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Rapid discrimination of Curcuma longa and Curcuma xanthorrhiza using Direct Analysis in Real Time
Mass Spectrometry and Near Infrared Spectroscopy. Spectrochimica Acta - Part A: Molecular and
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2 Quantification of Silymarin in Silybi mariani fructus: Challenging the Analytical Performance of
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3 A unique approach for in-situ monitoring of the THCA decarboxylation reaction in solid state.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2022, 267, 120471. 2.0 5

4 Portable vs. Benchtop NIR-Sensor Technology for Classification and Quality Evaluation of Black
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5 The Crosslinker Matters: Vinylimidazole-Based Anion Exchange Polymer for Dispersive Solid-Phase
Extraction of Phenolic Acids. Separations, 2022, 9, 72. 1.1 1

6

Visible and Near-Infrared hyperspectral imaging (HSI) can reliably quantify CD3 and CD45 positive
inflammatory cells in myocarditis: Pilot study on formalin-fixed paraffin-embedded specimens from
myocard obtained during autopsy. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 274, 121092.
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7 Miniaturized NIR Spectroscopy in Food Analysis and Quality Control: Promises, Challenges, and
Perspectives. Foods, 2022, 11, 1465. 1.9 64

8
In silico NIR spectroscopy â€“ A review. Molecular fingerprint, interpretation of calibration models,
understanding of matrix effects and instrumental difference. Spectrochimica Acta - Part A: Molecular
and Biomolecular Spectroscopy, 2022, 279, 121438.
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9 Infrared and near-infrared spectroscopic techniques for the quality control of herbal medicines. ,
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10 Post-Mortem Interval of Human Skeletal Remains Estimated with Handheld NIR Spectrometry. Biology,
2022, 11, 1020. 1.3 7

11 Theae nigrae folium: Comparing the analytical performance of benchtop and handheld near-infrared
spectrometers. Talanta, 2021, 221, 121165. 2.9 39

12 Analytical Study of Solutionâ€•Processed Tin Oxide as Electron Transport Layer in Printed Perovskite
Solar Cells. Advanced Materials Technologies, 2021, 6, 2000282. 3.0 16

13 Near-infrared spectroscopy in quality control of Piper nigrum: A comparison of performance of
benchtop and handheld spectrometers. Talanta, 2021, 223, 121809. 2.9 36

14 Fatty acid profiling of bovine milk and cheese from six European areas by GCâ€•FID and GCâ€•MS.
International Journal of Dairy Technology, 2021, 74, 215-224. 1.3 14

15 Hyperspectral imaging as a diagnostic tool to differentiate between amalgam tattoos and other dark
pigmented intraoral lesions. Journal of Biophotonics, 2021, 14, e202000424. 1.1 4
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Challenging handheld NIR spectrometers with moisture analysis in plant matrices: Performance of
PLSR vs. GPR vs. ANN modelling. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2021, 249, 119342.

2.0 29

17 NIR spectroscopy of natural medicines supported by novel instrumentation and methods for data
analysis and interpretation. Journal of Pharmaceutical and Biomedical Analysis, 2021, 193, 113686. 1.4 43

18 Principles and Applications of Miniaturized Nearâ€•Infrared (NIR) Spectrometers. Chemistry - A European
Journal, 2021, 27, 1514-1532. 1.7 169
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19 Advances, challenges and perspectives of quantum chemical approaches in molecular spectroscopy of
the condensed phase. Chemical Society Reviews, 2021, 50, 10917-10954. 18.7 34

20 Novel near-infrared and Raman spectroscopic technologies for print and photography identification,
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Mid-infrared spectroscopy as process analytical technology tool for estimation of THC and CBD
content in Cannabis flowers and extracts. Spectrochimica Acta - Part A: Molecular and Biomolecular
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Simultaneous Quantification of 14 Compounds in Achillea millefolium by GC-MS Analysis and
Near-Infrared Spectroscopy Combined with Multivariate Techniques. Journal of Analytical Methods in
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23 Current and future research directions in computer-aided near-infrared spectroscopy: A perspective.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021, 254, 119625. 2.0 26

