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X-ray Single Crystal Data of 2a
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Crystal data for 2a: C,sH30N,04; M = 434.52; Triclinic; space group P-1; final R indices [/>206(/)]:
R;=0.0995, wR, =0.2767, R indices(all data): R;=0.1161, wR,=0.2702, a = 10.797(13), b =
11.711(15), ¢ = 12.514(15)A, 0. = 113.344 (17), B = 96.823(19), y = 113.413(19)°; V" = 1259(3)A3;
T = 296K; Z = 2; reflection measured/independent: 6603/4351 (Rjy = 0.031), number of
observations [/>2c([)]: 3229, parameters: 295. CCDC-1486452 contains the supplementary
crystallographic data for this paper. These data can be obtained free of charge from The

Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif.

X-ray Single Crystal Data of 3e

2
P
03 J By et
0 E @L@\\\ 025 ¥ Y
Boc O//< \ ' 'L |, -
F lll NS N Al Ni@\ L ?
\©/ ~ '\ Doz €15 N cel ,\@01
3e SR
o~ g
7 P77 P

Crystal data for 3e: C,,HpoF,N,O4; M = 414.40; Triclinic; space group P-1; final R indices
[>20(])]: R1=0.0473, wR, =0.1263, R indices(all data): R;=0.0611, wR,=0.1178, a = 9.3577(8), b
=11.4090(9), c = 11.7512(15)A, a = 63.086(2), P = 75.619(2), y = 69.263(2)°; V' =1040.37(14)A3;
T = 296K; Z = 2; reflection measured/independent: 7429/3630 (Ry; = 0.030), number of
observations [I>2c0(/)]: 2870, parameters: 275. CCDC-1486451 contains the supplementary
crystallographic data for this paper. These data can be obtained free of charge from The

Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif.
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NMR Spectra

H NMR (400Hz, CDCls)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)

|

ooo'o-

G

ZIes
EGLG
B9LG
99174
6914
geld
BELL
B0Zd
29274
[FXAF
0624
B0E L
Gled
8eE'd
FoEL
GLEL
Flrd
GEVFL
FSF L
oavd
66t L

9496

J

103
|

101
l

100

Zf}%[1/_30

o e

PPM




3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)
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13C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl,)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)

O
Boc OJ<N4©7
\
ShAN
3i
934
4411 3.58
zh 2f;54 100 100 100 ?vi 3
e | il s

8 5 4 2 0 PPM

23



3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl,)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl,)
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3C NMR (100Hz, CDCl;)
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TH NMR (400Hz, CDCl,)
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13C NMR (100Hz, CDCl;)
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'H NMR (400Hz, CDCl;)
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3C NMR (100Hz, CDCl;)
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