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exps PROTON
SAMPLE SPECIAL
date Feb 14 2008 temp not used —
solvent cBC13 gain not used
ile exp spin not used O )
ACQUISITION hst 0.008
sw 20000.0 pw3o 8.500 .
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np 79612 FLAGS N
fb 11000 i1 n
bs 4 in n
d1 1.000 dp y Cl
nt 400 - hs nn pd
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tpwr 55 wp 4152.3
W 2.000 rfl 7452.8
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Figure S1. *H NMR spectrum of compound 5.
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exp3 CARBON

SAMPLE SPECIAL O
date Feb 25 2008 temp not used
solvent cdci3 gain not used
fil exp spin not used ~

e
ACQUISITION hst 0.008 N
sw 25125.6 pw3o 14.000
at 1.199 alfa 20.000
np 60270 FLAGS
b 13800 i1 n Cl
bs 4 in n T e
d1 1.000 dp v e\
nt 20000 hs nn |
ct 3472 PROCESSING Cl Cl
TRANSMITTER 1b 2.00
tn c13 fn not used
sfrg 100.561 DISPLAY
tof 1554.3 sp -104.9
tpwr 56  wp 20304.8 5
7.000 rfl 9253.7
DECOUPLER rfp 7762.5
dn HL rp 72.3
dof -713.0 1p -309.5
dm yyy PLOT
dmm w o we 50
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dmf 11800 vs 91
th 4
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Figure S2. *C NMR spectrum of compound 5.
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SAMPLE
date Feb 19 2008
solvent CcDC13
file exp
ACQUISITION
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DEC. & VT

dn H1
dof 0 e)
dm n
dmm f
dmf 12000
40 \

2
tn Tel25 dpwr
at 0.540 PROCESSING . N
np 127998 b 30.00
sw 100000.0 fn not used
fb 55000 Cl
bs 4 werr o
[2% 3.0 wexp Te
pw 3.0 wbs N
tpwr 58 wnt | |
d1 1.000 DISPLAY Cl C
tof 50000.0 sp 37867.9
nt 32000 wp 81918.3
ct 232 vs 22
alock n sc
gain 0 wc
FLAGS hzmm 327. 5
il n is 28728.86
in y rfl ~19788.2
dp y rfp 0
th 7
ins 1.000
nm p
s
4
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Figure S3. *Te NMR spectrum of compound 5.
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, Eager 300 Report e
*Page: 1 Sample: HBSPR9 (HBSPR9) - |e\C|

g Cl

Method Name : spl40208
Method File : G:\eager300\Eager 300 EA1112\sp140208.mth 5
Chromatogram : HBSPRO ‘
Operator ID’ : SP = Company WName : C.E. Instruments
Analysed : 02/14/2008 12:40 Printed 1. 2/14/2008 16:32
Sample ID ) HBSPRY (# 11) Instrument N. : Instrument #1
Analysis Type : UnkNown (Area) Sample weight : 2.048
Calib. method : using 'K Factors'
'!! Warning missing one or more peaks.

Element Name % Ret.Time Area BC Area ratio K factor
Nitrogen 3.8014 43 101369 FU 17.484530 .130208E+07
Carbon 32.2927 66 1772396 FU 1.000000 .267497E+07
Hydrogen 2.7310 169 405624 RS 4.369553 .644501E+07
Totals 38.8250 2279389

Figure S4. CHN analysis of compound 5.
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Figure S5. FT-IR spectrum of compound 5.
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Micromass : Q-Tof micro(YA-105) Dept. Of Chemistry L1.T.(B) 11-Aug-200819:25:48
Ionisation Mode|
HBS-PR-9 5 (0.094) AM (Cen,2, 80.00, Ht,0.0,0.00,0.00); Sm (SG, 2x4.00); Sb (5,5.00 ); Cm (2:5) TOF MS ES+
8 303.8300 474
100
(@] />/\
301.8288 S
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Figure S6. ESI Mass spectrum of compound 5.
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' exps PROTON
SPECIAL

