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1b LC-MS
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Profile Spectrum at 2658.84
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1f LC-MS
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Profile Spectrum at 2678.79
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1h LC-MS
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o TOF Spectrum TOF Profile Spectrum at 34.26 min
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2c 13C Spectrum

— o WMo Mma M —
— w0 oo I -l T3] fa =+ d Pm =
= o 000G — r o r o
o+ oM CICdCd el o — — = T T =
— — — i B B e | — — L "1 "1 o =120000
I ~N AN | e S/
110000
100000
zi'/ e 00000
| 3 5
Ty e S
N
N 1 h 80000
A =" —
21 V- / .
\ -t N\ I
. 2=—13 : 70000
e N
14=——15
Fo0000
50000
1
|
40000
30000
20000
|
| | 10000
\ | \
| I -y | L. - — e e 0
r-10000

e S B B B S | L B B S I LN L B B L R T
140 135 130 125 120 115 110 105 100 93 Q0 83 80 73 70 63 60 23 30 45 40 35 30 23 20

fl (ppm) S3 3



h: 294 nm

1400

1000

Profile Spectrum at 79.69 min

FO0

400
400

Abundance

[

TOF Spectrum TOF
(scan 1)
Baseline =0 Abundance Min =0 Abundance Max = 379100
] 308.1962 N
350K~
300K
250K X
b | H+
] N™ N
200K+ —
b N
] H
150K+
] Exact Mass: 306.1965
100K+ 307.19892
o] 317.17582
n |
C_ il ].l IL L
(R R B T I I T L i L
500 1000 1500 2000 2500 3000 3500

S34




2d  'H Spectrum

3y
& & NS NN MRS RRNEANNANNANANR 8 =% 4 AERRRRASAH
o oo P P P P P Po PP PP P P P P P P P PP P Pn P P - 4 ] oA A
Y TR T T i I | &= “N¢="|32000
30000
28000
26000
N
e
” TR 24000
'“N/_“\\\N 22000
i S, 4 - L
=\ [ i
21 . Ve % = ~20000
\__ / NH 12 -3/ \r I
I(dd) K (ddd) e ’ ‘\\\ __xj’ D (s) c(m) 18000
7.93 7.22 - 2.68 172 I
1 (d) H(d)| |G (m) A9 E(s) L(s) B (d)| |A (m)| [16000
8.92 781 7.29 420 2.81 2.19 1.60 1.18
H HH —H [ I H t i —— f I 14000
|
F12000
F10000
8000
6000
1
i 4000
|
[ =2000
| -
SR . a) b J ‘—J‘ﬁ " _ L J — 0
i i) ik i i 7 n
(] o0 [ ] o WM = [ Y w ] [l (-
o o6 0 O & o o o = O — 2000
(] — — Mo — — O (=] o — L
T N T T T T T T T T T T T ¥ T N T T T T T T T T T T T T T T v T
9.0 8.5 8.0 73 70 6.5 6.0 3.0 3.0 4.5 4.0 3.5 3.0 2.0 2.0 1.5 1.0

f1 (ppm) S35



2d 13C Spectrum
THRS HEESRS 8 u o @ o
— g P L ™ P P o o oo o m
P 5/ 2 | v Y/
12000
! 11000
10000
A
f[ =z 9000
7 F |
A
- T ﬁ*N ~8000
/SR v /° ) -
21 \ /"_'_'3 ';-="-'\
\ o NN, 7000
1 - “\'\ ‘/’ L
e ' L6000
I
5000
|
L4000
| 3000
! 2000
|
1
‘ | 1000
\ I\ i\ "
L-1000

L e e e B e L S S S L e B L B B B
140 135 130 125 120 115 110 105 100 95 a0 85 80 73 70 65 60 33 a0 45 40 35 30 25 20

fl (ppm}) S3 6



TOF Spectrum TOF Profile Spe((:;r(L:Jar?' .';;lj 284.01 min
300 Baseline =0 Abundance Min=0 Abundance Max = 93769 |
- 307.19604
90000
80000
70000
E ()
60000
8 3 N" N H+
=] = —
3 50000 O‘N
S 3 H
b .
4pooag Exact Mass: 307.1917
30000 635.37057
20000
1500 - Z 636.37528
10000
2 637.37736
GII‘I‘_L'IIIIII’IllII|II|IIlIIIIIIIIIIIIIII]I[
1000 000 -0 500 1000 1500 2000 2500 3000 3500
mz

