Supplementary Information: CC 049945t
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RP-HPLC: 8.80 min (100 %)
MS (ES*): m/z (%): 384.4 (100) [M+H]"
HRMS (ES™): m/z calc. for C0HsoNs5O, [M+H]*: 384.3333; found: 384.3326
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RP-HPLC: 9.99 min (95 %)
MS (ESY): m/z (%): 412.4 (100) [M+H]*
HRMS (ES™): m/z calc. for CoHuNsO» [M+H]": 412.3633; found: 412.3645
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RP-HPLC: 10.37 min (63 %)
MS (ESY): m/z (%): 438.4 (100) [M+H]"
HRMS (ES®): m/z calc. for Co4H4sNsO, [M+H]": 438.3802; found: 438.3802
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RP-HPLC: 13.79 min (100 %)
MS (ES™): m/z (%): 586.5 (100) [M+H]"
HRMS (ES™): m/z calc. for C3sHgoNsO3 [M+H]": 586.4691; found: 586.4704
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RP-HPLC: 9.25 min (81 %)
MS (ES*): m/z (%): 441.4 (100) [M+H]*
HRMS (ES*): m/z calc. for C2HysNgO5 [M+H]": 441.3548; found: 441.3557
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RP-HPLC: 10.18 min (74 %)
MS (ES): m/z (%): 469.4 (100) [M+H]"
HRMS (ES™): m/z calc. for CosHsoNgO3 [M+H]": 469.3861; found: 469.3859
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RP-HPLC: 10.18 min (51 %)
MS (ES™): m/z (%): 495.4 (100) [M+H]"
HRMS (ES™): m/z calc. for CosHs1NgO3 [M+H]": 495.4017; found: 495.4016
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RP-HPLC: 13.48 min (100 %)
MS (ES): m/z (%): 643.4 (100) [M+H]"
HRMS (ES™): m/z calc. for C3sHg3sNgO4 [M+H]": 643.4906; found: 643.4939
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RP-HPLC: 9.22 min (60 %)
MS (ES*): m/z (%): 455.4 (100) [M+H]*
HRMS (ES*): m/z calc. for Ca3Hy7N4O; [M+H]": 455.3704; found: 455.3708
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RP-HPLC: 10.13 min (81 %)
MS (ES™): m/z (%): 483.4 (100) [M+H]"
HRMS (ES™): m/z calc. for CosHsoNgO3 [M+H]": 483.4017; found: 483.4017
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RP-HPLC: 10.46 min (92 %)
MS (ES*): m/z (%): 509.4 (100) [M+H]*
HRMS (ES*): m/z calc. for Co;Hs:NgO; [M+H]*: 509.4174; found: 509.4184
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RP-HPLC: 13.66 min (100 %)
MS (ES): m/z (%): 657.6 (60) [M+H]*
HRMS (ES™): m/z calc. for C3,HgsNgO3 [M+H]*: 657.5062; found: 657.5080
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RP-HPLC: 9.32 min (50 %)

MS (ES™): m/z (%): 469.5 (100) [M+H]"
HRMS (ES™): m/z calc. for CosHsoNgO3 [M+H]": 469.3861; found: 469.3859
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RP-HPLC: 10.24 min (65 %)
MS (ES*): m/z (%): 497.4 (100) [M+H]"
HRMS (ES™): m/z calc. for CosHsoNgO3 [M+H]": 497.4174; found: 497.4173
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RP-HPLC: 10.42 min (100 %)
MS (ES*): m/z (%): 523.4 (100) [M+H]"
HRMS (ES™): m/z calc. for Co3Hs4NgO3 [M+H]*: 523.4330; found: 523.4347

