
https://urn.nsk.hr/urn:nbn:hr:217:120102
http://rightsstatements.org/vocab/InC/1.0/
http://rightsstatements.org/vocab/InC/1.0/
https://repozitorij.pmf.unizg.hr
https://repozitorij.pmf.unizg.hr
https://repozitorij.unizg.hr/islandora/object/pmf:9710
https://dabar.srce.hr/islandora/object/pmf:9710










https://www.irb.hr/O-IRB-u/Ljudi/Ivor-Loncaric
https://www.bib.irb.hr/pregled/profil/34843
https://doi.org/10.1002/aenm.202003071
https://doi.org/10.1002/aenm.202003071
https://doi.org/10.1021/acs.jpclett.9b00069
https://doi.org/10.1021/acs.nanolett.7b04819


https://doi.org/10.1103/PhysRevLett.119.146101
https://doi.org/10.1103/PhysRevLett.119.146101
https://doi.org/10.1103/PhysRevB.93.014301
https://doi.org/10.1103/PhysRevB.93.014301


























































































































































































































































https://doi.org/10.1103/PhysRev.74.230
https://doi.org/10.1103/PhysRev.74.230
https://doi.org/10.1103/PhysRev.74.230
https://doi.org/https://doi.org/10.1002/j.1538-7305.1959.tb03907.x
https://doi.org/https://doi.org/10.1002/j.1538-7305.1959.tb03907.x
https://doi.org/https://doi.org/10.1002/j.1538-7305.1959.tb03907.x
https://doi.org/10.1103/PhysRevLett.61.2472
https://doi.org/10.1103/PhysRevLett.61.2472
https://doi.org/10.1103/PhysRevLett.61.2472
https://doi.org/10.1103/PhysRevB.39.4828
https://doi.org/10.1103/PhysRevB.39.4828
https://doi.org/10.1103/PhysRevB.39.4828
https://doi.org/https://doi.org/10.1016/0021-9991(75)90065-0
https://doi.org/https://doi.org/10.1016/0021-9991(75)90065-0
https://doi.org/https://doi.org/10.1016/0021-9991(75)90065-0
https://doi.org/https://doi.org/10.1090/S0025-5718-1965-0178586-1
https://doi.org/https://doi.org/10.1090/S0025-5718-1965-0178586-1
https://doi.org/https://doi.org/10.1090/S0025-5718-1965-0178586-1
https://doi.org/https://doi.org/10.1090/qam/10666
https://doi.org/https://doi.org/10.1090/qam/10666
https://doi.org/https://doi.org/10.1090/qam/10666
https://doi.org/https://doi.org/10.1137/0111030
https://doi.org/https://doi.org/10.1137/0111030
https://doi.org/https://doi.org/10.1137/0111030
https://doi.org/https://doi.org/10.1063/1.1699114
https://doi.org/https://doi.org/10.1063/1.1699114
https://doi.org/https://doi.org/10.1063/1.1699114


https://doi.org/10.1103/PhysRev.136.B864
https://doi.org/10.1103/PhysRev.136.B864
https://doi.org/10.1103/PhysRev.136.B864
https://doi.org/10.1103/PhysRev.140.A1133
https://doi.org/10.1103/PhysRev.140.A1133
https://doi.org/https://doi.org/10.1063/1.4812323
https://doi.org/https://doi.org/10.1063/1.4812323
https://doi.org/https://doi.org/10.1063/1.4812323
https://doi.org/10.1107/S160057671900997X
https://doi.org/10.1107/S160057671900997X
https://doi.org/10.1107/S160057671900997X
https://doi.org/https://doi.org/10.1088/2053-1583/aacfc1
https://doi.org/https://doi.org/10.1088/2053-1583/aacfc1
https://doi.org/https://doi.org/10.1088/2053-1583/aacfc1
https://doi.org/https://doi.org/10.1021/jz200866s
https://doi.org/https://doi.org/10.1021/jz200866s
https://doi.org/https://doi.org/10.1021/jz200866s
https://doi.org/https://doi.org/10.1006/jmbi.1996.0897
https://doi.org/https://doi.org/10.1006/jmbi.1996.0897
https://doi.org/https://doi.org/10.1006/jmbi.1996.0897
https://doi.org/https://doi.org/10.1063/1.2210932
https://doi.org/https://doi.org/10.1063/1.2210932
https://doi.org/https://doi.org/10.1063/1.2210932
https://doi.org/https://doi.org/10.1038/nmat3568
https://doi.org/https://doi.org/10.1038/nmat3568
https://doi.org/https://doi.org/10.1038/nmat3568
https://doi.org/https://doi.org/10.1063/1.5023563
https://doi.org/https://doi.org/10.1063/1.5023563


