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Figure S1.*H-NMR spectrum of compound 1 (CDsOD, 400 MHz)
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Figure S2.3C-NMR spectrum of compound 1 (CDsOD, 100 MHz)
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Figure S3. HSQC spectrum of compound 1 (CDs0OD, 100 MHz)
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Figure S4. HMBC spectrum of compound 1 (CDsOD, 100 MHz)
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I C 14-n, Na 1-n l Help

Mote: For m < 2000 the elements C, H, N, and O are considered implicitly.

Measured mfz | 511.121298 Tolerance D ppm ¥ | Charge 1 ==

# Mol Formula mfz err[mDa] |err| [ppm] err[ppm] meanerr [ppm] mSigma SigmaRank rdb  Nrule e
1 CIl14H2SNENa6O6 511.121627 0.33 0.6 0.6 0.9 34.3 3 25 ok even
2 CISH27N4MNa804 511,120839 -0.46 0.9 -0.9 0.6 316 1 05 ok even
3 C2ZHIZN14NaO 511.121072 -0.23 0.4 -0.4 0.2 42.8 5 235 ok even
4 C24HI7NENa203 511,121352 0.05 0.1 0.1 0.4 44.5 6 195 ok even
5 C24H24Na0 11 511.121083 - - - 2

6 C26H22ZNZ2ZMNa305 511.121632 0.33 0.7 0.7 1.0 46.0 7 155 ok even
7 C27H24MNaS0O3 511.120844 -0.45 0.9 -0.9 0.6 40.4 4 135 ok even

HRESI-TOF-MS
m/z 511.1210
(caled. for C,,H,,NaO,;, 511.1216)

0~ OH

Chemical Formula: Co4H24014
Exact Mass: 488.1319

Figure S5. HRESI-TOF-MS spectrum of compound 1
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Figure S6.*H-NMR spectrum of compound 2 (CDs;0OD, 400 MHz)
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Figure S7.3C-NMR spectrum of compound 2 (CDsOD, 100 MHz)
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Figure S9. HMBC spectrum of compound 2 (CD;0OD, 100 MHz)



Intens. C25H30011, M+nNa ,529.17
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525.0 5275 530.0 5325 5350 5375 5400m/z
SmartFormula Manually @@

Min |C14Na I_generate ]
Max |

|C14n,Natn | Help
Mote: for m < 2000 the elements C, H, N, and O are considered implicithy.

Measured mfz | 529.16813 | Tolerance |2 ppm v| Charge |1 %]

# Mol Formula mfz err[mDa] |err| [ppm] err[ppm] meanerr [ppm] mSigma SigmaRank rdb  Nrule )
1 CI17H29NENas 529.169127 1.00 1.9 1.9 1.6 14.2 1 35 ok even
2 Cl4H28N10Na702 529.167509 -0.62 1.2 -1.2 -1.4 24,5 2 25 ok even
3 CISH3INENa6O6  529.168577 0.45 0.8 0.5 0.6 27.3 3 05 ok even
4 C25H30NaO11 529,168033

5 C27H28MNZNa305  529.168582 0.45 0.9 0.9 0.7 45.7 5 135 ok even
6 C28H30MNasSO3 529.167795 -0.34 0.6 -0.6 -0.8 46.2 6 11.5 ok even

OH HRESI-TOF-MS
m/z 529.1680
(caled. for C,sH;,NaO,; 529.1686)

Chemical Formula: Co5H30014
Exact Mass: 506.1788

Figure S10. HRESI-TOF-MS spectrum of compound 2
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Figure S11.*H-NMR spectrum of compound 3 (CD3;0OD, 400 MHz)

6 7
5 v, AN 1”
"o som\o)gj.\/A@
3 &
. HO” ™"oH OH
8 7 OH
OH
3", 5"
2" 6
a
8
5 6 r 22 !
7 2
9 4 3 1 1 3 6
- el | | | "

B R A A L L A B A M AR L R Y
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S12.*C-NMR spectrum of compound 3 (CDsOD, 100 MHz)
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Figure S13. HSQC spectrum of compound 3 (CDs;0D, 100 MHz)
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Figure S14. HMBC spectrum of compound 3 (CDs;OD, 100 MHz)
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Min 1 CyqNay | Generate |
Max |
|C21-n, Na1-n | [ e )

Note: For m < 2000 the elements C, H, N, and O are considered implicitly.

