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1. Experimental data

CompoundslOa-b, 13a-¢ p-/m-15, p-16(8), p-16(10) and18 are commercially available and
compounds9,® 13d? 14(8) and 14(10)>° p-/m19°’ p-17(8,4F and p-17(10,8f were
prepared according to literature procedures. Atarmbrering for the NMR assignment of
compound$-8(n,m) andm-8(n,m) is given in Scheme S1.

N s Mo ~ OCizHs
N -/m-
CoHpne” & — p-/m-8(n,m)

Scheme S1

For atom numbering of all other compounds see paper.
1-{9-[3-(2-Dodecylpyrimidin-5-yl)phenoxy]nonyl}-3-methylimidazolium bromide (4).
From 12 (0.13 mmol, 60.0 mg) an@i3a (1.50 mmol, 106 mg), 72 h; yield: 58.0 mg (72%).
FT-IR (ATR): Vima/cmi = 3077 (m), 2923 (s), 2853 (m), 1602 (m), 1580 (2%43 (m), 1450
(s), 1372 (m), 1307 (m), 1210 (s), 1170 (m), 1048 1013 (m).& (500 MHz, CDC})) 0.88
(t, 3H,J = 6.9 Hz, CH), 1.20-1.51 (m, 28H, CHl 1.76-1.89 (m, 4H, C§), 1.90-1.97 (m,
2H, CH,), 2.96-3.03 (m, 2H, 2""-CH), 4.01 (t, 2H,J = 6.3 Hz, OCH)), 4.13 (s 3H, NCHh),
4.32 (t, 2H,J = 7.6 Hz, CHN), 6.94-6.99 (m, 1H, 6”-H), 7.05-7.08 (m, 1H, -&¥), 7.10-
7.14 (m, 1H, 47-H), 7.20-7.26 (m, 2H, 4-H, 5-H)40 (s, 1HJ = 8.2 Hz, 5”-H), 8.85 (s, 2H,
4-H, 6"-H), 10.82 (s, 1H, 2-H) ppm.& (125 MHz, CDCG)) 14.1 (CH), 22.7, 26.0, 26.3,
28.8, 28.9, 29.21, 29.27, 29.35, 29.46, 29.48,3929.65, 29.67, 30.3, 31.9 (&} 36.8
(NCHj3), 39.3 (2""-CHy), 50.3 (CHN), 68.1 (OCH), 113.3 (C-2"), 114.3 (C-6"), 119.1
(C-4"), 121.4, 1229 (C-4, C-5), 130.4 (C-5"), 13 (C-5"), 136.0 (C-3”), 138.6 (C-2),
155.1 (C-4”, C-6"), 159.9 (C-1"), 170.5 (C-2") ppm. MS (ESI):mVz = 547.4 [M-BIT,
465.4, 341.3, 207.2, 179.2, 165.1, 123.1, 83.1. BRMSI): m/z calcd. for GsHssN4O™
547.4370, found: 547.4365 [M—Br]DSC: Cr 34 °C [16.6 kJ md] SmA 114 °C [0.3
kJ/mol] I (2nd heating), 1 115 °C [-0.3 kJ/mol] SMA& °C [-20.4 kJ/mol] Cr (2nd cooling).
2-(3-Hydroxyphenyl)-3-(dimethylamino)acrolein (9).POCE (102 mmol, 15.6 g) was added
dropwise to dry DMF (165 mmol, 12.1 g) at 0 °C. éfwarming to room temperature (3-
hydroxyphenyl)acetic acid (32.9 mmol, 5.00 g) walkleal portion-wise and the reaction
mixture was stirred for 1 h at this temperature &rd5 h at 70 °C. After cooling to room
temperature the reaction mixture was poured onhedisice (150 mL) and sodium
tetrafluoroborate (123 mmol, 13.5 g) was added idiately. After 1 h a yellow solid

precipitated which was collected on a Buchner furara dried in vacuum to give 3-(3-
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Hydroxyphenyl)-1,1,5,5-tetramethyl-1,5-diazapen¢adim  Tetrafluoroborate (7.98 g,
79%).0y (300 MHz, DMSO-¢) 3.23 (s, 6H, 2 x ChJ, 3.23 (s, 6H, 2 x C§), 6.64-6.66 (m,
1H, 2’-H), 6.68-6.74 (m, 1H, 6’-H), 6.80-6.86 (nH,14’-H), 7.23 (t, 1HJ = 7.9 Hz, 5’-H),
7.64 (s, 1H, 3-H), 9.74 (s, 1H, 1-H) ppds (75 MHz, DMSO-d) 48.4 (CH), 105.0 (C-2),
115.7 (C-2"), 118.7 (C-4"), 122.8 (C-6’), 129.5 &); 133.6 (C-1"), 157.1 (C-1, C-3"), 162.7
(C-3) ppm. The NMR data are in good agreement withbse of the corresponding
perchloraté.

A suspension of the tetrafluoroborate (6.50 mmdl02y) and NzCOs; (12.3 mmol, 1.3 g) in
ethanol/water (1:1, 10 mL) was heated to refluxXdr. After cooling to room temperature the
mixture was diluted with water (10 mL) and glacaketic acid was added until the solution
turned yellow. The solution was concentrated inume to one quarter of the original volume
and stored in the refrigerator for 12 h. The priégaip was collected on a funnel and dried in
vacuum to gived (546 mg, 44%)0y (300 MHz, DMSO-¢) 3.37 (s, 6H, 2 x CkJ, 6.46-6.48
(m, 1H, 2’-H), 6.48-6.51 (m, 1H, 6’-H), 6.60-6.64,(1H, 4-H), 7.08 (t, 1HJ = 7.9 Hz,
5'-H), 7.09 (s, 1H, 3-H), 8.91 (s, 1H, 1-H) ppde (75 MHz, DMSO-¢) 113.2 (C-27), 114.2
(C-2), 118.0 (C-4"), 121.8 (C-6"), 128.1 (C-5"), 48 (C-3, C-3’), 159.1 (C-1"), 187.8 (C-1)
ppm. The spectroscopic data are in good agreenitmthwse reported in literatute.
3-(2-Dodecyl pyrimidin-5-yl)phenol (11). A solution of 2-(3-hydroxyphenyl)-3-
(dimethylamino)acrolein9 (1.42 mmol, 272 mg) and dodecanamidifi®a (2.10 mmol,
271 mg) in pyridine (3.00 mL) was stirred at 70fo€6 h. After cooling to room temperature
and dilution with HO (4 mL), the reaction mixture was adjusted to pH with half conc.
HCI and extracted with ED (3x 6 mL). The combined organic layers were washet 0O

(4 mL), dried (NaS(Oy) and the solvent was removed under reduced presBhe residue was
purified by chromatography on SiGhexanes/EtOAc 1 : 1) to givEL (92.0 mg, 19%) as a
colourless solid. R= 0.47 (hexanes/EtOAc 1 : 1). IR (ATR)ma/cni 2953 (m), 2919 (s),
2851 (s), 1600 (s), 1543 (w), 1453 (s), 1401 (r@ya(m), 1222 (s), 1032 (w), 837 (m), 722
(s), 657 (m).dy (500 MHz, CDCY) 0.87 (t, 3H,J = 6.9 Hz, CH), 1.17-1.46 (m, 18H, CHi
1.80-1.92 (m, 2H, Ch), 2.97-3.05 (m, 2H, 2-ChHi 6.95-7.00 (m, 1H, 6’-H), 7.06—7.09 (m,
1H, 2’-H), 7.11-7.15 (m, 1H, 4’-H), 7.39 (t, 18= 8.2 Hz, 5’-H), 7.53 (s, br, 1H, OH), 8.94
(s, 2H, 4-H, 6-H) ppma: (125 MHz, CDCY) 14.1 (CH), 22.7, 28.9, 29.36, 29.39, 29.43,
29.52, 29.64, 29.66, 31.9 (GK39.0 (2-CH), 113.8 (C-6’), 116.2 (C-2’), 118.7 (C-4'), 130.9
(C-5), 131.4 (C-5), 135.7 (C-3"), 154.9 (C-4, C-8p7.2 (C-1"), 170.4 (C-2) ppm. MS (EI):
m'z (%) = 340.2 (60) [M], 297.2 (3), 269.1 (2), 241.1 (6), 213.1 (6), 19@8), 186.0 (100),
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157.1 (2), 118.0 (3), 89.0 (1), 69.1 (1), 43.0 @RMS (ESI):nVz calcd. for GoHzaN,O™:
341.2587, found: 341.2581 [MH]

1-[4’-(Dodecyloxy)phenyl]-imidazole (13d).In a modification of literature procedufes
1-bromo-4-dodecyloxybenzene (10.3 mmol, 3.50 g) diasolved in dry, degassed DMF (35
ml) under a nitrogen atmosphere and cesium carbo(i.3 mmol, 3.36 g), imidazole
(14.4 mmol, 980 mg) and copper(Diodide (2.06 mng&92 mg) were added subsequently.
The reaction mixture was heated to 60 °C for 5 d after cooling to room temperature
guenched with water (20 ml). The precipitates vemearated by filtration and the filtrate was
extraxcted with CBCl, (3 x 25 mL). The combined organic extracts weieddover NaSQO,
and the solvent was removed under reduced pres3ure. residue was purified by
chromatography on SigO(hexanes/EtOAc 5: 1) to givE3d (2.37 g, 70%) as a colourless

solid.
. . r=y Found: C, 76.65; H, 9.72; N, 8.46%;:83,N.O requires C, 76.78; H,
C12H250_< >_N
\5)4 8.82; N, 8.53%; M, 328.49. FT-IR (ATRYima/cmi = 2923 (s), 2853

(m), 1612 (m), 1519 (s), 1468 (m), 1299 (m), 1245 1176 (w), 1057 (s), 904 (s), 830 (m),
727 (s), 652 (M)dy (250 MHz, CDC}) 0.88 (t, 3H,J = 6.9 Hz, CH), 1.19-1.40 (m, 16H,
CH,), 1.42-1.50 (m, 2H, CH, 1.75-1.86 (m, 2H, CH, 3.98 (t, 2H,J = 6.6 Hz, OCH),
6.93-7.02 (m, 2H, 3-H, 5-H), 7.16-7.26 (s, br, 28H, 4-H), 7.26-7.31 (m, 2H, 2"-H, 6"
H), 7.78 (s, 1H, 5-H) ppndc (63 MHz, CDC}) 14.1 (CH), 22.7, 26.0, 29.2, 29.35, 29.38,
29.57, 29.60, 29.64, 29.7, 31.9 (§H68.5 (OCH), 115.5 (C-3', C-5), 118.2 (C-5), 123.2
(C-2', C-6), 128.5 (C-1"), 130.6 (C-4), 135.5 (Q;258.5 (C-4") ppm. MS (ENm/z (%) =
328.2 (64) [M[, 173.0 (3), 160.0 (100), 133.0 (12), 106.0 (6)183), 71.1 (3), 57.0 (5), 43.0
(6). HRMS (ESI):m/z calcd. for GiH»aN,0"™: 329.2587, found: 329.2592 [MH]Analytic

data are in good agreement with those reporteiteirmiure?

General procedure for the preparation of 2-(methoxynethylene) alkanals 14(n}. Dry
DMF (168 mmol) was added dropwise under vigorousirgj and cooling in an ice-bath to
POCE (154 mmol). After complete addition the reactioixtare was warmed to 40 °C and
the corresponding 1,1-dimethoxyalkane (70 mmol) wedded dropwise using a dropping
funnel. Afterwards the reaction mixture was heated60 °C for 2 h, cooled to room
temperature and crushed ice (40 g) was added. Ifitla mixture was stored in the
refrigerator for 12 h and the pH of the solutionsvealjusted to 8 by the addition of potassium
carbonate. The precipitate was separated by idtraand the filtrate was extracted with
CH.CI; (3 x 100 mL). The combined organic extracts wereddover NaSO, and the solvent
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was removed under reduced pressure. The residu@uvdied by chromatography on SiO
using mixtures of hexanes and EtOAc to divén) as yellow oils.
2-(Methoxymethylene)decanal (14(8)).From 1,1-dimethoxydecane (45.7 mmol, 9.19 g):
yield: 4.13 g (46%), yellow oil. R= 0.34 (hexanes/ EtOAc 10 : 1). FT-IR (ATR)sa/cm™
2924 (m), 2854 (m), 2728 (w), 1670 (m), 1637 (464 (W), 1385 (w), 1304 (w), 1249 (m),
1213 (m), 1145 (m), 1110 (w), 1019 (w), 981 (w)98&/). o4 (250 MHz, CDC}) 0.88 (t, 3H,

J = 6.6 Hz, CH), 1.18-1.35 (m, 12H, G} 2.13-2.26 (m, 2H, CCH| 3.94 (s, 3H, OCH),
6.86 [s, 0.6H, £)-HC(OCH)], 6.93 [s, 0.4H,2)-HC(OCH)], 9.19 (s, 1H, CHO) ppndc (63
MHz, CDCk) 14.1 (CH), 15.3, 21.5, 22.7, 28.0, 31.9 (§H62.0 (OCH), 124.9 (C-2), 168.1,
169.2 [E)-, (2)-C(OCHy)], 191.7 (CHO) ppm. MS (EShm/z (%) = 199.17 [MH], 185.2,
123.1, 107.1. HRMS (ESIjvz calcd. for GoH2,0,": 198.1620, found: 198.1614 [M]
2-(Methoxymethylene)dodecanal (14(109)From 1,1-dimethoxydodecane (67.0 mmol, 15.3
g); yield: 0.39 g (3%), yellow oil. R= 0.42 (hexanes/ EtOAc 5 : 1). FT-IR (ATR)a/cm™
2922 (s), 2853 (m), 2729 (w), 1670 (m), 1638 (65 (w), 1386 (w), 1304 (w), 1251 (m),
1215 (m), 1146 (m), 1110 (w), 1019 (w), 983 (&).(250 MHz, CDC}) 0.89 (t, 3H,J = 6.6
Hz, CHy), 1.18-1.36 (m, 16H, CH 2.15-2.25 (m, 2H, CCH} 3.95 (s, 3H, OCH), 6.86 [s,
0.33H, E)-HC(OCH)], 6.93 [s, 0.67H,Z)-HC(OCHs)], 9.20 (s, 1H, CHO) ppndc (63 MHz,
CDCl) 14.1 (CH), 15.3, 21.5, 22.7, 28.0, 31.9 (9H62.0 (OCH), 124.8 (C-2), 168.1, 169.2
[(E),(2)-C(OCH)], 191.7 (CHO) ppm. MS (ESz (%) = 227.2 [MH[, 213.2. HRMS
(ESI): m/z calcd. for G4H»70,": 227.2006, found: 227.2003 [MH]
2-(Methoxymethylene)tetraecanal (14(12))From 1,1-dimethoxytetradecane (70.0 mmol,
18.1 g); vield: 3.99 g (22%), yellow oil.;R 0.25 (hexanes/ EtOAc 5 : 1). FT-IR (ATR):
Vma/CNT 2922 (s), 2853 (M), 1730 (W), 1672 (w), 1638 ()65 (w), 1379 (w), 1303 (W),
1215 (m), 1145 (w), 1110 (w), 1019 (v (250 MHz, CDCJ) 0.88 (t, 3H,J = 6.5 Hz, CH)),
1.19-1.35 (m, 20H, CHl, 2.14-2.25 (m, 2H, CCH 3.94 (s, 3H, OCH), 6.85 [s, 0.47H,
(E)-HC(OCHp)], 6.93 [s, 0.53H, 4)-HC(OCH)], 9.19 (s, 1H, CHO) ppmdc (63 MHz,
CDCl) 14.1 (CH), 15.3, 21.5, 22.7, 28.0, 31.9 (9H62.1 (OCH), 124.8 (C-2), 168.3, 169.4
[(E),(2)-C(OCHg)], 191.8 (CHO) ppm. MS (ESIyz (%) = 255.2 [MH], 241.2, 212.2.
HRMS (ESI):m/z calcd. for GeH3:0,": 255.2319, found: 255.2315 [K]

General procedure for the preparation ofp- and m-hydroxybenzamidine hydrochlorides
p-/m-15. In a modification of literature procedufdsdry hydrogen chloride was passed
through a solution of 10 g (83.9 mmol) @f or m-hydroxybenzonitrile in dry methanol (100
mL) for 2 h. In a strongly exothermic reaction dlg®w solid precipitated. After cooling to
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room temperature the solvent was evaporated andetidue was suspended in dry ethanol
(100 mL). Dry ammonia was passed through this suspe for 2 h which therefore changed
her color from yellow to pink. Finally the reactiomxture was heated to 60 °C for another 2
h. The solvent was removed in vacuo and the br@sidue was dissolved in methanol (200
mL). Afterwards dry diethyl ether was added to otice precipitation of ammonium chloride,
which was removed by filtration. The filtrate wasaporated to dryness and the pale brown
residue used without further purification.

p-Hydroxybenzamidine hydrochloride (p-15)° From p-hydroxybenzonitrile (83.9 mmol,
10.0 g); yield: 10.1 g (69%). FT-IR (ATRYima/cmi ' 3144 (br), 2364 (w), 1668 (s), 1609 (s),
1487 (s), 1439 (m), 1287 (m), 1235 (m), 1183 (MR35 (w), 970 (w), 845 (m), 746 (w), 669
(w), 631 (w), 593 (w), 545 (w), 538 (w), 530 (W} (250 MHz, CDC}) 6.90-7.01 (m, 2H,
3-H, 5-H), 7.63-7.78 (m, 2H, 2-H, 6-H) pp@y (63 MHz, CDC}) 117.2, 119.4, 131.2, 164.7,
168.4 ppm. The spectroscopic data are in good mgnetewith those reported in literatite.
m-Hydroxybenzamidine hydrochloride (m-15).” From m-hydroxybenzonitrile (83.9 mmol,
10.0 g); yield: 11.8 g (81%). FT-IR (ATRYma/cm * 3126 (br), 2359 (w), 1677 (s), 1589 (m),
1533 (w), 1479 (m), 1445 (m), 1342 (w), 1273 (n®33 (m), 1095 (w), 999 (w), 929 (w), 874
(w), 796 (w), 716 (w), 678 (W) (250 MHz, CDCY) 7.08-7.30 (m, 3H, 2-H, 4-H, 6-H), 7.42
(t, 1H,J=7.9 Hz, 5-H) ppm<&: (63 MHz, CDCY) 115.6, 119.6, 122.1, 130.9, 131.7, 159.6,
168.7 ppm. MS (ESI)mvz = 137.1 [M-CI[, 120.0. HRMS (ESI)m/z calcd. for GHgN,O™:
137.0709, found: 137.0699 [M-CI]

General procedure for the preparation of 4- and 3%-alkylpyrimidin-2-yl)phenols
p-/m-16(n). To a solution ofp-15 or m-15 (1.50 mmol) in abs. methanol (3 mL) under inert
gas was added the respective 2-(methoxymethylidéa@ejal 14(n) (1.00 mmol) and a 2 M
NaOMe solution (6.8 mL, 13.6 mmol). A light orangelour was observed and NaCl
precipitated. After heating to reflux for 2 h, teaction mixture was stirred for further 12 h at
room temperature. The precipitated salt was fitteoff and the filtrate was concentrated
under reduced pressure. The residue was purified chyomatography on SO
(hexanes/EtOAc 1 : 1) to give the products as atdsa solid.

4-(5-Octylpyrimidin-2-yl)phenol (p-16(8))*° From p-15  (6.81 mmol, 1.18 g),18(8)
(4.54 mmol, 900 mg) and NaOMe (2 M, 7.00 mL, 14m@al) in MeOH (14.0 mL); yield:
572 mg (44%). R= 0.50 (hexanes/EtOAc 5 : 13, (500 MHz, CDC}) 0.87 (t, 3H,J = 6.6
Hz, CH;), 1.20-1.41 (m, 12H, CH 1.60-1.68 (m, 2H, CH, 2.57-2.63 (m, 2H, 5-ChHi
6.89—-6.95 (m, 2H, 2'-H, 6'-H), 8.28-8.34 (m, 2H;13, 5'-H), 8.58 (s, 2H, 4-H, 6-H) ppmx

(125 MHz, CDC}) 14.1 (CH), 22.6, 29.2, 29.29, 29.32, 29.56, 30.1, 30.89 3CH,), 115.5
5
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(C-2’, C-6"), 129.7 (C-4’), 130.6 (C-3, C-5'), 132 (C-5), 157.0 (C-4, C-6), 158.7 (C-1),
162.5 (C-2) ppm. Spectroscopic data are in goodemgent with those reported in literatdite.
4-(5-Decylpyrimidin-2-yl)phenol (p-16(10))°* From p-15 (7.29 mmol, 1.26 g),18(10)
(4.86 mmol, 1.10 g) and NaOMe (2 M, 7.50 mL, 15M@ah) in MeOH (15.0 mL); yield:
744 mg (49%). R= 0.52 (hexanes/EtOAc 5 : 13, (500 MHz, CDC4) 0.87 (t, 3H,J = 6.9
Hz, CH;), 1.19-1.41 (m, 14H, CH, 1.57-1.68 (m, 2H, Cp, 2.56-2.64 (m, 2H, 5-ChHi
6.81-6.89 (m, 2H, 2’-H, 6’-H), 8.02 (s, br, 1H, QW) 16-8.25 (m, 2H, 3’-H, 5’-H), 8.60 (s,
2H, 4-H, 6-H) ppm.&: (125 MHz, CDCY) 14.1 (CH), 22.7, 25.7, 29.1, 29.29, 29.32, 29.51,
29.56, 30.1, 30.8, 31.9 (GH 115.7 (C-2', C-6"), 129.4 (C-4"), 129.8 (C-3',-&), 132.4
(C-5), 157.0 (C-4, C-6), 158.8 (C-1"), 162.5 (Cgpm.

