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Res Atom Exchange?

 24  -delta_1  1  1  800.13  25.0  2  8 800-MQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.3±0.1  96.3±0.7  1760.4±164.7  53.5±0.7  26.6±1.4  1.4±0.1  64.7±6.1  1695.7±159.1
 24  -delta_1  1  2  600.17  25.0  2  8 600-MQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.3±0.1  96.3±0.7  1760.4±164.7  45.4±1.2  14.1±0.6  0.9±0.1  64.7±6.1  1695.7±159.1
 24  -delta_1  1  3  800.13  25.0  2  8 800-SQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.3±0.1  96.3±0.7  1760.4±164.7  53.5±0.7  26.6±1.4  1.4±0.1  64.7±6.1  1695.7±159.1
 24  -delta_1  1  4  600.13  25.0  2  8 600-SQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.3±0.1  96.3±0.7  1760.4±164.7  45.5±0.4  18.0±0.7  1.4±0.1  64.7±6.1  1695.7±159.1
 28  -delta_1  2  1  800.13  25.0  2  8 800-MQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.2±0.1  96.3±0.7  1760.4±164.7  53.5±0.7  26.6±1.4  1.4±0.1  64.7±6.1  1695.7±159.1
 28  -delta_1  2  2  600.17  25.0  2  8 600-MQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.2±0.1  96.3±0.7  1760.4±164.7  45.4±1.2  14.1±0.6  0.9±0.1  64.7±6.1  1695.7±159.1
 28  -delta_1  2  3  800.13  25.0  2  8 800-SQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.2±0.1  96.3±0.7  1760.4±164.7  53.5±0.7  26.6±1.4  1.4±0.1  64.7±6.1  1695.7±159.1
 28  -delta_1  2  4  600.13  25.0  2  8 600-SQ-25C TRUE TRUE  72  66  2576.46  83.23  35.78  1.26  28.38  2.29e-31  0.0±0.0  1.2±0.1  96.3±0.7  1760.4±164.7  45.5±0.4  18.0±0.7  1.4±0.1  64.7±6.1  1695.7±159.1

 24  -delta_2  1  1  800.13  25.0  2  8 800-MQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  58.5±2.6  35.2±5.1  1.9±0.1
 24  -delta_2  1  2  600.17  25.0  2  8 600-MQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  45.3±12.1  18.9±1.8  1.5±0.5
 24  -delta_2  1  3  800.13  25.0  2  8 800-SQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  58.5±2.6  35.2±5.1  1.9±0.1
 24  -delta_2  1  4  600.13  25.0  2  8 600-SQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  48.8±1.9  20.4±3.3  1.9±0.1
 28  -delta_1  2  1  800.13  25.0  2  8 800-MQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  58.5±2.6  35.2±5.1  1.9±0.1
 28  -delta_1  2  2  600.17  25.0  2  8 600-MQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  45.3±12.1  18.9±1.8  1.5±0.5
 28  -delta_1  2  3  800.13  25.0  2  8 800-SQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  58.5±2.6  35.2±5.1  1.9±0.1
 28  -delta_1  2  4  600.13  25.0  2  8 600-SQ-25C TRUE TRUE  72  66  9550.15  302.45  132.64  4.58  28.94  1.22e-31  1399.2±144.7  48.8±1.9  20.4±3.3  1.9±0.1

 10  Val  -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 10  Val  -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 10  Val  -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 10  Val  -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

 10  Val  -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  498.44  210.57  13.85  6.58  2.10  5.72e-02  1590.5±780.2  74.6±11.8  34.1±12.8  2.0±0.5
 10  Val  -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  498.44  210.57  13.85  6.58  2.10  5.72e-02  1590.5±780.2  56.8±24.8  19.6±3.6  1.2±?
 10  Val  -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  498.44  210.57  13.85  6.58  2.10  5.72e-02  1590.5±780.2  74.6±11.8  34.1±12.8  2.0±0.5
 10  Val  -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  498.44  210.57  13.85  6.58  2.10  5.72e-02  1590.5±780.2  67.8±10.4  19.1±10.2  2.0±0.5

 11  Val  -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  107.32  2.98  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  62.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 11  Val  -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  107.32  2.98  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.8±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 11  Val  -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  107.32  2.98  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  62.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 11  Val  -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  107.32  2.98  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.8±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 11  Val  -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C  1  1  800.13  25.0  1  3 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 11  Val  -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C  1  2  600.17  25.0  1  3 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 11  Val  -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C  1  3  800.13  25.0  1  3 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

 12  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  2215.39  62.67  61.54  1.96  31.42  3.87e-17  1775.8±139.1  58.6±2.5  37.8±1.8  2.0±0.0
 12  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  2215.39  62.67  61.54  1.96  31.42  3.87e-17  1775.8±139.1  29.0±14.7  23.1±0.8  1.9±0.2
 12  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  2215.39  62.67  61.54  1.96  31.42  3.87e-17  1775.8±139.1  58.6±2.5  37.8±1.8  2.0±0.0
 12  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  2215.39  62.67  61.54  1.96  31.42  3.87e-17  1775.8±139.1  52.6±2.6  21.2±1.0  2.0±0.0

 15  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  59.91  1.66  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  59.91  1.66  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  36.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  59.91  1.66  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  59.91  1.66  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  48.9±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 15  -delta_2  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  19.34  0.54  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  50.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_2  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  19.34  0.54  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  28.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_2  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  19.34  0.54  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  50.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 15  -delta_2  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  19.34  0.54  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  46.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 19  Val  -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  25.39  0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  56.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  25.39  0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  25.39  0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  56.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  25.39  0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  51.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 19  Val  -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  24.25  0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  24.25  0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  39.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  24.25  0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 19  Val  -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  24.25  0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  49.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 21  Val  -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  618.84  150.18  17.19  4.69  3.66  4.57e-04  1614.5±432.9  62.9±3.2  17.5±2.5  2.0±0.1
 21  Val  -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  618.84  150.18  17.19  4.69  3.66  4.57e-04  1614.5±432.9  23.9±13.5  11.5±2.1  2.1±0.9
 21  Val  -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  618.84  150.18  17.19  4.69  3.66  4.57e-04  1614.5±432.9  62.9±3.2  17.5±2.5  2.0±0.1
 21  Val  -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  618.84  150.18  17.19  4.69  3.66  4.57e-04  1614.5±432.9  51.7±3.3  9.8±1.4  2.0±0.1

