orbit
[20]. Orbital [381]. Orbitals [108, 50, 106, 410]. Order [142, 224, 384].
Organic [134, 137, 23]. Organizational [332, 327]. Orientation [376].
Orthogonal [63]. Oscillator [101]. Outer [399]. Outlook [5]. Overview
[4, 242]. Oxidase [69, 34]. Oxidation [176, 34].

P [78]. Packet [117]. Pair [19, 369]. Palladium [151]. Palladium-Based
[151]. Panel [385]. Paradigm [266]. Paradox [314, 316]. Parallel
[348, 71, 355, 87]. Parameters [134]. Parametric [261, 305]. Parkinson
[208]. part [233, 242]. Partial [384]. Particle [170]. Partitioned [382].
Partitioning [196]. Passage [114]. Passenger [325]. Passing [310]. past
[397]. Patent [363]. Path [315, 225]. Paths [333]. Pathways [216]. Pattern
[306, 375]. Pd [181]. Biocatalyst [52]. CBS [351]. Lagoon [284]. MM
[233, 41, 234, 236, 43, 24, 243, 244, 293, 292]. Partonomic [279].
Re-engineering [283]. RNA [68]. Synthesis [52]. Peptides [24].
Perforated [173]. Performance [74, 87, 327, 295, 312]. Periodic
[356, 104, 110]. perovskites [158]. Personal [200]. Personalized [339].
Perspective [146, 187]. Perturbation [211, 104, 81, 21]. Perturbed [356].
Petascale [4]. Phase [344, 155, 250, 135, 238, 9, 268, 170]. Phenomena
[123, 402]. Phenomenological [83]. Pheophytin [239]. Phosphate [360].
Phosphide [78]. Phosphorus [150, 260]. Photo [245]. Photo-Physical
[245]. Photoassociation [275]. Photobiology [45]. Photochemical
[209, 145]. Photochemistry [137, 218, 231]. Photodissociation [51].
Photoexcited [115]. Photoinduced [228]. Photoionization [97].
Photoisomerization [237, 235, 51, 246]. Photolyase [230]. Photon
[31, 116, 264]. Photonic [265]. Photophysical [219]. Photosensitizers
[116]. Photosynthesis [239]. Photovoltaic [70]. Physical [160, 303, 245].
Physico [233, 163]. Physico-Chemical [233, 163]. Physics [401, 91].
Phytochromobilin [235]. Piezoresistive [379]. Pilot [27]. Planification
[368]. Plasma [366, 18]. Plasticity [210]. Play [96]. Plesset [104]. Point
[98]. Points [165]. Polarizability [16, 356, 78]. Polarization [107, 83].
Policy [317, 363, 199]. Poly [70]. Polydimethylsiloxane [162].
polyelectrolytes [8]. Polyelectronic [49]. Polymer [12, 90]. Polymerase
[10]. Polymeric [166]. Polymerization [383]. Polymers [168, 58].
Polynuclear [133]. Polypeptides [12]. Polypyridine [226]. Population
[270, 46, 273]. Porous [176, 370, 380]. Potassium [261]. Potential
[110, 117, 183]. Potentials [376, 85]. Precursors [45]. Predicting [374].
Prediction [340, 233, 196, 9]. Predictions [38]. Predictive [89]. Preface
[172, 294, 186, 247, 149]. Prefecture [277]. Preferential [293]. Presence
[263]. Presented [412]. Pressure [155, 379]. Prices [378]. Primary [227].
Principles [115, 129, 130]. Priority [295]. Privatizations [329].
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Probability [310]. Probed [207]. Problem
[343, 344, 348, 307, 177, 380, 378, 408]. Problems [339, 346, 71, 355, 412].
Procedures [21]. Proceedings [413]. Process [178, 361]. Processes
[277, 5, 206, 43, 283, 204, 257, 18, 228]. Processing [279, 174]. Processor
[77]. Production [128]. Program [77]. Programming [337, 308]. Progress
[30]. Project [313, 4]. Projected [144]. Projectiles [354]. Projection
[124]. Proline [244]. Promising [70]. Propagator [107, 120]. Proper [196].
Properties [233, 41, 13, 101, 165, 238, 43, 157, 256, 359, 140, 80, 159, 150,
223, 25, 30, 17, 267, 245, 158]. Property [308]. Protein
[234, 210, 69, 138, 231]. Protein-Compound [138]. Proteins
[75, 227, 208, 43, 24, 116, 399, 171]. Proteomics [64]. Proto [35].
Proto-Biological [35]. Protocol [296]. Proton [43, 130]. Protonation
[241]. protonic [158]. Pseudorandom [301]. Pseudospectra [97]. Psycho
[339]. Psycho-Diagnostic [339]. Public [329, 387]. Pulse [257, 114].
Pulses [256, 48, 264, 271]. Pumping [130]. Purchasing [393]. Pure
[371, 226]. Puzzle [358].