SAMPLE
date Jan 29 2008 temp not used
solvent CcDC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 20000.9 pw90 8.500 (@)
at 1.990 alfa 20.000
np 79612 FLAGS
b 11000 i1 n .
bs 4 in n X -
di 1.000 dp y N
nt 400 hs nn .
t 152 PROCESSING
TRANSMITTER 1b 0.10 Br
tn H1  fn not used T -
sfrg 399,883 DISPLAY e\
tof 500.0 sp ~66.5 |
tpwr 55 wp 4126.0 B Br
2.000 rf) 7451.3 r
DECOUPLER rfp 0
dn €13 rp 92.9 6
dof 338.7 1p -396.4
dm nnn PLOT
dmm [ 258
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dmf 17100 vs 96
th 8
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Figure S7. *H NMR spectrum of‘(':(;mpoUnd 6.
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exp3 CARBON

SAMPLE SPECIAL O
date Feb 26 2008 temp not used
solvent cdc13 gain not used ~

file exp spin not used N
ACQUISITION hst 0.008
25125.6 pw3o 14.000
at 1.199 alfa 20.000
np §0270 FLAGS Br
fb 13800 i1 n Te/
bs 4 in n N
d1 1.000 dp v | B
nt 20000 hs nn Br r
ct 2800 PROCESSING
TRANSMITTER 1b 2.00
n €13 fn not used 6
sfrq 100.561 DISPLAY
tof 1554.3 sp -134.0
tpwr 56 wp 20304.8
7.000 rfl 9249.9
DECOUPLER rfp 7762.5
dn H1 rp 73.6
dof -713.0 1p -315.7
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Figure S8. 3C NMR spectrum of compound 6.

S8



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

exp9 s2put

SAMPLE DEC. & VT O
date Mar 12 2008 dn H1 ‘
f_q}vent CDC13  dof 0
ile ex| dm

ACQUISITION i dmm f N
sfrq 94.817 dmf 4000 N
tn Tel25 dpwr 50
at 0.640 PROCESSING
np 127888 1b 20.00 Br
sw 100000.0 fn not used Te/
fb 55000 N
bs 4 werr !
pw 3.0 wexp B Br
W 3.0 whs '
Exlzwr 1038 wnt

-000 DISPLAY
tof 65000.0 sp 36760.7 6
nt 32000 wp 96313.5
ct 2708 vs 13
alock n sc 0
gain 20 wc 250
R FLAGS hzmm 385.25
il n is 3819.98
in y rfi -34789.2
dp y rfp 0
th 10
ins 1.000
nm ph
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Figure S9. **Te NMR spectrum of compound 6.

' o)
. Eager 300 Report :>/\
Page: 1  Sample: HBS-PR7-I (HBSPR-7-I) N

_Br
Method Name : sp060208 Te
Method File : G:\eager300\Eager 300 EA1112\sp060208.mth gr Br
Chromatogram : HBSPR-7-1I 6
Operator ID : SP Company Name : C.E. Instruments
Analysed : 02/06/2008 12:39 Printed : 2/6/2008 16:09
Sample ID HBS-PR7-I (# 11) Instrument N. : Instrument #1
Analysis Type : UnkNown (Area) Sample weight : 1.639
Calib. method : using 'K Factors'
11! Warning missing one or more peaks.

Element Name % Ret.Time Area BC Area ratio K factor
Nitrogen 3.i717 - 43 68190 RS 15.856180 .131176E+07
Carbon 24.9252 66 1081233 RS 1.000000 .264668E+07
Hydrogen : 2.0084 169 238027 RS 4.542480 .604101E+07
Totals ’ 30.1052 1387450