Measured mfz | 485.141775 Tolerance D ppm % Charge \EI

# | Mol Formula mfz err[mDa] |err| [ppm] err [ppm] meanerr [ppm] mSigma SigmaRank rdb  Nrule e
1 C21H14M14 Na 485.1418038 0.03 0.1 0.1 -0.3 26.9 2 215 ok even
2 C23H19N8MNa202 485.142088 0.31 0.6 0.6 0.3 29.3 4 17.5 ok even
3 C23H26Na0O 10 485.141818 L L 37.8 5 s ok

4 C24HZ2IN6MNa4 485.141300 -0.48 1.0 -1.0 -1.3 26.7 1 155 ok even
S C26H26NaS0O2 485.141580 -0,20 0.4 -0.4 -0.7 28.8 3 115 ok even

HRESI-TOF-MS
m/z 485.1418
(caled. for C,;H,,NaO,, 485.1424)

Chemical Formula: C23H26019
Exact Mass: 462.1526

Figure S15. HRESI-TOF-MS spectrum of compound 3
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Figure S16. *H-NMR spectrum of compound 4 (CD3;OD, 400 MHz)
4 _OH
p O
HO.5 B, D i sels B
"
Y HO” 7 “OH
7518 OH
OH Sy d 2% 6"
68 . 5, OB
— | 32 7
7 i (7
5 1" ik 4
9 &
T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S17. *C-NMR spectrum of compound 4 (CDs;OD, 100 MHz)
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Figure S18. HSQC spectrum of compound 4 (CDsOD, 100 MHz)
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Figure S19. HMBC spectrum of compound 4 (CDs;OD, 100 MHz)
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SmartFormula Manually E]
Min CyaNay | I Generate I

Max ]

|C13n, Na1-n | Help

MNote: for m < 2000 the elements C, H, M, and O are considered implicitly.

Measured mfz | 485.141877 Tolerance 1 ppm v | Charge E}

# Mol Formula mjz err[mDa] |err| [ppm] err[ppm] meanerr [ppm] mSigma SigmaRank rdb  Mrule e
1 C21H14N 14 Na 485.141808 -0.07 0.1 -0.1 -0.2 42.5 2 215 ok even
2 C23H19N8MNaz02 485.1420585 0.21 0.4 0.4 0.4 43.6 3 175 ok even
3 C23H26Na0 10 485.141818 A s 3 h 31.9 il 5 even
4 C26H26NaS502 485.141580 -0.30 0.6 -0.6 -0.6 45.4 4 115 ok even

. o “ 4" _OH
HO.5 0., O o~ A 1
3 7 09 .
u 7 HRESI-TOF-MS
17 HO OH m/z 485.1418
T8 H (caled. for C,3H,NaO,, 485.1424)
OH

Chemical Formula: Co3H2601g
Exact Mass: 462.1526

Ora{w

Figure S20. HRESI-TOF-MS spectrum of compound 4
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Figure S21. *H-NMR spectrum of compound 5 (DMSO-ds, 400 MHz)
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Figure S22. 3C-NMR spectrum of compound 5 (DMSO-ds, 100 MHz)



Figure S23. HSQC spectrum of compound 5 (DMSO-ds, 100 MH2z)
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Figure S24. HMBC spectrum of compound 5 (DMSO-ds, 100 MH2z)
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SmartFormula Manually

m/z 525.1003
(caled. for C,,H,,NaO,, 525.1009)

Chemical Formula: C54H25045
Exact Mass: 502.1111

Figure S25. HRESI-TOF-MS spectrum of compound 5.

Min CysNay l I Generate ]
Max I
| C15n, Na1-n Help
Note: for m < 2000 the elements C, H, N, and O are considered implicitly.
Measured mfz | 525.100118 Tolerance I:l ppm +  Charge E
# Mol Formula mfz err[mDa] |err| [ppm] err[ppm] meanerr [ppm] mSigma Sigma Rank rdb  Mrule e
1 CISH25N4Na80OS5 525.100104 -0.01 0.0 -0.0 -0.1 37.3 6 1.5 ok even
2 C2ZHION14NaO2  525,100337 0.22 0.4 0.4 0.2 334 4 245 ok even
3 C29HISNE8Na204 525.100617 0.50 1.0 1.0 0.8 32.6 3 20,5 ok even
4 C24H22NaO 12 3 4 . ! 5.8 1 )
S C25H17N6Nad402 525.099529 -0.29 0.5 -0.5 -0.7 34.8 5 185 ok even
6 C27H22NaS0O4 525.100109 -0.01 0.0 -0.0 -0.1 29.7 2 145 ok even
7 C37H14NZ2NaO 525.099534 -0.28 0.5 -0.5 -0.6 88.1 7 315 ok even
HRESI-TOF-MS