https://doi.org/https://doi.org/10.1038/s41467-018-06322-x
https://doi.org/https://doi.org/10.1038/s41467-018-06322-x
https://doi.org/https://doi.org/10.1038/s41467-018-06322-x
https://doi.org/https://doi.org/10.1039/C7CS00078B
https://doi.org/https://doi.org/10.1039/C7CS00078B
https://doi.org/https://doi.org/10.1039/C7CS00078B
https://doi.org/https://doi.org/10.1039/C7CS00391A
https://doi.org/https://doi.org/10.1039/C7CS00391A
https://doi.org/https://doi.org/10.1039/C7CS00391A
https://doi.org/10.1039/A803991G
https://doi.org/10.1039/A803991G
https://doi.org/https://doi.org/10.1039/C7CS00163K
https://doi.org/https://doi.org/10.1039/C7CS00163K
https://doi.org/https://doi.org/10.1039/C7CS00163K
https://doi.org/10.1038/43646
https://doi.org/10.1038/43646
https://doi.org/10.1126/science.1102896
https://doi.org/10.1126/science.1102896
https://doi.org/https://doi.org/10.1038/nature05545
https://doi.org/https://doi.org/10.1038/nature05545
https://doi.org/https://doi.org/10.1038/nature05545
http://www.numdam.org/item/AIHP_1935__5_3_177_0
http://www.numdam.org/item/AIHP_1935__5_3_177_0
https://doi.org/10.1103/PhysRev.176.250
https://doi.org/10.1103/PhysRev.176.250
https://doi.org/https://doi.org/10.1038/nature04233
https://doi.org/https://doi.org/10.1038/nature04233
https://doi.org/https://doi.org/10.1038/nature04235
https://doi.org/https://doi.org/10.1038/nature04235
https://doi.org/https://doi.org/10.1038/nature04235


https://doi.org/10.1126/science.1157996
https://doi.org/10.1126/science.1157996
https://doi.org/10.1126/science.1157996
https://doi.org/https://doi.org/10.1038/nmat2711
https://doi.org/https://doi.org/10.1038/nmat2711
https://doi.org/10.1088/2053-1583/2/3/035010
https://doi.org/10.1088/2053-1583/2/3/035010
https://doi.org/https://doi.org/10.1038/nature22391
https://doi.org/https://doi.org/10.1038/nature22391
https://doi.org/https://doi.org/10.1038/nature22391
https://doi.org/https://doi.org/10.1038/nnano.2014.35
https://doi.org/https://doi.org/10.1038/nnano.2014.35
https://doi.org/10.1103/PhysRevLett.105.136805
https://doi.org/10.1103/PhysRevLett.105.136805
https://doi.org/10.1103/PhysRevLett.105.136805
https://doi.org/https://doi.org/10.1038/nmat4251
https://doi.org/https://doi.org/10.1038/nmat4251
https://doi.org/https://doi.org/10.1038/nmat4251
https://doi.org/10.1002/adma.201503864
https://doi.org/10.1002/adma.201503864
https://doi.org/10.1002/adma.201503864
https://doi.org/10.1021/ja207176c
https://doi.org/10.1021/ja207176c
https://doi.org/10.1021/ja207176c


https://doi.org/10.1103/PhysRevB.84.020503
https://doi.org/10.1103/PhysRevB.84.020503
https://doi.org/https://doi.org/10.1364/OE.21.004908
https://doi.org/https://doi.org/10.1364/OE.21.004908
https://doi.org/https://doi.org/10.1038/nature24043
https://doi.org/https://doi.org/10.1038/nature24043
https://doi.org/https://doi.org/10.1038/nnano.2015.143
https://doi.org/https://doi.org/10.1038/nnano.2015.143
https://doi.org/https://doi.org/10.1038/nnano.2015.143
https://doi.org/10.1021/acs.nanolett.5b00964
https://doi.org/10.1021/acs.nanolett.5b00964
https://doi.org/10.1021/acs.nanolett.5b00964
https://doi.org/https://doi.org/10.1021/acs.chemmater.6b02334
https://doi.org/https://doi.org/10.1021/acs.chemmater.6b02334
https://doi.org/https://doi.org/10.1021/acs.chemmater.6b02334
https://doi.org/https://doi.org/10.1021/acs.nanolett.7b03264
https://doi.org/https://doi.org/10.1021/acs.nanolett.7b03264
https://doi.org/https://doi.org/10.1039/C6CC03854A
https://doi.org/https://doi.org/10.1039/C6CC03854A
https://doi.org/https://doi.org/10.1039/C6CC03854A
https://doi.org/https://doi.org/10.1021/nn503093k
https://doi.org/https://doi.org/10.1021/nn503093k
https://doi.org/https://doi.org/10.1021/nn503093k


