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Figure S1. *H NMR spectrum of 13 (CDCls, 400 MHz)
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Figure S2. 3C NMR spectra of 13 (CDCls, 100 MHz)
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Figure S3. HRMS spectra of 13

Rapport de masse exacte
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Chemical Formula: Cg4H77040"
Exact Mass: 1005,5511
Molecular Weight: 1006,2896



Figure S4. *H NMR spectrum of 14 (CDCls, 400 MHz)
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Figure S5. 3C NMR spectra of 14 (CDCls, 100 MHz)
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Figure S6. HRMS spectra of 14

Masse Exacte

Data File BSPGO1 Sample Name BSPGD1
Analysis Date May 10, 2018 User Name Karine
Acq Method APCI_POS_DI DA Method
Instrument TOF 6220
Comment N/A
MS spectrum
x10 5 |+APCI Scan (0.08-1.26 min, 75 Scans) Frag=100.0v BSPGO01.d
3]
2.5
24
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MS zoomed spectrum
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HO /L
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Chemical Formula: C43Hgs07"
Exact Mass: 693.4725
Molecular Weight: 693.9855
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Figure S7. *H NMR spectrum of 15 (CDCls, 400 MHz)
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Figure S8. 3C NMR spectra of 15 (CDCls, 100 MHz)
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Figure S9. HRMS spectra of 15

Masse Exacte

Data File BS03084A Sample Name BS03084A
Analysis Date May 10, 2018 User Name Karine
Acq Method APCI_POS_DI DA Method

Instrument TOF 6220

Comment MN/A

MS spectrum

x10 4 |+APCI Scan (0.13-0.58 min, 29 Scans) Frag=100.0v BS03084A.d

L

o

w

N

1 529.3975 922.0097

437.3354 J | 7335010 | 1221.9954 1521.9792
. L N

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700
Counts vs. Mass-to-Charge (miz)

MS zoomed spectrum

x10 3 |+APCI Scan (0.13-0.58 min, 29 Scans) Frag=100.0V BS03084A.d
1]
733.5010
0.8
0.6
0.4
0.2
o o A A
' 726 727 728 729 730 731 732 733 734 735 736 737 738 739 740 741 742 743 744
Counts vs. Mass-to-Charge (miz)
Ion | Formula | Expe. mfz | Calc. mfz | Diff (ppm) |
([M+H]+ |c46 Hes o7 | 733501 | 733.5038 | 3.79
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Chemical Formula: C4gHggO7*

Exact Mass: 733.5038
Molecular Weight: 734.0505
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Figure S10. *H NMR spectrum of 16 (CDCls, 400 MHz)
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Figure S11. 3C NMR spectra of 16 (CDCls, 100 MHz)
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Figure S12. HRMS spectra of 16

Masse Exacte

Data File BS03085A Sample Name BS03085A
Analysis Date May 10, 2018 User Name Karine
Acq Method APCI_POS_DI DA Method
Instrument TOF 6220
Comment N/A
MS spectrum
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Chemical Formula: C73HgsNO44"

Exact Mass: 1208.6669
Molecular Weight: 1209.5475



Figure S13. *H NMR spectrum of 17 (CDCls, 400 MHz)
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Figure S14. 3C NMR spectra of 17 (CDCls, 100 MH?z)
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Figure S15. HRMS spectra of 17
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Chemical Formula: C7gHgoNO14*
Exact Mass: 1168.6356
Molecular Weight: 1169.4825




Figure S16. *H NMR spectrum of 18 (CDCls, 400 MHz)
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Figure S17. 3C NMR spectra of 18 (CDCls, 100 MHz)
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Figure S18. HRMS spectra of 18

Masse Exacte

Data File BS03088A Sample Name BS0308384
Analysis Date May 10, 2018 User Name Karine
Acqg Method APCI_POS_DI DA Method
Instrument TOF 6220
Comment N/A
MS spectrum
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Chemical Formula: Cg3HgsNO14"
Exact Mass: 1078.5886
Molecular Weight: 1079.3575
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Figure S19. *H NMR spectrum of 4 (DMSO-ds, 400 MHz)
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Figure S20. 3C NMR spectra of 4 (DMSO-ds, 100 MHz)
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Figure S21. HRMS spectra of 4

