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4a, 'H NMR, CDCls, 300 MHz
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4a, '*C NMR, CDCls, 75 MHz
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4a, HRMS

100- 4741932 4.62e5
i 496.1748
% |
4751972 |
’497.1810
476.2007
3 399.1879 4361229 4734570 l((498-1831 528.2026 537-2049 577.1189 609.1430
SR s Ry | IMSwE L L L TARIESEES SR LL NI L AL
380 400 420 440 460 480 500 520 540 560 580 600
Minimum: 50.00 -2.0
Maximum: 100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
474.1932  100.00  474.1930 0.2 0.4 20.5 731.8 C29 H24 N5 02
474.1946 -1.4 -3.0 21.5 1996.8 C32 H25 N3 Na
474.1917 1.5 3.2 15.5 589.1 C28 H28 N 06
496.1748  51.81 496.1749 -0.1 -0.2 20.5 662.5 C29 H23 N5 02 Na
496.1760 -1.2 -2.4 18.5 934.1 C30 H26 N 06
496.1736 1.2 2.4 15.5 282.6 C28 H27 N 06 Na
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4b, 'H NMR, ds-acetone, 300 MHz
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4b, JMOD, ds-acetone, 75 MHz

r8I0E —
o

CE9Lr —

£P69°CC —

9969°CI ] —

0P0SLIT —
£22S°001 ~_
090C°€TT

PESFELI =

I
=
06LT621 I
£9CE0ST

£908°0€T &w
010€°€€1

sooszer—

9886°EP ] —

18€L°6€6T —

$FI809 —

30

100

110

120

130

140

150

(ppm)

Sl-4



4b - HRMS

100 496.1761 ove 2.86e4
i 4741937
7N>
. 497.1788
, o )
Me
339.2857 457.3270 geaezl
0.l 2389776 3025838 >°° : 609.1362 709.2606 808.4733 947.3824969.3616

T T I T T T T T T T T T [T T T e e e e e Mz

200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: 50.00 =2.0

Maximum: 100.00 200.0 5.0 100.0

Mass RA Calc. Mass mDa PPM DBE i-FIT Formula

47451937 77+55 474.1930 (0),,°7/ 1.5 20.5 1.2 G298 H2 AR NI 02
474.1917 2:0 4.2 15,5 9.6 C28 H28 N 06
474.1958 =2.1 -4.4 17.5 4.8 C29 H26 N3 O F Na

496.1761 100.00 496.1760 .1 02 18.5 20.7 C30 H26 N 06
496.1749 152 2.4 20:5 5.4 G20 B H23 NS S 023 Na
496.1785 =204 ~4.8 19.5 2.8 CZd HZ3 No 03 F
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4c, 'H NMR, CDCls, 300 MHz
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4c, JMOD-NMR, CDCls, 75 MHz
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4c - HRMS

100+ 444.1827
] 466.1646
I ,N>
i
Xy N
] 508 O
4 N”~0
Me
4451877 467.1689
446.1908
013831721 399.1994 414.1415 436.1214 ,4681711§821382 50223425071885 529.2695534.1498 —
T P T [P T [P T [P P T A [P T [ e e e e e s [ e [ e e e
380 390 400 410 420 440 450 460 470 480 490 500 | 510 520 530 540
Minimum: 50.00 -2.0
Maximum: 100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE 1 =T Formula
444.1827 100.00 444.1829 -0.2 0.5 2.5 592.3 Gi5 _Hi0 N3 012
444.1824 0.3 8.7 20.5 16065.0 @28 " H22' NS O
444,1819 0.8 1.8 4.5 168.1 Cl4 H27 N7 08 Na
466.1646 84.12 466.1644 092 0.4 20:5 13446.5 €28 "H21 " N5 0" 'Na
466.1649 o | -0.6 2.5 548.9 C15 H29 W3 oIz Ma
466.1654 =108 =1.7 85 14574.6 C29 H24 N 05
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4d, 'H NMR, CDCl3, 300 MHz
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4d, JMOD-NMR, CDCl3, 75 MHz
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4d-HRMS

100 556.1971 veo o 4.3665
534.2148
MeO
7N>
N \ /
557.2019 "o )
568.2039 He
o 279.0854301.0765 414.1384436.1208 —_ Saaloal 769.2776 834.2015 _ 947.3624969.3292
LS S L B L el o S U GO - LA o A L TP S
200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Minimum:  50.00 -2.0
Maximum: 100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
534.2148  86.25  534.2151 -0.3 -0.6 12.5 5963.4 C26 H33 N5 04 Na
S
534.2141 0.7 1.3 20.5 3393.5 C31 H28 N5 04
534.2157 -0.9 =157 21.5 5556. 6 C34 H29 N3 02 Na
556.1971  100.00  556.1961 1.0 1.8 20.5 5420.2 €31 H27 N5 04 Na
556.1985 -1.4 -2.5 23.5 8290.3 €33 H26 N5 04
556.1994 -2.3 -4.1 15.5 10813.2  C28 H31 N5 04 Na
s
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4e, 'H NMR, CDCls, 300 MHz
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4e, JMOD NMR, CDCls, 75 MHz
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4e-HRMS
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6| NN
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Minimum: 80.00 -2.0
Maximum:  100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
472.2139  100.00  472.2137 0.2 0.4 20.5 10.7 €30 H26 N5 O
472.2147 -0.8 4.9 12.5 266.1 €25 H31 N5 O Na S
472.2124 TG 3.2 15.5 4.0 €29 H30 N 05
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4f, '"H NMR, CDCls, 300 MHz
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4f, JMOD-NMR, CDCls, 75 MHz
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4f-HRMS
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—N
N 2
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pay
| Me
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Minimum: 80.00 -2.0
Maximum:  100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
494.1976  100.00  494.1981 o = 23.5 15.2 c32 H24 N5 O
194.1967 0.9 1.8 18.5 5.9 c31 H28 N 05
494.1957 1.9 3.8 20.5 11.2 C30 H25 N5 O Na

