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59 Synthesis, XRD single crystal structure analysis, vibrationa... 1 2 3 2 5

60 Investigation of reactive and spectroscopic properties of ox... 1 1 1 2

61 Vibrational spectroscopic investigations and molecular docki... 1 5 6 6

62 Conformational, vibrational and DFT studies of a newly synth... 2 2 2

63 Insight into the reactive properties of newly synthesized 1,... 1 1 1

64 Modification of benzoxazole derivative by bromine-spectrosco... 1 6 5 12 12

65 Towards the new heterocycle based molecule: Synthesis, chara... 2 3 5 1 6

66 FT-IR and FT-Raman characterization and investigation of rea... 6 1 7 2 9

67 New quinolone derivative: Spectroscopic characterization and... 1 2 1 4 1 5

68 Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabi... 2 2 3 5 2 12 1 15

69 Spectroscopic and reactive properties of a newly synthesized... 3 3 3

70 Newly synthesized dihydroquinazoline derivative from the asp... 1 1 2 2

71 Investigation of spectroscopic, reactive, transport and dock... 2 1 4 7 1 8

72 Spectroscopic, DFT, molecular dynamics and molecular docking... 2 1 4 7 1 8

73 Synthesis, crystal structure analysis, spectral investigatio... 2 3 5 5

74 Synthesis, vibrational spectroscopic investigations, molecul... 1 1 1 3 1 4

75 Vibrational spectroscopic analysis of cyanopyrazine-2-carbox... 1 1 2 4 4 8

76 Studies on the synthesis, spectroscopic analysis, molecular ... 1 1 2 1 3

77 Vibrational spectroscopic investigations, molecular dynamic ... 1 3 1 5 1 6

78 Vibrational spectroscopic analysis, molecular dynamics simul... 4 1 1 6 6

79 Reactive, spectroscopic and antimicrobial assessments of 5-[... 1 1 1 4 7 7

80 Spectroscopic characterization of 4-[2-(5-Ethylpyridin-2-yl)... 1 2 2 4 9 1 10

81 FT-IR, FT-Raman and NMR characterization of 2-isopropyl-5-me... 1 6 7 7 21 3 24

82 Food and feeding of Hypselobarbus Kurali, a freshwater cypri...

83 Biochemical analysis of a few marine macroalgae from the Kol...

84 Inhalation Dose and Source Term Studies in a Tribal Area of ... 1 3 4 1 5

85 Conformational, NBO, NLO, HOMO-LUMO, NMR, electronic spectra... 1 1 2 4 1 5

86 Spectroscopic investigations and molecular docking study of ... 5 3 1 9 2 11

87 Spectroscopic analysis (FT-IR, FT-Raman and NMR) and molecul... 3 2 2 7 2 9

88 Spectroscopic, quantum chemical studies, Fukui functions, in... 1 10 5 9 25 3 28
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90 FT-IR, FT-Raman and molecular docking study of ethyl 4-(2-(4... 3 2 1 6 1 7

91 Spectroscopic investigations and molecular docking study of ... 2 1 3 1 4

92 Vibrational spectroscopic &amp; molecular docking studies of...

93 Spectroscopic, single crystal XRD structure, DFT and molecul... 1 14 10 25 1 26
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95 Molecular conformational analysis, vibrational spectra, NBO,... 5 2 1 1 9 9

96 Macroinvertebrate communities in the bottom sediment of Arth...
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98 Infrared spectrum, NBO, HOMO-LUMO, MEP and molecular docking... 1 9 3 4 17 17

99 Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 1 5 6 6

100 1-Alkyl-1-methylpiperazine-1,4-diium salts: Synthetic, acid-... 1 2 2 5 5
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101 Spectroscopic and theoretical characterization of 2-(4-metho... 4 7 6 4 21 21

