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Table S1. Key geometric parameters (A, °) for 1b.EtOH and 1f.EtOH

Parameter Parameter Parameter Parameter

1b — molecule 1 1b — molecule 2 1f — molecule 1 1f — molecule 2

C1-N1 1.447(6) C17-N6 1.471(6) C1-N1 1.448(6) C16-N6 1.463(6)
C1-N3 1.470(6) C17-N8 1.452(6) C1-N3 1.474(6) C16-N8 1.452(6)
C2-N1 1.305(6) C18-N6 1.312(7 C2-N1 1.301(7) C17-N6 1.297(7)
C2-N2 1.373(6) C18-N7 1.366(6) C2-N2 1.379(6) C17-N7 1.388(6)
C3-N2 1.339(6) C19-N7 1.340(6) C3-N2 1.338(6) C18-N7 1.318(6)
C3-N3 1.334(6) C19-N8 1.342(7) C3-N3 1.324(7) C18-N8 1.336(7)
C1-N1-C2 115.1(4) C17-N6-C18  113.3(4) C1-N1-C2 115.6(4) C16-N6-C18  114.6(4)
C2-N2-C3 114.0(4) C18-N7-C19  115.1(4) C2-N2-C3 113.6(4) C17-N7-C18  114.9(4)
C1-N3-C3 117.6(4) C17-N8-C19  117.8(4) C1-N3-C3 118.4(4) C16-N8-C18  118.2(4)
N1-C1-N3 110.5(4) N6-C17-N8  110.0(4) N1-C1-N3 110.5(4) N6-C16-N8  111.0(4)
N1-C2-N2 127.8(4) N6-C18-N7  127.4(4) N1-C2-N2 128.1(4) N6-C17-N7  126.9(4)

N2-C3-N3 122.5(4) N7-C19-N8  121.0(4) N2-C3-N3 123.3(4) N7-C18-N8  122.6(4)




Table S2. Least-squares plane data for 1b.EtOH and 1f.EtOH.

1b

N1-molecule

r.m.s. deviation (N1-N3, C2 and C3) 0.042
deviation of C1 0.477(6)
Dihedral angles

(N1-N3, C1-C3)/(C4-C9) 89.07(13)
(N1-N3, C1-C3)/(C11-C16) 19.2(3)
(C4-C9)/(C11-C16) 70.43(15)
N6-molecule

r.m.s. deviation (N6-N8, C17 and C8) 0.043
deviation of C16 0.529(6)
Dihedral angles

(N6-N8, C16-C18)/(C20-C25) 74.56(17)
(N6-N8, C16-C18)/(C27-C32) 13.6(3)
(C20-C25)/(C27-C32) 63.38(17)
1f

N1-molecule

r.m.s. deviation (N1-N3, C2 and C3) 0.030
deviation of C1 0.441(6)
Dihedral angles

(N1-N3, C1-C3)/(C4-C9) 88.31(16)
(N1-N3, C1-C3)/(C10-C15) 18.3(2)
(C4-C9)/(C10-C15) 75.81(17)
N6-molecule

r.m.s. deviation (N6-N8, C17 and C8) 0.032
deviation of C16 0.467(6)
Dihedral angles

(N6-N8, C16-C18)/(C19-C24) 72.61(18)
(N6-N8, C16-C18)/(C25-C30) 19.3(3)
(C19-C24)/(C25-C30) 57.61(18)
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Table S3 Geometric parameters (A, °) characterizing the intermolecular interactions

occurring in the crystal of 1b.EtOH

A H B A-H HB A“B A-H"B Symmetry
operation

N3 H3n N7 0.88(4) 2.08(4) 2.932(6) 161(4) 1-x Yoty 1-2

N8 H8n N2 0.88(4) 2.08(3)  2.929(6) 161(5) 1-x Yoty 1-2

N4  Hdna Cg(C27-C32) 0.88(4) 2.59(5) 137(4)  3.290(5) Xy 1+z

N9 H9na Cg(C11-C16) 0.88(5) 2.72(5) 134(4)  3.389(5) XYz

C22 H22 Cg(C11-C16) 0.95 2.76 3.565(6) 143 1-x 1/2+y, 1-2

03 H3o N1 0.88(5) 1.86(5) 2.712(5) 162(5) XYz

O4 H4o N6 0.87(5) 1.88(5) 2.732(5) 167(5) Xy 1+z

N5 H5n O3 0.88(4) 2.05(4) 2.916(6) 167(5) 1-x Yoty 1-2

N9  HINb O3 0.88(5) 2.03(5) 2.861(6) 158(6) XYz

N4  Hdnb 04 0.88(5) 2.02(5) 2.883(6) 170(5) XYz

N10 H1On O4 0.88(4) 2.07(4) 2.912(6) 163(5) 1-x Yoty 1-2

Cl15 Hi15 02 0.95 244 3.275(7) 147 A+ x )z

C29 H29 01 0.95 242 3.342(7) 165 1-x Yoty -z

C33 H33a CI2 0.99 2.80 3.551(7) 133 1-x Yoty -z
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Table S4 Geometric parameters (A, °) characterizing the intermolecular interactions

occurring in the crystal of 1f.EtOH

A H B A-H HB A“B A-H"B Symmetry
operation

N3 H3n N7 0.88(3) 2.04(3) 2.911(6) 168(4) 1-x Yoty 1-2

N8 H8n N2 0.88(4) 2.10(4)  2.943(6) 161(5) 1-x Yoty 1-2

N4  Hdna Cg(C25-C30) 0.89(4) 2.58(6) 136(4)  3.279(5) Xy 1+z

N9 H9na Cg(C10-C15) 0.88(3) 2.65(6) 127(5)  3.257(6) XYz

C22 H22 Cg(C4-C9  0.95 2.75 3.611(6) 152 Xy 14z

Ol Hlo N1 0.84(5) 1.89(5) 2.728(5) 175(5) XYz

02 H20 N6 0.83(5) 1.88(5) 2.708(5) 173(7) XYz

N5 H5n O1 0.88(5) 2.02(5) 2.890(5) 172(5) 1-x Yoty 1-2

N9 H9nb O1 0.88(5) 2.00(5) 2.878(6) 177(6) XYz

N4  Hd4nb 02 0.87(5) 2.02(5) 2.885(6) 173(4) Xy 1+z

N10 HiOn 02 0.88(5) 2.03(5) 2.894(6) 170(5) 1-x Yoty Z

C7 H7 Brl 0.95 2.92 3.682(7) 138 X Yoty 1-7
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Figure S1. The molecular structures of the two independent molecules of 1b comprising the
asymmetric unit of 1b.EtOH, showing atom labelling scheme and displacement ellipsoids at
the 70% probability level.
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Br2

