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SI Crystallographic Data for Complexes 3a, 3b and Sa

complex 3a 3b 5a
formula C22H21CINsN1 C19H15Br0.07Clo.9sNaNio9s  C23H27Bro.11Clo.s9NaNi1
M: 435.59 395.32 458.42
crystal system orthorhombic monoclinic orthorhombic
space group Pca2, P21/c P21212;
a[A] 22.2059(5) 7.8582(3) 8.3434(2)
b [A] 10.1482(2) 24.1174(12) 14.2256(4)
c[A] 8.5616(2) 17.5914(6) 17.7157(4)
o ] 90 90 90
B[] 90 95.976(3) 90
v [°] 90 90 90
V [AY] 1929.36(7) 3315.8(2) 2102.6709)
T[K] 150.15 150.15 173.15
Z 4 8 4
u[mm™'] 6.518 7.273 2.735
total reflns 10895 16325 7023
unique reflns 4120 6666 3670
Rint 0.0128 0.0268 0.0576
Ri[[>26(D)] 0.0224 0.0546 0.0401
WR(F)[1>26(1)] 0.0600 0.1474 0.0928
Ri(all data) 0.0231 0.0630 0.0486
wWR(F?)(all data) 0.0604 0.1544 0.0971
GOF on F? 1.038 1.062 0.987
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SII 'H, '3C NMR spectra of complex 1
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Fig.S2 '"H NMR spectrum of complex 1 (CDCl3)

6000

138.8
137.6
137.0
136.1
130.0
129.2
128.8
127.2
126.9
122.7
121.8
120.8
120.2
117.9
108.7

5500

-147.9
139.3

/
|
1129.3

+5000

4500

4000

3500

3000

+2500

2000

1500

500

i | 1000
1

155 145 135 125 115 105 95 8 75 65 55 45
f1 (ppm)

Fig.S3 3C NMR spectrum of complex 1 (CDCl3)
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SIII IR, 'H, *CNMR spectra of complexes 2a - 2¢
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Fig.S5 'H NMR spectrum of complex 2a (CDCl3)
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Fig.S6 13C NMR spectrum of complex 2a (CDCl3)
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Fig.S7 IR spectrum of complex 2b
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Fig.S9 3C NMR spectrum of complex 2b (CDCl3)
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Fig.S11 '"H NMR spectrum of complex 2¢ (CDCl3)
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Fig.S12 3C NMR spectrum of complex 2¢ (CDCl3)
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SIV IR, 'H, '*C NMR spectra of complexes 3a - 3¢ and 5a - 5b
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Fig.S14 "H NMR spectrum of complex 3a (CDCl3)
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Fig.S15 3C NMR spectrum of complex 3a (CDCl3)
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Fig.S18 3C NMR spectrum of complex 3b (CDCl3)
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Fig.S23 '"H NMR spectrum of complex 5a (CDCl3)
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Fig.S24 3C NMR spectrum of complex 5a (CDCls3)
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Fig.S29 'H NMR spectrum of complex 5¢ (CDCl3)
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Fig.S30 13C NMR spectrum of complex 5¢ (CDCl3)
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SV 'H NMR Spectra and GC Spectrum of the Alcohol Products

CH,0H 'HNMR (300 MHz, CDCl3, ): 7.14 - 7.29 (m, Ar-H, 5H), 4.53 (s,
©/ CHa, 2H), 2.23 (s, OH, 1H).[1
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Fig.S34 'H NMR spectrum of 6a (CDCl3)
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1H NMR (300 MHz, CDCls, 3): 7.14-7.41 (m, Ar-H, 4H), 4.71 (s,

CH», 2H), 1.92 (s, OH, 1H).[1
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cH,0od 'H NMR (300 MHz, CDCl3, 8): 6.91-7.33 (m, Ar-H, 4H), 4.63 (s,
CH,, 2H), 2.33 (s, OH, 1H).[2!

