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Scheme S1: Isodesmic reactions
Table S1: Crystallographic data for compounds 5, 6, 8 and 10.
Compound 5 6 8 10
Formula C;H;1LN; C4H;5ILN; C;H;IN,O, C4H;5IN,O,
CCDC number 1446302 1446304 1446331 1446333
M, 334.88 348.91 253.99 268.02
Crystal size [mm?] 0.399x0.206x 0.316x0.115x 0.223x0.150x 0.174x 0.077 x
0.018 0.104 0.037 0.014
Crystal system Orthorhombic Triclinic Triclinic Triclinic
Space group Pmn2, P-1 P-1 P-1
a[A] 11.4559(8) 7.274(3) 7.0649(12) 6.9327(11)
b [A] 4.1982(3) 7.508(3) 7.2001(12) 7.2485(11)
c[A] 7.7048(5) 7.980(3) 70.362(5) 8.5638(12)
al®] 90 84.239(4) 64.462(5) 77.511(5)
B[°] 90 83.370(5) 64.462(5) 67.263(4)°
v [°] 90 68.174(4) 86.027(5) 83.499(5)°
VA3 370.56(4) 401.1(3) 339.95(10) 387.30(10)
VA 2 2 2 2
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T[K]
Peaed [Mg m]
¢ [mm']
F(000)

o[°]

Index ranges

Reflections collected

Independent
reflections (Riy)

Data/restraints/para-
meters

GOF on F?

Ry (I>25(D))"
WR, (I>28 (1))
R, (all data)
WR,; (all data)

Largest diff. peak and
hole [e. A-3 ]

150(2)

3.001

8.396

296

3.186 to 27.485
-14<=h<=14
-5<=k<=5
9<=1<=10
3581

838 [R(ine) =
0.0397]

838/1/41

1.088

0.0186
0.0452
0.0187
0.0453

0.816 and -0.716

150(2)
2.889

7.763

312

2.928 t0 30.405
-9<=h<=10
-10<=k<=10
0<=l<=11
2117

2117

2117/0/ 84

1.165

0.0308
0.0808
0.0344
0.0831

1.489 and -
1.117

150(2)

2.481

4.654

236

3.016 to 25.507
-8<=h<=8
-8<=k<=8
-9<=]<=9
2656

1247 [Rin) =
0.0342]

1247/0/92

1.065

0.0312
0.0762
0.0341
0.0788

1.083 and -
1.189

150(2)

2.298

4.091

252

2.626 to 30.413
-9<=h<=9
9<=k<=10
-12<=1<=12
4209

2103 [R(n) =
0.0276]

2103/0/101

1.049

0.0283
0.0648
0.0351
0.0675

1.243 and -1.382

«Ry=3N|Fol = |F Il / ZIFo|l  #R, = [Sw(Fa - F2?* / Sw(F2)4M?
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‘ Current Data Parameters
| NAME dpkanp 1H
EXPND 1755

PROCHD 1

72 - Acquisition Parameters

Date_ 20150829
Time 10.03
INSTRUM spect
PROBKD 5 mm ONP 1H/13
PULPROG 29

o 32768
SOLVENT Acetone

NS 8

s 0

S 7267 442 Hz
FIDRES 0.221785 Hz
AB 2.2544885 sec
A6 512

oW 68.800 usec
b 3 6.00 usec
TE 300.0 K

" 100000000 sec

21 3.00 ysec
1 -4.00 08
ko1 300, 1323664 Mz

]

F2 - Processing parameters

s1 32768
SF 300. 1300028 Mz
WO EM
s58 (1]
B 0.30 Hz

68 [
1.00

10 NMA plot parameters
- 20.00

¢

i 12.50 cn
19.143 pon
1 §745.42 1y
“2p -0.057 ppm
= [p= 2 -20.02 Hz
3 = prch 0 96049 ppm/cm
£ ﬁ‘ HzeH 28627206 Hz/cm
LN T e iy e B G e S ST iR B il e T T
ppm 18 14 12 10 8 B 2
Current Data Paraneters
NAME pkanp13C
= @ 2ooenas £xPHO 1681
[32] ~ O e M
& & < S lnR83 PROCNO t
& & 3 SEARRRE F2 - Acquisition Parareters
= Date_ 20150829
Tame 10.07
INSTAUM spect

PAOBHD S mm ONP 1H/13

PULPROG 20pg
0 32768

CNMR HN_ N SOLVENT cocis
‘N” NS 2975

05 a
SWH 17985 .611 Hz
FIDRES 0.548877 Hz
A0 0.9110004 sec
A6 18390 .4
oM 27.800 usec
0E 6.00 usec
|3 300.0 K
o 1.00000000 sec
ant 0.03000000 sec
a2 0.00002000 sec
------ == CHANNEL fi ==
NUCL 13C
Pl 4.00 usec
L1 -5.00 d8
5FO01 754752953 MHZ

