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UV spectrum of nitropyrrolin A (1)
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Figure S1 UV spectrum of nitropyrrolin A (1) in CH;OH (10 M).
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Figure S2 MS data of nitropyrrolin A (1) (Upper, positive ESI MS; Middle, negative ESI MS; Bottom, negative HR-FAB MS).
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Table S1. NMR data for nitropyrrolin A (1) in CDCI,

Position d,, mult (J in Hz) O COSY HMBC Key NOE

1 9.49, br s 5

2 137.5

3 7.06, br s 1112 5,1 2,4,5, 1

4 1243

5 6.90, br s 1222 3,1 2,3,4

" 2.73, br dd (15.0, 2.0) N 34500 3 i 15
2.53,dd (15.0, 10.5) 28.8 > %9 2, ’

2 3.58, br dd (10.5, 2.0) 783 1 4,13, 4" 15" 15'

3 74.6

R 1.73, br ddd (14.0, 10.5, 6.0) ) s 3 s "
1.49, br ddd (14.0,10.5,6.0) 02 5 > 3%

5| 220,11’1 ] ' ' ' ' '
14 m 220 4.6 3.4.6,7

6 5.18,brt (7.0) 1241 514 4,5 8 14' 8!

7 136.0

8 2.01,m 397 O 6,7,9,10,14' €

9 2.09, m 266 8,10 8, 10, 11'

10' 5.10, tq (7.0, 1.0) 1241 9,12, 13" 8.9, 12, 13" 12'

1 131.6

12' 1.69, br d (1.0) 257 10 10, 11', 13' 10'

13' 1.61, s 177 10’ 100 11", 12"

14' 1.65, s 161 6 6,7, 8

15' 127, s 23.4 2,3, 4 1,2
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Figure S3 'H NMR spectrum of nitropyrrolin A (1) in CDCI, (500 MHz), a reference signal: CDCl, at &, 7.27.

S8




nitropyrrolin A (500 MHz, CDC13)

Sample: nitropyrrolin A
Sample ID: s_27 nitropyrrolin_A_0
File: s_27 nitropyrrolin_A_0O1/dat

Pulse Sequence: s2pul

Figure S4 '>°C NMR spectrum of nitropyrrolin A (1) in CDCI, (125 MHz), a reference signal: CDCl, at 8. 77.0.
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SpinWorks 2.5: nitropyrrolin A (500 MHz, CDCI3) 20091205
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Figure S5 'H-'H gCOSY spectrum of nitropyrrolin A (1) in CDCl, (500 MHz).
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SpinWorks 2.5: 508-90-1-4A-m (500 MHz, CDCI2)
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Figure S6 gHSQC spectrum of nitropyrrolin A (1) in CDCl, (500 MHz).
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SpinWorks 2.5: 508-90-1-4A-m (500 MHz, CDCI2)
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Figure S7 gHMBC spectrum of nitropyrrolin A (1) in CDCI; (500 MHz).
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Figure S8 2D NOESY spectrum of nitropyrrolin A (1) in CDCl, (500 MHz).
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UV spectra of nitropyrrolins
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Figure S9 UV spectra of nitropyrrolins B (2), C (3), D (4) and E (5) in CH;OH (10 M).
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Figure S10 MS data of nitropyrrolin B (2) (Upper, positive ESI MS; Middle, negative ESI MS; Bottom, negative HR-FAB MS).
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Table S2. NMR data for nitropyrrolin B (2) in CDCl,

Position d,, mult (J in Hz) O COSY HMBC Key NOE
1 9.51, brs
137.4
2
3 7.03, brs 1109 5 2,4,5
4 123.0
5 6.87,brs 1216 3,1 2,3,4
. 271, dd (15.0, 6.0) , L
2.68, dd (15.0, 6.0) 267 5,2 2,3,5,2,3
2 2.94, dd (6.0, 6.0) 631 I 2,1, 4 4,15
3 61.5
R 1.70, ddd (13.5, 8.0, 6.0) ' '
149, ddd (13.5,9.5, 6.5) 386 5 2
5 211, m 237 4.6 4. 6
6' 5.08, m? 1233 5,14 5, 14
7 135.8
g 2.05, m 267 9., 10' 7.9 10"
9 1.96, br dd (8.0, 7.0) 397 810 7.8 10", 11", 13'
10 5.08, m® 1242 9, 12", 13' 9 12'
1" 131.6
12' 1.68, br d (1.0) 258 10" 10, 11, 13'
13 1.60, s 178 10 9. 10, 11", 12
14 1.60, s 161 6 6,7
15 138, s 16.8 2.3, 4 2