Figure S2. The molecular structures of the two independent molecules of 1e comprising the
asymmetric unit of 1e.EtOH, showing atom labelling scheme and displacement ellipsoids at
the 70% probability level.
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(b)

Figure S3. Molecular packing in 1b.EtOH: (a) view of the unit cell contents in projection

down the a-axis highlighting the stacking of layers and (b) a plan view of the layer (non-
participating hydrogen atoms are omitted for reasons of clarity). The N-H N, N-H =, C-
Hm and C-H O interactions are shown as blue, purple, pink and plum dashed lines,
respectively. The hydrogen-bonding involving the ethanol molecules are shown as orange
dashed lines.
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Figure S4. Molecular packing in 1f.EtOH: view of the unit cell contents in projection down
the b-axis highlighting the stacking of layers. The N-H N, N-H'n, C-H'n and C-HBr
interactions are shown as blue, purple, pink and green dashed lines, respectively. Hydrogen-

bonding involving the ethanol molecules are shown as orange dashed lines.
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Figure S5. Traces for the STA conducted on (a) 1b, (b) 1e and (c) 1f.
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Data for the first weight loss (first exothermic process):

Temp. range Expt’l calcd

(°C) wght loss (%) wght loss (%)
1b.EtOH 90 - 162 88.8 86.6
le.EtOH 94 - 146 87.2 86.7
1f.EtOH 100 - 156 88.8 88.2

Data for the second exothermic process:

Temp. range Peak temp. AH metting

(°C) (°C) (kJ/mol)
le.EtOH 204 - 227 219.4 29.2
1f.EtOH 211 -232 225.9 27.6

AH desolvation
(kJ/mol)

46.7
72.6
57.5
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Figure S6. Experimental powder X-ray diffraction patterns for (a) 1e and (b) 1f. The red

trace is of the original materials, i.e. 1e.EtOH and 1f.EtOH. The blue traces are of the

desolvated materials as per the STA analyses, showing that the crystal structures are

different. The green traces are measurements taken after exposing the desolvated materials to

EtOH vapour overnight, showing no reversion to the original structures of le.EtOH and
1f.EtOH had occurred.
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Copies of NMR spectra of prepared products 1a-k ' EtOH and 1a



N?,6-Diphenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1a - EtOH)
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Current Data Parametears

NAME JXO001
EXFHNO 5
FROCHO 1
1.06 (t, J=6.98 Hz, 3 H) F2 - Acquisition Parameters
Date 20171206
3.44 (g, J=6.99 Hz, 2 H) Time™ 11.05
6.73 (t, J=7.28 Hz, 1 H) TNSTRUM FOURIER300
7.10 (t, J=7.41 Hz, 2 H) HN N Eﬁggggs 5 mm DUL 12;5%
7.73 (d, J=7.56 H=z, 2 H) /L§ JL\ D 65536
H-N N N SOLVENT DMS0
2 H NS 16
ns 2
SWH £103.516 H=z
FIDRES 0.093132 Hz
el 5.3687091 sec
RG 51.4271
oW 81.920 usec
TE 6.50 usec
TE 300.0 K
Dl 1.00000000 sec
DO 1
======== CHAMMNEL f ========
SF01 300.1618536 MH=z
T T T T T T T EtOH EECZ 13 ég
- usec
78 76 74 72 70 68 ppm EtOH = 530000019 &
o o o o ! FZ - Processing parameters
= = =] (=1 51 65534
™ ol - - v SF 300.1600021 MHz
WDW EM
I SSE ]
LB 0.30 Hz
GB 1]
| ' FC 1.00
| |
_A' _L__ AL 1 J A

11 10

ppm

g
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N?,6-Diphenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1a - EtOH)
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Current Data Parameters
HAME E0036
EXEHO B
FROCNO 1
F2 - Acguisition Paramesters
Date_ 20171206
Time 22.04
HN N IHSTRIM FOURIER3IOD
~ J\ FROEBHD 5 mm DUL 13C-1
FULEPROG zgpg 30
H2N N N D 65536
H SOLVENT DMSO
NS 3072
Ds 4
SWH 24414.063 Hz
FIDRES 0.372529 H=z
AQ 1.3421773 sec
RG 501.187
LW 20.480 usec
LE 6.50 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
E32 92.00 usec
TDO 3
======== CHAHNNEL fl ====s====
S5FO1 75.4B28392 MHz
HUC1 13C
EtOH EtOH Fl 15.00 usec
FLH1 2Z2.00000000 W
==mmms=== CHAWNEL f7 ===s====
SF02 300.1612006 MH=z
NUC2 1H
CPDPRG[2 waltzlé
BCEDZ 92.00 usec
FLHZ 9.30000019 W
FLHW1Z 0.29359001 W
FLHW13 0.20359001 W
I l | ‘ | | F2 - Processing parameters
51 327e8
SF 715.4753350 MHz
WDH
55B a
T T T T T T T T T T L& 1.00 Hz
GE 1]
180 160 140 120 100 80 60 40 20 ppm ec 1.40



N?-(4-Chlorophenyl)-6-(4-methoxyphenyl)-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1b - EtOH)
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Current Data Parameters
NAME JX0016
OCHj EXFNO 1
FROCNO 1
1.06 (t, J=6.99 Hz, 3 H)
3.44 (C[, J=6.99 Hz, 2 H) | FZ - Acquisition Parameters
6.91 (d, J=8.76 Hz, 2 H) Pate_ =0120s27
7.12 (d, J=929.00 Hz, 2 H) INSTRUM FOURIER300
7.32 (d, J=B.58B Hz, 2 H) cl FROEHD 5 mm DUL 13C-1
7.78 (d, J=8.94 Hz, 2 H) HN™ °N PULEROG 2930
| TD ES53E
)\\ )\ SOLVENT DMS0
HoN N N H3 16
H DS 2
SWH 6103.516 H=z
FIDRES 0.053132 Hz
RQ 5.3687091 sec
RG 31.623
EtOH ] 81.920 usec
OE 6.50 usec
1 i TE 29B.2 K
Dl 1.00000000 sec
TDO |
|
J‘J j'/ ======== (CHANHNEL §f1 ========
SEO1 300.1618536 MHz
T T T | | 1 Huc1 iH
EtOH Fl 13.50 usec
7.8 7.6 7.4 7.2 7.0 ppm PLW1 9.30000015 W
FZ - Processin arameters
13 ‘E' [E {3\ [ 51 7 P eesae
™ o~ - - SF 200.1600001 MHz
WDW EM
SSB ]
RN | LB 0.30 Hz
"I I GBE o
| EC 1.00
. | |
- .J L
[ T T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 0 ppm

