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Figure S1. The triple helix conformation of IZNP0 is shown in ribbon, cartoon representation and electrostatic 
surface. The dashed red circle represents the "Pocket domain".

Figure S2. The triple helix conformation of IZNP01EK is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".
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Figure S3. The triple helix conformation of IZNP02EK is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".

Figure S4. The triple helix conformation of IZNP03EK is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".
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Figure S5. The triple helix conformation of IZNP01EQ is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".

Figure S6. The triple helix conformation of IZNP02EQ is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".
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Figure S7. The triple helix conformation of IZNP03EQ is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".

Figure S8. The triple helix conformation of IZNP04EQ is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".
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Figure S9. The triple helix conformation of IZNP02EQ+7 is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".

Figure S10. The triple helix conformation of IZNP02QE is shown in ribbon, cartoon representation and 
electrostatic surface. The dashed red circle represents the "Pocket domain".
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Figure S11. The HDOCK-based docking structure of IZNP01EK/C34, IZNP02EK/C34, 
IZNP03EK/C34(Grey areas represent the pocket domains similar to NHR region, the green helix is C34 

and the red amino acid residues are “WWI modif” for the binding to the pocket domains).

Figure S12. The HDOCK-based docking structure of IZNP01EQ/C34, IZNP02EQ/C34, 
IZNP03EQ/C34(Grey areas represent the pocket domains similar to NHR region, the green helix is C34 

and the red amino acid residues are “WWI modif” for the binding to the pocket domains).
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Figure S13. The HDOCK-based docking structure of IZNP04EQ/C34, IZNP02EQ+7/C34, 
IZNP02QE/C34(Grey areas represent the pocket domains similar to NHR region, the green helix is C34 

and the red amino acid residues are “WWI modif” for the binding to the pocket domains).
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Figure S14 FT-ICR-MS spectrogram of IZNP0 thioesterified intermediate and IZNP0.

IZNP0(SBn)
Calculated M.W. 4099.09
Measured M.W. 4098.411

IZNP0
Calculated M.W. 11927.34
Measured M.W. 11921.09
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Figure S15 FT-ICR-MS spectrogram of IZNP01EK thioesterified intermediate and IZNP01EK.

IZNP01EK(SBn)
Calculated M.W. 4116.04
Measured M.W. 4114.612

IZNP01EK
Calculated M.W.  11975.49 
Measured M.W.  11969.274
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Figure S16 FT-ICR-MS spectrogram of IZNP02EK thioesterified intermediate and IZNP02EK.

IZNP02EK(SBn)
Calculated M.W. 4128.09
Measured M.W. 4126.648

IZNP02EK
Calculated M.W.  12011.64 
Measured M.W.  12005.385
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Figure S17 FT-ICR-MS spectrogram of IZNP03EK thioesterified intermediate and IZNP03EK.

IZNP03EK(SBn)
Calculated M.W. 4128.09
Measured M.W. 4126.510

IZNP03EK
Calculated M.W.  12011.64
Measured M.W.  12005.36



14

Figure S18 FT-ICR-MS spectrogram of IZNP01EQ thioesterified intermediate and IZNP01EQ.

IZNP01EQ(SBn)
Calculated M.W. 4119.95
Measured M.W. 4114.393

IZNP01EQ
Calculated M.W.  12975.22 
Measured M.W.  11969.052
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Figure S19 FT-ICR-MS spectrogram of IZNP02EQ thioesterified intermediate and IZNP02EQ.

IZNP02EQ(SBn)
Calculated M.W. 4128.00
Measured M.W. 4126.440

IZNP02EQ
Calculated M.W.  12011.37
Measured M.W.  12005.16
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Figure S20 FT-ICR-MS spectrogram of IZNP03EQ thioesterified intermediate and IZNP03EQ.

IZNP03EQ(SBn)
Calculated M.W. 4128.00
Measured M.W. 4126.415

IZNP03EQ
Calculated M.W.  12011.37
Measured M.W.  12005.17
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Figure S21 FT-ICR-MS spectrogram of IZNP04EQ thioesterified intermediate.

Figure S22 FT-ICR-MS spectrogram of IZNP02EQ-7 thioesterified intermediate.

IZNP04EQ(SBn)
Calculated M.W. 4161.12
Measured M.W. 4159.512

IZNP02EQ-7(SBn)
Calculated M.W. 3350.18
Measured M.W. 3349.053



18

Figure S23 FT-ICR-MS spectrogram of IZNP02EQ+7 thioesterified intermediate and IZNP02EQ+7.

IZNP02EQ+7(SBn)
Calculated M.W. 4210.19
Measured M.W. 4208.541

IZNP02EQ+7
Calculated M.W.  12257.94
Measured M.W.  12251.64
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Figure S24 FT-ICR-MS spectrogram of IZNP02EQ+7 thioesterified intermediate and IZNP02EQ+7.

IZNP02QE(SBn)
Calculated M.W. 4128.00
Measured M.W. 4126.435

IZNP02QE
Calculated M.W.  12011.37
Measured M.W.  12005.15


