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g. S1 *H-NMR of compound 2
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Fig. S2 3C-NMR of compound 2



322 (5.490) Sm (SG, 3x5.00); Cm (322-18x5.000)

TOF MS ES+

407.2
100, L
429.2
430.2 s
358.2 559.1
0+ \l T T Jl T I‘I T 'L\I |L furk T T ' T T T l| Tt m/z
200 250 300 350 400 450 500 550 600 650 700 750
Monoisotopic Mass, Even Electron lons
95 formula(e) evaluated with 8 results within limits (up to 19 closest results for each mass)
Elements Used:
C:0-100 H:0-200 O:0-30
320 (5.456) Cn (Cen,7, 50.00, Ar); Sm (SG, 3x5.00); Sb(12,5.00 ) TOF MS ES+
4.92e+003
1004 407.2
Y
3704 383.3 MBZ I 424.2 4254
0 T T T T ,' T T T L T L BRI B I VBRI L S i e 1 miz
370.0 375.0 380.0 385.0 390.0 395.0 400.0 405.0 410.0 415.0 420.0 425.0
Minimum: -2.0
Maximum: 25.0 10.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
407.1922 407.1917 0.5 1.2 3.5 386.3 €18 H31 010
407.1858 6.4 15.7 12,5 693.5 €25 H21 05
407.2011 -8.9 -21.39 16.5 850.3 C29 H27T 02
407.1800 12.2 30.0 215 988.6 €32 Hz23
407.2070 -14.8 -36.3 7.5 564.8 cz22 H31 o7
407.1765 15.7 38.6 -0.5 268.7 Cl4 H31 013
407.2129 -20.7 -50.8 -1.5 292.2 €15 H35 012
407.1706 21.6 53.0 8.5 571.6 c21 H2T OB

Fig. S3 HRMS of compound 2
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Fig. S5 *C-NMR of compound 5




100 (1.849) TOF MS ES+

319.1 .
100, 8.86e3
341.1
2
509.2
268.2 504.3
378.2392.2
551.5
0+ T T T T [|J T \""l‘ll'"l‘l""l""l"“' |"I|"'I"J|I * \'l h T T m/z

T T T
100 150 200 250 300 350 400 450 500 550 600 650

Monoisotopic Mass, Even Electron lons
63 formula(e) evaluated with 7 results within limits (up to 19 closest results for each mass)

Elements Used:
C:0-100 H:0-200 O:0-40
131 (2.423) Cn (Cen,5, 50.00, Ar); Sm (SG, 1x2.00); Sb (12,5.00 ) TOF MS ES+
2.53e+003
me 319.1
Yo
298.3 305.2 3171
298_5| 003 30323043 3052 5075 3081 3102 440, 3133 3952 H_jrmj 3201 ?21.2 324.§ 3252 Eer.a 3202 330.% w313 38233335 ;352
= T ~ —r.‘ﬁ,—l—r—r‘ Al L et .jj—r—r e L Al miz
297.5 300.0 302.5 305.0 307.5 310.0 325 315.0 375 320.0 322.5 325.0 3275 330.0 3325 335.0
Minimum: -2.0
Maximum: 25.0 10.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
319.1393 319.13%3 0.0 0.0 3.5 54.0 Cl4 H23 08
319.1334 5.9 18.5 12.5 180.5 c21 H1S8 03
319.1487 -9.4 -29.5 16.5 263.1 C25 H19
319.1545 -15.2 -47.6 7.5 135.9 cl18 H23 05
319.1240 15.3 47.9 -0.5 33.0 €10 H23 011
31%.1182 21.1 66.1 8.5 139.4 €17 H18 06
319.1604 -21.1 -66.1 -1.5 51.6 Cll H27 010

Fig. S6 HRMS of compound 5



- 7.2619

1 2.0000

ey

O © v N LA Y LA LA E INAD AN = N 00 r LA O S YO NILD
TeENOMNMONOOIM-OTOTANOMOOOLNANNOLY
OOV T==—ONANNINYST=I-=-IO0N0=-IOO T
NN M 00000 N WIWYL VLV LLOVLALALALNLALALAM

<< < < MMM MMM MMM NN NN N M N Y

T T

-

3.0539
ks

e

4 2.0919

IR T S O [
—— T

13.9732

2.4228

s

[ppm]

[rel]

25

20

15

10

Fig. S7 *H-NMR of compound 6
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Fig. S8 *C-NMR of compound 6