2,99 =
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N?-(4-Chlorophenyl)-6-(4-methoxyphenyl)-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1b - EtOH)

@ e -~ s m i m@momme s amy =~ =
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U VI P TP | | BROKER
Current Data Parameters
HAME JH0016
EXFNO 2
FROCHO 1
OCH3 F2 = Acguisition Parameters
Date 20190528
Time™ 7.45
INSTRUM FOURIER300
FROBHD 5 mm DUL 13C-1
EULFROG zgpg3d
TD 65536
Cl SOLVENT DMS0
HS 4096
HN |N Ds 4
)\\ )\ SWH 24414.063 Hz
FIDRES 0.372529 H=z
HZN N N AD 1.3421773 sec
H RG 501.187
D 20.480 usec
DE 6.50 usec
TE 298.3 K
b1 2.00000000 =ec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
B3z 92.00 usec
TDO 4
EtOH EtOH =====-m= CHAMNEL 1 ===mm=--
SFO1 75.4828392 MH=z
HUC1 13c
Pl 15.00 usec
PLH1 22.00000000 W
======== CHANNEL {2 ========
SFO2 300.1612006 MH=z
HUCZ I
CFDFRG[2 waltzlh
BCEFD2 92.00 usec
ELWZ 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W
” | | i I. F2 - Processing parameters
SI 32768
SF 75.4753342 MH=z
L) EM
SSB 1]
LB 1.00 Hz
| | 1 | | | | I | | Gh a
180 160 140 120 100 80 60 40 20 ppm cc 1.40
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N?-(4-Fluorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1c - EtOH)

Currant Data Parameters

NAME JXO005
EXPHO 1
PROCHO 1
FZ - Acguisition Farameters
1.06 (t, J=6.99 Hz, 3 H) Date_ 20180512
3.45 (g, J=6.83 Hz, 2 H) F INSTRUM FOURIER300
6£.92 (dd, J=9.00, 9.00 Hz, 2 H) HN N PROBHD 5 mm DUL 13C-1
7.76 (dd, J=5.12, 9.14 Hz, 2 H) PSS FULPROG (2930
H,oN N N SOLVENT DMS0
H NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 31.623
D 81.920 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
— — — EtOH D0 1
" I " I " I ! I ! I ! I ======== (CHANNEL _f: ========
7.8 7.6 7.4 7.2 7.0 ppm SFO1 300.1618536 MHz
NUC1 1H
Pl 13.50 usec
Wg_r K|g‘,_r g_r jgr EtOH PLW1 9.3000001% W
o o - o
| FZ - Processing parameters
5T 65536
sF 300.1600020 MHz
WOW EM
s5B 0
LE 0.30 Hz
| GE 0
o I PC 1.00
i If
| I l ‘
-
f T T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 0 ppm

285"
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N?-(4-Fluorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1c - EtOH)

N2 Y AN/ N |
114.17 (d, J=21.6el Hz, 2 C)
119.01 (4, J=7.11 Hz, 2 C})
138.95 (d, J=1.47 Hz, 1 C) HNT N
155.83 (d, J=235.45 Hz, 1 C) |
HNT S A
l | I I T
118 116 ppm 139.0 ppm EtOH EtOH
| ] ||
" T " T " T T T ' T T " T " T T
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

HAME JH0005
EXFHO 2
PROCHO 1

F2 = Acguisition Parameters
Date_ 20180512
Time 18.35
INSTEUM FOURIERZ00
FROBHD 5 mm DUL 13C-1
PUOLEFROG zgpg30

TD 65536
SOLVENT DMSO

NS 4096

Ds 4

SWH 24414.063 Hz
FIDRES 0.372529 H=
AQ 1.3421773 =ec
Rz 501.187

ful 20.480 usec
DE 6.50 usec
TE 300.2 K

Dl 2.00000000 sec
D11 0.03000000 =ec
D31 0.00001500 =ec
D40 0.0043902% =ec
L4 37

L5 53

B3z 98.00 usec
TDO 4
======== CHANNEL f] ===s====
SFOl T5.4828392 MHz
HUC1 13c

Fl 15.00 usec
FLW1 22.00000000 W
======== CHANNEL f? ===s====
SFOZ 300.1612006 MHz
HUC2 1H
CEDEFRG[ 2 waltzlf
ECED2 95.00 usec
PLWHZ 9.30000019 W
FLWH12 0.29359001 W
PLW13 0.20359001 W

F2 - Processing parameters
5T 327eB

SF 75.4753335 MHz
WD EM

S5B

LB 1.00 Hz
GB

BC 1.40
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N?-(3-Chlorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1d - EtOH)
LI!'?ILF}DI“"‘:I"HNCF\\D‘:I"E"'HCDLHG‘\&QDHMGF‘LHF‘“O‘\MC)MHF“TF“mHmmmNDr‘THr‘TG\MWGF‘“g
Dmammmhm\nmmmoommwomrﬁmwmhHkﬂ@mmmmmmqﬂhvmmrﬁ,—imommm\nma
== I T T I I T T B T I T T L I U S T T I T IOt (R s T T R Y T T T e T T - T e TR L L L L I T L O o Y |
oomrhr-r-»rhr-r-r-r-r-r-r-r-ﬁhﬁhhﬁh%mmmuﬁ;t&;xﬁ;u{;\p‘ﬁﬁq:n;a{ﬁn;a{r\;c\;mﬂaacl)
1.06 (t, J=6.99 Hz, 3 H)

