UNIVERSITY OF AMSTERDAM
X

UvA-DARE (Digital Academic Repository)

Coordination of the ambiphilic phosphinoborane tBu,PCH,BPh, to Cu(l)Cl

Boom, D.H.A_; Ehlers, A.W.; Nieger, M.; Slootweg, J.C.

DOI
10.1515/znb-2017-0078

Publication date
2017

Document Version
Other version

Published in
Zeitschrift fur Naturforschung. B, A Journal of Chemical Sciences

License
Article 25fa Dutch Copyright Act (https://www.openaccess.nl/en/policies/open-access-in-
dutch-copyright-law-taverne-amendment)

Link to publication

Citation for published version (APA):

Boom, D. H. A, Ehlers, A. W., Nieger, M., & Slootweg, J. C. (2017). Coordination of the
amblphlllc phosphlnoborane Bu,PCH BPh to Cu(l)Cl. Zeitschrift fiir Naturforschung. B, A
Journal of Chemical Sciences, 7?2(11) 781-784. https //doi.org/10.1515/znb-2017-0078

General rights

It is not permitted to download or to forward/distribute the text or part of it without the consent of the author(s)
and/or copyright holder(s), other than for strictly personal, individual use, unless the work is under an open
content license (like Creative Commons).

Disclaimer/Complaints regulations

If you believe that digital publication of certain material infringes any of your rights or (privacy) interests, please
let the Library know, stating your reasons. In case of a legitimate complaint, the Library will make the material
inaccessible and/or remove it from the website. Please Ask the Library: https://uba.uva.nl/en/contact, or a letter
to: Library of the University of Amsterdam, Secretariat, Singel 425, 1012 WP Amsterdam, The Netherlands. You
will be contacted as soon as possible.

UVA-DARE is a service provided by the library of the University of Amsterdam (https://dare.uva.nl)
Download date:16 Dec 2025


https://doi.org/10.1515/znb-2017-0078
https://dare.uva.nl/personal/pure/en/publications/coordination-of-the-ambiphilic-phosphinoborane-tbu2pch2bph2-to-cuicl(fe4b40fb-61c6-4cdf-be31-6bb8c8a8b7d2).html
https://doi.org/10.1515/znb-2017-0078

Supporting Information

Devin H. A. Boom®, Andreas W. Ehlers*®, Martin Nieger®, J. Chris Slootweg™*
Coordination of the ambiphilic phosphinoborane tBu,PCH,BPh, to Cu(I)Cl

DOI: 10.1515/znb-2017-0078
Received May 10, 2017; accepted June 2, 2017

* Van ’t Hoff Institute for Molecular Sciences, University of Amsterdam, Science Park 904,

PO Box 94157, 1090 GD, Amsterdam, The Netherlands. E-mail: j.c.slootweg@uva.nl.

® Department of Chemistry, University of Johannesburg, Auckland Park, Johannesburg, 2006,

South Africa.

¢ Department of Chemistry, University of Helsinki, P.O. Box 55, FIN-00014, Helsinki,

Finland.

* Corresponding author: J. Chris Slootweg, Van ’t Hoff Institute for Molecular Sciences,
University of Amsterdam, Science Park 904, PO Box 94157, 1090 GD, Amsterdam, The

Netherlands. E-mail: j.c.slootweg@uva.nl.

1. NMR spectra S2

2. Computational details S5



NMR spectra

1.

62T~
€T

PE'T~
[ioad

ce's—

05'L
Z25'L
5L
Fa=ya
65 NN
T9°L \
PLL
9LE

Mhtan —

H NMR spectrum of compound 2

1

Figure S1:

$8'6C:
Hm,omv.
0T '#E:
LTPE:

¥8'E5—

90621
[52ET—
9T9ET,

#8'6E~
1668

OT'pE~
LE'PET

T

31 30

32
f1 (ppm)

8
(g\]
s £
= =3
i 2.
L s
o
[&]
- G~
Iw O
=
5 =
[&]
(D]
o
= 7
=
\m N
<
] T
-
o
O
o =
w2
g ]
- —
=
an
o p—
=

S



—53.64

i A O R 100 O 1 ot g

r T T T T T
200 150 100 50 0 -50 -100 -150
fL (ppm)

Figure S3: *'P{'"H} NMR spectrum of compound 2
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Figure S4: '"B{'H} NMR spectrum of compound 2
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Figure S5: HSQC NMR spectrum of compound 2
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Figure S6: HMBC NMR spectrum of compound 2
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2. Computational details

Optimized geometry (Cartesian coordinates) and uncorrected energy (in a.u.) for 2.