2 The multiplicity of this signal was unresolved due to peak overlapping and the chemical shift was assigned by interpretation of
HSQC and HMBC spectroscopic data.
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Figure S11 '"H NMR spectrum of nitropyrrolin B (2) in CDC, (500 MHz).
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nitropyrrolin B (500 MHz, CDC13)

Sample: S09-90-2-1B-m

Sample ID: s_27_509-90-2-1B-m_03
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Figure S12 '°C NMR spectrum of nitropyrrolin B (2) in CDCl, (125 MHz).
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SpinWorks 2.5: 509-90-2-1B-M (500 MHz, CDCI2)
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Figure S13 'H-'H gCOSY spectrum of nitropyrrolin B (2) in CDCI; (500 MHz).
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SpinWorks 2.5: 509-90-2-1B-M (500 MHz, CDCI2)
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Figure S14 gHSQC spectrum of nitropyrrolin B (2) in CDCI, (500 MHz).
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SpinWorks 2.5: 509-90-2-1B-M (500 MHz, CDCI2)
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Figure S15 gHMBC spectrum of nitropyrrolin B (2) in CDCI,; (500 MHz).
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509.90.2.158 (S00 MHz, CDC13)
20090901

Sample: 509_90_2_158
Sample ID: s_26_509_80_2_158_04
File: /home/SMS/vnmrsys/data/auto_2009.08.31/s_26_509_90_2_158_0Ad/data/Noesyld_01.fid

Pulse Sequence: NOESY1D

7 6 5 4 1 ppm
e e e ! ——L—— e ——t gy by
-0.35 -0.48 -1.36 -0.39-0.43
-0.33 106.21 -1.43-1.44

Figure S16 Selective 1D NOESY spectrum of nitropyrrolin B (2) in CDCl, (500 MHz), irradiation of H-2' signal at dj; 2.94
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Figure S17 MS data of nitropyrrolin C (3). (Upper, negative ESI MS; Bottom, negative HR-FAB MS)
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Table S3. NMR data for nitropyrrolin C (3) in CDCl,

Position O, mult (J in Hz) O COSY HMBC Key NOE®?

1 9.48, br s 5

2 137.5

3 7.07,brs 1113 5 2,4,5

4 124.0

5 6.92, brs 1222 1,3 2,3,4

y 2.93,dd (15.0, 1.5) . 345 s
2.60, dd (15.0, 10.5) . > % 9,

2' 3.75,dd (10.5, 1.5) 784 1 4,5 1,4,15 415

3 78.0

" 2.00, m o 3 ”
175, ddd (14.0, 11.0, 5.0) 396 5.6

5 228, m o Loe T
219 m 23.0 4,6 ,6',7

6' 5.15,td (7.0, 1.0) 123.0 5,8, 14 4,5, 14

7 136.3

8 1.99, m 39.7 9,10

9 2.08, dd (7.5, 7.5) 266 8,10

10' 5.09, tq (7.0, 1.5) 1241 9,12, 13" 9,13

11 131.5

12' 1.69, s 257 10 10, 11', 13'

13' 1.61, s 177 10 10, 11', 12'

14' 1.63,s 16.1 6 6,78

15' 1.64, s 25.6 1',2'

2NOE data was recorded in DMSO-d,
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Figure S18 'H NMR spectrum of nitropyrrolin C (3) in CDCl, (500 MHz).
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nitropyrrolin C (500 MHz, CDC13) m

Sample: 509-90-2-16A |
Sample ID: s_34_509-90-2-16A_01 |
File: /home/SMS/vnmrsys/data/PJS/S09_16A_13C.fid

Pulse Sequence: s2pul ”

LI N J S /RN I (e By R I AR S e S 2 e e s

140 130 120 110 100 90 80 70 60 SO0 40 30 20 10 ppm

Figure S19 '°C NMR spectrum of nitropyrrolin C (3) in CDCl, (125 MHz).
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SpinWorks 2.5: 508-90-2-2-2 (500 MHz, CDCI2)
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Figure S20 'H-'H gCOSY spectrum of nitropyrrolin C (3) in CDCI; (500 MHz).