24 Application of midâ€•infrared microscopic imaging for the diagnosis and classification of human
lymphomas. Journal of Biophotonics, 2021, 14, e202100079. 1.1 7

25 Theoretical Simulation of Near-Infrared Spectrum of Piperine: Insight into Band Origins and the
Features of Regression Models. Applied Spectroscopy, 2021, 75, 1022-1032. 1.2 20

26 Anharmonic DFT Study of Near-Infrared Spectra of Caffeine: Vibrational Analysis of the Second
Overtones and Ternary Combinations. Molecules, 2021, 26, 5212. 1.7 12

27 Innovative Combination of Dispersive Solid Phase Extraction Followed by NIR-Detection and
Multivariate Data Analysis for Prediction of Total Polyphenolic Content. Molecules, 2021, 26, 4807. 1.7 3

28
Spectra-structure correlations in NIR region of polymers from quantum chemical calculations. The
cases of aromatic ring, C=O, Câ‰¡N and C-Cl functionalities. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2021, 262, 120085.

2.0 26

29 Near-Infrared Spectra of High-Density Crystalline H<sub>2</sub>O Ices II, IV, V, VI, IX, and XII. Journal of
Physical Chemistry A, 2021, 125, 1062-1068. 1.1 6

30 Bio-applications of NIR Spectroscopy. , 2021, , 413-435. 3

31 Cell-specific expression of <i>Hfe</i> determines the outcome of <i>Salmonella enterica</i> serovar
Typhimurium infection in mice. Haematologica, 2021, 106, 0-0. 1.7 4

32
Insect Protein Content Analysis in Handcrafted Fitness Bars by NIR Spectroscopy. Gaussian Process
Regression and Data Fusion for Performance Enhancement of Miniaturized Cost-Effective
Consumer-Grade Sensors. Molecules, 2021, 26, 6390.

1.7 25

33 Anharmonicity and Spectraâ€“Structure Correlations in MIR and NIR Spectra of Crystalline Menadione
(Vitamin K3). Molecules, 2021, 26, 6779. 1.7 5

34 Near-Infrared (NIR) Sensors in Environmental Analysis. , 2021, , . 2

35
The coupling of localised, vibrational modes â€“ Probing OH-bands of organic molecules via a two
dimensional Numerov approach. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2020, 224, 117377.
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36 Present and Future of Surface-Enhanced Raman Scattering. ACS Nano, 2020, 14, 28-117. 7.3 2,153
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37 Quantification of melamine in infant formula using a handheld Raman spectrometer â€“ Performance
boost with customized Arduino-controlled rotation setup. Talanta, 2020, 209, 120488. 2.9 12

38 Deposition-Dependent Morphology and Infrared Vibrational Spectra of Brominated
Tetraazaperopyrene Layers. Journal of Physical Chemistry C, 2020, 124, 769-779. 1.5 2

39 Enriching and Quantifying Porous Single Layer 2D Polymers by Exfoliation of Chemically Modified van
der Waals Crystals. Angewandte Chemie - International Edition, 2020, 59, 5683-5695. 7.2 31

40 Enriching and Quantifying Porous Single Layer 2D Polymers by Exfoliation of Chemically Modified van
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41 Scald-Cold: Joint Austrian-Italian consortium in the Euregio project for the comprehensive dissection
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44 Principles and Applications of Vibrational Spectroscopic Imaging in Plant Science: A Review. Frontiers
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45 Near-Infrared Spectroscopy as a Rapid Screening Method for the Determination of Total Anthocyanin
Content in Sambucus Fructus. Sensors, 2020, 20, 4983. 2.1 29

