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Table S1.  The lattice vectors (in Å) and fractional coordinates of the PBE optimised high-temperature 
crystal structure of galvinoxyl (1). 

 X Y Z 
a 11.8900 5.4350 0.0000 
b 11.8900 -5.4350 0.0000 
c -20.7260 0.0000 -10.2445 

 
Atom a b c Atom a b c Atom a b c 

C 0.7859 0.7141 0.7500 C 0.4687 0.7136 0.7668 H 0.8026 0.4525 0.1686 
C 0.6659 0.6967 0.6401 C 0.7864 0.0313 0.7332 H 0.1376 0.0829 0.4530 
C 0.8033 0.8341 0.8599 C 0.2920 0.4575 0.6103 H 0.4171 0.3624 0.0470 
C 0.7105 0.5757 0.5600 C 0.0425 0.2080 0.8897 H 0.3708 0.0965 0.5757 
C 0.9243 0.7895 0.9400 C 0.7850 0.9838 0.4309 H 0.4035 0.1292 0.9243 
C 0.6143 0.5533 0.4555 C 0.5162 0.7150 0.0691 H 0.2725 0.9234 0.4082 
C 0.9467 0.8857 0.0445 C 0.9307 0.2316 0.6668 H 0.5766 0.2275 0.0918 
C 0.4509 0.6546 0.4202 C 0.2684 0.5693 0.8332 H 0.1133 0.3867 0.2500 
C 0.8454 0.0491 0.0798 C 0.7437 0.9957 0.5233 H 0.1680 0.4961 0.4112 
C 0.4012 0.7777 0.5011 C 0.5043 0.7563 0.9767 H 0.0039 0.3320 0.0888 
C 0.7223 0.0988 0.9989 O 0.3553 0.6357 0.3234 H 0.5350 0.1259 0.3412 
C 0.5056 0.7907 0.6035 O 0.8643 0.1447 0.1766 H 0.3741 0.9650 0.1588 
C 0.7093 0.9944 0.8965 O 0.6447 0.3643 0.6766 H 0.1215 0.7482 0.6314 
C 0.6733 0.4320 0.3780 O 0.1357 0.8553 0.8234 H 0.7518 0.3785 0.8686 
C 0.0680 0.8267 0.1220 H 0.8867 0.6133 0.7500 H 0.0432 0.5683 0.4693 
C 0.2375 0.8890 0.4699 H 0.8320 0.5039 0.5888 H 0.9317 0.4568 0.0307 
C 0.6110 0.2625 0.0301 H 0.9961 0.6680 0.9112 H 0.1717 0.7452 0.5782 
C 0.8443 0.3385 0.4290 H 0.4650 0.8741 0.6588 H 0.7548 0.3283 0.9218 
C 0.1615 0.6557 0.0710 H 0.6259 0.0350 0.8412 H 0.4219 0.7995 0.8197 
C 0.5313 0.2864 0.2332 H 0.8785 0.2518 0.3686 H 0.7005 0.0781 0.6803 
C 0.2136 0.9687 0.2668 H 0.2482 0.6215 0.1314 H 0.4916 0.7963 0.7770 
C 0.7080 0.5425 0.3897 H 0.9568 0.4317 0.5307 H 0.7037 0.0084 0.7230 
C 0.9575 0.7920 0.1103 H 0.0683 0.5432 0.9693 H 0.5943 0.6578 0.8121 
C 0.2150 0.0162 0.5691 H 0.8283 0.2548 0.4218 H 0.8422 0.9057 0.6879 
C 0.4838 0.2850 0.9309 H 0.2452 0.6717 0.0782 H 0.2404 0.5438 0.6603 
C 0.0693 0.7684 0.3332 H 0.5781 0.2005 0.1803 H 0.9562 0.2596 0.8397 
C 0.7316 0.4307 0.1668 H 0.2995 0.9219 0.3197 H 0.4137 0.3988 0.6550 
C 0.2563 0.0043 0.4767 H 0.5084 0.2037 0.2230 H 0.1012 0.0863 0.8450 
C 0.4957 0.2437 0.0233 H 0.2963 0.9916 0.2770 H 0.1930 0.3509 0.5074 
C 0.2141 0.2859 0.2500 H 0.4057 0.3422 0.1879 H 0.1491 0.3070 0.9926 
C 0.3341 0.3033 0.3599 H 0.1578 0.0943 0.3121 H 0.9031 0.9061 0.4568 
C 0.1967 0.1659 0.1401 H 0.7596 0.4562 0.3397 H 0.5939 0.5969 0.0432 
C 0.2895 0.4243 0.4400 H 0.0438 0.7404 0.1603 H 0.8034 0.0533 0.4299 