S37



IRRGER88RRTEES a4 833 SEIIILI B8Ta®I oo
L T i Y e M e N O Y e i I O T LY 5 QLT m e L e B B B e B | o B - I O
el N - e

15000
14000
~13000
12000
11000
1
L
zl E““i 10000
NN 9000
Bim)|D (m) R ':14 \l:—i'l K (m)
79z | 757 S5 [P L 1.44 I
_ _ 24 \ =8 21==20 8000
a@|| [cm| [Am)|e@ \ = NN\ TOIEE ) (d) L (m) _
8.20 7.68 .23 || 6.90 B 10 f‘ \ ya 3.15 2.63 1.58 0.92
H M HEA H 17 14—13 = — i — 7000
E(m) A\ Vi I
7.49 1B 6000
5000
]
4000
] I
' | 0o 3000
|
|
| 2000
| I
! 1000
o M &, e o>tk ———— _[]
T o w =7 7 T L T T .
= = = o0 oD v on [ ] M~ = —
a sl le] — b — O — — F-1000
— [ e | ~— (=] — — [ I L

T T N T T T T T T T T T T T T T N T T T T T T T T T N T T

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5

fl (ppm}) . S3 8



2e 13CSpectrum
v WO WM O WD WD WD O oD O =+
O O o0 DO — r 2 -
T ARS8 88 3 8 2 i
Ve 1 \
2/-%'-6
|
] _KN/-\\\N
e - 4 =
z.:\ 'I_:__:__l." - N

24 1 < =i

Vo= N\

=28 f \'q_/j’

N7
|
|
I
|
|
1
| |
| |
ol . J . Y |

24,51

120000

110000

100000

90000

80000

70000

60000

20000

40000

30000

20000

10000

T T T T T T T T T T T T T N T T T T T T T ' T T T T T ' I ' T " T " T " T " T " T " T

43 140 135 130 125 120 115 110 105 100 95 a0 85 a0 73 70 63 60 33 a0 45 40 35

f1 (ppm)

25

F-10000

S39



1000 -

TOF Spectrum

TOF

Profile Spectrum at 44.19 min
(scan 1)

Baseline =0 Abundance Min=0 Abundance Max = 146093
- 342.20273 "' —
140K
120K+
] 683.40367
® - N™ SN H+
2 ] ):_N
& O
- =)
e
£ W,
60K 684.40567
] Exact Mass: 342.1965
343.20512
40K
20K~
i 5.4071
u 364.1835)
o
rr r 7T 17700117 177 17T T 7T 17T 1T T T T 1T 11 L L L
500 1000 1500 2000 2500 3000 3500
mz

S40



16000

15000
14000
13000
12000
11000
10000
9000

8000

7000
6000
5000
4000
3000

F-1000

'H Spectrum

2f

580
580
£8'0
62'0
T6'0
Z6'0
bE'0
£6'0
86'0
860
0ot
z0'T
EQ'T
Ob'T
TH'T
i
Eb'T
Eb'T
ST
Bb'T
BT
09'T
09T
19'T
7974
iz
fzed
8L+
BL
05"
05
0S'Z
=
Z5
=
£S5/
£S5/
=y
S5
=y
85
8541

091
£ot
€9t
poL
poe
06'¢
06'L
06t
06'L
16
g6t
oA
6L
6L
56°¢
962
0"

0.95

A (m)

B (ddd)
1.44

C (dd)
1.61

L (s)
2.17

—

D (s)
2.73

E (s)

K (m)
702

7.61

G {m)
7po

—r

08
508
50
50'6
50'6

=

H (df) | F (ddd)

8.0

1fd)

9105

*|¢ﬂm

Feoe

=102

71 |

=580

S41

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f1 (ppm)

