10.

11.

12.

13.

14.

15.

References

Czarnik, A. W., "Combinatorial Chemistry," Anal. Chem., 1998, 70(11), p. 379A-386A.
Vogler, B, I. Klaiber, G. Roos, C. U. Walter, W. Hiller, P. Sandor, and W. Kraus,
"Combination of LC-MS and LC-NMR asaTool for the Structure Determination of Natural
Products" J. Nat. Prod., 1998, 61(2), p. 175-178.

Borman, S., "Biochemical Applications of Mass Spectrometry Take Flight," Chem. & Eng.
News, 1995, June 19, p. 23-32.

Betowski, L. D. and T. L. Jones, Applications of LC/MSin Environmental Chemistry:
Journal of Chromatography Library, ed. D. Barcel6. 1996, New York, NY.: Elsevier
Science.

Hofstadler, S. A., R. Bakhtiar, and R. D. Smith, "Electrospray |onization Mass Spectrometry
Part |. Instrumentation and Spectral interpretation,” J. Chem. Educ., 1996, 73(4), p. A82-
A88.

Borman, S., "Combinatorial Chemistry, Combinatorial chemists focus on small molecules,
molecular recognition, and automation,” Chem. & Eng. News, 1996, February 12, p. 28-54.
Thayer, A. M., "Combinatorial chemistry becoming core technology at drug discovery
companies,” Chem. & Eng. News, 1996, February 12, p. 57-64.

Borman, S., "Combinatorial Chemistry,” Chem. & Eng. News, 1998, April 6, p. 47-67.
Birney, D. M. and S. D. Starnes, "Parallel Combinatorial Esterification: A Simple
Experiment for Use in the Second-Semester Organic Chemistry Laboratory," J. Chem. Educ.,
1999, 76, p. 1560.

Hop, C. E. C. A. and R. Bakhtiar, "Electrospray lonization Mass Spectrometry Part I11:
Applications in Inorganic Chemistry and Synthetic Polymer Chemistry,” J. Chem. Ed., 1996,
73(8), p. A162-A168.

Kachadourian, R., I. Batinic-Haberle, and |. Fridovich, "Synthesis and Superoxide Dismuting
Activities of Partially (1-4) b-Chlorinated Derivatives of Manganese(l11) meso-Tetrakis(N-
ethylpyridinium-2-yl)porphyrin,” Inorg. Chem., 1999, 38, p. 391-396.

Szafran, Z., R. M. Pike, and M. M. Singh, Microscale Inorganic Chemistry. 1991, New
York: Wiley. 224-9.

Pierce, J. L., K. L. Busch, R. G. Cooks, and R. A. Walton, "Desorption lonization Mass
Spectrometry: Secondary lon and Laser Desorption Mass Spectra of Transition-Metal
Complexes of b-Diketones," Inorg. Chem, 1982, 21, p. 2597-2602.

Bancroft, G. M., C. Reichert, J. B. Westmore, and H. D. Gesser, "Mass Spectral Studies of
Metal Chelates. 111. Mass Spectra and Appearance Potentials of Substituted Acetylacetonates
of Trivalent Chromium. Comparison with Other Trivalent Metals of the First Transition
Series," Inorg. Chem., 1968, 8(3), p. 474.

Shattuck, T. W., "Isotope Cluster” . 2000.
http://www.colby.edu/chemistry/NMR/IsoClus.html



16. Bergen, A. v. d., R. Colton, M. Percy, and B. O. West, "Electrospray Mass Spectrometric
Study of [M30(RCOO)gL3] ™ Cations (M=Cr, Fe; L=H20, MeOH, py)," Inorg. Chem, 1993,
32, p. 3408.

17. JEOL Corp., "Features and Aplication of IMS-LCmate," JEOL Product Information, 1998,
MS162, p. 15-18.

18. Bursey, M. M. and J. R. Hass, "Tandem Mass Spectrometry for Environmental Problems,” in
Tandem Mass Spectrometry, F.W. McLafferty, Editor. 1983, John Wiley & Sons. New Y ork,
NY. p. 465-477.