D4



H,N__NH

HN

Sy,
HZNT()(\EMNT()(O

RP-HPLC: 13.87 min (100 %)
MS (ES"): m/z (%): 671.5 (100) [M+H]*
HRMS (ES™): m/z calc. for C3gHg;NgO4 [M+H]": 671.5219; found: 671.5250
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RP-HPLC: 9.26 min (91 %)
MS (ES*): m/z (%): 497.4 (100) [M+H]*
HRMS (ES*): m/z calc. for CagHs3NgO5 [M+H]": 497.4174; found: 497.4175
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RP-HPLC: 10.21 min (89 %)
MS (ES*): m/z (%): 525.4 (100) [M+H]*
HRMS (ES*): m/z calc. for CagHsgNgO; [M+H]*: 525.4487; found: 525.4504
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RP-HPLC: 1.05 (25 %), 10.53 min (75 %)
MS (ES*): m/z (%): 551.3 (100) [M+H]"

HRMS (ES™): m/z calc. for C30HssNgO3 [M+H]*: 551.4643; found: 551.4648
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RP-HPLC: 14.46 min (100 %)
MS (ESY): m/z (%): 699.2 (100) [M+H]*
HRMS (ES™): m/z calc. for C40H7,NsO4 [M+H]*: 699.5562; found: 699.5546
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RP-HPLC: 7.73 min (100 %)

MS (ES): m/z (%): 270.8 (100) [M+2H]*", 540.3 (28) [M+H]"

HRMS (ES™): m/z calc. for Co6HssNoO3 [M+H]": 540.4344; found: 540.4367
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RP-HPLC: 8.42 min (98 %)
MS (ESY): m/z (%): 284.8 (100) [M+2H]2+, 568.3 (25) [M+H]*
HRMS (ES™): m/z calc. for C,5HsgNoO3; [M+H]": 568.4657; found: 568.4667
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RP-HPLC: 8.71 min (87 %)
MS (ES*): m/z (%): 297.9 (100) [M+2H]*, 594.3 (20) [M+H]*
HRMS (ES*): m/z calc. for C30HgoNoO; [M+H]": 594.4814; found: 594.4835
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RP-HPLC: 1.00 min (90 %), 11.11 min (10 %)
MS (ES"): m/z (%): 371.9 (100) [M+2H]**, 742.2 (35) [M+H]*
HRMS (ES™): m/z calc. for C40H75NoO4 [M+H]*: 742.5702; found: 742.5732
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RP-HPLC: 7.97 min (99 %)
MS (ES™): m/z (%): 299.4 (100) [M+2H]*, 597.4 (20) [M+H]*
HRMS (ES™): m/z calc. for CogHs7N10O4 [M+H]": 597.4559; found: 597.4573
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RP-HPLC: 8.62 min (88 %)
MS (ES*): m/z (%): 313.4 (100) [M+2H]2+, 625.2 (20) [M+H]*
HRMS (ES™): m/z calc. for C30He N 10O [M+H]": 625.4872; found: 625.4881
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RP-HPLC: 8.83 min (97 %)

MS (ES*): m/z (%): 326.4 (100) [M+2H]**, 651.2 (20) [M+H]*
HRMS (ES+) m/z calc. for C32H63N1004 [M+H]+: 6515029, found: 651.5050
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RP-HPLC: 11.27 min (100 %)
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RP-HPLC: 8.35 min (79 %)
MS (ES™): m/z (%): 306.3 (100) [M+2H]2+, 611.2 (15) [M+H]"
HRMS (ES™): m/z calc. for CooHsoN0O4 [M+H]": 611.4716; found: 611.4729
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RP-HPLC: 9.01 min (100 %)
MS (ESY): m/z (%): 320.3 (100) [M+2H]2+, 639.2 (10) [M+H]*

HRMS (ES™): m/z calc. for C3He3N 10O [M+H]: 639.5029; found: 639.5044
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RP-HPLC: 9.23 min (92 %)

MS (ES*): m/z (%): 333.4 (100) [M+2H]2+, 665.2 (10) [M+H]"
HRMS (ES™): m/z calc. for C33HgsN0O4 [M+H]": 665.5185; found: 665.5192
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RP-HPLC: 11.44 min (97 %)
MS (ESY): m/z (%): 407.3 (95) [M+2H]**, 813.1 (10) [M+H]"
HRMS (ES™): m/z calc. for C43H77N0Os [M+H]": 813.6073; found: 813.6108
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RP-HPLC: 8.09 min (92 %)
MS (ES): m/z (%): 313.4 (100) [M+2H]*", 625.2 (15) [M+H]*
HRMS (ES™): m/z calc. for C30Hg1N10O4 [M+H]": 625.4872; found: 625.4877
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RP-HPLC: 8.76 min (64 %)

