


Table S2
Calculated scaled wavenumbers, observed IR bands and assignments of the title compound
B3LYP/CC-pVDZ 			IR		Assignmentsa
υ(cm-1)		IRI		RA	υ(cm-1)		-
3099		0.67		140.58	3100		υCHPhII(94)
3094		3.41		87.39	-		υCHPhIII(97)
3088		4.43		270.65	-		υCHPhII(90)
3087		3.32		112.52	-		υCHPhII(94)	
3087		3.10		188.33	-		υCHPhII(100)
3084		3.98		30.92	-		υCHPhII(96)
3077		1.06		17.29	-		υCHPhIII(95)
3070		7.24		51.49	-		υCHPhII(93)
3066		7.49		39.61	-		υCHPhII(98)
3066		4.69		47.51	3051		υCHPhII(97)
3022		272.3		11.15	3025		υCH3(93)
3019		1.34		69.46	-		υCH3(90)
3009		22.26		19.40	-		υCH3(95)
3002		4.89		86.56	-		υCH3(100)
3000		25.07		97.80	-		υCH3(95)
2993		15.88		115.7	-		υCH3(92)
2976		9.60		104.8	2984		υCH2(94)
2963		7.79		129.7	-		υCH2(85)
2957		21.45		151.0	-		υCH2(80)
2941		11.86		50.88	2943		υCH2(95)
2935		22.02		142.71	-		υCH2(100)
2925		11.27		129.56	-		υCH2(98)
2923		16.85		150.86	2900		υCH2(93)
2898		29.58		119.07	2849		υCH2(91)
1746		214.38		3.47	1750		υC=O(70)
1746		293.80		4.54	1724		υC=O(77)
1597		14.22		164.46	1602		υPhII(51), δCHII(12)
1596		42.02		273.11	-		υPhII(46), δCHII(15)
1589		207.01		1356.5	-		υPhIII(40), δCHIII(17)
1575		21.05		12.45	-		υPhII(48), υPhIII(20)
1570		17.83		135.75	1570		υPhII(55), υC=N(22)
1557		12.37		74.96	-		υC=N(52), υPhIII(15)
1542		129.91		123.47	-		υPhIII(60), υPhII(21)
1487		117.82		176.04	1514		υPhII(55), υC=N(131)
1485		121.91		48.84	-		υPhII(50), υC=N(18)
1460		76.87		99.16	1458		υC=N(41), υPhIII(15)
1440		75.62		5.28	-		υPhIII(42), δCH3(12)
1434		8.28		0.92	-		δCH3(55), υPhIII(20)
1424		5.96		4.43	1429		δCH3(59), υPhII(17)
1414		6.58		25.53	-		δCH3(56), υPhIII(10)
1409		23.14		12.76	-		δCH2(40), υPhII(15)
1408		9.17		17.27	-		δCH2(46), υPhII(16)
1400		7.32		12.51	-		δCH3(59), υPhIII(10)
1400		6.39		23.29	-		δCH3(62), υPhII(13)
1397		89.97		29.21	-		δCH2(57), υPhII(11)
1381		4.38		2.10	1385		υPhII(49), δCH2(13)
1367		43.26		19.51	-		υPhII(52), δCH2(17)
1364		16.93		2.80	-		δCH2(50), υPhIII(20)
1356		6.41		2.34	-		υPhIII(52), δCH2(18)
1341		36.56		11.93	1344		δCH2(44), δCHPhIII(20)
1337		11.99		146.74	-		δCH2(47), δCHPhIII(15)
1333		32.14		361.57	-		δCH3(70), δCHPhII(12)
1329		7.10		2.16	-		δCH2(60), δCHPhII(14)
1317		64.81		117.65	1320		δCH2(56), δCHPhIII(12)
1292		1.30		10.43	1290		υPhII(49) δCHPhII(18)
1286		2.47		9.25	-		υPhII(40), δCHPhII(20)
1281		13.19		22.63	-		δCHPhIII(58), υPhIII(18)
1271		7.47		38.97	-		υPhIII(44), δCH2(13)
1268		42.88		8.07	1265		δCH2(58), υCO(14)
1255		192.57		31.88	-		υCO(38), δCH2(18)
1253		151.40		3.76	-		δCH2(53), δCHPhII(20)
1251		35.17		2.69	-		δCHPhII(44), δCH2(12)
