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Figure S1. Gradient of solvents; (A) super distilled water + 0.1 % TFA and (B) acetonitrile + 0.1 % TFA)
applied during isolation of compounds using analytical HPLC.
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Figure S2. Gradient of solvents; (A) super distilled water + 0.1 % TFA and (B) methanol + 0.1 % TFA) applied during isolation of
compounds using preparative HPLC.



Figure S3. 1D *H NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester
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Figure S4. 2D 1H-3C HMBC NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl

ester
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Figure S5. 2D 1H-13C Edited HSQC NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl

ester
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Figure S6. 2D 1H-'H COSY NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester
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Figure S7. 2D *H-'H ROESY NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester
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Figure S8. 1D *H NMR spectrum of bis(3-(3,4-dihydroxyphenyl)-1-methoxy-1-oxopropan-2-yl)-1-(3,4-
dihydroxyphenyl)-6,7-dihydroxy-1,2-dihydronaphthalene-2,3-dicarboxylate
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Figure S9. 2D tH-13C HMBC NMR spectrum of bis(3-(3,4—dihydroxyphenYI)-1-methoxy—1-oxopropan-2-y|)-1-(3,4—
dihydroxyphenyl)-6,7-dihydroxy-1,2-dihydronaphthalene-2,3-dicarboxylate
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Figure S10. 2D Edited 1H-3C HSQC NMR s ectrum of bis(3-(3,4-dihydroxyphenyl)-1-methoxy-1-oxopropan-2-yl)-
%3 4-dihydroxyphenyl)-6,7-dihydroxy-1, dlhydronapht alene-2,3- dicarboxylate

L JML

EchiumMJUBWF37501-2D-Edited-HSQC 1 1 E’Bruker:TopSpin4.0. T\data\mehdmnmr

F1 [ppm]

] 1) —

1

60

80

I
100

I
120

I
140

T T T T T T T T T T T T T T T T T T T T I
7 6 5 4 3 F2 [ppm]



Figure S11. 2D *H-13C HSQC-TOCSY NMR spectrum of bis(3-(3,4-dihydroxyphenyl)-1-methoxy-1-oxopropan-2-yl)-
%3 4-dihydroxyphenyl)-6,7-dihydroxy-1,2-dihydronapht alene 2,3-dicarboxylate
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Figure S12. 2D 1H-13C H2BC NMR spectrum of bis(3- ﬂ3 ,4- dlhg/droxyghenyl )-1-methoxy-1-oxopropan-2-yl)-1-(3,4-
dihydroxyphenyl)-6,7-dihydroxy-1, dlhydronaphtha ene-2,3-dicarboxylate
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Figure S13. 2D H-1H COSY NMR spectrum of bis(3-(3,4-dihydroxyphenyl)-1-methoxy-1-oxopropan-2-yl)-1-(3,4-

dihydroxyphenyl)-6,7-dihydroxy-1,2-dihydronaphthalene-2,3-dicarboxylate
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Figure S14. 2D 'H-'H ROESY NMR spectrum of bis 3-‘3,4—dihydroxyphenyl)-1-methoxy—1—oxopropan-2-y|)-1-(3,4—
dihydroxyphenyl)-6,7-dihydroxy-1,2-dihydronaphthalene-2,3-dicarboxylate
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%ure S15. High resolution mass spectrum of bis(3-(3,4- dlhgdroxy;t))henyl) -1-methoxy-1-oxopropan-2-yl)-1-(3,4-
dihydroxyphenyl)-6,7-dihydroxy-1,2- dlhydronaphthalene 2,3-dicarboxylate
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Figure S16. Circular dichroism (CD) spectra of bis(3-(3,4-dih droxyphenyll_—l—metho -1-oxopropan-2-yl)-1-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-1,2-dihydronaphthalene-2,3-dicarboxylate (1\{and 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester (2)
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Figure S17. UV spectrum and HPLC chromatogram of bis(3-(3,4-dihydroxyphenyl)-1-methoxy-1-oxopropan-2-yl)-
1-%3,4-dihydroxyphenyl)-6,7-dihydroxy—1,2-dihydronapht alene-2,3-dicarboxylate (compound 1)
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Figure S18. UV spectrum and HPLC chromatogram of of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester (compound 2). The

sample also contains minor amounts of 4-Oxy-(2)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester (compound 3) with Rt 17.80 min.
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Figure S19. UV spectrum and HPLC chromatogram of rosmarinic acid methyl ester (compound 4)
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Figure S20. UV spectrum and HPLC chromatogram of (E)-caffeic acid (compound 5)

_ % E.a. Plant Un.BI. Sep. Eto-F. Fraktion 5. 11.10.14 #7

UB. Sep.E10-5 Fr.12

1| mAU
i Min&rea = 0.1000
MinHeight = 3,000

% Acetonitnle + Milli: 0.0 %

(5]

=

Mater (pure): 0.0 %

Apex Peak #4 100% at 13,08 min

400

L

" M|

S - W

8.0
237
80
140
5
1P AN 0.5% TEA-40:0°9]
% L wp c&_
sB1 (hgisBok
- e s
Flow: 1,000 ml/min

0,0 5.0 10,0 15.0 200 30.0 35.0

1] %

Peak #4 B0% at 13,00 min: 5954

nr

218,40
238,15
T —T
200 250 300

T
550



	Slide 1: Supplementary data Natural products from leaves of the ancient Iranian medicinal plant Echium amoenum.   Mehdi Jafari Jamnani, Bjarte Holmelid, Anni Vedeler, Hoda H. Parsian,                                      Heidi Lie Andersen and Torgils Fos
	Slide 2
	Slide 3
	Slide 4: Figure S3. 1D 1H NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester 
	Slide 5: Figure S4. 2D 1H-13C HMBC NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester 
	Slide 6: Figure S5. 2D 1H-13C Edited HSQC NMR spectrum of 4-Oxy-(E)-caffeoyl-2,3-dihydroxybutanoic acid methyl ester 
	Slide 7
	Slide 8
	Slide 9
	Slide 10
	Slide 11
	Slide 12
	Slide 13
	Slide 14
	Slide 15
	Slide 16
	Slide 17
	Slide 18
	Slide 19
	Slide 20
	Slide 21