https://doi.org/https://doi.org/10.1021/jacs.5b03807
https://doi.org/https://doi.org/10.1021/jacs.5b03807
https://doi.org/https://doi.org/10.1021/jacs.5b03807
https://doi.org/10.1038/nnano.2010.279
https://doi.org/10.1038/nnano.2010.279
https://doi.org/10.1021/nl302015v
https://doi.org/10.1021/nl302015v
https://doi.org/10.1021/nl302015v
https://doi.org/10.1038/nnano.2014.25
https://doi.org/10.1038/nnano.2014.25
https://doi.org/10.1038/nnano.2012.95
https://doi.org/10.1038/nnano.2012.95
https://doi.org/10.1038/nnano.2012.96
https://doi.org/10.1038/nnano.2012.96
https://doi.org/10.1038/nnano.2012.96
https://doi.org/10.1038/nchem.2108
https://doi.org/10.1038/nchem.2108
https://doi.org/10.1038/nchem.2108
https://doi.org/10.1038/nnano.2014.26
https://doi.org/10.1038/nnano.2014.26
https://doi.org/10.1103/PhysRevLett.101.026803
https://doi.org/10.1103/PhysRevLett.101.026803
https://doi.org/10.1103/PhysRevLett.101.026803
https://doi.org/10.1103/PhysRevLett.107.036101
https://doi.org/10.1103/PhysRevLett.107.036101
https://doi.org/10.1103/PhysRevLett.107.036101
https://doi.org/10.1103/PhysRevB.90.201411
https://doi.org/10.1103/PhysRevB.90.201411
https://doi.org/10.1103/PhysRevB.90.201411


https://doi.org/https://doi.org/10.1021/nn305275h
https://doi.org/https://doi.org/10.1021/nn305275h
https://doi.org/https://doi.org/10.1021/nn305275h
https://doi.org/https://doi.org/10.1021/nl5025535
https://doi.org/https://doi.org/10.1021/nl5025535
https://doi.org/https://doi.org/10.1021/nl5025535
https://doi.org/https://doi.org/10.1002/adma.201504572
https://doi.org/https://doi.org/10.1002/adma.201504572
https://doi.org/https://doi.org/10.1002/adma.201504572
https://doi.org/https://doi.org/10.1038/ncomms5966
https://doi.org/https://doi.org/10.1038/ncomms5966
https://doi.org/https://doi.org/10.1038/nphys2954
https://doi.org/https://doi.org/10.1038/nphys2954
https://doi.org/https://doi.org/10.1038/nphys2954
https://doi.org/10.1103/PhysRevB.85.033305
https://doi.org/10.1103/PhysRevB.85.033305
https://doi.org/10.1088/2053-1583/aa6531
https://doi.org/10.1088/2053-1583/aa6531
https://doi.org/10.1088/2053-1583/aa6531
https://doi.org/10.1103/PhysRevB.93.241401
https://doi.org/10.1103/PhysRevB.93.241401
https://doi.org/10.1103/PhysRevB.93.241401
https://doi.org/https://doi.org/10.1038/nature26160
https://doi.org/https://doi.org/10.1038/nature26160
https://doi.org/https://doi.org/10.1038/nature12385
https://doi.org/https://doi.org/10.1038/nature12385
https://doi.org/https://doi.org/10.1038/nature12385