19. Shattuck, T. W., "Colby College Molecular Mechanics Tutoria" . 1999.
http://www.colby.edu/chemistry/CompChem/QUANTAtutor99.doc

20. Hoke, S. H., S. S. Yang, R.G.Cooks, D. A. Hrovat, and W. T. Borden, "Proton Affinities of
Free Radicals Measured by the Kinetic Method," J. Am. Chem. Soc., 1994, 116, p. 4888.

21. Hehre, W. J., L. D. Burke, A. J. Shusterman, and W. J. Pietro, "Experiment 25: GAs and
Aqueous Phase Basicities of Alkylamines,” in Experimentsin Computatoinal Organic
Chemisty. 1993, Wavefunction, Inc.: Irvine, CA. p. 117-9.

22. Bakhtiar, R., S. A. Hofstadler, and R. D. Smith, "Electrospray lonization Mass Spectrometry
Part I1: Applications in Characterization of Peptides and Proteins,” J. Chem. Educ., 1996,
73(6), p. A118-A123.

23. Apostol, 1., J. Levine, J. Lippincott, J. Leach, E. Hess, C. B. Glascock, M. J. Weickert, and R.
Blackmore, "Incorporation of Norvaline at Leucine Positions in Recombinant Human
Hemoglobin Expressed in Escherichia coli,” J. Biol. Chem., 1997, 272(46), p. 28980-28988.

24. Chait, B. T., R. Wang, and R. C. Beavis, "Protein ladder sequencing,” Science, 1993, 262, p.
89-92.

25. Gerber, S. A., C. R. Scott, F. Turecek, and M. H. Gelb, "Analysis of Rates of Multiple
Enzymes in Cell Lysates by Electrospray |onization Mass Spectrometry,” J. Am. Chem. Soc.,
1999, 121(5), p. 1102-1103.

26. Nelson, R. W., J. R. Krone, A. L. Bieber, and P. Williams, "Mass Spectrometric
Immunoassay,” Anal. Chem., 1995, 67, p. 1153-8.

27. Cao, P. and M. Moini, "Capillary Electrophoresis/Electrospray |onization High Mass
Accuracy Time-of-flight Mass Spectrometry for Protein Identification Using Peptide
Mapping," Rapid Commun. Mass Spectrom., 1998, 12, p. 864-70.

28. Yates, I., J. R., S. Speicher, P. R. Griffin, and T. Hunkapiller, "Peptide Mass Maps: A highly
Informative Approach to Protein Identification,” Anal. Biochem., 1993, 214, p. 397-408.

29. Reiber, D. C., T. A. Grover, and R. S. Brown, "ldentifying Proteins Using Matrix-Assisted
Laser Desorption/lonization In-Source Fragmentation Data Combined with Database
Searching," Anal. Chem., 1998, 70, p. 673-683.

30. Yates, J. R., J. Eng, C. K. R., and B. A. L., "Searching Sequence Databases with
Uninterpreted High-Energy CID Spectra of Peptides,” J. Amer. Soc. Mass Spectrom., 1996,
7, p. 1089-1098.



31

32.

33.

35.

36.

37.

38.

39.

40.

41.

42.

43.

45.

46.

Clauser, K. and P. Baker, "Protein Prospector , ver 3.2.0" . 1999, Univ. of Californiaat San
Francisco Mass Spectrometry Facility. http://donatello.ucsf.edu/

NCBI, "NCBIpr" . 1999, Nationa Center for Biotechnology Information Database, National
Institutes of Health. http://www.ncbi.nlm.nih.gov/Entrez/

NCBI, "GenBank" . 1999, National Center for Biotechnology Information, National
Institutes of Health. http://www.nchi.nIlm.nih.gov/Web/Genbank/

. Bairoch, A. and R. Apweller, "The SWISS-PROT protein sequence data bank and its

supplement TrEMBL in 1999," Nucleic Acids Res., 1999, 27, p. 49-54.

Boguski MS, L. T., Tolstoshev CM, "dbEST--database for "expressed sequence tags',"”
Nature Genetics, 1993, 4(4), p. 332-3.

Zhang, J. and T. L. Madden, "PowerBLAST: A new network BLAST application for
interactive or automated sequence analysis and annotation,” Genome Res., 1997, 7, p. 649-
656.