F
N o (3] (]
RER © & 1400
5y T &2 | | F1300
1200
F1100
+1000
900
800
700
F600
500
400
300
200
| +100
U ‘
Y o
T y T 0
- o =
-~ -] <) 1-100
. H "
— ——— T .
7.8 7.4 () 6.6 6.2 5.8 5.4 5:.0 4.6 4.2 3.8 3.4 3.0 2.6 22 1.8
f1 (ppm)
: 1
Fig.S38 '"H NMR spectrum of 6¢ (CDCl3)
CH,OSiH,Ph
F
uv Max Intensity : 15,0
annnnm Time 3688 Inten
12000000}
11000000
10000000
3000000}
‘8000000
7000000
‘6000000
5000000
4000000
3000000
20000004
1000000
0s 10 15 20 25 30 B 40 45 B B3 &0 & 70

Fig.S39 GC spectrum of 6¢

S22



CH,0H 'HNMR (300 MHz, CDCls, 5): 7.26-7.34 (m, Ar-H, 4H), 4.66
/©/ (s, CHa, 2H), 1.78 (s, OH, 1H).[¥
Cl

T N O © Q  1og00
M ® AN © ~
,1\,\/!’. < W 12600
2400
2200
2000
L1800
F1600
L1400
L1200
11000
1800
1600
1400
'l)‘ i 200
JL L ) 0
T 7 3
(-] o n y
o o — -200
< o -
7.5 0 7.0 6.5 6.0 55 50 45 40 35 3.0 25 20 15
f1 (ppm)
: 1
Fig.S40 'H NMR spectrum of 6d (CDCl3)
Cl
uv
20000000-J0FIDT
17500000
15000000
12500000
10000000
7500000
5000000-]
2500000}
7 L o 4y vy oy N L
T s L T IR T TR 1 I
0’s 10 15 20 75 30 35 40 45 50 55 50 65

Fig.S41 GC spectrum of 6d
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TH NMR (300 MHz, CDCl3, §): 7.54 (d, Ar-H, 2H),6.93 (d, Ar-
H,2H), 4.43 (s, CH», 2H), 2.71 (s, OH, 1H).l!
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Fig.S45 GC spectrum of 6f

'"H NMR (300 MHz, CDCl3, §): 7.18-7.38 (m, Ar-H, 3H), 4.69 (s,
CHa, 2H), 1.75 (s, OH, 1H).
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CH,0H 'HNMR (300 MHz, CDCl3, §): 7.12-7.27 (m, Ar-H, 5H), 6.44
(d, HC=C, 1H), 4.10 (dd, CH>, 2H), 2.10 (s, OH, 1H) ,1.82 (d,
CHs, 3H).2!
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Fig.S48 'H NMR spectrum of 6h (CDCI3)
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con 'H NMR (300 MHz, CDCLs, 8): 7.16 (d, Ar-H, 2H), 6.78 (d,
/©/ Ar-H, 2H), 4.47 (s, CHn, 2H), 3.69 (s, OCHs, 3H), 2.21 (s, OH,
MeO IH).[l]
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Fig.S51 GC spectrum of 6i

CH0H 1 NMR (300 MHz, CDCls, §): 6.93-7.27 (m, Ar-H, 4H),
. 4.57 (s, CHn, 2H),1.84 (s, OH, 1H).[4
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CH,0H 14 NMR (300 MHz, CDCls, §): 7.26-7.34 (m, Ar-H, 1H), 7.69-
6.82 (m, Ar-H, 2H), 4.61 (s, CHa, 2H), 2.01 (s, OH, 1H).[]
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CH,0H 'H NMR (300 MHz, CDCl3, 8): 7.47 (d, Ar-H, 2H),7.22(d, Ar-
/©/ H,2H), 4.63 (s, CH»,2H), 1.91 (s, OH, 1H).!
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CH,0H 'HNMR (300 MHz, CDCls, §): 7.48-8.10 (m, Ar-H, 4H), 4.98 (s, CHa,
@: 2H), 2.14 (s, OH, 1H).B!
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CH,OH
2 '"H NMR (300 MHz, CDCls, §): 7.14-7.56 (m, Ar-H, 4H), 4.75 (s,
CH», 2H), 1.83 (s, OH, 1H).[1
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CH,0H 'H NMR (300 MHz, CDCls, 5): 7.25 (d, Ar-H, 2H),7.16(d, Ar-
/@ H,2H), 4.63 (s, CHa, 2H), 2.35 (s, CHs, 3H), 1.69 (s, OH,

lH).[3]
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Cl

CH,0H 'H NMR (300 MHz, CDCls, 5): 7.17-7.34 (m, Ar-H, 3H), 4.96 (s, CHa,

2H), 2.05 (s, OH, 1H).[1
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Fig.S64 'H NMR spectrum of 6p (CDCl3)

