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Experimental left, T (K) and simulated, right k(s ") lineshapes for 2b.
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Experimental left, 7 (K) and simulated, right k(s"l) lineshapes for 2c.



Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010

¢ Series1
Linear (Series1)

— — Linear (Series1)

Eyring plot for 2b. Line of best fit, solid; line forced to give AS*=0, dotted.
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Eyring plot for 2¢. Line of best fit, solid; line forced to give ASi=O, dotted.
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SpinWorks Spin System Files (plain text format) used for lineshape matching

2a

# optimize=no
autoassign=yes
autoignore=yes
iterations=30
rmslimit=0.0200
assignrms=0.1000
assignlimit=1.9200
ignorelimit=2.4000
rangefraction=0.2500
assignmod=2

NUMMRIT spin system file generated by SpinWorks 3

species=1

1 3592.0000 name=A
1 3476.0000 name=B
1 3008.0000 name=C
1 2984.0000 name=D

j(A,C) 5.50000
j(B,D) 4.60000

HHST2= 1
##SRCI1][2]= 10
##SRC[1][3]=0
##SRC[2][3]=0
#HSMU= 1
##$SNCONFIG= 2
#HSPVEC2=2 1430
#SLWIDTH= |

2b

# optimize=no
autoassign=yes
autoignore=yes
iterations=30
rmslimit=0.0200
assignrms=0.1000
assignlimit=1.9200
ignorelimit=2.4000
rangefraction=0.2500
assignmod=2

NUMMRIT spin system file generated by SpinWorks 3

species=1
1 3623.0000 name=A

species=2
1 3511.0000 name=C

species=1
1 3059.0000 name=B

species=2

1 3027.0000 name=D

j(A,B) 5.40000
j(C,D) 6.00000
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##5T2= 1
##SRC[1][2]
##SRC[1][3]
##SRC[2] [3]
##sMU= 1
##SNCONFIG= 2

0
0
0

##SPVEC2= 0 0 0 0 O

##SLWIDTH= 1

2c

# optimize=no
autoassign=yes
autoignore=yes
iterations=30
rmslimit=0.0200
assignrms=0.1000

assignlimit=1.9200
ignorelimit=2.4000
rangefraction=0.2500
assignmod=2

NUMMRIT spin

species=1

system file generated by SpinWorks 3

1 3648.0000 name=A
1 3512.0000 name=B
1 3016.0000 name=C
1 2876.0000 name=D

j(A,C) 5.20000
j(B,D) 4.30000

#4#5T2= 1
##SRC[1][2]
##SRC[1][3]
##SRC[2] [3]
##sMU= 1
##SNCONFIG= 2

0

1
0
0

##SPVEC2= 2 1 4 3 0

##SLWIDTH= 1