Beavis, R. and D. Feny0, "PROWL, Protein information Retrieval On-line World Wide Web
Lab" . 1999, Rockefeller and New Y ork Universities.
http://prowl.rockefeller.edu/contents/resource.htm

Sander, C., "PeptideSearc/ WWW" in EMBL/EBI (European Bioinformatics I nstitute). 1999.
http://www.mann.embl-heidelberg.de/ Services/PeptideSearch/PeptideSearchi ntro.html
Kyranos, J. N. and J. J. C. Hogan, "High-Throughput Characterization of Combinatorial
Libraries Generated by Parallel Synthesis," Anal. Chem., 1998, 70(11), p. 389A-395A.
Pomerantz, S. C., J. A. McCloskey, T. M. Tarasow, and B. E. Eaton, "Deconvolution of
Combinatorial Oligonucleotide Libraries by Electrospray lonization Tandem Mass
Spectrometry,” J. Amer. Chem. Soc., 1997, 119(17), p. 3861-7.

Hansch, C. and A. Leo, Exploring QSAR, Fundamentals and Applicationsin Chemistry and
Biology. 1995, Washington, DC: American Chemical Society.

Compadre, C. M., C. Hansch, T. E. Klein, and R. Langridge, "The structure-activity
relationship of the papain hydrolysis of N-benzoylglycine esters," Biochem. Biophys. Acta,
1990, 1038, p. 158-163.

Atherton, E., C. J. Logan, and R. C. Sheppard, "Peptide synthesis. Part 2. Procedures for
Solid-phase Synthesis using N-Fluorenylmethoxycarbonylamino-acids on Polyamide
Supports. Synthesis of Substance P and of Acyl Carrier Protein 65-74 Decapeptide,” J.
Chem. Soc., Perkin I, 1981, p. 538-546.

. Hanson, J., "Synthesis and NMR Analysis of Tripeptides Containing Histidine" . 2000, Univ.

of Puget Sound, CH251 Organic Chemistry Laboratory.
http://www.ups.edu/faculty/hanson/c251lab.98/tripeptide.htm

Blatchly, R. A., T. R. Allen, D. T. Bergstrom, and Y. Shinozaki, "Microscale Synthesis and
Analysis of a Dipeptide," J. Chem. Ed., 1989, 66(11), p. 965.

Iskander, M. N. and P. A. Jones, "Synthesis of an Enkephalinase Inhibitor, Gly-Gly-Phe-Leu,
by Continuous-Flow Peptide Synthesizer,” J. Che. Ed., 1990, 67(2), p. 170-2.



47.

48.

49.

50.

5l

52.

53.
. Leving, S. D., D. W. Hahn, M. L. Cotter, F. C. Greendade, R. M. Kangjia, S. A. Pasguale,

55.

56.

57.

58.

59.
60.

61.

Meldal, M., I. Svendsen, K. Breddam, and F. I. Auzanneau, "Portion-Mixing Peptide
Libraries of Quenched Fluorogenic Substrates for Complete Subsite Mapping of
Endoprotease Specificity,” Proc. Natl. Acad. Sci. USA, 1994, 91(8), p. 3314.

Y amamoto, A., et al., "Crysta Structure of Papain-Succinyl-Gln-Val-Val-Ala-Ala--p-
Nitroanilide Complex at 1.7-A Resolution: Noncovalent Binding Mode of a Common
Sequence of Endogenous Thiol Protease Inhibitors," Biochemistry, 1992, 31, p. 11305-9.
Peters, K. E. and J. M. Moldawan, The biomarker guide: Interpreting molecular fossilsin
petroleum and ancient sediments. 1993, Englewood Cliffs, NJ: Prentice-Hall.

Gu, Z.-M., D. Zhaou, J. Wu, G. Shi, L. Zeng, and J. L. McLaughlin, " Screening for
Annonaceous Acetogenins in Bioactive Plant Extracts by Liquid Chromatography/Mass
Spectrometry,” J. Nat. Prod., 1997, 60(3), p. 242-248.

Maquestiau, A. and R. Flammang, "Tandem Mass Spectrometry of Natural Products,” in
Tandem Mass Spectrometry, F.W. McL afferty, Editor. 1983, John Wiley & Sons. New Y ork,
NY. p. 401-416.

Kerns, E. H., K. J. Volk, M. E. Hail, J. L. Whitney, R. A. Rourick, S. E. Klohr, and M. S.
Leel. "Recent Applications of Accelerated Structure Analysis Protocols.” in The 1996
International Symposia on Laboratory Automation and Robotics (ISLAR96). 1996.

de Montillano, B. O., "Empirical Aztec Medicine," Science, 1975, 188, p. 215.

