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Figure S1 (a) R2 and Q2 values from summary of fit model and (b)  the R2- and Q2- intercepts  

derived from 100 permutation tests for each of the solvent extracts 
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Figure S2 VIP plot with values more than 1.0 and error bars not crossing baseline 
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EA_switching3 #1957 RT: 11.50 AV: 1 NL: 4.68E6
F: FTMS + p ESI d Full ms2 611.2128@hcd30.00 [50.0000-640.0000]
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EA_switching1 #2037 RT: 11.90 AV: 1 NL: 1.56E4
F: FTMS + p ESI d Full ms2 387.1795@hcd30.00 [50.0000-415.0000]
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EA_switching1 #2063 RT: 12.05 AV: 1 NL: 5.61E4
F: FTMS - p ESI d Full ms2 301.2173@hcd30.00 [50.0000-325.0000]
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EA_switching3 #2057 RT: 12.07 AV: 1 NL: 9.14E7
F: FTMS + p ESI d Full ms2 659.4281@hcd30.00 [50.0000-690.0000]
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EA_switching3 #2059 RT: 12.09 AV: 1 NL: 4.36E4
F: FTMS - p ESI d Full ms2 277.2172@hcd30.00 [50.0000-300.0000]
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EA_switching3 #2127 RT: 12.48 AV: 1 NL: 2.07E7
F: FTMS - p ESI d Full ms2 327.1271@hcd30.00 [50.0000-355.0000]
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EA_switching3 #2237 RT: 13.11 AV: 1 NL: 1.59E8
F: FTMS + p ESI d Full ms2 593.2708@hcd30.00 [50.0000-625.0000]
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EA_switching3 #2267 RT: 13.28 AV: 1 NL: 2.35E6
F: FTMS - p ESI d Full ms2 329.2487@hcd30.00 [50.0000-355.0000]
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EA_switching1 #2293 RT: 13.35 AV: 1 NL: 5.37E6
F: FTMS + p ESI d Full ms2 581.3976@hcd30.00 [50.0000-610.0000]
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ea_switching3 #2321 RT: 13.58 AV: 1 NL: 1.88E6
F: FTMS + p ESI d Full ms2 641.4186@hcd30.00 [50.0000-675.0000]
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EA_switching3 #2363 RT: 13.82 AV: 1 NL: 8.34E3
F: FTMS - p ESI d Full ms2 255.1138@hcd30.00 [50.0000-280.0000]
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EA_switching1 #2387 RT: 13.89 AV: 1 NL: 9.80E4
F: FTMS - p ESI d Full ms2 281.2487@hcd30.00 [50.0000-305.0000]
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EA_switching3 #2617 RT: 15.25 AV: 1 NL: 4.89E7
F: FTMS + p ESI d Full ms2 427.3771@hcd30.00 [50.0000-455.0000]
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ea_switching3 #2721 RT: 15.83 AV: 1 NL: 7.95E6
F: FTMS + p ESI d Full ms2 567.4182@hcd30.00 [50.0000-600.0000]
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EA_switching3 #2737 RT: 15.92 AV: 1 NL: 8.14E5
F: FTMS + p ESI d Full ms2 565.4022@hcd30.00 [50.0000-595.0000]
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EA_switching3 #2825 RT: 16.41 AV: 1 NL: 1.08E6
F: FTMS + p ESI d Full ms2 551.2603@hcd30.00 [50.0000-580.0000]
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EA_switching1 #3041 RT: 17.56 AV: 1 NL: 5.46E7
F: FTMS + p ESI d Full ms2 887.5656@hcd30.00 [61.6667-925.0000]
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EA_switching1 #3101 RT: 17.90 AV: 1 NL: 6.81E6
F: FTMS + p ESI d Full ms2 790.5438@hcd30.00 [55.0000-825.0000]
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EA_switching1 #3241 RT: 18.68 AV: 1 NL: 2.83E7
F: FTMS + p ESI d Full ms2 936.6600@hcd30.00 [65.0000-975.0000]
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EA_switching1 #3429 RT: 19.74 AV: 1 NL: 9.10E6
F: FTMS + p ESI d Full ms2 834.6580@hcd30.00 [58.0000-870.0000]
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EA_switching3 #3569 RT: 20.58 AV: 1 NL: 3.67E6
F: FTMS + p ESI d Full ms2 893.5512@hcd30.00 [62.0000-930.0000]
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EA_switching3 #3653 RT: 21.05 AV: 1 NL: 2.49E8
F: FTMS + p ESI d Full ms2 871.5707@hcd30.00 [60.6667-910.0000]
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EA_switching1 #3757 RT: 21.59 AV: 1 NL: 2.70E5
F: FTMS + p ESI d Full ms2 930.6123@hcd30.00 [64.6667-970.0000]
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EA_switching1 #3973 RT: 22.80 AV: 1 NL: 7.48E5
F: FTMS + p ESI d Full ms2 982.7805@hcd30.00 [68.0000-1020.0000]
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Figure S3 MS/MS spectrums of molecular ion detected by LCMS/MS in positive and negative 