4-(5-Dodecylpyrimidin-2-yl)phenol (-16(12)). From p-15 (8.87 mmol, 1.53 g),18(12)
(5.90 mmol, 1.50 g) and NaOMe (2 M, 13.5 mL, 27@ah in MeOH (20 mL); yield: 1.08 g
(54%). R = 0.54 (hexanes/ EtOAc 5 : 1}, (500 MHz, CDCY) 0.87 (t, 3HJ = 6.9 Hz, CH),
1.18-1.39 (m, 18H, Chi, 1.58-1.69 (m, 2H, C}), 2.56-2.64 (m, 2H, 5-CHl 6.82—-6.89 (m,
2H, 2’-H, 6’-H), 8.17-8.24 (m, 2H, 3’-H, 5’-H), 8%4(s, 2H, 4-H, 6-H) ppma: (125 MHz,
CDCl) 14.1 (CH), 22.7, 28.7, 29.0, 29.27, 29.34, 29.47, 29.616£2%0.1, 30.8, 31.9 (G
115.7 (C-2’, C-67), 129.3 (C-4’), 129.8 (C-3', C)5'132.4 (C-5), 157.0 (C-4, C-6), 158.8
(C-1), 162.5 (C-2) ppm.

3-(5-Dodecylpyrimidin-2-yl)phenol (m-16(12)). From m-15 (5.31 mmol, 917 mg)18(12)
(3.54 mmol, 900 mg) and NaOMe (2 M, 8.00 mL, 16/@a) in MeOH (11.0 mL); yield:
759 mg (63%). R= 0.52 (hexanes/EtOAc 5:1). Found: C, 76.44;9%85; N, 7.19%.
CaH3:N,0 requires C, 77.60; H, 9.47; N, 8.23%; M, 34050:IR (ATR): Vma/cmi - 3152
(br), 2921 (s), 2849 (m), 1723 (w), 1701 (w), 158%), 1547 (m), 1451 (m), 1432 (s), 1402
(w), 1325 (m), 1242 (m), 1082 (w), 998 (w), 936 (898 (w), 844 (w), 776 (w), 725 (w), 684
(W). & (500 MHz, CDC}) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.21-1.39 (m, 18H, Ch 1.59-1.69
(m, 2H, CH), 2.57-2.69 (m, 2H, 5-CH} 6.93-6.98 (m, 1H, 6'-H), 7.33 (t, 18= 7.9 Hz,
5'-H), 7.89-7.96 (m, 2H, 2'-H, 4’-H), 8.62 (s, 24;H, 6-H) ppm.&: (125 MHz, CDC)) 14.1
(CHg), 22.6, 29.1, 29.2, 29.27, 29.29, 29.34, 29.4762929.64, 30.2, 30.8 , 31.9 (¢H
114.8 (C-27), 117.9 (C-6’), 120.3 (C-4"), 130.0 &) 133.4 (C-3’), 138.9 (C-5), 156.5
(C-1), 157.1 (C-4, C-6), 162.2 (C-2) ppm. MS (Etyz = 340.3 (100) [M], 352.2 (10),
311.2 (20), 283.2 (17), 255.2 (14), 227.1 (21),.2133), 199.1 (74), 186.1 (62), 152.0 (60),
121.0 (96), 93.0 (24), 81.1 (4), 65.0 (10), 43.8)(HRMS (ESI):m/z calcd. for GoHzN,O™:
341.2587, found: 341.2494 [N1]
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General procedure for the preparation of [(bromoalkyl)oxy]alkylpyrimidines 12 and
p-/m-17(n,m). To a solution of the respective alcoHd, p-16(n) or m16(n) (1 mmol) in
DMSO (5 mL) was added finely powdered potassiunréwide (3.00 mmol) and the reaction
mixture stirred at room temperature for 10 min. eAftaddition of the respective,w-
dibromoalkane (1.50 mmol fotl and 2.00 mmol fop-16(n) and m-16(n)), the reaction
mixture was stirred at room temperature for 12 lloveed by addition of HO (10 mL) and
CH.CI, (10 mL). The layers were separated, and the agueyar was extracted with GEl,

(2 x 20 mL). The combined organic layers were d(&SO;) and the solvent was removed
under reduced pressure. The residue was purifie¢hbgmatography on SpO(hexanes/
EtOAc 10: 1).

5-{3-[(9-Bromononyl)oxy]phenyl}-2-dodecylpyrimidine (12). From 11 (0.21 mmol, 70.0
mg) and Br(CH)¢Br (0.32 mmol, 91.0 mg); yield: 65.0 mg (66%), agless solid. R= 0.45
(hexanes/ EtOAc 5 : 1); mp 75 °C. FT-IR (ATR)ua/cm™* 2924 (s), 2853 (s), 1582 (m),
1542 (m), 1449 (s), 1371 (m), 1209 (s), 1047 (v@14 (w), 779 (m). MS (El)m/z (%) =
546.3 [M+HJ (100), 501.2 (2), 447.2 (3), 392.1 (20), 353.2 @)1.2 (18), 269.1 (2), 186.0
(9), 157.0 (3), 118.0 (1), 83.1 (1), 55.0 (8). (500 MHz, CDC}) 0.88 (t, 3H,J = 6.9 Hz,
CHj3), 1.19-1.53 (m, 28H, ChHl 1.75-1.91 (m, 6H, Chl, 2.95-3.07 (m, 2H, 2-Ci} 3.41 (t,
2H,J = 6.9 Hz, CHBr), 4.01 (t, 2HJ = 6.3 Hz, OCH), 6.93-6.98 (m, 1H, 6’-H), 7.06—-7.08
(m, 1H, 2’-H), 7.10-7.14 (m, 1H, 4’-H), 7.40 (t, 1= 7.9 Hz, 5'-H), 8.85 (s, 2H, 4-H, 6-H)
ppm. & (125 MHz, CDC}) 14.1 (CH), 22.7, 26.0, 28.10, 28.7, 28.8, 29.2, 29.26, 29.3
29.45, 29.48, 29.55, 29.65, 29.67, 31.9, 32.8, 82H)), 39.3 (2-CH), 68.1 (OCH), 113.3
(C-2), 114.3 (C-6"), 119.0 (C-4’), 130.4 (C-5)31.1 (C-5), 136.0 (C-3’), 155.0 (C-4, C-6),
159.8 (C-1’), 170.5 (C-2) ppm. HRMS (ESkyz calcd. for GiHso *BrN,O": 545.3101;
found: 545.3092 [M+HT; calcd. for GiHso ' BrN,O": 547.3086; found: 547.3096 [M+H]
2-[4-(4-Bromobutoxy)phenyl]-5-octylpyrimidine (p-17(8,4))® From p-16(8) (0.88 mmol,
251 mg) and Br(CH.4Br (1.77 mmol, 381 mg); yield: 208 mg (56%), coless solid. R=
0.35 (hexanes/ethyl acetate 20 : 1). FT-IR (ATR):/cmi ™ 2926 (w), 2855 (w), 1608 (w),
1585 (w), 1542 (w), 1432 (w), 1252 (w), 1169 (WP3X(s), 846 (w), 798 (w), 723 (s), 650
(m). a4 (500 MHz, CDC}) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.20-1.40 (m, 10H, Ci} 1.60-1.68
(m, 2H, CH), 1.94-2.02 (m, 2H, C}\, 2.05-2.13 (m, 2H, Chl, 2.56-2.63 (m, 2H, 5-ChHi
3.50 (t, 2H,J = 6.6 Hz, CHBr), 4.06 (t, 2H,J = 6.0 Hz, OCH), 6.94-7.00 (m, 2H, 2'-H,
6’-H), 8.32-8.38 (m, 2H, 3'-H, 5'-H), 8.57 (s, 2K;H, 6-H) ppm.&: (125 MHz, CDC}) 14.1
(CHg), 22.6, 27.9, 29.0, 29.2, 29.3, 29.5, 30.2, 38188, 33.4 (CH), 66.9 (OCH), 114.4 (C-

2', C-6"), 129.4 (C-3', C-5'), 130.4 (C-4"), 132(€-5), 157.0 (C-4, C-6), 160.9 (C-1"), 162.4
7



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry
This journal is © The Royal Society of Chemistry 2012

(C-2) ppm. DSC: Cr 41 °C [25.2 kd/mol] SmA 52 °C7&J/mol] | (2nd heating); | 59 °C
[-0.5 kJ/mol] N 56 °C [-0.5 kJ/mol] SmA 3 °C [-13kJ/mol] Cr (2nd cooling).

2-[4-(4-Bromobutoxy)phenyl]-5-decylpyrimidine (-17(10,4)).

Fromp-16(10) (3.78 mmol, 1.18 g) and Br(G}aBr (5.66 mmol, 1.22 g); yield: 1.47 g (87%),
colourless solid. R= 0.36.Found: C, 64.57; H, 7.88; N, 6.05%,4835BrN,O requires C,
64.42; H, 7.88; N, 6.26%; M, 447.45. FT-IR (ATR)a/cmi* 2925 (w), 2853 (w), 2016 (w),
1608 (w), 1585 (w), 1542 (w), 1514 (w), 1467 (W31 (s), 1328 (w), 1253 (m), 1169 (w),
1107 (w), 1043 (w), 909 (w), 846 (w), 798 (m), 188, 654 (w).04 (500 MHz, CDC}) 0.88
(t, 3H,J = 6.9 Hz, CH), 1.21-1.40 (m, 14H, CHl 1.59-1.68 (m, 2H, CH), 1.93-2.02 (m,
2H, CH,), 2.05-2.13 (m, 2H, CHl, 2.55-2.63 (m, 2H, 5-CH 3.50 (t, 2H,J = 6.6 Hz,
CH.Br), 4.07 (t, 2H,J = 6.0 Hz, OCH)), 6.93-7.02 (m, 2H, 2’-H, 6'-H), 8.31-8.39 (m, 2H,
3'-H, 5'-H), 8.60 (s, 2H, 4-H, 6-H) ppndc (125 MHz, CDC)) 14.1 (CH), 22.7, 27.9, 29.0,
29.30, 29.35, 29.45, 29.53, 29.57, 30.2, 30.8,,3334 (CH), 66.9 (OCH), 114.4 (C-2’,
C-67), 129.4 (C-3’, C-5’), 130.4 (C-4’), 132.2 (Q55157.0 (C-4, C-6), 160.9 (C-1’), 162.4
(C-2) ppm. MS (ESI)m/z = 447.2 [MT, 403.4, 381.4, 325.3, 200.1. HRMS (ESWz calcd.
for CoHss BrN,O": 447.2006, found: 447.2000 [M] m/z calcd. for GaHssBrN,O':
449.1988, found: 449.1957 [M]DSC: Ci 49 °C [29.7 kd/mol] Gr57 °C [0.6 kJ/mol] SmA
63 °C [2.6 kd/mol] | (2nd heating); | 65 °C [-3.6/kol] SmA 18 °C [-25.8 kJ/mol] Cr (2nd
cooling).

2-[4-(4-Bromobutoxy)phenyl]-5-dodecylpyrimidine @-17(12,4)).

From p-16(12) (0.70 mmol, 237 mg) and Br(G)Br (1.40 mmol, 301 mg); yield: 280 mg
(84%)), colourless solid.:R 0.35.Found: C, 65.63; H, 8.12; N, 5.73%;¢839BrN.O requires
C, 65.67; H, 8.27; N, 5.89%: M, 475.50. FT-IR (ATR)a/cmi* 2924 (s), 2853 (m), 1608
(m), 1585 (m), 1542 (w), 1514 (w), 1431 (s), 1269,(1168 (m), 1043 (w), 909 (w), 846 (w),
798 (m), 734 (w), 654 (wpy (500 MHz, CDCY4) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.20-1.40 (m,
16H, CH), 1.59-1.67 (m, 2H, C§), 1.94-2.01 (m, 2H, CHi, 2.05-2.13 (m, 2H, Ch), 2.56—
2.63 (m, 2H, 5-Ch), 3.50 (t, 2HJ = 6.6 Hz, CHBr), 4.07 (t, 2HJ = 5.9 Hz, OCH), 6.93—
7.03 (m, 2H, 2’-H, 6’-H), 8.30-8.40 (m, 2H, 3'-H-H), 8.57 (s, 2H, 4-H, 6-H) ppmdc (125
MHz, CDCk) 14.1 (CH), 22.7, 27.9, 29.0, 29.3, 29.45, 29.53, 29.616£930.1, 30.8, 31.9,
33.4 (CH), 66.9 (OCH), 114.4 (C-2’, C-6"), 129.4 (C-3', C-5’), 130.4 {£), 132.2 (C-5),
157.0 (C-4, C-6), 160.8 (C-1'), 162.4 (C-2) ppm. NESI): vz = 447.2 [M[], 403.4, 381.4,
325.3, 200.1. HRMS (ESIjz calcd. for GgHao “BrN,O": 475.2319, found: 475.2315 [{]
m/z calcd. for GgHag>BrN,O": 477.2302, found: 477.2291 [M]DSC: Ci 20 °C [-8.5
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kJ/mol] Cr 66 °C [51.2 kd/mol] | (2nd heating); | 71 °C [-50/mol] SmA 22 °C [-26.0
kJ/mol] Cr (2nd cooling).

2-{4-[(8-Bromooctyl)oxy]phenyl}-5-octylpyrimidine (p-17(8,8)).Fromp-16(8) (0.35 mmol,
100 mg) and Br(ChgBr (0.70 mmol, 190 mg); vyield: 120 mg, (72 %).; R 0.41
(hexanes/ethyl acetate 20 : 1). Found: C, 64.9@.24; N, 5.73%. &H39BrN.O requires C,
65.67; H, 8.27; N, 5.89%; M, 475.50. FT-IR (ATR)a/cni* 2927 (s), 2855 (m), 2357 (W),
2023 (w), 1608 (w), 1584 (m), 1542 (w), 1515 (W66 (w), 1433 (s), 1395 (w), 1329 (w),
1301 (w), 1256 (m), 1169 (w), 1108 (w), 1021 (W)29w), 846 (w), 798 (m), 724 (w), 653
(w). & (500 MHz, CDC})) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.20-1.40 (m, 18H, ChHi 1.60-1.68
(m, 2H, CH), 1.94-2.02 (m, 2H, CH, 2.05-2.13 (m, 2H, CHl, 2.56-2.63 (m, 2H, 5-CHi
3.50 (t, 2H,J = 6.6 Hz, CHBr), 4.06 (t, 2H,J = 6.0 Hz, OCH), 6.94-7.00 (m, 2H, 2’-H,
6'-H), 8.32-8.38 (m, 2H, 3'-H, 5'-H), 8.57 (s, 24;H, 6-H) ppm.&: (125 MHz, CDCJ) 14.1
(CHg), 22.6, 27.9, 29.0, 29.2, 29.3, 29.5, 30.2, 36188, 33.4 (ChH), 66.9 (OCH), 114.4
(C-2, C-6"), 129.4 (C-3, C-5'), 130.4 (C-4"), 132 (C-5), 157.0 (C-4, C-6), 160.9 (C-1),
162.4 (C-2) ppm. DSC: Cr 37 °C [34.6 kJ/mol] SmA°&8[4.4 kJ/mol] | (2nd heating); | 62
°C [-4.4 kJ/mol] SmA 19 °C [-25.3 kJ/mol] Cr (2ndating).
2-{4-[(8-Bromooctyl)oxy]phenyl}-5-decylpyrimidine (p-17(10,8))° From p-16(10) (0.70
mmol, 220 mg) and Br(CgkBr (1.40 mmol, 381 mg); yield: 251 mg (71%), coless solid.
Rt = 0.35 (hexanes/ethyl acetate 40 : 1). Found:63816 H, 8.46; N, 5.41%. gH43BrN,O
requires C, 66.78; H, 8.61; N, 5.41%: M, 503.56:IRTATR): Vma/C * 2925 (s), 2854 (m),
1608 (m), 1585 (m), 1542 (w), 1515 (w), 1466 (W22 (s), 1394 (w), 1328 (w), 1301 (w),
1253 (m), 1168 (m), 1108 (w), 1022 (w), 908 (w)684v), 798 (m), 731 (m), 653 (w).
a4 (500 MHz, CDCY) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.21-1.53 (m, 22H, Ci) 1.59-1.68 (m,
2H, CH,), 1.77-1.91 (m, 4H, Chl, 2.56-2.63 (m, 2H, 5-CH 3.41 (t, 2H,J = 6.9 Hz,
CHBr), 4.03 (t, 2HJ = 6.9 Hz, OCH), 6.94-7.01 (m, 2H, 2’-H, 6’-H), 8.32-8.38 (m, 28%
H, 5'-H), 8.57 (s, 2H, 4-H, 6-H) ppmx (125 MHz, CDCY) 14.1 (CH), 22.7, 26.0, 28.1,
28.7, 29.0, 29.2, 29.3, 29.4, 29.5, 29.6, 30.28,381.9, 32.8, 34.0 (CH 68.0 (OCH), 114.4
(C-2, C-6’), 129.4 (C-3, C-5'), 130.2 (C-4"), 13R (C-5), 157.0 (C-4, C-6), 161.1 (C-1"),
162.5 (C-2) ppm. MS (EShm/z = 503.3 [M], 463.3, 441.3, 423.3, 366.3, 301.1. HRMS
(ESI): miz calcd. for GgHas'“BrN,O": 503.2632, found: 503.2640 [Kj] mVz calcd. for
CagHaz>BrN,O": 505.2615, found: 505.2640 [(M]DSC: Cr 41 °C [32.7 kJ/mol] SmA 67 °C
[3.1 kd/mol] | (2nd heating); | 68 °C [-4.9 kJ/md§mA 35 °C [-35.3 kJ/mol] Cr (2nd

cooling).
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2-{4-[(8-Bromooctyl)oxy]phenyl}-5-dodecylpyrimidine (p-17(12,8)). From p-16(12) (1.18
mmol, 400 mg) and Br(ChHkBr (2.35 mmol, 639 mg); yield: 482 mg (77%), coless solid.
R = 0.48 (hexanes/ethyl acetate 20 : 1). Found: (& H, 8.77; N, 5.16%. 4gH4,BrN,O
requires C, 67.78; H, 8.91; N, 5.27%: M, 531.61:IRTATR): Vma/cr * 2922 (s), 2852 (m),
1607 (m), 1584 (m), 1542 (w), 1514 (w), 1467 (WJ292 (s), 1393 (w), 1328 (w), 1300 (w),
1250 (s), 1167 (m), 1107 (w), 1021 (w), 904 (W)5&4), 798 (m), 724 (s), 652 (m), 615 (W),
563 (w).0y (250 MHz, CDC}) 0.81 (t, 3HJ = 6.6 Hz, CH), 1.02-1.46 (m, 26H, CHl 1.49-
1.64 (m, 2H, 5-CKHCH,), 1.66-1.90 (m, 4H, OCIE€H,(CH,),CH,CH,Br), 2.41-2.61 (m, 2H,
5-CH,), 3.34 (t, 2HJ = 6.9 Hz, CHBr), 3.95 (t, 2HJ = 6.5 Hz, OCH), 6.80-7.00 (m, 2H,
3'-H, 5’-H), 8.18-8.36 (m, 2H, 2'-H, 6'-H), 8.50,(&H, 4-H, 6-H) ppmdc (63 MHz, CDCY})
14.1 (CH), 22.7, 26.0, 28.1, 28.7, 29.0, 29.2, 29.4, 29%6, 30.2, 30.8, 31.9, 32.8, 34.0
(CHp), 68.0 (OCH), 114.4 (C-3', C-5"), 129.4 (C-2’, C-6"), 130.2{C), 132.1 (C-5), 157.0
(C-4, C-6), 161.1 (C-4), 162.5 (C-2) ppm. MS (EStyz = 533.3 [M[. HRMS (ESI):mv/z
calcd. for GoHa7""BrN,O": 531.2945, found: 531.2948 [M]nvz calcd. for GoHa7P'BrN,O™:
533.2929, found: 533.2915 [M]DSC: Cr 58 °C [45.7 kJ/mol] SmA 71 °C [6.9 kJ/inbl
(2nd heating); 1 73 °C [-8.1 kJ/mol] SmA 44 °C [-4%J/mol] Cr (2nd cooling).
2-[3-(4-Bromobutoxy)phenyl]-5-dodecylpyrimidine (n-17(12,4)). From m-16(12) (1.62
mmol, 550 mg) and Br(ChH,Br (3.23 mmol, 697 mg); yield: 661 mg (86%), coless solid.
Rt = 0.32, mp 51 °C. Found: C, 65.56; H, 8.16; N,/%07 GgH39BrN,O requires C, 65.67; H,
8.27; N, 5.89%; M, 475.50. FT-IR (ATRYmad/cni* 2923 (s), 2853 (s), 1723 (w), 1600 (w),
1586 (w), 1543 (m), 1445 (s), 1423 (s), 1391 (W27 (m), 1288 (m), 1248 (m), 1207 (s),
1044 (w), 953 (w), 881 (w), 782 (m), 690 (na). (500 MHz, CDC}) 0.88 (t, 3H,J = 6.9 Hz,
CHs), 1.20-1.42 (m, 18H, ChHi 1.62-1.70 (m, 4H, CHl, 1.93-2.02 (m, 2H, C}), 2.06-2.14
(m, 2H, CH), 2.58-2.66 (m, 2H, 5-ChHi 3.51 (t, 2HJ = 6.6 Hz, CHBr), 4.11 (t, 2HJ = 6.0
Hz, OCH), 6.98-7.03 (m, 1H, 6'-H), 7.38 (t, 1d= 7.9 Hz, 5'-H), 7.93-7.98 (m, 1H, 2’-H),
7.99-8.04 (m, 1H, 4'-H), 8.62 (s, 2H, 4-H, 6-H) ppdp (125 MHz, CDC}) 14.1 (CH), 22.7,
27.9, 29.4, 29.5, 29.63, 29.65, 30.2, 30.8, 313% &CH,), 66.9 (OCH), 113.0 (C-2’), 117.4
(C-6"), 120.5 (C-4"), 129.6 (C-5’), 133.2 (C-3)3%2.1 (C-5), 157.0 (C-4, C-6), 159.3 (C-1"),
162.4 (C-2) ppm. MS (ESIwz = 475.2 [M+H], 395.3, 353.3, 341.3, 325.3, 199.1, 134.9.
HRMS (ESI):m/z calcd. for GgHao "BrN,O": 475.2319; found: 475.2307 [M+H]calcd. for
CosHa ' BIN,O": 477.2302; found: 477.2296 [M+H]
2-{3-[(8-Bromooctyl)oxy]phenyl}-5-dodecylpyrimidine (m-17(12,8)).Fromm-16(12) (0.37
mmol, 126 mg) and Br(CHkBr (0.74 mmol, 201 mg); yield: 136 mg (69%), coless solid.

