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Figure SI-1. Temperature dependence of the yuT product of complex 1.



Table SI-1. Mossbauer parameters of complex 1and their standard deviations of statistical

origin (given in parentheses).

Site T (K) | Arearatio (%) | § (mm/s) AEq (mm/s) | I/2 (mm/s)
Fel (LS) 80 32.01(41) 0.334(3) 1.320(7) 0.130(7)
100 33.90(56) 0.327(6) 1.326(10) 0.139(4)
120 32.60(58) 0.321(6) 1.323(12) 0.133(5)
140 31.68(83) 0.314(6) 1.321(12) 0.132(5)
160 30.26(87) 0.311(6) 1.311(12) 0.127(6)
180 27.5(10) 0.291(13) 1.33(3) 0.127(8)
200 25.95(81) 0.282(12) 1.34(3) 0.138(6)
220 22.96(94) 0.281(21) 1.33(4) 0.145(10)
240 20.1(10) 0.271(29) 1.29(6) 0.155(13)
260 21.1(14) 0.263* 1.22(3) 0.23(2)
280 18.0(21) 0.255% 1.18(5) 0.21(3)
300 22.6(25) 0.248* 1.18(7) 0.29(4)
Fel+Fe3 (HS) 80 34.65(58) 1.008(4) 2.795(6) 0.144(4)
100 33.77(91) 1.004(5) 2.779(9) 0.141(6)
120 34.06(91) 0.992(6) 2.76(1) 0.143(6)
140 34.98(94) 0.983(5) 2.75(1) 0.141(6)
160 36.4(10) 0.968(5) 2.72(1) 0.138(5)
180 39.1(14) 0.962(12) 2.68(3) 0.142(7)
200 40.7(10) 0.942(8) 2.65(2) 0.136(5)
220 43.7(11) 0.927(8) 2.62(2) 0.141(5)
240 46.6(13) 0.914(7) 2.60(2) 0.143(4)
260 45.6(12) 0.897(6) 2.57(1) 0.146(6)
280 48.7(21) 0.882(10) 2.51(1) 0.145(8)
300 44(22) 0.870(10) 2.47(12) 0.135(9)
Fe2 (HS) 80 33.33% 1.160(3) 2.808(6) 0.159(4)
100 33.33* 1.152(4) 2.805(8) 0.162(7)
120 33.33% 1.142(4) 2.800(7) 0.159(6)
140 33.33* 1.136(5) 2.791(9) 0.162(5)
160 33.33% 1.121(5) 2.775(10) 0.163(6)
180 33.33% 1.105(8) 2.75(1) 0.165(9)
200 33.33* 1.091(5) 2.744(10) 0.158(6)
220 33.33% 1.074(8) 2.74(2) 0.167(7)
240 33.33% 1.060(14) 2.72(3) 0.177(8)
260 33.33% 1.028(10) 2.71(Q2) 0.175(9)
280 33.33% 1.00(2) 2.60(4) 0.195(19)
300 33.33% 0.98(2) 2.57(4) 0.19(2)

* fixed value.




Table SI-2. Magnetic data of complex 1 corrected for the diamagnetic contributions of the

capsule and sample.

T y X T T y o T
(K) (cm’mol™") | (em’mol'K) (K) (cm’mol™”) | (cm’mol'K)

299.96 0.02911 8.73184 149.76 0.04752 7.13355
297.78 0.02925 8.71006 147.78 0.04791 7.1166

295.68 0.02946 8.71073 145.79 0.04837 7.08014
293.58 0.02965 8.70465 143.78 0.04879 7.05186
291.63 0.02983 8.69932 141.8 0.04925 7.01503
289.65 0.03 8.6895 139.81 0.04972 6.98365
287.75 0.03015 8.67566 137.8 0.05019 6.95135
285.77 0.0303 8.65883 135.8 0.05071 6.91618
283.79 0.03042 8.63289 133.81 0.05119 6.88642
281.84 0.03056 8.61303 131.8 0.05171 6.84973
279.78 0.03071 8.59204 129.81 0.05224 6.81538
277.81 0.03087 8.57599 127.78 0.05264 6.78127
275.78 0.03104 8.56021 125.81 0.05321 6.72634
273.79 0.03121 8.54499 123.8 0.05379 6.69435
271.75 0.03139 8.53023 121.81 0.05438 6.6592