mode 

  

EA_switching1 #4297 RT: 24.63 AV: 1 NL: 3.13E6
F: FTMS + p ESI d Full ms2 814.5756@hcd30.00 [56.6667-850.0000]
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EA_switching1 #4977 RT: 28.47 AV: 1 NL: 8.96E6
F: FTMS + p ESI d Full ms2 842.6841@hcd30.00 [58.6667-880.0000]
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EA_switching1 #1565 RT: 9.24 AV: 1 NL: 1.72E6
F: FTMS + p ESI d Full ms2 530.3313@hcd30.00 [50.0000-560.0000]
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EA_switching1 #2473 RT: 14.38 AV: 1 NL: 6.76E6
F: FTMS + p ESI d Full ms2 788.5286@hcd30.00 [55.0000-825.0000]
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EA_switching1 #2585 RT: 15.00 AV: 1 NL: 5.22E5
F: FTMS + p ESI d Full ms2 609.4493@hcd30.00 [50.0000-640.0000]
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EA_switching1 #2669 RT: 15.47 AV: 1 NL: 2.13E6
F: FTMS + p ESI d Full ms2 794.5761@hcd30.00 [55.3333-830.0000]
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EA_switching1 #2537 RT: 14.74 AV: 1 NL: 3.11E6
F: FTMS + p ESI d Full ms2 840.5593@hcd30.00 [58.3333-875.0000]
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EA_switching1 #2737 RT: 15.85 AV: 1 NL: 2.70E6
F: FTMS + p ESI d Full ms2 768.5600@hcd30.00 [53.6667-805.0000]
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EA_switching1 #2573 RT: 14.93 AV: 1 NL: 2.10E6
F: FTMS + p ESI d Full ms2 740.5287@hcd30.00 [51.6667-775.0000]
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EA_switching1 #2841 RT: 16.44 AV: 1 NL: 1.19E6
F: FTMS + p ESI d Full ms2 720.5601@hcd30.00 [50.3333-755.0000]
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11. m/z 692.3838 

Figure S4 MS/MS spectrums of metabolites from cluster of glycerophospholipids identified in 

EtOAc extract of I. galbana. in positive mode 
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Figure S5 Full molecular network of EtOAc extract of I. galbana showing 13 clusters including 

cluster of glycerophospholipids (cluster no. 1) with 11 new identified putative structures. Green 

node is EtOAc extract and red node is blank sample. 
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Figure S6 Representatives 1D 500 MHz 1H NMR individual spectrum of (a) hexane (Hex), (b) 

ethyl acetate (EtOAc), (c) absolute ethanol (EtOH), (d) 50% ethanol (AqE) and (e) aqueous (Aq) 

extracts of I. galbana. 