Masse Exacte

Data File BS03090A Sample Name BS03090A
Analysis Date May 10, 2018 User Name Karine
Acq Method APCI_POS_DI DA Method
Instrument TOF 6220
Comment N/A
MS spectrum
x10 5 |+APCI Scan (0.12-0.18 min, 5 Scans) Frag=100.0v BS03090A_05.d
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MS zoomed spectrum
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| Ion | Formula | Expe. mfz | Calc. m/fz | Diff (ppm) |
([M+NH4T+ |c42 168 011 | 7665128 | 766.51 | -3.67 |
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de Moniréal Spectrométrie de Masse
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Chemical Formula: C4oH7oNO4¢*
Exact Mass: 766.5100
Molecular Weight: 767.0335
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Figure S22. *H NMR spectrum of 19 (CDCls, 400 MHz)
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Figure S23. 3C NMR spectra of 19 (CDCls, 100 MHz)
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Figure S24. HRMS spectra of 19

Masse Exacte

Data File BSO3087AF2 Sample Name BSO3087AF2
Analysis Date May 10, 2018 User Name Karine

Acq Method APCI_POS_DI DA Method

Instrument TOF 6220

Comment N/A

MS spectrum

x10 3 |+APCI Scan (0.81-1.09 min, 19 Scans) Frag=100.0v BS03087AF2.d
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Counts vs. Mass-to-Charge (m/z)

MS zoomed spectrum

®10 2 |+APCI Scan (0.81-1.09 min, 19 Scans) Frag=100.0V BS03087AF2.d
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| Ion | Formula | Expe. m/z | Calc. mjz | Diff (ppm) |
[[M+NH4T+ |ca7 Hios 021 | 16267762 | 16267721 | 2.5
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Chemical Formula: Cg7H112NO54*
Exact Mass: 1626.7721
Molecular Weight: 1627.9485
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Figure S25. 'H NMR spectrum of 5 (DMSO-ds + 1 drop H20, 400 MHz)
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Figure S26. 3C NMR spectra of 5 (DMSO-ds + 1 drop H20, 100 MHz)
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Figure S27. HRMS spectra of 5

Rapport de masse exacte

Data File BSD3091A.d Sample Name BS03091A
Sample Type Sample Position P1-C2
Analysis Date 5/23/2018 2:50:04 PM User Name TNT

aAcg Method ESI_POS_DI.m InstrumentName TOF 6224
Comment

MS Spectrum

x10 4 |Cpd 1: C48 H78 O15: +ESI Scan (0.08-0.14 min, 4 Scans) Frag=120.0V BS03081A.d

([C48HT78D15]+Na)+

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

Cpd 1: C48 H78 O15: +ESI| Scan (0.09-0.14 min, 4 Scans) Frag=120.0V BS03091A.d

917.52297
([C48HT8P15]+Na)+

x10 4
24
1.754
1.5
1.254
1
0.75-
0.5
0'22' [cigﬁ%czﬁ%h L
890 895 900 905 910 915 920 925 930 935 940 945

Counts vs. Mass-to-Charge (m/z)

0933.49733
s
(CHSHTBOTEIO Y

b

MS Spectrum Peak List

Ton | Formula Abund Expe. m/z Cale. m/z Diff(ppm)
(M+NH$)+ C48H78015 5316.61 912.56823 912.5679 -0.36
(M-+Na)+ C48H78015 21660.78 917.52297 917.52329 0.35
Sous la supervision de Dr. Furtos
Cantra Regional de Spectromettie de Masss
Unisersite de bontreel Page 1 of 1
Na
o r
OH %, \OH
oH §H oH 9H
HO o) o HO o) o
02 ) Q
Q oH Q ow
HO- /2 HOL#2
HO OH 5 HO OH 5
Chemical Formula: C4gHgoNO45" Chemical Formula: C4gH7gNaO45*
Exact Mass: 912.5679 Exact Mass: 917.5233
Molecular Weight: 913.1755 Molecular Weight: 918.1262
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Figure S28. *H NMR spectrum of 6 (CD3OD/CDCl; 1:1, 400 MHz)
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Figure S29. 3C NMR spectra of 6 (CDsOD/CDCls3 1:1, 100 MHz)
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Figure S30. HRMS spectra of 6

Rapport de masse exacte

Data File BSD2187a.d Sample Name BS02187A
Sample Type Sample Position P1-E7
Analysis Date 8/31/2018 1:49:09 PM User Name Stephanie
Acq Method APCI_POS_DLm InstrumentName TOF 6224
Comment
MS Spectrum
x10 3 |Cpd 1: C54 HE88 018: +APCI Scan (0.08-0.12 min, 3 Scans) Frag=145.0v BS02187A.d

058.52553
(M+NH4)+

Lo i NPT " -l

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800
Counts vs. Mass-to-Charge (m/z

MS Zoomed Spectrum
x10 3 |Cpd 1: C54 HE88 018: +APCI Scan (0.08-0.12 min, 3 Scans) Frag=145.0v BS02187A.d

1058 62553

2] (M+NH4)+
1.5
14
0.5

Ao A - L_.