9.0




130000

120000

110000

100000

90000

80000

70000

60000

50000

40000

30000

20000

10000

2f  13C Spectrum
(=] Mmoo oM< 00000 N
- M~ 00 CO OO0 W O o O M rD [ Iy wn o
M G S g0 G O L L = & M A
=+ L T T I I It I Y I | [Te] [ ] L =
— B B i B e R R R e e | L [l ol
I e EE— | I | N4
;/N%E
3\/5
M Qﬁm
23 - 4 =
/_‘-—-.“\ "-1____-'“
24 =3 1 20
\‘_= /--HNH \L—;‘/ \~
=0T TN Y
N/
|
|'|I
|
|
I
I
|
| .II-';JL.:.. - S .]
T | T T T T T T [ T T T T T T | T 1 T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 S0 45 40 35 30 25 20
f1 (ppm)

F-10000

S42



17580

- TOF Spectrum TOF Profile Spec(:lsr;;: F:!It) 267.09 min
1260 Baseline =0 Abundance Min=0 Abundance Max = 90095
1000 1 : ”'_ —
90000 707.3653
a0 ]
400 500 mgi
70000 365.17289
] Ny
60000] E l
20.0 8 ] N~ N Na+
o & 50000 708.36732 =
2 - N
< omog Y,
<< 40000

30000 Exact Mass: 365.1737
2000 - 200004 366.17552
] 709,37656
10000+
i G: ol gl 1l | |
rirrrr1rrrori1v i o 7> 1T T 71T 17T T 1T 1T 1T T T 1T T 7T T T T T 1
-0 500 1000 1500 2000 2500 3000 3500
mz

1000

S43



14000

1000

'H Spectrum

2g

= = = =
= = = = = = = = = = =
=) = (=) = (=) (=) (=) (=] = (=] =
(a5 ] ] -~ == = = [ =] = (== =)
— — — — =1 =] [ =] Ve = 5]
1 | 1 | 1 | 1 1 1 1 1 " " L
~ ;
= o0
28 T B
=S| Eyg _—
=11 m——
o 7
]8 L
EF I
~ L]
= e W
mduH —
H —_—
[ ]
=
E&R
E_..;__
—
=
mgw ————
[T -
Jfﬁ’:_
£
_4
o i
£
—
= =]
=
HrU
=)
h=
- =N L J
[=] _—
=]
T L= @
R mmw — .
— = L] Iu
22
— _;.“H
=N St
=% — D
N =
=)
2o M
—
A= = @
R )
NS
Wt I
= )
o @ ~

Foaoz |

Fesz

Foze |
Fenz

Feot
Feot |

3.0 2.5 2.0 1.5 1.0 0.5
S44

3.5

4.5 4.0
f1 (ppm)

3.0

8.0 3 20 6.3 6.0 3.5

8.5




[ [ v LR > ol T 0 I e e m (=]
(] [k T I I O T o T I e - (Tl oo ™l o 00
i — =00 oo w0 U Ce — — w0 M 1 L
o+ Mo el ed ed e el e e e = 3 I o 130000
— L i e B B B T O B B o | — L m ™
| e At | I I N
F120000
2/'%6 110000
: ; 100000
“xN/ \N
27 . 4 3 L
SR ="
\ v N/ A\ 90000
b e 12—11 19 |
T ’ SN N
71 e 80000
7N/
N/
24=—15 70000
I
~a0000
50000
, 40000
]
I | I
30000
20000
I
[ 10000
) .._.Jﬂ.:JJ i | . S— _—— U O Y M =U
F-10000

L L B O B B B A I B B S B R B R B BN L B B B
145 140 135 130 125 120 115 110 105 100 95 a0 85 80 73 70 63 60 33 30 45 40 35 30 25 20 15

fl (ppm}) S45



400

1000 4

hiinutes

1800
1600
1400
1200
1000

GO0
400-

TOF Spectrum

TOF

Profile Spectrum at 121.26 min
(scan 1)

Baseline=0 Abundance Min =0 Abundance Max = 32141
] 783.44381
30000-]
25000
: Cl
] 1784.45139
g 200001 NNy e
& ] -
= )
.
i 39222041 Q
10000+ Exact Mass: 392.2121
] 785.45342
5000 414.20543
] 805.43008
: 4152043
O plpppay | I i o il e o R, P B B
500 1000 1500 2000 2500 3000 3500
mz

