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Table S1. Symmetrically-disubstituted Amino Acid Ester 145DCs, 4{/-9}.

compound formula MW C logP form R; R, (min)
1} C,;H,eN,Oq¢ 38241 0.35 solid 0.79 340
42} C,;H,,N,Oq 450.44 1.30 solid 0.22 4.06
4{3} C,oH;0N,Oq 410.47 0.97 glass film 0.69 491
44} C,sH,6N,Oq 478.50 1.92 glass film 0.12 5.04
45} C,sH,,N,Oq 494 .62 3.89 glass film 0.45 8.39
46} C;H;N,Oq 562.66 483 glass film 0.52 8.11
H7} C;H;N,Oq 562.66 3.81 glass film 0.62 7.73
48} Cy;H;,N,Oq¢ 630.69 4.76 solid 0.23 7.37
49} C3sHgoNOy 724 44 3.86 glass film 0.86 7.14
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Table S2. Dissymmetrically-disubstituted Amino Acid Ester 145DCs, 4{10-45}.

compound formula MW C logP form R; R, (min)
410} C,0H,4N,Oq 416.43 1.17 glass film 0.83 3.67
11} C,sH,sN,Oq¢ 396 .44 0.66 glass film 0.86 4.00
12} C, H,N,Oq¢ 430.45 1.14 glass film 0.85 431
413} C, H;,N,Oq¢ 438.52 2.12 glass film 091 5.86
14} C,,H;,N,Oq 472.53 2.59 glass film 0.83 6.04
415} C,,H;,N,Oq 472.53 242 glass film 0.78 6.00
416} C,;H;0N,Oq¢ 506.55 2.90 glass film 0.84 6.18
K17} C,6sH,3NsO4 553.31 2.11 glass film 0.61 545
418} C, H,N,Oq¢ 430.56 1.48 glass film 0.56 4.36
419} C,,H,,N,Oq¢ 464 .47 1.61 solid 0.70 4.54
420} C,,H;,N,Oq 472.53 293 glass film 0.69 6.06
421} C,;H;0N,Oq¢ 506.55 3.07 glass film 0.55 6.06
422} C,;H;0N,Oq¢ 506.55 2.56 glass film 0.67 5.90
423} C5H,sN,Oq 540.57 3.03 glass film 0.64 5.95
424} C,H,;N;O4 587.67 2.92 glass film 0.62 593
425} C,,H,sN,Oq¢ 444 48 1.45 glass film 0.57 5.37
4{26} C,,H;eN,Oq¢ 452.54 243 glass film 0.37 7.44
27} C,sH3,N,Oq 486.56 2.90 glass film 0.45 6.66
428} C,sH3,N,Oq 486.56 2.73 glass film 0.54 6.53
4{29} C,sH;,N,Oq 520.58 3.20 glass film 0.56 6.38
430} C,;H,sN;O4 567.68 242 glass film 0.77 6.13
431} C,sH3,N,Oq¢ 486.56 3.24 glass film 0.39 6.80
432} C,sH3,N,Oq 520.58 3.38 glass film 0.40 6.79
433} C,sH3,N,Oq 520.58 2.86 glass film 0.59 6.38
434} C;,H;0N,Oq 554.59 3.34 glass film 0.35 6.52
435} C3H,3N;O4 601.31 2.89 glass film 0.63 6.25
4{36} C,sH,0N,Oq¢ 528.64 4.36 glass film 0.51 8.31
437} C,sH,oN,Oq 528.64 4.19 glass film 0.42 7.99
438} C;H;N,Oq 562.66 4.66 glass film 0.39 7.79
439} C5Hs;N5O4 609.76 3.87 glass film 0.33 7.48
440} C;H;N,Oq 562.66 432 glass film 0.44 7.95
H41} C3,H;6N,Oq 596.67 4.80 glass film 0.47 7.64
442} Cy3H,oN;O4 643.77 435 glass film 0.29 7.39
4{43} C3,H;6N,Oq 596.67 4.28 glass film 048 7.44
444} Cy3H,oN;O4 643.77 4.17 glass film 0.59 7.29
445} C36H,/N5O4 677.34 4.65 glass film 0.56 7.29
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Figure S1. LC/MS data for 4{1}.
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Figure S2. LC/MS data for 4{2}.
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Figure S3. LC/MS data for 4{3}.
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Figure S4. LC/MS data for 4{4}.