CHANNEL £2 =neussas

CPOPRG2 waltz16
nucz 1H
acro2 100.00 usec
L2 120.00 ¢B
aLi2 17.00 0B
PLL3 17.00 0B
sFo2 300. 1312005 MHZ

F2 - Processing parameters
32768

sI
SF 75.4677685 MHz
1 WhW EM
| ssd 0
| LB 3.00 Hz
‘\ o8 o
| N 140
|
| 10 MMA plot parameters
| €x 20.00 cn
oy 50.00 cn
e 215.000 ppm
71 16225.98 K2
72p -5.000 ppm
L s et s s S L e i R e A A L TR R R RS RURG o h ;'gc Wioscwf
ppn 200 175 150 100 75 50 25 0 MCH 11.00000 ppm/cr

120M 830. 14563 Hz/en
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- 15N 1041 DC4 = Current Data Parameters
g8 ? = m‘ | | NAM sllrgt;ve
. 2l - A . EXPNO 1041
TT 0 : 7= PROCNO 1
15 \
v | NNMR —N. =N F2 - Acquisition Parameters
N Date_ 20160511
Time 8.27
INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG zg
TD 65400
SOLVENT DMSO
NS 1256
DS 0
SWH 35714.285 Hz
FIDRES 0.546090 Hz
AQ 0.9156000 sec
RG 126.21
: DW 14.000 usec
| DE 20.00 usec
TE .
D1 3.00000000 sec
TDO 10240
========CHANNEL f] ==——===
SFO1 50.6939498 MHz
NUC1 1SN
P1 8.00 usec
PLWI1 142.00000000 W
F2 - Processing parameters
SI 100000
SF 50.7031180 MHz
WDhwW EM
SSB 0
LB 1.00 Hz
GB 0
PC 0.20
| | | T | Ll |
I ey "
i A ' | i | L
T T T T T T T
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Sample: diiodomethyltriazole-b File: C:...\Deepak\diiodomethyltriazole-b

Heat Flow (W/g)

Size: 1.2000 mg DSC Operator: dc
Method: Ramp Run Date: 26-Oct-2015 14:24
Instrument: DSC Q20 V24.11 Build 124
1.0
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0.5 | |
—N_
DSC ‘N N
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-0.5+
-1.0+
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-1.5 T Y | S o T | Te e L L [
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349 E =  15N_1039 DC3 I\ | Current Data Parameters
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¢
<

| F2 - Acquisition Parameters

! Date_ 20160510
Time 13.50
INSTRUM spect
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PULPROG 2g
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SOLVENT DMSO
NS 1272

DS

wowe z3 SWH 35714.285 Hz
Swn9 e FIDRES  0.546090 Hz
2533 == AQ 0.9156000 sec
RG 126.21
N\ \/ DW 14.000 usec
. DE 20.00 usec
] TE 303.2 K
D0 10240

'| s CHANNEL {1 s

| | SF 50.6939498 MHz
,‘ | NUC 15N
]! | ‘I Pl 8.00 usec
LI' Jf | PLWI  142.00000000 W
I | ‘. | f ‘ | | F2 - Processing parameters
\ ‘ [ || \ s 100000
™ SF 50.7031180 MHz
V JV‘"J | WDW EM
e L ] SSB

0
LB 030 Hz

PC 0.20

— — -
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| tine 22.07
1 H INSTRUM spect
SROBHO 5 mn GNP 1H/13
HNMR N\ e -
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8
0
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“IDAES 0.201836 Kz
20 2.4773109 sec
4 A 7241
oW 75600 usec
0€ 6.00 usec
4 Te 300.0 K
n 1.00000000 sec
== CHANNEL f1 ===
1
3.00 usec
4.00 af
L 300. 1327000 MHz
2 - Processing parameters
sl 32768
SF 300.1300022 MHz
WO e
558 0
8 0.30 Hz
et 0
| o¢ 1.00
I 1 | 10 NMA plot parameter
{ ox
L J L N
| |
\ “J \ -0.582 ppm
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Date_ 20160511
Time 9.55
INSTRUM spect
o e o PROBHD 5 mm CPPBBO BB
xR PULPROG e
L E D 6
Nl 7 SOLVENT DMSO
NS 1520
DS 0
SWH 35714.285 Hz
FIDRES 0.546090 Hz
AQ 0.9156000 sec
RG 126.21
pW 14.000 usee
DE 20.00 usec
TE 3032K
D1 3.00000000 sec
TDO 10240
======== CHANNEL f] ====—=
SFO1 50.6939498 MHz
NUC1 15N
P1 8.00 usec
PLWI 142.00000000 W
F2 - Processing parameters
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- SF 50.7031180 MHz
D S P R e | WDw EM
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GB
PC 0.20

