Table S1. General characteristics of potential biomarkers tentatively identified in the negative and positive ESI modes in the group of the women: stage D&J (implementation
of dietary recommendations and beetroot juice supplementation) versus stage D (implementation of dietary recommendations without beetroot juice supplementation)

Metabolites ESI Molecular m/z _. . Dysregu- .
(ID in HMDB) mode RT weight m/z Adducts diff. Fit (%) lation FC p-value Subpathway(s) involved
Norepinephrine . .
(HMDBO0000216) - 0.83 169.0739 168.0660 M-HJ[-] -0.0006 0.97 UP 1.3 0.006 noradrenaline and adrenaline deg.
Vanilpyruvic acid . .
(HMDB0011714) - 6.61 210.0528 209.0453 M-HI-] -0.0003 0.97 ur 2.3 0.006 noradrenaline and adrenaline deg.
3-Methoxy-4-hydroxyphenyl- . .
glycolaldehyde (HMDB0004061) + 495 182.0579 200.0922 M+NH3+H[1+] 0.0005 0.86 [8)5 1.6 0.002 noradrenaline and adrenaline deg.
3,4-Dihydroxymandelic acid 193  184.0372 229.0344 M+HCOO[-] -0.0004 0.78 UP 123 0002  noradrenaline and adrenaline de
(HMDB0001866) ‘ ' ‘ ' ' e &
Vanillylmandelic acid 434 198.0528 197.0452  M-H[-]  -0.0004 0.80 UP 63 0.004  noradrenaline and adrenaline de
(HMDB0000291) ' ' ' ' ' e &
Vanylglycol . .
(HMDBO0001490) - 571 184.0736 165.0551 M-H20-H[-] -0.0006 0.88 UP 2.0 0.004 noradrenaline and adrenaline deg.
Leucodopachrome .
(HMDB0004067) - 576 195.0532 176.0345 M-H20-H[-] -0.0008 0.93 UP 68 0.004 L-dopa and L-dopachrome bios.
5,6-Dihydroxyindole .
(HMDB0004058) + 4.66 149.0477 150.0555  M+H[1+] 0.0005 0.80 UP 14.1 0.006 L-dopa and L-dopachrome bios.
5-Hydroxyindoleacetic acid 551 191.0582 236.0558 M+HCOO[] -0.0001 0.92 UP 553 0.002 serotonin and melatonin de
(HMDB0000763) ' ' ' ' ' e &
N-Acetylserotonin + 421 2181055 1100605 M+2H[2+] 0.0005 0.91 UP 1002 0.004 serotonin and melatonin de
(HMDB0001238) ' ' ' ' ' i &
Acetyl-N-formyl-5-methoxy- . .
kynurenamine (HMDB0004259) - 406 264.1110 309.1090 M+HCOOI[-] 0.0003 0.98 UP 1.5 0.002 serotonin and melatonin deg.
N-Acetyl-5-methoxykynuramine . .
(HMDB0062497) - 487 236.1161 281.1141 M+HCOOI[-] 0.0004 0.98 [8)5 2.3 0.010 serotonin and melatonin deg.
5-Hydroxytryptophol + 343 177.0790 160.0763 M-H20+H[1+] 0.0006 0.88 UP 6.8 0.002 serotonin and melatonin de
(HMDB0001855) ‘ ' ‘ ' ' S &
Indoleacetaldehyde
(FIMDB0001190) + 343 159.0684 160.0763  M+H[1+]  0.0006 0.93 UP 6.8  0.002 L-tryptophan deg.
Oxoadipic acid
(HMDBO000225) - 200 160.0372 205.0349 M+HCOO[-] 0.0001 0.83 UP 1.5 0.006 L-tryptophan deg,
A : .

cetamidobutanoic acid o407 1450739 108.0449 M-2H20-H[-] -0.0005 0.89 UP 69 0.002 putrescine deg. III

(HMDB0003681)
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purine nucleotide bios.

ESI - electrospray ionization; Fit(%) - score that indicates the percentage of peaks in the library MS/MS spectrum found in the query spectrum; HMDB - Human Metabolome
Database; RT — retention time; m/z - ratio of the weight of the compound to the electric charge; m/z diff. - m/z difference; FC — fold change: UP - direction of change D&] vs.