 21  Val  -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 21  Val  -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 21  Val  -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C  1  3  800.13  25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 21  Val  -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C  1  4  600.13  25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
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 Leu Leu 24-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Ile Ile 28-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Ile Ile 28-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Ile Ile 28-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C
 Ile Ile 28-delta_1 Leu 24-delta_1 + Ile 28-delta_1 25C

 Leu Leu 24-delta_2 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 24-delta_2 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 24-delta_2 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 24-delta_2 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 28-delta_1 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 28-delta_1 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 28-delta_1 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 28-delta_1 Leu 24-delta_2 + Ile 28-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK

Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK

 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch

 Ile Ile 12-delta_1 Ile 12-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 12-delta_1 Ile 12-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 12-delta_1 Ile 12-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Ile Ile 12-delta_1 Ile 12-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK

 Leu Leu 15-delta_1 Leu 15-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_1 Leu 15-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_1 Leu 15-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_1 Leu 15-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch

 Leu Leu 15-delta_2 Leu 15-delta_2 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_2 Leu 15-delta_2 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_2 Leu 15-delta_2 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 15-delta_2 Leu 15-delta_2 25C  No Exch  No Exch  No Exch  No Exch  No Exch

 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch

 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch

Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
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 22  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  325.59  17.73  9.04  0.55  16.32  1.13e-12  0.0±0.0  1.5±0.2  98.6±0.6  1315.5±327.8  45.7±0.5  12.0±1.0  0.8±0.3  18.4±4.6  1297.1±323.3
 22  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  325.59  17.73  9.04  0.55  16.32  1.13e-12  0.0±0.0  1.5±0.2  98.6±0.6  1315.5±327.8  40.8±0.4  9.4±0.4  0.8±0.3  18.4±4.6  1297.1±323.3
 22  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  325.59  17.73  9.04  0.55  16.32  1.13e-12  0.0±0.0  1.5±0.2  98.6±0.6  1315.5±327.8  45.7±0.5  12.0±1.0  0.8±0.3  18.4±4.6  1297.1±323.3
 22  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  325.59  17.73  9.04  0.55  16.32  1.13e-12  0.0±0.0  1.5±0.2  98.6±0.6  1315.5±327.8  39.5±0.3  9.4±0.5  0.8±0.3  18.4±4.6  1297.1±323.3

 24  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  1058.52  33.02  29.40  1.03  28.49  1.86e-16  0.1±0.0  1.0±0.2  95.5±3.4  1161.3±217.6  55.4±0.5  27.7±1.5  1.1±0.3  51.9±9.9  1109.4±211.5
 24  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  1058.52  33.02  29.40  1.03  28.49  1.86e-16  0.1±0.0  1.0±0.2  95.5±3.4  1161.3±217.6  46.1±5.9  14.9±0.8  0.7±0.2  51.9±9.9  1109.4±211.5
 24  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  1058.52  33.02  29.40  1.03  28.49  1.86e-16  0.1±0.0  1.0±0.2  95.5±3.4  1161.3±217.6  55.4±0.5  27.7±1.5  1.1±0.3  51.9±9.9  1109.4±211.5
 24  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  1058.52  33.02  29.40  1.03  28.49  1.86e-16  0.1±0.0  1.0±0.2  95.5±3.4  1161.3±217.6  46.7±0.7  19.9±1.1  1.1±0.3  51.9±9.9  1109.4±211.5

 24  -delta_2  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  8032.21  145.29  223.12  4.54  49.14  2.71e-20  0.0±0.0  1.0±0.1  87.3±2.5  1046.8±103.6  61.6±1.9  83.3±7.1  1.1±0.2  133.0±13.7  913.8±94.0
 24  -delta_2  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  8032.21  145.29  223.12  4.54  49.14  2.71e-20  0.0±0.0  1.0±0.1  87.3±2.5  1046.8±103.6  58.0±3.3  61.5±6.5  1.1±?  133.0±13.7  913.8±94.0
 24  -delta_2  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  8032.21  145.29  223.12  4.54  49.14  2.71e-20  0.0±0.0  1.0±0.1  87.3±2.5  1046.8±103.6  61.6±1.9  83.3±7.1  1.1±0.2  133.0±13.7  913.8±94.0
 24  -delta_2  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  8032.21  145.29  223.12  4.54  49.14  2.71e-20  0.0±0.0  1.0±0.1  87.3±2.5  1046.8±103.6  51.0±0.9  61.5±2.5  1.1±0.2  133.0±13.7  913.8±94.0

 28  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  1517.94  24.11  42.17  0.75  55.96  3.20e-21  0.0±0.0  1.4±0.2  96.3±2.3  2391.8±237.6  52.3±1.0  29.7±1.4  1.5±0.2  88.3±9.0  2303.5±235.3
 28  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  1517.94  24.11  42.17  0.75  55.96  3.20e-21  0.0±0.0  1.4±0.2  96.3±2.3  2391.8±237.6  48.5±2.9  19.4±0.5  1.5±?  88.3±9.0  2303.5±235.3
 28  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  1517.94  24.11  42.17  0.75  55.96  3.20e-21  0.0±0.0  1.4±0.2  96.3±2.3  2391.8±237.6  52.3±1.0  29.7±1.4  1.5±0.2  88.3±9.0  2303.5±235.3
 28  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  1517.94  24.11  42.17  0.75  55.96  3.20e-21  0.0±0.0  1.4±0.2  96.3±2.3  2391.8±237.6  44.4±0.6  19.3±0.5  1.5±0.2  88.3±9.0  2303.5±235.3

 38  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  20.19  0.56  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  47.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 38  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  20.19  0.56  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  46.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 38  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  20.19  0.56  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  47.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 38  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  20.19  0.56  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 38  -delta_2  1  1  800.13  25.0  1  3 800-MQ-25C TRUE TRUE  36  23  74.65  5.86  2.07  0.25  8.14  9.96e-07  1423.5±216.2  51.0±3.5  7.0±0.7  ?±?
 38  -delta_2  1  2  600.17  25.0  1  3 600-MQ-25C TRUE TRUE  36  23  74.65  5.86  2.07  0.25  8.14  9.96e-07  1423.5±216.2  19.2±7.5  4.5±0.4  2.2±0.3
 38  -delta_2  1  3  800.13  25.0  1  3 800-SQ-25C TRUE TRUE  36  23  74.65  5.86  2.07  0.25  8.14  9.96e-07  1423.5±216.2  51.0±3.5  7.0±0.7  ?±?

