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Table S1. Crystal data and structure refinement for compound 34.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

V4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(I)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

exp_139

C17HI9 N O3

285.33

100(2) K

0.71073 A

Monoclinic

P21/c

a=8.380(1) A o=90°.
b=15.416(1) A B=95.542(4)°.
c=11375(1) A v=90°.
1462.6(2) A3

4

1.296 Mg/m?

0.089 mm'!

608

0.07 x 0.06 x 0.03 mm?

4.356 t0 29.273°.

-11<=h<=10, -18<=k<=20, -15<=I<=15
9670

3395 [R(int) = 0.0335]

99.1 %

Full-matrix least-squares on F?
3395/0/190

1.040

R1=0.0619, wR2 = 0.1549
R1=0.0884, wR2 =0.1757

n/a

0.606 and -0.632 e.A-3



Table S2. Atomic coordinates (x 104) and equivalent isotropic displacement parameters (A2x

103) for compound 34. U(eq) is defined as one third of the trace of the orthogonalized Ul tensor.

X y z U(eq)
N(1) 4419(2) 1925(1) 4344(2) 23(1)
O(1) 7212(2) 230(1) -142(1) 21(1)
0(2) 3973(2) 2663(1) 4079(1) 31(1)
0(3) 4265(2) 1595(1) 5312(1) 36(1)
C(1) 5180(2) 1408(1) 3473(2) 19(1)
C(2) 5996(3) 664(1) 3850(2) 21(1)
C@3) 6712(3) 175(1) 3030(2) 21(1)
C4) 6592(2) 421(1) 1845(2) 18(1)
C(5) 5745(2) 1168(1) 1491(2) 19(1)
C(6) 5045(2) 1675(1) 2309(2) 19(1)
C(7) 7389(3) -146(1) 1001(2) 19(1)
C(8) 7915(2) -198(1) -1024(2) 18(1)
CO) 7745(2) 214(1) -2129(2) 19(1)
C(10) 8433(3) -196(1) -3038(2) 22(1)
C(11) 9253(3) -977(1) -2883(2) 22(1)
C(12) 9413(2) -1381(1) -1786(2) 20(1)
C(13) 8728(2) -981(1) -856(2) 19(1)
C(14) 6866(3) 1063(1) -2291(2) 23(1)
C(15) 10282(3) -2245(1) -1636(2) 21(1)
C(16) 9165(3) -2991(2) -2051(2) 33(1)

C(17) 11042(3) 2413(2) -386(2) 30(1)




Table S3. Bond lengths [A] and angles [°] for compound 34.

N(1)-0(2) 1.226(2)
N(1)-0(3) 1.230(2)
N(1)-C(1) 1.465(3)
O(1)-C(8) 1.380(2)
O(1)-C(7) 1.419(2)
C(1)-C(6) 1.381(3)
C(1)-C(2) 1.383(3)
C(2)-C(3) 1.381(3)
C(2)-H(2) 0.9300
C(3)-C(4) 1.395(3)
C(3)-H(Q3) 0.9300
C(4)-C(5) 1.391(3)
C(4)-C(7) 1.502(3)
C(5)-C(6) 1.388(3)
C(5)-H(5) 0.9300
C(6)-H(6) 0.9300
C(7)-H(7A) 0.9700
C(7)-H(7B) 0.9700
C(8)-C(13) 1.390(3)
C(8)-C(9) 1.403(3)
C(9)-C(10) 1.384(3)
C(9)-C(14) 1.505(3)
C(10)-C(11) 1.390(3)
C(10)-H(10) 0.9300
C(11)-C(12) 1.388(3)
C(11)-H(11) 0.9300
C(12)-C(13) 1.395(3)
C(12)-C(15) 1.521(3)
C(13)-H(13) 0.9300
C(14)-H(14A) 0.9600
C(14)-H(14B) 0.9600
C(14)-H(14C) 0.9600
C(15)-C(17) 1.523(3)

C(15)-C(16) 1.528(3)



C(15)-H(15)
C(16)-H(16A)
C(16)-H(16B)
C(16)-H(16C)
C(17)-H(17A)
C(17)-H(17B)
C(17)-H(17C)