Rt = 0.36. Found: C, 67.57; H, 8.82; N, 5.06%HG/BrN,O requires C, 67.78; H, 8.91; N,
10
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5.27%; M, 531.61. FT-IR (ATRWma/cmi ™ 2925 (w), 2854 (w), 2253 (w), 1586 (w), 1544
(w), 1445 (w), 1424 (w), 1391 (w), 1327 (w), 1288),(1235 (w), 1208 (w), 1090 (w), 1032
(w), 903 (s), 782 (w), 725 (s), 650 (m), 571 (). (500 MHz, CDC}) 0.88 (t, 3H,J = 6.9
Hz, CHg), 1.20-1.54 (m, 26H, CHl 1.61-1.69 (m, 4H, CHl, 1.77-1.90 (m, 4H, Ch), 2.58—
2.66 (m, 2H, 5-Ch), 3.41 (t, 2HJ = 6.6 Hz, CHBr), 4.07 (t, 2HJ = 6.6 Hz, OCH), 6.99—
7.03 (m, 1H, 6-H), 7.38 (t, 1H] = 7.9 Hz, 5-H), 7.94-7.98 (m, 1H, 2’-H), 7.98-8.(m,
1H, 4'-H), 8.62 (s, 2H, 4-H, 6-H) ppmX (125 MHz, CDC}) 14.1 (CH), 22.7, 26.0, 29.4,
28.1, 28.7, 29.04, 29.19, 29.27, 29.34, 29.53,226.64, 30.2, 30.8, 31.9, 32.8, 34.0 ¢&H
68.0 (OCH), 113.0 (C-2), 117.5 (C-6"), 120.2 (C-4"), 1296-5’), 133.1 (C-3’), 139.0 (C-
5), 157.0 (C-4, C-6), 159.5 (C-1’), 162.5 (C-2) ppktS (ESI):mVz = 531.3 [M]. HRMS
(ESI): m/z caled. for GoHa7"°BrN,O": 531.2945; found: 531.2937 [N] calcd. for
CaoHa7>"BrN,O": 533.2929; found: 531.2893 [M] DSC: Cr 39 °C [47.0 kJ/mol] | (2nd
heating); | 29 °C [-43.4 kJ/mol] Cr (2nd cooling).

Methyl 2-tetradecylpyrimidine-5-carboxylate (19). To a suspension of amidinium sa@b
(2.00 g, 3.60 mmol) in abs. DMF (12 mL) in a dritask was added8(830 mg, 4.18 mmol)
and one drop of conc. HCI, and the reaction mixtuas stirred at room temperature for 8 h.
Then HO (20 mL) was added and the mixture extracted W@thCl, (3% 10 mL). The
combined organic layers were dried ¢(8&,) and the solvent was removed under vacuum.
The residue was purified by chromatography on,Si@xanes/EtOAc 20 : 1) to givEd
(675 mg, 56%) as a colorless solid. ®0.22; mp 86 °C. Found: C, 72.18; H, 10.31; N,
8.13%. GoHasN2O, requires C, 71.81; H, 10.25; N, 8.37%; M, 334.50-IR (ATR):
Vma/cm ™+ 2952 (m), 2912 (s), 2849 (s), 1720 (vs), 1594 1850 (m), 1472 (m), 1434 (s),
1302 (s), 1275 (m), 1126 (s), 1034 (m), 905 (sP &, 649 (m)J; (500 MHz, CDC}) 0.88

(t, 3H,J = 6.9 Hz, CH), 1.21-1.43 (m, 22H, CHl 1.78-1.89 (m, 2H, CH), 2.99-3.06 (m,
2H, 2-CH), 3.98 (s, 3H, C@Hs), 9.20 (s, 2H, 4-H, 6-H) ppmX (125 MHz, CDCJ) 14.1
(CHg), 22.7, 28.6, 29.36, 29.41, 29.5, 29.61, 29.6568929.7, 31.9 (Ch, 39.8 (2-CH),
52.5 (CQCHjy), 121.2 (C-5), 158.1 (C-4, C-6), 1646,CHs), 175.4 (C-2) ppm. MS (ESI):
m'z = 335.3 [M[, 293.2, 264.2, 241.3, 191.2. HRMS (ESt)z calcd. for GoHzN.0,":
335.2693, found: 335.2682 [M]

Preparation of bromoalkyl 2-tetradecylpyrimidine-5-carboxylates 20(m).a) Following
ref*? to a solution ofL9 (230 mg, 0.67 mmol) in ethanol (10 mL) was adde2iN aqueous
NaOH solution (1.00 mL) and the reaction mixturerastl at room temperature for 2 h. Then
the reaction mixture was neutralized with 2 N Hdluted with HO (10 mL) and extracted

with Et,O (3% 15 mL). The combined organic layers were dried $@g and concentrated to
11
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give 2-tetradecylpyrimidine-5-carboxylic acid (24, 99 %) as a colourless solid which was
reacted without further purification. Mp 105 °C. Jmal: C, 71.11; H, 9.94; N, 8.72%.
Ci1oH3N,0, requires C, 71.21; H, 10.06; N, 8.74%; M, 320B7-IR (ATR): Vma/cmi * 2912
(s), 2848 (s), 1669 (m), 1594 (m), 1552 (w), 14, (1424 (s), 1303 (m), 904 (s), 725 (s),
649 (m).d; (500 MHz, CDC}) 0.87 (t, 3H J = 6.9 Hz, GJ{{ 1.18-1.46 (m, 20H, CHl 1.79-
1.94 (m, 4H, CH), 3.07-3.14 (m, 2H, 2-CH} 9.36 (s, 2H, 4-H, 6-H), 10.25 (s, br, 1H,
CO:H) ppm. & NMR (125 MHz, CDCJ) 14.1 (CH), 22.7, 28.6, 29.35, 29.38, 29.47, 49.49,
29.54, 29.62, 29.63, 29.65, 31.9 (§H39.4 (2-CH), 121.4 (C-5), 158.7 (C-4, C-6), 167.4
(COH), 175.5 (C-2) ppm. MS (ESlj'z = 320.2 [MT], 165.1, 151.1, 139.1. HRMS (ESI):
m/z calcd. for GgH3oN2O,": 320.2464, found: 320.2472 [K]

b) To a solution of 2-tetradecylpyrimidine-5-cargbx acid (1.00 mmol) in abs. CEl,
(10 mL) was added successivelyd,N-dicyclohexylcarbodiimide (1.10 mmol) and 4-
dimethylaminopyridine (3.50 mmol) and the reactioxture was stirred at room temperature
for 5 min. Then the respective-bromoa-alkanol (1.10 mmol) was added and the reaction
mixture stirred for a further 12 h. The reactionxtare was filtered and the filtrate
concentrated. The crude product was purified bymiatography on Si©(hexanes/EtOAc
1: 1) to give the products as colourless solid.

4-Bromobutyl 2-tetradecylpyrimidine-5-carboxylate  (20(4)). From 2-tetradecyl-
pyrimidine-5-carboxylic acid (100 mg, 0.31 mmol)daBr(CH,),OH (57.0 mg, 0.37 mmol);
yield: 100 mg (71%), mp 40 °C. Found: C, 60.938tb4; N, 6.11%. &H39BrN,O, requires
C, 60.65; H, 8.63; N, 6.15%; M, 455.47. FT-IR (ATR)a/cmi* 2923 (s), 2853 (m), 1729
(s), 1590 (s), 1441 (m), 1390 (m), 1288 (s), 118Y, (037 (w), 903 (S), 724 (s), 649 (N
(500 MHz, CDC}) 0.88 (t, 3H,J = 6.9 Hz, CH), 1.22-1.42 (m, 22H, CHl 1.78-1.88 (m,
2H, CH,), 1.93-2.07 (m, 4H, CHl, 2.98-3.08 (m, 2H, 2-Chi 3.48 (t, 2H,J = 6.6, CHBY),
4.41 (t, 2H,J = 6.0, OCH), 9.19 (s, 2H, 4-H, 6-H) ppmX (125 MHz, CDC}) 14.1 (CH),
22.7,27.3, 28.6, 29.2, 29.36, 29.41, 29.5, 29K, 29.68, 29.69, 31.9 (GH 32.8 (CHBYI),
39.8 (2-CH), 64.6 (OCH), 121.3 (C-5), 158.1 (C-4, C-6), 163.9 (§QL75.5 (C-2) ppm. MS
(ESI): m/z = 455.2 [M+HJ, 375.3, 321.3, 252.1, 133.1. HRMS (ESHvz calcd. for
CosHao "BrN,O,": 455.2268, found: 455.2270 [M+H]calcd. for GHa> BrN4O,": 457.2250,
found: 457.2261 [M+H]

8-Bromooctyl 2-tetradecylpyrimidine-5-carboxylate 0(8)). From 2-tetradecylpyrimidine-
5-carboxylic acid (220 mg, 0.69 mmol) and Br(§d®H (173 mg, 0.83 mmol); yield: 240 mg
(61%), mp 34 °C. FT-IR (ATRWma/cmi ™ 2923 (s), 2853 (s), 1729 (s), 1590 (m), 1551 (m),

1441 (m), 1390 (w), 1287 (s), 1129 (s), 1037 (Vd8 Qw), 724 (W), 647 (w)d; (500 MHz,
12
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CDCl;) 0.88 (t, 3H,J = 6.9 Hz, CH), 1.18-1.49 (m, 28H, Chi 1.70-1.89 (m, 6H, CHl,
2.98-3.06 (m, 2H, 2-Cj), 3.41 (t, 2H,J = 6.6 Hz, CHBr), 4.36 (t, 2H,J = 6.6 Hz, OCH),
9.19 (s, 2H, 4-H, 6-H) ppmx (125 MHz, CDCY¥) 14.1 (CH), 22.7, 25.5, 25.8, 28.0, 28.57,
28.58, 28.63, 29.0, 29.36, 29.41, 29.5, 29.6, 29658, 29.69, 31.9, 32.7, 33.9 (§H39.8
(2-CHp), 65.7 (OCH), 121.5 (C-5), 158.1 (C-4, C-6), 164.1 (§0175.3 (C-2) ppm. MS
(ESI): m'z = 511.3 [M+H], 431.4, 321.3, 225.2, 143.0. HRMS (ESHvz calcd. for
CoHag" BrN,O,": 511.2894, found: 511.2883 [M+H]calcd. for GHas> BrN,O,": 513.2877,
found: 513.2867 [M+H]
General procedure for the preparation of alkylimidazolium bromides p-5(n,m),
p-6(n,m), m-5(n,m), m-6(n,m) and 21(m). To a solution of the respective bromide
p-17(n,m), m17(12,m) or20(m) (1.00 mmol) in abs. acetonitrile was addedhheslistilled
N-methylimidazolel3a or N-butylimidazole13b (10.0 mmol) and the reaction mixture stirred
at 60 °C for the given time. Then the mixture wddleadd dropwise in EtOAc (10 mL), the
precipitate was filtered off and washed with EtO@cx 10 mL). The precipitate was dried
over ROy to give the imidazolium salts as colourless solids
3-Methyl-1-{4-[4-(5-octylpyrimidin-2-yl)phenoxy]but yl}imidazolium bromide (p-5(8,4)).
From p-17(8,4) (0.24 mmol, 100 mg) antiBa (2.38 mmol, 196 mg) in abs. DMF (2 mL),
reaction time 120 h; yield: 77.0 mg (65%), colosslesolid. Found: C, 61.51; H, 7.30; N,
10.96%. GgH3/BrN4O requires C, 62.27; H, 7.44; N, 11.17%; M, 501.BT-IR (ATR):
Vma/Cm * 3093 (w), 2924 (m), 2854 (w), 1606 (m), 1582 (aH42 (w), 1514 (w), 1428 (s),
1398 (w), 1328 (w), 1300 (w), 1253 (m), 1168 (nO& (w), 1018 (w), 904 (s), 846 (w), 799
(m), 724 (s), 652 (m), 623 (W (250 MHz, CDC}) 0.80 (t, 3HJ = 6.6 Hz, CH), 1.09-1.40
(m, 10H, CH), 1.44-1.69 (m, 2H, NC}H,), 1.71-1.95 (m, 2H, 5-CHCH,), 2.01-2.24
(m, 2H, OCHCHy,), 2.45-2.65 (m, 2H, 5"’-CH), 3.92—-4.15 (m, 5H, NC§OCH,), 4.33-4.52
(m, 2H, NCH), 6.83-6.97 (m, 2H, 3"-H, 5”-H), 7.21-7.44 (mH2 4-H, 5-H), 8.21-8.33 (m,
2H, 2"-H, 6”-H), 8.50 (s, 2H, 4""-H, 6"™-H), 10.51 (s, 1H, 2-H) ppm&: (125 MHz, CDC})
14.1 (CH), 22.6, 25.9, 27.4, 29.1, 29.2, 29.3, 30.2, 3BB8 (CH) 36.7 (NCH), 49.8
(CH:N), 67.0 (OCH), 114.4 (C-3", C-5"), 122.0 (C-4), 123.2 (C-5)29.5 (C-2", C-6"),
130.7 (C-1"), 132.3 (C-2), 137.9 (C-5™), 157.@¢4’", C-6""), 160.5 (C-4"), 162.2 (C-2")
ppm. MS (ESI):m/z = 421.3 [M-Brf. HRMS (ESI):m/z calcd. for GeHz/N4O™: 421.2962,
found: 421.2963 [M-Bf]. DSC: Cg 11 °C [1.7 kd/mol] Gr74 °C [6.0 kJ/mol] Gy99 °C [9.6
kJ/mol] SmA 190 °C [0.8 kJ/mol] | (2nd heating)190 °C [-0.8 kJ/mol] SmA 53 °C [-13.5
kJ/mol] Cr 7 °C [-0.9 kJ/mol] Cr(2nd cooling).
3-Methyl-1-{4-[4-(5-decylpyrimidin-2-yl)phenoxy]butyl}imidazolium bromide

13
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(p-5(10,4)). From p-17(10,4) (0.096 mmol, 43.0 mg) ariBa (0.96 mmol, 79.0 mg) in abs.
DMF (2 mL), reaction time 120 h; yield: 20.0 mg 89 colourless solid. Found: C, 61.94;
H, 7.84; N, 9.59%. &H41BrN,O requires C, 63.51; H, 7.80; N, 10.58%; M, 52956-IR
(ATR): Vma/cmi ™t 3150 (w), 3078 (w), 2956 (w), 2922 (s), 2852 (2¥%)38 (w), 1606 (m), 1582
(m), 1542 (w), 1514 (w), 1467 (w), 1429 (s), 139),(1327 (w), 1299 (w), 1252 (s), 1165
(m), 1109 (w), 1066 (w), 1034 (w), 1018 (w), 935,847 (w), 798 (m), 767 (w), 722 (w),
654 (w), 616 (w), 587 (w), 560 (Wd; (250 MHz, CDC¥) 0.80 (t, 3HJ = 6.6 Hz, CH), 1.09—
1.38 (m, 14H, CH), 1.48-1.65 (m, 2H, NCi€H,), 1.78-1.90 (m, 2H, 5"’-CHCH,), 2.05—
2.12 (m, 2H, OCKCH,), 2.46-2.60 (m, 2H, 5"’-CH), 3.94-4.09 (m, 5H, NC§IOCH,), 4.41
(t, 2H,J = 7.3 Hz, NCH), 6.84-6.94 (m, 2H, 3”-H, 5"-H), 7.21-7.34 (mH2 4-H, 5-H),
8.20-8.33 (m, 2H, 2"-H, 6"-H), 8.50 (s, 2H, 4'H, 6''-H), 10.63 (s, 1H, 2-H) ppma: (125
MHz, CDCk) 14.1 (CH), 22.7, 25.9, 27.4, 29.1, 29.3, 29.5, 29.6, 3828, 31.9 (CH) 36.8
(NCHj3), 49.9 (CHN), 67.0 (OCH), 114.4 (C-3”, C-5"), 121.8 (C-4), 123.0 (C-5),29.5
(C-2”7, C-6"), 130.7 (C-1"), 132.3 (C-2), 138.33-5""), 157.0 (C-4’, C-6""), 160.5 (C-4"),
162.3 (C-2") ppm. MS (ESI):m/z = 449.3 [M-Brf. HRMS (ESI): m/z calcd. for
CagH41N4O": 449.3275, found: 449.3285 [M-Br]DSC: Cg 63 °C [22.2 kJ/mol] Gr69 °C
[6.4 kJ/mol] SmA 220 °C [0.5 kJ/mol] | (1st heatjrliecomposition upon clearing).
3-Methyl-1-{4-[4-(5-dodecylpyrimidin-2-yl)phenoxy]butyl}imidazolium bromide
(p-5(12,4)) From p-17(12,4) (0.21 mmol, 100 mg) ant3a (2.10 mmol, 172 mg) in abs.
DMF (2 mL), reaction time 120 h; yield: 84.0 mg ¥} colourless solid. Found: C, 64.81;
H, 8.05; N, 9.86%. ¢H4sBrN4O requires C, 64.62; H, 8.13; N, 10.05%; M, 557 BI:IR
(ATR): Vma/cm ™t 2922 (m), 2852 (w), 2194 (w), 1607 (w), 1584 (1541 (w), 1514 (w),
1468 (w), 1428 (s), 1397 (w), 1328 (w), 1301 (W)51 (m), 1167 (m), 1109 (w), 1037 (w),
1020 (w), 908 (m), 846 (w), 798 (m), 727 (s), 698,(642 (w), 619 (w), 555 (w), 534
(w). a3 (250 MHz, CDC} 0.80 (t, 3H,J = 6.6 Hz, CH), 1.07-1.39 (m, 18H, Chl 1.47-1.66
(m, 2H, NCHCHy), 1.79-1.92 (m, 2H, 5"-CHCH,), 2.03-2.21 (m, 2H, OCi€H,), 2.46—
2.60 (M, 2H, 5-CH), 3.97-4.08 (m, 5H, NCH OCH,), 4.41 (t, 2H,J = 7.3 Hz, NCH)),
6.82-6.95 (m, 2H, 3"-H, 5”-H), 7.24-7.37 (m, 2K;H, 5-H), 8.20-8.33 (m, 2H, 2"-H, 6"-
H), 8.50 (s, 2H, 4™-H, 6""-H), 10.54 (s, 1H, 2-Hppm. & (125 MHz, CDC}) 14.1 (CH),
22.7, 25.9, 27.4, 29.1, 29.3, 29.5, 29.6, 30.28,381.9 (CH) 36.8 (NCH), 49.9 (CHN), 67.0
(OCH,), 114.4 (C-3”, C-5"), 121.9 (C-4), 123.1 (C-5)29.5 (C-2”, C-6"), 130.7 (C-1"),
132.3 (C-2), 138.0 (C-5™), 157.0 (C-4, C-6") 160.5 (C-4"), 162.2 (C-2"") ppm. MS
(ESI): miz = 477.4 [M-Brf. HRMS (ESI): vz calcd. for GoHasN4O": 477.3588, found:

477.3592 [M-Br]. DSC: Ci 71 °C [32.8 kJ/mol] Gr112 °C [21.5 kJ/mol] SmA 255 °C [0.7
14
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kJ/mol] I (1st heating, decomposition upon cleaxing
3-Methyl-1-{4-[4-(5-octylpyrimidin-2-yl)phenoxy]octyl}imidazolium bromide (p-5(8,8)).
From p-17(8,8) (0.11 mmol, 50.0 mg) antBa (1.05 mmol, 86.0 mg) in abs. DMF (2 mL),
reaction time 120 h; yield: 28.0 mg (48%), colosslesolid. Found: C, 63.79; H, 7.99; N,
9.53%. GoHssBrN4O requires C, 64.62; H, 8.13; N, 10.05%; M, 557.6T-:IR (ATR):
Vma/CMt 2927 (m), 2855 (m), 2201 (w), 1608 (w), 1585 (&§42 (w), 1514 (w), 1466 (w),
1430 (s), 1393 (w), 1328 (w), 1300 (w), 1252 (n1)6& (m), 1108 (w), 1023 (w), 907 (m), 846
(w), 798 (w), 729 (s), 653 (w), 623 (W), (250 MHz, CDC}) 0.81 (t, 3H,J = 6.6 Hz, CH),
1.10-1.48 (m, 18H, CH, 1.50-1.65 (m, 2H, NC}H,), 1.66-1.78 (m, 2H, 5-ChHCH,),
1.80-1.94 (m, 2H, OC¥LH,), 2.53 (t, 2H,J = 7.6 Hz, 5"-CH,), 3.95 (t, 2H,J = 6.4 Hz,
OCH,), 4.05 (s, 3H, NCBh), 4.25 (t, 2HJ = 7.5 Hz, CHN), 6.86—6.97 (m, 2H, 3"-H, 5"-H),
7.13-7.17 (m, 1H, 4-H), 7.18-7.22 (m, 1H, 5-H oapriwith CHC}), 8.21-8.34 (m, 2H,
2"-H, 6"-H), 8.50 (s, 2H, 4'"-H, 6"-H), 10.66 (s, 1H, 2-H) ppmd: (125 MHz, CDCYJ) 14.1
(CHg), 22.7, 25.9, 26.1, 28.8, 29.0, 29.1, 29.2, 23(32, 30.8, 31.8 (ChHl 36.8 (NCH), 50.2
(CH.N), 67.9 (OCH), 114.4 (C-3”, C-5"), 121.4 (C-4), 123.0 (C-5)29.4 (C-2”, C-6"),
130.2 (C-1"), 132.2 (C-2), 138.4 (C-5™), 157.@¢4’", C-6"), 161.1 (C-4"), 162.4 (C-2")
ppm. MS (ESI):m/'z = 477.4 [M-BrT. HRMS (ESI):m/z calcd. for GoH4sN4O": 477.3588,
found: 477.3590 [M-Bf]. DSC: Cg 51 °C [5.1 kd/mol] Gr61 °C [2.4 kJ/mol] G¥88 °C [18.7
kJ/mol] SmA 148 °C [0.9 kd/mol] I (2nd heating)51 °C [-0.9 kJ/mol] SmA 48 °C [-31.6
kJ/mol] Cr (2nd cooling).
3-Methyl-1-{4-[4-(5-decylpyrimidin-2-yl)phenoxy]octyl}imidazolium bromide
(p-5(10,8)). From p-17(10,8) (0.13 mmol, 64.0 mg) artBa (1.27 mmol, 104 mg) in abs.
DMF (2 mL), reaction time 120 h; yield: 25.0 mg 8% colourless solid. Found: C, 63.59;
H, 8.57; N, 8.91%. ¢H4oBrN4O requires C, 65.63; H, 8.43; N, 9.57%; M, 585.66:IR
(ATR): Vma/cm ™t 3141 (w), 3036 (w), 2921 (s), 2851 (m), 1735 (1§08 (m), 1584 (m), 1542
(w), 1514 (w), 1468 (w), 1431 (s), 1395 (w), 1329,(1301 (w), 1249 (m), 1167 (m), 1107
(w), 1065 (w), 1036 (w), 904 (w), 844 (w), 817 (WR7 (m), 723 (m), 653 (w), 622 (w), 564
(w), 549 (w).dy (250 MHz, CDC}) 0.81 (t, 3H,J = 6.7 Hz, CH), 1.09-1.48 (m, 22H, CHi
1.49-1.62 (m, 2H, NC¥CH,), 1.68-1.79 (m, 2H, 5"-CHCH;), 1.80-1.93 (m, 2H,
OCH,CHy), 2.46-2.63 (m, 2H, 5"’-CH), 3.95 (t, 2HJ = 7.5 Hz, OCH), 4.05 (s, 3H, NCBh),
4.25 (t, 2HJ = 7.5 Hz, CHN), 6.83-7.00 (m, 2H, 3"-H, 5”-H), 7.14—7.24 (AH, 4-H, 5-H),
8.21-8.33 (m, 2H, 2"-H, 6"-H), 8.50 (s, 2H, 4'H, 6'’-H), 10.64 (s, 1H, 2-H) ppma: (125
MHz, CDCk) 14.1 (CH), 22.7, 25.9, 26.1, 28.8, 29.0, 29.1, 29.3, 22%6, 30.2, 30.8, 31.9

(CH,) 36.8 (NCH), 50.2 (CHN), 67.9 (OCH), 114.4 (C-3”, C-5"), 121.4 (C-4), 123.0 (C-5),
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129.4 (C-2”, C-6"), 130.2 (C-1"), 132.1 (C-2),3B.3 (C-5™), 157.0 (C-4™, C-6""), 161.1
(C-4"), 162.4 (C-2") ppm. MS (ESI):mVz = 505.4 [M-Br]. HRMS (ESI):m/z calcd. for
CazHi9N4O": 505.3901, found: 505.3906 [M-Br]DSC: Cr 71 °C [25.1 kJ/mol] SmC 98 °C
[0.4 kd/mol] SmA 177 °C [0.7 kd/mol] | (2nd heatjngg 178 °C [-0.7 kd/mol] SmA 102 °C
[-0.5 kJ/mol] SmC 49 °C [-35.4 kJ/mol] Cr (2nd ciogj).
3-Butyl-1-{4-[4-(5-octylpyrimidin-2-yl)phenoxy]buty l}imidazolium bromide (p-6(8,4)).
From p-17(8,4) (0.17 mmol, 70.0 mg) an#i3b (1.40 mmol, 174 mg) in MeCN (4 mL),
reaction time 120 h; yield: 24.0 mg (26%), colosslesolid. Found: C, 63.58; H, 8.27; N,
9.31%. GgH43BrN4O requires C, 64.08; H, 7.97; N, 10.31%; M, 543.68-IR (ATR):
Vma/Cm ™t 3070 (w), 2957 (w), 2927 (m), 2856 (w), 2361 (07 (m), 1585 (m), 1563 (w),
1542 (w), 1512 (w), 1464 (w), 1428 (s), 1397 (w372 (w), 1328 (w), 1301 (w), 1251 (m),
1168 (m), 1109 (w), 1078 (w), 1029 (w), 965 (w)69iv), 848 (w), 800 (m), 751 (w), 665
(w), 654 (w).dy (250 MHz, CDC}) 0.81 (t, 3H,J = 6.6 Hz, CH), 0.89 [t, 3H,J = 7.3 Hz,
N(CH,)sCHs), 1.09-1.40 (m, 12H, CH, 1.49-1.64 (m, 2H, CH), 1.74-1.93 (m, 4H, CH)
2.02-2.23 (m, 2H, C§), 2.46-2.61 (m, 2H, 5"-CH), 4.03 (t, 2HJ = 5.8 Hz, OCH)), 4.25 [t,
2H,J = 7.4 Hz, NGHx(CH,)2,CHg], 4.45 (t, 2H,J = 7.3 Hz, NCH) 6.83-6.95 (m, 2H, 3"-H,
5"-H), 7.18-7.35 (m, 2H, 4-H, 5-H overlap with CH{, 8.19-8.34 (m, 2H, 2"-H, 6"-H),
8.50 (s, 2H, 4-H, 6-H), 10.73 (s, 1H, 2-H) pp. & (125 MHz, CDC}) ¢ = 13.4
[N(CH2)3sCHg], 14.1 (CH), 19.5, 22.6, 25.9, 27.4, 29.0, 29.2, 29.3, 23072, 30.8, 31.8, 32.1
(CHy), 49.8 (NCH), 50.0 (NCH), 67.0 (OCH), 114.4 (C-3”, C-5"), 121.5 (C-4), 121.8
(C-5), 129.5 (C-2", C-6"), 130.7 (C-1"), 132.33-2), 137.8 (C-5™), 157.0 (C-4™", C-6"),
160.5 (C-4"), 162.3 (C-2") ppm. MS (ESI)n/z = 463.3 [M-BI]. HRMS (ESI):m/z calcd.
for CooH4sN4O™: 463.3431, found: 463.3424 [M-Br]DSC: Cr 56 °C [13.2 kJ/mol] | (1st
heating).

3-Butyl-1-{4-[4-(5-decylpyrimidin-2-yl)phenoxy]butyl}imidazolium bromide (p-6(10,4)).
From p-17(10,4) (0.28 mmol, 125 mg) anti3b (1.40 mmol, 174 mg) in MeCN (4 mL),
reaction time 96 h; yield: 143 mg (89%). Found:6@,65; H, 8.10; N, 9.45%. £H4/BrN,O
requires C, 65.13; H, 8.29; N, 9.80%; M, 571.64:IRTATR): Vma/cm * 2925 (s), 2854 (m),
1607 (m), 1585 (m), 1562 (w), 1542 (w), 1514 (W36& (m), 1429 (s), 1328 (m), 1252 (s),
1167 (m), 906 (s), 848 (w), 799 (m), 727 (s), 669. (A, (500 MHz, CDCY4) 0.87 (t, 3HJ =
6.9 Hz, CH), 0.9 (t, 3HJ = 7. Hz, CH), 1.20-1.42 (m, 16H, CH 1.59-1.68 (m, 2H, CH),
1.85-1.94 (m, 4H, C}), 2.14-2.24 (m, 2H, C}), 2.55-2.63 (m, 2H, 5"’-CH)), 4.09 (t, 2HJ

= 5.7 Hz, OCH), 4.32 (t, 2HJ = 7.6 Hz, NCH)), 4.52 (t, 2HJ = 7.3 Hz, NCH), 6.91-6.99

(m, 2H, 2”-H, 6"-H), 7.32—7.49 (m, 2H, 4-H, 5-HB.29-8.37 (m, 2H, 3”-H, 5"-H), 8.57 (s,
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2H, 4™-H, 6™-H), 10.71 (s, 1H, 2-H) ppm.& (125 MHz, CDC}) 13.5, 14.1 (CH), 19.5,
22.7, 25.9, 27.4, 29.1, 29.29, 29.34, 29.5, 29F®K2, 30.8, 31.9, 32.1 (GMH 49.8, 49.9
(NCH,, CH:N), 67.0 (OCH), 114.4 (C-2”, C-6"), 121.7, 122.0 (C-4, C-5)29.5 (C-3",
C-5"), 130.6 (C-4"), 132.3 (C-2), 137.5 (C-5")157.0 (C-4, C-6""), 160.5 (C-1"), 162.3
(C-2"") ppm. MS (ESI):mv/z = 491.4 [M-BIT, 367.3, 325.2, 295.2, 199.1, 179.2, 151.1, 125.1.
HRMS (ESI):m/z calcd. for GiH4/N4O": 491.3744, found: 491.3762 [M-Br]DSC: Cr 97 °C
[15.1 kd/mol] I (2nd heating), |1 69 °C [-16.9 kJAnGr (2nd cooling).
3-Butyl-1-{4-[4-(5-dodecylpyrimidin-2-yl)phenoxy]butyl}imidazolium bromide
(p-6(12,4)).Fromp-17(12,4) (0.21 mmol, 100.0 mg) ad@b (2.10 mmol, 261 mg) in MeCN
(4 mL), reaction time 120 h; yield: 79.0 mg (63%9lourless solid. Found: C, 66.12; H, 8.57;
N, 8.86%. GsHs:BrN4O requires C, 66.09; H, 8.57; N, 9.34%; M, 599.69-IR (ATR):
Vma/Cm * 3035 (w), 2956 (w), 2919 (m), 2873 (w), 2850 (2863 (w), 2342 (w), 1606 (m),
1585 (m), 1565 (w), 1541 (w), 1514 (w), 1469 (w331 (s), 1398 (w), 1328 (w), 1303 (w),
1255 (m), 1237 (w), 1166 (m), 1109 (w), 1067 W)1T (w), 962 (w), 930 (w), 850 (w), 799
(m), 749 (w), 720 (w), 703 (w)xy (250 MHz, CDC}) 0.80 (t, 3H,J = 6.6 Hz, CH), 0.89 [t,
3H, J = 7.3 Hz, N(CH)3CHg], 1.08-1.40 (m, 20H, CHl 1.47-1.64 (m, 2H, Ch, 1.74-1.91
(m, 4H, CH), 2.06-2.22 (m, 2H, Chl, 2.45-2.59 (m, 2H, 5-CHi 4.03 (t, 2H,J = 5.8 Hz,
OCHy), 4.25 [t, 2H,J = 7.4 Hz, NG®i(CH,),CHs], 4.45 (t, 2H,J = 7.5 Hz, NCH) 6.83-6.94
(m, 2H, 3"-H, 5"-H), 7.21-7.36 (m, 2H, 4-H, 5-Hverlap with CHC}), 8.21-8.32 (m, 2H,
2"-H, 6”-H), 8.50 (s, 2H, 4""-H, 6""-H), 10.71 (s, 1H, 2-H) ppmda: (125 MHz, CDC)) 13.5
[N(CH2)3sCHg], 14.1 (CH), 19.5, 22.7, 25.9, 27.4, 29.1, 29.3, 29.5, 23062, 30.8, 31.9, 32.1
(CHy), 49.8 (NCH), 50.0 (NCH) 67.0 (OCH), 114.3 (C-3", C-5"), 121.5 (C-4), 121.8 (C-5),
129.5 (C-2”, C-6"), 130.7 (C-1"), 132.3 (C-2),3r.7 (C-5™), 157.0 (C-4™, C-6""), 160.5
(C-4"), 162.3 (C-2"") ppm. MS (ESI):m/z = 519.4 [M-Br]. HRMS (ESI):n/z calcd. for
CasHs:BrN,O": 519.1457, found: 519.4059 [M-Br]DSC: Ci 35 °C [21.9 kJ mo] Cr, 46
°C [2.7 kJ mof] SmA 113 °C [0.4 kJ md | (2nd heating); | 113 °C [-0.4 kJ m{ISmA 34
°C [-20.0 kJ mof] Cr (2nd cooling).
3-Butyl-1-{8-[4-(5-octylpyrimidin-2-yl)phenoxy]octyl}imidazolium bromide (p-6(8,8)).
From p-17(8,8) (0.15 mmol, 71.0 mg) anBb (1.49 mmol, 185 mg), 120 h; yield: 52.0 mg
(58%). FT-IR (ATR):Vma/cni* 3132 (w), 3067 (w), 2956 (m), 2924 (m), 2854 (#¥)33 (w),
1606 (m), 1584 (m), 1563 (w), 1542 (w), 1514 (W64 (w), 1428 (s), 1398 (w), 1378 (w),
1328 (w), 1302 (w), 1251 (s), 1166 (s), 1109 (V@62 (w), 1020 (w), 965 (w), 938 (w), 849
(w), 800 (m).ay (250 MHz, CDCY) 0.81 (t, 3H,J = 6.6 Hz, CH), 0.90 [t, 3H,J = 7.3 Hz,

N(CHp)sCH3], 1.13-1.48 (m, 20H, CH), 1.49-1.64 (m, 2H, CH}, 1.66-1.78 (m, 2H, CH,
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1.79-1.95 (m, 4H, C§), 2.46-2.60 (m, 2H, 5"’-Ch), 3.95 (t, 2HJ = 6.5 Hz, OCH), 4.29 [t,
4H,J = 7.4 Hz, NCH, NCH,(CH,).CHjg], 6.83—-6.98 (m, 2H, 3”-H, 5”-H), 7.20-7.27 (mH2
4-H, 5-H overlap with CHG), 8.20-8.33 (m, 2H, 2"-H, 6”-H), 8.50 (s, 2H, '4H, 6"'-H),
10.71 (s, 1H, 2-H) ppmd: (63 MHz, CDC4) 13.5 [N(CH)sCH3], 14.1 (CH), 19,5, 22.6,
25.9, 26.1, 28.9, 29.0, 29.1, 29.2, 29.3, 30.23,380.8, 31.8, 32.2 (G 49.9 (NCH), 50.1
(NCH,) 67.9 (OCH), 114.4 (C-3”, C-5"), 121.5 (C-4, C-5), 129.4 (&', C-6"), 130.2
(C-1m), 132.2 (C-2), 137.8 (C-5"), 157.0 (C-4'C-6""), 161.1 (C-4"), 162.4 (C-2"") ppm.
MS (ESI):mVz = 519.4 [M—Brf. HRMS (ESI):mVz calcd. for GsHs:N4O": 519.4057, found:
519.4062 [M—Br]. DSC: Cr82 °C [3.7 kJ/mol] | (2nd heating), | 87 °C [-4.9/knol] Cr (2nd
cooling).

3-Butyl-1-{8-[4-(5-decylpyrimidin-2-yl)phenoxy]octyl}imidazolium bromide (p-6(10,8)).
From p-17(10,8) (0.126 mmol, 80.0 mg) ariBb (1.60 mmol, 197 mg), 96 h; yield: 87.0 mg
(87%). FT-IR (ATR):vma/ci* 2925 (s), 2854 (m), 1608 (m), 1585 (m), 1562 (1B¢2 (w),
1514 (w), 1466 (m), 1432 (s), 1328 (m), 1252 (4967 (M), 903 (s), 846 (w), 798 (m), 724
(s), 650 (m).dy (500 MHz, CDCY) 0.87 (t, 3H,J = 6.9 Hz, CH), 0.97 (t, 3HJ = 7.3 Hz,
CHj3), 1.20-1.51 (m, 22H, ChH 1.60-1.68 (m, 2H, C}}, 1.76-1.83 (m, 2H, C}), 1.88-1.98
(m, 4H, CH), 2.56-2.63 (m, 2H, 5"’-CH), 4.02 (t, 2H,J = 6.6 Hz, OCH), 4.36 (t, 2HJ =
7.3 Hz, NCH, CH;N), 6.95-6.99 (m, 2H, 2"-H, 6”-H), 7.23-7.26 (r@H, 4-H, 5-H), 8.31—
8.37 (m, 2H, 3"-H, 5"-H), 8.57 (s, 2H, 4"-H, 6’-H), 10.81 (s, 1H, 2-H) ppma: (125
MHz, CDCk) 13.5, 14.1 (Ch), 19.5, 22.7, 25.9, 26.1, 28.9, 29.02, 29.04, 29913, 29.4,
29.5, 29.6, 30.2, 30.3, 30.8, 30.9, 31.9, 32.2jC56D.0 (NCH), 50.2 (CHN), 67.9 (OCH),
114.3 (C-2", C-6"), 121.39, 121.42 (C-4, C-5),92 (C-3”, C-5"), 130.2 (C-4"), 132.2
(C-2),137.9 (C-5™), 157.0 (C-4™", C-6™"), 1611 (C-1"), 162.4 (C-2"") ppm. MS (ESI)m/z

= 547.4 [M-BIT, 491.4, 423.3, 313.2, 295.2, 235.2, 207.2, 19879,2, 138.1, 125.1, 97.1.
HRMS (ESI): mVz calcd. for GsHssN4O™: 547.4370, found: 547.4380 [M—-Br]DSC: Cj
22 °C [9.4 kd/mol] Cr32 °C [-16.2 kd/mol] Gr54 °C [21.7 kJ/mol] SmA 87 °C [6.1 kJ/mol]
| (2nd heating), 192 °C [-6.4 kJ/mol] SmA 26 °®@[3 kJ/mol] Cr (2nd cooling).
3-Butyl-1-{8-[4-(5-octylpyrimidin-2-yl)phenoxy]octyl}imidazolium bromide (p-6(12,8)).
From p-17(12,8) (0.19 mmol, 100 mg) ariBb (1.88 mmol, 234 mg), 120 h; yield: 91.0 mg
(74%), colourless solid. FT-IR (ATRMma/cm ™t 3131 (w), 3034 (w), 2954 (w), 2920 (s),
2849 (m), 1608 (m), 1584 (m), 1565 (w), 1541 (wW§14 (w), 1469 (w), 1432 (s), 1396 (w),
1357 (w), 1330 (w), 1306 (w), 1252 (m), 1167 (m)OT (w), 1065 (w), 1036 (w), 1001 (w),
946 (w), 923 (w), 845 (w), 799 (m), 773 (w), 724) (v (250 MHz, CDC}) 0.80 (t, 3HJ =