 43  Val  -gamma_1 Val 43-gamma_1 Val 43-gamma_1 25C  1  1  800.13  25.0  1  2 800-MQ-25C FALSE TRUE  18  117.93  6.55  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.3±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 43  Val  -gamma_1 Val 43-gamma_1 Val 43-gamma_1 25C  1  2  800.13  25.0  1  2 800-SQ-25C FALSE TRUE  18  117.93  6.55  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.3±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 43  Val  -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  32.49  0.90  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  59.2±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 43  Val  -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  32.49  0.90  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  61.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 43  Val  -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  32.49  0.90  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  59.2±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 43  Val  -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  32.49  0.90  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 44  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  4490.71  172.13  124.74  5.38  23.19  4.86e-15  1517.6±147.3  72.3±2.4  63.9±5.0  2.1±0.0
 44  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  4490.71  172.13  124.74  5.38  23.19  4.86e-15  1517.6±147.3  28.6±9.4  41.8±2.1  2.1±0.4
 44  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  4490.71  172.13  124.74  5.38  23.19  4.86e-15  1517.6±147.3  72.3±2.4  63.9±5.0  2.1±0.0
 44  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  4490.71  172.13  124.74  5.38  23.19  4.86e-15  1517.6±147.3  54.9±2.1  35.3±2.7  2.1±0.0

 44  -delta_2  1  1  800.13  25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 44  -delta_2  1  2  600.17  25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 44  -delta_2  1  3  800.13  25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 44  -delta_2  1  4  600.13  25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

 45  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  587.81  20.49  16.33  0.64  25.50  1.08e-15  0.0±0.0  1.0±0.2  96.4±7.3  1679.1±293.3  54.9±1.5  21.0±1.4  1.5±0.3  60.9±11.6  1618.2±308.1
 45  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  587.81  20.49  16.33  0.64  25.50  1.08e-15  0.0±0.0  1.0±0.2  96.4±7.3  1679.1±293.3  63.4±5.8  13.7±0.7  1.5±0.3  60.9±11.6  1618.2±308.1
 45  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  587.81  20.49  16.33  0.64  25.50  1.08e-15  0.0±0.0  1.0±0.2  96.4±7.3  1679.1±293.3  54.9±1.5  21.0±1.4  1.5±0.3  60.9±11.6  1618.2±308.1
 45  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  587.81  20.49  16.33  0.64  25.50  1.08e-15  0.0±0.0  1.0±0.2  96.4±7.3  1679.1±293.3  46.1±1.5  13.7±0.9  1.5±0.3  60.9±11.6  1618.2±308.1

 55  Ile  -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  962.41  74.48  26.73  2.33  11.49  2.13e-10 Param Not OK Param Not OK Param Not OK  2104.3±360.5  50.8±1.9  30.4±2.1  1.9±0.3 Param Not OK Param Not OK
 55  Ile  -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  962.41  74.48  26.73  2.33  11.49  2.13e-10 Param Not OK Param Not OK Param Not OK  2104.3±360.5  73.8±23.0  14.8±0.9  1.3±0.4 Param Not OK Param Not OK
 55  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  962.41  74.48  26.73  2.33  11.49  2.13e-10 Param Not OK Param Not OK Param Not OK  2104.3±360.5  50.8±1.9  30.4±2.1  1.9±0.3 Param Not OK Param Not OK
 55  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  962.41  74.48  26.73  2.33  11.49  2.13e-10 Param Not OK Param Not OK Param Not OK  2104.3±360.5  43.0±1.7  17.4±1.6  1.9±0.3 Param Not OK Param Not OK

 57  Val  -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  38.06  1.06  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 57  Val  -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  38.06  1.06  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  53.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 57  Val  -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  38.06  1.06  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 57  Val  -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  38.06  1.06  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  53.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 57  Val  -gamma_2 Val 57-gamma_2 Val 57-gamma_2 25C  1  1  800.13  25.0  1  2 800-MQ-25C FALSE TRUE  18  145.37  8.08  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 57  Val  -gamma_2 Val 57-gamma_2 Val 57-gamma_2 25C  1  2  800.13  25.0  1  2 800-SQ-25C FALSE TRUE  18  145.37  8.08  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 63  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  63.39  12.33  1.76  0.39  4.57  4.09e-05 Param Not OK Param Not OK Param Not OK  1872.9±428.7  50.5±3.8  6.0±0.8 Param Not OK Param Not OK Param Not OK
 63  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  63.39  12.33  1.76  0.39  4.57  4.09e-05 Param Not OK Param Not OK Param Not OK  1872.9±428.7  27.1±12.5  3.5±0.3 Param Not OK Param Not OK Param Not OK
 63  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  63.39  12.33  1.76  0.39  4.57  4.09e-05 Param Not OK Param Not OK Param Not OK  1872.9±428.7  50.5±3.8  6.0±0.8 Param Not OK Param Not OK Param Not OK
 63  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  63.39  12.33  1.76  0.39  4.57  4.09e-05 Param Not OK Param Not OK Param Not OK  1872.9±428.7  48.4±3.8  3.4±0.4 Param Not OK Param Not OK Param Not OK