S27

T r I H I
24 20 16
F1: e, o oy 22 IS MHE

T s 74K Comples puists

it S B

ME LN egEes

PP (FZ)



SpinWorks 2.5: 508-90-2-2-2 (500 MHz, CDCI2)
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Figure S21 gHSQC spectrum of nitropyrrolin C (3) in CDCI, (500 MHz).
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SpinW orks 2.5:

509-90-2-2-2 (500 MHz, CDCI3)

- 04
- os
o o S— R
- 12
o = —
B~ P = 16
s, = A~
- i - 20
=
= SEERw 24
- 28
- 32
- 36
— — 1
- 40
- 44
- 43
- e L 62
(— 3 — =
- 56
|- 6.0
- 6.4
a T = - 68
—_— —_ - -3
e = .
72
—
- 76
q T i T T H T T T T T ¥ T T r T ¥ T ' T
PP (F1) 135 125 115 105 o950 350 750 650 450 350 250 150 PP (F2)
LSy 2 el S -2-2-2_Flesiec FLBSTM oot Vgt BCT F2Z ey of B pyem 299 EASES MHE FAien. of B pys 125 800257 MHe
Weceniiey Tersy - 299 EARIET MHe e siee SEE Complien. puints e xire 248 Compies. sty

e ttn e 1416 by 7 it
W S He - 1.0 s - LSS Hopt
—— o s 10

i S S e
M LN e

Figure S22 gHMBC spectrum of nitropyrrolin C (3) in CDCI,; (500 MHz).
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509.90.2.16A (500 MHz, CDC13)
20080801

Sample: 509_90_2_16A

Sample ID: 5_32_509_90_2_16A_10

File: s_32_509_9%0_2_16A_10/datasNoesyld_01.fid

Pulse Sequence: NOESY1D

Figure S23 Selective 1D NOESY spectrum of nitropyrrolin C (3) in CDCl, (500 MHz), irradiation of H-2' signal at 0, 3.75.
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509.90.2.16A (500 MHz, CDC13)
20090915

Sample: 509-90-2-16A

Sample ID: s_33_509-90-2-16A_02
File: s_33_509-90-2-16A_02/data/Noesyld_01.fid |

Pulse Sequence: NOESY1D

) i I Al
N Mt st , e ot o Ms/»‘ IL oottt

o, e = e e ey —

R TR e e e

Figure S24 Selective 1D NOESY spectrum of nitropyrrolin C (3) in CDCIl, (500 MHz), irradiation of H,-1'a signal at 6;; 2.93.
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508-90-2-2-2 (S00 MHz, DMSO-d6) 20091125
Sample: 509-90-2-2

Sample ID: s_27_509-90-2-2_06

File: s_27_509-90-2-2_06/data/Noesyld_01.fid

Pulse Sequence: NOESY1D

|

i

SR e e s

A 1
—_ S—

ppm

l |

Figure S25 Selective 1D NOESY spectrum of nitropyrrolin C (3) in DMSO-d, (500 MHz), irradiation of H-2' signal
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5098-90~-2-2-2 (S00 MHz, DMSO-d6) 20091125

Sample: 509-90-2-2
Sample ID: s_27_509-90-2-2_06
File: s_27_509-30-2-2_06/data/Noesyld_01.fid

Pulse Sequence: NOESY1D

Figure S26 Selective 1D NOESY spectrum of nitropyrrolin C (3) in DMSO-d, (500 MHz), irradiation of H-1'a signal
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509-90-2-2-2 (500 MHz, DMSO-d6) 20091125
Sample: 509-90-2-2

Sample ID: s_27_S09-30-2-2_06

File: s_27_509-90-2-2_06/data/Noesyld_01.fid

Pulse Sequence: NOESY1D

Figure S27 Selective 1D NOESY spectrum of nitropyrrolin C (3) in DMSO-d, (500 MHz), irradiation of H-1'b signal
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60 &80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Selected Isotopes : Cy oH, 10,04 0Ny < Error Limit : 20 ppm
Measured Mass % Base Formula Calculated Mass EL(;’

331.2023 78.9% C,H,.0 331.2062 12.0
C,HyON 331.1995 -8.6
C,H,,0;N, 331.2021 -0.5
C, H N 331.2048 7.7
C4H;,04N, 331.1981 -13.0
C,,H,,0,N; 331.2008 -4.5

Figure S28 MS data of nitropyrrolin D (4) (Upper, positive ESI MS; Middle, negative ESI MS; Bottom, negative HR-FAB MS).
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Table S4. NMR data for nitropyrrolin D (4) in CDCI,

