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28 Fig. S1 OSC-PLS-DA analysis of datasets from liver between high-dosed, low-dosed and control group of both 

29 genders. Scores plots (A and D), color-coded loading plots (B, C and E, F) for female and male rats, 

30 respectively. The color bar corresponds to the weight of the corresponding variable in the discrimination of 

31 statistically significant (Red) or no significant (Blue). Positive and negative peaks indicate a relatively decreased 

32 and increased metabolite level in the PZA groups.
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44 Fig. S2 OSC-PLS-DA analysis of datasets from serum between high-dosed, low-dosed and control group of 

45 both genders. Scores plots (A and C), color-coded loading plots (B and D) for female and male rats, respectively. 

46 The color bar corresponds to the weight of the corresponding variable in the discrimination of statistically 

47 significant (Red) or no significant (Blue). Positive and negative peaks indicate a relatively decreased and 

48 increased metabolite level in the PZA groups.
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50 Fig. S3 Two-dimensional STOCSY analysis of rat liver extraction regions from 0.65 ppm to 2.74 ppm aided to 

51 identify peaks of glutamate and glutamine, regions from 2.74 ppm to 4.82 ppm used to identify taurine, and 

52 regions from 7.5 ppm to 9.7 ppm for identification of inosine, NAD+ and NADP+. The degree of correlation 

53 across the spectrum has been color coded and projected on the spectrum. The STOCSY enabled the assignments 

54 of these six metabolites as glutamate, glutamine, taurine, inosine, NAD+ and NADP+, respectively.
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56 Fig. S4 OSC-PLS-DA scatter plot from livers (A and B) and serum (C and D) of two genders of the statistical 

57 validations obtained by 200 times permutation tests, with R2 and Q2 values in the vertical axis, the correlation 

58 coefficients (between the permuted and true class) in the horizontal axis, and the ordinary least squares (OLS) 

59 line for the regression of R2 and Q2 on the correlation coefficients.
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61 Fig. S5 Histograms for permutation test scores of OSC-PLS-DA models on the basis of 2000 permutations: the 

62 red arrows indicate the performance based on the original labels, significant for a p-value less than 0.05.
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67 Fig. S6 Overlay of the HSQC contour plots and TOCSY contour plots with assignments of most metabolites; 

68 HSQC (A) and TOCSY (B) spectra for liver extract.
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70 Fig. S7 Overlay of the HSQC contour plots and TOCSY contour plots with assignments of most metabolites; 

71 HSQC (A) and TOCSY (B) spectra for serum.
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