https://doi.org/https://doi.org/10.1021/nl504957p
https://doi.org/https://doi.org/10.1021/nl504957p
https://doi.org/https://doi.org/10.1021/acsnano.5b00289
https://doi.org/https://doi.org/10.1021/acsnano.5b00289
https://doi.org/10.1126/science.1235547
https://doi.org/10.1126/science.1235547
https://doi.org/10.1126/science.1235547
https://doi.org/https://doi.org/10.1038/nmat4205
https://doi.org/https://doi.org/10.1038/nmat4205
https://doi.org/https://doi.org/10.1038/nmat4205
https://doi.org/https://doi.org/10.1038/nmat4218
https://doi.org/https://doi.org/10.1038/nmat4218
https://doi.org/https://doi.org/10.1038/nphys2114
https://doi.org/https://doi.org/10.1038/nphys2114
https://doi.org/https://doi.org/10.1038/nphys2114
https://doi.org/10.1103/PhysRevMaterials.3.094002
https://doi.org/10.1103/PhysRevMaterials.3.094002
https://doi.org/https://doi.org/10.1021/nl801827v
https://doi.org/https://doi.org/10.1021/nl801827v
https://doi.org/https://doi.org/10.1021/acsnano.5b01281
https://doi.org/https://doi.org/10.1021/acsnano.5b01281
https://doi.org/https://doi.org/10.1021/acsnano.5b01281
https://doi.org/https://doi.org/10.1038/nnano.2010.132
https://doi.org/https://doi.org/10.1038/nnano.2010.132
https://doi.org/https://doi.org/10.1038/nnano.2010.132


https://doi.org/https://doi.org/10.1021/nl203249a
https://doi.org/https://doi.org/10.1021/nl203249a
https://doi.org/https://doi.org/10.1021/nl203249a
https://doi.org/10.1088/0953-8984/24/31/314214
https://doi.org/10.1088/0953-8984/24/31/314214
https://doi.org/10.1088/0953-8984/24/31/314214
https://doi.org/https://doi.org/10.1038/ncomms3772
https://doi.org/https://doi.org/10.1038/ncomms3772
https://doi.org/https://doi.org/10.1038/ncomms3772
https://doi.org/10.1103/PhysRevLett.113.156804
https://doi.org/10.1103/PhysRevLett.113.156804
https://doi.org/10.1103/PhysRevLett.113.156804
https://doi.org/10.1103/PhysRevB.102.115427
https://doi.org/10.1103/PhysRevB.102.115427
https://doi.org/10.1103/PhysRevMaterials.4.114006
https://doi.org/10.1103/PhysRevMaterials.4.114006
https://doi.org/10.1103/PhysRevMaterials.4.114006
https://doi.org/10.1103/PhysRev.34.553
https://doi.org/10.1103/PhysRev.34.553
https://doi.org/10.1103/PhysRev.34.553


https://doi.org/10.1103/PhysRev.39.616
https://doi.org/10.1103/PhysRev.39.616
https://doi.org/10.1103/PhysRev.39.616
https://doi.org/https://doi.org/10.1017/S0305004100011919
https://doi.org/https://doi.org/10.1017/S0305004100011919
https://doi.org/https://doi.org/10.1017/S0305004100011919
https://doi.org/https://doi.org/10.1017/S0305004100011919
https://doi.org/https://doi.org/10.1007/BF01340294
https://doi.org/https://doi.org/10.1007/BF01340294
https://doi.org/https://doi.org/10.1007/BF01340294
https://doi.org/10.1103/PhysRev.35.210.2
https://doi.org/10.1103/PhysRev.35.210.2
https://doi.org/10.1103/PhysRev.35.210.2
https://doi.org/10.1088/0022-3719/5/13/012
https://doi.org/10.1088/0022-3719/5/13/012
https://doi.org/10.1088/0022-3719/5/13/012


