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Tandem mass spectrometry and multiple reaction monitoring using an atmospheric pressur
quadrupole mass spectrometer for product identification in atmospherically important reactit
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Abstract; An atmospheric pressure chemical ionization triple quadrupole mass spectrometer has been Coupled to a smaog chambe
hydrocarbon oxidation reactions. Traditional M3 and M3/MS scan modes were used to identify ion signals arising from possible reac
was used to follow a number of these as target -= fragment ion pairs over the course ofthe reaction. Mechanistic information has bee
signals. MEM profiling has allowed the identification of interferences that occur due to isobaric ions resulting from the formation of is¢
undetectable using the M3 and M3/M3 modes. Differences in product formation rate results in variations of their MEM ion pair onset &
observed. This method was tested during a Study of the products ofthe HO radical oxidation of P-pinene. The oxidation product pinak
interferences at its (M+H)(+), miz 139. being more accurately maonitored using its (M+H+H20)(+) clusterion pairs, 157 -= 139 and 153
ion pair 157 -= 111 has lead to the identification of a More highly oxidized acid-aldehyde product. It has been determined that an orgai
dependence relative to pinaketone cannot be the expected simple C10 hydroxynitrate product but rather a mare highly oxidized C8 niti
reaction time has proven to be avaluable addition to existing mass spectrometric acquisition maodes for reaction product determinati
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Author Keywords: Mass spectrometry; Atmospheric pressure chemical ionization; beta-Pinene; Oxidation
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Reprint Address: Hastie, DR (reprint author), York Univ, Dept Chem, 4700 Keele 5t, Toronto, OM M3J 1P3 Canada
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1. York Univ, Dept Chem, Toronto, OM M3J 1P3 Canada A
2 York Univ, Ctr Atmaspher Chem, Toronto, ON M3J 1P3 Canada

E-mail Addresses: Hastie@Yorku.ca
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Synthesis, spectroscopic and a ZINDO study of cis- and trans-(X-2)bis(4,4 '-dicarboxylic acid-2,2 "-bipyridine)ruthenium(ll)
complexes (X = Cl-, H20, NCS-)

Findit © York | {_Print ) (E-mail ) (Add to Marked List | [ Save to EndNol® Web | | Save to EndNote, RefMan, ProCile || more cptions
MR i
Author{s): Mazeeruddin MK, Zakeeruddin SM, Humphry-Baker R, Gorelsky 51, Lever ABP, Gratzel M Who is from York?

Source: COORDIMATION CHEMISTREY REVIEWS  Volume: 208 Pages: 213-225  Published: OCT 2000
Times Cited: 70 References: 45 Citation Map

Abstract: Ruthenium complexes of the type trans-[Ru(dcbpyH{2))(2)(CI)(2]], trans-[Ru{dcbpyH{2))(2}H20)(2)] and trans-[Ru(dcbpyH{2)(2)MNCE)2)] (decbpyH(2) = 4 4-dicarboxylic
acid-2,2-bipyridine) were synthesized and characterized by NMR, UV-vis absorption and emission spectroscopy. The proton NMR spectra of the trans isomers, in the aromatic region,
show only three peaks corresponding to the two dcbpy ligands in which all the pyridine rings are trans to each other and magnetically equivalent. The C-13-MMR spectrum of the frans
isomeris characterized by a relatively simple pattern of resonances from the four equivalent pyridine rings. The lowest energy metal-to-ligand charge-transfer transition maximum of the
trans-[Ru(dcbpyH(2))(2WCIN2Z)] complexis at 14500 cmi(-1) in DMF solution and shows onset of weak and broad emission signals above 11100 cmi(-1), This is a significantly larger red
shift compared with any of the trans ruthenium(ll) polypyridyl complexes reported to date. The absorption and emission maxima of the trans complexes are red shifted compared with the
cis analogues, which is due to the CO2H contribution in the trans isomer that stabilizes the LUMO relative to the LUMO of the cis isomer. The enhanced red response ofthe frans
complexes renders them as suitable dyes for dye-sensitized titanium dioxide mesoporous electrodes. The electronic spectra of cis- and trans-[Ru(dcbpyH{Z)) (2N CIH(2)] complexes were
calculated by ZINDOQIS and compared with the experimental data. (C) 2000 Elsevier Science 3.A. All rights reserved.
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Tau protein binds single-stranded DNA sequence specifically - The proof obtained in vitro with non-equilibrium
capillary electrophoresis of equilibrium mixtures
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Abstract

