
Gisbert Schneider

List of Publications by Year
in descending order

Source: https://exaly.com/author-pdf/816294/publications.pdf

Version: 2024-02-01

429

papers

24,326

citations

72

h-index

10351

136

g-index

11288

515

all docs

515

docs citations

515

times ranked

21586

citing authors



Gisbert Schneider

2

# Article IF Citations

1 De Novo Molecular Design with Chemical Language Models. Methods in Molecular Biology, 2022, 2390,
207-232. 0.4 3

2 Perplexity-Based Molecule Ranking and Bias Estimation of Chemical Language Models. Journal of
Chemical Information and Modeling, 2022, 62, 1199-1206. 2.5 8

3 Î”-Quantum machine-learning for medicinal chemistry. Physical Chemistry Chemical Physics, 2022, 24,
10775-10783. 1.3 21

4 Identification of novel off targets of baricitinib and tofacitinib by machine learning with a focus on
thrombosis and viral infection. Scientific Reports, 2022, 12, 7843. 1.6 5

5 Translating from Proteins to Ribonucleic Acids for Ligandâ€•binding Site Detection. Molecular
Informatics, 2022, 41, . 1.4 3

6 TBIO-08. The molecular basis for rational targeting of FGFR-driven growth and invasiveness in
pediatric brain tumors. Neuro-Oncology, 2022, 24, i184-i184. 0.6 0

7 QMugs, quantum mechanical properties of drug-like molecules. Scientific Data, 2022, 9, . 2.4 37

8 Engineering of a functional Î³-tocopherol transfer protein. Redox Biology, 2021, 38, 101773. 3.9 5

9 Molecular Scaffold Hopping via Holistic Molecular Representation. Methods in Molecular Biology,
2021, 2266, 11-35. 0.4 4

10 Coloring Molecules with Explainable Artificial Intelligence for Preclinical Relevance Assessment.
Journal of Chemical Information and Modeling, 2021, 61, 1083-1094. 2.5 45

11 Artificial intelligence in drug discovery: recent advances and future perspectives. Expert Opinion on
Drug Discovery, 2021, 16, 949-959. 2.5 128

12
POS0091â€…OFF-TARGET PROFILING OF JANUS KINASE (JAK) INHIBITORS IN RHEUMATOID ARTHRITIS: A
COMPUTER-BASED APPROACH FOR DRUG SAFETY STUDIES AND REPURPOSING. Annals of the Rheumatic
Diseases, 2021, 80, 255.2-255.

0.5 0

13 Combining generative artificial intelligence and on-chip synthesis for de novo drug design. Science
Advances, 2021, 7, . 4.7 52

14 Learning from Nature: From a Marine Natural Product to Synthetic Cyclooxygenaseâ€•1 Inhibitors by
Automated De Novo Design. Advanced Science, 2021, 8, e2100832. 5.6 17

15 Beam Search for Automated Design and Scoring of Novel ROR Ligands with Machine Intelligence**.
Angewandte Chemie - International Edition, 2021, 60, 19477-19482. 7.2 40

16 High-mass MALDI-MS unravels ligand-mediated G proteinâ€“coupling selectivity to GPCRs. Proceedings of
the National Academy of Sciences of the United States of America, 2021, 118, . 3.3 9

17 Beamâ€•Search zum automatisierten Entwurf und Scoring neuer RORâ€•Liganden mithilfe maschineller
Intelligenz**. Angewandte Chemie, 2021, 133, 19626-19632. 1.6 1

18 Bioaffinity Screening with a Rapid and Sample-Efficient Autosampler for Native Electrospray Ionization
Mass Spectrometry. Analytical Chemistry, 2021, 93, 13342-13350. 3.2 3



3

Gisbert Schneider

# Article IF Citations

19 A critical overview of computational approaches employed for COVID-19 drug discovery. Chemical
Society Reviews, 2021, 50, 9121-9151. 18.7 128

20
Computer-Aided Design and Synthesis of a New Class of PEX14 Inhibitors: Substituted
2,3,4,5-Tetrahydrobenzo[F][1,4]oxazepines as Potential New Trypanocidal Agents. Journal of Chemical
Information and Modeling, 2021, 61, 5256-5268.

2.5 1

21 Geometric deep learning on molecular representations. Nature Machine Intelligence, 2021, 3, 1023-1032. 8.3 98

22 Identification of Synthetic Activators of Cancer Cell Migration by Hybrid Deep Learning.
ChemBioChem, 2020, 21, 500-507. 1.3 1

23 Bidirectional Molecule Generation with Recurrent Neural Networks. Journal of Chemical
Information and Modeling, 2020, 60, 1175-1183. 2.5 101

24 Rethinking drug design in the artificial intelligence era. Nature Reviews Drug Discovery, 2020, 19,
353-364. 21.5 394

25 Structural insights into the interaction of botulinum neurotoxin a with its neuronal receptor SV2C.
Toxicon, 2020, 175, 36-43. 0.8 3

26 Drug discovery with explainable artificial intelligence. Nature Machine Intelligence, 2020, 2, 573-584. 8.3 411

27 Morphing of Amphipathic Helices to Explore the Activity and Selectivity of Membranolytic
Antimicrobial Peptides. Biochemistry, 2020, 59, 3772-3781. 1.2 4

28
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