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Figure	
  S1:	
  Histogram	
  of	
  the	
  Ga–O(P)	
  distances	
  reported	
  in	
  the	
  CSD	
  2015	
  	
  
	
  
	
   	
  

Plot Data
File=/Users/vojtechjancik/csds_
Test=3
Tot.Obs.=408
Obs.=408
Supp.=0

X-axis
Min.=1.571
Max.=2.182
Range=0.611
Mean=1.826
Mean SE=0.002
Sample SD=0.048

Histogram
Median=1.823
Skew=0.219
Quantile=10.000
LQ=1.795
HQ=1.865
Bin Width=0.018
Max. Bin =125.000
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Figure	
  S2:	
  Histogram	
  of	
  the	
  P–O(Ga)	
  distances	
  reported	
  in	
  the	
  CSD	
  2015	
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Figure	
  S3:	
  Molecular	
  graph	
  of	
  1	
  showing	
  the	
  Ga·∙·∙·∙H	
  weak	
  interactions.	
  The	
  green	
  spheres	
  
are	
  bond	
  critical	
  points	
  (BCP).	
  
	
  
	
  
Table	
  S1:	
  Topological	
  properties	
  of	
  the	
  bond	
  critical	
  points	
  (BCP)	
  of	
  the	
  Ga–N	
  bonds	
  and	
  
Ga·∙·∙·∙H	
  interactions	
  in	
  1.	
  
	
  

	
  
Ga–N	
   Ga·∙·∙·∙H15	
   Ga·∙·∙·∙H12	
   Ga·∙·∙·∙H27	
   Ga·∙·∙·∙H24	
  

ρ(rBCP)/e·∙Å–3	
   0.513	
   0.054	
   0.074	
   0.054	
   0.074	
  
∇2ρ(rBCP)/e·∙Å–5	
   7.471	
   0.361	
   0.506	
   0.361	
   0.506	
  
ε	
   0.078	
   0.049	
   0.171	
   0.047	
   0.169	
  
h	
   -­‐0.017	
   0.0004	
   0.0002	
   0.0004	
   0.0002	
  
DI/e	
   0.469	
   0.054	
   0.078	
   0.054	
   0.068	
  
dBP/Å	
   2.043	
   2.994	
   2.648	
   2.990	
   2.649	
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Figure	
  S4:	
  Molecular	
  graph	
  of	
  the	
  reacting	
  complex	
  1+P	
  showing	
  the	
  Ga·∙·∙·∙H	
  weak	
  
interactions.	
  The	
  green	
  spheres	
  are	
  bond	
  critical	
  points	
  (BCP).	
  
	
  
	
  
Table	
  S2:	
  Topological	
  properties	
  of	
  the	
  bond	
  critical	
  points	
  (BCP)	
  of	
  the	
  Ga–N	
  bonds	
  and	
  
Ga·∙·∙·∙H	
  interactions	
  in	
  the	
  reacting	
  complex	
  1+P.	
  
	
  
	
  
	
   Ga–N1	
   Ga–N2	
   Ga·∙·∙·∙H15	
   Ga·∙·∙·∙H12	
   Ga·∙·∙·∙H27	
   Ga·∙·∙·∙H24	
   Ga·∙·∙·∙H30	
  
ρ(rBCP)/e·∙Å–3	
   0.526	
   0.526	
   0.013	
   0.007	
   0.008	
   0.005	
   0.017	
  
∇2ρ(rBCP)/e·∙Å–5	
   7.615	
   8.314	
   0.189	
   0.094	
   0.101	
   0.074	
   0.175	
  
ε	
   0.073	
   0.079	
   11.664	
   4.000	
   1.615	
   15.953	
   0.217	
  
h	
   -­‐0.018	
   -­‐0.018	
   0.0002	
   0.0004	
   0.0003	
   0.0004	
   -­‐0.0009	
  
DI/e	
   0.464	
   0.486	
   0.075	
   0.038	
   0.043	
   0.021	
   0.091	
  
dBP/Å	
   2.036	
   2.014	
   2.522	
   3.108	
   2.879	
   3.385	
   2.565	
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Nuclear Coordinates for 1 
 