 69  Val  -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C  1  1  800.13  25.0  1  4 800-MQ-25C FALSE TRUE  36  7.61  0.21  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 69  Val  -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C  1  2  600.17  25.0  1  4 600-MQ-25C FALSE TRUE  36  7.61  0.21  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  26.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 69  Val  -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C  1  3  800.13  25.0  1  4 800-SQ-25C FALSE TRUE  36  7.61  0.21  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
 69  Val  -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C  1  4  600.13  25.0  1  4 600-SQ-25C FALSE TRUE  36  7.61  0.21  No Exch  No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  41.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

 69  Val  -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C  1  1  800.13  25.0  1  4 800-MQ-25C TRUE TRUE  36  32  49.89  5.52  1.39  0.17  8.04  3.27e-08 Param Not OK Param Not OK Param Not OK  1683.0±313.4  51.6±4.6  5.8±0.5  2.0±0.3 Param Not OK Param Not OK
 69  Val  -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C  1  2  600.17  25.0  1  4 600-MQ-25C TRUE TRUE  36  32  49.89  5.52  1.39  0.17  8.04  3.27e-08 Param Not OK Param Not OK Param Not OK  1683.0±313.4  17.7±4.0  3.4±0.3  2.1±0.4 Param Not OK Param Not OK
 69  Val  -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C  1  3  800.13  25.0  1  4 800-SQ-25C TRUE TRUE  36  32  49.89  5.52  1.39  0.17  8.04  3.27e-08 Param Not OK Param Not OK Param Not OK  1683.0±313.4  51.6±4.6  5.8±0.5  2.0±0.3 Param Not OK Param Not OK
 69  Val  -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C  1  4  600.13  25.0  1  4 600-SQ-25C TRUE TRUE  36  32  49.89  5.52  1.39  0.17  8.04  3.27e-08 Param Not OK Param Not OK Param Not OK  1683.0±313.4  45.9±4.6  3.2±0.3  2.0±0.3 Param Not OK Param Not OK

 70  -delta_1  1  1  800.13  25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 70  -delta_1  1  2  600.17  25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 70  -delta_1  1  3  800.13  25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
 70  -delta_1  1  4  600.13  25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
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 Ile Ile 22-delta_1 Ile 22-delta_1 25C
 Ile Ile 22-delta_1 Ile 22-delta_1 25C
 Ile Ile 22-delta_1 Ile 22-delta_1 25C
 Ile Ile 22-delta_1 Ile 22-delta_1 25C

 Leu Leu 24-delta_1 Leu 24-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 25C
 Leu Leu 24-delta_1 Leu 24-delta_1 25C

 Leu Cp(Leu 24-delta_2) Leu 24-delta_2 25C
 Leu Cp(Leu 24-delta_2) Leu 24-delta_2 25C
 Leu Cp(Leu 24-delta_2) Leu 24-delta_2 25C
 Leu Cp(Leu 24-delta_2) Leu 24-delta_2 25C

 Ile Cp(Ile 28-delta_1) Ile 28-delta_1 25C
 Ile Cp(Ile 28-delta_1) Ile 28-delta_1 25C
 Ile Cp(Ile 28-delta_1) Ile 28-delta_1 25C
 Ile Cp(Ile 28-delta_1) Ile 28-delta_1 25C

 Leu Leu 38-delta_1 Leu 38-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 38-delta_1 Leu 38-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 38-delta_1 Leu 38-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch
 Leu Leu 38-delta_1 Leu 38-delta_1 25C  No Exch  No Exch  No Exch  No Exch  No Exch

 Leu Leu 38-delta_2 Leu 38-delta_2 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 38-delta_2 Leu 38-delta_2 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 38-delta_2 Leu 38-delta_2 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK

 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch

 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch  No Exch  No Exch

 Leu Leu 44-delta_1 Leu 44-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 44-delta_1 Leu 44-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 44-delta_1 Leu 44-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK
 Leu Leu 44-delta_1 Leu 44-delta_1 25C Param Not OK Param Not OK Param Not OK Param Not OK Param Not OK

 Leu Leu 44-delta_2 Leu 44-delta_2 25C
 Leu Leu 44-delta_2 Leu 44-delta_2 25C
 Leu Leu 44-delta_2 Leu 44-delta_2 25C
 Leu Leu 44-delta_2 Leu 44-delta_2 25C

 Ile Ile 45-delta_1 Ile 45-delta_1 25C
 Ile Ile 45-delta_1 Ile 45-delta_1 25C
 Ile Ile 45-delta_1 Ile 45-delta_1 25C
 Ile Ile 45-delta_1 Ile 45-delta_1 25C

 Ile Ile 55-delta_1 Ile 55-delta_1 25C
 Ile Ile 55-delta_1 Ile 55-delta_1 25C

 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch

 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch

 Ile Ile 63-delta_1 Ile 63-delta_1 25C
 Ile Ile 63-delta_1 Ile 63-delta_1 25C
 Ile Ile 63-delta_1 Ile 63-delta_1 25C
 Ile Ile 63-delta_1 Ile 63-delta_1 25C

 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch
 No Exch  No Exch  No Exch

 Ile Ile 70-delta_1 Ile 70-delta_1 25C
 Ile Ile 70-delta_1 Ile 70-delta_1 25C
 Ile Ile 70-delta_1 Ile 70-delta_1 25C
 Ile Ile 70-delta_1 Ile 70-delta_1 25C
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Res Atom Exchange?