6.6 Hz, CH), 0.90 [t, 3H,J = 7.4 Hz, N(CH)3CHj3], 1.07-1.47 (m, 28H, Cj), 1.48-1.64 (m,
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2H, CH,), 1.65-1.78 (m, 2H, C§}, 1.79-1.98 (m, 4H, Ch), 2.45-2.61 (m, 2H, 5"’-CH)), 3.94
(t, 2H,J = 6.4 Hz, OCH), 4.29 [t, 4H,J = 7.4 Hz, NCH , NCHx(CH,),CHs), 6.85-6.96 (m,
2H, 3"-H, 5"-H), 7.21-7.28 (m, 2H, 4-H, 5-H), 8128.34 (m, 2H, 2"-H, 6"-H), 8.50 (s, 2H,
4"-H, 6™-H), 10.70 (s, 1H, 2-H) ppm.& (63 MHz, CDC}) 13.5 [N(CH)sCH3], 14.1 (CH),
19,5, 22.7, 25.9, 26.1, 28.9, 29.0, 29.1, 29.%,220.6, 30.2, 30,3, 30.8, 31.9, 32.2 ;H49.9
(NCH,), 50.1 (NCH) 67.9 (OCH), 114.4 (C-3", C-5"), 121.6 (C-4, C-5), 129.4 (&,
C-6"), 130.2 (C-1"), 132.2 (C-2), 137.8 (C-5")157.0 (C-4", C-6™"), 161.1 (C-4"), 162.4
(C-2) ppm. MS (ESI):mVz = 575.5 [M-Brf. HRMS (ESI):mVz calcd. for G7HsgN4O™:
575.4683, found: 575.4693 [M-Br]DSC: Ci 63 °C [21.7 kJ/mol] Gr69 °C [4.0 kJ/mol]
SmA 106 °C [1.0 kd/mol] | (2nd heating), | 106 °0.p kJ mof] SmA 72 °C [-3.7 kI mafi C
44 °C [-29.8 kJ mal] Cr (2nd cooling).
1-{4-[3-(5-Dodecylpyrimidin-2-yl)phenoxy]butyl}-3-methylimidazolium bromide
(m-5(12,4)). Fromm-17(12,4) (0.168 mmol, 80.0 mg) ariBa (1.68 mmol, 138 mg), 72 h;
yield: 71.0 mg (76%). Found: C, 62.46; H, 7.98;9N/3%. GoH4sBrN,O, requires C, 62.82;
H, 7.91; N, 9.77%, M, 573.61. FT-IR (ATR)ma/cm = 3081 (m), 2923 (s), 2853 (s), 1585
(m), 1544 (m), 1446 (m), 1424 (s), 1392 (w), 138%,(1290 (m), 1208 (m), 1167 (m), 903
(s), 781 (m), 725 (s (500 MHz, CDC}) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.21-1.41 (m, 18H,
CHy), 1.61-1.70 (m, 2H, Ch), 1.86-1.94 (m, 2H, C}), 2.14-2.42 (m, 2H, CH)l, 2.58-2.65
(m, 2H, 5"’-CHy), 4.09 (s, 3H, NCk), 4.12 (t, 2HJ = 5.7 Hz, OCH), 4.48 (t, 2HJ = 7.6
Hz, CHN), 6.97-7.01 (m, 1H, 6”-H), 7.35-7.43 (m, 2H, 4-B-H), 7.38 (t, 1HJ = 7.9,
5"-H), 7.89-7.92 (s, 1H, 2"-H), 7.99-8.03 (m, 1K;-H), 8.61 (s, 2H, 4"’-H, 6""-H), 10.57
(s, 1H, 2-H) ppmd&: (125 MHz, CDCY) 14.1 (CH), 22.7, 25.9, 27.5, 29.1, 29.3, 29.5, 29.61,
29.64, 30.2, 30.8, 31.9 (GH 36.8 (NCH), 49.9 (CHN), 67.1 (OCH), 113.2 (C-2"), 117.0
(C-6"), 120.7 (C-4"), 121.9, 123.2 (C-4, C-5), 98 (C-5"), 133.3 (C-2), 138.0 (C-37),
139.2 (C-5), 157.0 (C-4", C-6""), 158.9 (C-1), 162.2 (C-2"’) ppm. MS (ESI):m/z =
477.4 [M-BIT, 395.3, 367.3, 353.3, 341.3, 325.3, 199.1, 1FHRMS (ESI):m/z calcd. for
CaoH4sN40,": 477.3588, found: 477.3586 [M—BrIDSC: Cr 81 °C [3.4 kJ/mol] SmA 185 °C
[0.6 kd/mol] | (2nd heating), | 184 °C [-0.7 kJ/h&@mA (2nd cooling); no recrystallization
was observed upon cooling.
3-Butyl-1-{4-[3-(5-dodecylpyrimidin-2-yl)phenoxy]butyl}imidazolium bromide
(m-6(12,4)). Fromm-17(12,4) (0.168 mmol, 80.0 mg) ari8b (1.68 mmol, 209 mg), 96 h;
yield: 83.0 mg (82%). FT-IR (ATRMma/cni* 3068 (m), 2956 (m), 2924 (s), 2854 (s), 1586
(m), 1544 (m), 1446 (m), 1425 (s), 1392 (w), 13@i},(1290 (m), 1208 (m), 1164 (m), 1038

(W), 782 (m), 654 (M)dy (500 MHz, CDC4) 0.88 (t, 3H,J = 6.9 Hz, CH), 0.97 (t, 3H,J =
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7.3 Hz, CH), 1.21-1.43 (m, 20H, CHl 1.61-1.69 (m, 2H, Ch\, 1.86-1.96 (m, 4H, Ch),
2.16-2.25 (m, 2H, C}), 2.59-2.65 (m, 2H, 5""-Ch), 4.13 (t, 2HJ = 5.7 Hz, OCH), 4.33 (t,
2H,J =7.6 Hz, NCH), 4.53 (t, 2HJ = 7.3 Hz, CHN), 6.97-7.01 (m, 1H, 6”-H), 7.23-7.36
(m, 2H, 4-H, 5-H), 7.38 (t, 1H] = 7.9, 5"-H), 7.89-7.94 (s, 1H, 2"-H), 7.98-8.@/, 1H,
4"-H), 8.63 (s, 2H, 4""-H, 6"-H), 10.85 (s, 1H,2-H) ppm.& NMR (125 MHz, CDGCJ)
13.5, 14.1 (CH), 19.5, 22.7, 25.9, 27.5, 29.1, 29.3, 29.53, 2928164, 30.2, 30.8, 31.9, 32.1
(CHy), 49.8, 50.0 (CkN, NCH,), 67.1 (OCH), 113.3 (C-2"), 117.0 (C-6"), 120.7 (C-4"),
121.4, 121.7 (C-4, C-5), 129.8 (C-5"), 133.3 (G-237.9 (C-3"), 139.2 (C-5™), 157.0 (C-
4, C-6"), 158.9 (C-17"), 162.2 (C-2") ppm. MS (ESI):m/z = 519.4 [M-Brf, 395.3,
367.3, 353.3, 325.3, 179.2, 125.1. HRMS (EB8¥) calcd. for GsHs:N,O™: 519.4057, found:
519.4068 [M—-Br]. DSC: Ci 24 °C [-8.3 kJ/mol] Gr 38 °C [7.1 kJ/mol] | (2nd heating), |
19 °C [-0.1 kJd/mol] Cr (2nd cooling).
3-Butyl-1-{4-[3-(5-dodecylpyrimidin-2-yl)phenoxy]oayl}imidazolium bromide
(m-6(12,8)). From m-17(12,8) (0.15 mmol, 80.0 mg) ant3b (1.50 mmol, 186 mg), 96 h;
yield: 82.0 mg (84%). FT-IR (ATRNMma/cri* 2923 (s), 2852 (s), 1585 (m), 1544 (m), 1446
(m), 1425 (s), 1328 (m), 1290 (m), 1208 (m), 1185, (1038 (w), 904 (s), 728 (m), 651 (M).
&y (500 MHz, CDCY) 0.88 (t, 3H,J = 6.9 Hz, CH), 0.97 (t, 3HJ = 7.3 Hz, CH), 1.21-1.54
(m, 26H, CH), 1.61-1.69 (m, 2H, CH), 1.76-1.85 (m, 2H, CH|, 1.88-1.97 (m, 4H, Ch),
2.59-2.66 (m, 2H, 5-CH), 4.06 (t, 2H,J = 6.3 Hz, OCH), 4.36 (t, 2 x 2HJ = 7.6 Hz,
NCH,;, CH:N), 6.99-7.03 (m, 1H, 6”-H), 7.23-7.26 (m, 2H, 4-btH), 7.38 (t, 1HJ = 7.9,
5"-H), 7.93-7.96 (s, 1H, 2"-H), 7.98-8.02 (m, 1H’-H), 8.63 (s, 2H, 4""-H, 6""-H), 10.85
(s, 1H, 2-H) ppm<: (125 MHz, CDCJ) 13.5, 14.1 (Ch), 19.5, 22.7, 25.9, 26.1, 26.3, 28.8,
28.9, 29.1, 29.2, 29.3, 29.53, 29.61, 29.64, 3030924, 30.8, 31.9, 32.2 (G} 49.9, 50.2
(CHoN, NCHp), 67.9 (OCH), 113.0 (C-2”), 117.3 (C-6"), 120.2 (C-4"), 1238, 121.41 (C-
4, C-5), 129.6 (C-5"), 133.1 (C-2), 137.8 (C-3'239.1 (C-5"), 157.0 (C-4", C-6""), 159.5
(C-17), 162.4 (C-2") ppm.MS (ESI): m'z = 575.5 [M-Br], 519.4, 451.4, 341.3, 235.2,
207.2, 193.2, 179.2, 125.HRMS (ESI): m/z calcd. for G/HsoN4,O™: 575.4683, found:
575.4681 [M-Brf. DSC: Cr 40 °C [33.3 J/mol] SmA 89 °C [2.2 kJ/mol{2nd heating); |
81 °C [-4.5 kJ/mol] SmA 40 °C [-36.3 kd/mol] Cr (2oooling).
3-Methyl-1-(4-{[(2-tetradecylpyrimidin-5-yl)carbony [Joxy}butyl)imidazolium  bromide
(21(4)).From20Q(4) (0.13 mmol, 60.0 mg) ariBa(1.30 mmol, 107 mg), 72 h; yield: 53.0 mg
(77%). Found: C, 58.59; H, 8.49; N, 10.00%.H;sBrN4O, requires C, 60.32; H, 8.44; N,
10.42%; M, 537.58. FT-IR (ATRWma/ci* 2919 (s), 2851 (m), 1721 (s), 1590 (s), 1443

(m), 1390 (m), 1292 (s), 1168 (m), 1138 (m), 1039, (906 (s), 730 (s), 648 (m).
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Ay (500 MHz, CDCY) 0.88 (t, 3HJ = 6.9 Hz, CH), 1.22-1.42 (m, 22H, Ci) 1.78-1.87 (m,
2H, CH), 1.88-1.96 (m, 2H, C}), 2.08-2.16 (m, 2H, CHl, 2.99-3.05 (m, 2H, 2-Cii 4.11
(s, 3H, NCH), 4.44 (t, 2H,J = 6.6 Hz, OCH), 4.52 (t, 2HJ = 7.3 Hz, CHN), 7.29-7.37 (m,
2H, 4-H, 5-H), 9.16 (s, 2H, 4"-H, 6"-H), 10.80 (4H, 2-H) ppm.& (125 MHz, CDC}) 14.1
(CHg), 22.7, 25.6, 27.1, 28.6, 29.36, 29.39, 29.425,229.6, 29.65, 29.68, 31.9 (@}36.8
(NCHa), 39.8 (2"-CH,), 49.6 (CHN), 64.3 (OCH), 121.1 (C-5"), 121.7, 123.0 (C-4, C-5),
138.6 (C-2), 158.1 (C-4", C-6"), 164.0 (G 175.6 (C-2") ppm. MS (ESI)m/z = 457.4
[M-Br]", 375.3, 321.3, 303.2, 233.2, 163.1, 137.1. HRMSIXEwz calcd. for GsH4sN4O;":
457.3537, found: 457.3531 [M—Br]DSC: Cr 44 °C [35.3 kJ/mol] SmA 237 °C [0.5 kJImo

| (1st heating); decomposition upon clearing.

General procedure for the preparation of dodecyl- ad dodecyloxyphenylimidazolium
bromides p-7(n,m), p-8(n,m), m-7(n,m), m-8(n,m), 22(m) and 23(m).To a solution of the
respective bromide (1.00 mmol) in acetonitrile (B)mvas added\-dodecylimidazolel3c
(20.0 mmol) or 1-(4-dodecyloxyphenyl)imidazd8d (3.00 mmol), and the reaction mixture
was stirred at 60 °C for the given time. Then thixtane was added dropwise in Bt
(10 mL), the precipitate was filtered off and wasvath ELO (3x 10 mL). The precipitate
was dried over O, under vacuum to give the imidazolium salts aswddss solids.
3-Dodecyl-1-{4-[4-(5-octylpyrimidin-2-yl)phenoxy]buyl}imidazolium bromide (p-7(8,4)).
From p-17(8,4) (0.27 mmol, 110 mg) andi3c (2.70 mmol, 634 mg), 96 h; yield: 160 mg
(91%). Found: C, 67.77; H, 9.01; N, 8.44%/MxoBrN,O requires C, 67.76; H, 9.07; N,
8.54%; M, 655.79. FT-IR (ATRWma/Cm* 2925 (s), 2854 (m), 1607 (m), 1585 (m), 1515
(w), 1466 (m), 1430 (s), 1328 (m), 1252 (s), 1168, Q05 (s), 849 (w), 799 (m), 728 (s), 650
(m). & (500 MHz, CDCY) 0.87 (t, 3H,J = 6.9 Hz, CH), 0.88 (t, 3HJ = 6.9 Hz, CH), 1.18-
1.40 (m, 28H, Ch), 1.59-1.68 (m, 2H, Chl, 1.85-1.96 (m, 4H, Chl, 2.15-2.25 (m, 2H,
CHy), 2.56-2.63 (m, 2H, 5"’-CH), 4.09 (t, 2H,J = 5.7 Hz, OCH), 4.30 (t, 2H,J = 7.3 Hz,
NCH,), 4.53 (t, 2HJ = 7.3 Hz, CHN), 6.92-6.97 (m, 2H, 2"-H, 6"-H), 7.24-7.42 (r&H,
4-H, 5-H), 8.31-8.37 (m, 2H, 3”’-H, 5"-H), 8.57 (&H, 4’-H, 6’-H), 10.78 (s, 1H, 2-H)
ppm. & (125 MHz, CDC}) 14.08, 14.12 (CH), 22.6, 22.7, 25.9, 26.3, 27.4, 29.0, 29.1, 29.2,
29.31, 29.32, 29.4, 29.5, 29.6, 30.2, 30.3, 30181,331.8, 31.9 (C}), 49.8 (NCH), 50.2
(CHzN), 67.0 (OCH), 114.3 (C-2", C-6"), 121.5, 121.8 (C-4, C-5)29.5 (C-3", C-57),
130.7 (C-4"), 132.3 (C-2), 137.8 (C-5), 156.8C¢{4, C-6""), 160.5 (C-1"), 162.3
(C-2") ppm. MS (ESI):m/z = 575.5 [M-Br], 407.3, 339.2, 297.2, 269.2, 237.2. HRMS
(ESI): m/z calcd. for G7HsgN4O": 575.4683, found: 575.4677 [M—Br]DSC: Ci 85 °C [1.3
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kJ/mol] Cr 110 °C [23.9 kJ/mol] | (2nd heating), | 100 °C.BlkJ/mol] SmA 93 °C [-27.0
kJ/mol] Cr (2nd cooling).
3-Dodecyl-1-{4-[4-(5-decylpyrimidin-2-yl)phenoxy]buyl}imidazolium bromide
(p-7(10,4)).Fromp-17(10,4) (0.28 mmol, 125 mg) ari8c (1.40 mmol, 330 mg), 96 h; yield:
175 mg (91 %). Found: C, 68.63; H, 9.24; N, 7.8@%Hs3BrN,O requires C, 68.50; H, 9.29;
N, 8.19%; M, 683.85. FT-IR (ATRNma/cmi* 3063 (w), 2956 (m), 2920 (s), 2851 (s), 1606
(m), 1586 (m), 1566 (w), 1541 (w), 1514 (m), 146%),(1431 (s), 1329 (m), 1304 (w), 1258
(s), 1166 (s), 1109 (m), 1033 (m); (500 MHz, CDC}) 0.87 (t, 3HJ = 6.9 Hz, CH), 0.88 (t,
3HJ=6.9 Hz, CH), 1.19-1.41 (m, 34H, CH 1.59-1.67 (m, 2H, CHl, 1.85-1.95 (m, 4H,
CHy), 2.15-2.24 (m, 2H, C}), 2.56-2.63 (m, 2H, 5"-CH), 4.09 (t, 2HJ = 6.0 Hz, OCH),
4.30 (t, 2H,J = 7.6 Hz, NCH), 4.53 (t, 2H,J = 7.3 Hz, CHN), 6.92-6.98 (m, 2H, 2"-H,
6"-H), 7.25-7.43 (m, 2H, 4-H, 5-H), 8.28-8.38 (&H, 3"-H, 5"-H), 8.57 (s, 2H, 4""-H,
6'-H), 10.76 (s, 1H, 2-H) ppmd: NMR (125 MHz, CDCJ) 14.1 (CH), 22.7, 25.9, 26.3,
27.4, 29.0, 29.30, 29.33, 29.35, 29.37, 29.5, 229%6, 29.6, 30.2, 30.3, 30.8, 31.88, 31.89
(CHy), 49.8 (NCH), 50.2 (CHN), 67.0 (OCH), 114.3 (C-2", C-6"), 121.5, 121.9 (C-4,
C-5), 129.5 (C-3”7, C-5"), 130.7 (C-4"), 132.3 ), 137.3 (C-5"), 156.9 (C-4", C-6""),
160.5 (C-1"), 162.3 (C-2"") ppm. MS (ESm/z = 603.5 [M-Br], 435.3, 367.3, 339.2,
325.2, 313.2, 297.2. HRMS (EShvz calcd. for GgHesN4O™: 603.4996, found: 603.4984
[M—Br]*. DSC: Ci 4 °C [4.2 kd/mol] Gr112 °C [28.7 kJ/mol] | (2nd heating), 1 116 °C.B1
kJ/mol] SmA 106 °C [-30.4 kJ/mol] Cr (2nd cooling).
3-Dodecyl-1-{4-[4-(5-dodecylpyrimidin-2-yl)phenoxybutyl}imidazolium bromide
(p-7(12,4)). From p-17(12,4) (0.13 mmol, 62.0 mg) ariBc (1.30 mmol, 308 mg), in DMF,
120 h; yield: 61 mg (66 %). Found: C, 69.02; H,.Ml, 7.66%. GHs/BrN4O requires C,
69.17; H, 9.49; N, 7.87%; M, 711.9. FT-IR (ATR)qa/cmi* 3064 (w), 2955 (w), 2920 (s),
2851 (m), 1722 (w), 1607 (m), 1588 (m), 1563 (W§42 (w), 1514 (w), 1468 (m), 1433 (s),
1394 (w), 1329 (w), 1303 (w), 1253 (m), 1168 (m11 (w), 1067 (w), 1035 (w), 964 (w),
908 (w), 845 (w), 796 (m), 724 (m), 654 (w), 640,&17 (w).dy (250 MHz, CDC}) 0.74—
0.89 (m, 6H, CH, NCH,(CH,);;CH3), 1.05-1.37 (m, 36H, CH 1.48-1.64 (m, 2H, C}),
1.71-1.93 (m, 4H, C}), 2.02-2.22 (m, 2H, C}), 2.46-2.61 (m, 2H, 5"’-CH)), 4.03 (t, 2HJ
=5.9 Hz, OCH), 4.23 (t, 2HJ = 7.6 Hz, N®&,(CH,)1:CHg), 4.46 (t, 2HJ = 7.2 Hz, CHN),
6.83-6.94 (m, 2H, 3"-H, 5”-H), 7.17-7.36 (m, 2H;:H, 5-H), 8.21-8.34 (m, 2H, 2"-H,
6”-H), 8.50 (s, 2H, 4""-H, 6™-H), 10.73 (s, 1H2-H) ppm.& NMR (63 MHz, CDC}) 14.1
(CHs, NCH,(CH,)11CH3), 22.7, 25.8, 26.3, 27.4, 29.0, 29.1, 29.3, 29%6, 30.2, 30.3, 30.8,

31.9 (CH), 49.8 (NCH), 50.2 (CHN), 67.0 (OCH), 114.3 (C-3”, C-5”), 121.5 (C-4), 121.8
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(C-5), 129.5 (C-2”, C-6"), 130.7 (C-1"), 132.330-2), 137.8 (C-5™), 157.0 (C-4™", C-6™),
160.5 (C-4"), 162.3 (C-2") ppm. MS (ESl)m/z = 631.5 [M-Brf, 463.3, 395.3, 367.3,
353.3, 341.3, 323.2, 291.3. HRMS (ESiyz calcd. for GiHeN4O": 631.5309, found:
631.5302 [M—Br]. DSC: Cg 23 °C [4.8 kJ/mol] Gr111 °C [30.9 kJ/mol] | (2nd heating), |
125 °C [-1.6 kd/mol] SmA 94 °C [-32.3 kJ/mol] L1 °C [-4.4 kI/mol] Gr(2nd cooling).
3-Dodecyl-1-{8-[4-(5-octylpyrimidin-2-yl)phenoxy]ocyl}imidazolium bromide
((p-7(8,8)). Fromp-17(8,8) (0.15 mmol, 70.0 mg) ariBc (1.50 mmol, 348 mg), 96 h; yield:
70.0 mg (67%). Found: C, 68.50; H, 9.34; N, 7.58%Hs,BrN4O requires C, 69.17; H, 9.49;
N, 7.87%; M, 711.90. FT-IR (ATRNma/cmi ' 3034 (w), 2955 (m), 2921 (s), 2851 (s), 1608
(m), 1585 (m), 1563 (w), 1542 (w), 1515 (m), 1467),(1431 (s), 1330 (m), 1302 (w), 1253
(s), 1166 (m), 1108 (m), 1037 (m), 908 (w), 844.(dw) (500 MHz, CDCY4) 0.87 (t, 3HJ =
7.0 Hz, 2CH), 0.88 (t, 3HJ = 7.0 Hz, 2CH), 1.19-1.51 (m, 34H, CH 1.59-1.67 (m, 2H,
CH,), 1.76-1.83 (m, 2H, CHl, 1.87-1.97 (m, 2H, Chl, 2.56-2.63 (m, 2H, 5"’-CH), 4.02 (t,
2H,J=6.6 Hz, OCH), 4.34 (t, 2HJ = 7.3 Hz, NCH), 4.37 (t, 2HJ = 7.6 Hz, CHN), 6.94—
6.99 (m, 2H, 2”-H, 6”-H), 7.22-7.26 (m, 2H, 4-Fb-H), 8.29-8.37 (m, 2H, 3"-H, 5"-H),
8.57 (s, 2H, 4’-H, 6’-H), 10.80 (s, 1H, 2-H) pp. & (125 MHz, CDCY) 14.09, 14.13 (2 x
CHy), 22.6, 22.7, 25.9, 26.1, 26.3, 28.9, 29.0, 292413, 29.2, 29.3, 29.33, 29.4, 29.5, 29.6,
30.2, 30.3, 30.3, 30.8, 31.8, 31.9 (§Hb0.15 (NCH), 50.21 (CHN), 67.9 (OCH), 114.4
(C-27, C-6"), 121.40, 121.43 (C-4, C-5), 129.4 &, C-5"), 130.2 (C-4"), 132.2 (C-2),
137.9 (C-5), 157.0 (C-4", C-6""), 161.1 (C-1), 162.4 (C-2"’) ppm. MS (ESI):m/z =
631.5 [M-BIT, 463.3, 395.3, 347.3, 319.3, 305.3, 285.2. HRMSIXEnz calcd. for
Ca1Hs7N4O": 631.5309, found: 631.5310 [M—Br]DSC: Cr 74 °C [42.1 kJ/mol] SmA 79 °C
[1.7 kJ/mol] | (2nd heating), | 79 °C [-4.2 kIJ/mdBmA 58 °C [-43.0 kJ/mol] Cr (2nd
cooling).