QED [254, 81]. QM [233, 41, 234, 236, 43, 24, 243, 244, 293, 292]. QM/MM
[233, 41, 234, 236, 43, 24, 243, 244, 293, 292]. QMMM [139]. QSAR [196].
Quadratic [374]. Quality [341, 336, 372]. Quantal [398]. Quantified [111].
Quantitative [195]. Quantum [96, 248, 112, 288, 73, 249, 250, 99, 26, 251,
353, 136, 253, 270, 256, 108, 272, 109, 147, 48, 180, 46, 247, 89, 193, 258, 122,
123, 228, 263, 17, 22, 267, 268, 269, 273, 274, 158]. Quarrying [377].
Quasiparticle [121]. Quiescent [365]. Quinone [239].

rôle [84]. Racah [127]. Racemase [244]. Radiation [2]. Raman
[338, 158, 224]. Random [12, 309]. Ranking [278, 52]. RASSCF [205]. Rat
[196]. Ray [404, 56, 287]. Rayleigh [19, 72]. Reachability [216]. Reaction
[236, 28, 145, 275, 1]. Reactions [209, 28, 34]. Reactive [204]. Reactivity
[233, 45]. Real [154]. Realistic [269]. Recognition [304, 306, 375, 403].
Reconstruction [358]. Red [390]. Redox [183]. Reduced [73, 239].
Reducing [54]. Reduction [34]. Reference [344, 27, 129, 11]. Refinement
[22]. Reflections [272]. Region [229]. Regions [380]. Regular [346].
Regularity [350]. Rehabilitation [284]. Reimplemented [371]. Related
[101]. Relational [340]. Relativistic [124]. Relativity [99]. Relaxation
[380, 15]. Representation [75, 104]. Reproduce [367]. Repulsion [82].
Residential [409]. Resolution [207, 122]. Resolved [49]. Resonant [264].
Resource [334]. Resources [360]. Response
[142, 13, 111, 110, 58, 27, 124, 15, 8]. Responsive [58]. Results
[224, 247, 122, 242]. Retinal [227, 246, 231]. Revealed [227]. Revisited
[189]. RF [366, 255]. RFID [203, 202, 200]. Rhodopsin [234, 241, 240, 246].
Rhodopsins [220]. Rhopdopsin [231]. Ring [145]. Ring-Opening [145].
RNA [2, 115, 10]. Road [313]. Robust [406]. Rodent [64]. Rodney [62].
Rodopi [277]. Role [96, 209, 295]. Roofs [385]. Rotating [344]. Row
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[102, 20]. Rule [201, 169]. Runge [369, 382].

