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Abstract

This bibliography records publications of Frank E. Harris.
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Exponentially [241, 294, 343, 290, 296, 337]. Extended
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Mechanics [61, 63, 71, 104, 128, 414]. Meeting [146, 426]. memoir [367].
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[167, 402, 156, 389]. Metastability [97, 98]. Method
[170, 331, 335, 115, 116, 178, 182, 195, 398, 194, 193, 219, 213, 214, 145, 165,
180, 183, 198, 196, 390, 45, 54]. Methods
[433, 277, 84, 127, 129, 134, 166, 171, 236, 242, 263, 295, 338, 415, 413, 428,
427, 429, 347, 383, 258, 100, 172, 197, 200, 243, 265, 349, 273, 285, 438].
Microeffusiometry [1]. Microwave [15, 23, 37]. Minimum [376].
mixtures [1]. Model [11, 12, 29, 33, 39, 18, 34, 190, 192, 25, 269]. Modern
[422, 429]. Modified [373, 190]. Molecular
[411, 417, 386, 372, 26, 40, 45, 49, 61, 64, 67, 76, 78, 79, 117, 188, 254, 271, 53,
121, 402, 431, 156, 91, 284, 347, 54, 142, 143, 158, 159, 194, 257, 424, 395, 351,
354, 22, 70, 180, 181, 189, 229, 238, 131, 273, 285, 148, 149, 150, 20, 46].
Molecular-Orbital [142, 181]. Molecular-Structure [159]. Molecule
[40, 49, 83, 138, 96, 56]. Molecules [38, 44, 45, 48, 49, 185, 415, 194, 80, 54].
Møller [258, 277]. Moments [30, 31]. Momentum [305, 379, 401].
Monkhorst [349]. Monte [28]. Mössbauer
[155, 191, 142, 143, 148, 150, 158]. Mountains [374]. MS [195, 191].
MS-X-Alpha [195]. multi [54]. multi-configurations [54]. Multicenter
[61, 63, 71, 111, 424]. Multiple [195]. Multiresolution [373]. Multivalent
[141]. Mutation [57]. My [365]. Myoglobin [157, 159, 150].
myoglobin-CO [150].

N [58, 65, 66, 92, 112]. nanophysics [432]. National [151, 132]. Natural
[47]. near [10]. Needs [146]. Negative [97, 98]. Neighboring [346, 43].
Neon [124]. Netherlands [412]. Ni [191]. Nils [280, 282]. Nine [375].
Nitroaniline [370]. Nitrogen [97, 98]. No [401]. Noble [142, 276, 160].
noncyclic [22]. nonempirical [131]. Nonlinear [378, 381]. nonsingular
[244]. Note [24, 173, 199]. Notes [422]. nucleic [90]. Number [199].
Numbers [50]. Numerical [264, 376, 360, 196, 278].

O [20, 155, 133, 133, 66, 92, 96, 112]. obituary [384]. Occurring [61, 169].
odd [266]. OH [109]. Öhrn [282, 280]. Old [428, 243, 265]. Olov [425]. One
[277, 335, 374, 213, 258, 299, 302, 330, 223, 352, 353]. one-dimensional
[213, 223, 352, 353]. One-Dimensionally [277, 335, 258, 299, 302, 330].
Onsager [16]. Open [79, 80, 82]. Open-Shell [79, 80, 82]. operator [184].
Operators [77]. Oppenheimer [268, 274, 275]. optical [191]. Optimized
[106]. Optimum [108]. Orbital
[45, 46, 49, 78, 79, 375, 53, 113, 347, 142, 194, 274, 275, 289, 70, 180, 181, 131,
283, 121, 111, 137, 91, 54, 143, 148, 149, 150, 158]. Orbital-Free
[375, 274, 275, 289, 283]. Orbitals [40, 63, 64, 71, 76, 230, 213, 355]. Order
[112, 113, 187]. order-by-order [187]. orders [240]. Ordinary [321].
Organic [46]. Orientation [225]. Origin [63]. Orthogonal [79]. Overlap
[175, 278, 131, 360]. Oxford [349]. oxygen [158, 160].