1050 1052 1054 1056 1058 1060 1062 1064 1066 1068 1070 1072
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Cale. m/z Diff(ppm)
91251.72 138.06535
(M+NH4)+ C34H88019 2449.96 1058.62553 1058.62581 0.27

Sous la supervision de Dr. Furtos

Cantra Regional de Spactromatris de Masea
Universite de hdantreal Page 1 of 1

Chemical Formula: Cs4HgoNO 19"
Exact Mass: 1058.6258
Molecular Weight: 1059.3175
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Figure S31. *H NMR spectrum of 21 (CDCls, 400 MHz)
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Figure S32. 3C NMR spectra of 21 (CDCls, 100 MHz)

00
ger

9'9T
0Ll
QLT
9T

‘a
I
w0
i
e
=

10

20

40

50

70

80

180 170 160 150 140 130 120 110 100

190

33



Figure S33. HRMS spectra of 21

Rapport de masse exacte

Data File
Sample Type
Analysis Date
Acqg Method
Comment

MS Spectrum

BSO3074A
Sample
5/21/2019
ESI_POS_DIL.m

Sample Name
Position
User Name

InstrumentMame

BS030744A
P1-E3

KG ETB
TOF 6224

x10 &

25
2_
1.5
14
0.5

[

*328.28145

MS Zoomed Spectrum

+tESI| Scan (rt: 0.15 min} Frag=100.0v BS03074A-2.d

1027.53329

Counts vs. Mass-to-Charge (m/z)

200 400 600 200 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200

x10 4 |+ESI Scan (rt: 0.15 min) Frag=100.0V BS03074A-2.d
8_
1 1027.53329
&
5_
4_
34 1022.57833
24 1005.55240
1_
U_ T T T T T T T T T
1008 1010 10156 1020 1025 1030 1035
MS Spectrum Peak List Counts vs. Mass-to-Charge (m/z)
Ton [ Formula Abund Expe. m;/z Cale. m/z Diff(ppm)
(M+H)+ C64 H76 010 N/A 1005.5524 1005.55113 -1.27
(M+Na)+ Ce4 H76 010 NfA 1027.53329 1027.53307 -0.21

820@7
OBz

()

OBz

21

Chemical Formula: Cg4H77040"
Exact Mass: 1005.5511
Molecular Weight: 1006.3095

820@7
OBz

(0]

OBz 21

Chemical Formula: Cg4H7gNaO4o*
Exact Mass: 1027.5331
Molecular Weight: 1028.2912




Figure S34. *H NMR spectrum of 22 (CDCls, 400 MHz)
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Figure S35. 3C NMR spectra of 22 (CDCls, 100 MHz)
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Figure S36. HRMS spectra of 22

Rapport de masse exacte

Data File BS03075A Sample Name BS03075A
Sample Type Sample Position P1-E3
Analysis Date 5/21/2019 User Name KG ETB
Acq Method ESI_POS_DI.m InstrumentName TOF 6224
Comment

MS Spectrum

x10 % |+ES| Scan (rt: 0.18 min) Frag=100.0v BS030754.d

2.5+ 529 40579

715.45649

339.23259

922.00987 1408.92122

200 400 600 800 1000 1200 1400 1600 1800 2000 2200
Counts vs, Mass-to-Charge (m/z)

MS Zoomed Spectrum

%10 8 |+ESI Scan (rt: 0.18 min) Frag=100.0V BS03075A.d

" 641 28719 715.45649
0.8

0.6 731.43038
0.4+

756.48317
693.47346

0.24
67546213

L |

-1 1 1T  r  _r T 1°r 1T 1T 1T
640 650 660 670 680 690 700 710 720 730 740 750 760 770
Counts vs. Mass-to-Charge (m/z)