S [236, 396, 127]. S-Transferase [236]. Salts [178]. Sample [88]. Sandwich
[385]. Satisfaction [330]. Scalable [221]. Scale [279, 131, 29]. Scales [42].
Scattering [76, 117]. Scheduling [408]. Scheme [380, 384, 129]. Schemes
[350, 254]. Schiff [229]. Schrödinger [347]. Science [113, 412, 413].
Sciences [131, 29]. Screening [138]. Seams [372]. Searches [401]. Second
[142, 102, 86, 384]. Section [31]. Sections [97, 128, 116, 117]. Sector
[322, 323]. Securing [200]. Security
[294, 363, 109, 203, 198, 199, 298, 200, 299]. SEED [202]. Segmentation
[349]. Segments [209]. Selecting [195]. Selection [277, 52]. Selection/
Synthesis [52]. Selective [173]. Self [268]. Self- [268]. Semi [282, 305].
Semi-Natural [282]. Semi-parametric [305]. Semiconductor
[46, 388, 273]. Semiempirical [130]. Sensing [360]. Sensors [379, 407].
Separation [59, 164]. September [412, 413]. Sequence [375, 301].
Sequences [68, 53]. Sets [105, 82, 127, 410]. Seven [284]. Shape [111].
Shearing [365]. Shedding [241]. shell [11]. Shift [103, 390, 262]. Shifts
[411]. Shipping [336, 334]. Shop [348, 408]. Shortest [315]. Si
[159, 352, 260, 156]. Side [376, 397]. Side-by-Side [397]. Signal
[174, 304, 220]. Signalized [317]. Signalling [214, 216]. Silicon
[154, 150, 38]. Similarities [38]. Similarity [68]. Simple [251]. Simulating
[222]. Simulation
[342, 343, 208, 176, 307, 317, 318, 43, 204, 357, 359, 290, 309, 365, 370, 326,
324, 331, 221, 311, 60, 322, 321, 293, 327, 402, 185, 323, 44, 330].
Simulation-Based [60]. Simulations
[131, 108, 56, 287, 84, 23, 265, 399, 400, 184, 292, 29]. Single [11, 357, 411].
Single-reference [11]. Single-Walled [411]. Singlet [213]. Sink [80]. Site
[277]. Sites [284]. Situ [279]. Six [354]. Size [170]. Sized [41, 133]. Slate
[377]. Slater [410]. Slit [266]. Slow [126]. SMMH [71, 355]. Smooth [350].
SMP [74]. Sn [352]. Sodium [16]. Software [337]. Solid [121]. Solids [17].
Solute [380]. Solutes [55]. Solution [373, 56, 287, 55, 291, 116]. Solutions
[290, 180]. Solvated [293]. Solvation [146, 293]. Solvent [234, 12, 219].
Solvents [293]. Solving [408]. Some [191, 27, 381, 25, 242]. South [284].
Space [209, 135, 154, 27]. Spaces [195, 193, 391]. Sparse [87].
Sparse-Matrix [87]. Spatial [54, 42]. Specifically [44]. Spectra
[234, 19, 65, 252, 72, 153]. Spectral [72, 224, 240].
Spectroelectrochemistry [182]. Spectroscopic [215]. Spectroscopy
[338, 227, 207, 69, 56, 287, 122, 403, 404, 7]. Sphere [183]. Spherical [185].
Spin [12, 105, 11, 354, 139, 144, 20, 127]. Spin-free [11]. Spin-Orbit [20].
Spin-Spin [105]. Spin-Stabilized [354]. Spot [349]. Springs [163].
Stability [66, 154]. Stabilization [33]. Stabilized [354]. Stable [108].
Stacking [219]. Star [168]. Star-Polymers [168]. Stark [262]. Starts [374].
State [41, 63, 206, 211, 103, 43, 241, 58, 27, 286, 219]. States
[205, 211, 362, 124, 37]. Static [343, 13, 356]. Statistical [196]. Status [5].
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Step [52, 368, 301, 89]. Steric [246]. Stieltjes [97]. Stiffness [343].
Stilbene [245]. Stochastic [221]. Stokes [373]. Stopping [35]. Strand
[125]. Strategies [257, 321]. Strategy [326, 332, 327]. Stream [300].
Strengths [101]. Strings [405]. Structural [14, 159, 224, 150, 55, 17, 229].
Structure [233, 195, 249, 207, 66, 238, 157, 138, 367, 326, 151, 114, 27, 181,
223, 153, 90, 258, 291, 141, 273]. Structure-based [138]. Structured [148].
Structures [352, 388]. Studied [140]. Studies
[208, 241, 79, 18, 55, 397, 229, 141, 411, 276]. Study [288, 344, 152, 196, 175,
16, 236, 176, 225, 213, 178, 252, 70, 238, 217, 202, 145, 80, 154, 168, 319, 67,
56, 287, 179, 85, 383, 180, 166, 289, 243, 244, 171, 170, 158, 352]. Substituted
[179]. Subtype [289]. Subunits [2]. Successes [21]. Sulphur [152].
Supporting [321]. Surface [103, 151]. Surfaces [178, 157, 23, 166]. Swift
[35]. Switch [251]. Switching [210, 295]. Symmetric [351]. Symplectic
[382]. Symposium [276, 172, 160, 294, 198, 303, 311, 186, 321, 149, 94, 62].
Synergies [323]. Synthesis [345, 272]. Synthesizing [283]. System
[342, 325, 282, 315, 310, 353, 270, 256, 360, 304, 203, 335, 4, 166, 200].
Systems [339, 41, 12, 133, 253, 356, 104, 204, 36, 272, 259, 110, 331, 199, 222,
298, 86, 31, 30, 398, 269, 299, 185, 170, 130]. Systems-Random [12].