https://doi.org/10.1073/pnas.76.12.6062
https://doi.org/10.1073/pnas.76.12.6062
https://doi.org/10.1073/pnas.76.12.6062
https://doi.org/https://doi.org/10.1002/qua.560240302
https://doi.org/https://doi.org/10.1002/qua.560240302
https://doi.org/https://doi.org/10.1002/qua.560240302
https://doi.org/https://doi.org/10.1098/rspa.1963.0204
https://doi.org/https://doi.org/10.1098/rspa.1963.0204
https://doi.org/https://doi.org/10.1098/rspa.1963.0204
https://doi.org/https://doi.org/10.1098/rspa.1963.0204
https://doi.org/10.1103/PhysRevB.45.13244
https://doi.org/10.1103/PhysRevB.45.13244
https://doi.org/10.1103/PhysRevB.45.13244
https://doi.org/10.1103/PhysRevB.23.5048
https://doi.org/10.1103/PhysRevB.23.5048
https://doi.org/10.1103/PhysRevB.23.5048
https://doi.org/10.1139/p80-159
https://doi.org/10.1139/p80-159
https://doi.org/10.1139/p80-159
https://doi.org/10.1103/PhysRevLett.77.3865
https://doi.org/10.1103/PhysRevLett.77.3865
https://doi.org/10.1088/0034-4885/78/6/066501
https://doi.org/10.1088/0034-4885/78/6/066501
https://doi.org/10.1088/0034-4885/78/6/066501
https://doi.org/https://doi.org/10.1021/acs.chemrev.6b00446
https://doi.org/https://doi.org/10.1021/acs.chemrev.6b00446
https://doi.org/https://doi.org/10.1021/acs.chemrev.6b00446
https://doi.org/10.1002/jcc.20495
https://doi.org/10.1002/jcc.20495


https://doi.org/https://doi.org/10.1063/1.3382344
https://doi.org/https://doi.org/10.1063/1.3382344
https://doi.org/https://doi.org/10.1063/1.3382344
https://doi.org/https://doi.org/10.1103/PhysRevLett.43.1494
https://doi.org/https://doi.org/10.1103/PhysRevLett.43.1494
https://doi.org/https://doi.org/10.1103/PhysRevLett.43.1494
https://doi.org/https://doi.org/10.1103/PhysRevLett.43.1494
https://doi.org/10.1103/PhysRevB.41.7892
https://doi.org/10.1103/PhysRevB.41.7892
https://doi.org/10.1103/PhysRevB.85.085201
https://doi.org/10.1103/PhysRevB.85.085201
https://doi.org/10.1093/imamat/6.1.76
https://doi.org/10.1093/imamat/6.1.76
https://doi.org/10.1093/comjnl/13.3.317
https://doi.org/10.1093/comjnl/13.3.317
https://doi.org/10.1093/comjnl/13.3.317
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0258249-6
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0258249-6
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0258249-6
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0274029-X
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0274029-X
https://doi.org/https://doi.org/10.1090/S0025-5718-1970-0274029-X
https://doi.org/10.1073/pnas.30.9.244
https://doi.org/10.1073/pnas.30.9.244
https://doi.org/10.1073/pnas.30.9.244
https://doi.org/10.1073/pnas.30.9.244
https://doi.org/10.1103/PhysRev.71.809
https://doi.org/10.1103/PhysRev.71.809


https://doi.org/10.1103/PhysRevB.47.558
https://doi.org/10.1103/PhysRevB.47.558
https://doi.org/10.1103/PhysRevB.47.558
https://doi.org/10.1103/PhysRevB.49.14251
https://doi.org/10.1103/PhysRevB.49.14251
https://doi.org/https://doi.org/10.1016/0927-0256(96)00008-0
https://doi.org/https://doi.org/10.1016/0927-0256(96)00008-0
https://doi.org/https://doi.org/10.1016/0927-0256(96)00008-0
https://doi.org/10.1103/PhysRevB.54.11169
https://doi.org/10.1103/PhysRevB.54.11169
https://doi.org/10.1103/PhysRevB.54.11169
https://doi.org/10.1088/0953-8984/21/39/395502
https://doi.org/10.1088/0953-8984/21/39/395502
https://doi.org/10.1088/0953-8984/21/39/395502
https://doi.org/10.1088/1361-648x/aa8f79
https://doi.org/10.1088/1361-648x/aa8f79
https://doi.org/10.1088/1361-648x/aa8f79
https://doi.org/10.1103/PhysRevB.71.035109
https://doi.org/10.1103/PhysRevB.71.035109
https://doi.org/10.1103/PhysRevB.71.035109
https://doi.org/10.1088/0953-8984/22/25/253202
https://doi.org/10.1088/0953-8984/22/25/253202
https://doi.org/10.1088/0953-8984/22/25/253202
https://doi.org/10.1103/PhysRevB.96.195309
https://doi.org/10.1103/PhysRevB.96.195309