4

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Ccalc. m/z Diff{ppm)
(M+H)+ C43 He4 07 NfA 693.47346 693.47248 -1.41
(M+Na)+ C43 He4 07 NfA 715.45649 715.45443 -2.89

O
HO@#
OH OH 22
Chemical Formula: C43Hgs07" Chemical Formula: C43HgsNaO7*
Exact Mass: 693.4725 Exact Mass: 715.4544
Molecular Weight: 693.9855 Molecular Weight: 715.9672
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Figure S37. *H NMR spectrum of 7 (CD3OD/CDCl; 1:1, 400 MHz)
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Figure S38. 3C NMR spectra of 7 (CDsOD/CDCl3 1:1, 100 MHz)
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Figure S39. HRMS spectra of 7

Rapport de masse exacte

Data File BS3Rham Urs A_5.d Sample Name BS3Rham Urs &
Sample Type Sample Position P1-C7
Analysis Date /6/2019 9:22:10 AM User Name Im

Acq Method APCI_POS_DI.m InstrumentMame TOF 6224
Comment

M5 Spectrum

w104 |Cpd 1. C36 HEB OF: +APCI Scan (D.08-0.15 min, 5 Scans) Frag=100.0V B53Rham Urs A_5.d

P U B i | l
200 400 GO0 BOD 1000 1E00 1400 1800 1EO0 FO00  FRO0 FA00 FEO0 ZEOD
Counts va, Mass-to-Charge (miz)

MS Zoomed Spectrum

w104 |Cpd 10 C36 HEB OF: +APCI Scan (D.08-0.15 min, 5 Scans) Frag=100.0V B53Rham Urs A_5.d

34 BO3 42726
(BAHH)+
2.5
24
1.5

DI:- - A hak—k_ o B - - w..lILI_/

594 596 598 GO0 602 604 GOB &0 &10 612 614 GG
Counts va, Mass-to-Charge (miz)

MS Spectrum Peak List

Ion | Formula Abund Expe, m/z Cale. m/z Diff{ppm)
16559762.15 525.41343
[M+H}+ CISHEB07 31522.25 603.42726 60342553 -2.86

HO@#
HO

OH 7

Chemical Formula: CagH507"
Exact Mass: 603,4255
Molecular Weight: 603,8489
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Figure S40. *H NMR spectrum of 23 (CDCls, 400 MHz)
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Figure S41. 3C NMR spectra of 23 (CDCls, 100 MH?z)

00~
Z'b'[j\‘

5'574
59T
0'ZT
A

ELLT—

10

20

40

50

70

80

180 170 160 150 140 130 120 110 100

190

42



Figure S42. HRMS spectra of 23

Rapport de masse exacte

Data File BS030764 Sample Name BS030764
Sample Type Sample Paosition P1-E3
Analysis Date 5/21/2019 User Name KG ETE
Acq Method ESI_POS_DLm InstrumentName TOF 6224
Comment
M5 Spectrum
%10 5 |+ESI Scan (rt: 0.04-0.23 min, 12 scans) Frag=100.0V BS03076A.d
2_
T15. 45464
1.5
1 -
922.00980
0.54
oL L

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 4 |+ESI Scan (rt: 0.04-0.23 min, 12 scans) Frag=100.0v BS03076A.d
2.5
24
771.45964
15 755.48487
14
0.54
0_ T 1 1 T 1 T 1 T | 1 1
740 745 750 755 760 765 770 775 780 785 790

. Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Ton | Formula Abund Expe. m/z Calc. m/z Diff(ppm)
(M+Na)+ C46 Hog OF MNi& 730.48487 73548573 1.13
(M+K)+ C46 Hog OF NfA 77145964 771.45966 0.03

23
Chemical Formula: C4gHggNaO7* Chemical Formula: C4gHggKO7*
Exact Mass: 755.4857 Exact Mass: 771.4597

Molecular Weight: 756.0322 Molecular Weight: 772.1408



Figure S43. *H NMR spectrum of 24 (CDCls, 400 MHz)
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Figure S44. 3C NMR spectra of 24 (CDCls, 100 MHz)
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Figure S45. HRMS spectra of 24

Rapport de masse exacte

Data File BSD3077A.d Sample Name BS03077A
Sample Type Sample Position P2-C5
Analysis Date 3/21/2018 11:27:11 AM User Name KG