T [351, 92, 126]. Tag [202]. Taiwan [363]. talk [263]. Target [289].
Taxonomic [279]. Taxonomic/Partonomic [279]. Teaching [339].
Technique [307]. Techniques [215, 395, 403]. Technoeconomic [283].
Technology [311]. Temperature [16, 379, 58]. Temperature-Responsive
[58]. Template [349]. Temporal [271, 42]. Tensorial [127]. Terdentate
[226]. Tessellation [358]. Test [84, 89]. Tetra [352].
Tetra-hydridodimetallenes [352]. Tetrafluorocarbon [357].
Tetrathiafulvalene [142]. their [206, 80]. Theoretic [64, 127]. Theoretical
[152, 178, 70, 238, 72, 154, 168, 81, 67, 148, 383, 31, 247, 390, 141, 38].
Theory [132, 211, 11, 104, 140, 168, 303, 81, 27, 412, 21, 40, 15, 120, 194].
There [76]. Thermoablation [368]. Thermodynamics [96].
Thermopylae [163]. Thickness [181]. thione [79]. thiophenes [70]. Third
[20]. Third-Row [20]. Threads [343]. Three [241, 109, 373]. Three-layer
[241]. Through-bond [135]. Through-Space [135]. TICT [88]. Time
[13, 213, 140, 49, 1, 117]. Time-Dependent [13, 140, 1]. Time-Resolved
[49]. Timed [317]. Titanium [151]. Titanium- [151]. Tobacco [389].
Tomographic [50]. Tool [337]. Tools [281]. Topological [344, 245].
Torsion [231]. Total [336, 298]. Tourist [328]. Traces [345]. Traffic
[307, 318, 306, 320]. Trajectories [26]. Trajectory [354]. trans [237, 235].
Transcription [374]. Transducer [280]. Transduction [130]. Transfer
[135, 43, 270, 217, 147, 239, 45, 230, 126, 130, 10]. Transferase [236].
Transfers [317]. Transform [406]. Transformations [272, 187].
Transistors [308]. Transition [20, 100]. Transitions
[155, 250, 166, 230, 274]. Transport [134, 73, 359, 380, 185].
Transportation [310, 314, 316, 304]. Trapped [262]. trapping [255].
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Treatment [277, 285, 347, 143]. Tree [297]. Tree-Based [297]. Trial
[63, 108]. Tribute [95, 37]. Trigonometrically [382].
Trigonometrically-fitted [382]. Trimers [367]. Trinidad [284]. Triplet
[217]. Troposphere [80]. Tubes [89]. Tubular [14]. Tunable [233, 41, 58].
Tuning [240]. Tunneling [119]. Turbulent [370]. Turing [175]. Two
[52, 249, 380, 82, 376, 31, 116, 264, 397]. Two-Photon [31, 116, 264].
Two-Step [52]. Type [108, 82, 410, 106]. Typical [409].

Ubiquinol [34]. Ubiquitous [200]. UCCSD [351]. Ultra [48].
Ultra-Intense [48]. Ultrafast [227, 215, 145, 239, 228]. Ultrashort
[256, 257]. Ultrasound [368]. Uncertainty [285]. Understanding
[240, 289, 219, 42]. Unexpected [390]. Unifying [39]. Unitary [272].
Univariate [353]. Universal [248, 187]. Upon [92]. Uranium [359]. Use
[106, 182, 205, 374]. Used [107]. Usefulness [389]. Users [306, 320]. Using
[342, 325, 277, 13, 176, 252, 203, 319, 61, 308, 143, 377, 260, 262, 184, 274,
343, 202, 301]. Utilizing [63].

v2f [370]. Vacuum [116]. Valence [134, 211]. Validation [196, 385].
Validity [169]. Values [335]. Vapor [261]. Variational [143, 27]. Vector
[110]. Vehicle [304]. Vehicles [305]. Velocity [373, 50]. Ventilation [387].
Versus [135]. Vertical [213]. via [358, 256, 263, 268, 127]. Vibrational
[65, 26, 153, 88, 117, 158]. Vibronic [143]. View [39]. Virus [289].
Viscosity [161]. Visual [372]. Visualizations [361]. Voltage [379].
Voltammetry [176, 174]. Vorticity [373]. vs [226, 232].