SI-13




4g, '"H NMR, CDCl3, 300 MHz
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4g, *C NMR, CDCls, 75 MHz
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4g, HRMS

m/z

oy 500.1267 cl
478.1440 _
N 2
%] 502.1242 @\/f'ﬂ )
480.1423 N So @
481.1445 (5031263 me
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R L B
400 420 440 480 500 520 540 560 580 600 620
Minimum: 50.00 -2.0
Maximum:  100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
478.1440  69.35 478.1435 0.5 1.0 20.5 3. €28//H21 NS O Cl
o 478.1421 1.9 4.0 15.5 21.6 C27 H25 N 05 Cl
| M) 478.1444 -0.4 -0.8 12.5 162.1 C23 H26 N5 O Na
cl
500.1267 100.00  500.1254 143 2.6 20.5 19.5 C28 H20 N5 O Na
cl
| M /) 500.1265 0.2 0.4 18.5 23.2 C29 H23 N 05 Cl
= 500.1278 -1.1 -2.2 23.5 92.9 C30 H19 N5 O Cl

SI-15




4h, 'H NMR, CDCls, 300 MHz
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4h, JMOD-NMR, CDCl3, 75 MHz
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4h, HRMS
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Minimum: 50.00 -2.0
Maximum: 100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i=FIT Formula
462.1734 13..35 462.1730 0.4 0.9 2045 3.8 G2 H2 1 N5 ORI
462.1719 i) 32 24.5 53.8 C31 H20 N5
462.1717 Ll 3.7 15.5 4.3 C27 H25 N O5 F
484.1552 100.00 484.1550 052 0.4 2045 7.4 G288 H20NENS SR OSS EEN
484.1560 -0.8 =157 18.5 16.8 C29 H23 N 05 F
484.1536 1.6 3.3 1559 4.3 C27 H24 N O5 F Na
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5a, '"H NMR, CDCls, 300 MHz
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5a, '*C-NMR, CDCls, 75 MHz

o
:
N\VN
B
T z
z= (o)

90£0°0§ —

P6S0°LY —

0LPSEC —

8E8THIT

6719611 X
8506611
§20scel
g6rLcel &r

Soroect

wwwm.um\
EENNN%
wwmv.%m\
wmem.mﬁul
928L°6C1 ——
920LIE1 -~
1891°CET

LEE99ET —

GELE O] —
POLETHT —

PTLO LT —

L6L1'IST —
68¢C°TST ~—
181651/
£960°951
LE01'091 —

10

20

30

40

50

60

70

80

90

100

110

130

140

150

160

(ppm)

SI-18



5a-HRMS

100+ 489.2030 OMe )
HN
7N>
%] 490.2080 @Ihi\‘
i 5 X N
Lo
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P11 SN M sl il ( 535.1931551.1946 5772543 2219230
S, £ i S L. L S At SN ' NS A——1 STy N4 S S s LA L S S
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Minimum: 80.00 -2.0
Maximum:  100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
489.2030 100.00  489.2026 0.4 0.8 15.5 52.7 C28 H29 N2 06
489.2039 -0.9 -1.8 20.5 64.1 C29 H25 N6 O2
489.2042 =5197) -2.5 16.5 145.6 C31 H30 04 Na
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5b, '"H NMR, CDCls3, 300 MHz
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5b, JMOD-NMR, CDCl3, 75 MHz
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5b-HRMS

MeO
—y 549 2250 o
] 571.2065 L
% N N/>
: 550.2285 @\/ILN C
] 572.2121 N0
551.2333 607.2793 6521512
499.0190 2080190 533 1968 _573.2153587.1830  07- 639.1932 ; _ e
o L i L || AR || o i I L R ] (7
490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640 650 660 670 680
Minimum: 50.00 -2.0
Maximum:  100.00 200.0 5.0 100.0
Mass RA Calc. Mass mDa PPM DBE 1=FTT Formula
549.2250 100.00  549.2250 0.0 0.0 20.5 9313.1 c31 H29 N6 04
549.2253 —0:3 -0.5 11645 10995.4 €33 H34 06 Na
549.2237 1.3 2.4 15.5 8121.4 €30 H33 N2 08
571.2065 67.61  571.2062 0.3 0.5 31.5 37699.2  Cd4 H27 O
571.2070 -0.5 -0.9 20.5 16020.4  C31 H28 N6 O4 Na
571.2056 0.9 i %6 15.5 13257.7  C30 H32 N2 08 Na
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