10 Val -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 107.85 50.64 3.00 1.58 1.89  1.14e-01  0.1±0.1  0.7±0.1  94.8±0.0  1629.0±0.0  57.8±1.7  20.1±3.8  1.7±0.1  84.4±0.0  1544.6±0.0
10 Val -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 107.85 50.64 3.00 1.58 1.89  1.14e-01  0.1±0.1  0.7±0.1  94.8±0.0  1629.0±0.0  79.7±4.3  8.3±1.8  0.6±0.9  84.4±0.0  1544.6±0.0
10 Val -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 107.85 50.64 3.00 1.58 1.89  1.14e-01  0.1±0.1  0.7±0.1  94.8±0.0  1629.0±0.0  57.8±1.7  20.1±3.8  1.7±0.1  84.4±0.0  1544.6±0.0
10 Val -gamma_1 Val 10-gamma_1 Val 10-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 107.85 50.64 3.00 1.58 1.89  1.14e-01  0.1±0.1  0.7±0.1  94.8±0.0  1629.0±0.0  51.3±1.4  12.4±2.6  1.7±0.1  84.4±0.0  1544.6±0.0

10 Val -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 498.44 215.39 13.85 6.73 2.06  6.67e-02  0.0±0.1  1.0±0.1  94.8±0.0  1629.0±0.0  70.0±2.7  29.0±4.9  1.5±0.1  84.4±0.0  1544.6±0.0
10 Val -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 498.44 215.39 13.85 6.73 2.06  6.67e-02  0.0±0.1  1.0±0.1  94.8±0.0  1629.0±0.0  103.2±3.3  18.8±2.5  1.5±?  84.4±0.0  1544.6±0.0
10 Val -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 498.44 215.39 13.85 6.73 2.06  6.67e-02  0.0±0.1  1.0±0.1  94.8±0.0  1629.0±0.0  70.0±2.7  29.0±4.9  1.5±0.1  84.4±0.0  1544.6±0.0
10 Val -gamma_2 Val 10-gamma_2 Val 10-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 498.44 215.39 13.85 6.73 2.06  6.67e-02  0.0±0.1  1.0±0.1  94.8±0.0  1629.0±0.0  63.2±2.3  18.8±3.9  1.5±0.1  84.4±0.0  1544.6±0.0

11 Val -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 107.32 2.98 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  62.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
11 Val -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 107.32 2.98 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.8±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
11 Val -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 107.32 2.98 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  62.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
11 Val -gamma_1 Val 11-gamma_1 Val 11-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 107.32 2.98 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.8±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

11 Val -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 75.23 37.80 2.09 1.18 1.77  1.70e-01  0.1±0.1  0.4±0.1  94.8±0.0  1629.0±0.0  59.4±0.6  5.9±1.6  1.9±0.0  84.4±0.0  1544.6±0.0
11 Val -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 75.23 37.80 2.09 1.18 1.77  1.70e-01  0.1±0.1  0.4±0.1  94.8±0.0  1629.0±0.0  59.8±2.7  3.2±0.5  1.7±0.5  84.4±0.0  1544.6±0.0
11 Val -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 75.23 37.80 2.09 1.18 1.77  1.70e-01  0.1±0.1  0.4±0.1  94.8±0.0  1629.0±0.0  59.4±0.6  5.9±1.6  1.9±0.0  84.4±0.0  1544.6±0.0
11 Val -gamma_2 Val 11-gamma_2 Val 11-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 75.23 37.80 2.09 1.18 1.77  1.70e-01  0.1±0.1  0.4±0.1  94.8±0.0  1629.0±0.0  54.2±1.2  3.4±0.9  1.9±0.0  84.4±0.0  1544.6±0.0

12 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 2215.39 81.52 61.54 2.55 24.16  2.56e-15  0.0±0.0  1.1±0.0  94.8±0.0  1629.0±0.0  52.8±0.7  34.5±1.0  1.4±0.0  84.4±0.0  1544.6±0.0
12 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 2215.39 81.52 61.54 2.55 24.16  2.56e-15  0.0±0.0  1.1±0.0  94.8±0.0  1629.0±0.0  64.3±0.9  23.2±0.8  1.4±?  84.4±0.0  1544.6±0.0
12 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 2215.39 81.52 61.54 2.55 24.16  2.56e-15  0.0±0.0  1.1±0.0  94.8±0.0  1629.0±0.0  52.8±0.7  34.5±1.0  1.4±0.0  84.4±0.0  1544.6±0.0
12 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 2215.39 81.52 61.54 2.55 24.16  2.56e-15  0.0±0.0  1.1±0.0  94.8±0.0  1629.0±0.0  46.9±0.6  23.2±0.8  1.4±0.0  84.4±0.0  1544.6±0.0

15 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 59.91 1.66 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 59.91 1.66 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  36.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 59.91 1.66 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 59.91 1.66 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  48.9±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

15 -delta_2 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 19.34 0.54 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  50.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_2 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 19.34 0.54 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  28.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_2 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 19.34 0.54 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  50.0±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
15 -delta_2 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 19.34 0.54 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  46.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

19 Val -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 25.39 0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  56.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 25.39 0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 25.39 0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  56.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_1 Val 19-gamma_1 Val 19-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 25.39 0.71  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  51.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

19 Val -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 24.25 0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 24.25 0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  39.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 24.25 0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
19 Val -gamma_2 Val 19-gamma_2 Val 19-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 24.25 0.67  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  49.1±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

21 Val -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 618.84 161.32 17.19 5.04 3.41  9.46e-04  0.0±0.0  0.7±0.0  94.8±0.0  1629.0±0.0  56.6±0.7  18.1±1.7  1.7±0.0  84.4±0.0  1544.6±0.0
21 Val -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 618.84 161.32 17.19 5.04 3.41  9.46e-04  0.0±0.0  0.7±0.0  94.8±0.0  1629.0±0.0  62.8±2.0  11.0±1.5  1.7±0.5  84.4±0.0  1544.6±0.0
21 Val -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 618.84 161.32 17.19 5.04 3.41  9.46e-04  0.0±0.0  0.7±0.0  94.8±0.0  1629.0±0.0  56.6±0.7  18.1±1.7  1.7±0.0  84.4±0.0  1544.6±0.0
21 Val -gamma_1 Val 21-gamma_1 Val 21-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 618.84 161.32 17.19 5.04 3.41  9.46e-04  0.0±0.0  0.7±0.0  94.8±0.0  1629.0±0.0  45.7±0.6  11.0±1.1  1.7±0.0  84.4±0.0  1544.6±0.0

21 Val -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
21 Val -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
21 Val -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
21 Val -gamma_2 Val 21-gamma_2 Val 21-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