Packed [115]. Pair [58, 65, 66, 74, 123, 124]. Paper [43, 60]. papers [412].
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parameter [290, 291]. parameters [191]. part [51, 437]. Partial [322].
Pauli [289]. pentacyanide [148]. Per-Olov [425]. Periodic
[277, 335, 404, 219, 258, 299, 302, 330, 232, 350]. Periodicity [209, 218, 213].
Permittivity [23]. personal [367]. Perspectives [418]. Perturbation
[277, 179, 258, 187]. Phase [3, 4]. Phenomena [346, 43]. photo [363].
photoelectron [191]. Photoexcited [380]. Phys [234, 341, 329, 357].
Physical [413, 333, 339]. Physicists [433, 338]. Physics
[412, 423, 409, 383, 436, 437, 438]. Planar [203, 204, 350]. plane [200, 389].
plane-wave [200, 389]. Plesset [258, 277]. Point [10, 293, 297, 329]. Points
[391]. Polar [5, 7, 8, 10, 21]. Polarizability [340]. Polarization
[5, 6, 7, 8, 16, 21, 30, 31, 92]. Poly [331]. Polyampholytes [29, 34].
Polyatomic [48, 80]. Polyelectrolyte [39, 35, 36]. Polyelectrolytes
[11, 12, 29, 346, 18, 34, 25, 43]. polymer [169, 214]. Polymeric [32].
polymerizations [22]. Polymers [417, 420, 170, 26, 134, 152, 171, 340].
Polynomial [392]. Positive [289]. Positive-definite [289]. potassium
[176]. Potential [72, 378, 133, 58, 123, 55, 62, 66]. potentialities [219].
Potentials [8, 88, 289]. Potentiometric [346, 43]. powers [266]. pp
[20, 46]. Prediction [274, 275]. Predissociation [109]. Preface [369].
Preliminaries [319]. preliminary [135]. Presented [428, 427]. Press [349].
Pressure [7, 9, 168]. pressure- [168]. Primjena [397]. principle [272].
Principles [51, 52]. Probability [323]. problem [359, 135, 234, 358, 246].
Problems [310, 236, 242, 245, 261, 428, 401, 243, 265]. Proceedings
[415, 413, 429, 416, 424, 410, 426, 438, 421]. Processes [117]. products
[111, 137]. Professor [426]. programmed [52]. Programming [154].
progress [427]. projected [139, 82]. Projection [114]. Properties
[370, 15, 37, 47, 254, 297, 403, 257, 390, 329]. Proton [57]. Publications
[362]. pyrites [191].

QED [405, 406]. QSCP [438]. QSCP-XXI [438]. quadratic [221].
Quadrature [376]. Quadrupole [159, 143, 148, 149]. Quality [403].
Quantization [408]. Quantized [207, 215]. Quantum
[420, 410, 425, 61, 63, 71, 104, 117, 128, 136, 422, 203, 401, 430, 431, 284, 414,
56, 198, 201, 204, 59, 273, 285, 438]. Quantum-Mechanical [117, 56]. quasi
[270]. quasi-spin [270].

R [20]. radial [196]. Radiation [57, 74]. Radiation-Induced [57]. radical
[109]. random [25]. Raoult [27]. Rapid [105, 285]. ray [402]. Re [265].
reactions [35, 36]. reactivity [416]. reality [394]. recognised [427].
Recurrence [255, 266, 296, 332]. recursion [238]. Recursive [187].
Reduced [228, 222]. Reduction [207, 175, 184, 215]. Reference [300].
Regularly [34]. Related [332, 163]. relations [255, 266]. Relative
[376, 231, 262]. Relativistic [160]. Remote [154]. Remote-Access [154].
Reply [353, 391]. report [135, 132]. Representation
[170, 277, 116, 134, 171, 272, 406, 193, 258, 358, 359, 145, 246, 201].
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Repulsion [71, 175, 220]. Research [415, 413, 416]. Resins [33].
Resistivity [400]. Resonances [129]. Response [354, 380]. Restricted
[331, 335, 10, 213, 214, 193]. Results [142, 125]. Rev [329, 357]. Review
[20, 46, 349, 349]. Rigorous [232, 389]. Ring [387, 26]. Robust [376].
Rotation [10, 44]. Row [113, 85].

