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TABLE S1
First dipole moment derivatives of C12H- (in a.u.) with respect to internal stretching coordinates

(basis: vqz+)a
	Coordinate
	HF-SCF
	MP2
	SCS-MP2b
	CCSD
	CCSD(T)

	(R1 (CC)
	-1.7424
	-1.3627
	-1.3244
	-1.3786
	-1.5357

	(R2
	 3.9491
	 3.3194
	 3.3833
	 3.4563
	 3.3756

	(R3
	-2.6253
	-1.6245
	-1.6927
	-1.8233
	-1.8408

	(R4
	 3.5600
	 3.1142
	 3.1617
	 3.1546
	 3.1364

	(R5
	-2.5252
	-1.9365
	-1.9285
	-1.8683
	-2.0087

	(R6
	 2.6454
	 2.5601
	 2.5316
	 2.3940
	 2.4827

	(R7
	-2.0534
	-1.9185
	-1.8067
	-1.5950
	-1.8358

	(R8
	 1.5778
	 1.6995
	 1.6287
	 1.4614
	 1.5726

	(R9
	-1.4642
	-1.5714
	-1.4133
	-1.1778
	-1.4186

	(R10
	 0.5724
	 0.6895
	 0.6458
	 0.5373
	 0.5996

	(R11
	-1.1833
	-1.2210
	-1.0940 
	-0.9524
	-1.1239

	(r(CH)
	 0.3574
	 0.3343
	 0.3131
	 0.3177
	 0.3103


a All values are calculated at the recommended equilibrium structure (see Table 1), using distortions of ( 0.02 Å.

b Spin-component scaled MP2 (S. Grimme, J. Chem. Phys., 2003, 118, 9095).
TABLE S2
First dipole moment derivatives of NC11H (in a.u.) with respect to internal stretching coordinates
(basis: vqz+)a
	Coordinate
	HF-SCF
	MP2
	SCS-MP2
	CCSD
	CCSD(T)

	(R1 (NC)
	 0.8268
	 0.2169
	 0.2084
	 0.3697
	 0.3546

	(R2
	-0.3418
	-0.2856
	-0.2856
	-0.2948
	-0.2884

	(R3
	 0.8459
	 0.5906
	 0.5681
	 0.6018
	 0.6341

	(R4
	-0.3900
	-0.3304
	-0.3252
	-0.3139
	-0.3247

	(R5
	 0.6137
	 0.4642
	 0.4385
	 0.4371
	 0.4797

	(R6
	-0.3769
	-0.3511
	-0.3319
	-0.3068
	-0.3311

	(R7
	 0.3999
	 0.3185
	 0.2947
	 0.2775
	 0.3185

	(R8
	-0.3746
	-0.3660
	-0.3408
	-0.3091
	-0.3417

	(R9
	 0.1783
	 0.1511
	 0.1478
	 0.1128
	 0.1466

	(R10
	-0.3391
	-0.3451
	-0.3073
	-0.2882
	-0.3240

	(R11
	-0.2591
	-0.1500
	-0.1566
	-0.1963
	-0.1750

	(r(CH)
	 0.4037
	 0.3859
	 0.3601
	 0.3580
	 0.3618


a All values are calculated at the recommended equilibrium structure (see Table 1), using distortions of ( 0.02 Å.