MS (ES™): m/z (%): 327.4 (100) [M+2H]**, 653.3 (12) [M+H]"

HRMS (ES™): m/z calc. for C3,HgsN 10O [M+H]": 653.5185; found: 653.5197
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RP-HPLC: 9.10 min (38 %)
MS (ESY): m/z (%): 340.4 (100) [M+2H]2+, 679.2 (10) [M+H]*
HRMS (ES™): m/z calc. for C34He7N 10O [M+H]": 679.5342; found: 679.5380
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RP-HPLC: 11.79 min (78 %)

BS



H,N__NH

Y

HN

0 H1 0 H
Hzij/Nfgk/\/\/NY\/M/W
(0] (0]
H/ll

H,N~ °NH

RP-HPLC: 8.35 min (98 %)
MS (ES™): m/z (%): 327.4 (100) [M+2H]*, 653.3 (10) [M+H]*
HRMS (ES+) m/z calc. for C32H65N1004 [M+H]+Z 6535185, found: 653.5198
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RP-HPLC: 9.03 min (97 %)
MS (ESY): m/z (%): 341.4 (100) [M+2H]*", 681.2 (10) [M+H]*
HRMS (ES™): m/z calc. for C34HeoN10O4 [M+H]": 681.5498; found: 681.5528
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RP-HPLC: 9.38 min (37 %)
MS (ES*): m/z (%): 354.3 (100) [M+2H]*, 707.2 (12) [M+H]*
HRMS (ES™): m/z calc. for C3H7;N;O4 [M+H]": 707.5655; found: 707.5689
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RP-HPLC: 12.36 min (91 %)
MS (ES*): m/z (%): 428.3 (100) [M+2H]>*, 855.2 (12) [M+H]*
HRMS (ES™): m/z calc. for C46Hg3N0Os [M+H]": 855.6542; found: 855.6551

C5
H,N._NH  H,N. _NH

HN HN

Lo
HN. - EW
mj;m

H/IL

H,N" “NH
RP-HPLC: 7.78 min (91 %)

MS (ES™): m/z (%): 348.8 (100) [M+2H]*, 696.2 (8) [M+H]*
HRMS (ES™): m/z calc. for C3;HgsN 1304 [M+H]": 696.5355; found: 696.5373
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RP-HPLC: 8.40 min (91 %)
MS (ES™): m/z (%): 362.9 (100) [M+2H]*, 724.2 (5) [M+H]"
HRMS (ESY): m/z calc. for C34H7oN130,4 [M+2H]*: 362.7870; found: 362.7874
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RP-HPLC: 8.57 min (52 %)
MS (ES*): m/z (%): 375.9 (100) [M+2H]**, 750.2 (5) [M+H]"
HRMS (ES*): m/z calc. for C3gH7,N1304 [M+2H]*: 375.7951; found: 375.7952
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RP-HPLC: 10.26 min (59 %)
MS (ES™): m/z (%): 449.8 (100) [M+2H]**, 898.1 (5) [M+H]*
HRMS (ES™): m/z calc. for C4¢HgsN305[M+H]": 898.6713; found: 898.6737
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RP-HPLC: 7.97 min (89 %)
MS (ES*): m/z (%): 377.3 (100) [M+2H]2+, 753.1 (5) [M+H]"
HRMS (ESY): m/z calc. for C34HgoN14O5 [M+2H]*": 377.2818; found: 377.2818
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RP-HPLC: 8.50 min (68 %)

