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I. General Information

The melting points were determined with a Barnstead International MEL-TEMP. 'H NMR spectra were recorded
on Bruker DRX-400P (400 MHz) or Bruker AVANCE III 500 (500 MHZ) Spectrometer, and the chemical shifts of
the '"H NMR spectra were given in J relative to internal tetramethylsilane (TMS). BC NMR spectra were recorded
on a Bruker DRX-400P (101 MHZ) AVANCE 1III 500 (126 MHZ). '*Te NMR Spectra were recorded on Bruker
AVANCE I 500 (158 MHZ). Mass Spectra were recorded on a JEOL JMS-700 mass spectrometer with
electron-impact ionization or Electrospray lonization. High resolution mass spectra (HRMS) were also recorded on
JEOL JMS-700 spectrometer. IR (FT-IR) spectra were recorded for neat or KBr disk on JASCO FT/IR-7300

spectrometer. Elemental analyses were performed using a Yanagimoto CHN corder MT-5.



I1. 'H and C NMR Spectra of Isotellurazole Te-Oxides
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1H NMR

—7.262
—=17.090

s NAME test
EXPNO 31
PROCNO i
Date. 20176613
i J Titne 2255
INSTRUM  spect

| NS
DS
SWH  10330.578 Hx
FIDRES  0.157632 Hz
AQ 31719923 sec
RG 2%
DW 48400 uses
DE 6.50 usec
TE 2049%
DI 100000060 sec
n-Bu DO 1
~ CHANNEL 1] —
- ot
15.00 usee
Te-O PLI 250 4B
~ PLIW 1483164406 W
SFOl  500.1330885 Mliz
Me st 32768
SE 5001300127 MHz
WDW EM
sSB 0
4b LB .30 Hz
GB [)
rC 100
| Lot
| _U_J
o~ ~ =) (Y] (=
S = 3| 8le 1=
= N ol ealeil e
(s T T T T T T T T T B 1
9 8 7 6 5 4 3 2 1 1] ppm

"H NMR of 4b

13C NMR CPD
& < ~ e ~ = m
s el —
(=) =] o0 —_— O —_—
b o o5 =2 Rag BRUKER
Ll sl o~ o~ I~ D O o=r o o
U T % AT (<O
NAME tesl
EXPNO 32
PROCNO 1
Date 20170613
Timd 2305
INSTRUM spect
PROBHD 35 mm PARRO BRE-
PULPROG  zepg30
T 63536
SOLVENT  cpei3
NS 60
DS 4
SWH 29761904 Hzx
FIDRES 0454131 Hz
AQ 11010548 see
RG 050
B DwW 16,800 usce
- DE 6.50 user
n-bu TE 2959K
DI 2.00000000 scc
DIl 0.03000000 sec
- : DO 1
Te~0O !
~. 7/
10,00 usee
Me N | -0.20 dB
| " 103.36952972 W
SFO1 1257703643 MHz
4b s CHANNEL f2 ==r==mns
CPDPRGZ  waltzl§
NUC2
PCPD2Z 30,00 usee
PL2 3.00 dB
i PLI2 18.00 dB
1 PLI3 X
PL2W 1321871662 W
PLIZW 041801253 W
PLI3W 041801253 W
SFO2  500.1320005 MHz
st 32768
SF 1257577739 MHz
WDW EM
SSB
LB 100Hz -
GB 0
pC 1.40
T ™ T T i T T T T

T

N T T T T [ R I T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

3C NMR of 4b



1H NMR

o (=
23 § o = BRUKER
=3 5 2 S N
NAME test
EXPNO 29
PROCNO 1
Date 20170612
J Time 10.23
5 INSTRUM  speet
PROBHD 5 mm PABBO BB-
PULPROG 30
| ™ 65536
SOLVENT  CDCB
NS 8
DS 2
SWH 10330578 Hz
FIDRES  0.157632 Hz
AQ 31719923 sec
RG 203
Dw 48.400 usee
t-Bu DE 6.50 usec
TE 2046 K
Di 100000000 sec
_— TDO t
- —= CHANNEL 1 =
~ :re o IH
15.00 uscc
Me 250 dB
| 14 83164406 W
500.1330885 MHz
) 32768
i SE 500.1300125 MHz
4c WDW EM
SSB 0
LB 0.30 Hz
GB 0
P 100
[
' ‘ . i L
=)
g sl 12
Aanl [ag] o
T T T T T T T 1
10 9 8 7 6 5 3 2 0 ppm
1
H NMR of 4¢
13C NMR CPD
e o . (<0
=1 v =] ool oo = o 20
= o 7 AR S &)
g r 8 Sre 2 2 e
] N o = b EXPNO 38
e I PROCNO 1
’ ; \1/ | ] ' Due_ 20170614
Firne .16
INSTRUM spect
PROBHD 5 mm PABBO BB-
| PULPROG ape30
™ 65536
SOLVENT cpen
NS 848
DS 4
SWH 29761.904 Hz
FIDRES 0454131 Hz
AQ 11010548 sce
RG 2050
DW 16.800 usec
DE 6.50 uscc
TE 296.5 K
t-Bu Dt 200000000 sec
DIl 0.03000000 sec
DO b
/
Te-O
— /
N PLI -020 dB
Me PLIW 10336952972 W
SFOl 1257703843 MHz
==mm=mme= CHANNEL 12
CPDPRG2  walizl6
4c NUC2 14
PCPD2 80.00 usec
PL2 300 dB
PLI2 18.00 dB
: PLI3 1800 dB
PLIW 1321871662 W
PLI2W  D41801253 W
| PLI3W 041801253 W
SFO2  500.1320005 MHz
sl 768
SF 1257577712 MHz
WDW EM
558
LB 1.00 Hz
GB 0
PC 1.40
T T T T [N T 1 i T T T T T T T i 1
190 180 170 160 150 140 130 120 110 100 90 &0 70 60 50 40 36 20 10 0 ppm