https://doi.org/https://doi.org/10.1088/1361-648X/ab4007
https://doi.org/https://doi.org/10.1088/1361-648X/ab4007
https://doi.org/https://doi.org/10.1088/1361-648X/ab4007
https://doi.org/https://doi.org/10.1021/cr00031a007
https://doi.org/https://doi.org/10.1021/cr00031a007
https://doi.org/https://doi.org/10.1021/cr00031a007
https://doi.org/10.1103/PhysRevB.13.5188
https://doi.org/10.1103/PhysRevB.13.5188
https://doi.org/10.1103/PhysRevB.13.5188
https://doi.org/10.1103/PhysRevB.40.3616
https://doi.org/10.1103/PhysRevB.40.3616
https://doi.org/10.1103/PhysRevB.28.5480
https://doi.org/10.1103/PhysRevB.28.5480
https://doi.org/10.1103/PhysRevB.28.5480
https://doi.org/10.1103/PhysRevLett.82.3296
https://doi.org/10.1103/PhysRevLett.82.3296
https://doi.org/10.1103/PhysRevLett.82.3296
https://doi.org/10.1103/PhysRevB.49.16223
https://doi.org/10.1103/PhysRevB.49.16223
https://doi.org/10.1103/PhysRevB.49.16223
https://doi.org/https://doi.org/10.1016/j.cpc.2015.08.038
https://doi.org/https://doi.org/10.1016/j.cpc.2015.08.038
https://doi.org/https://doi.org/10.1016/j.cpc.2015.08.038
https://doi.org/10.1088/1361-648x/aa66f3
https://doi.org/10.1088/1361-648x/aa66f3
https://doi.org/10.1088/1361-648x/aa66f3
https://doi.org/https://doi.org/10.1038/nmat4080
https://doi.org/https://doi.org/10.1038/nmat4080
https://doi.org/https://doi.org/10.1016/j.cpc.2018.01.012
https://doi.org/https://doi.org/10.1016/j.cpc.2018.01.012
https://doi.org/https://doi.org/10.1016/j.cpc.2018.01.012


https://doi.org/https://doi.org/10.1038/nmat4360
https://doi.org/https://doi.org/10.1038/nmat4360
https://doi.org/https://doi.org/10.1038/nmat4360
https://doi.org/10.1103/PhysRevB.97.205138
https://doi.org/10.1103/PhysRevB.97.205138
https://doi.org/10.1103/PhysRevB.95.165401
https://doi.org/10.1103/PhysRevB.95.165401
https://doi.org/10.1103/PhysRevB.95.165401
https://doi.org/10.1103/PhysRevB.59.1758
https://doi.org/10.1103/PhysRevB.59.1758
https://doi.org/10.1088/0953-8984/22/2/022201
https://doi.org/10.1088/0953-8984/22/2/022201
https://doi.org/10.1103/PhysRevB.83.195131
https://doi.org/10.1103/PhysRevB.83.195131
https://doi.org/10.1103/PhysRevMaterials.3.063602
https://doi.org/10.1103/PhysRevMaterials.3.063602
https://doi.org/10.1103/PhysRevMaterials.3.063602
https://doi.org/10.1107/S0021889811038970
https://doi.org/10.1107/S0021889811038970
https://doi.org/10.1107/S0021889811038970
https://doi.org/10.1103/PhysRevB.89.041407
https://doi.org/10.1103/PhysRevB.89.041407
https://doi.org/10.1103/PhysRevB.89.041407
https://doi.org/10.1103/PhysRevB.91.041116
https://doi.org/10.1103/PhysRevB.91.041116
https://doi.org/10.1103/PhysRevB.89.155435
https://doi.org/10.1103/PhysRevB.89.155435