3-Dodecyl-1-{8-[4-(5-decylpyrimidin-2-yl)phenoxy]otyl}imidazolium bromide
((p-7(10,8)).Fromp-17(8,8) (0.16 mmol, 80.0 mg) ariBc (1.60 mmol, 376 mg), 96 h; yield:
98.0 mg (83%). FT-IR (ATR)Vma/cm ™ 2954 (m), 2921 (s), 2851 (s), 1609 (m), 1585 (m),
1562 (w), 1542 (w), 1514 (m), 1468 (m), 1433 (8§31 (m), 1304 (w), 1254 (s), 1166 (m),
1107 (m), 1037 (m), 844 (w), 798 (m) cry (500 MHz, CDC}) 0.87 (t, 6H,J = 6.9 Hz,

2 x CHy), 1.19-1.42 (m, 40H, Cfjf 1.43-1.52 (m, 2H, CH, 1.59-1.69 (m, 2H, C¥), 1.75—
1.84 (m, 2H, CH), 1.87-1.99 (m, 2H, C}H), 2.56-2.63 (m, 2H, 5"’-CH)), 4.02 (t, 2HJ = 6.3
Hz, OCH), 4.34 (t, 2H,J = 7.3 Hz, NCH)), 4.37 (t, 2H,J = 7.6 Hz, CHN), 6.94-7.00 (m,
2H, 2"-H, 6”-H), 7.20-7.25 (m, 2H, 4-H, 5-H), 803-8.37 (m, 2H, 3"-H, 5"-H), 8.57 (s, 2H,

47-H, 6”-H), 10.86 (s, 1H, 2-H) ppm.& (125 MHz, CDCY) 14.1 (CH), 22.7, 25.9, 26.1,
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26.3, 28.9, 29.03, 29.04, 29.13, 29.3, 29.33, 2294, 29.5, 29.53, 29.57, 29.6, 30.2, 30.3,
30.8, 31.88, 31.90 (CH 50.16 (NCH), 50.22 (CHN), 67.9 (OCH), 114.4 (C-2”, C-6"),
121.3, 121.4 (C-4, C-5), 129.4 (C-3", C-5"), 120(C-4"), 132.1 (C-2), 138.0 (C-5"),
157.0 (C-4’", C-6), 161.1 (C-1"), 162.5 (C-2") ppm. MS (ESI):nz = 659.6 [M-BIT,
491.4, 423.3, 347.3, 305.3, 277.3, 237.2, 207.3.2,7137.1. HRMS (ESI)m/z ber. fur
C43H71IN4O,": 659.5622, gef.: 659.5616 fiir [M—Br]DSC: Cr 78 °C [54.9 kJ/mol] | (2nd
heating), 1 82 °C [-3.6 kJ/mol] SmA 65 °C [-50.71kdl] Cr (2nd cooling).
3-Dodecyl-1-{4-[4-(5-dodecylpyrimidin-2-yl)phenoxyctyl}imidazolium bromide
(p-7(12,8)). From p-17(12,8) (0.11 mmol, 60.0 mg) ariBc (1.13 mmol, 277 mg), in DMF,
120 h; yield: 52 mg (60 %). Found: C, 68.64; H,19.8l, 7.00%. GsH;sBrN4O requires C,
70.37; H, 9.84; N, 7.30%; M, 768.01. FT-IR (ATR)a/cni* 2920 (s), 2851 (m), 1608 (w),
1585 (m), 1563 (w), 1542 (w), 1514 (w), 1468 (W331 (s), 1396 (w), 1330 (w), 1253 (m),
1167 (m), 1108 (w), 1037 (w), 905 (m), 845 (w), 188, 725 (s), 651 (m)dy (250 MHz,
CDCls) 0.80 (t, 6HJ = 6.6 Hz, CH, NCHy(CH,)1:CH3), 1.08—1.46 (m, 44H, Cfji 1.48-1.64
(m, 2H, CH), 1.65-1.77 (m, 2H, Ch, 1.78-1.95 (m, 4H, C§, 2.46-2.60 (m, 2H, 5™-
CHy), 3.95 (t, 2H,J = 6.5 Hz, OCH), 4.22-4.39 (m, 4H, B,N, NCH,(CH,)11:CH3), 6.84—
6.97 (m, 2H, 3"-H, 5”-H), 7.13-7.20 (m, 2H, 4-H5-H), 8.22-8.33 (m, 2H, 2"-H, 6"-H),
8.50 (s, 2H, 4'"-H, 6’-H), 10.75 (s, 1H, 2-H) pp. & NMR (63 MHz, CDC}) 14.1 (CH,
NCH,(CH,)1.CH3), 22.7, 25.9, 26.1, 26.3, 38.9, 29.0, 29.1, 2985, 29.6, 30.2, 30.3, 30.8,
31.9 (CH), 50.2 (NCH, CH:N), 67.9 (OCH), 114.4 (C-3”, C-5"), 121.4 (C-4, C-5), 129.4
(C-27, C-6"), 130.2 (C-1"), 132.1 (C-2), 137.90-5""), 157.0 (C-4™", C-6"), 161.1 (C-
47), 162.3 (C-2"") ppm. MS (ESI):m/z = 687.6 [M—-BI], 545.4, 519.4, 451.4, 423.3, 353.3,
341.3, 319.3, 305.3, 291.3, 277.3. HRMS (ES8¥¥ calcd. for GsH-sN,O": 687.5935, found:
687.5916 [M-Br]. DSC: Cr 81 °C [53.2 kJ/mol] | (2nd heating), | 8T [-2.4 kJ/mol] Cj
71 °C [-56.1 kd/mol] Gr(2nd cooling).

1-{4-[4-[5-Octylpyrimidin-2-yl)phenoxy]butyl}-3-[4- (dodecyloxy)phenyl]imidazolium
bromide ((p-8(8,4)). Fromp-17(8,4) (0.27 mmol, 110 mg) ariBd (0.80 mmol, 264 mg), 72
h; yield: 177 mg (88%). Found: C, 68.93; H, 8.46; N42%. G3Hs3BrN,O, requires C,
69.06; H, 8.49; N, 7.49%; M, 747.89. FT-IR (ATR)pa/cmi ™ 2922 (s), 2853 (m), 1607 (m),
1586 (m), 1551 (w), 1512 (m), 1468 (m), 1429 (04 (m), 1253 (s), 1168 (m), 1072 (m),
904 (s), 725 (s), 650 (my; (500 MHz, CDC}4) 0.88 (t, 6HJ = 6.9 Hz, 2 x CH), 1.19-1.49
(m, 26H, CH), 1.59-1.68 (m, 2H, CHl, 1.74-1.82 (m, 2H, CHl, 1.91-1.99 (m, 2H, CH),
2.20-2.31 (m, 2H, C§), 2.55-2.62 (m, 2H, 2"’-CH), 3.96 (t, 2HJ = 6.3 Hz, OCH), 4.10 (t,

2H,J = 6.0 Hz, OCH), 4.72 (t, 2H,J = 7.3 Hz, CHN), 6.91-6.97 (m, 2H, 2"-H, 6”-H),
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6.97—-7.04 (m, 2H, 3""-H, 5""-H), 7.49-7.61 (m2H, 4-H, 5-H), 7.61-7.67 (m, 2H, 2""-H,
6""-H), 8.28-8.35 (m, 2H, 3"-H, 5"-H), 8.56 (s,2H, 4-H, 6™-H), 11.00 (s, 1H, 2-H)
ppm. & (125 MHz, CDC}) 14.08, 14.13 (Ch), 22.64, 22.69, 25.9, 26.0, 27.4, 29.1, 29.2,
29.3, 29.35, 29.38, 29.57, 29.61, 29.64, 29.7,,3D3B, 31.8, 31.9 (Chi 50.0 (NCH), 67.0,
68.7 (OCH), 114.4 (C-2", C-6"), 116.1 (C-3"", C-5""), 120.5, 122.5 (C-4, C-5), 123.3
(C-2", C-6""), 127.1 (C-1""), 129.5 (C-3”, C-5"), 130.6 (C-4"), 132.3 (C-5"), 136.1
(C-2), 157.0 (C-4’, C-6""), 160.45, 160.55 (C-1'C-4""), 162.3 (C-2"") ppm. MS (ESI):
m/z = 667.5 [M-BrT, 499.3, 383.3, 355.3, 339.2, 311.2, 297.2. HRMSIYEW?z calcd. for
CasHe3aN4O,": 667.4946, found: 667.4940 [M—-Br]DSC: Cr 158 °C [35.2 kJ/mol] SmA
190 °C [2.4 kJ/mol] | (2nd heating), | 189 °C [-Za/mol] SmA 140 °C [-35.9 kJ/mol] Cr
(2nd cooling).
1-{4-[4-[5-Decylpyrimidin-2-yl)phenoxy]butyl}-3-[4- (dodecyloxy)phenyl]imidazolium
bromide ((p-8(10,4)).Fromp-17(10,4) (0.28 mmol, 125 mg) arikBd (0.56 mmol, 184 mg),
72 h; yield: 209 mg (96%). Found: C, 69.43; H, 8.B2 7.02%. GsHs/BrN,O, requires C,
69.65; H, 8.70; N, 7.22%; M, 775.94. FT-IR (ATR)sa/cmi* 3063 (w), 2922 (s), 2852 (m),
1607 (m), 1585 (m), 1547 (m), 1514 (s), 1468 (R4 (vs), 1311 (w), 1255 (s), 1171 (m),
1068 (m), 1021 (m), 904 (mdy (500 MHz, CDC}) 0.87 (t, 3HJ = 6.9 Hz, CH), 0.88 (t, 3H
J = 6.9 Hz, CH), 1.20-1.50 (m, 32H, CHl 1.59-1.68 (m, 2H, Chi, 1.75-1.84 (m, 2H,
CH,), 1.91-2.03 (m, 2H, CHl, 2.21-2.32 (m, 2H, Chl, 2.56-2.65 (m, 2H, 2""’-CH), 3.97 (t,
2H,J=6.6 Hz, OCH), 4.11 (t, 2HJ = 5.7 Hz, OCH), 4.73 (t, 2HJ = 7.3 Hz, CHN), 6.92—
6.97 (m, 2H, 2"-H, 6”-H), 6.99-7.04 (m, 2H, 3™H, 5""-H), 7.46-7.53 (m, 2H, 4-H, 5-H),
7.61-7.66 (m, 2H, 2""-H, 6""-H), 8.31-8.35 (m2H, 3"-H, 5”-H), 8.57 (s, 2H, 4"-H,
6'-H), 11.09 (s, 1H, 2-H) ppmda: (125 MHz, CDCY) 14.1 (CH), 22.67, 22.69, 25.9, 26.0,
27.5, 29.0, 29.3, 29.35, 29.37, 29.5, 29.57, 22604, 29.7, 30.2, 30.8, 31.88, 31.92 (LH
50.1 (NCH), 67.0, 68.7 (2 x OCH), 114.4 (C-2", C-6"), 116.1 (C-3"", C-5""), 120.4,
122.3 (C-4, C-5), 123.3 (C-2"", C-6""), 127.1¢-1""), 129.5 (C-3", C-5"), 130.6 (C-4"),
132.3 (C-5™), 136.1 (C-2), 157.0 (C-4™, C-6"") 160.48, 160.53 (C-1", C-4""), 162.3
(C-2") ppm. MS (ESI): m/z = 695.5 [M-Br], 383.3, 367.3, 355.3, 325.2, 313.22, 295.2.
HRMS (ESI):mvVz calcd. for GsHgN4O,": 695.5259, found: 695.5262 [M—BrDSC: Cr 156
°C [38.7 kd/mol] SmA 204 °C [2.3 kJ/mol] | (1st hieg), | 187 °C [-2.0 kJ/mol] SmA
122 °C [-25.9 kJ/mol] Cr (1st cooling).
1-{4-[4-[5-Dodecylpyrimidin-2-yl)phenoxy]butyl}-3-[4-(dodecyloxy)phenyl]imidazolium
bromide ((p-8(12,4)).Fromp-17(12,4) (0.11 mmol, 50.0 mg) aridd (1.05 mmol, 345 mg),
in DMF, 120 h; yield: 57.0 mg (68%). Found: C, &).H, 8.78; N, 6.65%. £H7:BrN4O,
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requires C, 70.21; H, 8.90; N, 6.97%; M, 613.71:IRTIATR): Vmaycm * 3058 (w), 2920 (s),
2852 (m), 1607 (m), 1586 (m), 1550 (m), 1514 (nm6& (w), 1431 (s), 1395 (w), 1328 (w),
1256 (s), 1169 (m), 1110 (w), 1070 (w), 1021 (Wg84w), 904 (m), 851 (w), 831 (w), 800
(m), 722 (m), 653 (w), 618 (wxy (250 MHz, CDC}) 0.75-0.84 (m, 6H, C§), 1.10-1.31 (m,
34H, CH), 1.34-1.42 (m, 2H, CHl, 1.50-1.61 (m, 2H, 5’-CHCH,), 1.66-1.77 (m, 2H,
OCH,CHy), 1.84-1.94 (m, 2H, OCi€H,), 2.12-2.27 (m, 2H, N&,), 2.52 (t, 2HJ = 7.9 Hz,
5"-CH ), 3.89 (t, 2HJ = 6.6 Hz, OCH), 4.03 (t, 2HJ = 6.0 Hz, OCH), 4.65 (t, 2HJ =7.3
Hz, NCH,), 6.84-6.90 (m, 2H, 3”-H, 5"-H), 6.91-6.96 (mH2 3""-H, 5""’-H), 7.42-7.51
(m, 2H, 4-H, 5-H), 7.54-7.59 (m, 2H, 2""-H, 6""H), 8.23-8.27 (m, 2H, 2"-H, 6"-H), 8.49
(s, 2H, 4-H, 6'"-H), 10.94 (s, 1H, 2-H) ppmd&: (125 MHz, CDCY) 14.1 (CH), 22.7, 25.9,
26.0, 27.5, 29.1, 29.4, 29.5, 29.6, 29.7, 30.28,381.9 (CH), 50.1 (NCH), 67.0, 68.7
(2x OCH), 114.4 (C-37, C-5"), 116.1 (C-3"", C-5""), 120.5, 122.4 (C-4, C-5), 123.3
(c-2", C-6"), 127.1 (C-1"", C-5, C-1"), 129.5 (C-2", C-6"), 130.6, 132.3 (C-1"",
C-57, C-1"), 136.2 (C-2), 157.0 (C-4’, C-6'"), 160.5, 160.6 (C-4”, C-4""), 162.3 (C-
2") ppm. MS (ESI): m/z = 723.6 [M-Brf. HRMS (ESI): mVz calcd. for G/H71N4O5":
723.5572, found: 723.5580 [M—BrIDSC: Cr 143 °C [34.2 kJ/mol] SmA 195 °C [1.9 kdln

| (2nd heating), 1 196 °C [-2.0 kJ/mol] SmA 128 ;34.5 kJ/mol] Cr (2nd cooling).
1-{8-[4-[5-Octylpyrimidin-2-yl)phenoxy]octyl}-3-[4- (dodecyloxy)phenyl]imidazolium
bromide ((p-8(8,8)). From p-17(8,8) (0.19 mmol, 90.0 mg) ant3d (0.57 mmol, 187 mg),
72 h; yield: 144 mg (95%). Found: C, 69.94; H, 8.B5 6.88%. G;H7:BrN4O, requires C,
70.21; H, 8.90; N, 6.97%; M, 803.99. FT-IR (ATR)ua/cni* 2922 (s), 2854 (m), 1607 (m),
1584 (m), 1568 (w), 1551 (w), 1514 (m), 1468 (mM)28 (s), 1302 (m), 1255 (s), 1166 (m),
1075 (m), 903 (s), 723 (s), 650 (nd); (500 MHz, CDCY4) 0.88 (t, 6HJ = 6.9 Hz, 2 x CH),
1.21-1.51 (m, 36H, Chi, 1.60-1.67 (m, 2H, Ch), 1.75-1.83 (m, 4H, Chi, 1.95-2.04 (m,
2H, CH,), 2.56-2.63 (m, 2H, 2""-CH), 3.98 (t, 2H,J = 6.6 Hz, OCH), 4.01 (t, 2HJ = 6.3
Hz, OCH), 4.59 (t, 2HJ = 7.6 Hz, CHN), 6.95-6.99 (m, 2H, 2"-H, 6"-H), 7.01-7.05 (m,
2H, 3""-H, 5”"-H), 7.39-7.51 (m, 2H, 4-H, 5-H),7.64-7.72 (m, 2H, 2"’-H, 6"’-H), 8.30—
8.37 (m, 2H, 3"-H, 5”-H), 8.57 (s, 2H, 4’-H, 6-H), 11.11 (s, 1H, 2-H) ppmd&: (125
MHz, CDCk) 14.08, 14.13 (Ch), 22.64, 22.69, 25.9, 26.0, 26.2, 28.9, 29.0202929.13,
29.2, 29.31, 29.35, 29.37, 29.57, 29.60, 29.647290.2, 30.4, 30.8, 31.8, 31.9 (§H60.5
(NCH,), 67.9, 68.7 (OCh), 114.4 (C-2”, C-6"), 116.1 (C-3"", C-5""), 120.3, 122.0 (C-4,
C-5), 123.3 (C-2"", C-6""), 127.2 (C-1""), 129.4 (C-3”, C-5"), 130.2 (C-4"), 132.1 (C-
5"),136.8 (C-2), 157.0 (C-4™", C-6""), 160.5 (&4""), 161.1 (C-1"), 162.5 (C-2"") ppm.