3.45 (g, J=6.97 Hz, 2 H) Cl
6.75 (ddd, J=0.84, 2.01, 7.86 Hz, 1 H)
7.10 (dd, J=8.09, 8.09 Hz, 1 H) N
7.58 (ddd, J=0.86, 1.55, 8.55 Hz, 1 H) /ﬂ\
N N
H
. EtOH
T | ’ | ' [ ' 1 T T T | T | T v
82 80 78 76 74 7.2 7.0 6.8 ppm EtOH
W B e gk |
= |- o S o| @ S
(=] - = Tr] [=1al-] -
! |
| | | ! |
| kil Ch
| | | | I | | 1 | 1 | | I I 1 | | I
15 14 13 12 11 10 8 7 3 1 1 2 3 ppm
eEkEsEE 4R @
=|=|S|a|e|Si~ o
—|ono|a|r|r ™~

Current Data Parameters

NAME
EXPNO
FROCHO

P dililiE3
2
1

F2 = Requisition Parameters

Dan:e_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIORES
AQ

RG

DW

5I
SF
WOW
SEB
LE
GB
PC

20180516
15.57
FOURIER3O0
5 mm DUL 13C=1
2q30

65538

OME0

18

F

6103.516
0.083132
5.3687091
31.623
B1._9320
6.50

300.0
1.00000000
1

CHANNEL fl ===

300.1618536
1H

13.50
4.3000001%

300.1600016
EM

0.30

1.00

S20

Hz
Hz
j-1-Tad

ugec
ugec

K
sec
MEz

ugec
W

F2 = Processing parameters
65536

MEz

Hz



N2-(3-Chlorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1d - EtOH)

oY N\ A I\ Z |
Cl
HN II\I
H,N N)\N
H
EtOH EtOH
Iy Il
| | | 1 | | | | | |
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

HAME JH0008
EXFHNO 3
BROCHO 1

F2 - BAcguisition Parameters
Date 20180516
Time 18.05
INSTRUM FOURIER300
PROBHD 5 mm DOL 13C-1
PULFROG zgpg3d

D 65536
SOLVENT DMS0

HS 4096

Ds 4

SWH 24414.083 H=z
FIDRES 0.372529 Hz
AD 1.3421773 =ec
RG 501.187

oW 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 =sec
EN 0.00001500 =ec
D40 0.00439029 =sec
L4 37

L5 53

B3z 98.00 usec
TDO 4
==mmm=== CHANHEL f] ===s====
SF01 75.4828392 MHz
HUC1 13c

El 15.00 usec
PLH1 22.00000000 W
======== CHANNEL {7 ========
SFOZ 300.161Z006 MH=z
HUCz2 1H
CFDFRG[Z waltzlh

e 98.00 usec
PLWZ 9.30000019 W
PLW12 0.29359001 W
PLW13 0.20359001 W

F2 - Processing parameters
sI 32768

SF 75.4753342 MHz
WDM EM

S5B

LB 1.00 Hz
GB

BC 1.40
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N?-(4-Chlorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1e - EtOH)

1.06 (t, J=6.99 Hz, 3 H)
.44 (g, J=6.97 Hz, 2 H)
7.12 (d, J=8B.97 Hz, 2 H)
7.78 (d, J=8.924 Hz, 2 H) HN N Q/CI
I
H,N \N)\N
H
— FrrHH — o
EtOH
78 77 76 75 74 73 72  ppm
EtOH
i 8-
o =+ - -—
] |
ioh I
I I
S | D I |
! ! 1 1 1 1 | ! ! ! ! |
11 10 9 8 7 6 5 4 3 2 1 0 ppm
L ECE 8
S Q|Q|® |~ o] e w b m
QiMN|Ti=i~Io | =] - o

(><I

Current Data Parameters

HNAME JX0003
EXFHNO 2
FROCHO 1

F2 - Acquisition Parameters
Date 20180404

Time 13.19
INSTRUM FOURIER300
FPROBHD 5 mm DUL 13C-1
FULFROG 1930

D 65536
SOLVENT M50

NS 16

0s 2

SWH £103.516 H=
FICDRES 0.093132 H=z
RQ 5.3687091 sec
RG E0.5742

oW B1.920 usec
DE 6.50 usec
TE 300.1 K

Dl 1.00000000 sec
To0 1
======== CHANNEL f{l ========
SFO1 300.1618536 MH=z
HNUC1 1H

Fl 13.50 usec
PLW1 9.30000019 W

FZ - Processing parameters
SI 65536

SF 300.1600016 MHz
WDW EM

55B i]

LE 0.30 Hz
GE 1]

PC 1.00
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N?-(4-Chlorophenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1e - EtOH)

T N/ I VA
cl
HN IN
HZNJ\\ )\N
H
EtOH EtOH
v
TR
1én 1$n 1a|m 12|u 1c|m aln slu 4|n zlu lppm

Current Data Farameters

HAME JH0003
EXPFNO 3
FROCNO 1

F2 = Apguisition Farameters
Date 20180410
Time 0.24
INSTRUM FOURIER3IOO
FROEHD 5 mm DUL 13C-1
FULPROG zgpg3d

TD 65536
S0LVENT DME0

N3 3072

oS 4

SWH 24414.063 Hz
FILRES 0.372529 Hz
AQ 1.3421773 =ec
RG 501.187

LW 20.480 usec
LE 6.50 usec
TE 300.3 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37

L5 53

B3z 92.00 usec
TDO 3
====m=e= CHANHNEL f] ===s====
5F01 75.4B2839%2 MHz
HUC1 13cC

Fl 15.00 usec
FLH1 22.00000000 W
======== CHANNEL f? ========
S5F02 300.1612006 MHz
HUC2 I
CEDPRG[2 waltzlg
BCEDZ 98.00 usec
FLHZ 9.30000019 W
FLH1Z 0.29359001 W
FLHW13 0.20359001 W
F2 - Frocessing parameters
51 32768