T
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Current Data Parameters

NAME apkanpiH
EXPND 1793
PROCNG 1

F2 - Acquisition Parameters

Date _ 20150922
Time 9.0t
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29

1o 32768
SOLVENT Acetone

NS

0s 0

ShH 6613757 W2
FIDRES 0.201836 Hz
AQ 2.4773109 sec
AG 6451

DR 75.600 usec
OE 6.00 usec
TE 300.0 K

0 1.00000000 sec
sxzsssns CHANNEL 1 =smsmsss
NUCt 1H

Pl 3.00 usec
PLI -4.00 dB
SFOL 3001327000 MHz

F2 - Processing parameters

SI 32768

SF 300. 1300024 MHz
WOW EM
SsB o

L8 0.30 Hz
68 e

PC 1.00

10 NMA plot parameters

Ccx 20.00 cm
cy 12.50 cm
FIP 17.036 pom
F1 5113.06 Hz
FoP 0.148 ppm
52 44,49 Hz
2PMCM 0. 84440 pom/cm

=zeH 253 42828 Hz/cm

Current Data Paraneters

apkanp13C
1633

F2 - hequisition Peroneters

Date_
Tine
INSTRU
OROBHD
PAOG

]
SOLVENT

ey
1

ay

o1

st
¥
O

8
@
E

2015092+
23.04
spect
S nm QNP 1H/13
1909
32768
coci3
25081
0
17985 611 Wz
0.548877 Wz
0.9110004 sec
18390.¢
27.800 wsec
6.00 usec
300.0 K
1.00000000 sec
0.03000000 sec
0.00002000 sec

mmanans CHANMEL f1 =sssssas
13

CHANNEL (2 =xnmmnne
waltzi6

7
300. 1312005 Mz

2 - Processing pacameters
2768

E
75.4677897 MHz

[
3.00 w2
0

140

10 WA plot parameters
«

20,00 cm

7 25081 pomiem
47 (8732 Mz/cn
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o o [l i 1 1) ] Current Data Parameters
RN b NAME ~ ihreeve
‘\V / / EXPNO 1035
I NO, PROCNO 1
—
1 | F2 - Acquisition Parameters
BNNMR —N_ N Date_ 20160510
Time 11.54
INSTRUM spect
PROBHD 5mm CPPBBO BB
i PULPROG zg
— D 65400
o SOLVENT DMSO
NS 4
D 0
S
SWH 35714.285 Hz
FIDRES  0.546090 Hz
AQ 0.9156000 sec
!lﬁ RG 126.21
h ‘ DW 14.000 usec
‘ DE 20.00 usec
| | TE 3031 K
Il ‘ D1 3.00000000 sec
m TDO 10240
|
1Y ==————— CHANNEL f] ========
L SFO1 50.6939498 MHz
b\ NUCI 15N
I YV Pl 8.00 usec
/ PLW1  142.00000000 W
T F2 - Processing parameters
SI 0000
-11.5 ppm SF 50.7031180 MHz
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PC 0.20
1 . 1k | v L
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Current Data Parameters

NAME gpkanp13C
EXPNO 1698
PAOCNG 1

F2 - Acquisition Parameters

Date. 20150922
Time 0.48
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29n9
0] 32768
SOLVENT OMSO
NS 16224
a5 o
SHH 17385.611 Hz
7 I0RES 0.548877 Hz
AD 0.9110004 sec
ac 18390 4
aH 27.800 usec
I 6.00 usec
1€ 300.0 K
i) 1.00000000 sec
a1 0.03000000 sec
da12 0.00002000 sec
NUCL 13c
o4 4.06 usec
Ll 5.00 9B
SFO1 75.4752953 MHz
= CHANNEL f2 ==
waltz16
1H
100.00 usec
120.00 o8
17.00 oB
17.00 0B

300.1312005 MH7

F2 - Processing parameters

st 3
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8 o
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Current Data Parameters
NAM

