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Table S1. Oligonucleotide primers used in this work.

Name DNA sequence Target DNA  Construct
Cl0gt HX-F  GACGAAGCTTCCGCTGACCGTCGTCGGCTG gDNA pC10Nex
Cl0gt HX-R GCAGTCTAGACCAAGTGTGTGACCGTACGTCTGG gDNA ggig;i’f:x
C10 SUB.F  GACGAAGCTTGAGCGTTGGGAATCACGCGTGAG gDNA pC10JNex
SOK201_F CGGCACAGGACGAGCGTAATCATGTCATAGCTGTTTCC pSOK201 pC10gtKO
SOK201_R  GGTAGGCGTCGCTCACAGGTCGACGGATCTTTTCCGCTGC — pSOK201 pC10gtKO
C10GT_F GATCCGTCGACCTGTAGCGACGCCTACCAGGACG gDNA pC10gtKO
C10GT_R GCTATGACATGATTACGCTCGTCCTGTGCCGCCAGC gDNA pC10gtKO
CL10R_F GACGAAGCTTGCAGTGGTACGTCGCGCTCC gDNA pC10R1
CL10R_R GGACTCTAGAGAACACCGTTCCGCAACCTCTG gDNA pC10R1




Molecules 2016, 21, 10.3390/molecules21091131

Table S2. 'H and 3C-NMR data of compound 1 (CDsOD, 500 MHz).

Position  6u (multiplicity, ] in Hz) Oc
2 3.04 (m) 49.1
3 1.73 259
4 1.39 (m) 24.1
5 1.68 (m) 26.7
6 3.60 (m) 48.5
8 - 174.2
9 2.76 (t, 6.9) 28.5
10 2.46 (m) 31.1
11 - 174.2
13 3.17 40.0
14 1.53 29.7
15 1.34 (m) 24.6
16 1.64 (m) 26.7
17 3.63 (m) 48.1
19 - 174.2
20 2.76 (t, 6.9) 28.5
21 2.46 (m) 31.1
22 - 174.2
24 3.17 40.0
25 1.53 29.7
26 1.34 (m) 24.6
27 1.64 (m) 26.7
28 3.60 (m) 48.5
30 172.0
31 2.10 (s) 20.0
X Spyr 3.23 (brs) 53.8

a-fur 3.23 (br s) 524

o ppyr - 96.8
o-fur - 103.4

3 Spyr (3.65) 71.4
o-fur 4.09 (m) 84.4

& Bpyr 3.79 (m) 71.3
a-fur 3.97 (m) 77.9

5 Spyr 3.90 (m) 70.9
a-fur 4.02 (m) 84.5

¢ Fpyr 4.03 (m), 3.71 (m) 65.3
a-fur 3.78 (m), 3.67 (m) 62.3

S2 of 520

13C chemical shifts obtained from the indirect dimension of HSQC and HMBC spectra. 'H chemical
shifts in overlapped regions were determined from HSQC cross peaks.
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Table S3. 'H and 3C-NMR data of compound 3 (CDsOD, 500 MHz).

Position &u (Multiplicity, J in Hz) 8¢ Position 8u (Multiplicity, J in Hz) dc
2 3.04 (m) 491 22 - 174.2
3 1.73 259 24 3.17 40.0
4 1.39 (m) 241 25 1.53 29.7
5 1.68 (m) 267 26 1.34 (m) 24.6
6 3.60 (m) 485 27 1.64 (m) 26.7
8 - 1742 28 3.60 (m) 48.5
9 2.76 (t, 6.9) 285 30 - 172.0
10 2.46 (m) 311 31 2.53 (m) 33.6
11 - 1742 32 2.37 (m) 23.9
13 3.17 40.0 33 5.41 (m) 129.7
14 1.53 29.7 34 5.43 (m) 131.8
15 1.34 (m) 246 35 2.19 (m) 24.6
16 1.64 (m) 26.7 36 1.48 (m) 38.0
17 3.63 (m) 481 37 3.47 (m) 73.5
19 - 1742 38 1.51 (m), 1.44 (m) 31.2
20 2.76 (t, 6.9) 285 39 0.96 (t, 7.4) 10.5
21 2.46 (m) 31.1
1 Fpyr 3.23 (brs) 53.8

