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General Methods. All chemicals were purchased from Merck or Fluka Chemical
Companies. The known products were identified by comparison of their melting points
and spectral data with those in the authentic samples. The 'H NMR (250 MHz) and '*C
NMR (62.5 MHz) were run on a Bruker Avance DPX-250 FT-NMR spectrometer (3 in
ppm). Melting points were recorded on a Biichi B-545 apparatus in open capillary
tubes. Tetra-test-kit (Tetra®) was used to measure the amount of dissolved oxygen in
magnetic water and ordinary water. The pH changes of the water were measured by

Canaway's pH meter at different temperatures.

Alnm)

S1. The UV spectrum of magnetized and distilled water.
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S2. FT-IR spectroscopy of magnetized and distilled water.



S3. Selected Data of Compounds:

Ethyl 4-(4-(benzyloxy)phenyl)-6-methyl-2-0x0-1,2,3,4-tetrahydropyrimidine-5-carboxylate:

Mp 200-202 °C; 'H NMR: (250 MHz, DMSO-d;s) 8 = 1.04-1.09 (t, J = 6.75 Hz, 3H, CHj),
2.21 (s, 3H, CHj3), 3.93-3.99 (m, 2H, CH,), 5.04 (s, 3H), 6.91-6.94 (d, J=8.0 Hz, 2H), 7.10-
7.13 (d, J =8.0 Hz, 2H), 7.32-7.38 (m, 5H), 7.65 (s, 1H), 9.13 (s, 1H); 3C NMR (62.5 MHz,
DMSO-ds) & 14.5, 18.1, 53.7, 59.5, 69.6, 100.0, 115.0, 127.8, 128.0, 128.8, 137.7, 148.4,
152.6.

Ethyl 6-methyl-2-ox0-4-phenyl-1,2,3,4-tetrahydropyrimidine-5-carboxylate

Mp 204-207 °C; 'H NMR (250 MHz, DMSO-dg) 6 9.13 (d, J= 2.1 Hz, 1H), 7.67 (dd, J= 3.5, 2.1 Hz,
1H), 7.24 (dd, /= 8.1, 6.9 Hz, 2H), 7.18 - 7.11 (m, 3H), 5.07 (d, /= 3.3 Hz, 1H), 3.90 (q, /= 7.1 Hz,
2H), 2.17 (s, 3H), 1.01 (t, J = 7.1 Hz, 3H). 3C NMR (62.5 MHz, DMSO-dg) & 165.94, 152.77,

148.97, 145.47, 129.00, 127.87, 126.86, 99.86, 59.81, 54.58, 18.41, 14.69.
Ethyl 6-methyl-2-ox0-4-(p-tolyl)-1,2,3,4-tetrahydropyrimidine-5-carboxylate

Mp 203-204 °C; 'H NMR (250 MHz, DMSO-dy) § 9.17 (d, J = 2.0 Hz, 1H), 7.70 (dd, J= 3.5, 2.1 Hz,
1H), 7.13 (s, 4H), 5.22 — 5.00 (m, 1H), 4.06 — 3.79 (m, 2H), 2.35 — 2.16 (m, 6H), 1.12 (t, J= 7.1 Hz,
3H). 3C NMR (62.5 MHz, DMSO-dy) & 165.85, 152.68, 148.62, 142.44, 136.85, 129.37, 126.63,

99.91, 59.69, 54.11, 21.12, 18.24, 14.57.

Ethyl 4-(4-hydroxyphenyl)-6-methyl-2-oxo0-1,2,3,4-tetrahydropyrimidine-5-carboxylate

Mp 210-213 °C; '"H NMR (250 MHz, DMSO-d) 6 9.33 (s, 1H), 9.11 (d, J = 2.1 Hz, 1H), 7.62 (dd, J
=3.4,2.0 Hz, 1H), 7.11 — 6.90 (m, 2H), 6.76 — 6.59 (m, 2H), 5.04 (d, /= 3.2 Hz, 1H), 3.97 (q, /= 7.1
Hz, 2H), 2.23 (s, 3H), 1.09 (t, J = 7.1 Hz, 3H). 13C NMR (62.5 MHz, DMSO-d;) 6 165.86, 156.98,
152.64, 148.18, 135.88, 127.85, 115.43, 100.20, 59.56, 53.89, 40.43, 40.26, 40.09, 39.93, 39.76,

39.59,39.42, 18.19, 14.55.



Ethyl 4-(4-(dimethylamino)phenyl)-6-methyl-2-0xo0-1,2,3,4-tetrahydropyrimidine-5-carboxylate

Mp 259-260 °C; 'H NMR (250 MHz, DMSO-dg) & 9.10 (d, J = 2.0 Hz, 1H), 7.60 (dd, J=3.5, 2.1 Hz,
1H), 7.20 — 6.90 (m, 2H), 6.78 — 6.46 (m, 2H), 5.05 (d, J = 3.3 Hz, 1H), 3.99 (qd, J = 7.1, 1.9 Hz,
2H), 2.86 (s, 6H), 2.24 (s, 3H), 1.13 (t, J= 7.1 Hz, 3H). *C NMR (62.5 MHz, DMSO-dq) & 165.97,

152.78, 150.24, 148.02, 133.13, 127.36, 112.70, 100.38, 59.57, 53.78, 18.21, 14.62.



NMR Spectra of Compounds (S4)

Ethyl 4-(4-(benzyloxy)phenyl)-6-methyl-2-oxo0-1,2,3,4-tetrahydropyrimidine-5-carboxylate
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Ethyl 6-methyl-2-ox0-4-phenyl-1,2,3,4-tetrahydropyrimidine-5-carboxylate

0.0

Bl
o
1660 P
sﬂW e = F%E [
001
[ w
-
[ o
1T~ «
817 — Fot
802 w
w
~
<
~M
S|
[
™M
weE
%MV f | ———— Mrﬂ 3 o
[6% [~
w
Fe BETL~
W WL
Gle—
. » £S1L—
£90°'S — 90T [
En.mv /T —
L w
I
Lo
I
6ET'L weLe—
Nz.n w WETL~
6Tt [ w
i [¥-} SETL—
£sTL oz
o1¢ Bri—
e 520
YL [ ©
9ETL ~
06TL s oas
HTL 80T
5TL @
699°¢ [
£9¢ -
90'T
&W.NW,
o
©

o/

wre f >T I T; £

734 732 730 728 726 724 722 720 718 716 714 712 710 7.08 7.06 704 702 700 698 696 694 692
ppm

7.36




2228898
AARARRA
2 Bis 558 5 2§ E3RENER 53
g g CEE: g Z 3 ggsosse sz
1S NV | (N I S I
1
1
1
AP0t O s
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
ppm

380.94cm-1
3333 36em-1 445 61cm-1
B854 3786.50em-1

%T

1403.60cm-1

o]
4000 3500 3000 2500 1 2000 1500 1000 500400
cm-

10



Ethyl 6-methyl-2-0x0-4-(p-tolyl)-1,2,3,4-tetrahydropyrimidine-5-carboxylate
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Ethyl 4-(4-hydroxyphenyl)-6-methyl-2-oxo0-1,2,3,4-tetrahydropyrimidine-5-carboxylate
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Ethyl 4-(4-(dimethylamino)phenyl)-6-methyl-2-oxo-1,2,3,4-tetrahydropyrimidine-5-carboxylate
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