73 
-3161.77842683 
31        0.0009200       -0.0047950       -0.9041150 
7        1.3927530       -0.0344400        0.5904860 
6        1.2468840       -0.0756870        1.9104110 
7       -1.3896750        0.0299570        0.5919410 
6        0.0025880       -0.0004960        2.5481420 
1        0.0031700        0.0006220        3.6296360 
6       -1.2424010        0.0742020        1.9115510 
6        2.4733550       -0.2098080        2.7817130 
1        3.0229450       -1.1184140        2.5163740 
1        2.2027580       -0.2513610        3.8365850 
1        3.1590470        0.6277650        2.6207720 
6       -2.4676470        0.2123680        2.7839600 
1       -3.1554530       -0.6239050        2.6253980 
1       -3.0154900        1.1217250        2.5175570 
1       -2.1957630        0.2553300        3.8384420 
6        2.7079560       -0.0891490        0.0300190 
6        3.1930650       -1.3138530       -0.4574170 
6        4.4410960       -1.3289140       -1.0857330 
1        4.8302130       -2.2668840       -1.4731120 
6        5.1855600       -0.1671620       -1.2265730 
1        6.1535340       -0.1970750       -1.7166920 
6        4.6866160        1.0394460       -0.7448980 
1        5.2743100        1.9441220       -0.8654490 
6        3.4431110        1.1037180       -0.1186840 
6        2.8623620        2.4310180        0.3487480 
1        2.2064420        2.2290960        1.2031120 
6        1.9883940        3.0447950       -0.7537240 
1        1.1752820        2.3662860       -1.0314030 
1        2.5826600        3.2308820       -1.6541410 
1        1.5500520        3.9916800       -0.4219750 
6        3.9275040        3.4289040        0.8062880 
1        4.6092210        2.9838420        1.5373170 
1        3.4508540        4.2994700        1.2652370 
1        4.5246660        3.7934830       -0.0354790 
6        2.3933850       -2.6023860       -0.3367420 
1        1.4992210       -2.3989020        0.2632640 
6        1.9361270       -3.0956910       -1.7156640 
1        1.3361910       -2.3331280       -2.2218420 
1        1.3341930       -4.0049490       -1.6174370 
1        2.7993560       -3.3261310       -2.3490720 
6        3.1899380       -3.6937300        0.3879780 
1        3.5360610       -3.3539350        1.3684860 
1        4.0693720       -3.9929710       -0.1912000 
1        2.5704740       -4.5840020        0.5322250 
6       -2.7053450        0.0866980        0.0327760 
6       -3.4442530       -1.1044350       -0.1114680 
6       -4.6887060       -1.0381550       -0.7355660 
1       -5.2794340       -1.9413320       -0.8523620 
6       -5.1849420        0.1686360       -1.2196400 
1       -6.1537990        0.2001540       -1.7079070 
6       -4.4366890        1.3284890       -1.0835250 
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1       -4.8237410        2.2665370       -1.4728000 
6       -3.1875210        1.3114480       -0.4574800 
6       -2.3837830        2.5979960       -0.3422700 
1       -1.4878600        2.3932830        0.2546940 
6       -3.1746790        3.6928720        0.3833800 
1       -3.5172280        3.3562640        1.3662360 
1       -4.0559670        3.9925650       -0.1927320 
1       -2.5525770        4.5820950        0.5226890 
6       -1.9304620        3.0875830       -1.7238220 
1       -1.3251750        3.9950240       -1.6294900 
1       -2.7954230        3.3199320       -2.3541400 
1       -1.3350160        2.3223180       -2.2312050 
6       -2.8664100       -2.4321480        0.3584530 
1       -2.2106550       -2.2301600        1.2129370 
6       -1.9928930       -3.0491870       -0.7425630 
1       -1.1786580       -2.3724130       -1.0210600 
1       -2.5870950       -3.2358170       -1.6429070 
1       -1.5561690       -3.9961870       -0.4090690 
6       -3.9335800       -3.4274500        0.8167780 
1       -3.4587320       -4.2981130        1.2773990 
1       -4.5307160       -3.7923090       -0.0248880 
1       -4.6150640       -2.9801250        1.5466470 
 