https://doi.org/https://doi.org/10.1016/j.mattod.2018.05.003
https://doi.org/https://doi.org/10.1016/j.mattod.2018.05.003
https://doi.org/https://doi.org/10.1016/j.mattod.2018.05.003
https://doi.org/10.1038/nature05555
https://doi.org/10.1038/nature05555
https://doi.org/10.1038/nature05555
https://doi.org/https://doi.org/10.1038/nmat4603
https://doi.org/https://doi.org/10.1038/nmat4603
https://doi.org/https://doi.org/10.1038/nmat4603
https://doi.org/10.1103/PhysRevB.93.155104
https://doi.org/10.1103/PhysRevB.93.155104
https://doi.org/https://doi.org/10.1038/ncomms5875
https://doi.org/https://doi.org/10.1038/ncomms5875
https://doi.org/https://doi.org/10.1038/ncomms5875
https://doi.org/https://doi.org/10.1002/andp.201900344
https://doi.org/https://doi.org/10.1002/andp.201900344
https://doi.org/10.1103/PhysRevB.94.195401
https://doi.org/10.1103/PhysRevB.94.195401
https://doi.org/10.1103/PhysRevB.94.195401
https://doi.org/10.1103/PhysRevMaterials.2.054002
https://doi.org/10.1103/PhysRevMaterials.2.054002
https://doi.org/10.1103/PhysRevMaterials.2.054002
https://doi.org/https://doi.org/10.1038/s41563-018-0079-4
https://doi.org/https://doi.org/10.1038/s41563-018-0079-4
https://doi.org/10.1103/RevModPhys.83.1057
https://doi.org/10.1103/RevModPhys.83.1057
https://doi.org/10.1103/RevModPhys.83.1057
https://doi.org/10.1103/PhysRevLett.104.040502
https://doi.org/10.1103/PhysRevLett.104.040502
https://doi.org/10.1103/PhysRevLett.104.040502


https://doi.org/10.1103/PhysRevLett.117.077002
https://doi.org/10.1103/PhysRevLett.117.077002
https://doi.org/10.1103/PhysRevB.99.134505
https://doi.org/10.1103/PhysRevB.99.134505
https://doi.org/10.1103/PhysRevB.99.134505
https://doi.org/https://doi.org/10.1038/s41563-019-0457-6
https://doi.org/https://doi.org/10.1038/s41563-019-0457-6
https://doi.org/https://doi.org/10.1038/s41563-019-0457-6
https://doi.org/10.1103/RevModPhys.76.323
https://doi.org/10.1103/RevModPhys.76.323
https://doi.org/https://doi.org/10.1038/nnano.2014.214
https://doi.org/https://doi.org/10.1038/nnano.2014.214
https://doi.org/https://doi.org/10.1038/nnano.2014.214
https://doi.org/https://doi.org/10.1038/s41928-019-0273-7
https://doi.org/https://doi.org/10.1038/s41928-019-0273-7
https://doi.org/https://doi.org/10.1038/s41928-019-0273-7
https://doi.org/10.1103/RevModPhys.92.021003
https://doi.org/10.1103/RevModPhys.92.021003
https://doi.org/10.1103/RevModPhys.92.021003
https://doi.org/https://doi.org/10.1021/nl501278c
https://doi.org/https://doi.org/10.1021/nl501278c
https://doi.org/https://doi.org/10.1021/nl501278c
https://doi.org/10.1103/PhysRevB.86.161416
https://doi.org/10.1103/PhysRevB.86.161416
https://doi.org/10.1103/PhysRevB.86.161416
https://doi.org/10.1103/PhysRevApplied.5.044003
https://doi.org/10.1103/PhysRevApplied.5.044003
https://doi.org/10.1103/PhysRevApplied.5.044003
https://doi.org/10.1109/TED.2011.2173498
https://doi.org/10.1109/TED.2011.2173498


https://doi.org/10.1103/PhysRevB.94.155441
https://doi.org/10.1103/PhysRevB.94.155441
https://doi.org/10.1103/PhysRevB.94.155441
https://doi.org/10.1103/PhysRevB.90.085429
https://doi.org/10.1103/PhysRevB.90.085429
https://doi.org/10.1103/PhysRevB.90.085429
https://doi.org/10.1103/PhysRevB.95.085403
https://doi.org/10.1103/PhysRevB.95.085403
https://doi.org/10.1103/PhysRevB.95.085403
https://doi.org/https://doi.org/10.1063/1.5049664
https://doi.org/https://doi.org/10.1063/1.5049664
https://doi.org/https://doi.org/10.1088/2053-1583/ab1d83
https://doi.org/https://doi.org/10.1088/2053-1583/ab1d83
https://doi.org/https://doi.org/10.1088/2053-1583/ab1d83
https://doi.org/https://doi.org/10.1038/s41467-018-05358-3
https://doi.org/https://doi.org/10.1038/s41467-018-05358-3
https://doi.org/https://doi.org/10.1038/s41467-018-05358-3
https://doi.org/10.1109/TMAG.1987.1065058
https://doi.org/10.1109/TMAG.1987.1065058
https://doi.org/10.1109/TMAG.1987.1065058
https://doi.org/https://doi.org/10.1063/1.108877
https://doi.org/https://doi.org/10.1063/1.108877
https://doi.org/10.1103/PhysRevLett.101.157601
https://doi.org/10.1103/PhysRevLett.101.157601
https://doi.org/10.1103/PhysRevLett.101.157601
https://doi.org/10.1103/PhysRevB.82.085409
https://doi.org/10.1103/PhysRevB.82.085409
https://doi.org/10.1103/PhysRevB.82.085409