s [239]. Sachs [392]. same [211]. San [415]. Scattering
[411, 75, 101, 127, 129, 195, 81, 89, 108, 120, 402, 102, 110]. SCF [190].
scheme [187]. Schrödinger [196, 203, 204, 407, 378, 383]. SCHUR [426].
Science [50, 428, 429, 333, 339]. sciences [427]. Second [408]. sections
[107]. selected [438]. Self [6, 84, 106, 17]. Self-Consistent [106].
self-ionization [17]. September [422, 428, 429]. Sequence [284]. Series
[311, 169, 267]. Session [292]. set [397]. Seven [335]. Sham [368]. Shell
[64, 79, 80, 82]. Shift [141, 143]. Shifts [157, 160]. Short [28, 363]. Si [188].
Sigma [64]. Simple [119, 130, 268]. Simulated [276, 224]. Simulations
[286, 257, 273, 285]. Sinc [203, 204, 407, 408, 376]. sine [216]. Single
[388, 45, 293, 297, 329]. Single-point [293, 297, 329]. Singular [244, 256].
Site [155]. Six [379]. Size [371]. Skeletal [29]. Skupova [397]. Slater
[230, 235, 356, 357, 60, 63, 71, 76, 205, 111, 137, 355, 348]. Slater-orbital
[111]. Slater-Type [230, 63, 71, 76, 355]. Small [38, 337]. Society [427, 413].
Software [421]. Solid [142, 160]. Solids
[99, 116, 140, 144, 153, 166, 415, 145, 162, 164, 147, 389]. Solution [378].
Solutions [15, 30, 31, 37, 39, 394]. Solving [203, 407, 204]. some [169, 234].
Space [331, 335, 401, 192, 213, 214]. Spaces [327]. Spanning [199]. Special
[320, 391, 263]. spectra [191]. Spectroscopic [163]. spectroscopy [426].
Spectrum [370]. Spherical [216]. Spheroconal [379]. Spin
[77, 85, 106, 114, 68, 139, 270, 82]. Spin-extended [85]. Spin-Optimized
[106]. spin-projected [139, 82]. Split [64]. Split-Shell [64]. Splitting
[159, 143, 149]. splittings [148]. sponsorship [413]. Square [378, 198].
Stability [388, 167, 121]. Standards [421]. State
[40, 49, 375, 97, 98, 55, 290, 291, 56, 231, 109]. States
[415, 53, 88, 399, 381, 92, 96, 112, 141, 299, 267, 361]. Statistical [16, 376].
Statistics [323]. Status [375]. stereoregular [340]. STO [188, 220].
strategy [190, 192]. Streitwieser [46]. strings [184]. Structure
[417, 331, 335, 7, 116, 140, 144, 152, 154, 167, 171, 344, 58, 34, 92, 95, 112,
159, 124, 276, 190, 193, 218, 219, 213, 214, 162, 164, 172, 186, 147, 389, 191,
122, 168, 176, 177, 416, 143, 161, 145]. Structures
[170, 396, 115, 134, 153, 166, 419]. Studies [45, 49, 83, 116, 140, 153, 171, 53,
58, 65, 66, 74, 302, 330, 80, 145, 164, 232, 259, 85, 147, 389, 121, 122, 54].
Study [28, 86, 142, 151, 56, 200, 90, 91, 59, 150, 158]. Sturm [324].
Substances [5, 21]. Summation [115, 223, 352, 353]. Summations
[209, 332]. Summer [416]. Sums [116, 103, 164, 145]. Supercritical [370].
Support [132]. Surface [224, 66, 225, 62]. Surface-Impact [224, 225].
surfaces [186]. Susceptibility [159, 177]. susceptibility- [177]. Symbolic
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[263, 237, 333, 339]. Symmetry [241, 245, 426]. Symposium [415, 410, 282].
System [371, 154, 380, 86, 133, 392]. System-Size [371]. Systematics
[118, 267]. Systems [19, 277, 335, 396, 32, 45, 64, 209, 241, 248, 251, 252, 281,
300, 328, 343, 399, 42, 431, 58, 65, 66, 74, 381, 301, 303, 193, 218, 219, 213,
258, 299, 302, 330, 200, 231, 232, 250, 259, 336, 304, 54, 59, 438].