S46




19000
18000
17000
16000
15000
14000
13000
12000
11000
10000
9000
8000
7000
6000
5000
4000
3000
2000
1000

'H Spectrum

2h

Egx
80 =°|E& %
98'0-" < =
52T T g
2T gy gt I
0E'T 2

e

e ly|
= M
— —
LR
148
c(s)
1.73
= H

Il
P
—

L

D (s)
2.62

- Feot

Fsot

(]
]
[
E (d)
2.91

a

TH'£q =g
el 00

Eb'/ \m\ \ ] g I
Eb'd- = o

bf /I /

Sb'£
[F'i _,. :
Lt'E] ,_ |
mvﬁ; _f/. @
61 G
B £
05'f
=3
1LY
1LY
ELf
EL
L[5
86'L
80'8
01’8
oT's
07’8
118
11’8
55'8—

F (dddq)
7.46
—

G (dd)
72

PO'T

SOE
v

- — .|
35

H (d)

7.97
I(m)
8;10

T =00T

= # =FE0

1(s)
8.59

1Te
Zr'e

K (d)
9.12

8.9 8.0 7.0 7.0 6.2 6.0 3.0 2.0 4.5 4.0 3.0 3.0 2.0 2.0 1.5 1.0 0o
fl (ppm}) S47

9.0




2h 13C Spectrum

130000

120000

110000

100000

90000

80000

70000

re0000

50000

40000

30000

20000

10000

4] oo wo e B T I s i I 'y o]
s [T [T I I R s T ' O T L — [l |
ri G G omM MY T @ ~ &l
=+ [ ] [ I T I I I I = i = [
— — R B B B e B B I | L m [l
Vo Pesm——" N
N
“\‘Nz"ﬁkw
27 - 4 o
SR =l
i) \ / = e ran
\- s/ M .\'2——2“J \5
d"--..z-. .-- :/ \4 -{;"{
7N/
N /
=125
[
I
|
[
|
|
|
|
H | | e —
| I T v T T T ¥ T L | T 1T T T T T T v T T T v T T T v T L | T 1T T T T T T T T T T T T T
130 145 140 135 130 125 120 115 110 105 100 93 a0 83 B0 73 70 63 60 33 a0 43 40 33 30 23 20
f1 (ppm)

--10000

S48



2h LC-MS

ngth: 448 nm

1750
Profile Spectrum at 226.89 min
1500 TOF Spectrum TOF
00 1500 i (scan 1)
1 Baseline = 0 Abundance Min =0 Abundance Max = 80703
1000 . 393.20038
80000+
750 3
400 500 : ?0000;
250- n
60000-] N
. ~
— (
g 500007 N_“N H+
= ] |
3 ] ON
S 40000+ H O
32 -
- )
30000
. 304 20539 Exact Mass: 393.2074
200004
1500 10000 785.4023
] 415.17814
3 f}:'l"""ljlllullT‘I‘||1||i||[|||||r4|||||||||||||
To00 2 —_— i -0 500 1000 1500 2000 2500 3000 3500
m'z

549



'H Spectrum

3a

30000
28000
26000
24000
22000
20000
0
16000
14000

12000
10000
8000
6000
4000
2000

F-2000

™l

—

=
A(s)
2.45

W

in

[
D (td)
6.74

[a]
i
[
Fi(m)
132
E (ddd)
7.13

SE— Lo

| S

_J

- L

[}

Lo

|

||m 1u:

[
g
=
H (dt)
7.57,

=

L]

il

oo
@

]
I (ddt)
7,98

@LM l

650

Feso

a0 |

EZ0T

bogp

vamm |

o0z
00T

=562

3.0 2.5 2.0 1.5 1.0
S50

3.5

4.5 4.0
f1 (ppm)

