(1)

(@)

3)

(4)

(5)

(6)

(7)

(8)
(9)

(10)

(11)

(12)

(13)

(14)

(15)

DAFTAR PUSTAKA

Rajan, V.; Ragi, C.; Muraleedharan, K. A computational exploration into the
structure, antioxidant capacity, toxicity and drug-like activity of the anthocyanidin
“petunidin”. Heliyon 2019, 5 (7), 1-9.
Asih, D. J.; Kadek, W. N.; Gede, |.; Wairsana, S. Review artikel: aktivitas
antioksidan ekstrak amla (Phyllanthus emblica/Emblica officinalis). Humantech
Jurnal llmiah Multi Disiplin Indonesia 2022, 1 (6), 674-687.
Jakovljevi¢, K.; Joksovi¢, M. D.; Botta, B.; Jovanovi¢, L. S.; Avdovi¢, E.;
Markovi¢, Z.; Mihailovi¢, V.; Andri¢, M.; Trifunovié, S.; Markovi¢, V. Novel 1,3,4-
thiadiazole conjugates derived from protocatechuic acid: synthesis, antioxidant
activity, and computational and electrochemical studies. Comptes Rendus
Chimie 2019, 22 (8), 585-598.
Yang, W.; Hao, X.; Zhang, X.; Zhang, G.; Li, X.; Liu, L.; Sun, Y.; Pan, Y.
Identification of antioxidant peptides from cheddar cheese made with
Lactobacillus helveticus. LWT 2021, 141, 1-8.
Alisi, I. O.; Uzairu, A.; Abechi, S. E. Free radical scavenging mechanism of 1,3,4-
oxadiazole derivatives: thermodynamics of o—h and n—h bond cleavage. Heliyon
2020, 6 (3), 1-9.
Sauer. A.; Leal, J.; Stefanello, S.; Leite, M.; Souza, M.; Soares, F.; Rodrigues,
O.; Dornelles, L. Synthesis and antioxidant properties of organosulfur and
organoselenium compounds derived from 5-substituted-1,3,4-
oxadiazole/thiadiazole-2-thiols. Tetrahedron Letters 2017, 58 (1), 87-91.
Nazarbahjat, N.; Ariffin, Z.; Abdullah, Z.; Abdulla, M. A.; Shia, J. K. S.; Leong, K.
H. Synthesis, characterization, drug-likeness properties and determination of the
in vitro antioxidant and cytotoxic activities of new 1,3,4-oxadiazole derivatives.
Medicinal Chemistry Research 2015, 25 (9).
Halang, B. Toksisitas air limbah deterjen terhadap ikan mas (Cyprinus carprio).
Bioscientiae 2004, 1 (1), 39-49.
Ramadhan, R. G.; Imelda.; Kusuma, R. T.; Phameswari, D. S. Analisis aktivitas
antioksidan dan sitotoksik senyawa pelargonidin sebagai kandidat obat
menggunakan metode DFT (Density Functional Theory). Jurnal Kimia Saintek
dan Pendidikan 2021, 5 (2), 110-120.
Pinzi, L.; Rastelli, G. Molecular docking: shifting paradigms in drug discovery.
International Journal of Molecular Sciences 2019, 20 (18), 1-4.
Manas, N. H. A.; Bakar, F. D. A,; lllias, R. M. Computational docking, molecular
dynamics simulation and subsite structure analysis of a maltogenic amylase from
bacillus lehensis G1 provide insights into substrate and product specificity.
Journal of Molecular Graphics and Modelling 2016, 67, 1-13.
Dai, J.; Mumper, R. Plant phenolics: extraction, analysis and their antioxidant
and anticancer properties. Molecules 2010, 15 (10), 7313-7314.
Yousef, T. A.; Alhamzani, A. G.; Abou-Krisha, M.; Kanthimathi, G.; Raghu, M.
S.; Kumar, K. Y.; Prashanth, M.K.; Jeon, B.H. Synthesis, molecular docking
study and anticancer activity of novel 1,3,4-oxadiazole derivatives as potential
tubulin inhibitors. Heliyon 2023, 9, 1-11.
Xue, Y.; Chen, M.; Li, Z.; Zhang, L.; Wang, G.; Zheng, Y.; An, L. Effects of
hydroxyl group, glycosylation and solvents on the antioxidant activity and
mechanism of maclurin and its derivatives: theoretical insights. Journal of
Molecular Liquids 2022, 351, 1-11.
Orio, M.; Pantazis, D. A.; Neese, F. Density Functional Theory. Photosynthesis
Research 2009, 102 (2), 443-453.

