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Table. Data collection and refinement statistics. Number s between parenthesesrefer to

the outer shdll.

LecA-11
Beamline BM14/0.976
(wavelength, A)
Spacegroup P3,21
Cell dimensionsa,b,c | 54.3354.333
(A) 90.50 90.0 90.0 120.0
a, B, v (deg.)
Resolution (A) 40.00-2.15 (2.27-2.15)
Measured/ Unique 132611/37963
reflections
Average multiplicity | 3.5(3.5)
Rinerge 0.045 (0.386)
Completeness (%) 99.5 (99.9)
Mean | / ol 14.4 (2.3)
Wilson B 40.0
Reryst! Riree 21.4/25.9
Rmss bonds, A 0.014
Rmsg @ngles,® 1.66
Rmsd chiral, A°® 0.102
Protein atoms /per | 907/901/901/901
chan 40.4/44.4/50.2/44.3
Bfac A2
Water molecules 235
Bfac, A? 43.7
Ligand atoms 22/22/22/22
Bfac, A® 42.4/55.7/63.5/48.3
Calcium atoms V1v1
Bfac, A? 39.0/51.0/64.6/47.5
PDB code 4A6S
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130130 - Cpd 11-(DG144) Percent purity by LC (UV 254)

purity

Hezighit Width
1 389 1300615 100 271527 0.458
2 462 4303 037 1253 0.29
3 637 2283 0,18 578 035
4 8.21 81,2 0.7 2367 0,31
101,25

98,77%
0,37%
0,18%
0,69%
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Qualitative Compound Report

Data File Roy_Chichi_DG- Sample Name Cpd11: DG144
144_20130129.d

Sample Type Sample Pasition P1-Al

Instrument Name Instrument 1 User Mame

Acq Methad Viadimir_LC_10-95- IRM Calibration Status _
6_pos_100a2000.m

DA Method Diefault.m Comment

Compound Table

|+21i
Compound Label RT Mass Abund Formula Tagt Mass {ppm)
Cpd 1:C16 H18 055] 4.232 3220871 426982 C15 H18 05 S 3220879 1.13
Compound Label RT Algorithm Mass
Cpd 1: Cle H1IBOS5 S 4.232 | Find By Farmula 3220871
%10 7 [Cpd 1: C18 H18 O5 S: +ESI EIC(152.0379, 153.0457, 161.0432, 162.0510 ...} Scan Frag=100.0V..
11 1|2 z
1.2
1 .
0.8
4,232
0.6+
0.4- l
0.2 |
1 2 3 4 5 6§ 7 8 9 10 11 12 13
Counts vs. Acquisition Time (min)
MS Spectrum
%10 5 |Cpd 1: C18 H18 O5 S: +ESI Scan (4.131-4.164, 4.289-4.333 min, 6 scans) Frag=100.0V Roy_Chic..
3401210
(M+MNH4)+
4
3_
2_
14 667.1638
(2M+MNa)+
0 L : L T

200 300 400 SO0 600 700 800 900 1000 1100 1200
Counts vs. Mass-to-Charge (m/z)
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Qualitative Compound Report

MS Zoomed Spectrum

10 5 |Cpd 1: C16 H18 05 S: +ESI Scan (4.131-4.164, 4.299-4.333 min, 6 scans) Frag=100.0V Roy_Chic..
340.1210
4 (M+NH4)+
3_
2_
14 667.1638
[ (2M+Na)+
L

300 320 340 360 380 400 420 440 450 480 500 520 540 560 580 600 620 640 660 680

Counts vs. Mass-to-Charge (méz)
MS Spectrum Peak List

m/z Cale miz Dﬁ{ppm] z |Abund |Formula Ton
305.0836 305.0842| 206 1 7015/ C16 H1704 5 {M+H)+[-H20]
322.0876 322.0869 198 1 230|C16H18055 M=
323.0951 323.0948 0.99) 1 257|C16 H1905 5 [M+H)+

34010 340.1213 -1.07 426998/ C16H2ZN 05 5 [M+MNHE)
340.3517 26881

341.124 341.1244] -1.31 63082|C1I6H2ZN 055 {M+MNH4E)+
342.1199 342.1208 -2.46 21069 C16H2ZN 05 5 M+ MH4 )+
3450762 3450767 -1.45 75654|C16 H1BNa 05 5 [M+Ma)+
361.0502 361.0507 -1.14| 1 9851 C16 H1BKO5 5 (M) +
667.1638 667.1642| 0.5 1 22886|C32 H36 Na 010 52 {2M+ Na )+

== End Of Report --
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