shreeve
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PROCNO 1
F2 - Acquisition Parameters
Date_ 20160510
Time 12.40
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PROBHD 5 mm CPPBBO BB
PULPROG
SOLVENT DMSO
NS 99
DS 0
SWH 35714.285 Hz
FIDRES 0.546090 Hz
AQ 0.9156000 sec
RG 126.21
bw 14.000 usee
DE 20.00 usec
TE 3032 K
D1 3.00000000 sec
TDO 10240
======== CHANNEL fl =
SFO1 50.6939498 MHz
NUCI1 15N
P1 8.00 usec
PLWI1  142.00000000 W
F2 - Processing parameters
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SF 50.7031180 MHz
WDW EM
SSB
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GB
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% e g g me o wy Current Data Parameters
o o b - 5 NAME shreeve
|aZzacg = 15N_1045 DCo EXPNO 1045
'\\\/ W PROCNO 1
5 F2 - Acquisition Parameters
15 Date 20160511
NNMR Time_ 1144
R INSTRUM spect
PROBHD 5 mm CPPBBO BB
PULPROG zg
™D 65400
SOLVENT DMSO
NS 872
DS 0
SWH 35714.285 Hz
FIDRES 0.546090 Hz
AQ 0.9156000 sec
RG 126.21
DW 14.000 usec
DE 20.00 usec
TE 303.2K
D1 3.00000000 scc
TDO 10240
======== CHANNEL f] s========
SFOI1 50.6939498 MHz
NUC1
| Pl 8.00 usec
i PLWI 142.00000000 W
F2 - Processing parameters
SI 100000
| SF 507031180 MHz
| WDW EM
SSB 0
LB 1.00 Hz
GB
PC 0.20
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Current Dats Parareters
apkanp 1K
1606

MAME
EXPNOD
PROCNO

1

E? - Atquisition Parsmeters
20151015
21.51
spect
5 mm QNP [HA13

Date_
Time
INSTRUM
2A08HD
PULPROG

SFOL

29
32768
Acetone

8

0
8613.757 H2
0201836 H2
2.4773109 sec

574.7
75600 usec
6.00 usec

0K

300
1.00000000 sec

CHANNEL f1 =seswmxe

i

3.00 usec
-4.00 o8
300. 1327000 M2

£2 - Processing parameters

32768
3001300024 M4z
EM

]
0.30 Hz
o

00

10 MMA plot parameters

o ox 20 00 cm
NEETECRET. S S oy 12.50 cn
c1p 4.942 ppm
. J i 1483.30 Hz
\ / ] 1.231 ppn
- ]m_ 8 z 38746 e
g 2| 2 IPHCH 018256 pom/cn
g ‘ch‘ i > Az 54,79194 Hz/cm
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Current Data Parameters
apkanp13C
[Te] DT M=o DO W o EXPNO 1708
= (I REBE 8 PROCNO t
s o Mmoo~ o ~
a8 ~ ~ooqOg®O® - F2 - Acquisition Pacaneters
@ ST S BLA e ko Oate_ 20151013
Time 22,47
INSTRUM spect
PROBHD S mm ONP 1H/13
PULPADG 70pg
0 32768
SOLVENT cocis
NS 24253
s 0
ShH 17985 811 Hz
FI0RES 0.548877 Hz
A8 0.9110004 sec
a6 18390 .4
oK 27.B00 usec
jid £.00 usec
1€ 300.0 K
Dt 100000000 sec
ot 0.03000000 sec
012 0.00002000 sec
ammmmsse CHANNEL f1
NUCH
a1 4.00 usec
ay -5.00 oB
SFO1 75.4752953 MHZ
susssszs CHANNEL f2 ===
CPOPRGZ waltz16
Nnuc2 1H
aceD2 100.00 usec
AL 120.00 a8
pL12 17.00 08
L3 17 00 8
SF02 300.1312005 MMz
£2 - Processing parameters
32768
SF 754677832 MHz
WOK EM
sse 0
8 0.50 Hz
] 0
oc 1.20
10 NMA plot parameters
[= 000 cn
N R oy .00 cn
1P 215.000 pom
= 16225 58 Hz
P -5.000 ppm
i | i =i | | [ i L R | ' ! ;iur_p 1" m;sgz ::wcm
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Current Data Parameters

%Transmittance

NAME apkanp13C
- [=s] EXPNO 1708
2 = ARICND 1
e
a 0y e 2 - Acquisition Parameters
- Date_ 20151018
Time 22.47
INSTAUM spect
PROBHD S mm ONE 1H/13
PULPROG 2009
0 32768
SOLVENT toc13
h NS 24253
25 0
™ ShH 17985 611 Hz
FloRES 0 Se8877 e
10 0.9110004 sec
AG 183904
o 27 800 usec
0E 6.00 usec
TE 300.0 K
o 1.00000000 sec
an 0 03000000 sec
arz 0.00002000 sec
m=s==oo= CHANNEL f] ========
NUCt 13C
CH 4.00 usec
ALY 5.00 68
$F01 75 4752953 WHz
CPOPAG? waltz1e
Nuc2 1H
acppz 100.00 usec
ALz 120.00 B
LIz 17.00 g8
PL13 17.00 08
SF02 300. 1312005 MHZ
F2 - Processing paraneters
SI 32768
SF 754677892 MM2
WOW EM
558 0
B8 3.00 H2
58 o
BC 140
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