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An Economical and Preparative Orthogonal Solid Phase Synthesis of Fluorescein and Rhodamine Derivatized peptides:  FRET Substrates for the Staphylococcus aureus Sortase SrtA TranspeptidaseReaction

Ryan G. Kruger, Patrick Dostal, and Dewey G. McCafferty

Analytical Data:  Peptide 4: MS (MALDI) Calcd. 1569.76; Found 1571 MH+.  Peptide 5: MS (MALDI) Calcd. 789.28; Found 790 MH+.  Peptide 6: MS (MALDI) Calcd. 2025.91; Found 2027 MH+.
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Fig. S1  Preparative HPLC of commercially available Rhodamine WT (Abbey Color, Philadelphia, PA).  HPLC Conditions: Phenominex Jupiter semi-preparative C18 column, Buffer A = 0.1 % TFA/H20; Buffer B = 90% CAN/10% H20 with 0.1 % TFA; Gradient: Linear, 40% B to 70 % B over 45 minutes, 8 mL/min.  
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Fig. S2.  Analytical HPLC of purified 6-carboxyrhodamine sodium salt.  Conditions: 20% Buffer B-to-50% Buffer B over 45 min, 1.5 mL/min.  Vydac C18 analytical HPLC column.

Analytical Data for 6’-Carboxyrhodamine: HRMS (ESI) Calcd. 487.2233, found 487.2225; 1H NMR (CD3OD, 500MHz) 2.81 (t, J = 7.3 Hz, 12H), 5.19 (q, J = 7 Hz, 8H), 8.49 (s, 2H), 8.54 (d, J = 9.5 Hz, 2H), 8.63 (d, J = 9 Hz, 2H), 9.49 (s, 1H), 9.90 ppm (m, 2H).
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Fig. S3.  Analytical HPLC of purified 6-carboxyrhodamine sodium salt.  Conditions: 20% Buffer B-to-50% Buffer B over 45 min, 1.5 mL/min.  Vydac C18 analytical HPLC column.

Analytical Data for 5’-Carboxyrhodamine: HRMS (ESI) Calcd. 487.2233, found 487.2250; 1H NMR (CD3OD, 500MHz) 2.81 (t, J = 7.3 Hz, 12H), 5.19 (q, J = 7 Hz, 8H), 8.49 (s, 2H), 8.54 (d, J = 9.5 Hz, 2H), 8.62 (d, J = 9 Hz, 2H), 9.05 (d, J = 8.5 Hz, 1H), 9.94 (d, J = 7 Hz, 1H), 10.423 ppm (s, 1H) ppm.