269.78 0.03156 8.51426 119.8 0.05498 6.62403
267.75 0.03173 8.49571 117.8 0.05563 6.5866

265.75 0.03191 8.48008 115.79 0.05627 6.55321
263.79 0.03208 8.46238 113.82 0.05693 6.5155

261.77 0.03227 8.447732 111.8 0.05762 6.47977
259.74 0.03245 8.42856 109.79 0.05832 6.44192
257.78 0.03263 8.41136 107.8 0.05905 6.40295
255.79 0.03281 8.39247 105.8 0.05979 6.36559
253.79 0.033 8.37507 103.82 0.06056 6.32578
251.78 0.03319 8.35658 101.81 0.06134 6.28734
249.79 0.03338 8.33799 99.81 0.06217 6.24503
247.77 0.03357 8.31764 97.8 0.06302 6.20519
245.76 0.03377 8.29932 95.78 0.06392 6.16336
243.73 0.03397 8.27951 93.81 0.06481 6.12226
241.77 0.03417 8.26128 91.8 0.0658 6.07983
239.76 0.03437 8.24055 89.81 0.06676 6.04044
237.77 0.03457 8.21971 87.82 0.0678 5.99572
235.76 0.03478 8.19973 85.79 0.06887 5.9542

233.76 0.03499 8.17926 83.82 0.06998 5.90836
231.77 0.03521 8.16062 81.81 0.07115 5.86572
229.77 0.03542 8.13845 79.82 0.07236 5.82078
227.76 0.03564 8.11737 77.81 0.07362 5.77578
225.73 0.03588 8.09919 75.81 0.07493 5.72837
223.77 0.03614 8.08705 73.8 0.07625 5.68044
221.77 0.03544 7.85953 71.82 0.07741 5.62725
219.75 0.03661 8.04505 69.78 0.07926 5.55959
217.79 0.03684 8.02338 67.8 0.08087 5.53076
215.79 0.03708 8.00149 65.79 0.08235 5.48299
213.78 0.03732 7.97827 63.82 0.08443 5.41781
211.76 0.03757 7.95582 61.8 0.08638 5.38832




209.77 0.03782 7.9335 59.82 0.08842 5.33828
207.76 0.03807 7.90942 57.79 0.09068 5.28928
205.77 0.03833 7.88716 55.8 0.09305 5.2404

203.75 0.03857 7.85864 53.81 0.09561 5.19219
201.78 0.03885 7.83915 51.81 0.09836 5.14477
199.76 0.03912 7.81461 49.82 0.1013 5.09603
197.75 0.03937 7.78542 47.8 0.1046 5.04677
195.78 0.03966 7.76463 45.81 0.1082 4.99988
193.79 0.03994 7.73997 43.82 0.1117 4.95664
191.76 0.04024 7.71642 41.8 0.1164 4.89469
189.78 0.04052 7.68989 39.37 0.1222 4.86552
187.79 0.04081 7.66371 37.78 0.125 4.81101
185.77 0.04111 7.637 35.79 0.1323 4.7225

183.78 0.04141 7.61033 33.75 0.139 4.73502
181.77 0.04171 7.58163 31.77 0.1465 4.69125
179.76 0.04205 7.55891 29.717 0.1549 4.65431
177.79 0.04236 7.53118 27.77 0.1646 4.61137
175.78 0.04269 7.50405 25.78 0.1757 4.57094
173.79 0.04299 747123 23.85 0.1882 4.52955
171.77 0.04336 7.44795 21.83 0.2031 4.48857
169.8 0.0437 7.42026 19.83 0.2208 4.43367
167.76 0.04407 7.39318 17.82 0.2421 4.37846
165.79 0.04441 7.36273 15.15 0.2782 431422
163.8 0.04477 7.33333 13.8 0.3002 4.21473
161.79 0.04515 7.30482 11.85 0.3399 4.14276
159.79 0.04553 7.27524 9.86 0.3911 4.02782
157.78 0.04589 7.24052 7.85 0.4675 3.85625
155.77 0.04613 7.18567 5.82 0.5807 3.66988
153.8 0.04671 7.184 3.21 0.8737 3.37967
151.81 0.04699 8.73184 1.98 1.124 2.80458