5.0

8.0 7.3 7.0 6.5 6.0 3.5

8.5



3a 13CSpectrum

240000
;230000
;220000
LZIUUUU
200000
190000
180000
170000
;160000
;150000
;140000
;130000
;120000
110000
100000
;QUUUU
;SUUUU
;?UUUU
LEUUUU
LSUUUU
40000
30000
20000
10000

F0

F-10000

7
£
=
o
o
G
HE838 FRHEYUYRHEHRB & & o P
— M ou T [rale ol o o TR SV o — — L
= [ M M L I I I o o I | — = [
- A 4 A4 4 A 4 4 - - — M~ L
STRS SRS |
X
'\.N/\
I
. s
. ~TTNH \--__-2
P G VAR
W\ Ve N7
B ] E 4
1
|
[ |
|
|
|
| |
|
|
l | 1 AN . N—
T v T T T N T v T T T T T v T T T T T ¥ T T T T T T T T T T T T T T T
1435 140 135 130 125 120 115 110 1035 100 a3 an 83 a0 73 70 i) 60 23 20 43

f1 (ppm)

F-20000

S51



1600

1400

TOF Spectrum TOF Profile Sp_ectrum at 1241.55
min (scan 1)
Baseline =0 Abundance Min =0 Abundance Max = 913673
. 300.14804
900K
4004 - 400 -
800K
700K
BO0K
200 ) o
Q
| 500K
c -
1= -
|¥=)
< 400K
2000 L =000 . 7
300K Exact Mass: 300.1495
] 301.15075
200K
1500 _
100K
3 | 30215373
1000 T T et T e T L T e T T el T 11
500 1000 1500 2000 25600 3000 3500
mz

S52



34000

32000
30000
28000
26000
24000
22000
20000
18000
16000
14000
12000
10000
8000

6000

4000

2000

2000

'H Spectrum

3b

0Z'e—

99'E—

£X'F
3

LT
8T
621
621
0
€'
ze't
ze'L
£€'L
£€'L
PEL
LEL
6EL
or'L

L
h¢HWV

57

T84
T8'd
28'L
28’y
EGB'L
Po'L
S6'L
S6°L
26'8
26'8

M (=)
2.20

431

cp
7.3p
0f(m)

HEEH

E (t)

L7T7 || 7.47

I(d)
D (dd)
7.82

3 (dt)

7.94

K (d)
8.98

L

€60 |

pr10s |
=S0T
hgrez

20T |
0T
hioz

=001

S53

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)

9.0




3b 13C Spectrum

160000
150000

140000

136.79
™-133.34
129.086
129.03
128.99
128,46
128.24
128.08
t1é4g
—77.16 Chloroform-d

-—143 46
138,76
138.56

—52.39

|

130000

120000

! 110000

100000

90000

4 |
2 \ -80000
/ '

70000
7 |

60000

20000

40000

30000

20000

' 10000

10000

T T T T T " T " T T T T T T T i T v T g T T T v T v T
150 140 130 120 110 100 a0 80 70 60 30 40 30 20 10

fl (ppm}) SS4



3b

LC-MS

-Gamma

TOF Spectrum TOF Profile Sp_ectrum at 1246.14
min (scan 1)
Baseline = 0 Abundance Min =0 Abundance Max = 231876
301.14939
N
-~
(
N W
__N H+
Bn-p
H
Exact Mass: 301.1448
302.15205
‘ 623.27688
|
!.llulli
T T T T T 70 rF T T T T T T T T 1T T T T 7T T T T T
500 1000 1500 2000 2500 3000 3500
mz

S55



'H Spectrum

3c

= = = = =
= = = = = =
(=] (=] = (=] = (=]
= [Ty ] = [Fp] = =
T 7 7 T T i T
. =8
9C'Z— = - 5o
wa
66'2— gt —— [ 1ot
bE'E —_1z3 .
ce- =1 s3I - c0g
10p7 o= bE'T
L9
129
a9 — i
€49 T
bL'9 g F zo7
b2t 23 |
sz A F o901
sTL E | :
S TB o1
Szt = o
' =
MMM =% F se0-
bE'L —
bE'L 58
6L R F 00T
S6'L
9L
9L

S56

7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0
f1 (ppm)