Cl
CH,OSiH,Ph

Cl

uv

3600
3400
+3200
3000
2800
2600
2400
2200
2000
1800
1600
1400
1200
+1000
800

F600

+400

+200

-2.05

1200
=400

DFID

7000000

6000000

5000000

4000000

3000000

2000000

1000000

Fig.S65 GC spectrum of 6p

S35



o
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TH NMR (300 MHz, CDCl3, §): 7.10 - 7.22 (m, Ar-H, 5H), 3.69 (t,
CH», 2H), 2.72 (t, CH,, 2H), 2.31 (s, OH, 1H).l?
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OH
'"H NMR (300 MHz, CDCl3, §): 7.17-7.27 (m, Ar-H, 5H), 4.78 (q,
CH, 1H), 2.06 (s, OH, 1H), 1.40 (d, CH3, 3H).1"!
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on 'HNMR (300 MHz, CDCls, 5): 6.89-7.24 (m, Ar-H, 4H), 4.75 (q, CH,

/©)\ 1H), 2.31 (s, OH, 1H), 1.35 (d, CHs, 3H).1?
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M 1H NMR (300 MHz, CDCI3, 8): 7.27 (s, Ar-H, 1H), 7.14-7.19 (m, Ar-

Cl
H,3H), 4.76 (q, CH, 1H), 2.12 (s, OH, 1H), 1.38 (d, CH3, 3H).l!l
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OH 'H NMR (300 MHz, CDCl3, §): 6.71-7.20 (m, Ar-H, 4H), 4.76 (q,
MeO CH, 1H), 3.72 (d, OCHs, 3H), 2.02 (s, OH, 1H), 1.39 (d, CH3, 3H).l!
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'"H NMR (300 MHz, CDCls, 8): 7.16(d, Ar-H, 2H), 7.05 (d, Ar-H,
2H), 4.74 (q, CH, 1H), 2.25(s, CH3, 3H)2.00 (s, OH, 1H), 1.37 (d,
CHs, 3H).!
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THNMR (300 MHz, CDCls, §): 7.17-7.24 (m, Ar-H, 4H), 4.76 (q, CH,
1H), 2.10 (s, OH, 1H), 1.36 (d, CH3, 3H).l"!
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M 1H NMR (300 MHz, CDCls, 8): 7.38(d, Ar-H, 2H), 7.15 (d, Ar-H, 2H),
/©)\ 4.77 (q, CH, 1H), 1.93 (s, OH, 1H), 1.38 (d, CHs, 3H).1
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OH I'H NMR (300 MHz, CDCls, &): 8.10(d, Ar-H, 2H), 7.46 (d, Ar-H,

/@)\ 2H), 4.93 (q, CH, 1H), 2.24 (s, OH, 1H), 1.43 (d, CH3, 3H). B!
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Fig.S83 GC spectrum of 7h

OH 1 NMR (300 MHz, CDCls, 8): 7.63-7.67 (m, Ar-H, 3H), 7.61 (s,

Ar-H, 1H) 7.31-7.33 (m, Ar-H, 3H), 4.85 (q, CH, 1H), 2.29 (s, OH,
OO 1H), 1.40 (d, CHs, 3H).[1
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'H NMR (300 MHz, CDCl3, 8): 7.07-7.49 (dd, Ar-H, 4H), 5.18 (q, CH,

1H), 2.21 (s, OH, 1H), 1.38 (d, CH3, 3H).l"!
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™M 1H NMR (300 MHz, CDCLs, 8): 7.50(d, Ar-H, 2H), 7.37 (d, Ar-H,

2H), 4.84 (q, CH, 1H), 2.18 (s, OH, 1H), 1.39 (d, CH3, 3H).53!
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OH
"H NMR (300 MHz, CDCl3, §): 7.54(d, Ar-H, 2H), 7.40 (d, Ar-H,
2H), 4.87(q, CH, 1H), 2.27 (s, OH, 1H), 1.41 (d, CH3, 3H).[1
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Fig.S91 GC spectrum of 71
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SVI GC analysis of H»

Fig.S96 The GC analysis that shows H»
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