Position d,; mult (J in Hz) O COSY HMBC Key NOE
1 9.38,brs
2 137.5
3 7.01,brs 1115 51 2,5
4 123.7
5 6.84,br's 1221 3 2,3,4
I' 2.72, m? 327 3,2 3,4,2
2! 4.18,dd (6.5, 6.5) 77.6 1 4,1,3,4,15 4
3 136.0
4 5.38,dd (7.0, 7.0) 126.3 5,15 2,56 15 2
5' 2.73, m? 269 4.6 3,467
6 5.08, m? 1219 5 4 8
T 135.9
8 1.99, m 396 10 6',7,9, 10 6'
9 2.07, m 26.7 10 8, 10, 11
10' 5.09, m? 1242 9,12, 13'
B8 131.5
12' 1.69, s 257 10 10, 11
13 1.61,s 177 10 10, 11"
14 1.63,s 16.1 ¢ 6,7
15 1.71,s 11.8 4 3,4

2 The multiplicity of this signal was unresolved due to peak overlapping and the chemical shift was assigned by interpretation of
HSQC and HMBC spectroscopic data.
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Figure S29 'H NMR spectrum of nitropyrrolin D (4) in CDC, (500 MHz).
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Figure S30 '*C NMR spectrum of nitropyrrolin D (4) in CDC, (125 MHz).
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SpinWorks 2.5: 509.90.2.11A (500 MHz, CDCI2)
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Figure S31 'H-'H gCOSY spectrum of nitropyrrolin D (4) in CDCl, (500 MHz).
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SpinWorks 2.5: 509.90.2.11A (500 MHz, CDCI2)
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Figure S32 gHSQC spectrum of nitropyrrolin D (4) in CDCI; (500 MHz).
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SpinWorks 2.5: 509.90.2.11A (500 MHz, CDCI2)
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Figure S33 gHMBC spectrum of nitropyrrolin D (4) in CDCI, (500 MHz).

S41

FA: ey, of N pym 125 G027 MHe.
e i 4K Comples i
tto S B
M LN drgres

PP (FZ)



cng509-11A(400MHz, CDC13)
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Figure S34 2D NOESY spectrum of nitropyrrolin D (4) in CDCl, (500 MHz).
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Selected Isotopes : Hy ¢,Cy 54Ny 305,y ,37Cly Error Limit : 20 ppm
Measured Mass % Base Formula Calculated Mass | Error

401.1837 36.8% C,cH N, 0, 401.1865 7.0
C,,H,;NO, 401.1838 0.3
C, H;,0.Cl 401.1883 12.0
C, 3 H,gNO,Cl 401.1757 -20.0
C gHy N, 0.Cl 401.1843 1.5
C,¢H33N;0,ClL, 401.1848 2.7

Figure S35 MS data of nitropyrrolin E (5) (Upper, positive ESI MS; Middle, negative ESI MS; Bottom, negative HR-FAB MS).
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Table S5. NMR data for nitropyrrolin E (5) in CDCI,

Position d,; mult (J in Hz) O COSY HMBC Key NOE
1 9.58, br s 3,5
2 137.4
3 7.08, brs 115 1,5 2,5
4 123.9
5 6.92, brs 1222 1,3 2,3,4
" 2,94, dd (15.0, 2.0) , 45y )
2.60, dd (15.0, 10.5) 9.8 o4,
2 3.76, br d (10.5) 783 1" 1", 4,15'
3 77.9
. 1.98, ddd (14.0, 11.0, 5.0) . )
172, ddd (14.0, 11.0, 5.0) 39.9
; 229, m® o .
219, me 235 4.6 6,7
6' 5.22,dd (7.0, 7.0) 123.9 514 5,8, 14 8'
7 136.1
g 2.27, m? 369 O 6,79 6, 10"
2.09, ddd (15.0, 8.0, 8.0) : > 7 ’
9 1.60, m® 2 8, 10’ 8!
1.42, dddd (14.0, 10.0. 8.0, 5.0) 9.9 8,
10 3.36,dd (100, 1.5) 782 O g 12", 13"
1 732
12! 122, 26.2 10, 11", 13" 10!
13" 118, 23.6 10, 11, 12" 10!
14! 1.66, s 16.1 6,7, 8
15" 1.62, s 25.9 3 2
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Figure S36 'H NMR spectrum of nitropyrrolin E (5) in CDCl, (500 MHz).
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Figure S37 '3C NMR spectrum of nitropyrrolin E (5) in CDCl, (125 MHz).

S46



- 0D

D38

|.*?

