Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2015

BF;-Et,0 Mediated Skeletal Rearrangements of Norbornyl Appended

Cyclopentanediols’

Chintada Nageswara Rao® and Faiz Ahmed Khan™

Table of content

S2-S18 'H (400 MHz) & Bc (100 MHz) NMR spectra of selected compounds
S19-S21 COSY, HMQC&HMBC (600 MHz) spectra of 8

S22-S23 NOESY&COSY (500 MHz) spectra of 13

S24-S34 HRMS of selected compounds

S35 X-ray Ortep diagram of 5

S1



Selected Spectra
"H&"C NMR (400 MHz, CDCl3) of Compound 2
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"H (600 MHz, CDCl;) & *C (75 MHz, CDCl;) NMR of Compound 3
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'H (400 MHz, CDCl;) & *C (100 MHz, CDCl3) NMR of Compound 4
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'H NMR (400 MHz) and C NMR (100 MHz) of 5 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 6 in CDCl3
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 7 in CDCl3
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 8 in CDCl3
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"H NMR (400 MHz, CDCl3) of Compound 9
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"H NMR (400 MHz, CDCl3) of Compound 10
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 11 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 12 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 13 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 14 in CDCl;

1.00

MeO_ OMe
Br Br
7 M
Br . NHCOCH;
H Me
g
w0
. 2
- O |o
R & © 2
- e - )
J[ 2 ,/ J/' J ’Io
JKAA__‘#L___A M___UAAJ o ._wl-.__ e S L,.Ju A
T I [ T T ‘ B T T ;' H {
6 4 2 0 ppr

200

MeO_ OMe
Br Br
; H
Br Br NHCOCH;
H Me
‘ T 1 T T ‘ T
150 100

S14



'"H NMR (400 MHz) and *C NMR (100 MHz) of 15 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 16 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 17 in CDCl;
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'"H NMR (400 MHz) and *C NMR (100 MHz) of 18 in CDCl;
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600 MHz 'H/'"H COSY spectrum of 8 in CDCl; solution
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600 MHz HMQC spectrum of 8 in CDCl; solution
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600 MHz HMBC spectrum of 8 in CDCl; solution
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500 MHz 'H/'"H NOESY spectrum of 13 in CDCl; solution
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500 MHz 'H/'"H COSY spectrum of 13 in CDCI; solution
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HRMS (DCI) of Compound 2

17 HRMS DCI CH4' h " 12-Jun-2011 ' ' ]
CNRSD {10.778) Is (1.00,1.00} C13H14Br402 Magnet Ci+
: 5217687 3.26e12
100+
MeO OMe
1 Br. Br
/
Br™  Br :
Me
5497707 -
523.7668
T
§17.7727 §25.7650
5227721
§20.7741 524.7701
O T T “f T T T T T T T T T T |. T t T T T 1 T T T T —— Mass
508 510 512 514 516 518 520 522 524 528 528 530 532 534

S24



HRMS (DCI) of Compound 3
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HRMS (EI) of Compound 5
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HRMS (DCI) of Compound 7
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HRMS (DCI) of Compound 8
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HRMS (DCI) of Compound 10
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HRMS (DCI) of Compound 11
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HRMS (ESI) of Compound 13
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HRMS (DCI) of Compound 14
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HRMS (DCI) of Compound 15
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HRMS (DCI) of Compound 17
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X-ray Ortep diagram of 5
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