48



(16)

(17)

(18)

(19)

(20)

(21)

(22)

(23)

(24)

(25)

(26)

(27)

(28)

(29)

(30)

(31)

(32)

Camarillo, I.; Xiao, F.; Madhivanan, S. Low and high voltage
electrochemotherapy for breast cancer: an in vitro model study. Electroporation-
Based Therapies for Cancer: From Basics to Clinical Applications 2014, 55-102.
Aljamali, N. M.; Mahmood, U.; Alghurabi, F. Review on preparation methods and
application fields of oxadiazole. International Journal of Chemical Synthesis and
Chemical Reactions 2020, 6 (1), 49-59.

Basha, N.; Reddy, P.; Padmaja, A.; Padmavathi, V. Synthesis and antioxidant
activity of bis-oxazolyl/thiazolyl/imidazolyl 1,3,4-oxadiazoles and 1,3,4-
thiadiazoles. Journal of Heterocyclic Chemistry 2016, 53 (4), 1276-1283.

Bilal, M.; Ejaz, S.; Zargar, S.; Akhtar, N.; Wani, T.; Riaz, N.; Aborode, A.; Sidd
ique, F.; Altwaijry, N.; Alkahtani, H.; Umar, H. Computational investigation of 1,
3, 4 oxadiazole derivatives as lead inhibitors of VEGFR 2 in comparison with
EGFR: Density Functional Theory, molecular docking and molecular dynamics
simulation studies. Biomolecules 2022, 12 (11), 1-3.

Mahajan, P.; Nikam, M.; Chate, A.; Nimbalkar, U.; Patil, V.; Bobade, A,
Chaudhari, A.; Deolankar, D.; Javale, B.; Gill, C. Synthesis, antioxidant, anti-
inflammatory, and antimicrobial screening of newer thiophene-fused
arylpyrazolyl 1,3,4-oxadiazoles. Phosphorus, Sulfur and Silicon and the Related
Elements 2015, 190 (11), 1803-1813.

Irianti, Tanti T. Antioksidan. UGM Press 2017.

Annia, G. Free Radicals induced oxidative stress at a molecular level: the current
status, challenges and perspectives of computational chemistry based protocols.
Journal of the Mexican Chemical Society 2015, 59 (4), 231.

Rajan, V.; Muraleedharan, K. A Computational investigation on the structure,
global parameters and antioxidant capacity of a polyphenol, gallic acid. Food
Chemistry 2017, 220, 93-99.

Bakhouche, K.; Dhaouadi, Z.; Jaidane, N.; Hammouténe, D. Comparative
antioxidant potency and solvent polarity effects on HAT mechanisms of
tocopherols. Computational and Theoretical Chemistry 2015, 1060, 58-65.
Irianti, T. T.; Sugiyanto; Kuswandi, M.; Nuranto, S. Toksikologi Lingkungan.
UGM Press 2017.

Chagas, C. M.; Moss, S.; Alisaraie, L. Drug metabolites and their effects on the
development of adverse reactions: revisiting Lipinski’'s Rule of Five. International
Journal of Pharmaceutics 2018, 549, 133-149.

Paramita, S.; Permata, M.; Vaulina, E.; Iswanto, P. Pemilihan metode
perhitungan kimia komputasi semi-empiris untuk pengembangan 1,3,4-
thiadiazole. Indonesian Journal of Chemical Research 2020, 8 (1), 51-56.
Nurfadhila, L.; Muldianah, D.; Nurdimayanthi, D. A.; Rahmawati, D. S.; Hartati,
H.; Fadhilah, H. Review artikel: pemanfaatan kimia komputasi dengan berbagai
metode dalam menentukan desain senyawa baru. Journal of Pharmaceutical
And Sciences 2023, 6 (2), 555-566.