a-fur 3.23 (br s) 52.4
2 Apyr - 96.8

o-fur - 103.4
3 Bpyr (3.65) 71.4

a-fur 4.09 (m) 84.4
s Fpyr 3.79 (m) 71.3

a-fur 3.97 (m) 77.9
5 Bpyr 3.90 (m) 70.9

a-fur 4.02 (m) 84.5
6 Bpyr4.03(m),3.71 (m) 653

a-fur 3.78 (m), 3.67 (m) 62.3

S3 of 520

13C chemical shifts obtained from the indirect dimension of HSQC and HMBC spectra. 'H chemical
shifts in overlapped regions were determined from HSQC cross peaks.
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Table S4. 'H and 3C-NMR chemical shifts of the acyl moiety of compound 4 (CDsOD, 500 MHz).

Position &u (multiplicity, Jin Hz) dc
31 2.53 (m) 33.6
32 2.36 (m) 239
33 5.42 (m) 129.7
34 5.43 (m) 131.8
35 2.11(m) 28.2
36 1.45 (m) 27.1
37 1.46 (m) 39.8
38 3.74 (m) 68.5
39 1.17 (d, 6.3) 10.5

13C chemical shifts obtained from the indirect dimension of HSQC spectrum. The NMR data for the
deferoxamine and fructosyl moieties of compound 4 are identical to those observed for this subunits

in compound 3.
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Figure S1. 'H (upper) and HSQC (lower) NMR spectra 4 (CDsOD, 500 MHz) of deferoxamine

isolated alongside compounds 1-4.



S6 of 520

Molecules 2016, 21, 10.3390/molecules21091131

@
4
[
e e

z29°z
oLLYZ—=

e P
£26v'Z
saor s

98LLZ~_
I8LZ—=
vio8z—~

eoLLe
L0616 —=

-5~
807°¢
1022°¢ > 8

L

£€00°L

.

1.5

22589'F

orso’e

!

25

082¢e'y

)

;

0000°%

6EYY'0

L

1809}

2reo’s

Figure S2. "H-NMR spectrum of compound 1 (CDsOD, 500 MHz).
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Figure S3. Comparison of the 'TH-NMR spectra of compound 1 (blue) and deferoxamine (red).
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Figure S4. COSY (upper) and TOCSY (lower) spectra of compound 1.
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Figure S5. HSQC spectrum of compound 1. Hexose signals are highlighted.
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Figure S6. HMBC spectrum of compound 1.
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Figure S7. "H-NMR spectrum of compound 2 (CDsOD, 500 MHz).
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Figure S8. Comparison of the TH-NMR spectra of compounds 2 (blue) and 1 (red).
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Figure S9. '"H-NMR spectrum of compound 3 (CDsOD, 500 MHz).
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Figure S10. Comparison of the 'H-NMR spectra of compounds 3 (blue) and 1 (red).



Molecules 2016, 21, 10.3390/molecules21091131 515 of S20

N

O
o FE
& L2
b

o
9. L
9 L
’ I
4 "
T ﬁ @ @ r
= L
— T T T T T T
5 4 3 2 F2 [ppm]
JJLM\AM
} L E
9 € 2 L &
:. w
¢ } I
6t i
1] L
@ ﬂ L
E L
¢ Lo
]
¢ L
® f a :
] i I
@'é) uflrg' -
? il o [N <] a r
- L Lo R I R B NN S FR TN SR N SR S 2 | '—
4 3 2 F2 [ppm]

Figure S11. COSY (upper) and TOCSY (lower) spectra of compound 3.
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Figure S12. HSQC spectrum of compound 3.
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Figure S13. HMBC spectrum of compound 3.
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Figure S14. '"H-NMR spectrum of compound 4 (CDsOD, 500 MHz).
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Figure 515. Comparison of the 'H-NMR spectra of compounds 4 (blue) and 3 (red).
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Figure S16. HSQC spectrum of compound 4.