table [253, 350]. table-driven [253]. Tables [41]. Tallahassee [424].
Tautomeric [65, 66, 74]. Technique [101, 162, 108, 164, 223, 352, 353].
Temperature [300, 334, 400, 301, 303, 304, 168]. Temperature-Dependent
[301, 300, 304, 168]. Ten [376]. tensor [176, 177]. Tensors [325]. Teorije
[397]. Tetrafluoroethylene [331]. text [52]. Their [156, 186, 256]. theorem
[184, 256, 392]. Theoretical [434, 418, 132, 416, 434]. Theory
[420, 308, 315, 324, 386, 277, 20, 24, 46, 78, 79, 84, 179, 413, 428, 379, 380,
431, 73, 303, 274, 275, 258, 70, 172, 186, 197, 397, 187, 148, 149, 393, 349].
Thermodynamic [17, 32]. Thermodynamics [19, 28]. Thin [186, 174].
Thirteen [370]. Thomas [413]. Three
[328, 332, 382, 358, 359, 205, 235, 240, 244, 246, 249, 348, 356, 357]. Three-
[328, 332]. three-body [358, 359, 244, 246]. three-electron
[205, 235, 240, 249, 348, 356, 357]. Threshold [378]. Titration [346, 43].
Topical [434]. Topics [312]. topological [395]. Toruń [426]. total [174].
traces [2]. transform [219, 186, 137]. Transforms [317, 398]. Transitions
[156]. treatment [278, 389, 360]. Trees [199]. Tribute [425, 280, 436, 437].
Trifluoroacetic [13, 14, 4]. trigonometric [169]. Tunneling [57, 66, 74, 65].
Twelve [381]. Two [371, 209, 230, 252, 398, 220, 221, 264, 278, 137, 355, 360].
Two-Center [230, 220, 278, 137, 355, 360]. Two-Dimensional
[209, 398, 221, 264]. Two-Electron [252]. Type
[63, 71, 76, 230, 289, 299, 302, 330, 355].

u [397]. U.S.A [424]. unconventional [237]. United [361]. Units [50].
University [421, 349, 424]. upon [9]. use [94]. Using
[230, 398, 141, 274, 275, 392, 207, 215, 389, 355, 82, 148, 149]. Utah [421, 422].

V [207, 215, 389]. Valence [396, 44, 89, 110, 80]. value [235, 348, 356, 357].
Vancouver [438]. Vapor [3, 4, 2]. Variable [308]. variational [231, 272].
Variationally [377]. Variations [307]. Vector [326, 327]. via
[220, 270, 407, 111]. VII [412]. VIIth [412]. Virtues [219]. volume [9, 425].

Warm [435]. Water [370, 2, 9, 91]. Watson [413]. Wave
[48, 251, 343, 344, 345, 106, 403, 92, 112, 291, 200, 205, 235, 244, 255, 296,
336, 341, 342, 389, 348, 356, 357]. Wavefunction [279]. Wavefunctions
[248, 252, 254, 260, 261, 281, 294, 328, 113, 290, 337]. wavefuntions [250].
Weight [26]. weights [22]. Well [378, 58]. Wiley [20, 46]. without [27].
Workshop [422]. World [425]. Wybourne [426].
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X [182, 194, 195, 402]. X- [182]. X-Alpha [195]. X-ray [402]. Xe [286]. xvi
[46]. XXI [438]. xxvi [20]. XY [194].