Figure S10. CHN an‘alysis of compound 6.
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Figure S11. FT-IR spectrum of compound 6.
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Micromass : Q-Tof micro(YA-105) Dept. Of Chemistry L1.T.(B) 06-Jun-200813:04:14)
: _ Ionisation Mode
HBS-PR-7.24 (0.445) AM (Cen,4, 80.00, Ht,0.0,0.00,0.00); Sm (Md, 4.00); Sb (5,5.00 ); Cm (1:24) . TOF MS ES+
100+ 72.0716 : s ' 1.95e3
2688057
0O />/\
X
N
Br
Te{
|
Br Br
6
284.9031
% 278.9055
417.8745
276.90831l 208.9196
337.9607
419.8734
413.8751
275.9080)
90.0786
479.7780 638.7186 716.8185
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Figure S12. ESI Mass spectrum of compound 6.
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Figure S13. *H NMR spectrum of compound 7.
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Time
INSTRUM t
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
™D 65536
SOLVENT CDCl3
NS 1005
DS 4
SWH 27173.912 Hz
FIDRES 0.414641 Hz
RQ 1.2059124 sec
RG 2050
DW 18.400 usec
DE 6.50 usec
TE 300.1 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
me——==== CHANNEL £l ====-
NUC1 13¢
Pl 8.75 usec
PLL -2.00 dB
PLIW 56.53121948 W
SFO1 100.6238364 MHz
CHANNEL £2
CPDPRG2 waltzl6
80.00 usec
-1.00 dB
14.50 dB
14.50 dB
0.56200695 W
0.29767781 W
0.29767781 W
400.1316005 MHz
32768
100.6127534 Miz
EM
0
2.00 Hz
0
1.20
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Figure S14. *C NMR spectrum of compound 7.
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500000.000
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125Te
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Figure S15. ***Te NMR spectrum of compound 7.
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Eager 300 Réport

Fage: :l,ly Sample: PR8 (PR8)

Method File
Chromatogram
Operator ID
Analysed
Sample ID
Analysis Type

: sp290708

: D:\CHNS2008\SP290708.mth

: PR8

: SP Company Name
: 07/29/2008 11:47 Printed

: PR8 (# 6) Instrument N.

: UnkNown (Area)

Calib. method :

using 'K Factors'

11! Warning missing one or more peaks.

Element Name

Nitrogen
Carbon
Hydrogen
Totals

% Ret.Time Area BC

2.0339 ¥°% 43 28987 RS
19.8849 19:3& 67 720217 RS
1.6081 3% 172 164111 RS
23.5269 913315

Figure S16. CHN analysis of compound 7.

Sample weight :

T T
-600 -800

O\/>/\

N
-

T
-400

o

I T
200 0 -200 ppm

e

1
|
7

: C.E. Instruments
:°7/29/2008 15:29

Instrument #1
1.474

Area ratio K factor

24.846210 966894.1000

1.000000 .244629E+07
4.388597 .631820E+07
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Figure S17. FT-IR spectrum of compound 7.
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Micromass : Q-Tof micro(YA-105) Dept. Of Chemistry LL.T.(B) 13-Aug-200812:49:19
: Tonisation Mode|
HBS-PR- 8 38 (0.702) AM (Cen,2, 80.00, Ht,0.0,0.00,0.00); Sm (Md, 5.00); Sb (5,5.00 ); Cm (38:43) 7 TOF MS ES+
279.0517. K W2 : : 312
100+
h . . NS
: N
e
298.9246 | e\l
|
278.9057] 7
280.9063
303.9576
1296.9170
%_
276.9058
|299.9510
176.0818
24 g1 60
275.9079)
408.8072
231.0721
90'079§ 176.0194 [ Bk 4°f-8°27m‘ 465.8656  557.0806 684.6901 iz
i T T T T ISR T T g
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Figure S18. ESI Mass spectrum of compound 7.
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expa  PROTON . O .
SAMPLE SPECIAL g
date  Jun 17 2008 temp not used . ~

solvent €DCI3 gain not uged
e . exp spin not used N
ACQUISITION hst 0.008
v 20000.0 pwso 8.500
at 1.990 alfa 20.000
nj 79612 FLAGS
f 11000 i1 n Te
bs 4 in n /
d1 1.000 dp y : ;
nt 800 'hs o - 5 . . Br
ct 72 PROCESSING .
TRANSMITTER b 0.10 . .
n fn not used 8
sfrg 399.883 DISPLAY
tof 500.0 sp -67.4
tpwr 55 wp 4099.8
4.250 rf] 7452.2
DECOUPLER rfp 0
C13 rp 8.0
dof 338.7 1p ~183.3
dm ann pLOT
dmm ¢ we 250
dpwr 51 sc 0
dmf 17100 s 63
th 1
ai ph