22 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 325.59 25.35 9.04 0.79 11.42  2.33e-10  0.1±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  46.2±0.3  15.3±0.7  1.8±0.0  84.4±0.0  1544.6±0.0
22 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 325.59 25.35 9.04 0.79 11.42  2.33e-10  0.1±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  40.5±1.0  8.8±0.4  1.6±0.1  84.4±0.0  1544.6±0.0
22 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 325.59 25.35 9.04 0.79 11.42  2.33e-10  0.1±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  46.2±0.3  15.3±0.7  1.8±0.0  84.4±0.0  1544.6±0.0
22 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 325.59 25.35 9.04 0.79 11.42  2.33e-10  0.1±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  40.2±0.3  9.2±0.5  1.8±0.0  84.4±0.0  1544.6±0.0

24 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 1058.52 38.69 29.40 1.21 24.32  2.30e-15  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  54.3±0.4  28.5±0.9  1.5±0.0  84.4±0.0  1544.6±0.0
24 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 1058.52 38.69 29.40 1.21 24.32  2.30e-15  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  44.5±0.9  14.1±0.7  0.9±0.1  84.4±0.0  1544.6±0.0
24 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 1058.52 38.69 29.40 1.21 24.32  2.30e-15  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  54.3±0.4  28.5±0.9  1.5±0.0  84.4±0.0  1544.6±0.0
24 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 1058.52 38.69 29.40 1.21 24.32  2.30e-15  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  46.2±0.5  18.4±0.7  1.5±0.0  84.4±0.0  1544.6±0.0

Global fit of site-specific ΔωH, ΔωC, and R2
0 with fixed PA = 94.8% and kex = 1629 /s

AA
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Curveset
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Curve
Num

B
0
 (MHz) Temp

(C) 
Num of

Curvesets
Num of
Curves

Dataset
Name Best fit OK? a DoF b,c

(NoEx)
DoF

(Ex) c
χ2

(ΝοΕx)
Χ2

(Ex)
χ2Red e

(NoEx)
χ2Red
(Ex)

F f

(Ex)
P(Ex) g

(For F>1)
ΔωH

(ppm)
ΔωC

(ppm)
P

A
 (%) k

ex
 (/s) R

2
0 (Hz) R

ex
 (Hz) α (-) k

A
 (/s) k

B
 (/s)

No Exch No Exch No Exch
No Exch No Exch No Exch
No Exch No Exch No Exch
No Exch No Exch No Exch

Ile Ile 12-delta_1 Ile 12-delta_1 25C
Ile Ile 12-delta_1 Ile 12-delta_1 25C
Ile Ile 12-delta_1 Ile 12-delta_1 25C
Ile Ile 12-delta_1 Ile 12-delta_1 25C

Leu Leu 15-delta_1 Leu 15-delta_1 25C No Exch No Exch No Exch
Leu Leu 15-delta_1 Leu 15-delta_1 25C No Exch No Exch No Exch
Leu Leu 15-delta_1 Leu 15-delta_1 25C No Exch No Exch No Exch
Leu Leu 15-delta_1 Leu 15-delta_1 25C No Exch No Exch No Exch

Leu Leu 15-delta_2 Leu 15-delta_2 25C No Exch No Exch No Exch
Leu Leu 15-delta_2 Leu 15-delta_2 25C No Exch No Exch No Exch
Leu Leu 15-delta_2 Leu 15-delta_2 25C No Exch No Exch No Exch
Leu Leu 15-delta_2 Leu 15-delta_2 25C No Exch No Exch No Exch

No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch

No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch
No Exch No Exch No Exch No Exch No Exch

Ile Ile 22-delta_1 Ile 22-delta_1 25C
Ile Ile 22-delta_1 Ile 22-delta_1 25C
Ile Ile 22-delta_1 Ile 22-delta_1 25C
Ile Ile 22-delta_1 Ile 22-delta_1 25C

Leu Leu 24-delta_1 Leu 24-delta_1 25C
Leu Leu 24-delta_1 Leu 24-delta_1 25C
Leu Leu 24-delta_1 Leu 24-delta_1 25C
Leu Leu 24-delta_1 Leu 24-delta_1 25C
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Res Atom Exchange?

24 -delta_2 1 1 800.13 25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
24 -delta_2 1 2 600.17 25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
24 -delta_2 1 3 800.13 25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
24 -delta_2 1 4 600.13 25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

28 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 1517.94 55.75 42.17 1.74 24.20  2.48e-15  0.0±0.0  1.0±0.0  94.8±0.0  1629.0±0.0  55.9±0.6  30.0±1.0  1.5±0.0  84.4±0.0  1544.6±0.0
28 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 1517.94 55.75 42.17 1.74 24.20  2.48e-15  0.0±0.0  1.0±0.0  94.8±0.0  1629.0±0.0  50.7±0.7  19.6±0.7  1.5±0.1  84.4±0.0  1544.6±0.0
28 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 1517.94 55.75 42.17 1.74 24.20  2.48e-15  0.0±0.0  1.0±0.0  94.8±0.0  1629.0±0.0  55.9±0.6  30.0±1.0  1.5±0.0  84.4±0.0  1544.6±0.0
28 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 1517.94 55.75 42.17 1.74 24.20  2.48e-15  0.0±0.0  1.0±0.0  94.8±0.0  1629.0±0.0  46.6±0.3  19.6±0.7  1.5±0.0  84.4±0.0  1544.6±0.0

38 -delta_1 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 20.19 0.56 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  47.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
38 -delta_1 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 20.19 0.56 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  46.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
38 -delta_1 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 20.19 0.56 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  47.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
38 -delta_1 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 20.19 0.56 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