O(2)-N(1)-0(3)
O(2)-N(1)-C(1)
O(3)-N(1)-C(1)
C(8)-0(1)-C(7)
C(6)-C(1)-C(2)
C(6)-C(1)-N(1)
C(2)-C(1)-N(1)
C(3)-C)-C(1)
C(3)-C(2)-H(2)
C(1)-C(2)-H(2)
C(2)-C(3)-C(4)
C(2)-C(3)-H(3)
C(4)-C(3)-H(3)
C(5)-C(4)-C(3)
C(5)-C(4)-C(7)
C(3)-C(4)-C(7)
C(6)-C(5)-C(4)
C(6)-C(5)-H(5)
C(4)-C(5)-H(5)
C(1)-C(6)-C(5)
C(1)-C(6)-H(6)
C(5)-C(6)-H(6)
O(1)-C(7)-C(4)

O(1)-C(7)-H(7A)

C(4)-C(7)-H(7A)
O(1)-C(7)-H(7B)
C(4)-C(7)-H(7B)

H(7A)-C(7)-H(7B)

0.9800
0.9600
0.9600
0.9600
0.9600
0.9600
0.9600

123.24(18)
118.68(18)
118.08(19)
117.15(16)
122.50(19)
119.08(19)
118.42(18)
118.55(19)
120.7
120.7
120.6(2)
119.7
119.7
119.47(19)
122.89(18)
117.64(19)
120.60(19)
119.7
119.7
118.3(2)
120.9
120.9
109.51(17)
109.8
109.8
109.8
109.8
108.2



0(1)-C(8)-C(13)
0(1)-C(8)-C(9)
C(13)-C(8)-C(9)
C(10)-C(9)-C(8)
C(10)-C(9)-C(14)
C(8)-C(9)-C(14)
C(9)-C(10)-C(11)
C(9)-C(10)-H(10)
C(11)-C(10)-H(10)
C(12)-C(11)-C(10)
C(12)-C(11)-H(11)
C(10)-C(11)-H(11)
C(11)-C(12)-C(13)
C(11)-C(12)-C(15)
C(13)-C(12)-C(15)
C(8)-C(13)-C(12)
C(8)-C(13)-H(13)
C(12)-C(13)-H(13)
C(9)-C(14)-H(14A)
C(9)-C(14)-H(14B)
H(14A)-C(14)-H(14B)
C(9)-C(14)-H(14C)
H(14A)-C(14)-H(14C)
H(14B)-C(14)-H(14C)
C(12)-C(15)-C(17)
C(12)-C(15)-C(16)
C(17)-C(15)-C(16)
C(12)-C(15)-H(15)
C(17)-C(15)-H(15)
C(16)-C(15)-H(15)
C(15)-C(16)-H(16A)
C(15)-C(16)-H(16B)
H(16A)-C(16)-H(16B)
C(15)-C(16)-H(16C)
H(16A)-C(16)-H(16C)
H(16B)-C(16)-H(16C)

123.62(18)
114.89(19)
121.49(19)
116.7(2)
122.66(19)
120.62(18)
122.44(19)
118.8
118.8
120.44(19)
119.8
119.8
118.2(2)
119.83(18)
121.95(19)
120.72(19)
119.6
119.6
109.5
109.5
109.5
109.5
109.5
109.5
113.97(18)
110.65(18)
110.4(2)
107.1
107.1
107.1
109.5
109.5
109.5
109.5
109.5
109.5



C(15)-C(17)-H(17A)
C(15)-C(17)-H(17B)
H(17A)-C(17)-H(17B)
C(15)-C(17)-H(17C)
H(17A)-C(17)-H(17C)
H(17B)-C(17)-H(17C)

109.5
109.5
109.5
109.5
109.5
109.5




Table S4. Anisotropic displacement parameters (A2x 103) for compound 34. The anisotropic
displacement factor exponent takes the form: -2n2[h2a*2Ull +  + 2 h k a* b* Ul2].