1250		92.65		11.07	-		δCHPhII(51), δCH2(21)
1231		1.34		5.79	-		δCH2(44), υCF(14)
1223		183.81		35.21	1223		υCF(36), δCH2(17)
1220		125.44		19.48	-		υCF(39), δCH2(10)
1213		57.40		38.99	-		δCHPhIII(56), δCH2(12)
1196		65.05		44.40	-		δCH2(48), υCO(14)
1193		124.56		100.19	-		δCH2(55), υCO(10)
1170		54.48		11.26	-		υCO(37), δCHPhII(21)
1148		254.76		2.49	1157		δCHPhII(40), υCO(12)
1136		29.70		9.27	-		δCHPhII(42), υCO(14)
1134		96.98		22.77	-		υCO(38), δCHPhII(22)
1127		19.49		13.24	-		δCHPhII(50), δCH3(12)
1124		32.25		14.38	-		δCHPhII(57), δCH3(10)
1123		260.89		4.71	-		δCHPhII(66), δCH3(13)
1119		5.73		2.09	1107		δCH3(47), δCHPhII(17)
1088		12.85		4.06	-		δCH3(51), δCHPhII(12)
1072		12.63		2.27	-		δCHPhII(48), υCO(13)
1069		8.96		3.27	-		δCHPhII(55), υCO(10)
1066		11.52		4.41	-		δCH3(32), υCO(33)
1063		41.81		9.83	1059		υPhIII(41), υCO(15)
1039		30.14		12.74	1032		υCO(33), υPhIII(17)
1021		47.88		21.16	-		υCO(35), υPhIII(20)
1015		109.12		4.93	1015		υCO(36), δCH3(21)
1001		34.66		4.85	-		υCO(35), δCH3(24)
989		50.74		54.48	-		δCH3(44), γCHPhII(19)
986		8.92		0.61	-		γCHPhII(78)
985		5.43		0.44	-		γCHPhII(81)
984		0.47		0.13	-		δCH3(43), γCHPhII(17)
953		2.83		3.65	961		υNN(39), γCHPhIII(12)
950		0.86		2.96	-		γCHPhIII(66), υNN(10)
944		0.72		2.56	-		γCHPhII(75), υNN(12)
933		1.27		1.96	-		γCHPhII(70), υCO(10)
932		0.91		2.53	-		γCHPhII(74)
930		4.49		27.67	-		υCO(37), δCH2(22)
927		14.91		1.32	-		δCH2(39), γCHPhIII(20)
908		27.33		8.78	-		γCHPhIII(62)
893		1.74		3.87	895		δCH2(45), γCHPhIII(21)
870		1.04		2.41	-		γCHPhIII(72)
868		15.28		4.10	-		δCH2(56), γCHPhIII(14)
841		27.73		2.72	-		δCH2(45), γCHPhIII(17)
841		18.00		16.74	-		δCH2(40), γCHPhIII(22)
840		1.92		2.66	-		γCHPhIII(48), δPhI(23)
835		6.66		12.13	835		δPhI(34), γCHPhII(22)
830		56.82		3.27	-		γCHPhII(59), δPhI(10)
821		56.42		4.39	-		γCHPhII(70), δPhI(14)
806		1.85		4.34	-		γCHPhII(69), δPhI(18)
804		1.27		7.90	-		γCHPhII(66), δPhI(11)
800		1.99		79.54	-		υPhII(40), δCH2(22)
774		0.89		0.85	779		δCH2(32), δCH3(26)
769		1.64		3.91	-		δCH2(24), δCH3(20)
765		18.51		11.61	-		δPhI(28), δCH3(19)
756		2.60		6.25	-		τPhIII(29), δCH3(24)
735		7.26		2.53	-		δPhIII(30), υCS(14)
729		8.34		7.21	-		υCS(36), δPhIII(18)
717		0.33		2.16	718		τPhII(17), τPhIII(23)
710		2.78		2.69	-		τPhII(18), τPhI(22)
682		18.44		6.59	-		δPhIII(29), υCS(14)
667		3.51		3.26	-		υCS(38), δC=O(22)
650		7.13		1.94	-		δC=O(27), υCS(12)
645		4.31		5.08	648		υCS(34), δPhII(19)
633		1.87		8.68	-		δPhII(22), γC=O(18)
615		0.27		3.79	619		δPhII(35), γC=O(20)
602		2.41		6.56	-		δPhII(33), τPhIII(15)