Beytur, M.; Turhan, I. Z.; Manap, S.; Yuksek, H. Synthesis, characterization and
theoretical determination of corrosion inhibitor activities of some new 4,5-
dihydro-1h-1,2,4-triazol-5-one derivatives. Heliyon 2019, 5 (6), 1-8.

Talmaciu, M. M.; Bodoki, E.; Oprean, R. Global chemical reactivity parameters
for several chiral beta-blockers from the density functional theory viewpoint.
Clujul Medical 2016, 89 (4), 513-518.

Triwardiati, D.; Ermawati, I. R. Analisis bandgap karbon nanodots (c-dots) kulit
bawang merah menggunakan teknik microwave. Seminar Nasional Teknoka
2018, 3, 25-30.

Sarmiento, F.; L., Perez, A.; Acosta, A.; Ix, A.; Diaz, A.; Trevino, S.; Rosas, N.

49



(33)

(34)

(35)

(36)

(37)

(38)

(39)

(40)

(41)

(42)

(43)

(44)

(45)

(46)

(47)

H.; Milan, L.; Maycotte, P. Reactive oxygen species: role in carcinogenesis,
cancer cell signaling and tumor progression. Life Sciences 2021, 284, 1-13.
Wang, L.; Kuang, Z.; Zhang, D.; Gao, Y.; Ying, M.; Wang, T. Reactive oxygen
species in immune cells: a new antitumor target. Biomedicine &
Pharmacotherapy 2021, 133, 1-9.

Kasmiyati, S.; Sucahyo. Deteksi cekaman oksidatif akibat toksisitas krom pada
Sonchus oleraceus L. melalui penentuan spesies oksigen reaktif secara
spektrofotometri dan histokimia. Agric 2014, 1 (2), 85-98.

Hu, K.; Liu, Y.; Oleinick, A.; Mirkin, M. V.; Huang, W.; Amatore, C.
Nanoelectrodes for intracellular measurements of reactive oxygen and nitrogen
species in single living cells. Current Opinion in Electrochemistry 2022, 22, 44-
50.

Fan, J.; Fu, A.; Zhang, L. Progress in molecular docking. Quantitative Biology
2019, 7 (2), 83-89.

Agarwal, S.; Mehrotra, R. An overview of molecular docking. JSM Chem 2016,
4 (2), 1024.

Chaudhary, K.; Mishra, N. A review on molecular docking: novel tool for drug
discovery. JSM Chem 2016, 4 (3), 1029.

Akbari, Z.; Stagno, C.; Iraci, N.; Efferth, T.; Omer, E. A.; Piperno, A,
Montazerozohori, M.; Feizi-Dehnayebi, M.; Micale, N. Biological evaluation DFT,
MEP, HOMO-LUMO analysis and ensemble docking studies of Zn (ll) complexes
of bidentate and tetradentate schiff base ligands as antileukemia agents. Journal
of Molecular Structure 2024, 1301, 1-11.

Babiaka, S. B.; Nia, R.; Abuga, K. O.; Mbah, J. A.; Nziko, V. D. P.; Paper, D. H.;
Ntie-Kang, F. Antioxidant potential of flavonoid glycosides from Manniophyton
fulvum Mull. (Euphorbiaceae): identification and molecular modeling. Scientific
African 2020, 8, 1-7.

Deghady, A. M.; Hussein, R. K.; Alhamzani, A. G.; Mera, A. Density functional
theory and molecular docking investigations of the chemical and antibacterial
activities for 1-(4-hydroxyphenyl)-3-phenylprop-2-en-1-one. Molecules 2021, 26
(12), 1-13.

Rajan, V.; Shameera, A. T.; Muraleedharan, K. Studies on the uv filtering and
radical scavenging capacity of the bitter masking flavanone eriodictyol. Journal
of Photochemistry and Photobiology B: Biology 2018, 185, 254-261.

Baba, Y. F.; Sert, Y.; Rodi, Y. K.; Hayani, S.; Mague, J.T.; Prim, D.; Marrot, J.;
Chahdi, F. O.; Sebbar, N. K.; Essassi, E. M. Synthesis, crystal structure,
spectroscopic characterization, hirshfeld surface analysis, molecular docking
studies and DFT calculations, and antioxidant activity of 2-oxo-1,2-
dihydroquinoline-4-carboxylate derivatives. Journal of Molecular Structure 2019,
1188, 255-268.