M. Wachter, and J. L. McGuire, "The Mexican Plant Zoapatle (Montanoa tomentosa) in
Reproductive Medicine: Past, Present and Future,” J. of Reproductive Medicine, 1981, 26, p.
524.

Pain, G., D. Desmaele, and J. D'Angelo, "Synthetic Studies of Zoapatanol," Tetrahedron
Letters, 1994, 35, p. 3085.

Poon, T., B. P. Mundy, C. Goudreau, F. G. Favaloro, A. Greenberg, and R. Sullivan,
"Application of the Reetz Reagent, Dichlorodimethyltitanium, to Develop Sterically
Congested Quaternary Centers. The Synthesis of Herbertene," Synthesis, 1998, p. 832.

Y. Fukuyama, Y. Kiriyama, and M. Kodama, "Novel Neurotrophic Isocuparane-type
Sesquiterpene Dimers, Mastigophorenes, A, B, C and D, Isolated from the Liverwort
Mastigophora diclados," Tetrahedron Letters, 1996, 37, p. 1261.

Davis, C. M. and J. B. Vincent, "Isolation and Characterization of a Biologically Active
Chromium Oligopeptide from Bovine Liver," Arch. Biochem. Biophys., 1997, 339, p. 335-
343.

Reiter, A., J. Adams, and H. Zhao, "Intrinsic (gas-phase) binding of Co2* and Ni2* by
peptides,” J. Amer. Chem. Soc., 1994, 116, p. 7827-38.

Schwarz, K. and W. Mertz, "Chromium(l11) and the Glucose Tolerance Factor,” Arch.
Biochem. Biophys., 1959, 85, p. 292-5.

Davis, C. M. and J. B. Vincent, "Chromium Oligopeptide Activates Insulin Receptor
Tyrosine Kinase Activity," Biochemistry, 1997, 36, p. 4382-5.



62. Betowski, L. D. and T. L. Jones, "Chapt. 9: Liquid Chromatography-Mass Spectrometry of
Organotin Compounds,” in Applications of LC/MSin Environmental Chemistry: Journal of
Chromatography Library, D. Barceld, Editor. 1996, Elsevier Science: New York, NY.

63. Elion, G. B., "The Purine Path to Chemotherapy,” Science, 1989, 244(41-7).

64. Waters, T. R. and P. F. Swann, "Cytotoxic Mechanism of 6-Thioguanine: hMutSa the Human
Mismatch Binding Heterodimer, Bindsto DNA Containing S6-Methylthioguanine,”
Biochemistry, 1997, 36, p. 2501-6.

65. McLuckey, S. A. and S. Habibi-Goudarzi, "Decompositions of Multiply Charged
Oligonucleotide Anions," J. Amer. Chem. Soc., 1993, 115, p. 12085-95.

66. Liu, C., Q. Wu, A. C. Harms, and R. D. Smith, "On-Line Microdialysis Sample Cleanup for
Electrospray |onization Mass Spectrometry of Nucleic Acid Smaples,” Anal. Chem., 1996,
68(18), p. 3295-99.

67. Cheng, X., D. C. Gale, H. R. Udseth, and R. D. Smith, "Charge State Reduction of
Oligonucleotide Negative lons from Electrospray lonization,” Anal. Chem., 1995, 67(3), p.
586-93.

68. Ni, J., S. C. Pomerantz, J. Rozenski, and J. A. McCloskey, "Interpretation of Oligonucleotide
Mass Spectrafor Determination of Sequence Using Electrospray lonization and Tandem
Mass Spectrometry,” Anal. Chem., 1996, 68(13), p. 1989-99.

69. Ganem, B., Y .-T. Li, and J. D. Henion, "Observation of noncovalent enzyme-substrate and
enzyme-product complexes by ion-spray mass spectrometry,” J. Amer. Chem. Soc., 1991,
113, p. 7818-19.

70. Ganem, B., "Detection of noncovalent receptor-ligand complexes by mass spectrometry,” J.
Amer. Chem. Soc., 1991, 113, p. 6294-6.