102 Molecular structure, FT-IR, FT-Raman, NBO, HOMO and LUMO, ME... 1 2 8 7 4 21 2 24

103 FT-IR, HOMO-LUMO, NBO, MEP analysis and molecular docking st... 2 3 2 8 15 1 16

104 Spectral investigations, DFT computations and molecular dock... 1 1 2 1 5 5

105 Spectroscopic investigation (FT-IR, FT-Raman), HOMO-LUMO, NB... 4 4 3 1 12 12

106 Vibrational spectra, HOMO, LUMO, NBO, MEP analysis and molec... 4 4 9 17 17

107 Molecular conformational analysis, vibrational spectra, NBO,... 3 4 3 10 10

108 Vibrational spectroscopic and molecular docking study of 4-M... 2 2 2

109 Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 1 3 2 1 6 7

110 Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 1 5 5 3 13 1 15

111 Infrared spectrum, structural and optical properties and mol... 3 5 7 15 1 16

112 Molecular structure, FT-IR, vibrational assignments, HOMO-LU... 1 1 1 3 3

113 Spectroscopic investigation (FT-IR, FT-Raman and SERS), vibr... 1 1 1 2 4 5

114 Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabi... 1 4 2 3 9 10

115 FT-IR, NBO, HOMO-LUMO, MEP analysis and molecular docking st... 1 4 9 14 1 15

116 Molecular structure, FT-IR, vibrational assignments, HOMO-LU... 3 4 3 9 19 4 23

117 Vibrational spectroscopic studies and molecular docking of 1... 1 1 1 3 3

118 Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 4 5 3 6 4 18 22

119 Molecular structure, FT-IR, NBO, HOMO and LUMO, MEP and firs... 2 5 5 4 14 4 20

120 Adsorptive removal of acid red from aqueous solutions by cat... 1 1 1 2 5 5

121 Iron availability affects phosphate deficiency-mediated resp... 1 5 8 8 5 26 1 28

122 Theoretical investigations on the molecular structure, vibra... 2 1 3 4 2 10 12

123 Vibrational spectra, NBO analysis, HOMO-LUMO and first hyper... 5 1 1 2 1 5 10

124 Molecular structure and vibrational spectra of 2-Ethoxymethy... 1 1 1 2

125 FT-IR, molecular structure, HOMO-LUMO, MEP, NBO analysis and... 2 2 2 2 3 9 11

126 Theoretical investigations on the molecular structure, vibra... 3 4 4 3 7 18 2 23

127 Molecular conformational analysis, vibrational spectra, NBO ... 7 3 4 6 13 1 21

128 Vibrational spectra, molecular structure, NBO, HOMO-LUMO and... 1 2 3 1 6 7

129 Spectroscopic (FT-IR, FT-Raman) investigations and quantum c... 4 1 2 2 1 6 10

130 Molecular conformational analysis, vibrational spectra, NBO ... 6 3 4 1 8 14

131 Molecular structure, FT-IR, first order hyperpolarizability,... 4 2 2 2 6 10

132 FT-IR, molecular structure, first order hyperpolarizability,... 11 3 4 3 10 1 22

133 Quantum mechanical and spectroscopic (FT-IR, FT-Raman, <sup>... 3 2 3 5 8

134 Quantum mechanical and spectroscopic (FT-IR, FT-Raman, <sup>... 2 1 2 1 4 6

135 Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabi... 2 2 1 1 4 6

136 Vibrational spectroscopic and computational study of 1,7,8,9... 1 2 4 6 7

137 Theoretical investigations on the molecular structure, vibra... 8 2 4 2 3 11 19

138 Vibrational spectroscopic, <sup>1</sup>H NMR and quantum che... 5 1 4 2 2 9 1 15

139 Spectroscopic (FT-IR, FT-Raman) investigations and quantum c... 4 3 3 1 2 9 13

140 Vibrational spectroscopic (FT-IR, FT-Raman, SERS) and quantu... 5 1 6 2 4 13 1 19

141 Vibrational spectroscopic studies (FT-IR, FT-Raman, SERS) an... 9 4 4 1 1 10 1 20

142 Vibrational spectroscopic (FT-IR, FT-Raman) and quantum chem... 6 1 1 2 8
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