66 (1.220) TOF MS ES+

275.1 9.56e3
100
297.1
3¢
LSTA
313.1 551.5
orr-—r——rrrrrrrtrr—rtebe .|‘...1r.'l.j.(u.‘HJ.—‘|'L..‘.|....|l‘...Wrx..‘.. T ———— m/z
100 200 300 400 500 600 700 800 900 1000
E ental Compo
Monoisotopic Mass, Even Electron lons
51 formula(e) evaluated with 6 results within limits (up to 19 closest results for each mass)
Elements Used:
C:0-100 H:0-200 O;0-40
120 (2.219) Cn (Cen,5, 50.00, Ar); Sm (SG, 1x2.00); Sb (12,5.00 ) TOF MS ES+
6.69e+003
276.0
275.1
260.1 951 2
4 I 2621 oeap 20522682 267.0 pgpoosas  p712 273-§ 2142 277|.027F_127‘9.1 zem.oI 2822 284.% 2815.228?2 2882 2892 50,
. e L LaB MAE NSl R MU Rt I NS S Y RN (S sty
258.0 260.0 262.0 264.0 266.0 268.0 270.0 2?‘2‘0 274.0 276.0 27840 280.0 2820 284.0 288.0 288.0 290.0
Minimura: -2.0
Maximum: 25.0 10.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
275.1129  275.1131 -0.2 -0.7 < .} 4761.0 cl2 H19 07
275.1072 5.7 20.7 12.5 4153.0 C19 H15 02
275.0978 15.1 54.9 -0.5 4392.4 C8 H19 010
275.1283 -15.4 -56.0 7.5 5326.8 Cl6 HI9 04
275.0919 21.0 76.3 8.5 3861.4 Ccl5 H15 05
275.,1342 -21.3 -77.4 -1.5 6043.3 €9 H23 09

Fig. S9 HRMS of compound 6
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Fig. S10 *H-NMR of compound 10
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Fig. S11 3C-NMR of compound 10
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ig. S12 COSY of compound 10

14



"/Users/xup3/Docum :ﬁm\sn.ﬂé up/NMR| Data"

? |

M,,rf | A A

Compound 10

y’w’ |‘ R

il

D20 HETCOR EDITED

T T T T T T T T T T T T T T T T T

4 3 2 F2 [ppm]

F1 [ppm]

40

60
Fig. S13 HSQC of compound 10
15

80

100




167 (3.088) TOF MS ES+

741.2
100+ 7.51e3
763.3
54
417.2
764.3
579.3
225.2
0 T L | T rrTgerar T | T T T II=I1 T T T T T T l\ T |I'I'In'z
100 200 300 400 500 600 700 800 900 1000
Elemental Composition Report
Single Mass A
Monoisotopic Mass, Even Electron lons
240 formula(e) evaluated with 13 results within limits (up to 19 closest results for each mass)
Elementis Used:
C:0-100 H:0-200 N:2-2 0:0-40
170 (3.144) Cn (Cen,5, 50.00, Ar); Sm (SG, 1x2.00); Sb (12,5.00 ) TOF MS ES+
3.79e+003
100 741.3
o 763.3
742.3 |
764.3
736.5 743.4
619.0 %66106635 6705 6780 eszooess cod M0 7085 7225 I 7518 756,074 765.3 7729 7789
0Lt " ey Bttt i o it rrorrpeter e el e e b e e T miz
645 650 B55 660 665 670 675 680 685 690 695 700 705 710 715 720 725 730 735 740 745 750 755 760 765 770 V5
Minimum: -2.0
Maximum: 25.0 10.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
741.3292  741.3293 -0.1 -0.1 6.5 44.9 €31 H53 N2 018
741.3270 2.2 3.0 37.5 425.8 C56 H41l N2
741.3328 -3.6 -4.9 28.5 291.8 C49 H45 N2 05
741.3235 5.7 7.7 15.5 118.9 C38 H49 N2 013
741.3387 -9.5 -12.8 19.5 174.4 C42 HE9 N2 010
741.3176 11.6 15.6 24.5 227.8 Cc45 HA5 N2 08
741.3141 15.1 20.4 2.5 33.4 c27 H53 N2 021
741.3446 -15.4 -20.8 10.5 84.3 €35 H53 N2 015
741.3117 17.5 23.6 33.5 359.4 c52 H41 N2 03
741.3481 -18.9 -25.5 32.5 372.9 C53 H45 N2 02
741.3082 21.0 28.3 11.5 86.5 C34 H49 N2 0l6
741.3505 -21.3 -28.7 1.5 35.4 Cc28 H57 N2 020
741.3540 -24.8 -33.5 23.5 250.4 C46 H49 N2 07

Fig. S14 HRMS of compound 10
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Fig. S15. SELDI-TOF monitoring of conjugation of 8 to BSA in buffer B
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S16. SELDI-TOF monitoring of conjugation of 8 to BSA in buffer C
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Fig. S17. SELDI-TOF monitoring of conjugation of 10 to BSA in buffer B
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Fig. S18. SELDI-TOF monitoring of conjugation of 10 to BSA in buffer C
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