5F 75.4753342 MH=z
WOH

55B a

LE 1.00 Hz
GE a

BC 1.40
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HTQ‘F‘*HCDTNDMQHUJH:—!LHD;—!N{DUﬁED = O 00wy 0y = W o M) - 00O = g
MmN oo Mo o O o ™ w =~ w» ™M o Oy O [+« Tn vl ]
Lo I e e o s e B I e I I I e o TR TR N R N I N | o O M~ & = =5 =p o Uy =F = o OO -
- * = = o= . . . - - . = ow . . . - - . . - . . - . . (]
orM~-r~r~rMr~r~rererererererererer-rere [= W wy =r oM L I SV SN AN | L e B | |
1.06 (t, J=6.99 Hz, 3 H) I
3.44 (g, J=6.97 Hz, 2 H)
7.24 (d, J=8B.97 Hz, 2 H)
7.74 (d, J=8.91 Hz, 2 H)
Br
QT
N
H,N~ N” N
H
EtOH
o T UUEY
[ I T | [ T |
8.2 8.0 7.8 7.6 7.4 7.2 7.0 ppm EtOH
e wE oW '
= o~ wy o~ =
[ [ [
| |
l_h J | -
1 10 9 8 7 5 4 2 1 0 ppm

Current Data Farameters

NAME JHO0006
EXFHNO 4
FROCHNO 1

FZ - Rcguisition Parameters
Date_ 20120526
Time 12.39
INSTRUM FOURIER300
FROBHD 5 mm DUL 13C-1
FULFROG zg30

TD 65536
SOLVENT LMs0

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.0%3132 Hz
A 5.368B7091 sec
RG 67.0318

oW 81.920 usec
DE 6.50 usec
TE 299.9 K

Dl 1.00000000 sec
DO 1
=—====== CHANNEL f1 ========
SFO1 300.1618536 MH=z
NuUC1l 1H

Pl 13.50 usec
PLW1 5.3000001% W

FZ - Frocessing parameters
51 65536

SF 300.1600008 MHz
WDW EM

S5B Q

LB 0.30 Hz
=B 0

PC 1.00
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N?-(4-Bromophenyl)-6-phen

yl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1f - EtOH)

w@ o o @ T o n m
o ur Lol =T O R Lt} o [ U D O oo T WD gy [=1
+ . PR - o o o4O R T @ - =]
-1 n o~ oom - =] . . &
w1 1 T oo o — a3 uy o T @ @®© (=]
I AW T 1Ty | | BRUKER
Current Data Parameters
HAME JX0006
EXFHO 5
EROCHO 1
FZ - BAcquisition Parameters
Date_ 20190528
Time 15.46
INSTRUM FOURIERZ00
FROBHD 5 mm DOL 13C-1
PULFROG zgpg3l
HN |N TD 65536
)\ SOLVENT DMSO
HS T74
HaoN H D& 4
SWH 24414.063 Hz
FIDEES 0.372529 Hz
A 1.3421773 sec
Rz 501.187
D 20.480 usec
DE 6.50 usec
TE 298.2 K
Dl 2.00000000 =ec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 37
L5 53
B3z 92.00 usec
EtOH TDO 3
======== CHANMEL f]l ===s====
EtOH SFO1 T5.4828392 MHz
HUC1 13ic
Pl 15.00 usec
PLW1 22.00000000 W
======== CHANMEL {7 ===s====
SFOQ2 300.1612006 MH=z
HUOCZ 1H
CEDFRG[2 waltzlg
ECED2 92.00 usec
PLWHZ $.30000019 W
ELW12 0.29359001 W
ELW13 0.2035%001 W
F2 = Processing parameters
SI 327e8
SF 75.4753342 MHz
WD EM
SSB 0
LB 1.00 Hz
| 1 ! | | | | 1 | | GB 0
180 160 140 120 100 80 60 40 20 ppm ©c 1.40
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1.086
3.44
6.70
7.64

(t,
{qr
(d,
(d,

[ L LS Y

H)

H)
H)

EtOH

3.454
3.431
3.40
3.32

thanolate (1g - EtOH)

o Uy = 00 e~

2.50
2.49
2.49
2,486
1.081
1.057

1.034

EtOH

11

Ry

o<

(<

Current Data Parameters

NAME JE0004
EXFHNO 2
FROCHO 1

FZ - Rcguisition Parameters
Date 20180516
Time™ 16.01
INSTRUM FOURIER300
FROEHD 5 mm DUL 13C-1
PFULFPROG zg30

D 5536
SOLVENT DMS0

NS 16

Ds 2

SWH 6103.351¢€ Hz
FIDRES 0.033132 Hz
AQ 5.3687091 sec
RG 58._3945

oW 81.920 usec
DE 6.50 usec
TE 300.0 K

Dl 1.00000000 sec
TCO 1
======== CHANNEL f1 ========
5FO1 300.1618536 MHz
NUC1 iH

Fl 13.50 usec
PLW1 9.30000019 W

F2 - Processing parameters
51 5536

SF 300.1600017 MHz
WDW EM

S5B 0

LE 0.30 Hz
=B 0

PC 1.00
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N?-(4-Methoxyphenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1g - EtOH)

W e @ M AN N S m
[l o o S o L i L BT ] () —
. . e s . a1 F o h - T D = =]
[l I B ] W - ;M M - L I | - .
[CilTe BT - 3] Mo — ==} ul = (e e e s e ] [+ (=1
NRAVAR | VP | | BROSER
Current Data Parameters
HAEME JH0004
EXFHO 3
PROCHO 1
F2 - BAcguisition Parameters
Date_ 20180516
Time 2z2.00
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULFROG zgpg30
D 65536
SOLVENT DMSO
OMe Eg ‘!DQE
HN N :
SWH 24414.063 Hz
~ J\ FIDRES 0.372529 Hr
AD 1.3421773 =ec
H2N N H RG 501.187
oW 20.480 usec
DE 6.50 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 =ec
N 0.00001500 =ec
D40 0.00439029 =ec
L4 i7
L5 53
B3z 98.00 usec
TDO 4
==mm==== CHANHEL f] ========
SFO1 75.482839%2 MHz
HUC1 13cC
El 15.00 usec
EtOH EtOH PLH1 22.00000000 W
======== CHANNEL f? ========
SFO2 300.161Z006 MH=z
NOCZ 1H
CFDFRG[Z waltzle
BCED2 98.00 usec
PLWZ2 9.30000019 W
PLWH12 0.2%359001 W
PLH13 0.Z20359001 W
ll l J_ J | l ‘ F2 - Processing parameters
sI 32768
SF 75.4753350 MHz
WDW EM
S8B a
v v . T T v T T LB 1.00 He
| | I | | 1 | | | 1 Py a
180 160 140 120 100 80 60 40 20 ppm Ec 1.40
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N2-(3-Methylphenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1h - EtOH)
Tl A OMON OO A~ N0 OO0 AR W, W0m oD g
v—i{ﬂﬂ}'ﬂ"{"}t—!HP*LH{"]U\\.O'EI"D[‘“LF}["‘*'ﬂ‘ﬂ"mr‘"mmmHmDDU‘l[ﬂ{D[“"{ﬂkﬂm o
\9 ':l“‘?r‘qr"?!“mmmf\]NNDmmmmmﬁmTWTTmmmTTTHDDD .