MS (ESI):m/z = 723.6 [M-Br{, 555.4, 439.4, 397.3, 355.3, 329.3, 285.2. HRMSI\EWz
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calcd. for G/H71N4O,": 723.5572, found: 723.5573 [M—Br]DSC: Cg 54 °C [0.8 kJ/mol]
Cr, 158 °C [37.8 kd/mol] I (2nd heating), | 130 °C§-3 kJ/mol] Cs 58 °C [-0.9 kJ/mol] Gr
(2nd cooling).
1-{8-[4-[5-Decylpyrimidin-2-yl)phenoxy]octyl}-3-[4-(dodecyloxy)phenyl]limidazolium
bromide ((p-8(10,8)).Fromp-17(10,8) (0.10 mmol, 50.0 mg) ardidd (0.30 mmol, 99.0 mg),
72 h; yield: 74.0 mg (89%). Found: C, 70.75; H,29.8, 6.49%. GoH;sBrN,O, requires C,
70.73; H, 9.09; N, 6.73; M, 803.99. FT-IR (ATR}ad/cni* 3041 (w), 2921 (s), 2853 (m),
1608 (m), 1584 (m), 1568 (w), 1551 (w), 1515 (m)61 (m), 1428 (s), 1308 (m), 1256 (s),
1166 (m), 1074 (m), 1018 (m), 846 (m); (500 MHz, CDC}) 0.88 (t, 6HJ = 6.3 Hz,
2 x CHy), 1.20-1.53 (m, 40H, Cf}f 1.59-1.69 (m, 2H, CH, 1.75-1.84 (m, 4H, C}), 1.95—
2.05 (m, 2H, CH), 2.56-2.63 (m, 2H, 2""-CH), 3.98 (t, 2HJ = 6.6 Hz, OCH), 4.02 (t, 2H,
J = 6.3 Hz, OCH), 4.59 (t, 2HJ = 7.3 Hz, CHN), 6.94-6.99 (m, 2H, 2"-H, 6"-H), 7.00-
7.06 (m, 2H, 3"’-H, 5"’-H), 7.36-7.51 (m, 2H, 4H, 5-H), 7.64-7.71 (m, 2H, 2""-H,
6""-H), 8.32-8.39 (m, 2H, 3"-H, 5"-H), 8.59 (s,2H, 4-H, 6™-H), 11.13 (s, 1H, 2-H)
ppm. & (125 MHz, CDC)) 14.1 (CH), 22.67, 22.69, 25.9, 26.0, 26.1, 28.9, 29.000429.
29.1, 29.30, 29.35, 29.5, 29.56, 29.60, 29.64,,2871, 30.4, 30.8, 31.88, 31.92 (§H60.5
(NCHy), 67.9, 68.7 (OCh), 114.5 (C-2", C-6"), 116.1 (C-3"", C-5""), 120.3, 122.0 (C-4,
C-5), 123.3 (C-2"", C-6""), 127.2 (C-1""), 129.5 (C-3”, C-5"), 130.2 (C-4"), 132.2 (C-
2), 157.0 (C-4"", C-6""), 160.5 (C-4""), 161.3(C-1"), 162.5 (C-2"") ppm. MS (ESl)m/z =
751.6 [M-BrT, 583.4, 423.4, 397.3, 355.3, 329.3, 271.2, 1613B.1. HRMS (ESI)m/z
calcd. for GoH7sN4O,": 751.5885, found: 751.5878 [M—BrJDSC: Cr 164 °C [40.7 kd/mol] |
(2nd heating), 1 142 °C [-1.3 kJ/mol] SmA 137 °G§:6 kJ/mol] Cr (2nd cooling).
1-{4-[4-[5-Dodecylpyrimidin-2-yl)phenoxy]octyl}-3-[4-(dodecyloxy)phenyllimidazolium
bromide (p-8(12,8)). From p-17(12,8) (94.0umol, 50.0 mg) and.3d (0.94 mmol, 308 mg),
120 h, in DMF; yield: 52.0 mg (64%). Found: C, 7Z,.H, 9.26; N, 6.51%. §&H;¢BrN4O,
requires C, 71.20; H, 9.22; N, 6.39%; M, 860.1.IRTEATR): Vma/cm = 3042 (w), 2920 (s),
2852 (m), 1608 (m), 1584 (m), 1568 (w), 1551 (W§14 (m), 1467 (m), 1428 (s), 1398 (w),
1327 (w), 1256 (s), 1212 (w), 1183 (w), 1167 (m)pa@ (w), 1074 (w), 1019 (w), 958 (w),
906 (w), 846 (m), 816 (w), 800 (w), 739 (w), 722)(wy (250 MHz, CDCY4) 0.75-0.84 (m,
6H, CH), 1.11-1.45 (m, 44H, CH 1.51-1.62 (m, 2H, 5’-CHCH,), 1.68-1.77 (m, 2H,
OCH,CHy), 1.87-2.00 (m, 2H, N&,), 2.47-2.57 (m, 2H, 5"’-H), 3.90 (t, 2H] = 6.6 Hz,
OCH,), 3.94 (t, 2H,J = 6.0 Hz, OCH), 4.51 (t, 2H,J = 7.6 Hz, NCH), 6.86—6.92 (m, 2H,
3"-H, 5”-H), 6.93-7.00 (m, 2H, 3""-H, 5""-H), 7.32-7.46 (m, 2H, 4-H, 5-H), 7.57-7.64

(m, 2H, 2”"-H, 6"-H), 8.24-8.30 (m, 2H, 2"-H, 6”-H), 8.49 (s, 2H, 4""-H, 6"-H), 11.07
27



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry
This journal is © The Royal Society of Chemistry 2012

(s, 1H, 2-H) ppm<: (125 MHz, CDC)) 14.1 (CH), 22.7, 25.9, 26.0, 26.2, 28.9, 29.0, 29.1,
29.4, 29.5, 29.6, 29.7, 30.2, 30.4, 30.8, 31.9,§CHO0.5 (NCH), 67.9, 68.7 (2 x OCH),
114.4 (C-3", C-5"), 116.1 (C-3"", C-5""), 120.4, 122.1 (C-4, C-5), 123.3 (C-2"", C-6""),
127.1 (C-1"7, C-5, C-1"), 129.4 (C-2”, C-6"), 130.2, 132.1 (C-1"", C-5, C-1"),
136.4 (C-2), 157.0 (C-4™, C-6""), 160.5, 161.1C¢(4”, C-4""), 162.5 (C-2"") ppm. MS
(ESI): mz = 779.6 [M-Br]. HRMS (ESI):mVz calcd. for GiH7N4O,": 779.6198, found:
779.6199 [M—Br]. DSC: Cr 99 °C [6.9 kJ/mol] | (2nd heating), | 92 [-8.2 kJ/mol] Cr (2nd
cooling).

3-Dodecyl-1-{4-[3-(5-dodecylpyrimidin-2-yl)phenoxybutyl}imidazolium bromide
((m-7(12,4)). From m17(12,4) (0.17 mmol, 80.0 mg) ariBc (1.70 mmol, 397 mg), 96 h;
yield: 95.0 mg (79%). Found: C, 68.95; H, 9.34;M§8%. GiHsBrN4O requires C, 69.17;
H, 9.49; N, 7.87%; M, 711.90. FT-IR (ATRYma/Cmi " 2923 (s), 2853 (s), 1586 (m), 1544
(m), 1446 (m), 1424 (s), 1327 (m), 1290 (m), 1208, (1163 (m), 1039 (w), 904 (s), 782 (m),
726 (s).oy (500 MHz, CDCY) 0.87 (t, 6H,J = 6.9 Hz, 2 x Ch), 1.18-1.41 (m, 36H, CHi
1.60-1.70 (m, 2H, C}), 1.86-1.97 (m, 4H, CHl, 2.16-2.26 (m, 2H, C}), 2.58-2.65 (m, 2H,
5"-CH ), 4.13 (t, 2HJ = 6.0 Hz, OCH)), 4.31 (t, 2HJ = 7.6 Hz, NCH), 4.53 (t, 2HJ = 7.3
Hz, CHN), 6.96-7.01 (m, 1H, 6"-H), 7.24-7.34 (m, 2H, 4-B-H), 7.38 (t, 1HJ = 7.9,
5"-H), 7.90-7.94 (s, 1H, 2"-H), 7.99-8.04 (m, 1H"-H), 8.61 (s, 2H, 4™-H, 6""-H), 10.79
(s, 1H, 2-H) ppm<&: (125 MHz, CDCY) 14.1 (CH), 22.7, 25.9, 26.3, 26.6, 27.5, 28.9, 29.1,
29.33, 29.34, 29.4, 29.5, 29.53, 29.60, 29.61,£%86.2, 30.3, 30.8, 31.90, 31.91 (§H19.9
(CHoN), 50.2 (NCH), 67.1 (OCH), 113.2 (C-2"), 117.0 (C-6"), 120.7 (C-4"), 124, 121.8
(C-4, C-5), 129.7 (C-5"), 133.3 (C-2), 137.8 (C)3'139.2 (C-5), 157.0 (C-4’", C-6"),
158.9 (C-1"), 162.2 (C-2"") ppm. MS (ESm/z = 631.5 [M-Br], 395.3, 353.3, 325.3,
291.3, 237.2. HRMS (ESI/z calcd. for GiHe/N4O": 631.5309, found: 631.5316 [M—Br]
DSC: Cr 55 °C [0.9 kJ/mol] SmA 88 °C [1.5 kJ/mol{2nd heating), | 88 °C [-1.6 kJ/mol]
SmA (2nd cooling); no recrystallization was obseérugon cooling.
3-Dodecyl-1-{8-[3-(5-dodecylpyrimidin-2-yl)phenoxypctyl}limidazolium bromide (m-
7(12,8)).Fromm-17(12,8) (0.15 mmol, 80.0 mg) ariBc (1.50 mmol, 355 mg), 96 h; yield:
96.0 mg (83%). Found: C, 69.26; H, 9.61; N, 7.0%®gH.sBrN,O requires C, 70.37; H, 9.84;
N, 7.30%; M, 768.01. FT-IR (ATRMma/cni ™ 2921 (s), 2851 (s), 1584 (m), 1543 (m), 1447
(m), 1426 (s), 1328 (m), 1297 (m), 1207 (m), 1164),(1044 (w), 902 (s), 779 (m).
a4 (500 MHz, CDCY) 0.88 (t, 6H,J = 6.6 Hz, 2 x CH), 1.19-1.42 (m, 38H, Cij 1.44-1.53
(m, 2H, CH), 1.61-1.69 (m, 2H, Ch\, 1.75-1.84 (m, 2H, Ch}, 1.87-1.98 (m, 4H, Ch),

2.60-2.65 (M, 2H, 5""-CH), 4.06 (t, 2H, = 6.0 Hz, OCH), 4.34 (t, 2H,J = 7.3 Hz, NCH),
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4.37 (t, 2H,J = 7.6 Hz, CHN), 6.98-7.03 (m, 1H, 6”-H), 7.19-7.24 (m, 2H, 4-5tH), 7.38
(t, 1H,J = 7.9, 5"-H), 7.93-7.97 (s, 1H, 2"-H), 7.98-8.0@, 1H, 4”-H), 8.62 (s, 2H, 4™-H,
6'-H), 10.88 (s, 1H, 2-H) ppmd& (125 MHz, CDC)) 14.1 (CH), 22.7, 25.9, 26.1, 26.3,
28.8, 28.9, 29.1, 29.2, 29.3, 29.48, 29.53, 299%1, 29.64, 30.2, 30.3, 30.8, 31.91 (LH
50.18 (CHN), 50.22 (NCH), 67.9 (OCH), 113.1 (C-2"), 117.3 (C-6"), 120.3 (C-4"),
121.30, 121.33 (C-4, C-5), 129.6 (C-5"), 133.1 2};-137.8 (C-3”), 139.1 (C-5"), 157.0
(C-4, C-6"), 159.5 (C-1"), 162.4 (C-2"’) ppm MS (ESI):m/z = 687.6 [M-BI], 519.4,
451.4, 341.3, 305.3, 277.3, 237.2, 207.2, 179.2,1HRMS (ESI)m/z ber. fiir GsH7sN4O™:
687.5935, gef.: 687.5920[M-Br]DSC: Ci 46 °C [30.7 kJ/mol] Gr50 °C [1.7 kJ/mol] SmA
54 °C [3.3 kJ/mol] | (2nd heating), | 55 °C [-2.0/knol] SmA 34 °C [-51.4 kJ/mol] Cr (2nd
cooling).

1-{4-[3-[5-Dodecylpyrimidin-2-yl)phenoxy]butyl}-3-[ 4-(dodecyloxy)phenyl]imidazolium
bromide ((m-8(12,4)). From m-17(12,4) (0.17 mmol, 80.0 mg) and3d (0.51 mmol,
168 mqg), 72 h; yield: 131 mg (97%). Found: C, 69.83 8.74; N, 6.81%. &H71BrN4O;
requires C, 70.21; H, 8.90; N, 6.97%; M, 803.99:IRT(ATR): Vma/cm* 3097 (w), 2955
(m), 2921 (s), 2851 (s), 1608 (w), 1587 (m), 15dj, (1514 (m), 1467 (m), 1451 (m), 1250
(s), 1207 (m), 1191 (m), 1076 (m), 1048 (m), 909, (B84 (m), 730 (s)d; (500 MHz,
CDCl) 0.87 (t, 3HJ = 6.9 Hz, CH), 0.88 (t, 3HJ = 6.9 Hz, CH), 1.19-1.49 (m, 36H, CHi
1.60-1.68 (m, 2H, CH), 1.75-1.83 (m, 2H, CH), 1.92-2.02 (m, 2H, C}), 2.22-2.32 (m, 2H,
CHy), 2.58-2.65 (m, 2H, 5"-CH), 3.97 (t, 2H,J = 6.6 Hz, OCH), 4.14 (t, 2H,J = 6.0 Hz,
OCH,), 4.73 (t, 2HJ = 7.3 Hz, CHN), 6.96-7.00 (m, 1H, 6”-H), 7.00-7.05 (m, 2H,'3H,
5""-H), 7.37 (t, 1H,J = 7.9, 5"-H), 7.46-7.54 (m, 2H, 4-H, 5-H), 7.6167 (m, 2H, 2""-H,
6""-H), 7.90-7.95 (s, 1H, 2"-H), 7.98-8.04 (m,H, 4"-H), 8.61 (s, 2H, 4""-H, 6™-H),
11.07 (s, 1H, 2-H) ppma: (125 MHz, CDC)) 14.1 (CH), 22.7, 25.9, 26.0, 27.5, 29.1, 29.4,
29.54, 29.57, 29.62, 29.64, 29.7, 30.2, 30.8, 31@6h), 50.2 (CHN), 67.1, 68.7
(2 x OCH), 113.3 (C-2"), 116.1 (C-3"", C-5""), 117.0 C-6"), 120.4 (C-4"), 120.6, 122.3
(C-4, C-5), 123.3 (C-2", C-6""), 127.1 (C-1""), 129.7 (C-5"), 133.2 (C-2), 139.2
(C-5"), 157.0 (C-4"", C-6™"), 158.9 (C-1"), 160.5 (C-4""), 162.2 (C-2"") ppm. MS (ESI):
m/z = 723.6 [M-Brf, 395.3, 353.3, 325.3.7. HRMS (ESHvz calcd. for G/H;1N4O5":
723.5572, found: 723.5569 [M—Br]DSC: Cg 42 °C [1.8 kd/mol] Gr58 °C [5.0 kd/mol] &y
64 °C [4.4 kd/mol] Cr 79 °C [1.8 kd/mol] Gy104 °C [8.3 kJ/mol] Gr125 °C [11.7 kd/mol]
SmA 157 °C [1.2 kJ/mol] | (2nd heating), | 156 °@.p kJ/mol] SmA 129 °C [-13.7 kJ/mol]
Cry 63 °C [-13.8 kJ/mol] Gr56 °C [-5.1 kd/mol] Gr29 °C [-0.9 kJ/mol] Gr(2nd cooling).
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1-{8-[3-[5-Dodecylpyrimidin-2-yl)phenoxy]octyl}-3-[4-(dodecyloxy)phenyl]limidazolium
bromide (m-8(12,8)).Fromm-17(12,8) (0.15 mmol, 80.0 mg) arddd (0.45 mmol, 148 mg),
72 h; yield: 116 mg (90%). Found: C, 70.78; H, 9.3 6.33%. G;H7¢BrN4O, requires C,
71.22; H, 9.26; N, 6.51%; M, 860.10. FT-IR (ATR}a/cmi ™ 3053 (W), 2924 (s), 2853 (s),
1586 (m), 1544 (m), 1514 (m), 1467 (m), 1447 (n327 (w), 1255 (s), 1208 (m), 1074 (m),
1029 (m), 833 (m), 782 (m), 653 (m) ¢émd; (500 MHz, CDC}) 0.87 (t, 3H,J = 6.9 Hz,
CHj3), 0.89 (t, 3HJ = 6.9 Hz, CH), 1.19-1.52 (m, 44H, Ci 1.60-1.69 (m, 2H, CHl, 1.75—
1.83 (m, 4H, CH), 1.94-2.04 (m, 2H, Chl, 2.58-2.65 (m, 2H, 5'’-CH), 3.97 (t, 2HJ = 6.6
Hz, OCH), 4.05 (t, 2H,J = 6.3 Hz, OCH), 4.58 (t, 2H,J = 7.3 Hz, CHN), 6.98-7.01 (m,
1H, 6”-H), 7.00-7.05 (m, 2H, 3""-H, 5""-H), 7.37 (t, 1H,J = 8.5, 5"-H), 7.41-7.54 (m,
2H, 4-H, 5-H), 7.65-7.71 (m, 2H, 2""-H, 6""-H),7.92-7.96 (s, 1H, 2"-H), 7.97-8.01 (m,
1H, 47-H), 8.62 (s, 2H, 4""-H, 6""-H), 11.07 (s.1H, 2-H) ppm.& (125 MHz, CDC}) 14.1
(CHg), 22.7, 25.9, 26.1, 28.9, 29.1, 29.2, 29.4, 28657, 29.61, 29.64, 30.2, 30.3, 30.8, 31.9
(CHy), 50.5 (CHN), 67.9, 68.7 (2 x OCH), 113.3 (C-2"), 116.1 (C-3"", C-5""), 117.3
(C-6"), 120.2 (C-4), 120.4, 122.1 (C-4, C-5), 123.3 (C2C-6""), 127.2 (C-1""), 129.6
(C-5"), 133.1 (C-2), 139.1 (C-5™), 157.0 (C-4)'C-6""), 159.5 (C-1"), 160.4 (C-4""),
162.4 (C-2"") ppm. MS (ESI):m'z = 779.6 [M-BI], 451.4, 397.3, 329.3, 300.1, 161.1.
HRMS (ESI): m/z [M—-Br]™ calcd. for GH7eN4O,": 779.6198, found: 779.6198. DSC: Cr
10 °C [1.0 kd/mol] CGr41 °C [-9.4 kd/mol | G391 °C [21.0 kJ/mol] SmA 108 °C [1.5 kJ/mol]
| (2nd heating); | 109 °C [-1.8 kJ/mol] SmA 28 °@ R kJ/mol] Cr (2nd cooling).
3-Dodecyl-1-(4-{[2-tetradecylpyrimidin-5-yl)carbonylJoxy}butyl)imidazolium  bromide
(22(4)). From20(4) (0.13 mmol, 60.0 mg) artBc (1.30 mmol, 307 mg), 96 h; yield: 59.0 mg
(66%). Found: C, 65.95; H, 9.66; N, 7.95%gds;BrN,O, requires C, 65.97; H, 9.76; N,
8.10%; M, 691.87. FT-IR (ATRNmadcrm* 2956 (m), 2922 (s), 2853 (m), 1722 (s), 1590 (s),
1562 (m), 1466 (m), 1442 (m), 1389 (m), 1291 (4963 (m), 1137 (m), 1038 (w), 722 (m),
647 (m).d; (500 MHz, CDC}) 0.88 (t, 3H,J = 6.9 Hz, 2 x CH), 1.18-1.42 (m, 40H, CHi
1.79-1.87 (m, 2H, C}), 1.88-1.97 (m, 4H, CHl, 2.08-2.16 (m, 2H, C}), 2.99-3.06 (m, 2H,
2-CHy), 4.31 (t, 2H,J = 7.6 Hz, CHN), 4.44 (t, 2H,J = 6.3 Hz, OCH), 4.55 (t, 2H,J =
7.6 Hz, CHN), 7.22-7.36 (m, 2H, 4-H, 5-H), 9.17 (s, 2H, 4’;-8’-H), 10.85 (s, 1H, 2-H)
ppm. & (125 MHz, CDC}) 14.1 (CH), 22.7, 25.6, 26.3, 27.1, 28.6, 29.0, 29.3, 2923639,
29.42, 29.48, 29.53, 29.59, 29.64, 29.66, 29.69,381.90, 31.93 (C}), 39.8 (2"-CH,),
49.5, 50.4 (CkN, NCH,), 64.3 (OCH), 121.1 (C-5"), 121.4, 121.6 (C-4, C-5), 138.1-2;
158.1 (C-4”, C-6"), 164.0 (CQ, 175.5 (C-2”) ppm. MS (ESIynz = 611.5 [M-BrT, 443.3,

375.3, 321.3, 291.3, 237.2, 123.1. HRMS (EB¥g calcd. for GgHg7N4O,": 611.5259, found:
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611.5265 [M—Br]. DSC: Cr 41 °C [18.7 kd/mol] SmA 164 °C [1.8 kJIq2nd heating), |
164 °C [-2.1 kd/mol] SmA 33 °C [-23.3 kJ/mol] Cm2cooling).
3-Dodecyl-1-(8-{[2-tetradecylpyrimidin-5-yl)carbonyljJoxy}octyl)imidazolium  bromide
(22(8)). From 20(8) (0.137 mmol, 70.0 mg) anti3c (0.27 mmol, 64.0 mg), 96 h; yield:
64.0 mg (62%). Found: C, 67.82; H, 9.77; N, 7.0&84H/sBrN,O, requires C, 67.44; H,
10.11; N, 7.49%; M, 747.97. FT-IR (ATR)ma/cmi* 3051 (w), 2920 (s), 2851 (m), 1711 (s),
1590 (s), 1553 (m), 1466 (m), 1445 (m), 1389 (n2BA.(s), 1165 (m), 1136 (m), 1037 (w),
729 (m), 648 (m).J&y (500 MHz, CDC}) 0.90 (t, 3H,J = 6.9 Hz, 2 x ChH), 1.22-1.48 (m,
40H, CH), 1.75-1.89 (m, 4H, CH, 1.91-2.01 (m, 4H, C}), 3.02-3.07 (m, 2H, 2-ChHi 4.37
(2 x t, 4H,J = 7.1 Hz, CHN, NCH,), 4.40 (t, 2HJ = 7.6 Hz, OCH), 7.24-7.28 (m, 2H, 4-H,
5-H), 9.20 (s, 2H, 4”-H, 6”-H), 10.94 (s, 1H, 2)tbpm. & (125 MHz, CDC}) 14.1 (CH),
22.7, 25.8, 26.2, 26.3, 28.5, 28.6, 28.86, 28.95),229.33, 29.38, 29.42, 29.49, 29.53, 29.59,
29.63, 29.66, 29.69, 30.3, 31.91, 31.93 §739.8 (2"-CH,), 50.2, 50.3 (CkN, NCH,), 65.6
(OCH,), 121.3 (C-5"), 121.34, 121.5 (C-4, C-5), 138@-?), 158.1 (C-4”, C-6"), 164.1
(COy), 175.3 (C-2”) ppm. MS (ESI)m/z = 667.6 [M-BI], 499.4, 347.3, 321.3. HRMS
(ESI): m/z calcd. for GoH7sN40,": 667.5885, found: 667.5872 [M—BrDSC: Cr 55 °C [35.2
kJ/mol] SmA 76 °C [1.3 kJ/mol] I (2nd heating), T 7C [-1.4 kJ/mol] SmA 38 °C [-45.0
kJ/mol] Cr (2nd cooling).