 
Nuclear Coordinates for the reacting complex 1+P 
 
81 
-3353.58300394 
31       -0.1101330        0.3628100       -0.8790610 
7       -1.4952890        0.2056140        0.6051520 
6       -1.3251220        0.0341180        1.9114640 
7        1.2923890        0.1773360        0.5546360 
6       -0.0662340        0.0324220        2.5282780 
1       -0.0471960       -0.0666520        3.6051800 
6        1.1694050        0.0909110        1.8754020 
6       -2.5313960       -0.2040740        2.7891760 
1       -3.2436260        0.6226920        2.7167100 
1       -2.2369690       -0.3321070        3.8304520 
1       -3.0604120       -1.1018830        2.4543350 
6        2.4167800       -0.0057410        2.7187930 
1        3.1230890        0.7845740        2.4507320 
1        2.9242730       -0.9582780        2.5311760 
1        2.1794080        0.0628910        3.7802810 
6       -2.8188900        0.1555800        0.0612490 
6       -3.6224020        1.3149320        0.0806270 
6       -4.8913400        1.2464600       -0.4895870 
1       -5.5323400        2.1217110       -0.4803140 
6       -5.3505890        0.0712480       -1.0786420 
1       -6.3416150        0.0373860       -1.5198360 
6       -4.5371180       -1.0507400       -1.1103070 
1       -4.8954620       -1.9612960       -1.5832030 
6       -3.2589610       -1.0320750       -0.5439230 
6       -2.3904750       -2.2798850       -0.6157930 
1       -1.4499310       -2.0869450       -0.0852670 
6       -2.0556530       -2.6341470       -2.0703690 
1       -1.5406120       -1.8121780       -2.5774090 
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1       -2.9679920       -2.8621090       -2.6321810 
1       -1.4070490       -3.5158820       -2.1075490 
6       -3.0626910       -3.4687540        0.0823820 
1       -3.3016720       -3.2408360        1.1253270 
1       -2.4031240       -4.3416780        0.0650650 
1       -3.9941580       -3.7453740       -0.4217550 
6       -3.0741950        2.6138980        0.6559440 
1       -2.4754120        2.3652820        1.5402280 
6       -2.1251360        3.2605770       -0.3611460 
1       -1.3455020        2.5479930       -0.6384330 
1       -1.6544580        4.1601810        0.0464270 
1       -2.6670520        3.5281360       -1.2736150 
6       -4.1561360        3.6005690        1.0920580 
1       -4.8771410        3.1364840        1.7718960 
1       -4.7053000        3.9984670        0.2328300 
1       -3.6981070        4.4502810        1.6054820 
6        2.5866140        0.0725760       -0.0478000 
6        3.2435180        1.2331550       -0.4904790 
6        4.4477400        1.0859780       -1.1842780 
1        4.9692640        1.9728620       -1.5340960 
6        4.9774140       -0.1705300       -1.4447260 
1        5.9110550       -0.2649680       -1.9900880 
6        4.3038680       -1.3094720       -1.0149890 
1        4.7136500       -2.2902070       -1.2387160 
6        3.1001720       -1.2114660       -0.3176430 
6        2.3247520       -2.4641640        0.0635740 
1        1.5758960       -2.1911710        0.8149000 
6        3.2168020       -3.5535100        0.6645400 
1        3.8093350       -3.1730000        1.5021640 
1        3.9092740       -3.9617870       -0.0780370 
1        2.6036030       -4.3835790        1.0269210 
6        1.5624940       -2.9971170       -1.1573200 
1        0.9784870       -3.8852800       -0.8908290 
1        2.2555520       -3.2659980       -1.9618220 
1        0.8771500       -2.2474790       -1.5703540 
6        2.6753830        2.6234890       -0.2558780 
1        1.7166380        2.5196990        0.2640810 
6        2.4227140        3.3489230       -1.5839840 
1        1.8446640        2.7340790       -2.2799820 
1        3.3696850        3.5985500       -2.0748540 
1        1.8853590        4.2858330       -1.4065200 
6        3.5969120        3.4561200        0.6443950 
1        3.1666300        4.4474690        0.8155620 
1        4.5777980        3.5933270        0.1776890 
1        3.7531070        2.9794630        1.6166250 
6        1.8765450       -0.0689710       -3.8451630 
1        2.7548470        0.0437030       -4.4879840 
1        2.2433380       -0.2115090       -2.8160250 
8        1.1134090        1.1050400       -3.9784990 
1        0.4252740        1.0559260       -3.2899210 
6        1.1316180       -1.2787880       -4.2431250 
6        0.5111850       -2.2624580       -4.5633640 
1       -0.0424300       -3.1276260       -4.8500020 
	
  
	
  


