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Small angle X-ray Scattering (SAXS)

E
e GZC05.0mgmL’ . gig: gg mg mt_‘
* GZCO25mgmL" . . Gz0az2s mg mL_‘
10° 4 © GZCO15mgmL’ 10?4 . 5mg mL”
e GZC00.5mgmL" e GZC605mgmL’
...... ® GzC00.05mgmL" Ao © GZC60.05mg mL
10°H 4o - 1073 b thes PR
N [RERRFRRRITS Habibty o , ) o : e
E 1 * t | ) i, g 10" 4 i 4
Sl e Ly
g il g . g ARy l ‘i\‘
- ‘ A1 =107 3 Qill v |k
Rl Il \
i ‘ i 10° 3 ! ‘
| ‘ |
10° 3 | ‘ ‘
| | 7
| ‘ ‘ ‘ ‘ | " |
| | 1 |
s 0.1 2 3 4 5 3 7 6 o M
q/A" q/A"
e GZC6B5.0mgmL"
* GZC6B 2.5mg mL': o'

1073 o GZ068 1.5mgml., o GZC1410mgmL’ o GZC1480mgmL’
&-GzZocBobmomL 7 o GZC1460mgmL’ e GZC1450mgmL"
©..G2068 0.05ma m. o GZC1425mgmL” e GZC1415mgmL’

10° e GZC1405mgmL”’ o GZC140.05mgmL"

10%
k3 - -
g" 5
CATEE s
B R
10° 3 i prt
1073 10
01 o
q/A" q/A"

Figure S1. SAXS plots of linear battacin lipopeptides with various concentrations.



o GZC050mgmL Rg=51A=01A
o GZC025mgmL ' Rg=48A=02A
o GZCO15mgmL'Rg=5.0A=03A
o GZC005mgmL'Rg=42A=09A

___— linear fit
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Linear fit

In[l(a)]

GUBDL 2
e bbb LL

T

QD N
i ap
wras e hudBlolg\

ik

20

30 40 50 60

qz/A-z

70 x10°

o GZC650mgmL' Rg=42A+08A
o GzZC625mgmL' Rg=4.8A=01A
o GZC61.5mgmL' Rg=49A=0.1A

o GZC605mgmL' Rg=49A=0.1A
— Linear fit
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Figure S2. Guinier plots of linear battacin lipopeptides at various concentrations.
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The R, values for all the battacin lipopeptides did not change drastically, except for the GZC14
due to the self-assembly above 1.5 mg mL!. No additional features in the scattering plots were
observed with varying concentrations. Also, the molecular weight was calculated based on the
absolute scale analysis with the calculated partial specific volume and contrast. The values did
not deviate by an order of magnitude from their theoretical values.

Table S1. Summary of R, values resolved by Guinier analysis.

Concentration R,/ A
GZCO0 GZC6 GZC6B GZCl14
0.5 mg mL"! 42+ 0.9 49+ 0.8 504+ 0.7 Insufficient signals
1.5 mg mL"! 50£03 49 + 0.1 48+03 19.2 +£0.5
2.5 mgmL! 48 +0.2 48 £ 0.1 48 +£0.2 20.5 + 0.6
5.0 mg mL*! 51£0.1 42 +0.1 4.7+0.1 21.1 £0.2




Figure S3. Representation of ten candidate ab initio models used, and the final model at the bottom (for GZCO0).

Peptide number calculation

The volume of each aggregate = gnr3
Where r = 12.5 A 4+ 9.1 A from the fitting parameters in Table 3.

Volume of an aggregate = 42200 A3

We then can estimate the volume of each GZC14 molecule within the aggregate from SLD.

2i b

LD =
S |4

where b; is bound coherent scattering length.!
SLD values used or fitted ware used for this calculation

The combined volume of peptide and fatty acid chain is 272 A3. The number of GZC14
molecules that constitute one aggregate is approximately 155.



-100 —

-1

-200 —

2
dmol

&

=}

s}
|

—— GZC1410.0mg mL"

/ deg cm
N
8
|

eMRE

-500 —

600 x10°

T I I I I T
180 200 220 240 260 280 300

320

Wavelength / nm
Figure S4. CD spectra of GAZC14 at 10.0 mg mL™.
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