Acq Method APCI_POS_DIm InstrumentName TOF 6224
Comment

MS Spectrum

x10 4 |Cpd 1: C73 H80 O14: +APCI Scan (0.08-0.13 min, 4 Scans) Frag=145.0V BS03077A.d
. 1208.66478
1.4 (M+NH4 )+
1.2
1
0.8
0.6
04
0z J
o o | . L L

1.3894
i T T T T y y T T T y T
200 400 600 8OO 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

Cpd 1: C73 H30 O14: +APCI Scan (0.08-0.13 min, 4 Scans) Frag=145.0V BS03077A .d

1208 66478
1.44 (M+MNH4)+

1.2+

14
0.8+
0.6
0.44
0.24

x10 % |

1200 1202 1204 1206 1208 1210 1212 1214 1216 1218 1220 1222
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Calc. m/z Diff{ppm)
236071.89 391.28941
(M+NH4)+ C73H20014 16633.2 1208.66478 1208.66688 1.74
Sous la supervision de Dr. Furtos
-I:antm Regional de Spaciromatria de WViages
Uniiversite die hdont el Page 1 of 1

OBz OBz
O@f
'S

Chemical Formula: C73HgsNO4*
Exact Mass: 1208.6669
Molecular Weight: 1209.5475

24
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Figure S46. *H NMR spectrum of 25 (CDCls, 400 MHz)
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Figure S47. 3C NMR spectra of 25 (CDCls, 100 MHz)
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Figure S48. HRMS spectra of 25

Rapport de masse exacte

Data File BS03078A+ag.d Sample Name BS03078A+ag
Sample Type Sample Position P2-Co
Analysis Date 3/9/2018 11:01:27 AM User Name KG

Acqg Method ESI_POS_DL.m InstrumentName TOF 6224
Comment

MS Spectrum

x10 3 |Cpd 1: C70 HE86 O14: +ES| Scan (0.08-0.12 min, 3 Scans) Frag=120.0V BS03078A+ag.d

.Ik\ - .

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 3 Cpd 1: C70 HB6 O14: +ES| Scan (0.08-0.12 min, 3 Scans) Frag=120.0V BS03078A+ag.d
2 .54
24 1168.63513
(M+NH4)+
1.5
14
1173.58510
0.5 (M+Na)+ 1189.56172
(M+K)+
.
1160 1165 1170 1175 1180 1185 1180 1185 1200

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Calc. m/z Diff(ppm)
(M+NH4)+ C70H86014 157347 1168.63513 1168.63558 0.39
(M-+Na)+ C70H86014 410.76 1173.5851 1173.59098 5.01

Sous la supervision de Dr. Furtos

Cantra Regional de Spectromettie de Masss
Universite de hontresl Page 1 of 1

OBZOBz
BzO o)
(o}
HO on 25 HO oy 25
Chemical Formula: C7gHggNO14* Chemical Formula: C7qHggNaO4*
Exact Mass: 1168.6356 Exact Mass: 1173.5910
Molecular Weight: 1169.4825 Molecular Weight: 1174.4332
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Figure S49. *H NMR spectrum of 26 (CDCls, 400 MHz)
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Figure S50. 3C NMR spectra of 26 (CDCls, 100 MHz)
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Figure S51. HRMS spectra of 26

Rapport de masse exacte

Data File BS03118A Sample Name BS03118A
Sample Type Sample Position P1-E3
Analysis Date 5/21/2019 User Name KG ETB
Acqg Method ESI_POS_DI.m InstrumentName TOF 6224
Comment

MS Spectrum

%10 5 |+ES| Scan (rt: 0.20 min) Frag=100.0v BS03118A.d
1.4+
1.2+

14
0.8
0.6
0.4
0.2

04

1083.545098

459.14506

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200
Counts vs. Mass-to-Charge (m/z)
M5 Zoomed Spectrum

x10 * |+ESI Scan (rt: 0.20 min) Frag=100.0v BS03118A.d

7 1083.54598
6
5
44

1078.59027

39 1099,51957
2_
14
0 T T T T T T T =
1075 1080 1085 1090 1095 1100 1105

. Counts vs, Mass-to-Charge (m/z)
MS Spectrum Peak List

Ton [ Formula Abund Expe. m/z calc. m/z Diff{ ppm)
(M+NH4)+ C53 HBD 014 N/A 1078.59027 1078.556863 -1.52
(M+Na)+ C63 HBD 014 NfA 1083.54598 1083.54403 -1.8