1-(4-{[(2-Tetradecylpyrimidin-5-yl)carbonyl]oxy}but yl)-3-[4-(dodecyloxy)phenyl]-
imidazolium bromide (23(4)). From 20(4) (0.21 mmol, 95.0 mg) an#@l3d (0.63 mmol,
206 mg), 72 h; yield: 148 mg (90%). FT-IR (ATR)}a/cni 2956 (m), 2921 (s), 2852 (m),
1720 (s), 1591 (s), 1553 (m), 1514 (s), 1467 (d}3L(m), 1390 (m), 1293 (s), 1256 (s),
1137 (m), 1039 (w), 905 (s), 729 (s), 649 (@y.(500 MHz, CDC}) 0.88 (t, 3H,J = 7.0 Hz,

2 X CH), 1.18-1.51 (m, 40H, Chl 1.71-1.86 (m, 4H, Chl, 1.92-2.04 (m, 2H, C), 2.12—
2.23 (m, 2H, CH), 2.94-3.06 (m, 2H, 2-Chl 3.98 (t, 2HJ = 7.9 Hz, CHN), 4.46 (t, 2HJ =
6.3 Hz, OCH), 4.75 (t, 2HJ = 7.3 Hz, CHN), 6.99—7.09 (m, 2H, 3""-H, 5™-H), 7.50-7.59
(m, 2H, 4-H, 5-H), 7.62-7.69 (m, 2H, 2"’-H, 6""-H 9.17 (s, 2H, 4’-H, 6”-H), 11.10 (s, 1H,
2-H) ppm.<&: (125 MHz, CDCY) 14.1 (CH), 22.7, 25.6, 27.0, 27.2, 28.6, 29.1, 29.36, 29.38
29.42, 29.5, 29.57, 29.60, 29.66, 29.68, 31.9,jCBD.8 (2"-CH,), 49.8 (CHN), 64.4, 68.7
(OCHy), 116.1 (C-3, C-5"), 120.5 (C-5"), 121.1, 12.3 (C-4, C-5), 123.3 (C-2"", C-6""),
127.1 (C-1"), 136.4 (C-2), 158.1 (C-4", C-6")160.6 (C-4"), 164.0 (CQ), 175.5 (C-2")
ppm. MS (ESI)m/z = 703.6 [M-BrT, 383.3, 329.3, 303.2, 215.1, 161.1, 123.1. HRMSIXE
m/z calcd. for GsH71N4O3": 703.5521, found: 703.5520 [M-Br]DSC: Cr 77 °C [78.2

kJ/mol] SmA 229 °C [2.6 kJ/mol] | (1st heating);coenposition upon clearing.
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1-(8-{[(2-Tetradecylpyrimidin-5-yl)carbonyl]oxy}oct yl)-3-[4-
(dodecyloxy)phenyllimidazolium bromide (23(8)).From 20(8) (0.14 mmol, 70.0 mg) and
13d (0.27 mmol, 90.0 mg), 72 h; yield: 105 mg (91%)ukd: C, 68.61; H, 9.25; N, 6.61%.
CugH7eBrN4Os requires C, 68.63; H, 9.48; N, 6.67%; M, 840.0T-IR (ATR): Vma/cmi ™
3046 (w), 2920 (s), 2851 (m), 1720 (s), 1590 (8p1L(m), 1516 (w), 1469 (m), 1442 (m),
1394 (w), 1289 (s), 1257 (m), 1136 (m), 1075 (&) (500 MHz, CDC}) 0.88 (t, 6HJ = 6.9
Hz, 2 x CH), 1.19-1.50 (m, 48H, CH 1.73-1.87 (m, 6H, CHi, 1.96-2.05 (m, 2H, CH,
2.98-3.06 (m, 2H, 2-Ch), 3.98 (t, 2H,J = 6.6 Hz, OCH), 4.35 (t, 2H,J = 6.9 Hz, NCH)),
4.60 (t, 2H,J = 7.3 Hz, CHN), 7.01-7.06 (m, 2H, 3"-H, 5™-H), 7.39-7.52 (m2H, 4-H,
5-H), 7.66—7.70 (m, 2H, 2""-H, 6™-H), 9.17 (s,12, 4"-H, 6"-H), 11.15 (s, 1H, 2-H) ppm.
& (125 MHz, CDCY) 14.1 (CH), 22.7, 25.8, 26.0, 26.2, 28.5, 28.6, 28.91, 28941, 29.36,
29.42, 29.5, 29.57, 29.60, 29.62, 29.66, 29.684,381.90 (CH), 39.8 (2"-CH,), 50.4
(CHzN), 65.6, 68.7 (2 x OC}), 116.1 (C-3", C-5"), 120.3 (C-5"), 121.5, 12.0 (C-4, C-5),
123.3 (C-2", C-6™"), 127.1 (C-1""), 136.5 (C-2)158.1 (C-4”, C-6"), 160.5 (C-4"), 164.1
(COy), 175.3 (C-2”) ppm. MS (ESI)m/z = 759.6 [M—-Br], 591.4, 439.4, 329.3. HRMS
(ESI): m/z calcd. for GgH7gN4Os": 759.6147, found: 759.6152 [M—BrDSC: Ci 31 °C [7.9
kJ/mol] Cg 101 °C [18.2 kJ/mol] SmA 172 °C [2.6 kJ/mol] | (heating); | 172 °C [-2.3
kJd/mol] SmA 76 °C [-14.4 kJ/mol] 36 °C [-8.3 kJ/m{@nd cooling).

General procedure for the preparation of trifluoromethanesulfonates 24(m)-26(m)o a
solution of the respective compoul(m)-23(m) (1.00 mmol) in acetonitrile (5 mL) at room
temperature was added potassium trifluoromethafoesie (1.10 mmol), whereby colourless
KBr precipitated. The reaction mixture was stirfed 2 h (tlc control). After completion of
the reaction, the solvent was removed under vacuura.residue was taken up in &b
(5mL) and filtered. The products were obtained cadourless solids without further
purification.

3-Methyl-1-(4-{[(2-tetradecylpyrimidin-5-yl)carbony lJoxy}butyl)imidazolium
trifluoromethanesulfonate (24(4)). From 21(4) (0.019 mmol, 10.0 mg); yield: 12.0 mg
(quant.). FT-IR (ATR)Vma/cm ™ 2922 (s), 2853 (m), 1723 (s), 1590 (s), 1443 (BR0 (m),
1257 (s), 1163 (m), 1031 (w), 904 (s), 727 (s), 64% J; (500 MHz, CDC}) 0.88 (t, 3HJ =
6.9 Hz, CH), 1.19-1.41 (m, 26H, CH 1.77-1.92 (m, 4H, C#), 2.03-2.11 (m, 2H, CH,
2.98-3.05 (m, 2H, 2-C#), 4.00 (s, 3H, NCH), 4.34 (t, 2H,J = 7.3 Hz, CHN), 4.41 (t, 2H,
J=6.3 Hz, OCH)), 7.29-7.38 (m, 2H, 4-H, 5-H), 9.15 (s, 2H, 4”-61;-H), 9.30 (s, 1H, 2-H)
ppm. & (125 MHz, CDC)) 14.1 (CH), 22.7, 25.4, 26.8, 28.6, 29.2, 29.36, 29.39,2%49.5,

29.6, 29.66, 29.69, 31.9 (GH 36.6 (NCH), 39.8 (2-CHp), 49.6 (CHN), 64.2 (OCH),
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121.1, 121.9 (C-4, C-5), 122.0 (§JF123.4 (C-57), 137.5 (C-2), 158.1 (C-4”, C-6,164.0
(CO,), 175.5 (C-2") ppm. MS (ESI, positive)Wz = 457.4 [M— CESOj]*, 375.3, 321.3,
303.2, 177.1, 137.1. MS (ESI, negative)z = 149.0 [CESG;], 99.0, 80.0. HRMS (ESI,
positive): m/z calcd. for G/HisN4O,": 457.3537, found: 457.3538 [M— ¢%0;]". HRMS
(ESI, negative)nvz calcd. for CEOsS™: 148.9515, found: 148.9524 [¢F0;]". DSC: Ci O
°C [1.7 kd/mol] Cs 35 °C [19.2 kJ/mol] SmA 142 °C [0.6 kd/mol] | (2hdating), | 145 °C |-
0.6 kd/mol] SmA 36 °C [-18.3 kd/mol] €3 °C [-1.2 kJ/mol] Ct (2nd cooling).
3-Dodecyl-1-(4-{[(2-tetradecylpyrimidin-5-yl)carbonyl]oxy}butyl)imidazolium
trifluoromethanesulfonate (25(4)). From 22(4) (0.043 mmol, 30.0 mg); yield: 33.0 mg
(quant.). FT-IR (ATR)Vma/cm ™ 2923 (s), 2854 (m), 1725 (s), 1591 (s), 1466 (B89 (m),
1259 (s), 1161 (m), 1031 (m), 723 (m), 649 (@y).(500 MHz, CDCY) 0.88 (t, 3H,J = 6.6
Hz, 2 x CH), 1.18-1.42 (m, 40H, Chl 1.78-1.94 (m, 6H, C}), 2.02-2.11 (m, 2H, CH),
2.97-3.06 (m, 2H, 2-Chi, 4.22 (t, 2H,J = 7.6 Hz, CHN), 4.38 (t, 2H,J = 7.6 Hz, CHN),
4.42 (t, 2HJ = 6.6 Hz, OCH), 7.22—-7.34 (m, 2H, 4-H, 5-H), 9.16 (s, 2H, 4"-61;-H), 9.47
(s, 1H, 2-H) ppm<: (125 MHz, CDCJ) 14.1 (CH), 22.7, 25.5, 26.2, 26.9, 28.6, 28.9, 29.3,
29.36, 29.39, 29.42, 29.46, 29.53, 29.57, 29.6H/&29.68, 30.1, 31.89, 31.92 (gH39.8
(2"-CHy), 49.6, 50.4 (CkN, NCH,), 64.2 (OCH), 121.1 (C-57), 121.7 (C§, 121.80,
121.83 (C-4, C-5), 137.2 (C-2), 158.1 (C-4”, C¥%'164.0 (CQ), 175.5 (C-2") ppm. MS
(ESI, positive):m/z = 611.5 [M— CESQy]", 443.3, 375.3, 321.3, 291.3, 237.2, 123.1. MS
(ESI, negative)m/z = 149.0 [CESGs], 99.0, 80.0. HRMS (ESI, positivevz calcd. for
CasHe7N4O2": 611.5259, found: 611.5247 [M— €%0s]*. HRMS (ESI, negative)n/z calcd.
for CR03S™: 148.9515, found: 148.9525 [€F0s]". DSC: Ci 6 °C [8.2 kd/mol] Cr 18 °C
[1.7 kd/mol] Cg 25 °C [21.0 kJ/mol] SmA 73 °C [1.1 kJ/mol] | (2iheating); | 73 °C [-1.2
kJ/mol] SmA 23 °C [-19.5 kJ/mol] ¢d8 °C [-1.4 kJ/mol] Gr5 °C [-4.0 kJ/mol] & (2nd
cooling).

3-Dodecyl-1-(8-{[(2-tetradecylpyrimidin-5-yl)carbonyl]oxy}octyl)imidazolium
trifluoromethanesulfonate (25(8)). From 22(8) (0.027 mmol, 20.0 mg); yield: 22.0 mg
(quant.), mp 22 °C. FT-IR (ATRNma/cmt 2925 (w), 2854 (m), 1727 (s), 1591 (s), 1466
(m), 1442 (m), 1389 (m), 1258 (s), 1159 (m), 108]. @& (500 MHz, CDC}) 0.87 (t, 3HJ =
7.0 Hz, 2 x CH), 1.19-1.49 (m, 48H, CH 1.72-1.95 (m, 8H, Chi, 2.99-3.05 (m, 2H, 2-
CHy), 4.23 (t, 2HJ = 7.5 Hz, CHN), 4.25 (t, 2H,J = 7.5 Hz, CHN), 4.35 (t, 2H,J = 6.7 Hz,
OCH,), 7.23-7.27 (m, 2H, 4-H, 5-H), 9.17 (s, 2H, 4"-8;-H), 9.42 (s, 1H, 2-H) ppm.
& (125 MHz, CDC)) 14.1 (CH), 22.69, 22.74, 25.7, 26.1, 26.2, 28.49, 28.587/@828.88,

28.91, 29.33, 29.36, 29.38, 29.42, 29.47, 29.55829.62, 29.65, 29.68, 29.69, 30.1, 31.89,
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31.92 (CH), 39.8 (2"-CH,), 50.2, 50.3 (CkN, NCH,), 65.6 (OCH), 121.5 (C-5"), 121.7
(C-4, C-5), 137.1 (C-2), 158.1 (C-4”, C-6"), 1684(CQO,), 175.3 (C-2") ppm. MS (ESI,
positive):m/z = 667.6 [M— CESQ;]", 499.4, 347.3, 321.3, 237.2, 179.2. MS (ESI, riegpt
m/z = 149.0 [CESQ;]., 99.0, 80.0. HRMS (ESI, positivejVz calcd. for GoH7sN4O,"
667.5885, found: 667.5889 [M— ¢F0;]". HRMS (ESI, negative)n/z calcd. for CEOsS™
148.9515, found: 148.9533 [eF0;] .

1-(4-{[(2-Tetradecylpyrimidin-5-yl)carbonyl]oxy}but yl)-3-[4-(dodecyloxy)phenyl]-
imidazolium trifluoromethanesulfonate (26(4)).From23(4) (0.057 mmol, 45.0 mg); yield:
49.0 mg (quant.). FT-IR (ATRMma/cm > 2920 (s), 2851 (m), 1722 (s), 1591 (s), 1555 (m),
1514 (s), 1468 (m), 1389 (m), 1255 (s), 1159 (n®)31L (w), 902 (s), 723 (s), 650 (m).
&y (500 MHz, CDCY)) 0.87 (t, 3HJ = 7.0 Hz, 2 x CH), 1.19-1.51 (m, 40H, Ci 1.75-1.86
(m, 4H, CH), 1.89-1.97 (m, 2H, C}\, 2.08-2.17 (m, 2H, Chl, 2.98-3.04 (m, 2H, 2-CHi
3.99 (t, 2H,J = 6.6 Hz, CHN), 4.43 (t, 2H,J = 6.6 Hz, OCH), 4.52 (t, 2H,J = 7.6 Hz,
CH.N), 7.01-7.05 (m, 2H, 3"’-H, 5"’-H), 7.49-7.51 (n2H, 2'’-H, 6"’-H), 7.51-7.55 (m,
2H, 4-H, 5-H), 9.16 (s, 2H, 4"-H, 6”-H), 9.67 (4H, 2-H) ppm.&: (125 MHz, CDC}) 14.1
(CHa), 22.7, 25.5, 26.0, 27.1, 28.6, 29.1, 29.36, 29282, 29.5, 29.57, 29.60, 29.64, 29.66,
29.68, 31.9 (Ch), 39.8 (2"-CH,), 49.9 (CHN), 64.3, 68.7 (2 x OC}), 116.1 (C-3", C-
5", 119.5 (CFy), 121.1 (C-5"), 121.3, 122.5 (C-4, C-5), 123.5-2C, C-6""), 127.0 (C-
1), 135.5 (C-2), 158.1 (C-4”, C-6"), 160.7 (@&"), 164.1 (CQO,), 175.5 (C-2") ppm. MS
(ESI, positive):m/z = 703.6 [M— CESQy]", 535.4, 383.3, 329.3, 303.2, 215.1, 161.1. MS
(ESI, negative)m/z = 149.0 [CESG;], 99.0, 80.0. HRMS (ESI, positivelvz calcd. for
CasH71N403": 703.5521, found: 703.5520 [M— €%0s]*. HRMS (ESI, negative)n/z calcd.
for CRO3S™: 148.9515, found: 148.9516 [€F0;]". DSC: Ci 33 °C [24.2 kJ/mol] Gr51 °C
[-61.6 kd/mol] Cg 83 °C [81.6 kd/mol] Gr90 °C [19.0 kJ/mol] SmA 142 °C [2.1 kJ/mol] |
(2nd heating); | 143 °C [-2.1 kJ/mol] SmA 26 °C3-1 kJ/mol] C 20 °C [-6.5 kd/mol] Gr
(2nd cooling).

1-(8-{[(2-Tetradecylpyrimidin-5-yl)carbonyl]oxy}oct yl)-3-[4-
(dodecyloxy)phenyllimidazolium trifluoromethanesulfonate (26(8)). From 23(8) (0.071
mmol, 60.0 mg); yield: 65.0 mg (quant.). FT-IR (AfRma/cmi™* 2921 (s), 2852 (m), 1725
(s), 1591 (s), 1554 (m), 1514 (s), 1468 (m), 1361), (1256 (s), 1160 (m), 1031 (w).
& (500 MHz, CDC}) 0.87 (t, 3H,J = 7.0 Hz, 2 x Ch), 1.18-1.51 (m, 48H, Cf{ 1.73-1.87
(m, 6H, CH), 1.89-1.99 (m, 2H, C}), 2.98-3.06 (m, 2H, 2-ChHi 3.99 (t, 2H,J = 6.3 Hz,
CHyN), 4.35 (t, 2H,J = 6.6 Hz, OCH), 4.39 (t, 2H,J = 7.6 Hz, CHN), 7.01-7.06 (m, 2H,

3"-H, 5"-H), 7.40-7.51 (m, 2H, 2""-H, 6""-H), 7.52-7.56 (m, 2H, 4-H, 5-H), 9.17 (s, 2H,
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4"-H, 6"-H), 9.61 (s, 1H, 2-H) ppm.& (125 MHz, CDCY) 14.1 (CH), 22.7, 25.7, 26.0,
26.1, 28.5, 28.6, 28.8, 28.9, 29.1, 29.36, 29.4252 29.57, 29.60, 29.65, 29.7, 30.2, 31.9
(CHyp), 39.8 (2"-CH,), 50.6 (CHN), 65.6, 68.7 (OCh), 116.1 (C-3™, C-5™), 121.1 (C-5"),
121.4 (Ck), 121.3, 122.5 (C-4, C-5), 123.5 (C-27, C-6"")127.0 (C-1"), 135.4 (C-2),
158.1 (C-4”, C-6"), 160.7 (C-4™), 164.1 (Cg), 175.3 (C-2") ppm. MS (ESI, positive):
m'z= 759.6 [M— CESQs]", 591.4, 439.4, 329.3, 271.2, 161.1. MS (ESI, riegatm/z =
149.0 [CESOy], 99.0, 80.0. HRMS (ESI, positivedvz calcd. for GgH7gN4Os™: 759.6147,
found: 759.6131 [M— C§S0s]*. HRMS (ESI, negative)mn'z calcd. for CEOsS: 148.9515,
found: 148.9523 [C§SG;]". DSC: Ci 21 °C [-17.7 kd/mol] Gr44 °C [36.1 kJ/mol] Gr49
°C [8.5 kd/mol] SmA 72 °C [1.6 kJ/mol] I (2nd hedd); | 72 °C [-1.7 kJ/mol] SmA 29 °C [-
16.7 kd/mol] Cs17 °C [-10.6 kJ/mol] Gr(2nd cooling).

2. X-ray data

Table S1. Temperature dependent layer spacingsngbound<Sc—.

5¢c 5d 5e 5f
T/[°C] door/[pm] T/[°C] door/[pm] T/[°C] doos/[pm] T/[°C] doos/[pm]
130 5355 105 4833 79 5604 83 5990
139 5222 115 4675 83 5702 93 5930
149 5095 124 4574 88 5706 102 5966
158 4987 134 4495 93 5709 112 5971
168 4887 143 4418 98 5727 121 6011
177 4798 153 4354 102 5752 131 6221
187 4708 107 5790 140 6040
196 4638 112 5863 150 5768
206 4568 117 6018 159 5505
215 4514 121 5969 169 5257
225 4469 126 5873 178 5072

131 5765

136 5629

140 5479

145 5323

150 5175

154 4960
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Table S2. Temperature dependent layer spacingsngpeundsf, 7¢-9candllc

of 7c 8c 9c 1lc
T/[°C] door/ T/[°C] dooa/ T/[°C] dooa/ T/[°C] doora/ T/[°C] door/
[pm] [pm] [pm] [pm] [pm]
69 6393 107 3602 137 3952 102 434329 3500
72 6292 111 3581 142 3923 112 430534 3468
75 6131 115 3560 147 3897 121 426039 3439
78 5957 118 3541 152 3874 131 422143 3410
80 5788 122 3524 156 3818 140 418848 3383
83 5623 161 3818 150 415253 3357
86 5466 166 3790 159 411558 3332
89 5333 171 3763 169 408962 3308
92 5216 67 3286
95 5123 72 3265
77 3243
6500 - . + 5d
6000 - A x 5S¢
'. e 5f
5500 - °
[) x A Tc
.. x <
g 5000 -+ x + 8¢
o * =
= . X x
£ 4500 *e. .. X x oy
4000 - ‘o,
*
3500 sy
3000 . . . . .
30 80 130 180 230 280
T/°C

Fig. S1. Temperature dependence of the layer spéaircompound$c,d.f, 7cand8c.
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Fig. S2. Influence of different substituted imidbam head groups (Me vs..@1,5) on

temperature dependent layer spacings.

Table S3. Temperature dependent layer spacingsngbeunds31b and32a,b.

33a
T/[°C] dooa/[pm] T/[°C] dooa/[pm] T/[°C] doox

31b 32a
45 4792 28
49 4727 32
53 4675 36
58 4625 40
62 4582 45
66 4538 49
701 4503 53
58
62

3291
3268
3249
3232
3216
3202
3189
3177
3165

78
87
95
104
113
121
130

3570
3528
3489
3452
3415
3380
3345
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