1.06 (t, J=€.99 Hz, 2 H)

3.45 (g, J=6.99 Hz, 2 H)

6.56 (d, J=7.35 Hz, 1 H) Me

6.98 (dd, J=7.79, 7.79 Hz, 1 H)

7.27 (t, J=7.05 Hz, 1 H) HN IN

7.36 (dd, J=7.29, 7.29 Hz, 2 H) < M

7.42 (dd, J=1.16, 8.06 Hz, 2 H) HN N

7.60 (d, J=8.13 Hz, 1 H)

M EtOH EtOH
| | | T 1 I
7.2 7.0 6.8 6.6 ppm
T : .
i
b
e L
| | I | | | 1 | | | 1 | |

11 10 9 2 1 0 ppm

skt ol

g

o<

(<

Current Data Parameters
HAME JX0007
EXFHNO 1
FROCHNO 1

F2 = Acguisition Parameters

Date_ 20180513

Time 14.36
INSTRUM FOURIER300
PRCEBHD 5 mm DUL 13C-1
PULPROG zq30

D 65536
SOLVENT DMS0

NS 16

oS 2

SWH 6103.516 H=z
FICRES 0.053132 Hz
AQ 5.3687091 sec
RG 31.623

o 81.920 usec
DE 6.50 usec
TE 300.0 K

Dl 1.00000000 sec
TCDO 1
======== [HANNEL {1l ========
5FO1 300.1618536 MH=z
NUC1 1H

Pl 13.50 usec
PLW1 4.30000019% W

FZ - Processing parameters
51 655386

S5F 300.1600025 MH=z
WDW EM

SEB Q

LB 0.30 Hz
GB Q

PC 1.00
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N?-(3-Methylphenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1h - EtOH)

— - oo = e i = = ]
ralus] W Lo = e e I ] Lra) = p i R Rt T e ] o —
R S S RRY U PLLIY- P g g - M d@rTdon 8w = m
ol - = I R o e e ] o el oo ST ol @ — o L=
ARl TP ] =sRORER
Current Data Parameters
HAME JX0007
EXFNO 2
FROCHO 1
F2 - Acquisition Parameters
Me Date_ 20180513
Time 18.44
INSTRIM FOURIER300
HN N PROBHD 5 mm DUL 13C-1
/U\\ PULFROG zgpg30
N TD 65536
HoN N N SOLVENT DMS0
H HS 4096
bs 4
SWH 24414.063 Hz
FIDRES 0.372529 H=z
AD 1.3421773 sec
R 501.187
bW 20.480 usec
DE 6.50 usec
TE 00.2 K
D1 2.00000000 =sec
D11 0.03000000 sec
b3l 0.00001500 =ec
D40 0.00439029 sec
L4 37
L5 53
B3z 892.00 usec
TDO 4
======== CHANNEL f] ====s===
SFO1 75.482839%2 MH=z
HUC1 13c
Pl 15.00 usec
Et()Fi Et()FI PLW1 22.00000000 W
==mmmm=s CHAWHEL f? ===s=====
SFO2 300.1612006 MHz
HUCZ 1H
CPDERG[2 waltzlg
PCPD2 92.00 usec
v PLH2Z 9.30000019 W
v PLW12 0.22353001 W
PLWH13 0.Z20359001 W
| | | I‘I F2 - Processing parameters
] 51 3278
SF 75.4753350 MH=z
WD EM
SSB a
v - . : . v v . . LB 1.00 H=
| | | | I | | 1 | ! ca a
180 160 140 120 100 80 60 40 20 ppm cc 1.40
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. N2-(4-Methylphenyl)-6-phenyl-5,6-dihydro-1
(o I T e L T B a T e T e e o T o T e o o e i R (R U T BT e o I
O MMOOoME W= ooy o o W WS st Oy O e =
(Vo B T~ U~ B~ S U TR L T I T s T BN I N S I N N N (R N (R Nt B s o T T
el el o T el ol o T e e Sl el el sl ot e el o e R Y - R T N e

,3,5-triazine-2,4-diamine ethanolate (1i - EtOH)

3 455
3.432
3.409
3.352
2.509
2.503
2.497
2.490
2.484
2.171
1.081
1.058

W#é”/’%”/

Current Data Parameters

NAME Jx0002
EXPHNO 3
FROCNO 1
F? — RBequisition Parameters
1.06 (t, J=6.99 Hz, 3 H) Date_ 20130527
3.44 (g, J=6.99 H=z, 2 H) Time :2%3
- INSTRUM FOURIER
6.91 (d, J=8.31 Hz, 2 H) Me FROEBHD 5 mm DUL 13C-1
T.60 {d, J=8.43 HZ, 2 H} HN N FULFPROG ngﬂ-
)\ J\ D E5536
N SOLVENT DMSO0
HoN N N NS 16
H DS 2
SWH 6103.516 Hz
FIDRES 0.09%3132 Hz
AD 5.36B7091 sec
RG 31.623
oW 81.920 usec
CE 6.50 usec
TE 208.2 K
M , D1 1.00000000 sec
DO 1
- il EtOH i
======== (CHANNEL §f1 ========
SFol 300.1618536 MHz
EtOH NuC1 1H
Pl 13.50 usec
7.7 76 75 74 73 72 71 7.0 ppm s 5 30000010 &
pa i ~ F2 — Processin arameters
fz jgf 5 2 s pazamet
I ! SF 300.1600016 MHz
WOW EM
SSB 0
LB 0.30 H=z
I i =B i]
[ EC 1.00
- N
T T T 1 T T T T T T I |
1 10 9 8 6 5 4 3 1 0 ppm