E =-6570.38609488

Cl  -0.563717000  0.656848000 -1.645954000
u  -1.274516000 -0.598037000  0.227346000
-3.170264000 -1.790881000  0.240864000
-4.806039000  0.634458000  0.605813000
-4.636665000 -0.906681000  0.947696000
-5.548369000 -1.489763000  0.782598000
-4.466159000 -0.922742000  2.035933000
-3.089725000  -3.345227000  1.318698000
-4.443431000 -4.013349000  1.600759000
-4.931610000 -4.381605000  0.695888000
-5.134868000 -3.335224000  2.110913000
-4.285269000  -4.873995000  2.263159000
-2.480414000 -2.890807000  2.660313000
-3.108890000 -2.154558000  3.175006000
-1.485060000 -2.454976000  2.529585000
-2.392980000  -3.759079000  3.325840000
-2.127973000  -4.362282000  0.688458000
-2.549825000  -4.825800000 -0.209081000
-1.925169000 -5.165045000  1.408511000
-1.170738000  -3.894742000  0.431675000
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-3.682322000

-2.182963000

-1.534646000

-4.089010000 -0.837903000 -2.166079000
-3.323449000 -0.068978000 -2.011289000
-5.045319000 -0.470099000 -1.782225000
-4.207921000  -0.973068000  -3.248266000
-2.452141000  -2.696859000 -2.305328000
-1.645367000 -1.956850000 -2.290283000
-2.731136000 -2.870808000 -3.352548000
-2.066163000 -3.638562000 -1.905917000

-4.837799000
-5.705330000
-4.536391000
-5.166549000
-3.584816000
-3.380363000
-4.086535000

-3.179918000
-2.900569000
-4.195222000
-3.210395000
1.601245000
2.670125000
2.830086000

-1.675324000
-1.066275000
-1.399076000
-2.721994000
0.774690000
-0.114026000
-0.924685000
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-2.281262000
-2.135589000
-1.367201000
-0.514472000
-1.542362000
-0.819869000
-2.629200000
-2.738379000
-6.217340000
-6.545694000
-5.802812000
-7.803083000
-8.029042000
-8.766755000
-9.746892000
-8.472370000
-9.221065000
-7.220487000
-7.016779000
0.564177000
1.274546000
3.165413000
4.810122000
4.635921000
5.545339000
4.466825000
3.079081000
4.429914000
4.913354000
5.126664000
4.268963000
2.474815000
3.108431000
1.481617000
2.383799000
2.110929000
2.528560000
1.906068000
1.155286000
3.674541000
4.086392000
3.323650000
5.043968000
4.204929000

3.514219000
4.317211000
3.323963000
3.988812000
2.274291000
2.100576000
1.416387000
0.599450000
1.197651000
2.544195000
3.199967000
3.055372000
4.098026000
2.230344000
2.628233000
0.891516000
0.242676000
0.386306000
-0.663245000
-0.666697000
0.588733000
1.789329000
-0.631833000
0.907332000
1.494370000
0.917932000
3.337255000
4.010691000
4.388792000
3.332464000
4.865185000
2.872354000
2.137036000
2.431811000
3.736611000
4.352782000
4.822791000
5.151060000
3.882019000
2.193148000
0.853202000
0.080592000
0.486754000
0.994709000

0.003906000
-0.712513000
1.036053000
1.141719000
1.933475000
2.724447000
1.791585000
2.501846000
0.211484000
0.451016000
0.895765000
0.144930000
0.348626000
-0.428117000
-0.675655000
-0.678558000
-1.123772000
-0.348894000
-0.547373000
1.644515000
-0.227435000
-0.247418000
-0.600202000
-0.948408000
-0.784801000
-2.036932000
-1.333893000
-1.617196000
-0.713842000
-2.119939000
-2.286849000
-2.674246000
-3.183969000
-2.543115000
-3.344490000
-0.711006000
0.185161000
-1.435456000
-0.454118000
1.526298000
2.165203000
2.014697000
1.783235000
3.246624000

—S6—



TO@Do@Dozmonocoomnorxaomnaorraomnooon DD OoOmn oD TOo

2.441346000
1.637708000
2.718035000
2.051960000
4.825258000
5.694893000
4.519258000
5.152407000
3.592187000
3.391799000
4.098828000
2.295707000
2.153248000
1.380565000
0.530582000
1.551441000
0.827914000
2.635432000
2.741600000
6.223017000
6.556342000
5.816100000
7.815237000
8.045063000
8.775415000
9.756727000
8.476073000
9.222078000
7.222754000
7.015278000

2.705539000

1.962127000

2.885412000

3.643709000

3.196144000

2.917337000

4.208304000

3.234391000
-1.603269000
-2.670417000
-2.825683000
-3.518764000
-4.320460000
-3.334462000
-4.003085000
-2.286451000
-2.117653000
-1.424424000
-0.609229000
-1.188726000
-2.534916000
-3.194763000
-3.040628000
-4.083138000
-2.210247000
-2.603806000
-0.871641000
-0.218661000
-0.371927000

0.677567000

2.293045000
2.280091000
3.339872000
1.888654000
1.662756000
1.056451000
1.380048000
2.709663000
-0.766127000
0.125596000
0.936423000
0.010289000
0.728790000
-1.021945000
-1.125664000
-1.922166000
-2.713292000
-1.783107000
-2.495826000
-0.202583000
-0.437312000
-0.880470000
-0.128306000
-0.328376000
0.442861000
0.692691000
0.688570000
1.132249000
0.355987000
0.550810000



