This journal is © The Owner Societies 2002


	AGa-W1 (add)
	AGb-W1 (add)
	GGa-W1 (add)
	Mode



	3726 (86)
	3727 (92)
	3729 (93)
	OH

	3482 (468)
	3496 (334)
	3465 (529)
	OH…O

	3417 (242)
	3470 (354)
	3419 (255)
	OH…N

	3371 (1)
	3325 (0.2)
	3336 (9)
	NH

	
	
	
	

	AGa-W1 (ins)
	AGb-W1 (ins)
	GGa-W1 (ins)
	

	3726 (79)
	3726 (69)
	         3715 (60)
	OH

	 3453 (721)
	 3444 (771)
	3519 (350)
	OH…O

	     3340 (26)
	 3309 (0.07)
	        3331 (3)
	NH

	     3180 (712)
	 3190 (685)
	3134 (750)
	OH…N


Calculated (B3LYP/6-31+G*) infra-red frequencies/cm-1 and intensities/km 

mol-1, for the singly and doubly hydrated clusters of (a), (b) ephedrine and

(c), (d) pseudo ephedrine.

Calculated frequencies/cm-1 have been scaled by factors of 0.976 (OH) and

0.956 (NH).

(a)

(b)

	AGa-W2 (add)
	AGb-W2 (add)
	GGa-W2 (add)
	Mode



	3721 (70)
	3725 (78)
	3726 (94)
	OH

	3721 (69)
	3722 (68)
	3716 (62)
	OH

	3511 (416)
	3517 (426)
	3524 (307)
	OH…O

	3351 (1076)
	3361 (1047)
	3471 (577)
	OH…O

	3337 (1)
	3311 (2)
	3330 (4)
	NH

	3169 (543)
	3195 (555)
	3093 (847)
	OH…N

	
	
	
	

	AGa-W2 (ins)
	AGb-W2 (ins)
	GGa-W2 (ins)
	

	3731 (61)
	3726 (41)
	3732 (63)
	OH

	3723 (60)
	3725 (91)
	3702 (41)
	OH

	3439 (803)
	3411 (830)
	3403 (849)
	OH…O

	3357 (605)
	3333 (655)
	3287 (602)
	OH…O

	3339 (1)
	3332 (1)
	3330 (4)
	NH

	3130 (1018)
	3030 (1000)
	3043 (925)
	OH…N


(c)

	AGa-W1 (add)
	AGb-W1 (add)
	GGa-W1 (add)
	GGb-W1 (add)
	Mode



	3726 (87)
	3727 (83)
	3732 (95)
	3729 (91)
	OH

	3476 (503)
	3468 (500)
	3482 (428)
	3464 (603)
	OH…O

	3400 (320)
	3379 (310)
	3444 (274)
	3341 (282)
	OH…N

	3331 (2)
	3375 (0.3)
	3330 (2)
	3373 (2)
	NH

	
	
	
	
	

	AGa-W1 (ins)
	AGb-W1 (ins)
	GGa-W1 (ins)
	GGb-W1 (ins)
	

	3716 (67)
	3724 (70)
	3727 (60)
	3721 (52)
	OH

	3469 (725)
	3476 (685)
	3484 (375)
	3447 (461)
	OH…O

	3311 (0.2)
	3336 (0.3)
	3320 (9)
	3340 (1)
	NH

	3156 (847)
	3164 (789)
	3174 (709)
	3182 (614)
	OH…N


(d)

	AGa-W2 (add)
	AGb-W2 (add)
	GGa-W2 (add)
	GGb-W2 (add)
	Mode



	3721 (52)
	3721 (75)
	3731 (95)
	3726 (96)
	OH

	3717 (74)
	3721 (52)
	3709 (49)
	3716 (64)
	OH

	3517 (361)
	3518 (364)
	3496 (454)
	3473 (641)
	OH…O

	3401 (973)
	3404 (943)
	3377 (652)
	3371 (670)
	OH…O

	3313 (0.4)
	3336 (1)
	3325 (7)
	3334 (0.4)
	NH

	3174 (726)
	3172 (694)
	3111 (641)
	3118 (661)
	OH…N

	
	
	
	
	

	AGa-W2 (ins)
	AGb-W2 (ins)
	GGa-W2 (ins)
	GGb-W2 (ins)
	

	3723 (64)
	3730 (57)
	3726 (66)
	3722 (67)
	OH

	3717 (61)
	3726 (56)
	3720 (61)
	3712 (58)
	OH

	3405 (891)
	3466 (639)
	3441 (434)
	3453 (452)
	OH…O

	3324 (647)
	3377 (521)
	3327 (722)
	3329 (653)
	OH…O

	3331 (2)
	3348 (1)
	3316 (16)
	3322 (0.05)
	NH

	3019 (792)
	3204 (886)
	3048 (991)
	3076(1045)
	OH…N