Tauw is a microtubule-associated protein, which plays an important role in physiclogy and pathology of neurons. Tau has been recently reported to bind double-
stranded DNA (dsDNA) but not to bind single-stranded DNA (ssDNA) [Cell. Mol. Life Sci. 2003, 60, 413-421]. Here, we prove that tau binds not only dsDNA but
also ssDNA. This finding was facilitated by using two kinetic capillary electrophoresis methods: (i) non-equilibrium capillary electrophoresis of equilibrium mixtures
({NECEEM); (ii) affinity-mediated NECEEM. Using the new approach, we observed, for the first time, that tau could induce dissociation of strands in dsDNA by binding
one of them in a sequence-specific fashion. Moreover, we determined the equilibrium dissociation constants for all tau-DNA complexes studied. @ 2005 Federation of
European Biochemical Societies. Published by Elsevier B.v. All rights reserved.
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Abstract: Tau is a microtubule-associated protein, which plays an important role in physiology and pathology of neurons. Tau has been recently reported to bind doy
DMA (dsDMNA) but not to bind single-stranded DNA (ssDMNA) [Cell. Mol. Life Sci. 2003, 60, 413-421]. Here, we prove that tau binds not only dsDMNA but also ssDNA. Th
facilitated by using two kinetic capillary electrophoresis methods: (i) non-equilibrium capillary electrophoresis of equilibrium midures (NECEEMY); (ii) affinity-mediate
Using the new approach, we observed, for the first time, that tau could induce dissociation of strands in dsDMA by binding one ofthem in a sequence-specific fashio
determined the equilibrium dissociation constants for all tau-DMNA complexes studied. (C) 2005 Federation of European Biochemical Societies. Published by Elsevig
reserved.

Pocument Type: il ISI Web of Knowledge™

Language: English

Author Keywords: tau protein; protein-DMNA interaction; Alzheimer disease; non-equilibrium capillary electrophoresis of equilibrium mixure; ssDMNA-binding protein

KeyWords Plus: HUMAMN NEUROBLASTOMA-CELLS; NUCLEAR-TAU; IDENTIFICATION; INHIBITION; RNA -+



http://www.library.yorku.ca/eresolver/?id=1194128

Web of Science: Abbreviated Author names

- Subject: Re:[PAMMET] web of science
From: "Davidoff, Gary M." <gdavidoffi@anl.gov =
Sender: PAMRet
Reply-To: "Davidoff, Gary M." <gdavidoff@anl.gov =
Date: 28/04/2009 1:31 PM
To: PAMMET@LISTSERY.MD.EDU

Subject: weh of Science

Fecently one of mwy faculty members asked for help locating somwe of his
fFlaost™" articles. We discovered that hi=z nawe was spelled incorrectly in
19 articles=.

Some database wendors are happy to receive notification of an error and
fix the problem in a timely matter. f-.._'

The response that I got from Wekh of Science: "Due to our editorial
policy we are not currently able to make any updates based on the data
change that yvou recquested.™

The question becomes do we want to support a system that has that
attitude?!

Cheers,

Phy=sicz & Astronomy Librarian Edna MoConnell Clark
Phy=sical 3ciences Library Clark Hall Cornell Uniwversity Ithaca, NV

14853-2501 “
Vrdire:  ANT_?GE_MMA7



JACS 2007 & 2008 in WoS

=g n Ty ENQINOLE W Ty REZEArChEriL Y LTEU0N AIETE WY =Eved SEarchnes Log LUt HEID

|SI WEb Of KﬂOWledgeSM Take the next step @

All Databases Select a Datahase Web of Science Additional Resources

| Search | Cited Reference Search | Advanced Search | Search History | Marked List(0) |