2.98 =
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N2-(4-Methylphenyl)-6-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1i - EtOH)

FRo 8 8 mEdsas g % I883u8E A% g
=2 3 & 3¥8883 g 8 casass’ 89 7
N N
TN Me
HoN \N)\N
H
EtOH EtOH
v
L “
) | ! T T " I ) T T T " T ) I ! T
180 160 140 120 100 80 60 40 20 ppm

C><)

(<

Current Data Parameters

HAME JH0002
EXFNO 4
FROCNO 1

F2Z2 - BAcguisition Farameters
Date 20190528

Time 11.41
INSTRUM FOURIER3IO0O
FROEBHD 5 mm DUL 13C-1
FULEPROG zgpg3d

TD 65536
SOLVENT DME0

NS 40%6

Ds 4

SWH 24414.063 Hz
FIDRES 0.372529 H=z
A 1.3421773 sec
RG 501.187

| 20.480 usec
LE 6.50 usec
TE 298.3 K

Dl 2.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D40 0.00439029 sec
L4 i7

L5 53

B3z 92.00 usec
TDO 4
======== CHANNEL f]l ========
5F01 75.48283%2 MHz
NOC1 13c

Fl 15.00 usec
FLW1 22.00000000 W
==m=ms=== CHANNEL {7 ===s====
SF02 300.1612006 MHz
HUCc2 1H
CEDPRG[2 waltzlé
FCEDZ 98.00 usec
FLW2 9.30000019% W
FLW1Z2 0.29359001 W
FLW13 0.20359001 W

FZ - Processing parameters
58I 32768

SF 75.4753350 MHz
WDH EM

55B a

LB 1.00 H=
GE a

EC 1.40
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6-Phenyl-N?-(4-(trifluoromethoxy)phenyl)-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1j - EtOH)

NWMMET~FOOMMOO0WoON NN <FoOnNME<ToOrONN>A W [~ = =
Ul B T A T o o T I T T o T T T T T T T T T T T I T I I T T T i oD WD = [}
W= == MMM e NN O s s 0 u = o oo . m
. = s s = s = = w w ow = =+ = = = = = = = = = = = . = o= . wow fa]
e =00 e e oo oo — 1 BRUKER
Current Data Parameters
NAME JX0010
EXFNO 1
FROCHO 1
F2 - RAcocguisition Parameters
1.06 (t, J=6.99 Hz, 3 H) 9 =
Date 20180801
3.45 (g, J=6.98 Hz, 2 H) Time 16.05
7.09 (d, J=8.43 Hz, 2 H) OCF., INSTEUM FOURIER300
3 PROEHD 5 mm DUL 13cC-1
7.85 (d, J=92.09 Hz, 2 H) HN IN SULPROC 2530
)\\ )\ D E5536
H,N N N SOLVENT DMS0
H NS 16
Ds 2
SWH 6103 .516 Hz
FIDRES 0.09%3132 Hz
AQ 5.3687091 sec
RG 31.623
oW 81.920 usec
DE 6.50 usec
EtOH TE 300.2 K
| ol 1.00000000 sec
M ﬂ ﬂ DO 1
M ======== CHANNEL f1 ========
SFO1 300.1618536 MHz
l ! ! ! l ! EtOH IEEC_ 13 ég uses
8.0 7.8 7.6 7.4 7.2 ppm PLW1 9.3000001% W
|
FZ - Processing parameters
8 8 8 51 65536
o~ =t o SF 300.1600002 MHz
WDW EM
S55B Q
| LE 0.30 H=z
| I i GB i
I PC 1.00
|
ke |
- 1
| 1 I | | I | | | 1 | | |
11 10 9 8 6 5 4 3 2 1 0 ppm

293 -
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6-Phenyl-N?-(4-(trifluoromethoxy)phenyl)-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1j - EtOH)

O NP TN AR ANNTT O M
g WA NSO @O o =T o S-S AmMm o —
.............. . ] & L= . Y] - =
Lol O T B I e e e T e - T T T T e T« - T . A B .
L I e e e o e N e o ul S S S oo o (=1
w WQ\”\N/Z”// "" "l’ w i f BRUKER
Current Data Parameters
HAME JE0010
EXENO 2
120.23 (g, J=254.56 Hz, 1 C) PROCNC 1
140.74 [qf J=1.49 HZ, 1 C} F2 - Acguisition Parameters
Date_ 20180801
Time 19.16
INSTRUIM FOURIERZ0D
PROBHD 5 mm DOL 13C-1
HN N OCF3 PULPROG zgpg3d
D 65536
)\\ J\ SOLVENT DMS0
H,N” "N” °N be 7
H SWH 24414063 Hz
FIDRES 0.372529 Hz
AD 1.3421773 sec
R& 501.187
oW 20.480 usec
DE 6.50 usec
TE 300.3 K
D1 2.00000000 =ec
D011 0.03000000 =sec
D3l 0.00001500 =sec
D40 0.00439029 sec
L4 37
L5 53
B3z 98.00 usec
TDO 3
I I I I I . ======== CHAWNEL f]l ========
SFOL T5.48283592 MH=z
ppm 124 122 120 118 ppm NUC1 13c
EtOH Bl 15.00 usec
EtOH PLH1 22.00000000 W
======== CHANNEL f? ========
EFOZ 300.1612006 MH=
HUCZ 1H
CEDFRG[2 waltzlb
BCPD2 92.00 usec
PLWZ 9.30000019 W
PLW12 0.22353001 W
PLW13 0.20353001 W
lJ | I|I l | | | F2 - Processing parameters
1 s8I 327e8
SF 75.4753305 MH=z
WDH
S5B
T T I I I T T T T T L2 1.00 Hz
GE
180 160 140 120 100 80 60 40 20 ppm :c 1.40
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6-(4-Chlorophenyl)-N?-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1k - EtOH)
O s 0D 00 S MDD T N e HMWMMOoOMr oo, m o @ W g m
[an B Bt B o B o Y i U S U R (R Y] [T B e T T T BN I o B ) o ™M o
A AS~~- 0> Lo I U e S A T T I T o s A o o o o
QWY T ] ehese

