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Figure S1. "H NMR spectrum (400 MHz) of compound 3 in CDCl;.
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Figure S2. C NMR spectrum (100 MHz) of compound 3 in CDCl.
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Figure S3. gCOSY spectrum of compound 3.
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Figure S5. gHMBC spectrum of compound 3.
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min=
Element prediction: Off

Number of isotope peaks used for i-FIT = 5

Even Electron lons
h 3 results within limits

Monoisotopic Mass,
87 formula(e) evaluated wit
Elements Used:

C:0-30 H:0-50 O:0-15 23Na:0-1

Page 1

-1.5, max = 80.0

(all results (up to 1000) for each mass)

243_0953_Strep-EB-12-MSe3pos 65 (1.215) 1: TOF MS ES+
3.53e+006
100~ 499.2322
%_.
496.225(\5?00'2355
439.2110 575.2188 799.3285
5 1650000 2e7me58 C | P eene15 7343484 TP Daeaz0ry 1037474 vteraont .,
UEEL) S EELES BN T I L A B B o] Tealihdl Bl L3 ‘I‘ """" | B bl Thd LN [R5 ‘i""' X
100 200 300 400 500 600 700 800 900 1000 1100 1200
Minimum: =1.5
Maximum: 5:0 10.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
499.2322 499.2308 1.4 2.8 8.5 1690.9 0.198 82.03 C26 H36 08 23Na
499,2332 -1.0 -2.0 11.5 1692.4 1.719 17.92 C28 H35 08
499,2367 -4.5 -9.0 -0.5 1698.2 7.489 0.06 Cl19 H40 013 23Na

Figure S8. HRMS of compound 3.
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Figure S10. "H NMR spectrum (400 MHz) of compound 4 in CDCls.
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Figure S11. *C NMR spectrum (100 MHz) of compound 4 in CDCl;.
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 80.0

Element prediction: Off
Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

87 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-30 H:0-50 O:0-15 23Na: 01

Page 1

246_1009_Strep-EB12- MSe3pos 148 (2.741) 1: TOF MS ES+
3.42e+005
100~ 499.2298
125.9870
/
%..«
I 143.0022 500.2332
161.0130 301.1407 439.2091
] . 561.2004
A T . 5612004 o y51sp7 7173421 g3 4068 g75aste  1O°1515! 11316130
c ]lll'[llil |I“l?lIlll‘ll'illll'[llllllr!' Illlrli‘llll‘l lilIil“lll|l'l‘l‘lII"l'!lrli'['llllIllililllilllll[iirll z
100 200 300 400 500 600 700 800 900 1000 1100 1200
Minimum: -1.5
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
499,2298 499,2308 -1.0 -2.0 8.5 1285.1 0.063 93.85 C26 H36 08 23Na
499,2332 -3.4 -6.8 11.5 1287.8 2.789 6.15 Cc28 H35 08

Figure S16. HRMS of compound 4.
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Figure S21. gHSQC spectrum of compound 5.
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Figure S24b. 1D NOESY spectrum of compound 5.
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Figure S24e. 1D NOESY spectrum of compound 5.

S37



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

215 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-50 H:0-200 O:0-20 Na:0-1

C26H3608 FELIPE

267 191 (0.749) 1: TOF MS ES+

1.64e+007
475.23498 5152260
19 1321380 267.1750.295.1696 4152123 L= 5943653 393413 766.3211  889.4373 949-45% 985.4804
il P T TN T P (TR R (ol T ) il (e 7 T i (il SRl (Ao (Rl BRI T ST Rl IR S
100 200 300 400 500 600 700 800 900 1000

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

515.2260 515.2257 0.3 0.6 8.5 717.7 0.042 95.89 C26 H36 09 Na
515.2281 -2.1 -4.1 11.5 720.9 3.197 4.09 C28 H35 09
515.2222 3.8 7.4 20.5 725.9 8.264 0.03 C35 H31 04