Web of Science®

Results Prubiication Name=(Journal of the american chemical society) AND Address=(Dept Chem SAME i .
—  York Univ SAME Canada) >cientitic
Timespan=2007-2005. Databazes=SC-EXPARNDED, S5C1, A&HCI. Wiew Webh Results ==
K ; L
Results: 5 M« F'EILJE'I'f1 (Go)imm Sortby: | Latest Date v
| S {__ Print_) (E-mail ) _Add to Marked List | { Save to EndNale Web | =] Analyze Resuts
; Refine Results " [Saye to EndNol®, RefMan, PmCile | more options [ennl] Creste Citation Report
| Search within results for
3 | {_Search ) O 1. Title: "Inject-Mix-React-Separate-and-Cuantitate” (IMReS0) methad for screening enzyme inhibitars
i : Author(s): Wong E, Okhanin, Berezovski MY, et al.
¥ Subject Areas {_Refine Source: JOURNAL OF THE AMERICAN CHEMICAL SOCIETY “olume: 130 Issue:36 FPages: 11862-11863
[]cHEMISTRY, MULTIDISCIFLINARY FPublished: SEP 10 2008
(5 Times Cited: 2
¥ Document Types [ Refine | [Fi"d it © York |

=

[JarTicLE 59

[ 2. Title: Aptamer-facilitated biomarker discovery (AptaBiD)

b Authors Author(s): Berezovski My, Lechmann M, Musheey ML, et al.
_ Source: JOURNAL OF THE AMERICAN CHEMICAL SOCIETY “olume: 130 Issue: 28 Pages: 9137-9143 Puhlished:
b Source Titles JUL 16 2008
»  Publication Years Times Cited: 6
[Findit & York |

- Institutions




JACS 2007 & 2008 in Scopus

Quick Search ﬂl

Scopus: 7 ] More... (0] TWEb (1)} TPatents (0} 1

Your query: (SRCTITLE(journal AND of AND the AND american AND chemical AND society)) AND ((AF-ID("York Universite" 1)) AND (LIMIT-TO(PUBYEAR, 2008) OR LIMIT- Search History
TO(PUBYEAR, 2007)) Edit Save Saveas Alert RSS

Refine Results Close

Source Title Author Name Year Document Type Subject Area
DJournaI of the American Chemical Society (7] I:‘Krvlov. SN (3) DZDDS (4] DArticIe[?} Dchemistrv (7)
[ Berezovski, M., [2) [ 2007 (2)

[ okhenin, w. [2)

More...

#~dd categaries () Limit to]| | X Exclude

<2 Results: 7 Search within results Ga
(% 5 ) Output | | [ Citation tracker | add to list| [ Download | |5 References | [EP Cited by | Select: [[] All [[] Page l1to7
,|,>| Document (sort by relevance) Author(s) Source Title | Cited By
1.[7] "Inject-mix-react-separate-and-quantitate” (IMReSQ) method for screening Wong, E., Okhonin, V., Berezovski, M.V., 2008 Journal of the American Chemical Society 1
enzyme inhibitors Nozaki, T., Waldmann, H., Alexandrov, K., 130 (36), pp. 11862-11863
Abstract + Refs | |View at Publisher| Find it & York Krylov, S.N.
2.[C] Aptamer-facilitated biomarker discovery (AptaBiD) Berezovski, M.V., Lechmann, M., Musheev, 2008 Journal of the American Chemical Society 2
Abstract + Refs | [Wiew at Publisher| Findit & York E Show Abstract M.U., Mak, T.W., Krylov, S.N. 130 (28), pp. 9137-9143
3.[C] Where does the electron go? Electron distribution and reactivity of peptide cation Turecek, F., Chen, X., Hao, C. 2008 Journal of the American Chemical Society 4

—pr radicals formed by electron transfer in the gas phase

Abstract + Refs | |Yiew at Publisher| Findit & York Show Abstract

Check in Web of Science

4.[7] Are the radical centers in peptide radical cations mobile? The generation, Chu, 1.K., Zhao, 1., Xu, M., Shiu, 0.S., 2008 Journal of the American Chemical Society 5
tautomerism, and dissociation of isomeric o-carbon-centered triglycine radical Hopkinson, A.C., Siu, K.W.M. 130 (25), pp. 7862-7872

cations in the gas phase
Abstract + Refs | |Wiew at Publisher| Findit € York [ Show Abstract



Scopus — Same last name?

