	Sample
	Exptal MW
(Da)
	Theoal MW
(Da)
	Mass error (Da)
	Mass error (ppm)

	NarJT conformer B
	22000.3 ± 0.5
	21999.93
	0.37
	17

	NarJT (B*)
	22001.2 ± 0.5
	21999.93
	1.27
	58

	NarJT (B*P)
	23951.8 ± 0.5
	23951.23
	0.57
	25

	NarJT (B*2P)
	25904.5 ± 0.5
	25902.5
	2.00
	77