MS (ES*): m/z (%): 391.4 (100) [M+2H]2+, 780.9 (4) [M+H]"
HRMS (ESY): m/z calc. for C3sH71N1405 [M+2H]*": 391.2977; found: 391.2977
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RP-HPLC: 8.72 min (92 %)
MS (ES™): m/z (%): 404.3 (100) [M+2H]**, 807.1 (4) [M+H]*
HRMS (ES™): m/z calc. for C3sH75N 405 [M+2H]2+: 404.3056; found: 404.3067
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RP-HPLC: 1.07 min (88 %)
MS (ES™): m/z (%): 478.3 (95) [M+2H]*", 955.2 (4) [M+H]J*
HRMS (ES+) m/z calc. for C48H83N1406 [M+H]+Z 9556928, found: 955.6952
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RP-HPLC: 7.69 min (97 %)
MS (ES™): m/z (%): 384.3 (100) [M+2H]*, 767.2 (5) [M+H]"
HRMS (ES™): m/z calc. for C3sH7N4Os [M+H]": 767.5727; found: 767.5767
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RP-HPLC: 8.24 min (100 %)
MS (ES™): m/z (%): 398.3 (100)[M+2H]**, 795.1 (5) [M+H]*
HRMS (ES™): m/z calc. for C37H75N 1405 [M+H]": 795.4060; found: 795.6085
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RP-HPLC: 1.12 min (33 %), 8.42 min (57 %)

MS (ES*): m/z (%): 411.3 (100) [M+2H]2+, 821.2 (5) [M+H]*
HRMS (ES™): m/z calc. for C3oH77N 405 [M+H]": 821.6196; found: 821.6232
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RP-HPLC: 10.36 min (77 %)
MS (ESY): m/z (%): 485.4 (100) [M+2H]**
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RP-HPLC: 7.70 min (86 %)
MS (ES*): m/z (%): 391.3 (100) [M+2H]2+, 781.2 (8) [M+H]"
HRMS (ES™): m/z calc. for C3sH73N 1405 [M+H]": 781.5883; found: 781.5924

Fé6

HN.__NH  H,N

1 O m - H
HZNKE?NKEMNW

\f

NH
N
(0]

A

HN~ NH
RP-HPLC: 1.09 min (29 %), 8.33 min (66 %)
MS (ESY): m/z (%): 405.4 (100) [M+2H]*, 809.2 (8) [M+H]*
HRMS (ESY): m/z calc. for C3sH7sN 1405 [M+2H]**: 405.3163; found: 405.3140
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RP-HPLC: 1.09 min (27 %), 8.50 min (64 %)
MS (ES™): m/z (%): 418.4 (100) [M+2H]*, 835.1 (5) [M+H]*
HRMS (ES™): m/z calc. for C4oH79N 405 [M+H]": 835.6353; found: 835.6387
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RP-HPLC: 10.59 min (93 %)

MS (ES): m/z (%): 492.4 (100) [M+2H]**, 983.1 4) [M+H]"
HRMS (ES™): m/z calc. for CsoHoN 1406 [M+H]": 983.7241; found: 983.7279
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RP-HPLC: 1.09 min (30 %), 7.93 min (66 %)
MS (ESY): m/z (%): 405.3 (100) [M+2H]**, 809.1 (5) [M+H]*
HRMS (ES*): m/z calc. for C3gH7sN 1405 [M+2H]*: 405.3134; found: 405.3140
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RP-HPLC: 8.57 min (97 %)
MS (ES*): m/z (%): 419.4 (100) [M+2H]2+, 837.2 (5) [M+H]*
HRMS (ES™): m/z calc. for C40Hg;N 405 [M+H]": 837.6509; found: 837.6546
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RP-HPLC: 8.75 min (96 %)
MS (ES™): m/z (%): 432.4 (85) [M+2H]2+, 863.1 (5) [M+H]*
HRMS (ESY): m/z calc. for C4oHgaN14Os5 [M+2H]*": 432.3369; found: 432.3378



G8

H,N__NH H,N__NH

1§

HN HN

H,

RP-HPLC: 11.13 min (86 %)
MS (ES™): m/z (%): 506.5 (100) [M+2H]*
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