Yiew at Publisher| Findit € York

Where does the electron go? Electron distribution and reactivity of peptide cation
transfer in the gas phase

Turedek, F.2 & 5, chen, X.2 P &, Hao, c.2 ° & F4

® Department of Chemistry, Bagley Hall, University of Washingten, Seattle, WA 98195-17 00, United States
Y Mational Institutes of Health [MIH), 9000 Rockville Pike, Bethesda, MD 20892, United States
= Department of Chemistry, York University, Toronto, ON, Canada +

Abstract
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Abstract: We report the first detailed analysis at correlated levels of ab initio theory of experimentally studied peptide cations undergoing charge reduction by collisional electron transfer
and competitive dissociations by loss of H atoms, ammaonia, and N-C-alpha bond cleavage in the gas phase. Doubly protonated Gly-Lys, (GK + 2H)(2+), and Lys-Lys, (KK + 2H}(2+), are
each calculated to exist as two major conformers in the gas phase. Electron transfer to conformers with an extended lysine chain triggers highly exothermic dissociation by loss of
ammonia from the Gly residue, which occurs from the ground (X} electronic state of the cation radical. Loss of Lys ammonium H atoms is predicted to occur from the first excited (A) state
ofthe charge-reduced ions. The X and A states are nearly degenerate and show extensive delocalization of unpaired electron density over spatially remote groups. This delocalization
indicates that the captured electron cannot be assigned to reduce a particular charged group in the peptide cation and that superposition of remote local Rydberg-like orbitals plays a
critical rale in affecting the cation-radical reactivity. Electron attachment to ion conformers with carboxyl-solvated Lys ammaonium groups results in spontaneous isomerization by proton-
coupled electron transfer to the carboxyl group forming dihydroxymethyl radical intermediates. This directs the peptide dissociation toward M-C-alpha bond cleavage that can proceed by
multiple mechanisms invalving reversible proton migrations in the reactants or ion-molecule complexes. The experimentally observed formations of Lys z(+center dot) fragments fram
(GK + ZH)(2+) and Lys cf+) fragments from (KK + 2H)(2+) correlate with the product thermochemistry but are independent of charge distribution in the transition states for M-C-alpha
bond cleavage. This emphasizes the role of ion-molecule complexes in affecting the charge distribution between backbone fragments produced upon electron transfer or capture.
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Abstract: The reactions of water cluster anions (H20)n)(-), n = 30-70, with hydrogen chloride have been studied by Fourier transform ion cyclotron resonance (FT-ICR) mass
spectrometry. The first HCI taken up by the clusters is presumably ionically dissolved. The solvated electron recombines with the proton, which is thereby reduced to atomic hydrogen
and evaporates from the cluster. This process is accompanied by blackbody radiation and collision induced loss of water molecules. Subsequent collisions lead to uptake of HCI and
loss of H20, yielding mixed clusters Cl-H{HCImH20)n) until they are saturated with HCI. Those saturated clusters lose H20 and HCI in a characteristic sequence. The final stage of
the reaction, involving clusters with m = 0-4 and n = 0-6, is studied in detail with density functional theory calculations. The CI-(HCD(4)(H20)6) cluster represents an example for
supramaolecular self-organization in the gas phase: it consists of a tetrahedral CI-{HCI)(4), connected on one side ofthe tetrahedron to a compact water hexamer.
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Abstract

The reactions of water cluster anions {Hz0),", n = 30-70, with hydrogen chloride have been studied by Fourier transform ion cyclotron resonance |
spectrometry. The first HCl taken up by the clusters is presumably ionically dissolved. The solvated electron recombines with the proton, which is t
atomic hydrogen and evaporates from the cluster. This process is accompanied by blackbody radiation and collision induced loss of water molecule:
collisions lead to uptake of HCl and loss of Hz0, yielding mixed clusters CI'(HCl)(H=z0) until they are saturated with HCl. Those saturated clusters
a charactenistic sequence. The final stage of the reaction, involving clusters with m = 0-4 and n = 0-6, is studied in detail with density functional t
The CI'(HCa(H=20)g cluster represents an example for supramolecular self-organization in the gas phase: it consists of a t%rahedral CI"{HCl)4, cont
of the tetrahedron to a compact water hexamer. @© 2007 American Chemical Society.