38 -delta_2 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 74.65 15.74 2.07 0.49 4.22  1.01e-04  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  44.8±0.2  6.8±0.6  1.9±0.0  84.4±0.0  1544.6±0.0
38 -delta_2 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 74.65 15.74 2.07 0.49 4.22  1.01e-04  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  35.1±1.2  3.9±0.4  1.9±0.2  84.4±0.0  1544.6±0.0
38 -delta_2 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 74.65 15.74 2.07 0.49 4.22  1.01e-04  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  44.8±0.2  6.8±0.6  1.9±0.0  84.4±0.0  1544.6±0.0
38 -delta_2 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 74.65 15.74 2.07 0.49 4.22  1.01e-04  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  39.0±0.3  3.9±0.3  1.9±0.0  84.4±0.0  1544.6±0.0

43 Val -gamma_1 Val 43-gamma_1 Val 43-gamma_1 25C 1 1 800.13 25.0  1  2 800-MQ-25C FALSE TRUE 18 117.93 6.55 No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.3±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
43 Val -gamma_1 Val 43-gamma_1 Val 43-gamma_1 25C 1 2 800.13 25.0  1  2 800-SQ-25C FALSE TRUE 18 No Exch 117.93 No Exch 6.55 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  60.3±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

43 Val -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 No Exch 32.49 No Exch 0.90 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  59.2±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
43 Val -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 No Exch 32.49 No Exch 0.90 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  61.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
43 Val -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 No Exch 32.49 No Exch 0.90 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  59.2±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
43 Val -gamma_2 Val 43-gamma_2 Val 43-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 No Exch 32.49 No Exch 0.90 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  55.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

44 Leu -delta_1 Leu 44-delta_1 Leu 44-delta_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
44 Leu -delta_1 Leu 44-delta_1 Leu 44-delta_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
44 Leu -delta_1 Leu 44-delta_1 Leu 44-delta_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK
44 Leu -delta_1 Leu 44-delta_1 Leu 44-delta_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE FALSE Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK Fit Not OK

44 Leu -delta_2 Leu 44-delta_2 Leu 44-delta_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 118.66 63.62 3.30 1.99 1.66  2.41e-01  0.0±0.1  0.4±0.0  94.8±0.0  1629.0±0.0  59.7±0.6  6.7±1.5  1.9±0.0  84.4±0.0  1544.6±0.0
44 Leu -delta_2 Leu 44-delta_2 Leu 44-delta_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 118.66 63.62 3.30 1.99 1.66  2.41e-01  0.0±0.1  0.4±0.0  94.8±0.0  1629.0±0.0  63.8±2.8  3.9±0.9  1.9±0.6  84.4±0.0  1544.6±0.0
44 Leu -delta_2 Leu 44-delta_2 Leu 44-delta_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 118.66 63.62 3.30 1.99 1.66  2.41e-01  0.0±0.1  0.4±0.0  94.8±0.0  1629.0±0.0  59.7±0.6  6.7±1.5  1.9±0.0  84.4±0.0  1544.6±0.0
44 Leu -delta_2 Leu 44-delta_2 Leu 44-delta_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 118.66 63.62 3.30 1.99 1.66  2.41e-01  0.0±0.1  0.4±0.0  94.8±0.0  1629.0±0.0  52.3±0.4  3.9±0.9  1.9±0.0  84.4±0.0  1544.6±0.0

45 Ile -delta_1 Ile 45-delta_1 Ile 45-delta_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 587.81 21.58 16.33 0.67 24.21  2.46e-15  0.0±0.0  0.8±0.0  94.8±0.0  1629.0±0.0  55.3±0.4  22.0±0.6  1.6±0.0  84.4±0.0  1544.6±0.0
45 Ile -delta_1 Ile 45-delta_1 Ile 45-delta_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 587.81 21.58 16.33 0.67 24.21  2.46e-15  0.0±0.0  0.8±0.0  94.8±0.0  1629.0±0.0  63.8±0.5  13.7±0.4  1.6±0.0  84.4±0.0  1544.6±0.0
45 Ile -delta_1 Ile 45-delta_1 Ile 45-delta_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 587.81 21.58 16.33 0.67 24.21  2.46e-15  0.0±0.0  0.8±0.0  94.8±0.0  1629.0±0.0  55.3±0.4  22.0±0.6  1.6±0.0  84.4±0.0  1544.6±0.0
45 Ile -delta_1 Ile 45-delta_1 Ile 45-delta_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 587.81 21.58 16.33 0.67 24.21  2.46e-15  0.0±0.0  0.8±0.0  94.8±0.0  1629.0±0.0  46.4±0.3  13.7±0.4  1.6±0.0  84.4±0.0  1544.6±0.0

55 Ile -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 962.41 84.75 26.73 2.65 10.09  1.37e-09  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  50.8±0.9  28.3±1.6  1.5±0.0  84.4±0.0  1544.6±0.0
55 Ile -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 962.41 84.75 26.73 2.65 10.09  1.37e-09  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  91.1±1.9  14.9±1.1  1.1±0.2  84.4±0.0  1544.6±0.0
55 Ile -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 962.41 84.75 26.73 2.65 10.09  1.37e-09  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  50.8±0.9  28.3±1.6  1.5±0.0  84.4±0.0  1544.6±0.0
55 Ile -delta_1 Ile 55-delta_1 Ile 55-delta_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 962.41 84.75 26.73 2.65 10.09  1.37e-09  0.1±0.0  0.9±0.0  94.8±0.0  1629.0±0.0  42.2±0.8  18.3±1.2  1.5±0.0  84.4±0.0  1544.6±0.0

57 Val -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 No Exch 38.06 No Exch 1.06 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
57 Val -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 No Exch 38.06 No Exch 1.06 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  53.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
57 Val -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 No Exch 38.06 No Exch 1.06 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  57.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
57 Val -gamma_1 Val 57-gamma_1 Val 57-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 No Exch 38.06 No Exch 1.06 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  53.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

57 Val -gamma_2 Val 57-gamma_2 Val 57-gamma_2 25C 1 1 800.13 25.0  1  2 800-MQ-25C FALSE TRUE 18 No Exch 145.37 No Exch 8.08 No Exch No Exch No Exch  0.0±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  57.2±0.0  12.1±0.0  ?±?  84.4±0.0  1544.6±0.0
57 Val -gamma_2 Val 57-gamma_2 Val 57-gamma_2 25C 1 2 800.13 25.0  1  2 800-SQ-25C FALSE TRUE 18 No Exch 145.37 No Exch 8.08 No Exch No Exch No Exch  0.0±0.0  0.6±0.0  94.8±0.0  1629.0±0.0  57.2±0.0  12.1±0.0  ?±?  84.4±0.0  1544.6±0.0