0Bz 9Bz OBZOBZ
BzO 5 Bzoﬁ&‘ o
o] o] Q
HO Oy 26 HO on 26
Chemical Formula: CgzHgsNO14* Chemical Formula: CgzHggNaO4*
Exact Mass: 1078.5886 Exact Mass: 1083.5440

Molecular Weight: 1079.3575 Molecular Weight: 1084.3082



Figure S52. *H NMR spectrum of 8 (CD3OD/CDCls 1:1, 400 MHz)
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Figure S53. 3C NMR spectra of 8 (CDsOD/CDCls 1:1, 100 MHz)
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Figure S54. HRMS spectra of 8

Rapport de masse exacte

Data File BSD3081A.d sample Name BS03081A
Sample Type Sample Position P2-C9
Analysis Date 3/8/2018 12:13:29 PM User Name KG

Acq Method ESI_POS_DI.m InstrumentName TOF 6224
Comment

MS Spectrum

x10 4 |Cpd 1: C42 HE8 O11: +ES| Scan (0.07-0.20 min, 9 Scans) Frag=120.0V BS03081A.d

ALl L

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 4 |Cpd 1: C42 HE8 O11: +ESI Scan (0.07-0.20 min, 8 Scans) Frag=120.0V BS03081A.d
i 771.46572
1.4 i et
1.24
14
0.8
0.6
0.4
. 766.51395 787.44770
0.2 (M+NHA)+ (M+K)+
0 . . s . . A b b . , L . . A
760 765 770 775 780 785 790 795 200
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Ion | Formula Abund Expe. m/z Calc. m/z Diff(ppm)
(M+NH4)+ C42H638011 1013.838 766.31395 766.50999 -3.17
(M-+Na)+ C42H63011 15200.44 77146572 771.46538 -0.44

Sous la supervision de Dr. Furtos
Cantra Regional de Spectromatrie do Mases
Univarsite de Montrasl Page 1 of 1

*NaOy__OH
HO OH
HO o) o)

lo) O

HO OH 8 HO OH 8
Chemical Formula: C45H7,NO¢4* Chemical Formula: C4oHggNaO 4 *

Exact Mass: 766.5100 Exact Mass: 771.4654
Molecular Weight: 767.0335 Molecular Weight: 771.9842
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Figure S55. *H NMR spectrum of 27 (CDCls, 400 MHz)
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Figure S56. 3C NMR spectra of 27 (CDCls, 100 MHz)
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Figure S57. HRMS spectra of 27

Rapport de masse exacte

Data File BS03079AF2_2ul_AmmF.d Sample Name BS03079AF2_2ul_AmmF
Sample Type Sample Position P2-C8
Analysis Date 3/23/2018 11:00:46 AM User Name KG
Acq Method APCI_POS_DIm InstrumentName TOF 6224
Comment
MS Spectrum
x10 4 |Cpd 1: C97 H108 O21: +APCI Scan (0.08 min) Frag=145.0V BS03079AF2_2ul_AmmF.d
14455 1627.F7557
8 (M+NH4)+
51
4
2 t
0 ||I. FRRPRIRE RTINS R famal ‘ . .
200 300 1000 1200 1400 1500 1800 2000 2200 2400 2600 2800

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 4 [Cpd 1: ©97 H108 021: +APCI Scan (0.08 min) Frag=145.0V BS03079AF2_2ul_AmmF d

1627 77557

8| (MANH4)+

64

4

2]

1609.71724
0 M+
' 1605 1610 1615 1620 162 1630 1635 1640 1645

Counts vs. Mass-to- Gharge (m/z)

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Calc. m/z Diff{ppm)
(M+NH4)+ C97H108021 83266.37 1626.77249 1626.77214 -0.22
(M-+Na)+ C97H108021 1062.56 1632.74438 1632.73093 -8.24
Sous la supervision de Dr. Furtos
Contra Regional de Spaciromatria de Mages
Univarsite de Montraal Page 1 of 1
*NaOg__OBn
OBz 0Bz
BzO 0 o
0o O
© on
BzO Q BzO Q
BzO OBz 27 BzO OBz 27
Chemical Formula: Cg7H115NO54* Chemical Formula: Cg7H;0gNaO54*
Exact Mass: 1626.7721 Exact Mass: 1631.7275
Molecular Weight: 1627.9485 Molecular Weight: 1632.8992
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Figure S58. 'H NMR spectrum of 28 (CDCls, 400 MHz)