C 0.0757 0.2105 0.0600 H 0.5863 0.6012 0.3450 H 0.4467 0.6966 0.0701 
C 0.3857 0.4467 0.5445 H 0.8988 0.9137 0.1550 H 0.6718 0.8899 0.3314 

C 0.0533 0.1143 0.9555 H 0.8070 0.6491 0.4926 H 0.6101 0.8282 0.1686 
C 0.5491 0.3454 0.5798 H 0.8509 0.6930 0.0074 H 0.0465 0.1506 0.6908 

C 0.1546 0.9509 0.9202 H 0.0969 0.0939 0.5432 H 0.3494 0.4535 0.8092 
C 0.5988 0.2223 0.4989 H 0.4061 0.4031 0.9568 H 0.9210 0.3280 0.7420 

C 0.2777 0.9012 0.0011 H 0.1966 0.9467 0.5701 H 0.1720 0.5790 0.7580 
C 0.4944 0.2093 0.3965 H 0.5533 0.3034 0.9299 H 0.9525 0.3026 0.6686 

C 0.2907 0.0056 0.1035 H 0.3282 0.1101 0.6686 H 0.1974 0.5475 0.8314 
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C 0.3267 0.5680 0.6220 H 0.3899 0.1718 0.8314 H 0.8624 0.9171 0.5470 
C 0.9320 0.1733 0.8780 H 0.9535 0.8494 0.3092 H 0.5829 0.6376 0.9530 

C 0.7625 0.1110 0.5301 H 0.6506 0.5465 0.1908 H 0.6292 0.9035 0.4243 

C 0.3890 0.7375 0.9699 H 0.0790 0.6720 0.2580 H 0.5965 0.8708 0.0757 
C 0.1557 0.6615 0.5710 H 0.8280 0.4210 0.2420 H 0.7275 0.0766 0.5918 

C 0.8385 0.3443 0.9290 H 0.0475 0.6974 0.3314 H 0.4234 0.7725 0.9082 
 

Table S2.  The lattice vectors (in Å) and fractional coordinates of the proposed low-temperature crystal 

structure of galvinoxyl (1). 

 X Y Z 
a 10.5147 -0.1268 0.0067 
b -1.7173 12.0485 0.1171 
c -0.5222 -2.2378 9.8463 

 