46 Suitability of Biodegradable Materials in Comparison with Conventional Packaging Materials for the
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47 Effect of conformational isomerism on NIR spectra of ethanol isotopologues. Spectroscopic and
anharmonic DFT study. Journal of Molecular Liquids, 2020, 310, 113271. 2.3 14
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Vibrational coupling to hydration shell â€“ Mechanism to performance enhancement of qualitative
analysis in NIR spectroscopy of carbohydrates in aqueous environment. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2020, 237, 118359.
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49 Amino Acid Profiles and Compositions of Different Cultivars of Panicum miliaceum L..
Chromatographia, 2020, 83, 829-837. 0.7 16

50 Near-Infrared Spectroscopy in Bio-Applications. Molecules, 2020, 25, 2948. 1.7 185

51 Preliminary study on using near-infrared spectroscopy at 1.6â€“2.4Â Âµm for document examination.
Infrared Physics and Technology, 2020, 105, 103212. 1.3 6

52 Differentiation of South African Game Meat Using Near-Infrared (NIR) Spectroscopy and Hierarchical
Modelling. Molecules, 2020, 25, 1845. 1.7 10

53 Biomolecular and bioanalytical applications of infrared spectroscopy â€“ A review. Analytica Chimica
Acta, 2020, 1133, 150-177. 2.6 107

54 Handheld near-infrared spectrometers: Where are we heading?. NIR News, 2020, 31, 28-35. 1.6 96
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Solvation effects on wavenumbers and absorption intensities of the OH-stretch vibration in phenolic
compounds â€“ electrical- and mechanical anharmonicity <i>via</i> a combined DFT/Numerov approach.
Physical Chemistry Chemical Physics, 2020, 22, 13017-13029.

1.3 14

56 Investigations into the total antioxidant capacities of cultivars of gluten-free grains using
near-infrared spectroscopy. Food Control, 2019, 95, 189-195. 2.8 20

57
At-Line Monitoring of the Extraction Process of Rosmarini Folium via Wet Chemical Assays, UHPLC
Analysis, and Newly Developed Near-Infrared Spectroscopic Analysis Methods. Molecules, 2019, 24,
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58
Investigations into the use of handheld near-infrared spectrometer and novel semi-automated data
analysis for the determination of protein content in different cultivars of Panicum miliaceum L..
Talanta, 2019, 205, 120115.
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59 Improved Intestinal Mucus Permeation of Vancomycin via Incorporation Into Nanocarrier Containing
Papain-Palmitate. Journal of Pharmaceutical Sciences, 2019, 108, 3329-3339. 1.6 11

60 Identification of the historic photographic print materials using portable NIR and PCA. Microchemical
Journal, 2019, 150, 104202. 2.3 7

61 IR Spectra of Crystalline Nucleobases: Combination of Periodic Harmonic Calculations with
Anharmonic Corrections Based on Finite Models. Journal of Physical Chemistry B, 2019, 123, 10001-10013. 1.2 18

62 The essential role of omni-capable research laboratories in advancing analytical spectroscopy. NIR
News, 2019, 30, 30-34. 1.6 0

63 Investigations into the Performance of a Novel Pocket-Sized Near-Infrared Spectrometer for Cheese
Analysis. Molecules, 2019, 24, 428. 1.7 38

64 Spectraâ€“Structure Correlations in Isotopomers of Ethanol (CX3CX2OX; X = H, D): Combined
Near-Infrared and Anharmonic Computational Study. Molecules, 2019, 24, 2189. 1.7 19

65 Resonant Plasmonic Nanoslits Enable in Vitro Observation of Single-Monolayer Collagen-Peptide
Dynamics. ACS Sensors, 2019, 4, 1966-1972. 4.0 16

66
Novel asymmetric 1,3-di(alkyloxy)imidazolium based ionic liquids for liquid-phase microextraction of
selected analgesics and estrogens from aqueous samples. Journal of Molecular Liquids, 2019, 289,
111157.