Chen, Y.; Xiao, H.; Zheng, J.; Liang, G. Structure-thermodynamics-antioxidant
activity relationships of selected natural phenolic acids and derivatives: an
experimental and theoretical evaluation. PLOS ONE 2015, 10 (3), 1-20.
Wibowo, H. B.; Abdillah, L. H. Penentuan tetapan kecepatan dan suhu reaksi
untuk memilih proses pembuatan butadien. Sains dan Teknologi Dirgantara
2014, 9 (1), 35-42.

Rajan, V.; Muraleedharan, K. The pKa values of amine based solvents for CO2
Capture and its temperature dependence-an analysis by density functional
theory. International Journal of Greenhouse Gas Control 2017, 58, 62-70.
Raphael, K. L.; Kraut, J. A. Assessing acid-base status in patients with CKD:
does measurement of blood ph matter? American Journal of Kidney Diseases

50



(48)
(49)

(50)

(51)

(52)

(53)

(54)
(55)
(56)

(57)

(58)

(59)

2021, 77 (1), 9-11.

Barret, R. Lipinski's rule of five. Therapeutical Chemistry 2018, 97-100.
Goodwin, R. J. A.; Bunch, J.; McGinnity, D. F. Mass spectrometry imaging in
oncology drug discovery. Advances in Cancer Research 2017, 134, 133-171.
Pratiwi, R.; Mahmudah, D. I. A.; Saptarini, N. M.; Suherman, M.; Megantara, S.
Comparison of partition coefficient (Log P) of drugs: computational and
experimental data study. International Journal of Applied Pharmaceutics 2023,
15 (2), 155-162.

Rachmania, R. A.; Supandi; Larasati, O. A. Analisis in-silico senyawa diterpenoid
lakton herba sambiloto (Andrographis paniculata Nees) pada reseptor alpha-
glucosidase sebagai antidiabetes tipe Il. Pharmacy 2015, 12 (2), 210-222.
Putra, P. P.; Fauzana, A.; Lucida, H. In Silico analysis of physical-chemical
properties, target potential, and toxicology of pure compounds from natural
products. Indonesian Journal of Pharmaceutical Science and Technology 2020,
7 (3), 107-117.

Abouzari, M.; Pahlavani, P.; Izaditame, F.; Bigdeli, B. Estimating the chemical
oxygen demand of petrochemical wastewater treatment plants using linear and
nonlinear statistical models - a case study. Chemosphere 2021, 270, 1-19.
Aulani, F. N.; Muchtaridi. Aspek medisinal senyawa xanton sebagai anti kanker.
Farmaka 2016, 14 (2), 345-358.

Yeni; Supandi; Khalishah, Y. HKSA dan penambatan molekuler senyawa
turunan kumarin sebagai anti kanker kolon. Bioeduscience 2018, 2 (1), 45-52.
Mohanty, M.; Mohanty, P. S. Molecular docking in organic, inorganic, and hybrid
systems: a tutorial review. Monatshefte fur Chemie 2023, 154 (7), 683-707.
Tiwari, G.; Kumar, A.; Sharma, D. Molecular structure, spectroscopic (IR,
Raman, NMR, UV-Vis) and molecular docking studies of an anticancer drug:
isoDC81. Materials Today: Proceedings 2021, 1707-1713.

Velazquez-Libera, J. L.; Duran-Verdugo, F.; Valdes-Jimenez, A.; Nunez-
Vivanco, G.; Caballero, J. LigRMSD: a web server for automatic structure
matching and RMSD calculations among identical and similar compounds in
protein-ligand docking. Bioinformatics 2020, 36 (9), 2912-2914.

Castro-Alvarez, A.; Costa, A. M.; Vilarrasa, J. The performance of several
docking programs at reproducing protein-macrolide-like crystal structures.
Molecules 2017, 22 (1), 1-14.

51



	3562c4e0c9064ef642016f95fd80e3a5f5edb1fc51baaebbb4d9686389fc9b9c.pdf

