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Table S1. Cartesian coordinates of the LS [Fe(qgsal)] cation.

T OoOO0zzzZzFZoOoOnOnOonOnOnononononononoonononononoononoononoononn0nnnon

-2.14240900
2.18121300
2.90118000
2.64995200
1.65451700
3.33868000
3.02643000
2.03014300

-2.14249800

-3.16931800

-4.05199800

-3.16908700

-3.95865900

-2.96111500

-2.03429700

-1.00883000
0.89961200
1.18523400
2.18130000
2.90120700
2.64993900
1.65457200

-4.05183700
3.33851700
3.02617800
2.02999800

-3.95870800

-2.96129300

-2.03440100

-1.00901300
0.89951300
1.18512700

-0.07885900

-0.07295900
1.37284500

-0.07285500
1.37288000

-1.34670700

-1.34683100
2.37578400

0.18146300
4.70016600
4.08049100
2.71466400
2.01609500
1.99119800
0.66269900
0.04657300
-0.18151100
0.46028700
-0.27261600
-0.46039200
-1.68600400
-2.33448400
-1.61475900
-2.35650400
-2.67259200
-4.00463500
-4.70011200
-4.08042900
-2.71460600
-2.01604000
0.27248400
-1.99115800
-0.66268800
-0.04655000
1.68589700
2.33443400
1.61473600
2.35653300
2.67263500
4.00466800
0.00000500
1.85426000
0.69464000
-1.85422300
-0.69458600
-0.56882800
0.56880600
5.74155200

1.97273400
-0.40891100
-1.41633000
-1.72119700
-0.97896200
-2.73380300
-2.95471800
-2.15951000
-1.97268700
-2.71999500
-3.49973800

2.72018600
-3.58896600
-2.88699600
-2.07375400
-1.42230200
-0.03850700
-0.32252400

0.40892500

1.41638200

1.72123800

0.97891000

3.49987600

2.73396200

2.95491000

2.15957400

3.58890700

2.88680400

2.07362700

1.42209800

0.03842800

0.32249200

-0.00002300

0.65046400
-1.20710700
-0.65056700

1.20702900

1.25289500
-1.25284200
-0.16464800
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3.66030300
4.10257000
3.52585900
1.76594000
-3.24334300
-4.83271200
-3.24296000
-4.66021200
-2.86791000
-1.02208700
0.65635300
2.37588800
3.66030000
-4.83244500
4.10234900
3.52545700
1.76576400
-4.66031500
-2.86823600
-1.02241500
0.65624500

4.62352000
2.49081600
0.07937200
-0.99541500
1.54224800
0.24804700
-1.54237200
-2.24424500
-3.41810600
-3.43475700
-4.53605700
-5.74150000
-4.62344800
-0.24821900
-2.49077900
-0.07938600
0.99543200
2.24411400
3.41807600
3.43481100
4.53605300

-1.97395200
-3.32601000
-3.72243200
-2.31467600
-2.64867300
-4.05118700
2.64900500
-4.20242100
-2.94709900
-1.59227200
-1.10832500
0.16468100
1.97405200
4.05143700
3.32624200
3.72274100
2.31473300
4.20232300
2.94676300
1.59191200
1.10831700
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Table S2. Cartesian coordinates of the HS [Fe(qgsal)z] cation.

T IT I T ITITZgOoononononononononononononononononononononoonononoononnnnnnon

2.37473500
-1.97780100
-2.78178100
-2.60150900
-1.58069600
-3.39767400
-3.16988600
-2.15330000
-2.37430800
-3.44064100
-4.42091600

3.44119600
-4.38833700
-3.35502800
-2.33207000
-1.28664000

0.72471800

0.95793300

1.97838000

2.78189900

2.60125800

1.58052500

4.42116000

3.39699500

3.16891100

2.15246900

4.38816300

3.35476900

2.33210200

1.28664500
-0.72447600
-0.95729100
-0.00001400

3.46219700
-3.75774800
-1.97144500
-3.46133000
-5.22727500
-5.16139600
-3.30969900

0.88825900
4.73729000
3.94107800
2.53062300
1.96144200
1.63950300
0.27808400
-0.19484100
-0.88846300
-0.47773700
-1.37975000
0.47743100
-2.73329500
-3.15922400
-2.26420500
-2.79138200
-2.80240100
-4.17470600
-4.73712300
-3.94098100
-2.53057100
-1.96134600
1.37954500
-1.63951900
-0.27813100
0.19484400
2.73330400
3.15931300
2.26419100
2.79145000
2.80253600
4.17490600
0.00002500
-0.55973500
-0.43329900
-1.26275100
0.55926500
-1.03886700
-3.42508900
-4.19847900

1.92032700
-1.38431200
-2.18021700
-2.17176700
-1.35147800
-2.94247800
-2.86468700
-1.99989900

1.92074700
2.76349600
3.15955400

2.76288100

2.74087400
1.92432300
1.49517200
0.67575100
-0.56925400
-0.57607900
-1.38374400
-2.18019700
-2.17222400
-1.35187000

3.15945000
-2.94346800
-2.86605800
-2.00110800

2.74147300

1.92508500

1.49542500

0.67611000
-0.56932800
-0.57669900

0.33926200

3.08715200
-3.43712200
-1.90043100

3.08831500

3.80620200

3.06341500

1.60094200
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-1.37379700
0.37515500
2.12673700
3.56000500
5.22760700
4.18016700
3.75644300
1.97045100
5.16098400
3.30914000
1.37361100

-0.37413300

-2.12581300

-3.55994400

-4.18093500
0.27023600

-1.38893400

-0.27002200
1.38848000
1.46313200

-1.46237600

conditions of

-3.85858700
-4.84059200
-5.81401600
-4.37797900
1.03858500
-2.03940700
0.43320700
1.26276000
3.42517700
4.19870900
3.85877000
4.84095100
5.81423900
4.37805400
2.03935700
2.12736400
0.60923500
-2.12730100
-0.60915500
0.02242400
-0.02275800

the Creative

Commons

0.45196000
0.05372100
-1.36478600
-2.80154900
3.80595000
-3.58435600
-3.43888700
-1.90188400
3.06441300
1.60220300
0.45283000
0.05257500
-1.36575700
-2.80151100
-3.58327700
0.17220600
-1.27316900
0.17227700
-1.27391900
1.56157900
1.56248500

© 2019 by the authors. Submitted for possible open access publication under the terms
Attribution
(http://creativecommons.org/licenses/by/4.0/).