BC NMR of 4¢




n-Bu

Te-0O

./

4d

7.120
7012

7265
~

2.879

2.864
2.849
1.659
1.645
1.629
1.625
1614

1.599
1415

1.400

1
1
1

385
370
355
341
910

1
0

[l
25 BRUKER
o\ 00
DODOO
OOOI

e Y =

J

/]

NAME oxp 575
EXPNO 10
PROCNO 1
Date_ 20170222
Time 10.25

INSTRUM spect
PROBHD 5 mmn PABBO BB-
PIE’JLPROG 2430

55

530
SOLVENT CoCi3
NS 8

oS 2

SWH 10330578 He
FIDRES 0.157632 Hz
Al 31719923 sec
RO 80.6

W 48400 usec
DE 6.50 usec

TE 2033K

Dl 1.00000000 sec
TDO 1

L1 25048

PLIW 1483164406 W
SFH 560.1330885 Mz
81 32768

SF 500.1 300108 MHz
WDW E

SSB 0

LB 030 Hz

GB 0

PC .00

L
=3 e w o] [
=] = S Slof 1=
ot — ol ool Lag}
i T i I T 1
9 8 7 2 1 ppm
1
H NMR of 4d
13CNMR CPPD
o f=3
S g § e Tw =
= % oo
£ g SEZ 22 gz & BRUKER
o < & =g e oo«
— _— — ~ 0~ e~ o e [ —
. NAME exp 575
EXPNO 1
PROCNO 1
Date 20170222
Time £0.32
INSTRUM  spect
! PROBHD 5 mm PABBG BB-
PULPROG  zgpg30
™ 65534
SOLVENT  CBCI3
| NS 6
Ds 4
_ SWH 2976190412
n-Bu FIDRES 0454131 Hz
AQ 11010548 sec
| RG 2050
— \ D{.’ 16,800 usec
DE 650 usee
Te-O TE 2043 K
~ - DI 260000000 sec
N DIl 003000000 sec
H T8I 1

4d

L1 -0.20dB
103.369352972 W
SFG1 125.7703643 MHz

= CHANNEL 2 ==
CPDPRG2 waltzlo
NUC2 iH

PCPD2 80.00 usec
PL2 3.00 dB

PLIZ 18.00 4B

PLI3 18.00 dB
PL2W 1321871662 W
PLI2ZW 041801253 W
PLI3W 041801253 W
SFO2 500.1320005 MHz
SI 32768

SF 125.7577766 MHz
WOW EM

SSB 0

LB 1.00 Hz

GB Q

PC 140

190 180 170 160

BC NMR of 4d

I
150

140

"
120

T

80

70

50

T
40

30



1H NMR

= <t O O = 8
8o §Sz== 7 s
5 o6 ™~~~ ol <
\/ w NAME exp 380
EXPNO 1
PROCNO 1
Date_ 20150922
Tim¢ 17.22
INSTRUM spect
f f PROBHD 5 mm PABBO BB-
PULPROG 2830
D 65536
SOLVENT <o
NS 3
DS 2
SWH 10330578 Hz
i FIDRES  0.157632Hz
AQ 3.1719923 sec
RG 161
bw 48.400 usec
DE .50 usec
TE 2955 K
M e D1 100000000 sec
TDO 1
CHANNEL {1
- rl;lluci mi)H
_ 15.00 usec
— :I'e 0} PLI 2,50 dB
N PLIW 1483164406 W
H SFOL 5001330885 MHz
S1 32768
SF 500.1300108 Mz
WDW EM
s58 0
4f LB 0.30 Hz
GB a
PC 1.00

[

"H NMR of 4f

13C NMR CPD

[o= —
o o = O D <
oo —
s S SER & ERUKER
v o NN e CN
T T | [\\T/‘\ |
NAME exp 330
EXPNO 2
f PROCNO i
Date_ 20150922
Me Time 1733
INSTRUM specl
PROBHD 5 mm PABBO BB-
PULPROG ~ zapg30
— D 45536
SOLVENT  CDCla
Te-O NS 110
=,/ Ds 4
N SWH 197619041z
H FIDRES 0434131 Hz
AQ 1.1010548 sec
RG 2050
DWW 16.800 usec
4f DE 6.50 use:
TE 296.5 K
| D1 2.00000000 see
DIl 003600000 sec
D0 1
=== CHANNEL 1
| NUI 13C
Pi 10.00 user
PLY -0.20dB
PLIW 10336952072 W
| SFOI 1257703643 MHz
CPDPRG2 wallzl6
NUC2 H
PCPD2 §0.00 usec
PL2 3.00dB
PLI2 18.00 dB
PLI3

13.00 dB
PL2W 1321871662 W
1 PLIZW 041301253 W
PLI3W 0.41301253 W
SFO2  500.1320005 MHz

SF 125.7577748 MHz2
WDW EM

Wl el S0 o

LB 100 Hz
GB b
PC 140

= T [ T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

BC NMR of 4f



III. IR Spectra of Isotellurazole 7Te-Oxides 4
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IV. ESI Mass Spectra of Isotellurazole Te-Oxides 4
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[ Mass Spectrum ]
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V. HRMS or Elemental Analysis of Isotellurazole Te-Oxides 4
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VI. 'H and "C NMR Spectra of Isotellurazoles
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VII. IR Spectra of Isotellurazoles 5
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IR Spectra of Sa
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IR Spectra of 5b
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VIII. HRMS or Elemental Analysis of Isotellurazoles 5
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[ Mass Spectrum ]
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