0oa
080,

580
880
560

950 =

66'0"/’—

601
91
821
pE'T
o921
LE'T
EF'T
br'1
151
bS'TJ
50¢
0Z'v~
88'%
82'5

bS's
zg'ﬂ
ES'S\\‘
pOO!
0T
Ay
o1t
81L
CralA\

8L

0L
EE'LA
524
Se'L
824
OF'L
Lb'iJ
oF'L1
18°£7
944
8447
£8'47
B8'41
PE'L]
S6'L

L5641
B6'L-

10

59



Figure S59. 3C NMR spectrum of 28 (CDCls, 100 MHz)
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Figure S60. HRMS spectra of 28

Masse Exacte

Data File BS03082A_2ul_AmmF Sample Name BS03082A
Analysis Date March 23, 2018 User Name Karine
Acq Method ESI_pos_DI DA Method

Instrument TOF 6224

Comment N/A

MS spectrum

x10 5 [+APCI Scan (0.08-0.09 min, 2 Scans) Frag=145.0v BS03082A_2ul_AmmF.d

5 391.2881

14 952.3169 1537.7267
L.l

o4 1|
B e

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000

Counts vs. Mass-to-Charge (m/z)

MS zoomed spectrum

x104 |[+APCI Scan (0.08-0.09 min, 2 Scans) Frag=145.0v BS03082A_2ul_AmmF.d
5
1536.7236 1537.7267
4
a4
1538.7311

2

14 1539.7329

0- T T T T T T T T

1535 1536 1537 1538 1539 1540 1541 1542
Counts vs. Mass-to-Charge (m/z)

| Ton I Formula | Expe. m/z I Ccalc. mjz I Diff (ppm) I
[M+nH4 | cooHio2o2r | 15367236 | 15367252 | 1.03

Université r“n Centre Régional de
de Montréal Spectrométrie de Masse

(@)

BzO OBz 28

BzO

Chemical Formula: CgqH19gNO»1*
Exact Mass: 1536.7252
Molecular Weight: 1537.8235

1de1
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Figure S61. *H NMR spectrum of 9 (CD3OD/CDCl; 1:1, 400 MHz)
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Figure S62. 3C NMR spectrum of 9 (CDsOD/CDCl3 1:1, 100 MHz)
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Figure S63. HRMS spectra of 9

Rapport de masse exacte

Data File BS03083A.d Sample Name BS03083A
Sample Type Sample Position pP2-D2
Analysis Date 3/8/2018 12:16:30 PM User Name KG

Acqg Method ESI_POS_DIL.m InstrumentName TOF 6224
Comment

M5 Spectrum

x10 4 |Cpd 1: C48 H78 015: +ES| Scan (0.08-0.16 min, 6 Scans) Frag=120.0v BS03083A.d

912.56789
(M+NH4)+

L Ll L .

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Counts vs. Mass-to-Charge (m/z)

- N Wk O

o

MS Zoomed Spectrum

x10 4 |Cpd 1: ©48 H78 O15: +ES| Scan (0.08-0.16 min, 6 Scans) Frag=120.0V BS03083A.d

6,

54

4

34

27 912.56789

14 895.53383 (M+NH4)+ 933.48377

(M+H)+ N N (M+K)+ )

830 895 900 905 910 915 920 925 930 935 940 945
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Ion | Formula Abund Expe. m/z Calc. m/z Diff( ppm)
(M+NH4)+ C48H78015 7142.77 912.56789 912.5679 0.01
(M+Na)+ C48BH78015 2394.93 917.52384 917.52329 -0.59
Sous la supervision de Dr. Furtos
Centra Regional de Spectromettie de Masse
Universite de hontreal Page 1 of 1
+
o \NHs *NaOy_OH
OH
on OH = on OH =
HOg o Hom 0
0 Q o@#
? ou 0 ow
HO Q HO Q
HO OH 9 HO OH 9
Chemical Formula: C4gHgoNO 15" Chemical Formula: C4gH7gNaO 45"
Exact Mass: 912.5679 Exact Mass: 917.5233

Molecular Weight: 913.1755 Molecular Weight: 918.1262



Figure S64. 'H NMR spectrum of 29 (CDCls, 400 MHz)
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Figure S65. 3C NMR spectrum of 29 (CDCls, 100 MHz)