71. Viswanatham, K. and B. T. Chait, "Observation of the heme-globin complex in native
myoglobin by electrospray-ionization mass spectrometry,” J. Amer. Chem. Soc., 1991, 113,
p. 8534-5.

72. Greig, M. J.,, H. Gaus, L. L. Cummins, H. Sasmor, and R. H. Griffey, "Measurement of
Macromolecular Binding Using Electrospray Mass Spectrometry. Determination of
Dissociation Constants for Oligonucleotide-Serum Albumin Complexes,” J. Amer. Chem.
Soc., 1995, 117, p. 10765-66.

73.Yunes, M. J.,, S. E. Charnecki, J. J. Marden, and J. T. Millard, "1,2,5,6-Diepoxyhexane and
1,2,7,8-diepoxyoctane cross-link duplex DNA at 5'-GNC sequences,” Chem. Res. Toxicaol.,
1996, 9, p. 994.

74. Millard, J. T. and M. M. White, "Diepoxybutane cross-links DNA at 5'-GNC sequences,”
Biochemistry, 1993, 32, p. 2120.

75. Takahashi, A., T. Endo, and S. Nozoe, "Repandiol, a new cytotoxic diepoxide from the
mushrooms Hydnum repandum and H. repandum var. album,” Chem. Pharm. Bull., 1992,
40, p. 3181.



76.

77

78.

79.

80.

81.

82.

83.
. Shattuck, T. W., "Formula Finder" . 1999.

85.

86.

87.

88.

89.

Bayer, E., T. Bauer, K. Schmeer, K. Bleicher, M. Maier, and H.-J. Gaus, "Analysis of
Double-Stranded Oligonucleotides by Electrospray Mass Spectrometry,” Anal. Chem., 1994,
66(22), p. 3858-63.

Khlebnikov, A. F., M. S. Novikov, and R. R. Kostikov, in Advances in Heterocyclic
Chemistry, A.R. Katritzky, Editor. 1996: San Diego, CA.

Taylor, E. C., in Chemistry and Biology of Pteridines and Folates, JE. Ayling, G.M. Nair,
and C.M. Baugh, Editors. 1993, Plenum: New Y ork, NY.

Inoue, Y., T. Hakushi, L.-H. Tong, B.-J. Shen, and D.-S. Jin, "Thermodynamics of Molecular
Recognition by Cyclodextrins. 1. Calorimetric Titration of Inclusion Complexation of
Naphthalenesulfonates with a-, b-, and g- Cyclodextrins. Enthalpy-Entropy Compensation,”
J. Amer. Chem. Soc., 1993, 115, p. 475-81.

Grunwald, E., "Thermodynamics of Chemical Species," . 1997, Wiley: New York, NY. p.
Ch e, 11.

Asnton, P. R, R. Ballardini, and V. Balzani, "Hydrogen-bonded complexes of aromatic
crown ethers with (9-anthracenyl) methylammonium derviatives. Supramolecular
photochemistry and photophysics. pH-controllable supramolecular switching,” J. Amer.
Chem. Soc., 1997, 119, p. 10641-51.

Mundy, B. P. and M. G. Ellerd, Name Reactions and Reagents in Organic Synthesis,. 1988,
New York, NY: John Wiley and Sons.

Mundy, B. P., Concepts of Organic Synthesis. 1979: Marcel Dekker, Inc.

http://www.colby.edu/chemistry/PChem/Formula.html

Shattuck, T. W., "Fragment Finder" . 1997.
http://www.colby.edu/chemistry/PChem/Fragment.html

Shattuck, T. W., "Molar Mass Finder" . 1999.
http://www.colby.edu/chemistry/PChem/MolarM ass.html

Rozenski, J. and J. A. McCloskey, "Determination of Nearest Neighbors in Nucleic Acids by
Mass Spectrometry,” Anal. Chem., 1999, 71, p. 1454-9.

Palmer, P. T. and C. G. Enke, "Programs for Molecular Formula Determination Employing
Data From Unit Resolution MS/MS Spectra,” Int. J. of Mass Spect. lon. Proc., 1989, 88, p.
81-95.

Glish, G. L., S. A. McLuckey, and K. G. Asano, "Determination of Daughter on Formulas
by Multiple Stages of Mass Spectrometry,” J. Am. Soc. Mass Spectrom., 1990, 1, p. 166-73.