— 2D

9
b

28

32

38

—_ 40
(44
— 438
e . - 52
— 58
Lo
— B4
| us
72

— 78

T T T T T T T T T T T T T T T T T T T T T T
PPM {F1) 72 B8 [ K] 8.0 58 52 48 44 40 38 32 23 24 20 18 12 DB D4 PPM (F2)

W S41.25 He - SLESTSS jyum - 2542215 Howt W LN degers SMT AN g
S o o 4

Figure S38 'H-'H gCOSY spectrum of nitropyrrolin E (5) in CDCI; (500 MHz).
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Figure S39 gHSQC spectrum of nitropyrrolin E (5) in CDCl, (500 MHz).
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F2 ]
509-7022Ap (500 MHz, COCip)pPAV}S112S
Sample: S09-7022Ap 3
Sample ID: s_29_509-7022Ap_0.
File: s_29_509-7022Ap_03/datd/Ghmbc_01.fid
. S=_ = == = R — U e
Pulse Sequence: gHMBC | —
T — e et e .~ — T R f— — + e -
2 =
= = - 1K - =
1 =2 k-3 =
— = D ———
L
1 (Jf / | =0 S 7
1 (R)/"K’ /\59\//\@&”
: ozbj\,f\ @ :
] HN— OH OH i =
6
7 o — - -
-— p— —
J & ——
140 130 120 110 100 90 80 70 60 50 a0 30 20 10
F1 (ppm)

Figure S40 gHMBC spectrum of nitropyrrolin E (5) in CDCI, (500 MHz).
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F2
2Ap (500 MHz, CDC13) (ppm)

Sample: 509-70-2-2Ap
Sample ID: s_33_509-70-2-2Ap_01 1
File: /home /SHS/vnmrsys /data/auto_2009.08.16_05/5_33 S#3-70~2~2Ap_ 01 /datasNoesy 01 . fid 1

Pulse Sequence: NOESY

Do 0 o . o~

—T

4.5 4.0 3.5 3.0 2.5 2.0 1.5
F1 (ppm)

Figure S41 2D NOESY spectrum of nitropyrrolin E (5) in CDCI, (500 MHz).
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Figure S42 '"H NMR spectrum of 3-farnesyl-pyrrole (6) in CDCI; (500 MHz).
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Figure S43 UV spectra (PDA detector) of y-farnesyl-a-nitropyrrole (7) (upper) and p-farnesyl-a-nitropyrrole (8) (bottom)

(acetonitril-water solvent mixture).

S52



d

T T T T T T T
FPM 50 2D 70 8D 5D 4D 3D

2D 1D
R et HP- Il LS Mkl et 2t Ty o B LRSS M H
e T ] T iy S5 Cample gty
T e xie T bt [Co T T
W EH2ED He- HLIESA - I Hopt
Iy of s €

Figure S44 'H NMR spectrum of y-farnesyl-o-nitropyrrole (7) in CDCl, (500 MHz).
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beta-NP-4(S00MHz, CDCL3, 090325)
Sample: beta-NP-4

Sample ID: s_24_beta-NP-4_01
File: shome/SMS/vnmrsys/data/auto_2009.03.18/s_24_beta-NP-4_01/data/Carbon_01/fid

Pulse Sequence: s2pul

L1 |

5 T T  VEEL A0 pe ST B BT G YA SR L S BN SR D S T 117 5] i N T S (15 G L D DR [ e s e B o e

L RS o T 7
140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S45 '°C NMR spectrum of y-farnesyl-a-nitropyrrole (7) in CDCI, (125 MHz).
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Figure S46 'H NMR spectrum of B-farnesyl-a-nitropyrrole (8) in CDCI, (500 MHz).
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beta-NP-5(S00MHz, CDC13, 090325)

Sample: beta-NP-5

Sample ID: s_25_beta-NP-5_01

File: /home/SMS/vnmrsys/data/PJS/beta-NP-5-13C-CDC13-090325.fid

Pulse Sequence: s2pul

|
%ll,t‘f. i x . MIek

o [ P o o et i Sl e ) PR P P ) ) e b B el G (o e TR e e o o R et o i i e [ ST IR B oL (b ot o Rt o B e T i e P T R U Y e e P e £

140 120 100 80 60 40 20 ppm

Figure S47 '°C NMR spectrum of B-farnesyl-o-nitropyrrole (8) in CDCl; (125 MHz).
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Figure S48 'H NMR spectrum of the (S)-Mosher ester of 1 (9a) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.90.2.7B_R_Cl (500 MHz, Pyridine-d5)
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Figure S49 'H-'H gCOSY spectrum of the (S)-Mosher ester of 1 (9a) in pyridine-d; (500 MHz).

