Universitit Wien
Fakultit fiir Physik
Computational Materials Physics Group
Sensengasse 8/12
A-1090 Wien, Austria
Tel.:4+43-1-4277-51400, Fax: +43-1-4277-9514
VAT-ID ATU37586901

Harvard University
Accounts Payable

PO Box 381588
Cambridge, MA 02238
USA

Attn.: Ms. Anna Shin

Invoice Nr. 5-1225
Your Purchase Order Nr. 70000328675

Academic license for the research group of Dr. Aldn Aspuru-Guzik at the Department of Chemistry
and Chemical Biology of the Harvard University, at 12 Oxford Street, Cambridge, MA 02138, USA,
to VASP.5.2, as described in the agreement between the two institutions.

The Terms of the License agreement override all Terms and Conditions of the Purchase Order.

US-$ 5252.36

(FIVETHOUSANDTWOHUNDEREDFIFTYTWO US-DOLLAR)
Payment is due 30 days after receipt of this invoice
Bank connection:
Raiffeisenlandesbank NO-Wien, F.-W.-Raiffeisenplatz 1, A-1020 Wien, Austria
Account Name: Universitidt Wien
Intern. Bank Account No. (IBAN): AT08 3200 0000 0067 5447
SwiftCode (BIC): RLNWATWW
e Please always note the internal account No. FA 513 901, and VASP, followed by the
number of this invoice on your transfer documents. Failure to do so can delay your
access to the software.
e Any bank fees incurred as a result of electronically transferred payments are the sole responsibility
of the customer
e If payment is done by cheque, the University of Vienna to charge an extra fee of € 120.-
e The University of Vienna does not accept payment by credit cards
e There is no VAT charged for the University of Vienna in Austria. Any withholding taxes in the
USA will be at the expense of the Harvard University and are not included in the license fee
therefore.

for the Universitdt Wien
Wien, March 26", 2012 Prof. Georg Kresse
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SOFTWARE LICENSE AGREEMENT FOR THE USE OF VASP5.2 BY
ACADEMIC INSTITUTIONS

The Universitat Wien, Austria (UW in the following) and the R A
Peesident L. Tellows. of Harvasd colleae. (Haxvard. Unvegity) ) US

(HUin the following) ! conclude the following agreement:

(1) The HM acquires a non-exclusive academic license for the use of the software-package
VASP (Vienna ab-initio simulationprogram) for ab-initio local-density-functional total-energy
and molecular-dynamics calculations, versions VASP5.2 and VASP4.6, by the research group
ok A Aspuna T Qual, Deportmund of Qaomistny L Chemieal. 2 Under this
licence the use of the software is restricted to a maximum of six 1‘esear(:1191!§ gxg;ftudent.s, all
belonging to this research group and to the same organisatorial unit and working at the same
location. The licence does not cover the use of VASP by external collaborators working at
other institutions.

(2) The license covers access to the source-code, the program documentation and to the
data-base for ultrasoft pseudopotentials and PAW-potentials. UW reserves the exclusive
property of the software. It declines any liability for the software and any responsibility
for the results of calculations produced with the program. The license does not cover any
maintenance service for the software or support for its implementation.

(3) The license is not transferable to another research group of HU without the written
agreement of UW. UW reserves the right to refuse authorization of such a transfer. A trans-
fer to a research group not belonging to HWis excluded.

(4) The HUsuarantees that the software or parts thereof shall not be made accessible to third
parties without the explicit written consent of UW. Access to the code and to the data-base
shall be made available through an account of the UW. The HU guarantees that the pass-
word for this account and any of its modifications will be known only to one contact-person
and shall not be communicated to temporary co-workers or guests. All installations of the
source code, the executable or the data-base must be copy-protected and accessible only to
the authorized users.

1Please insert here the name of the institution concluding this agreement with UW. This institution must
be a legal person and the agreement must be signed by an authorized representative of this institufion.
Define the acronym (replacing .....) under which this institution is referred to in the text of the agreement.
2Please insert here the name and affiliation research group for which the license is acquired



2/3

SOFTWARE LICENSE AGREEMENT FOR THE USE OF VASP5.2 BY
ACADEMIC INSTITUTIONS

(5) If the Licensee uses the VASP code for benchmarking, numbers must be kept confidential
and the results of the benchmark tests must not be published or communicated to third par-
ties without written permission of the University of Vienna. After prior written permission
of the University of Vienna, benchmarks may be performed by external staff if the Licensee
can ensure that access to the code is for a limited period and limited to persons involved
in the benchmarking. The Licensee must also ensure that the external staft will remove all
copies of the code after benchmarking.