Figure S25. HRMS of compound 5.
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Figure S30. gHSQC spectrum of compound 6.
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Figure S31. gHMBC spectrum of compound 6.
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Figure S32. 2D NOESY spectrum of compound 6.
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Figure S33b. 1D NOESY spectrum of compound 6.
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Figure S33d. 1D NOESY spectrum of compound 6.
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Figure S33e. 1D NOESY spectrum of compound 6.
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Figure S33f. 1D NOESY spectrum of compound 6.
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Figure S33g. 1D NOESY spectrum of compound 6.
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Figure S33h. 1D NOESY spectrum of compound 6.

S53



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons
93 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-30 H:0-50 0O:0-15 23Na: 0-1
FEM-253 520 (4.808) 1: TOF MS ES+
6.86e+005
100+ 483.2377
%_
' 281.1917 484.2409
165.0715 ( sas20m2 710.3540
225.1285 82.1952 480.2311 546.2113 711.3560
) S oy 2134 L . 675.1652 s zsyy SRAZ 989.4653
0- L T i e e T LAY LI L ELBLRL SR LR AL IS S T iz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5 ;
Maximum: 5.0 10.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
483.2377 483.2359 1.8 3.7 8.5 1058.8 0.001 99.86 C26 H36 07 23Na
483.2383 -0.6 -1.2 11:5 1065.4 6.598 0.14 Cc28 H35 07
483.2417 -4.0 -8.3 -0.5 1068.7 9.859 0.01 C1l9 H40 012 23Na

Figure S34. HRMS of compound 6.
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Figure $S36. '"H NMR spectrum (400 MHz) of compound 7 in CDCls.
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Figure S38. gCOSY spectrum of compound 7.
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Figure S41. 2D NOESY spectrum of compound 7.
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Figure S42a. 1D NOESY spectrum of compound 7.
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Figure S42b. 1D NOESY spectrum of compound 7.

S63



H-11

ol 1o MJM

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

Figure S42¢. 1D NOESY spectrum of compound 7.
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Figure S42d. 1D NOESY spectrum of compound 7.
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Figure S42e. 1D NOESY spectrum of compound 7.
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Figure S42f. 1D NOESY spectrum of compound 7.
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Figure S42g. 1D NOESY spectrum of compound 7.
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Figure S42h. 1D NOESY spectrum of compound 7.
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

411 formula(e) evaluated with 7 results within limits (up to 10 closest results for each mass)
Elements Used:

C: 1500 H:0-1000 0:0-200 Na: 01 K 0-1

242_946-980_sTREP-EB12-MSe2pos 109 (2.026)

1: TOF MS ES+
3.42¢+006
- 4812193
% 478.2129 |482.2226
. 152.0623 165.0700 1780777 2511793 279.1743 3301056 3092169 4211086 4702242 |/483 2288
|“| !l | ||| l||| L1} |r L ‘lllll‘ ||||| |i| |||| Il|||||l||||Il|l|!IH'Irlrilllr'rllr]Trr!l | L ]lll l |||[|'||'|||||'|||Yf!|‘|'[|'l || z
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 480 480 500
Minimum: =1..5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
481.2193  481.2202  -0.9 -1.9 9.5  1638.8 0.147 86.29 C26 H34 O7 Na
481.2204  -1.1 -2.3 4.5  1654.8 16.067 0.00  C23 H38 O8 K
481.2180 1.3 2.7 1.5  1654.5 15.837 0.00  C21 H39 O8 Na K
481.2168 2.5 5.2  21.5 1646.3 7.586 0.05  C35 H29 02
481.2226  -3.3 -6.9 12.5 1640.7 2.003 13.50 C28 H33 07
481.2145 4.8  10.0 13.5 1655.5 16.811 0.00  C30 H34 03 K
481.2143 5.0  10.4 18.5 1645.2 6.464 0.16  C33 H30 O2 Na

Figure S43. HRMS of compound 7.
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