Walled [357, 411]. Wastewater [277, 285]. Water
[371, 224, 284, 229, 163, 292]. Water/Lagoon [284]. Watermarking [406].
Wave [261, 117]. Wavefunctions [36, 108, 22]. Wavelength [407]. Wavelet
[174, 406]. Wavepacket [51]. Ways [237]. Weld [349, 372]. Well
[367, 46, 273]. Wells [268]. Wetland [282]. Whole [52]. Wigner [127].
Wireless [60, 297]. within [111, 116]. Without [89, 144]. WLAN [60].
World [4].

X [80, 56, 287]. X-ray [56, 287].

Yeast [10]. Yngve [95, 94, 37, 113].

Zagreb [40]. Zero [353]. Zn [159]. Zr [158].
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[29] Frédéric Castet, Benôıt Champagne, Masayoshi Nakano, and Hideaki Takahashi. Multi-
scale simulations for materials and life sciences. In Maroulis and Simos [412], pages 350–
378. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=

pdf&amp;id=APCPCS000963000001000350000001&amp;idtype=cvips.

Rizzo:2007:RPC

[30] Antonio Rizzo. Recent progress in the computation of nonlinear optical properties of
chiral systems. In Maroulis and Simos [412], pages 379–388. URL http://proceedings.

aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000379000001&

amp;idtype=cvips.

Ohta:2007:TAL

[31] Koji Ohta and Kenji Kamada. Theoretical approach to large two-photon absorption
cross section in extended π-conjugated systems. In Maroulis and Simos [412], pages 389–
405. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=

pdf&amp;id=APCPCS000963000001000389000001&amp;idtype=cvips.

Ramasesha:2007:MMM

[32] S. Ramasesha and Rajamani Raghunathan. Multiscale modeling of molecular magnets.
In Maroulis and Simos [412], pages 406–415. URL http://proceedings.aip.org/

getpdf/servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000406000001&

amp;idtype=cvips.

Hobza:2007:CSE

[33] Pavel Hobza. Calculations of the stabilization energies of the building blocks of
biomacromolecules. In Maroulis and Simos [412], pages 416–424. URL http://

proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000416000001&

amp;idtype=cvips.

Yoshioka:2007:ABM

[34] Yasunori Yoshioka. Applications of B3LYP method for enzyme reactions: O2 reduc-
tion by cytochrome c oxidase and ubiquinol oxidation by cytochrome bc1 complex. In
Maroulis and Simos [412], pages 425–436. URL http://proceedings.aip.org/getpdf/

servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000425000001&amp;

idtype=cvips.

Sabin:2007:DAS

[35] John R. Sabin, Remigio Cabrera Trujillo, L. T. Chadderton, N. Yngve Öhrn,
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and Simos [412], pages 460–473. URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000460000001&amp;idtype=

cvips.

Zdetsis:2007:SDB

[38] Aristides D. Zdetsis. Similarities and differences between silicon and carbon nanos-
tructures: Theoretical predictions. In Maroulis and Simos [412], pages 474–
480. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=

pdf&amp;id=APCPCS000963000001000474000001&amp;idtype=cvips.

Bieniasz:2007:UVC

[39] L. K. Bieniasz. A unifying view of computational electrochemistry. In Maroulis and
Simos [412], pages 481–486. URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000481000001&amp;idtype=

cvips.

Nikolic:2007:RAT

[40] Sonja Nikolic. Recent advances in the theory of Zagreb indices. In Maroulis and
Simos [412], pages 487–490. URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000001000487000001&amp;idtype=

cvips.

Altoe:2007:CTQ
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In Simos and Maroulis [413], pages 138–146. . URL http://proceedings.aip.org/

getpdf/servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002000138000001&

amp;idtype=cvips.

Andre:2007:QCN
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[124] Alexei V. Matveev and Notker Rösch. Response to geometric distortions from atom-
based relativistic projection on electronic states. In Simos and Maroulis [413], pages 252–
255. . URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=

pdf&amp;id=APCPCS000963000002000252000001&amp;idtype=cvips.

Simons:2007:HDL

[125] Jack Simons. How do low-energy (0.1–2 eV) electrons cause DNA strand breaks? In
Simos and Maroulis [413], pages 256–259. . URL http://proceedings.aip.org/getpdf/

servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002000256000001&amp;

idtype=cvips.