(6) If VASP is used as the basis of further methodological or software-development, HA
agrees to make these additions available to UW. UW will also be entitled to include these
additions in further releases of VASP.

(7) In future publications of work performed using VASP, the use of the software shall be
properly acknowledged, e.g. in the form

"The calculations have been performed using the ab-initio total-energy and molecylar-
dynamics program VASP (Vienna ab-initio simulation program) developed at the Institut
fiir Materialphysik of the Universitiat Wien [1,2].”

[1] G. Kresse and J. Furthmiiller, Phys. Rev. B 54, 11 169 (1996).

If the PAW-version is used, reference will be made to

[2] G. Kresse and D. Joubert, Phys. Rev. 59, 1758 (1999).

If special features implemented in VASP will have been used, reference should be made to
the relevant publications as listed on the VASP home-page.

(8) The HU accepts to pay to UW a licence fee Euro 4.000,- (fourthousand Euro). The
licence fee is strongly discounted and applies only to academic institutions with undergrad-
uate teaching.

(9) The licensee will use VASP exclusively for non-profit research. If VASP is used in con-
tractual research in cooperation with or for industry or for military institutions, the financial
conditions will have to be re-negotiated.

(10) UW declares that it has the full power and authority to grant the rights granted in
this agreement without the consent of any other person, and that the license and use of the
software by the licensee will not in any way constitute an infringement or other violation of
any copyright, proprietary right or any other rights of any third party.

(11) Any disputes arising from the license agreement are subject to the laws and jurisdiction
of the Republic of Austria.

(12) The terms of this agreement shall prevail any terms or conditions of the licensee.
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SOFTWARE LICENSE AGREEMENT FOR THE USE OF VASP5.2 BY
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For the Universitit Wien:

ML

Jirgen Hafner
Fakultat fiir Physik, Universitit Wien
Sensengasse 8/12, A-1090 Wien, Austria

Date Tla¢de 2(;\‘\, ToAL

For the President & Fllows »F Huvedd Colleqe ((Harvia] Um\/ws.iﬁ,ﬂ

Gk

Name (inprint): \Qo Grordan . '
Institution: Depa,r—lfnimﬁ’ of Chemfﬂ‘n‘ & Chm‘uﬁ-b‘aloﬁﬂy H‘U’Va-'wt L)nl,\/oﬁ:.;ﬁ_]

Address: 12 0% Fovel SWCJ'; Camb(-\d»jﬁ_, MA 02{3%} UsA

Dt 3/513/!6L

For the research group entitled to use VASP5.2: AﬁP“fWL‘ L’I uzle (ﬂn’“’F

ar s y

Name (in print): AU{M Ag?uM"('xLu_{[L



Bill To:

Billing Inquiries:

MA Sales Tax Exempt #

HARVARD UNIVERSITY

Accounts Payable

PO Box 381588
Cambridge, MA 02238
United States

617-495-8500
E042-103-580

PO 70000328675 Page 1 of 1

Type Standard Purchase Order
Purchase Order 70000328675

Revision 0

Order Date 21-MAR-2012

Created By Anna Shin

Created by Email

anna@chemistry.harvard.edu

Revision Date

Supplier: UNIVERSITY OF VIENNA Ship To: Anna B. Shin/ CCB
C/O RATFFEISENLANDESBANK NOE Mallinckrodt Bldg, Room M-112
WIEN FAS - Harvard
F W RAIFFEISENPLATZ 1 Mallinckrodt Chemistry Lab
WIEN, A-1020 12 Oxford St
Cambridge, MA 02138
Customer # Supplier # Payment Terms Freight Terms | FOB Transportation Ship Via
174698 Net 30
Confirm To/Telephone Requestor Need By Date
Anna Shin 22-MAR-2012
Line # Part Number / Description Quantity UoOM Unit Price (USD) | Amount (USD)
1 Supplier Item: 5252.36 | Each 5,252.36

VASP 5.2 software license (4,000.00 EUR =
estimated $5,252.36 USD) for Synthesis of
Electocatalytic Oxides Enabling Grid-Scale
Electricity Storage proj

Note to Supplier: Please mail invoice to Anna B. Shin, Aspuru-Guzik Group, Chemistry & Chemical Biology, Harvard University,
12 Oxford Street, Cambridge MA 02138, USA.

$5,252.36

TERMS AND CONDITIONS

The Parties hereby acknowledge and agree that the terms and conditions found at the following website http:

incorporated herein and shall not be amended by the Parties without written amendment.

/Awww.procurement harvard.edwpro_purchaseorderconditions.pdf are hereby




