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INTRODUCTION

Nuclear Magnetic Resonance (NMR) spectroscopy has been established as one of the most popular tools for high-throughput characterization of metabolites present in complex biological mixtures. It is a non-destructive, highly reproducible and versatile technique,
and allows the user to “interrogate” the same sample in different ways by selecting different pulses and acquisition parameters in order to obtain complementary information [1]. An NMR spectrum is composed by resonances of a huge number of metabolites where
each metabolite may contribute to the NMR spectra with many individual signals. Depending on the final goal, different approaches can be applied to analyze the samples in a dataset. An untargeted analysis of the sample fingerprint can be enough to discriminate
groups in a study, or very useful for finding 'hot spots' in an exploratory analysis. Otherwise, a targeted analysis of the metabolite profile using regions of interest (ROls) can be performed in order to find molecular patterns of the samples under study [2]. We present a
package that allows the user to use both approaches and to include unknown signals and 2D acquisitions for an exhaustive analysis of the NMR data.
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*The reference panel gives the user the chance to visualize reference compounds in 1D NOESY, 2D JRES, 2D COSY and 2D
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CONCLUSIONS REFERENCES
*The fingerprint analysis allows the user to find hotspot regions through correlation and covariance functions using all the spectra and the metadata,  [1] Nicholson JK, et al. (1999) : Metabonomics: understanding the metabolic responses of living systems to
which is very useful to detect relevant information in an untargeted step. pathophysiological stimuli via multivariate statistical analysis of biological NMR spectroscopic data. Xenobiotica
*The combination of user-interaction and automatic quantification methods makes this tool a good agreement between editability and robustness,| 29(11):1181-1189
avoiding black-box processes and subjectivities sample-sample. [2] Gomez, J et al. (2015): Dolphin 1D: Improving Automation of Targeted Metabolomics in Multi-matrix
*The reference panel helps the user to identify metabolites using different NMR pulses of reference compounds. It allows the user to visally check Datasets of 1H-NMR Spectra. 9th International Conference on Practical Applications of Computational Biology
*The output Plots2Check allows the user to visually check the quantifications that have not passed a quality threshold and rapidly detect the variables to| | and Bioinformatics 59-67
correct for improving the results. [3] GOmez, J et al. (2014): Dolphin: a tool for automatic targeted metabolite profiling using 1D and 2D 'H-NMR

data. Analytical and Bioanalytical Chemistry 406:7967-7976