596		1.60		2.72	596		τPhII(25), τPhIII(22)
594		8.05		2.07	-		τPhII(30), δPhIII(18)
587		3.03		1.39	-		γC=O(27), δPhI(20)
580		7.28		1.22	575		δPhI(34), δC=O(17)
554		4.20		1.05	554		δC=O(24), δPhI(21)
548		11.82		1.13	544		δPhI(31), τPhII(22)
521		15.93		0.48	-		τPhIII(20), τPhII(17)
512		17.57		0.10	505		τPhIII(22), τPhII(18)
493		3.54		1.40	490		δPhIII(21), τPhII(22)
478		2.00		1.84	-		τPhIII(23), τPhII(29)
459		3.56		2.66	455		δPhI(16), δPhIII(30)
428		1.56		2.96	-		δCH2(28), δCF(16)
420		3.74		0.95	-		δPhII (21), δCF(12)
414		0.51		4.78	-		τPhII(18), τPhI(27)
412		0.84		8.82	-		τPhII(30), τPhI(18)
407		2.04		0.74	408		δPhI(21), δCF(26)
399		4.35		0.51	-		δCF(22), τPhI(26)
384		2.93		2.95	-		τPhII(18), τPhI(21)
360		1.13		4.83	-		τPhII(23), τPhI(24)
356		7.59		1.78	-		τCH2(14), τCH3(25)
337		1.25		2.48	-		τPhII(31), τPhI(18)
325		16.59		0.79	-		τCH2(25), τCH3(30)
319		2.05		3.99	-		δPhI(26), δCF(24)
302		4.67		2.26	-		τPhIII(31), τCH3(18)
288		1.34		0.49	-		δPhI(23), δCS(20)
262		0.74		0.72	-		τCH3(25), δCS(15)
256		4,77		4,30	-		τPhIII(24), τCH3(20)
248		3.27		2.24	-		τPhIII(29), τPhI(20)
237		0.30		2.71	-		τPhIII(33), τPhI(15), τCH3(114)
217		0.61		0.40	-		τCH3(17), τPhIII(23)
212		1.39		2.25	-		τPhIII(30), τCF(17)
197		0.55		4.83	-		γCF(19), τCH2(25)
191		1.51		2.89	-		τCF(26), τCH2(17)
181		3.45		0.45	-		τCF(22), τCH2(19)
166		2.87		1.73	-		τCH2(20), τPhI(22)
158		1.01		0.78	-		τPhI(34), τCH3(20)
155		7.13		0.53	-		τCH3(21), τCS(15), τCH2(16)
140		1.14		1.65	-		τCS(18), τCH2(20)
126		0.79		0.81	-		τPhII(16), τPhIII(31)
99		0.31		1.28	-		τCH2(27), τPhII(13), τPhIII(12)
91		0.72		2.13	-		τPhIII(24), τC=O(15)
91		2.28		1.18	-		τC=O(21), τCH3(13)
84		0.91		1.25	-		τPhII(23), τCH3(19)
77		2.30		3.51	-		τPhII(16), τCH3(21)
72		1.02		1.91	-		τCH2(18), τPhII(24)
58		1.58		1.25	-		τPhI(30), τCH2(15)
57		0.11		11.93	-		τPhII(22), τCH2(20)
56		1.03		1.38	-		τCH2(25), τCH3(17)
43		0.60		1.63	-		τPhI(24), τCH3(18)
40		0.05		4.65	-		τPhII(19), τPhIII(22)
37		0.26		3.08	- 		τPhII(26) , τPhIII(27)
34		0.14		2.91	-		τPhII(25), τPhIII(14)
27		0.94		1.70	-		τC=OO(33), τPhII(23)
24		0.12		1.03	-		τC=OO(28), τPhII(20)
18		0.81		0.43	-		τPhII(33), τCH3(19)
15		0.12		0.31	-		τC=O(32), τCH3(24)
14		0.15		0.57	-		τCH2(31), τCH3(22)
8		0.27		0.33	-		τCH2(27), τCH3(25)
aυ-stretching; δ-in-plane deformation; γ-out-of-plane deformation; τ-torsion; IRI-IR intensity(KM/Mole) ; RA-Raman activity(Ǻ4/amu); PhI-oxadiazole ring; PhII-1,4-di-substituted phenyl ring; PhIII-poly-substituted phenyl ring;
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