years [365, 366, 367]. Yngve [280, 282]. York [20, 46, 349, 413]. Yorktown
[413].

zero [131]. zero-differential-overlap [131]. Zn [191]. Zone [391, 221, 264].
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Mössbauer measurements of bipyramidal lattice site in BaFe12O19.
The Journal of Physics and Chemistry of Solids, 36(4):263–265, ????
1975. CODEN JPCSAW. ISSN 0022-3697 (print), 1879-2553 (elec-
tronic). URL http://www.sciencedirect.com/science/article/pii/

0022369775900190.

Ramaker:1975:EEC

[156] David E. Ramaker, Lalit Kumar, and Frank E. Harris. Exact-exchange
crystal Hartree–Fock calculations of molecular and metallic hydrogen and
their transitions. Physical Review Letters, 34(13):812–814, March 31,
1975. CODEN PRLTAO. ISSN 0031-9007 (print), 1079-7114 (electronic),
1092-0145. URL http://link.aps.org/doi/10.1103/PhysRevLett.34.

812.

Trautwein:1975:CED

[157] Alfred Trautwein and Frank E. Harris. Calculated electron densities and
experimental isomer shifts of Fe-57 in deoxy- and CO-compounds of myo-
globin and hemoglobin. Theoretica Chimica Acta, 38(1):65–69, March
1975. CODEN TCHAAM. ISSN 0040-5744.



REFERENCES 37

Trautwein:1975:MOM

[158] Alfred Trautwein, E. Kreber, Ulrich Gonser, and Frank E. Harris. Molecu-
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[388] I. Gutman and Nenad Trinajstić. Factors contributing to the stability of
conjugated heterocycles containing a single heteroatom. Chemical Physics
Letters, 46(3):591–593, March 15, 1977. CODEN CHPLBC. ISSN 0009-
2614 (print), 1873-4448 (electronic). URL http://www.sciencedirect.

com/science/article/pii/000926147780660X.

Kumar:1977:ESS

[389] Lalit Kumar, Hendrik J. Monkhorst, and Jens Oddershede. Electronic-
structure studies of solids. V. Rigorous Hartree–Fock treatment of metallic
hydrogen using a plane-wave basis. International Journal of Quantum
Chemistry, 12(1):145–160, July 1977. CODEN IJQCB2. ISSN 0020-7608
(print), 1097-461X (electronic).

Monkhorst:1977:CPC

[390] Hendrik J. Monkhorst. Calculation of properties with the coupled-cluster
method. International Journal of Quantum Chemistry, 12(S11):421–432,
January 16–22, 1977. CODEN IJQCB2. ISSN 0020-7608 (print), 1097-
461X (electronic). Supplement: Proceedings of the International Sympo-
sium on Atomic, Molecular, and Solid-state Theory, Collision Phenomena,
and Computational Methods.

Pack:1977:SPB

[391] James D. Pack and Hendrik J. Monkhorst. Special points for Brillouin-
zone integrations — a reply. Physical Review B: Solid State, 16(4):1748–
1749, August 15, 1977. CODEN PLRBAQ. ISSN 0556-2805. URL http:

//link.aps.org/doi/10.1103/PhysRevB.16.1748.

Trinajstic:1977:CCP
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Volume III. Kluwer Academic Publishers Group, Norwell, MA, USA, and
Dordrecht, The Netherlands, 2004. ISBN 90-481-6687-X (print), 94-017-
0448-1 (e-book). xlvi + 677 pp. URL http://link.springer.com/book/

10.1007/978-94-017-0448-9.

King:2006:SSS

[426] Ronald C. King, Miros law Bylicki, and Jacek Karwowski, editors. Sym-
metry, spectroscopy and SCHUR: proceedings of the Professor Brian G.
Wybourne Commemorative Meeting, Toruń, 12–14 June 2005. Nicolaus
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