Table S1. LC-ESI-UHR-QqTOF-MS data of organic acids and phenolic compounds identified in ethanolic extracts obtained from
sugarcane straw.

Formula- m/z Measured MS/MS fragments

Name H [M-H]- (m/2)
Organic acids

Quinic acid CHuOs  191.0 85,75, 59
Malic acid CHeOs  133.0 71,115, 59
Citric acid CH-Or 1911 111, 87, 57,67
Sebacic acid CiwoHizOs  201.1 139, 183, 201
Azelaic acid CoHisOs  187.1 125, 169, 187
Aconitic acid CeHeOs  173.0

Hydroxybenzoic acids

1-O-Vanilloyl-3-D-glucose CuHizOy  329.0 167

Vanillic acid CsH7O:s  167.0 108, 119, 152
Protocatechuic acid C/Hs0Os  153.0 109, 153
2,5-Dihydrobenzoic acid C/Hs0Os  153.0 109, 153

2,4 Dihydrobenzoic acid C/HsOs  153.0 109, 153
Gentisic acid 2-O-B-glucoside CisH1i500  315.1 108, 152
Gentisic acid 5-O-f-glucoside CisH1s09 315.1 109, 153
Protocatechuic acid 4-p-glucoside CisH1s09  315.1 109, 153
4-Hydroxybenzoic acid C/HsOs  137.0 137
3,4-Dihydroxybenzaldehyde CHsOs  137.0 93,137
4-Hydroxybenzaldehyde CHsO2  121.0 121
Hydroxybenzoic-4- f-glucoside CisH1is0s 299.1 108, 152
Hydroxycinnamic acids

Neochlorogenic acid CisH1i7O9  353.1 135,179, 191
Chlorogenic acid CisH1709  353.1 191
4-Caffeoylquinic acid isomer 1 CisH17O9  353.1 135,173,179, 191
4-Caffeoylquinic acid isomer 2 CisH170s  353.1 191
cis-5-O-p-Coumaroylquinic acid isomer 1 CiH17O0s  337.1 119, 163
cis-5-O-p-Coumaroylquinic acid isomer 2 CisH170s  337.1 93, 163, 173, 191
cis-5-O-p-Coumaroylquinic acid isomer 3 CisH170s  337.1 191
3-O-Feruloylquinic acid Ci7H109  367.1 134,193
trans-3-Feruloylquinic acid Ci7H109  367.1 173

Caffeic acid CoHsOs  179.0 135, 179
Ferulic acid Ci1oHeOs 1931 134
Isoferulic acid Ci1oHoOs  193.0 134, 161, 193
p-Coumaric acid CoH-Os  163.0 119
p-Coumaric acid isomer CH-Os  163.0 119
Caffeoylquinic acid CisH1s09  515.1 515
1,3-Dicaffeoylquinic acid CasH23012 515.1 173, 179, 191, 335, 353
Caffeoylshikimic acid C2sH2s01s 335.1 135, 161, 179
1,3-Dicaffeoylquinic acid CosH2012 335.1 135, 161, 179
Flavones

Apigenin-8-C-glucoside isomer 1 C21H19010 431.1 89,179



Apigenin-8-C-glucoside isomer 2
Apigenin-6-C-glucoside

Isoschaftoside

Neoschaftoside
Apigenin-6-C-arabinoside-8-C-glucoside
Luteolin-8-C-glucoside

Vitexin 2"-O-beta-L-rhamnoside

Apigenin 7-O-neohesperidoside isomer 1
Apigenin 7-O-neohesperidoside isomer 2
6-Methoxyluteolin 7-rhamnoside
Tricin-O-neohesperoside isomer 1
Tricin-O-neohesperoside isomer 2
Tricin-7-O-glucoside
Tricin-7-O-rhamnosyl-glucuronide
Tricin-4-(O-erythro) ether glucoside isomer 1
Tricin-4-(O-erythro) ether glucoside isomer 2
Tricin

C21H19010
C21H19010
C26H27014
C26H27014
C26H27014
C21H190n1
C27H20014
C27H29014
C27H20014
C2H21011
C29H33016
C29H33016
C25H31010
C29H31017
Cs3H35016
Cs3H35016
CizH1:07

431.1
431.1
563.1
563.1
563.1
447.1
577.2
577.2
577.2
461.1
637.2
637.2
491.2
651.2
687.2
687.2
329.1
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Figure S1. LC-ESI-UHR-QqTOF-MS chromatogram of organic acids and phenolic compounds identified in the sugarcane straw extract-based ingredient.
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—MP 1_17_1_5255.d: EIC 153.0024 -All MS protocatehuic_gentisic —MP 1_17_1_5255.d: EIC 191.0000 -All MS quini_citric acids —MP 1_17_1_5255.d: EIC 133.0000 -All MS malic acid
— MP 1_17_1_5255.d: EIC 201.0000 -All MS sebacic acid —MP 1_17_1_5255.d: EIC 329.0000 -All MS vanillic acid glucoside —MP 1_17_1_5255.d: EIC 137.0000 -All MS dihydroxybenzaldehyde
— MP 1_17_1_5255.d: EIC 121.0000 -All MS hydroxybenzalheyde —MP 1_17_1_5255.d: EIC 299.0000 -All MS hydroxybenzoic — MP 1_17_1_5255.d: EIC 353.0000 -All MS chlorog
——MP1_17_1_5255.d: EIC 337.0000 -All MS coumaroylquinic —MP 1_17_1_5255.d: EIC 367.0000 -All MS feruloylquinic acids —MP1_17_1 5255.d: EIC 179.0000 -All MS caffeic acid
—MP 1_17_1_5255.d: EIC 193.0000 -All MS ferulic acids —MP 1_17_1_5255.d: EIC 163.0000 -All MS coumaric acid —MP 1_17_1_5255.d: EIC 515.0000 -All MS caffeoylquinic
MP 1_17_1_5255.d: EIC 335.0000 -All MS caffeoylshikimic —MP 1_17_1_5255.d: EIC 431.0000 -All MS vitexin —MP 1_17_1_5255.d: EIC 563.0000 -All MS schaftoside_isochaftoside
MP 1_17_1"5255.d: EIC 447.0000 -All MS orientin — MP 1_17_1_5255.d: EIC 577.0000 -All MS luteolin-6-C-arabinosy! — MP 1_17_1_5255.d: EIC 461.0000 -All MS diosmetin -glucoside
—MP 1_17_1_5255.d: EIC 637.0000 -All MS tricins —MP 1_17_1_5255.d: EIC 491.0000 -All MS tricin-7-gluc ——MP 1_17_1_5255.d: EIC 651.0000 -All MS tricin-rhamnosyl
— MP 1_17_1_5255.d: EIC 687.0000 -All MS tricin ether gluc — MP 1_17_1_5255.d: EIC 187.0000 -All MS azelaic acid —MP 1_17_1_5255.d: EIC 167.0036 -All MS

——MP1 17 1 5255.d: EIC 173.0026 -All MS aconitic acid