D; deg. — degradation; bios. - biosynthesis



Table S52. General characteristics of potential biomarkers tentatively identified in the negative and positive ESI modes in the group of men: stage D&] (implementation of

dietary recommendations and beetroot juice supplementation) versus stage D (implementation of dietary recommendations without beetroot juice supplementation)

?I/I];t?:;l;t;;m nfosc{e RT 1:‘4&1:;;11: m/z Adducts CIII:Z (lz/tt) Dlya S:;iu- FC p-value Subpathway(s) involved
?;’;gg‘g&%gg) ~ 084 169.0739  168.0662 M-H[-] 0.0004 097  UP 22 0.004 noradrenaline and adrenaline deg.
f’gﬁé}gﬁgzgandehc acid o191 1840372 229.0350 M+HCOO[-]  0.0002 0.78 UP 185  0.002 noradrenaline and adrenaline deg.
?ﬁﬁé@%ﬁf}%’;ﬁ?enﬂglyml - 551 1700579 133.0292 M-2H20-H[-] -0.0003 0.78 UP 18  0.004 noradrenaline and adrenaline deg.
f’ﬁi\?};}%%g%’;gandelaldehyde + 960 168.0423 186.0765 M+NH3+H[1+] 0.0005 0.86 UP 15  0.002 noradrenaline and adrenaline deg.
Eﬁgﬁgogg%) - 551 2120685 193.0503 M-H20-H[-] -0.0002 0.90 UP 18  0.004 noradrenaline and adrenaline deg.
?ﬁ;}g}g&zgg;f; acid .~ 435 198.0528  197.0450 M-H[-] -0.0006  0.80 UP 65  0.002 noradrenaline and adrenaline deg.
fﬁﬁéﬁ%ﬁ;‘;ﬁﬁgme + 464 149.0477 1500556  M+H[1+] 0.0007  0.80 UP 86  0.002 L-dopa and L-dopachrome bios.
(L;‘;;g‘;%%x%gne - 575 195.0532 176.0346 M-H20-H[-] -0.0006 093  UP 45 0.002 L-dopa and L-dopachrome bios.
?;E%‘gooogze;?hyd“’bi"pterin ¢ 348 2571124 280.1015  M+Na[l+]  -0.0002 096  UP 32 0.002 catecholamine bios.
?:&g;gggf;;‘;‘cem acid - 121 2000321 2450309 M+HCOO[-] 00012 094  UP 71 0.002 L-tyrosine deg. I
5-Hydroxyindoleacetic acid - 551 191.0582 236.0562 M+HCOO[-]  0.0003 0.92 UP 669  0.002 serotonin and melatonin deg.
(HMDB0000763)

g;ﬁj;gg;gﬁgog)‘m + 419 2181055 1100606  M+2H[2+]  0.0005 091 UP 443  0.002 serotonin and melatonin deg.
giﬁcggyolgzgg’;;m glucuronide ~ 531 3941376 1960610  M=2H[2-]  -0.0006 073  UP 26 0.004 serotonin and melatonin deg.
gﬁﬁgg&iﬂ;?oxykymramine + 353 2361161 2750790  M+K[1+] 0.0002 085  UP 21 0.002 serotonin and melatonin deg.
Eﬁgﬁ;&%ﬁm + 404 161.0841 1450654 M-NH3+H[1+] 0.0006 0.83 UP 33 0.002 L-tryptophan deg.
4-Acetamidobutanoic acid - 405 1450739 108.0451 M-2H20-H[-] -0.0004 089  UP 116  0.002 putrescine deg. ITI

(HMDB0003681)
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ESI - electrospray ionization; Fit(%) - score that indicates the percentage of peaks in the library MS/MS spectrum found in the query spectrum; HMDB — Human Metabolome

Database; RT - retention time; m/z - ratio of the weight of the compound to the electric charge; m/z diff. — m/z difference; FC - fold change: UP - direction of change D&] vs.

D; deg. — degradation; bios. - biosynthesis