Figure S19. *H NMR spectrum of compound 8.
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NAME HBS-PR-CHTeBr
HBS-PR-CHTeBr-C13 EXPNO 2
PROCNO
Date 2011010
) 0 & THACRZ 4S8T < o Time™ 14.5
- H EREEEE rroe ¥ d e INSTRUM spec
- TreTce. NN N - PROBHD 5 mm PABBO BB
N l \\x f// W l i l PULPROG 2apg3
™ 6553
SOLVENT ¢DCl
NS 15
Te DS
/ SWH 28409.09
Br FIDRES 0.43348
nQ 1.153483
RG 91
8 D 17.60
DE 6.5
I TE 296.
| DL 1.0000000
I D11 0.0306000
DO
\\‘ mes——c== CHANNEL f1l ==
NUCL 13
T T P1 8.7
77.5 77.0 ppm PL1 -2.0:
PLIW 56.5312194
SFO1 100.623836
CHANNEL f2 ==
waltzl:
1i
80.0!
-1.0(
14.5(
14.5¢(
10.5620069
0.2976778
0.2976778
400.131600!
3276t
J 100.612761"
£
| (
1.0¢
: ¢
1.4¢
! !
¥
) JININ J
T T T T T T T T T s T T T T T ¥ T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 10 ppm

Figure $20. **C NMR spectrum of compound 8.
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| PR-11
exp3 s2pul

SAMPLE DEC. & VT
, date Apr 7 2008 dn H1
solvent DMSO  dof L]
file exp dm n
ACQUISITION dmm f
sfrq 94.818 dmf 4000
tn Tel25 dpwr 39
at 0.640 PROCESSING
np 127998 1b 30.00
sw 100000.0 fn not used
fb 55000
bs a4 werr
pw 3.0 wexp
pw 3.0 wbs
tpwr S8
1 1.000 DISPLAY
tof 65000.0 sp 66402.8
nt 32000 wp 67146.3
ct 1284 vs 14
alock n sc [
gain 20 wc 250
FLAGS hzmm 268.59
il n is 57491.76
in y rfl -35128.4
dp y rfp 0

ph

~—1199.209

T T

——1199.209

|

J/\JJM\/NLVV/ \ﬂ/A“ﬂf\/vx«v\

1204

1196 ppm

T T Laa—

T
1100

A " 1300 1200
Figure S21. "**Te NMR spectrum of compound 8. O%
\ NS
. Eager "
age: 1 Sample: PR-BR (PR—BQI;) 300 Report
Method Name : '8d060511 J
Method File : D:\CHNS Br/
o togren . p],i-an 2011\8D060511.mth 8
Operator 1p J omp rume;
SD
Analysed : -
A yeed : ngg:/?:l; I Prin::Z Name : ¢.g. Inst nts
iy 2 ) r : 5/6/2011 17:1
amp. S O (Aress ' s:::;:men? g. Instrument #; ‘
. ) weight : -1, p3 '
Calib. method using 'K Factors' | |
0 . .
e Warning missing one or more peak
: s.
Element Name
—————— % .
e Ret. Time Area BC Area rati
oo T e BOE IR Area o K factor
5 22225 44 ggie oo TTTTTmme——en
H;::ZH P ;1: 66016 ry 13.661720 .151780msnn
pr - o 901897 Fy 1.000000 Pl
vire : e oo A 5 -251772E+07
ey e 4.988725 -591571E+07

Figure S22. CHN analysis of compound 8.
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Figure S23. FT-IR spectrum of compound 8.
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Micromass : Q-Tof micro(YA-105) Dept. Of Chemistry LLT.(B) 11-Aug-200819:52:27
Jonisation Mode|
HBS-PR-11 31 (0.576) AM (Cen,2, 80.00, Ht,0.0,0.00,0.00); Sm (SG, 2x4.00); Sb (5,5.00 ); Cm (2:32) TOF MS ES+
100- 301.8219 1.26e4
303.8239
o/>/\
x>
N
;I'e
Br
8
%
299.8241
N
176.0087
104.9756
- 298.8300
76.9965 ;
72_8988{ 175.934 277.8118  [304.8368 455 (007 . |
O+ T T et T T T T s T T T T T g \m/Z‘
L 100 200 300 400 500 600 e 800 900 1000 |
Figure S24. ESI Mass spectrum of compound 8.
O—
Eager 300 Report
Page: 1  Sample: PR10 (PR10) 5
BI’—Te‘Br
Method Name sp210208 /
Method File : G:\eager300\Eager 300 EA1112\sp210208.mth O
Chromatogram : PR10 \
Operator ID : SP Company Name : C.E. Instruments Br—-Te—Br
Analysed : 02/21/2008 12:31 Printed : 2/21/2008 14:59 0
Sample ID : PR10 (# 9) Instrument N. Instrument #1
Analysis Type : UnkNown (Area) Sample weight : 1.884 N
Calib. method : using 'K Factors' \ 9
11! Warning missing one or more peaks.
Element Name % Ret.Time Area BC Area ratio K factor
______________________ o m e e mmmmm— e m e —e e
Carbon 22.4330 66 1132745 RS 1.000000 .267092E+07
Hydrogen 1.7069 169 264315 RS 4.285585 .652759E+07
Totals 24.1399 1397060

