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Figure S1. IR spectrum of (a) compound 3 (SL-F1) and (b) compound 4 (SL-F2)
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Figure S2. (a) The '"H NMR spectrum for compound 3 (SL-F1), recorded in CDCls; (b) The *C NMR spectrum for
compound 3 (SL-F1), recorded in CDCls.



(@

(b)
Figure S3. (a) The '"H NMR spectrum for compound 4 (SL-F2) recorded in CDCls; (b) The 3C NMR spectrum for
compound 4 (SL-F2) recorded in CDCls.
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Figure S4. (a) IR spectrum of (a) compound 7 (SL-F3); (b) IR spectrum of (a) compound 9 (SL-F5); (c)
IR spectrum of (a) compound 11 (SL-F6).
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Figure S5. (a) The 'H NMR spectrum for compound 7 (SL-F3) recorded in CDCls; (b) The '3C NMR spectrum for
compound 7 (SL-EF3) recorded in CDCls.
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Figure S6. (a) The 'H NMR spectrum for compound 9 (SL-F5) recorded in CDCls. (b) The 3C NMR spectrum for
compound 9 (SL-F5) recorded in CDCls.



(@)

Instrument Bruker AvanceIIT 500MHz (UnivBucuresti
Operator AM

Registry No. 3004

User C. Draghici

Sample Changer Position 12

Sample Name FG-14

cDC13

@C13-CPD-BBOF-34

o o w0 o

wo o Mo o~ ) = @
. . . B 3 o

oo o ma © — .

= < NN = = ol o

] A o R ~ @ P

——144.07
—139.63
——134.94

T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

(b)
Figure S7. (a) The 'H NMR spectrum for compound 11 (SL-F6) recorded in CDCls. (b) The C NMR spectrum for
compound 11 (SL-F6) recorded in CDCls.



Crystallographic

data

Table S1. Crystal data and details of data collection.

7 [SL-FL3] 8
empirical formula C12HoNO:sS C7HiBrNOS
Fw 247.26 230.08
space group 12/a C2/c

28.065(2) 16.8477(14)
b[A] 4.0890(3) 3.9602(3)
c[A] 18.9725(13) 23.005(3)
al°] 90 90
BI°] 94.700(6) 98.437(10)
v [°] 90 90
VA 2169.9(3) 1518.3(3)
V4 8 8
Fealed [g cm] 1.514 2.013
Crystal size [mm)] 0.35 x 0.05 = 0.05 0.40 x 0.10 x 0.02
T [K] 293 293
¢ [mm1] 0.292 5.620
20 range [°] 4.308 to 59.116 3.58 to 57.986
Reflections collected 9289 4178
Independent reflections 2636[Rin=0.0413] 1717[Rin=0.0368]
Data/restraints/parameters 2636/0/155 1717/0/100
Rulal 0.0505 0.0538
wRaIb] 0.1203 0.1075
GOFld 1.029 1.076
Largest diff. peak/hole [e A7) 0.24/-0.36 0.34/-0.69
CCDC 2109012 2109011

aRi=XI1Fol = |Fel |/Z1Fol.? wRa = {Z[w(Fo? — F?)?]/Z[w(Fo?)?]}'2. < GOF = {Z[w(F? — F2)?]/(n — p)}'2, where n is the

number of reflections and p is the total number of parameters refined.

Table S2. Bond distances (A) and angles (°) of compound 8

Bond Distance (A)
Br1-C3 1.893(5)
S1-C1 1.756(4)
S1-C7 1.778(5)
01-C7 1.217(6)
N1-Cé6 1.397(6)
N1-C7 1.358(6)

Bond
C1-C2
C1-Co6
C2-C3
C3-C4
C4-C5
C5-Co6

Distance (A)
1.371(6)
1.391(6)
1.381(6)
1.385(6)
1.388(7)
1.378(6)

Bonds

C1-51-C7
C7-N1-Cé
C2-C1-51

C2-C1-Cé6
C6-C1-51

C1-C2-C3
C2-C3-Brl
C2-C3-C4
C4-C3-Brl

Angle (°)
91.4(2)
115.4(4)
128.7(3)
121.1(4)
110.2(4)
118.0(4)
118.6(4)
121.7(5)
119.7(4)

Bonds
C3-C4-C5
C6-C5-C4
C1-C6-N1
C5-C6-N1
C5-C6-C1
01-C7-51
01-C7-N1
N1-C7-S1

Angle (°)




Figure S8. Space filling
representation of the
crystal structure 7
showing the packing of
2D layers.

Table S3. Bond distances (A) and angles (°) of compound 7 (SL-F3)

Bond
S1-C1
S1-C7
01-C7
02-C8
02-C11
03-C11
N1-C6
N1-C7
N1-C8
C1-C2
C1-Cé
C2-C3
C3-C4
C4-C5
C5-Cé6
C8-C9
C9-C10
C10-C11
C10-C12

Distance (A)

1.746(2)
1.764(2)
1.212(3)
1.437(3)
1.374(3)
1.196(3)
1.409(3)
1.383(3)
1.443(3)
1.379(3)
1.393(3)
1.379(4)
1.375(3)
1.383(3)
1.379(3)
1.491(3)
1.320(3)
1.469(3)
1.492(3)

Bonds
C1-51-C7
C11-02-C8
C6-N1-C8
C7-N1-Cé6
C7-N1-C8
C2-C1-s1
C2-C1-Cé6
C6-C1-51
C3-C2-C1
C4-C3-C2
C3-C4-C5
C6-C5-C4
C1-C6-N1
C5-C6-N1
C5-C6-C1
01-C7-51
01-C7-N1
N1-C7-51
02-C8-N1

Angle (°)
91.82(11)
108.45(16)
121.04(18)
114.77(19)
124.18(19)
128.10(19)
120.7(2)
111.17(17)
118.1(2)
121.2(2)
121.2(2)
117.9(2)
112.4(2)
126.7(2)
120.9(2)
124.32(19)
126.0(2)
109.71(16)
109.37(16)

Bonds
02-C8-C9
N1-C8-C9
C10-C9-C8

C9-C10-C11
C9-C10-C12
C11-C10-C12
02-C11-C10
03-C11-02
03-C11-C10

Angle (°)
104.66(18)
117.44(19)
109.9(2)
107.9(2)
131.3(2)
120.8(2)
108.80(19)
120.7(2)
130.5(2)