S8



1 G, W AWVAHTANIVYI WCLG THUD MM IV 1V UV 11 Gl VAT aVVILALLD

mAU]
300
200
100

o
100
200

ilp-iii-13_10-30-11 am_6¢24-2007.run 214.00

wls

MCounts
150:800

400
3004

200

ILP-111-13_10-30-11 AM_6-24-2004.XMS TIC Filtered ~J

| P I I 1

ILP-111-13_10-30-11 AM_6-24-2007.XMS fons: 495.0 Filtered _]

lllllllll"liillllllél'lvlllllil'!lr!lv'lllllIllllélllIllYllélrlllllll}ll'IlVlIléltlllllllélll‘lilll

minutes

Spectrum 1A

BP: 383.0 (2.575e+7=100%), ilp-iii-13_10-30-11 am_6-24-2007.xms

PROFILE SMOOTHED
8.557 min, Scan: 1444, 50:800, lon: 103 us, RIC: 4.664e+8

100%—

4

75%-

7 l

I

383.1
2.278e+7

38
5.09

4.1
9e+6

.ll

it

517.1
9.003e+6

494.5
4.052e+p

o E L

4

PP BNV e

| PR A

U 460 20003

0

™ T T T T T

0

460

N e o BB e ) T R

m/z

Figure S5. LC/MS data for 4{5}.
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Figure S6. LC/MS data for 4{6}.
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Figure S7. LC/MS data for 4{7}.

S11



VAT TRAT I VYW WAL WA W IS TV B 8 R

IV AN IV AV AT

ilp-iii-17_11-17-20 am_1-16-2008.run 214.00

| 1.021 min

ILP-1I1-17_11-17-18

Ag_1-16-2008,XMS TIC Filtered ]
~
+

+ 7.887 min
8.246 min
9.032 min

L~
£
Yo}
32}
0
»
s

.014 min

ILP-1i-17_11-17-19 AM_1x16-2008.XMS lons: 631.0 Filtered ]

MCount3
150:800 ]
7.54 g
5.0 v
2.5 3
0.0
1 2 3 4 5 8 7 8 9 .
minutes
Spectrum 1A
BP: 631.1 (9.162e+6=100%), ilp-iii-<17_11-17-19 am_1-16-2008.xms 7.473 min, Scan: 1138, 50:800, lon: 836 us, RIC: 3.449e+7, BC
) 631.1 ]
100%- 9.162e+6 .
o ] oA _/N o ]
75% e} H
NN ]
63D.2 1
5.48Be+6 1
] 632.0 ]
50% 4.405e+6 =
1 653.3 ]
] 941e+6 ]
25%1 .
] 643.0
] 91.0
] 1.078e+6 1.235e46
o’c. [ 1 Lol || it A Lll Lad Ll. "l l | L 1 F 1y PN 1
R v " PR ARARE" rARAAAARS FaRRRRRLE Y AALLAAAAS = v A ¥ L

m/z

Figure S8. LC/MS data for 4{8}.
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Figure S9. LC/MS data for 4{9}.
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Figure S11. LC/MS data for 4{11}.
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Figure S12. LC/MS data for 4{12}.
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Figure S13. LC/MS data for 4{13}.
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Figure S14. LC/MS data for 4{14}.
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Figure S15. LC/MS data for 4{15}.
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Figure S16. LC/MS data for 4{16}.
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Figure S17. LC/MS data for 4{17}.
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Figure S18. LC/MS data for 4{18}.
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Figure S19. LC/MS data for 4{19}.
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Figure S20. LC/MS data for 4{20}.
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Figure S21. LC/MS data for 4{21}.

S25



PN e V¥ AT IMAT P YY S SNv M S amame e weape e e [ rtr  tm o+ e i peaar s 4 o~ mmse e seaieaw

mAU ilp-iii-43_4-30-45 pm_11-9-2007.run 214.00

-100- .

1254 | 3

MCount$ ILP-AI1-43_4-30-43 PM_11-9-2007.XMS lons: 507.0 Filtered |
7—50:800

PTPYET

|v|||||lv{||'v|---viun‘:-||-rénvu-v:-vu&unru-:vu:gv|ur|nunnéunxnvvrvr}vvrrvrrvvévvrrvtvvvévu|v||r'r

minutes
Spectrum 1A PROFILE SMOOTHED
BP: 451.1 (6.969e+6=100%), ilp-iii-43_4-30-43 pm_11-9-2007.xms 6.017 min, Scan: 945, 50:800, lon: 211 us, RIC: 1.773e+8
] 451.2 ]
100%— 6.215e+6 -

e =stas

50% -

] 4922

1.92e+6 5292

E 1.624e+6 1
25% -
1 91.0 ]
1.107e+6

406.0 530.2
603927 616565 778.3
412266

%: e i [ . l L A A I]l

T Tabe T 200 T3 Tado T sbo b0 700 gbo

m/z
Figure S22. LC/MS data for 4{22}.
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Figure S23. LC/MS data for 4{23}.
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Figure S24. LC/MS data for 4{24}.
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Figure S25. LC/MS data for 4{25}.
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Figure S26. LC/MS data for 4{26}.
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