S58



. . n 1.71
—‘ 3% 1.81 |
3.36 :
\r@) 594 2.08 /‘
248 >
/, OH 266 540
——

N O~ RMTPA

Figure S50 '"H NMR spectrum of the (R)-Mosher ester of 1 (9b) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.90.2.7B_SCI (500 MHz, Pyridine-d5)
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Figure S51 'H-'H gCOSY spectrum of the (R)-Mosher ester of 1 (9b) in pyridine-d, (500 MHz).
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Figure S52 'H NMR spectrum of the acetonide derivative of 2 (10) in CDCI, (500 MHz).
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F2at: ’
1SB-acetonide (500MHz, CDC13) (ppm 5
Sample: 509-90-2-15C-RXS l.29o T TR i = e B s L= i ——
Sample ID: s_18_503-90-2-15C-Rx5_01 . ° -
File: /home/SMS/vnmrsys/datasauto_2009.10.12/s_18_509-90 -15C-Rx5_01/data/Noesy_01.fid "
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3 8§ i
G :—- - —— —— = ~ e %
= TR R : : ==y
3 - e s e
Zir
8- —r i
] ﬂ | o
0 ——— =g~
: B [}
E | l 5
2.2 g lg ' '
2.4 == == =
2.6 = — —_— S =3
'5 = 3 7 33
2.8 178 3
3 a
3.0 =
3.2 E =
E 2
3.4
= o
3.6 — = —
3.8 =5 A e e e [ e
E T 8 8
4.0 e ——

4.0 3.8 3.6 3.4 3.2 3:0
F1 (ppm)

Figure S53 2D NOESY spectrum of the acetonide derivative of 2 (10) in CDCI; (500 MHz).
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Figure S54 '"H NMR spectrum of the diol derivative of 2 (11) in CDCI, (500 MHz).
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Figure S55 2D NOESY spectrum of the diol derivative of 2 (11) in CDCI, (500 MHz).
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SpinWorks 2.5: 15C-ppts-RCI (500 HMz, pyridine-d5)
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Figure S56 'H NMR spectrum of the (S)-Mosher ester of 11 in pyridine-ds (500 MHz).
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Figure S57 'H NMR spectrum of the (S)-Mosher ester of 3 (12a) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.90.2.16A-RCI1 (500 MHz, CDCI3)
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Figure S58 'H-'H gCOSY spectrum of the (S)-Mosher ester of 3 (12a) in pyridine-d; (500 MHz).
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Figure S59 'H NMR spectrum of the (R)-Mosher ester of 3 (12b) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.90.2.16A-SCI1 (500 MHz, CDCI3)
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Figure S60 'H-'H gCOSY spectrum of the (R)-Mosher ester of 3 (12b) in pyridine-d, (500 MHz).
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SpinWorks 2.5: 509.90.2.11A_RC1 ({500 MHz, Pyridine-d5)
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Figure S61 'H NMR spectrum of the (S)-Mosher ester of 4 (13a) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.90.2.11A_RCI (500 MHz, Pyridine-d5)
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Figure S62 'H-'H gCOSY spectrum of the (S)-Mosher ester of 4 (13a) in pyridine-d; (500 MHz).
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Figure S63 'H NMR spectrum of the (R)-Mosher ester of 4 (13b) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 5099 11A SO
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Figure S64 'H-'H gCOSY spectrum of the (R)-Mosher ester of 4 (13b) in pyridine-d, (500 MHz).
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Figure S65 '"H NMR spectrum of the bis-(S)-Mosher ester of 5 (14a) in pyridine-ds (500 MHz).
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SpinWorks 2.5: 509.90.2 2Ap-RCI1 (500 MHz, CDCI3)
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Figure S66 'H-'H gCOSY spectrum of the bis-(S)-Mosher ester of 5 (14a) in pyridine-d; (500 MHz).
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Figure S67 'H NMR spectrum of the bis-(R)-Mosher ester of 5 (14b) in pyridine-d; (500 MHz).
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SpinWorks 2.5: 509.70.2.2Ap-SCI3 (500 MHz, CDCI3)
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Figure S68 'H-'H gCOSY spectrum of the bis-(R)-Mosher ester of 5 (14b) in pyridine-d, (500 MHz).
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