https://doi.org/https://doi.org/10.1088/0953-8984/25/30/305007
https://doi.org/https://doi.org/10.1088/0953-8984/25/30/305007
https://doi.org/https://doi.org/10.1088/0953-8984/25/30/305007
https://doi.org/10.1103/PhysRevB.89.035412
https://doi.org/10.1103/PhysRevB.89.035412
https://doi.org/10.1103/PhysRevB.89.035412
https://doi.org/https://doi.org/10.1063/1.4871731
https://doi.org/https://doi.org/10.1063/1.4871731
https://doi.org/https://doi.org/10.1063/1.4871731
https://doi.org/https://doi.org/10.1016/S1093-3263(99)00028-5
https://doi.org/https://doi.org/10.1016/S1093-3263(99)00028-5
https://doi.org/https://doi.org/10.1016/S1093-3263(99)00028-5
https://doi.org/https://doi.org/10.1038/srep31160
https://doi.org/https://doi.org/10.1038/srep31160
https://doi.org/https://doi.org/10.1038/srep31160
https://doi.org/10.1103/PhysRevLett.119.227001
https://doi.org/10.1103/PhysRevLett.119.227001
https://doi.org/10.1103/PhysRevLett.111.176802
https://doi.org/10.1103/PhysRevLett.111.176802






https://www.bib.irb.hr/pregled/profil/34010
https://doi.org/10.1103/PhysRevB.102.115427
https://doi.org/10.1103/PhysRevMaterials.4.114006

	Informacije o mentoru
	Zahvale
	Sažetak
	Extended abstract
	Uvod
	Teorijska podloga
	Opis materijala iz prvih principa
	Općenita formulacija problema
	Direktno rješavanje mnogočestičnog problema
	Born-Oppenheimerova aproksimacija; gibanje jezgara
	Elektronski problem

	Teorija funkcionala gustoće
	Općenita formulacija teorije funkcionala gustoće
	Teorija funkcionala gustoće u fizici materijala
	Kohn-Shamova konstrukcija
	Modeli izmjene i korelacije

	Eliminacija čvrsto vezanih elektrona
	Pseudopotencijali
	Metoda projektorima proširenih valova

	Osnovni pojmovi vezani za periodičke sustave
	Gibanje jedne čestice u periodičkom potencijalu

	Osnovni pojmovi fizike površina
	Osnovne definicije
	Adsorpcija na površinama

	Optimizacija geometrije sustava
	Traženje ravnotežne geometrije sustava
	Optimizacija ćelije kristala

	Računalna implementacija teorije funkcionala gustoće za atomske sustave
	Računalni zapis Kohn-Shamove jednadžbe
	Rješavanje Kohn-Shamove jednadžbe
	Upotreba superćelija u računalnom modeliranju adsorpcije na površinama


	Baza podataka heterostruktura sastavljenih od dva sloja 2D kristala
	Uvod
	Tehnički detalji izračuna
	Rezultati i diskusija
	Dostupnost dobivenih podataka
	Relacija energije vezanja i udaljenosti slojeva
	Dopiranje slojeva u vezanju

	Zaključak

	Analiza vezanja površine Pt(111) i PtSe2 nakon sinteze PtSe2 direktnom selenizacijom površine
	Uvod
	Tehnički detalji izračuna
	Rezultati
	Energija vezanja i udaljenost vezanih slojeva
	Preraspodjela naboja u vezanju
	Projicirana gustoća stanja
	Vrpčasta struktura

	Zaključak

	Magnetski efekt blizine u grafenu i njegova primjena u spintronici
	Uvod
	Tehnički detalji izračuna
	Rezultati
	Spinska polarizacija grafena na 100 % pokrivenoj površini Co
	Utjecaj pokrivenosti površine na dopiranje i spinsku polarizaciju grafena
	Utjecaj vanjskog električnog polja na dopiranje i spinsku polarizaciju grafena

	Zaključak

	Zaključak
	Popis literature
	Kazalo
	Životopis