Figure S25. CHN analysis of compound 9.
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Figure S26. *H NMR spectrum of compound 9.
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Figure S27. **C NMR spectrum of compound 9.
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Figure S29. ESI Mass spectirum of compound 9.
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Figure S30. Expansion of ESI Mass spectrum of compound 9.
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Figure S31. FT-IR spectrum of compound 9.
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Figure S32. *H NMR spectrum of compound 12 at 400 MHz (room temperature).
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Figure S34. 'H NMR spectrum of compound 12 at 700 MHz (room temperature).
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Figure S35. 13C NMR spectrum of compound 12 at 400 MHz (room temperature)
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Figure S36. ***Te NMR spectrum of compound 12 at 400 MHz (room temperature)
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v Eager 300 Report
Page: 1 Sample: TE-BRN (TE-BRN)

Method Name : SP260210
Method File : D:\CHNS2008\SP260210.mth

i Chromatogram : TE-BRN

Operator ID : SP Company Name : C.E. Instruments
Analysed : 02/26/2010 13:24 Printed : 2/26/2010 15:24
Sample ID : TE-BRN (# 19) Instrument N. : Instrument #1
Analysis Type : UnkNown (Area) Sample weight : .819

Calib. method : using 'K Factors'

!!! Warning missing one or more peaks.

Element Name % Ret.Time Area BC Area ratio K factor
3 1 0.0000 18 ‘10494 RS ¥ 0.0000
] Nitrogen . 3.4733 43 32629 RS 16.060970 .114702E+07
Carbon 24.0429 67 524054 RS 1.000000 .264963E+07
Hydrogen 2.5778 172 189699 RS 2.762553 .676466E+07
Totals 30.0940 756875

Figure S37. CHN analysis of compound 12
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Figure S38. ESI Mass spectrum of compound 12
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Figure S39. Optimized geometries of 12a and 12b.

Table S1. Comparison of the experimentally obtained structural parameters (A and °) with those
computed at b3pw91/ lanl2dz level for 12a and 12b

Bond lengths  12a 12b
(A) / Bond o o
Angle () Optimizd  Crystal Optimized Crystal
geometry  structure geometry  structure
TelNI 2.4681 24315(11)  2.4694 2.421(5)
Tel-Cl1 2.5608 2.440(1) 2.6498 2.601(1)
Tel-Brl 2.8527 2.730(2) 2.7545 2.640(2)
Tel- Br2 2.8259 2.647(2) 2.8214 2.600(2)
Br2-Te-Brl 176.57 174.4(3) 91.38 89.4(3)
Cl1-Tel-N1 167.43 171.6(2) 83.24 92.6(2)
N1-Tel-Br2 85.05 89.1(13) 168.83 170.9.1(13)
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Figure S40. *H NMR spectrum of compound 6.
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Figure S41. 'H NMR spectrum of compound 6 after the addition of dil. HCI.
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Figure S42. *H NMR spectrum of compound 6 after the addition of DO.
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HBS-PR-OXAAZOLINE-1H
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Figure S43. 'H NMR spectrum of 4 4-dimethyl-2-phenyl-2-oxazoline.
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Figure S44. 'H NMR spectrum of 4,4-dimethyl-2-phenyl-2-oxazoline after the addition of dil.

HCI.
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Figure S45. "H NMR spectrum of 4,4-dimethyl-2-phenyl-2-oxazoline after the addition of D-O.
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