2.3 7
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The fundamental handbook for analytical spectroscopy. Release of the second edition of
â€˜Chemometrics in spectroscopyâ€™ by Howard Mark and Jerry Workman, Jr. and its impact on the
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68
Distinct Difference in Sensitivity of NIR vs. IR Bands of Melamine to Inter-Molecular Interactions with
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2019, 24, 1402.
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69 Forensic classification of black inkjet prints using Fourier transform near-infrared spectroscopy and
Linear Discriminant Analysis. Forensic Science International, 2019, 299, 128-134. 1.3 23

70 Celebrating the 20th Anniversary of NIR Spectroscopy at the University of Innsbruck, Austria:
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71 Critical Review on the Utilization of Handheld and Portable Raman Spectrometry in Meat Science.
Foods, 2019, 8, 49. 1.9 39

72 Comparison of Multivariate Regression Models Based on Water- and Carbohydrate-Related Spectral
Regions in the Near-Infrared for Aqueous Solutions of Glucose. Molecules, 2019, 24, 3696. 1.7 14
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Physical Review Applied, 2019, 11, . 1.5 11
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76 Breakthrough Potential in Near-Infrared Spectroscopy: Spectra Simulation. A Review of Recent
Developments. Frontiers in Chemistry, 2019, 7, 48. 1.8 170

77 Hemodialysis monitoring using midâ€• and nearâ€•infrared spectroscopy with partial least squares
regression. Journal of Biophotonics, 2018, 11, e201700365. 1.1 14

78
Noninvasive, highâ€•speed, nearâ€•infrared imaging of the biomolecular distribution and molecular
mechanism of embryonic development in fertilized fish eggs. Journal of Biophotonics, 2018, 11,
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79 Infrared spectroscopic imaging studies of medicinal plants. NIR News, 2018, 29, 9-14. 1.6 0
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Handling of uncertainty due to interference fringe in FT-NIR transmittance spectroscopy â€”
Performance comparison of interference elimination techniques using glucose-water system.
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81 In-situ surface-enhanced Raman scattering and FT-Raman spectroscopy of black prints. Vibrational
Spectroscopy, 2018, 94, 16-21. 1.2 12

82 Near-infrared and Mid-infrared Spectroscopic Techniques for a Fast and Nondestructive Quality
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85 Direct Determination of Ni2+-Capacity of IMAC Materials Using Near-Infrared Spectroscopy. Molecules,
2018, 23, 3072. 1.7 6

86
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87 Advanced Infrared Spectroscopic Technologies for Natural Product Quality Control. , 2018, , 279-294. 0

88 Near-IR Spectroscopy and Its Applications. , 2018, , 11-38. 24
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Chemistry C, 2018, 122, 15678-15687. 1.5 14
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100 Nanoantenna-Enhanced Infrared Spectroscopic Chemical Imaging. ACS Sensors, 2017, 2, 655-662. 4.0 19

101 Comparison of multivariate analysis methods for extracting the paraffin component from the
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folium Supported by Quantum Chemical Calculations. Planta Medica, 2017, 83, 1076-1084. 0.7 25

104 Surface-Enhanced Infrared Spectroscopy Using Resonant Nanoantennas. Chemical Reviews, 2017, 117,
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105 Temperature Drift of Conformational Equilibria of Butyl Alcohols Studied by Near-Infrared
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106 Selected latest applications of molecular spectroscopy in natural product analysis. Phytochemistry
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quantum chemistry and two-dimensional correlation spectroscopy for a better understanding of PLS
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108 Theoretical and technical advancements of near-infrared spectroscopy and its operational impact in
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formulations. Food Control, 2016, 68, 97-104.

2.8 40

118
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Optical Materials, 2016, 4, 1838-1845. 3.6 22

124
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145 Newly Fabricated Magnetic Lanthanide Oxides Coreâ€“Shell Nanoparticles in Phosphoproteomics.
Analytical Chemistry, 2015, 87, 4726-4732. 3.2 28

146 Gold Nanoantennas on a Pedestal for Plasmonic Enhancement in the Infrared. ACS Photonics, 2015, 2,
497-505. 3.2 76

147 Methods for detection of pork adulteration in veal product based on FT-NIR spectroscopy for
laboratory, industrial and on-site analysis. Food Control, 2015, 57, 258-267. 2.8 106
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