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Copies of the 'H and 3C NMR spectra of 1a-g, 4aa-4gc, 5aa-5al and 6aa
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2. Copies of HRMS spectra of 1la-h, 4aa-4gc, 5aa-5ak and 6aa
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x10 % |Cpd 1: 2.930 304.1692: +ES| Scan (rt: 2.814-2.864, 2.997-3.113 min, 12 scans) Frag=135.0V HKS-1031.d Subtract
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%105 [Cpd 1: 2.886 354.1481: +ESI Scan (r: 2.770-2.820, 2.953-3.069 min, 12 scans) Frag=135.0V HKS-922.d Subtract -
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%105 [Cpd 1: 3.795 358.0985. +E5| Scan (rt: 3.695-3.762, 3.828-3.928 min, 12 scans) Frag=135.0V HKS-364.d Sublract
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%103

Cpd 1: 4.662 384.1744: +ES| Scan (rt: 4.579-4. 762 min, 12 scans) Frag=135.0V HKS-985.d Subtract
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x10 % |Cpd 1: 1.328 388,1330; +ESI Scan (rt: 1.262-1.278, 1.378-1.510 min, 11 scans) Frag=135.0V HKS-1018,d Subtract
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%103 [Cpd 1: 2.419 101.0688: +ES| Scan (r: 2.320-2.552 min, 15 scans) Frag=135.0V HKS-959.d Subltract
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Counts vs, Mass-to-Charge (m/z)

438 4385

439 439.5

x10 9
2.2

1.8
1.6+
1.4
1.24

14
0.8+
0.6+
0.4+
0.2

Cpd 1: 1.246 4341518 +ES| Scan (rt: 1.196 min) Frag=135.0v HKS-934-2.d Sublract

41216438

{[CIOH2INO+H)=
=z
Z

Ph
Ph

6aa

414.1766
([C30H2TNG]+H)+

i |

434.1519
{[C30H2TNO=Naj*

436.1590
([C30H2 INOJ+Na)+

438.1587

404 406 408 410 412 494 4i6 418 420 422 424 426 428 430 432 434 43

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

(=]

& |([c30H2 1NO]+Na)+

1
43

440

442
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3. Single crystal X-ray data for 4aa, 5aa and 6aa.

Table S1 Crystal data and structure refinement for 4aa.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

alA

b/A

c/A

o/°

pr°

v/°

Volume/A3

z

Pcalcglcm3

w/mm?

F(000)

Crystal size/mm?

Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?

Final R indexes [[>=2c ()]
Final R indexes [all data]
Largest diff. peak/hole / e A

exp_140-HKS-900
C22H1sNO

309.35

93(2)

monoclinic

P2i/c

10.6454(10)

15.8564(11)

9.6081(10)

90

112.912(12)

90

1493.9(3)

4

1.375

0.084

648.0

05x05x%x0.3

MoKa (A =10.71073)

10.05 to 57.916
-11<h<14,-18<k<21,-12<1<12
10300

3477 [Rint = 0.0492, Rsigma = 0.0255]
3477/0/217

1.058

R; =0.0855, wR2 = 0.2156
R1 =0.0885, wR2 =0.2174
1.60/-0.40

S60




Table S2 Crystal data and structure refinement for 5aa

Identification code
Empirical formula
Formula weight
Temperature/K

Crystal system

Space group

alA

b/A

c/A

a/°

pr°

V/°

Volume/A3

Z

Pcalcg/0m3

w/mm'

F(000)

Crystal size/mm?
Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A

exp_189-HKS-934-1
C22H16BrNO

390.27

93(2)

triclinic

P-1

8.7437(4)

9.0981(5)
11.3532(6)
89.931(4)

69.876(5)

83.515(4)

841.91(8)

2

1.539

2.450

396.0

0.11 x 0.08 x 0.06
MoKa (A =0.71073)
7.124 t0 59.814

-12<h<10,-12<k<11,-15<1<15

12080

4229 [Rint = 00664, Rsigma = 00706]

4229/0/226
0.989

R1=0.0469, wR2 = 0.0969
R1=0.0723, wR2 = 0.1055

0.91/-0.56

S61




Table S3 Crystal data and structure refinement for 6aa.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

alA

b/A

c/A

o/°

pre

v/°

Volume/A3

Z

Pealcg/ cm?®

w/mm

F(000)

Crystal size/mm?

Radiation

20 range for data collection/°

Index ranges
Reflections collected
Independent reflections

Data/restraints/parameters
Goodness-of-fit on F2

Final R indexes [[>=2c ()]
Final R indexes [all data]
Largest diff. peak/hole / e A

exp-188-HKS-934-2
CzoH2:NO

411.48

93(2)

monoclinic

P2i/c

14.9969(4)

14.8584(3)

10.6249(3)

90

110.575(3)

90

2216.53(11)

4

1.233

0.575

864.0

0.1 x0.1x0.06

CuKo (L = 1.54184)

8.664 to 148.818
-13<h<18,-12<k <18, -
12<1<12

1754

3961 [Rint = 0.0186, Rsigma =
0.0195]

3961/0/290

1.024

R1 =0.0379, wR2 = 0.0994
R1 =0.0395, wR2 = 0.1006
0.43/-0.17