T
g'sT

o2
0T
0Lt
9T
LeT
08T
Z'Izjff—
9'Ez
S'Eazfr
£'9E—
8'8s
T'6E
'Z-!'E:EJ:IF
0'zb i
T'8pd
6'25
0'99~

8'¢9-7
9'69";::—

LT =
6'LZTH
0'82TH
T'82T4
T'82T1
Z'8zT1
Z'8zT+
£'8z1
b BZT
b'8ZT+
£'621
62T
5'6ZT
S'62T
9'62T~
L1621
8'62T
8'62T
6'62T
6'6ZT
0'0ET
T'0ET
L1ZET
L1ZET
8'ZET
T'EET
Z'EET
£'EET
P1OET |
T'8ET
1'59T
T'59T
T'59T
5'59T |
6'59T
0'99T
11997
gLt

o7
o
Bzo$Q7|

OBz

Bz

20

30

40

50

60

70

80

190 180 170 160 150 140 130 120 110 100 90

30 220 210 200

66



Figure S66. HRMS spectra of 29

Rapport de masse exacte

Data File BSD2188A.d Sample Name BS021884A
Sample Type Sample Position P1-E6
Analysis Date 8/31/2018 1:47:09 PM User Name Stephanie
Acq Method APCI_POS_DI.m InstrumentMame TOF 6224
Comment
MS Spectrum
x10 4 |Cpd 1: C124 H130 O28: +APCI Scan (0.07-0.02 min, 2 Scans) Frag=145.0V BS02188A.d
2085.81841
(M+NH4)+
4
3
2
1
o LI.L |l " 1. L L i L

200 400 600 800 1000

MS Zoomed Spectrum

1200 1400 1600
Counts vs. Mass-to-Charge (m/z)

1800 2000 2200 2400 2600 2800

x10 4 |Cpd 1: G124 H130 O28: +APCI Scan (0.07-0.09 min, 2 Scans) Frag=145.0v BS02188A.d
T 208591841
(M+NH4)+
a4
34
24
14
2068.89897
M+
2060 2065 2070 2075 2085 2090 2095
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Ion | Formula Abund Expe. m/z calc. m/z Diff(ppm)
M+ C124H130028 64.85 2066.90994 2066.87431 -17.23
(M+MNH4) + C124H130028 34732.16 2084.91553 2084.90869 -3.28

Centre Regional de Specirometrie de Masse

Universite de Montreasl

BzO

OBZOBZ
o
© < OB
0 6Bz
BzO Q OOBZ
BzO OBz

29

Chemical Formula: Cq4H134NO5g*
Exact Mass: 2084.9087
Molecular Weight: 2086.4145

Sous la supervision de Dr. Furtos

Page 1 of 1
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Figure S67. *H NMR spectrum of 10 (CD3OD/CDCls 1:1, 400 MHz)
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Figure S68. *H NMR spectrum of 10 (CD3OD/CDCl; 1:1, 100 MHz)
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Figure S69. HRMS spectra of 10

Masse Exacte

Data File BS02190A Sample Name BS02190A
Analysis Date March 7, 2018 User Name Karine
Acq Method ESI_pos_DI DA Method

Instrument TOF 6224

Comment /A

MS spectrum

x10 5 |+ESI Scan (0.08-0.13 min, 4 Scans) Frag=120.0v BS02190A.d

14

0.8 391.2839
0.6
922.0098
0.4]
0.2 622.0284
1221.9883

o L .
250 500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000

Counts vs. Mass-to-Charge (m/z)

MS zoomed spectrum

x10 4 |+ESI Scan (0.08-0.13 min, 4 Scans) Frag=120.0V BS02190A.d
1.4
1.2
14
0.8
0.6 1058.6229
0.4
0.2
(v] 2 f a
¢ : . ; . ; ; : ; : : :
1048 1050 1052 1054 1056 1058 1060 1062 1064 1066 1068 1070
Counts vs. Mass-to-Charge (m/z)
| Ion I Formula | Expe. m/z I Calc.mjz I Diff (ppm) I
[[M+NH4T+ | 54 HE8 019 | 10586220 | 10586258 | 2.75

Université r“n Centre Régional de
de Montréal Spectrométrie de Masse

Chemical Formula: Cs4HgoNO4g*
Exact Mass: 1058.6258
Molecular Weight: 1059.3175
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