Atom a b c Atom a b c Atom a b c 
O 0.4273 0.7758 0.1030 C 0.9020 0.1257 0.6715 H 0.8810 0.9844 0.1264 
O 0.1431 0.4702 0.5922 C 0.8938 0.7735 0.8000 H 0.8381 0.0093 0.2959 
O 0.5727 0.2242 0.8970 C 0.8538 0.1881 0.9104 H 0.5899 0.5511 0.7640 
O 0.8569 0.5298 0.4078 C 0.0306 0.7171 0.6122 H 0.5333 0.6167 0.9184 
C 0.4906 0.1779 0.4853 C 0.7956 0.2952 0.7345 H 0.5280 0.4672 0.8793 
C 0.4412 0.8661 0.1922 C 0.8956 0.5690 0.7132 H 0.7865 0.0912 0.1819 
C 0.2284 0.4107 0.5608 C 0.3176 0.0846 0.8567 H 0.5872 0.2073 0.5373 
C 0.3299 0.8998 0.2665 C 0.6203 0.4697 0.2326 H 0.7301 0.9730 0.5828 
C 0.2093 0.3211 0.4343 C 0.3550 0.0831 0.0058 H 0.7187 0.8219 0.6743 
C 0.3490 0.0005 0.3599 C 0.7191 0.4810 0.1258 H 0.3266 0.9088 0.6427 
C 0.2921 0.2445 0.4173 C 0.2816 0.2003 0.8446 H 0.4785 0.6403 0.3171 
C 0.4723 0.0714 0.3935 C 0.6257 0.3595 0.2843 H 0.9943 0.1846 0.6922 
C 0.4028 0.2535 0.5100 C 0.1969 0.9941 0.8094 H 0.9195 0.0434 0.6911 
C 0.5805 0.0354 0.3286 C 0.4842 0.4591 0.1643 H 0.9746 0.7738 0.8728 
C 0.4322 0.3513 0.6193 H 0.2699 0.0270 0.4172 H 0.8720 0.1142 0.5633 
C 0.5688 0.9409 0.2261 H 0.2813 0.1781 0.3257 H 0.9010 0.8602 0.7813 
C 0.3507 0.4286 0.6482 H 0.6734 0.0912 0.3573 H 0.8038 0.7533 0.8475 
C 0.1975 0.8240 0.2382 H 0.5215 0.3597 0.6829 H 0.9484 0.2439 0.9287 
C 0.0988 0.3157 0.3289 H 0.0057 0.8154 0.3078 H 0.7884 0.2252 0.9812 
C 0.0980 0.8743 0.3285 H 0.0805 0.9566 0.3089 H 0.1104 0.7216 0.6885 
C 0.1062 0.2265 0.2000 H 0.0254 0.2262 0.1272 H 0.8667 0.1049 0.9308 
C 0.1462 0.8119 0.0896 H 0.1280 0.8858 0.4367 H 0.0426 0.6546 0.5213 
C 0.9694 0.2829 0.3878 H 0.0990 0.1398 0.2187 H 0.0352 0.8012 0.5868 
C 0.2044 0.7048 0.2655 H 0.1962 0.2467 0.1525 H 0.8912 0.3489 0.7605 
C 0.1044 0.4310 0.2868 H 0.0516 0.7561 0.0713 H 0.7703 0.2912 0.6266 
C 0.6824 0.9154 0.1433 H 0.2116 0.7748 0.0188 H 0.8044 0.5466 0.7579 
C 0.3797 0.5303 0.7674 H 0.8896 0.2784 0.3115 H 0.9752 0.5749 0.7905 
C 0.6450 0.9169 0.9942 H 0.1333 0.8951 0.0692 H 0.9058 0.5010 0.6275 
C 0.2809 0.5190 0.8742 H 0.9574 0.3454 0.4787 H 0.7258 0.3366 0.7952 
C 0.7184 0.7997 0.1554 H 0.9648 0.1988 0.4132 H 0.2725 0.0966 0.0661 
C 0.3743 0.6405 0.7157 H 0.1088 0.6511 0.2395 H 0.3796 1.0000 0.0133 
C 0.8031 0.0059 0.1906 H 0.2297 0.7088 0.3734 H 0.7150 0.5580 0.0858 
C 0.5158 0.5409 0.8357 H 0.1956 0.4534 0.2421 H 0.6954 0.4069 0.0410 
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C 0.5094 0.8221 0.5147 H 0.0248 0.4251 0.2095 H 0.8176 0.4848 0.1691 
C 0.5588 0.1339 0.8078 H 0.0942 0.4990 0.3725 H 0.4375 0.1494 0.0492 
C 0.7716 0.5893 0.4392 H 0.2742 0.6634 0.2048 H 0.2013 0.2182 0.9069 
C 0.6701 0.1002 0.7335 H 0.7275 0.9034 0.9339 H 0.3636 0.2693 0.8776 
C 0.7907 0.6789 0.5657 H 0.6204 0.0000 0.9867 H 0.7216 0.3592 0.3313 
C 0.6510 0.9995 0.6401 H 0.2850 0.4420 0.9142 H 0.6010 0.2857 0.1991 
C 0.7079 0.7555 0.5827 H 0.3046 0.5931 0.9590 H 0.5549 0.3508 0.3594 
C 0.5277 0.9286 0.6065 H 0.1824 0.5152 0.8309 H 0.2498 0.1991 0.7390 
C 0.5972 0.7465 0.4900 H 0.5625 0.8506 0.9508 H 0.1190 0.0156 0.8736 
C 0.4195 0.9646 0.6714 H 0.7987 0.7818 0.0931 H 0.1619 0.9907 0.7041 
C 0.5678 0.6487 0.3807 H 0.6364 0.7307 0.1224 H 0.4101 0.4489 0.2360 
C 0.4312 0.0591 0.7739 H 0.2784 0.6408 0.6687 H 0.4667 0.3833 0.0816 
C 0.6493 0.5714 0.3518 H 0.3990 0.7143 0.8009 H 0.4720 0.5328 0.1207 
C 0.8025 0.1760 0.7618 H 0.4451 0.6492 0.6406 H 0.2135 0.9088 0.8181 
C 0.9012 0.6843 0.6711 H 0.7502 0.8009 0.2610 H 0.4128 0.7927 0.4627 

 


