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Selected spectral data of the pyrido[2,3-d:6,5-d']dipyrimidines

Product 2. IR (KBr): 3448 (NH), 3105 (C-H, aromatic), 2980 (C-H, aliphatic), 1601 (C=0),
1515 and 1435 (C=C), 1296 and 1106 (C=S) cm ' (Fig. S2); "H NMR (500 MHz, DMSO-de):
o (ppm) 3.63 (s, 3H, CHs), 5.91 (s, 1H, methine CH), 6.49 (s, 1H, Ha;), 6.57 (d, J =7.7 Hz,
1H, Hay), 6.63 (dd, J =8.1, 2.3 Hz, Ha,), 7.07 (a broad peak and a triplet, J = 7.9 Hz, 2H, Ha,
and NH), (br., 1H, NH), 11.54 (m, 4H, NH) (Fig. S3); °C NMR (125 MHz, DMSO-ds): &
(ppm) 31.0, 55.4, 96.4, 109.9, 113.8, 119.8, 129.3, 145.4, 159.6, 163.3, 172.9, 173.4 (Fig.

S4).

Product 3. '"H NMR (500 MHz, DMSO-de): d (ppm) 3.60 (s, 3H, CH3), 5.83 (s, 1H,
methine CH), 6.67 (d, J= 8.5 Hz, 2H, Hy,), 6.83 (d, J = 8.4 Hz, 2H, Ha,), 7.02 (br., 1H, NH),
11.44-11.58 (br., 4H, NH) (Fig. S5); °C NMR (125 MHz, DMSO-de): J (ppm) 30.3, 55.5,

96.7,113.7, 128.1, 135.3, 157.4, 163.2, 164.3, 173.3 (Fig. S6).

Product 6. IR (KBr): 3451 (NH), 3123 (C-H, aromatic), 2888 (C-H, methine), 1616
(C=0), 1547 and 1432 (C=C), 1401, 1305 and 1142 (C=S), 554 (C-Br) cm ' (Fig. S7); 'H
NMR (500 MHz, DMSO-ds): ¢ (ppm) 5.63 (s, 1H, methine CH), 6.96 (t, J = 7.2 Hz, 1H,
Har), 7.12-7.17 (m, 2H, Ha,), 7.37 (d, J = 7.6 Hz, 2H, Ha,), 9.37 (br., 5H, NH) (Fig. S8); °C
NMR (125 MHz, DMSO-de): 6 (ppm) 33.6, 95.7, 123.8, 127.0, 127.9, 130.8, 133.4, 142.9,

163.2, 164.5, 173.4 (Fig. S9); Mass: m/z 436 [M'], 438 [M" + 2].

Product 7. IR (KBr): v 3535 (NH), 3108 (CH, aromatic), 2972 (C-H, methine), 1614
(C=0), 1554 and 1435 (C=C), 1303 and 1136 (C=S), 554 (C-Br) cm ' (Fig. S10); '"H NMR
(500 MHz, DMSO-dq): ¢ (ppm) 5.90 (s, 1H, methine CH), 6.94 (d, J= 7.8 Hz, 1H, Hy,), 7.02
(s, 1H, Hy), 7.09 (t, J = 7.8 Hz, 1H, Hy,), 7.21 (d, J= 7.8 Hz, 1H, Hy,), 11.51 (s, SH, NH)
(Fig. S11); >C NMR (125 MHz, DMSO-d): J (ppm) 31.0, 95.9, 121.9, 126.4, 128.5, 129.6,

130.6, 146.9, 163.2,164.2, 173.5 (Fig. S12); Mass, m/z: 436 [M"].



Product 9. IR (KBr): 3321 (NH), 3082 (C-H, aromatic), 2913 (CH, methine), 1626
(C=0), 1596 (C=C, alkene), 1535 and 1434 (C=C, aromatic), 1358, 1303 and 1131 (C=S),
659 (C-Cl) cm™' (Fig. S13); '"H NMR (500 MHz, DMSO-d¢): § (ppm) 5.91 (s, 1H, methine
CH), 6.98 (d, J=7.9 Hz, 2H, Ha), 7.19 (d, J = 8.5 Hz, 2H, Ha,), 11.53 (br., 5H) (Fig. S14);
C NMR (125 MHz, DMSO-de): d (ppm) 30.7, 96.1, 128.2, 129.1, 129.96, 142.8, 163.2,

164.2, 173.5 (Fig. S15).
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Fig. S1 The SEM micrographs of nano-[DMSPDE][CI].
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Fig. S2 The structure and FT-IR spectrum of product 2.
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Current Data Parameters

NAME Konzadian
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PROCND 1

F2 - Acgquisition Parameters
Date_ 20170430
Time 12.40
INSTRUM spect
PROBHD 5 mm ONP  1H/1
PULPROG 2930

o 32768
SOLVENT OMSD

NS 16

0s 0

SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1 5860686 sec
RG 1.8

oW 48.400 usec
DE 65.00 usec
TE B70.5 K
D1 5.00000000 sec
MCREST 0.00000000 sec
MCHRAK 0.01500000 sec
===s=s== CHANNEL 11

NUCT

1 10.50

AL -3.00
SFO1 500.1330885 MHZ

F2 - Processing parameters

SI 32768

SF 500 1300124 MHz

Wou EM

558 o

L8 0.30 Hz

GB ]

PC 1.00

10 NMR plot parameters

Cx 20.00 cm

Cy 22.68 ¢n

FIP 12.999 pem

F 6501.28 Hz
P -0 258 ppm

-129 .33 Hz
PPMCM 066289 ppm/cm

HZCM Hz/cm

Fig. S3 The structure and 'H NMR spectrum of product 2.
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Fig. S4 The structure and >C NMR spectrum of product 2.
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11 003000000 sec
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wea
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L2 000 08
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L3 120.00 8
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72 - Processing paraneters
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157.08 Hz
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D1 5.00000000 sec
MCREST 0.00000000 sec
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= CHANNEL t] =
1H
P 10.50 usec
PLY ~3.00 dB
SFO1 500. 1330885 MHz
F2 - Processing parameters
ST 32768
SF 500.1300345 MHz
W EM
556 0
LB 0.30 Hz
6B 0
J pC 1.00
L—m—w—’j - e 1D NMR plot parameters
ok 20.00 cm
| cY 35.00 cn
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- ['e] ~ =] = Fi 6503.64 Hz
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2 ||y 3 ] e = | F2 -524.84 Hz
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T T T T T T T T T T T T T T T T T T T T T T O T R TTT OT T
8 6 4 (L 0

OMe

Fig. S5 The structure and 'H NMR spectrum of product 3.
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Fig. S6 The structure and '>C NMR spectrum of product 3.
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Fig. S7 The structure and FT-IR spectrum of product 6.
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Fig. S8 The structure and 'H NMR spectrum of product 6.
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Fig. S9 The structure and >C NMR spectrum of product 6.
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Fig. S10 The structure and FT-IR spectrum of product 7.
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Fig. S11 The structure and "H NMR spectrum of product 7.
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Fig. S$12 The structure and °C NMR spectrum of product 7.

15



— PL'96SL
¥2°9291L

— 9£°¢9¢eC

L. €l6C

—— ¥2'280¢€

11°1eee

——— G.'€0S¢e

1500

00l

8

08 0. 09 05 Oy o0€ 02

500

1000

2000

2500

3000

3500

Wavenumber cm-1

Fig. S13 The structure and FT-IR spectrum of product 9.
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Fig. S14 The structure and "H NMR spectrum of product 9.
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Fig. S15 The structure and °C NMR spectrum of product 9.
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