Stolterfoht:2007:EIE

[126] N. Stolterfoht, R. Cabrera-Trujillo, Y. Öhrn, E. Deumens, R. Hoekstra, and
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der in water: Comparison between the spectral analysis of Raman data and
molecular dynamics results. In Simos and Maroulis [413], pages 651–654. .
URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000651000001&amp;idtype=cvips.

Conti:2007:ISD

[225] Irene Conti, Marco Garavelli, and Giorgio Orlandi. An ab initio study of decay mech-
anism of adenine: the facile path of the amino NH bond cleavage. In Simos and
Maroulis [413], pages 655–658. . URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002000655000001&amp;idtype=

cvips.

Ravaglia:2007:ICT

[226] Marcella Ravaglia, Marco Garavelli, Matthew Polson, and Franco Scandola. Irid-
ium complexes with terdentate ligands: Cyclometalated vs. polypyridine ana-
logues; hybrid vs. “pure” DFT. In Simos and Maroulis [413], pages 659–662.
. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000659000001&amp;idtype=cvips.

Bismuth:2007:PER

[227] O. Bismuth, A. Kahan, N. Friedman, M. Sheves, and S. Ruhman. Primary events
in retinal proteins revealed by ultrafast spectroscopy. In Simos and Maroulis [413],
pages 663–666. . URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?

filetype=pdf&amp;id=APCPCS000963000002000663000001&amp;idtype=cvips.

Santoro:2007:QDU

[228] Fabrizio Santoro, Vincenzo Barone, Roberto Improta, Alessandro Lami, and
Massimo Olivucci. Quantum dynamics of ultrafast photoinduced processes in
biological molecules. In Simos and Maroulis [413], pages 667–670. .
URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000667000001&amp;idtype=cvips.

Shibata:2007:FSI

[229] Mikihiro Shibata and Hideki Kandori. FTIR studies of internal water molecules
of bacteriorhodopsin: Structural analysis of halide-bound D85S and D212N mu-



REFERENCES 42

tants in the Schiff base region. In Simos and Maroulis [413], pages 671–673.
. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000671000001&amp;idtype=cvips.

Skourtis:2007:FCT

[230] Spiros S. Skourtis, Tatiana Prytkova, and David N. Beratan. Flavin charge trans-
fer transitions assist DNA photolyase electron transfer. In Simos and Maroulis [413],
pages 674–677. . URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?

filetype=pdf&amp;id=APCPCS000963000002000674000001&amp;idtype=cvips.

Weingart:2007:PIT

[231] Oliver Weingart and Volker Buss. Protein induced torsion of the retinal chromophore
and how it affects the photochemistry of rhopdopsin. In Simos and Maroulis [413],
pages 678–680. . URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?

filetype=pdf&amp;id=APCPCS000963000002000678000001&amp;idtype=cvips.

Zavattaro:2007:CVM

[232] Gianluigi Zavattaro. Compositional vs. monolithical modeling of nano devices. In
Simos and Maroulis [413], pages 681–684. . URL http://proceedings.aip.org/getpdf/

servlet/GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002000681000001&amp;

idtype=cvips.

Altoe:2007:CPT
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Andrés, Manuela Merchán, and Marco Garavelli. Toward an understanding of
the spectral tuning in rhodopsin. In Simos and Maroulis [413], pages 710–712.
. URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000710000001&amp;idtype=cvips.

Hall:2007:TLO

[241] Katherine F. Hall, Thom Vreven, Michael J. Frisch, and Michael J. Bearpark.
Three-layer ONIOM studies of rhodopsin in the dark state: Shedding light on
the protonation state of Glu-181. In Simos and Maroulis [413], page 713. .
URL http://proceedings.aip.org/getpdf/servlet/GetPDFServlet?filetype=pdf&

amp;id=APCPCS000963000002000713000001&amp;idtype=cvips.

Stenta:2007:CPO
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detection by color segmentation and template convolution. In Simos and Maroulis
[413], pages 1166–1169. . URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002001166000001&amp;idtype=

cvips.

Chin:2007:RDS

[350] Pius W. M. Chin, Jean M.-S. Lubuma, and Kailash C. Patidar. Regularity and dis-
crete schemes for the heat equation on non-smooth domains. In Simos and Maroulis
[413], pages 1170–1173. . URL http://proceedings.aip.org/getpdf/servlet/

GetPDFServlet?filetype=pdf&amp;id=APCPCS000963000002001170000001&amp;idtype=

cvips.

Czernek:2007:USC
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