Ull U22 U33 U23 U13 U12
N(1) 23(1) 25(1) 20(1) -5(1) 1(1) (1)
o(1) 27(1) 19(1) 18(1) o(1) (1) 3(1)
0(2) 41(1) 22(1) 30(1) -4(1) 4(1) 7(1)
0(3) 50(1) 39(1) 20(1) 1(1) 12(1) 13(1)
c(1) 19(1) 18(1) 20(1) -4(1) 3(1) -1(1)
CQ2) 24(1) 23(1) 17(1) 2(1) 1(1) o(1)
) 23(1) 18(1) 24(1) 1(1) 3(1) 2(1)
C(4) 18(1) 17(1) 19(1) 2(1) 4(1) 3(1)
c(5) 21(1) 20(1) 18(1) 1(1) 4(1) 2(1)
C(6) 21(1) 16(1) 21(1) 1(1) 2(1) 1(1)
C(7) 23(1) 18(1) 19(1) 1(1) 6(1) 1(1)
C(@®) 17(1) 19(1) 18(1) 3(1) 4(1) -4(1)
C(9) 19(1) 17(1) 21(1) 0(1) 3(1) -5(1)
C(10) 24(1) 23(1) 17(1) 1(1) 2(1) 3(1)
c(1) 23(1) 23(1) 20(1) -6(1) 7(1) -4(1)
C(12) 18(1) 18(1) 23(1) -4(1) 3(1) 3(1)
C(13) 21(1) 18(1) 19(1) (1) 4(1) 2(1)
C(14) 25(1) 20(1) 22(1) 1(1) 3(1) 1(1)
C(15) 21(1) 20(1) 24(1) -4(1) (1) o(1)
C(16) 28(1) 22(1) 50(2) -7(1) 4(1) 2(1)

C(17) 36(1) 25(1) 29(1) 2(1) 5(1) 7(1)




'H spectrum of compound 1



13C spectrum of compound 1



'H spectrum of compound 2



13C spectrum of compound 2



'H spectrum of compound 3



13C spectrum of compound 3



'H spectrum of compound 4



13C spectrum of compound 4



'H spectrum of compound 5



13C spectrum of compound 5



'H spectrum of compound 6
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13C spectrum of compound 6
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'H spectrum of compound 7



13C spectrum of compound 7



'H spectrum of compound 8



13C spectrum of compound 8



'H spectrum of compound 10



13C spectrum of compound 10



'H spectrum of compound 11



13C spectrum of compound 11



'H spectrum of compound 14



13C spectrum of compound 14



'H spectrum of compound 16



13C spectrum of compound 16



'H spectrum of compound 17



13C spectrum of compound 17



'TH-NMR of compound 18
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I3C-NMR of compound 18
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'H spectrum of compound 19



13C spectrum of compound 19



F spectrum of compound 19



'H spectrum of compound 20



13C spectrum of compound 20



F spectrum of compound 20



'H spectrum of compound 21



13C spectrum of compound 21



19F spectrum of compound 21



'"H-NMR of compound 22
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I3C-NMR of compound 22
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'H spectrum of compound 23



13C spectrum of compound 23



F spectrum of compound 23



'"H-NMR of compound 24
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I3C-NMR of compound 24
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'H spectrum of compound 25



13C spectrum of compound 25



F spectrum of compound 25



TH-NMR of compound 26
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I3C-NMR of compound 26
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'H spectrum of compound 27



13C spectrum of compound 27



'TH-NMR of compound 28
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I3C-NMR of compound 28

(wdd) 1
0z 0€ oy 05 09 172 08 06 00T 011 0z1 0€T 0vT 0ST 091 0T

01

ol

A

8z punodwo)

— 159.693
—156.611

— 147.967

—133.521
—130.522
129,943
% 127.274

124.434
—118.476
114788
112,935
~110.165

77.352
{77.034
76.717

— 66.888

— 55.557

—34.133

—24.138

—15.993

04

00T

002

00€

00%

00S

009

00Z-

008

006

0007

00TT

0021+
00€T

Intensity

00T

00ST

009T

004T

008T

006T

0002

0012

002z

00€z
00t
0052



'H spectrum of compound 29



13C spectrum of compound 29



'H spectrum of compound 30
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13C spectrum of compound 30
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'H spectrum of compound 31



13C spectrum of compound 31



'H spectrum of compound 32



13C spectrum of compound 32



'H spectrum of compound 33




13C spectrum of compound 33




'H spectrum of compound 34




13C spectrum of compound 34




'H spectrum of compound 35




'H spectrum of compound 36




13C spectrum of compound 36




'H spectrum of compound 37




13C spectrum of compound 37




TH-NMR of compound 40
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I3C-NMR of compound 40
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'H spectrum of compound 42




13C spectrum of compound 42




'H spectrum of compound 43




13C spectrum of compound 43




'H spectrum of compound 44




13C spectrum of compound 44




'H spectrum of compound 45




13C spectrum of compound 45