Current Data Parameters

NAME JX0017
1.06 (t, J=6.99 Hz, 3 H) EXFHO 5
3.44 (g, J=6.99 Hz, 2 H) Cl BROCHO :
6.74 (t, J=7.28 Hz, 1 H) FZ - Roguisition Parameters
7.10 (t, J=7.92 Hz, 2 H) Date_ 20171206
_ ime 11.
7.72 (d, J=7.62 Hz, Z H) INSTRUM FOURIER300
FROBHD 5 mm DUL 13C-1
PFULPROG zg30
TD 65536
HN N SOLVENT oMs0
)\\ J\ ns 18
DS 2
HzN N H SWH 6103.516 Hz
FIDRES 0.093132 H=
RQ 5.3687091 sec
RG 75.1903
o 81.920 usec
DE 6.50 usec
TE 300.0 K
ol 1.00000000 sec
TDO 1
======== [CHANNEL f1 ========
M 5FO1 300.1618536 MHz
-~ “' I -~ - HuC1 iH
EtOH Fl 13.50 usec
T T I I I I PLW1 9.3000001% W
?3 T'ﬁ ppm ?2 ?-0 PPm FZ - Processing parameters
5I 5536
rgj fgﬁ rqw r:pw 5F 300.160000% MHz
o (=] IO
S b 3 S| EtoH o =
LB 0.30 H=
| l I GE 0
PC 1.00
i N | .
I b
| | | 1 | | | I I | | |
1 10 9 8 6 5 4 3 2 1 0 ppm
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6-(4-Chlorophenyl)-N?-phenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine ethanolate (1k - EtOH)

= = - LT = = N m
[l ] L bl - < O b= [t} [l e T T e e uh —
- . - . . - o - i e - = L=
Il 5] T o HmEr- ;e v v T T a e ow e oW . .
o - = IR e [t () = S oD oo =} =
Al 1Ty | | BRUSER
Current Data Parameters
HAME JE0017
EXFNO B
Cl FROCHO 1
F2 - Bcguisition Parameters
Date_ 20171206
Time 21.02
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PUOLFROG zgpg30
TD 65536
HN" N SOLVENT OMS0
“ J\ HS 1024
DS 4
H2N N N SWH 24414.063 H=
H FIDRES 0.372529 Hr
AQ 1.3421773 =sec
Rz 501.187
Dl 20.480 usec
DE 6.50 usec
TE 300.1 K
D1 2.00000000 =ec
D11 0.03000000 =ec
D31 0.00001500 =ec
D40 0.004339029 =ec
L4 a7
L5 53
B3z 98.00 usec
TDO 1
mmzzzz== CHANHEL f]l s==ss===
SFO1 T5. 4828392 MHz
HUOC1 13c
EtOH EtOH Pl 15.00 usec
. e PLH1 22.00000000 W
==zzzz== CHANHEL 2 ss=ss===
123'0 ppm SFOZ 300.161Z006 MHz
HUC2 I
CPDEFRG[Z waltzlé
BCED2 98.00 usec
ELWZ %.30000019 W
ELW1Z 0.239359001 W
PLH13 0.20359001 W
" ll Jl 1 | e I. J F2 - Frocessing parameters
= 32768
SF 75.4753350 MHz
WD EM
S5B
1 1 1 1 | 1 1 1 I T P 1.00 Hz
180 160 140 120 100 80 60 40 20 ppm ec 1.40
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N?,6-Diphenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine (1a)

F7.742
-7.716
-7.438
-7.433
-7.410
7.295
7.290
7.280
7.272
—3.316
2.511
2.505
2.499
2.493
2.487

6.73 (t, J=7.11 Hz, 1 H)
7.09 (dd, J=7.59, 8.13 Hz, 2 H)
7.73 (d, J=7.80 Hz, 2 H)

J!K_J /lJ WMJ JU M A_Jﬂ;

-0.000

Current Data Parameters

""""""""""" [ T e [ T [ e e ey T ]
TB ?? 76 7.5 74 7.3 7.2 ?1 7.0 69 6.8 ppm 5.8 ppm
L) L o L ]
L 0 T - -
b == - o4 -— o
|
0 | !
bl
B A
""""" AR RS RAAARRRAS AR AR RERRARRAR N AR RRAR S RS RARARRERAS AR
11 10 9 8 7 6 5 4 3 ppm

NAME JX00001
EXPFNO 2
PROCHNO 1

F2 - Acquisition Parameters
Date 20191112

Time 11.22
INSTRUM FOURIER300
FROBHD 5 mm DUL 13C-1
FULFROG zg30

TD 65536
SOLVENT Dioxane

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.0932132 Hz
0 5.3687091 sec
RG 53.813

DwW 81.920 usec
DE 6.50 usec
TE a00.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFOL1 300.1618536 MH=
NUC1 1H

Pl 12.50 usec
FLW1 9.20000019 W

F2 - Processing parameters
51 65536

SF 300.1603126 MHz
WDW EM

558 0

LB 0.30 Hz
GB 0

PC 1.00
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N2,6-Diphenyl-5,6-dihydro-1,3,5-triazine-2,4-diamine (1a)

Current Data Parameters

HAME JX0001
EXPNO 7
PROCHO 1
F2 - Acquisition Parameters
Date_ 20191111
Time 16.07
INSTRUM FOURIER300
PROBHD 5 mm DOL 13C-1
PULPROG zgpg30
D 65536
SOLVENT DMSC
HE 4098
0= 4
SWH 24414 .063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
oW 20.480 usec
DE 6.50 usec
TE 300.1 K
HN N D1 2.00000000 sec
)\\ J\ D11 0.03000000 sec
D3l 0.00001500 sec
HoN N N D40 0.00439029 sec
H L4 7
L5 53
P3iz 98.00 usec
‘ ‘ ‘ TDO 4
. | Sror | 75.4628353 Wi
) ! =
Pl 15.00 usec
N PLW1 22.00000000 W
= CHANNEL f2 ==
128 127 ppm 300.161200& Z
NuCcz 1H
CPDPRG[2 waltzlée
PCPD2 98.00 usec
DLWz 9.30000019 W
PLW1Z2 0.29359001 W
DLW1z 0.20359001 W
“ J J F2 - Processing parameters
’ ST 32768
SF 75.4753357 MHz
WLW EM
SEB 0
LB 1.00 Hz
j l ! I j l ! I j l j I l I ! l I CE 0
180 160 140 120 100 80 60 40 20 ppm ¢ 1.40
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