63 Ile -delta_1 Ile 63-delta_1 Ile 63-delta_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 63.39 12.53 1.76 0.39 4.50  4.91e-05  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  46.9±0.3  6.3±0.5  1.9±0.0  84.4±0.0  1544.6±0.0
63 Ile -delta_1 Ile 63-delta_1 Ile 63-delta_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 63.39 12.53 1.76 0.39 4.50  4.91e-05  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  52.6±1.0  3.7±0.2  1.9±0.1  84.4±0.0  1544.6±0.0
63 Ile -delta_1 Ile 63-delta_1 Ile 63-delta_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 63.39 12.53 1.76 0.39 4.50  4.91e-05  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  46.9±0.3  6.3±0.5  1.9±0.0  84.4±0.0  1544.6±0.0
63 Ile -delta_1 Ile 63-delta_1 Ile 63-delta_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 63.39 12.53 1.76 0.39 4.50  4.91e-05  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  44.7±0.2  3.7±0.3  1.9±0.0  84.4±0.0  1544.6±0.0

69 Val -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C FALSE TRUE 36 No Exch 7.61 No Exch 0.21 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
69 Val -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C FALSE TRUE 36 No Exch 7.61 No Exch 0.21 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  26.4±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
69 Val -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C FALSE TRUE 36 No Exch 7.61 No Exch 0.21 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  43.7±0.0  0.0±?  ?±0.0  0.0±?  0.0±?
69 Val -gamma_1 Val 69-gamma_1 Val 69-gamma_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C FALSE TRUE 36 No Exch 7.61 No Exch 0.21 No Exch No Exch No Exch  0.0±0.0  0.0±0.0  100.0±0.0  0.0±0.0  41.6±0.0  0.0±?  ?±0.0  0.0±?  0.0±?

69 Val -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 49.89 5.64 1.39 0.18 7.86  4.43e-08  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  45.0±0.1  5.9±0.3  1.9±0.0  84.4±0.0  1544.6±0.0
69 Val -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 49.89 5.64 1.39 0.18 7.86  4.43e-08  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  19.1±1.1  3.4±0.2  1.9±0.2  84.4±0.0  1544.6±0.0
69 Val -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 49.89 5.64 1.39 0.18 7.86  4.43e-08  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  45.0±0.1  5.9±0.3  1.9±0.0  84.4±0.0  1544.6±0.0
69 Val -gamma_2 Val 69-gamma_2 Val 69-gamma_2 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 49.89 5.64 1.39 0.18 7.86  4.43e-08  0.0±0.0  0.4±0.0  94.8±0.0  1629.0±0.0  39.3±0.1  3.4±0.2  1.9±0.0  84.4±0.0  1544.6±0.0

70 Ile -delta_1 Ile 70-delta_1 Ile 70-delta_1 25C 1 1 800.13 25.0  1  4 800-MQ-25C TRUE TRUE 36 32 17.54 7.13 0.49 0.22 2.19  4.37e-02  0.0±0.0  0.3±0.0  94.8±0.0  1629.0±0.0  37.5±0.2  2.8±0.4  2.0±0.0  84.4±0.0  1544.6±0.0
70 Ile -delta_1 Ile 70-delta_1 Ile 70-delta_1 25C 1 2 600.17 25.0  1  4 600-MQ-25C TRUE TRUE 36 32 17.54 7.13 0.49 0.22 2.19  4.37e-02  0.0±0.0  0.3±0.0  94.8±0.0  1629.0±0.0  27.1±1.1  1.6±0.2  2.0±0.2  84.4±0.0  1544.6±0.0
70 Ile -delta_1 Ile 70-delta_1 Ile 70-delta_1 25C 1 3 800.13 25.0  1  4 800-SQ-25C TRUE TRUE 36 32 17.54 7.13 0.49 0.22 2.19  4.37e-02  0.0±0.0  0.3±0.0  94.8±0.0  1629.0±0.0  37.5±0.2  2.8±0.4  2.0±0.0  84.4±0.0  1544.6±0.0
70 Ile -delta_1 Ile 70-delta_1 Ile 70-delta_1 25C 1 4 600.13 25.0  1  4 600-SQ-25C TRUE TRUE 36 32 17.54 7.13 0.49 0.22 2.19  4.37e-02  0.0±0.0  0.3±0.0  94.8±0.0  1629.0±0.0  34.5±0.1  1.6±0.2  2.0±0.0  84.4±0.0  1544.6±0.0
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Leu Leu 24-delta_2 Leu 24-delta_2 25C
Leu Leu 24-delta_2 Leu 24-delta_2 25C
Leu Leu 24-delta_2 Leu 24-delta_2 25C
Leu Leu 24-delta_2 Leu 24-delta_2 25C

Ile Ile 28-delta_1 Ile 28-delta_1 25C
Ile Ile 28-delta_1 Ile 28-delta_1 25C
Ile Ile 28-delta_1 Ile 28-delta_1 25C
Ile Ile 28-delta_1 Ile 28-delta_1 25C

Leu Leu 38-delta_1 Leu 38-delta_1 25C No Exch No Exch No Exch
Leu Leu 38-delta_1 Leu 38-delta_1 25C No Exch No Exch No Exch
Leu Leu 38-delta_1 Leu 38-delta_1 25C No Exch No Exch No Exch
Leu Leu 38-delta_1 Leu 38-delta_1 25C No Exch No Exch No Exch

Leu Leu 38-delta_2 Leu 38-delta_2 25C
Leu Leu 38-delta_2 Leu 38-delta_2 25C
Leu Leu 38-delta_2 Leu 38-delta_2 25C
Leu Leu 38-delta_2 Leu 38-delta_2 25C

No Exch No Exch No Exch
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