7.3

8.0



3c 13CSpectrum

OO W s @M O WM W s =
=@ Ol 0NN N oM .
R T S v O v T T o I I T I —
b i T Y O It It I I A I T —
I 4T 4T 4 4 4 4 4 4 4 44 4~ —
e iy
| A
| ‘| l
\N/%N
) /8
/7':—73 /,2-1 23
. /LENH 13 2
/':-_—-":2 - \ f;"
4 20 Zz
\\EH__/;,

—52.83

34.13

130000

120000

110000

100000

90000

80000

70000

60000

20000

40000

30000

20000

10000

e e T R
145 140 135 130 125 120 115 110 105 100 95 90 85 80 73 70 65 60 55
f1 (ppm)

35

F-10000

S57



1600

Profile Spectrum at 1434.56

:j:: TOF Spectrum TOF Tl
i Baseline =0 Abundance Min =0 Abundance Max = 714407
1000 TR - - ~ —
00 700K—
00 _
400 I 600K~

500K~

Abundance
B
8
aa
)

300K Bn-p
H

1500 - .
Exact Mass: 314.1652
200k 315.18296
100K~
1000 - 336 '163
1 ’ éﬂg.33463
c[IIII[II‘[IIII}IIIIIII!III'.IlIII|III[|
500 1000 1500 2000 2500 3000 3500

hdinutes

S58



3d  H Spectrum

RN eMARRRARRNRANNARARRRZ LYY =13 ~ o3
P2 P P P P P P P P [ P P P [ [ 5 P [ [ P P P [ [ P P P [ = 0 oo —G65000
Sl e e N N _
re0oo00
55000
AN
l F50000
., I
NNy
‘1 O
gt - 45000
/MNQ’ N /N ~
R 10 — : 40000
71 N_ 7
C (m) A 2 ' F (d) '
7.21 \Z\,___// 3.96 35000
A (m) B (m) E (s) G (m) I
778 7.29 4.03 3.11 30000
— T F— ——
D (dd)
7.16 25000
| I
~20000
15000
10000
. I
5000
1l
— L) J J‘L._\ S
LN T -
59 o
rd — 2000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
8.2 80 78 76 74 72 70 68 66 64 62 60 58 56 54 52 50 48 46 44 42 40 38 36 34 32 30 238
f1 (ppm} S59



3d 13C Spectrum

BRLBY BRRB8BRRAG & ID NH© o0 o
TO0080 oMM HHHH N 2EE o m M
FANN L et | S~ h | 450000
400000
Al
z| “Hai ~350000
'“‘-_N/'\\N
e 300000
~ 24—\ \"____;f \Es
z-:/ Hu\ \\\:‘z—-’f 250000
\\_ ///’22
200000
150000
I Ill
100000
L | |
| 50000
Ill |
|J | | I s 1 Lo

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

145 140 135 130 125 120 115 110 105 100 a5 an 85 a0 73 70 65 60 55 50 45 40 35 30

f1 (ppm} S60



3d LC-MS

2401 nm

TOF Spectrum TOF Profile Spe((:tsréjan:l ::t) 312.97 min
Baseline = P =
300 ) 0.106526806526807 Abundance Min =0 Abundance Max = 306473
315.1682
300K~
250K+
— N
- -
»
- A

Bn-pn

Abundance
8
LT
T
5

4 Exact Mass: 315.1604

1 337.15002
100K~
- 651.30972
5. 50K 52.314
7] 53.31882
0- B N e e A Aty St o S A S B B
1000 - El 500 1000 1500 2000 2500 3000 3500

S61



'H Spectrum

3e

= = = = = = = = = = =
= = = = = = = = = = = = = = = = = = = =
= = =] [==] (=] (=] (=] (=] (=] = (=] (=] (=] (=] (=] = (=] (=] = =
[=4] [==] [ [¥a=] [Fp] =t (o] (o] — = = = (=] = = = = = = —
— — - — — — — — — — =3 @ = r=] [Te] o M o — = |

| | 1 1 1 1 1 | 1 1 1 1 1 | 1 | | 1 1 ] |

=]
09'z— = % - pE'0
WM
£5E— < H — [Fes0
zZ6'€ =5 7
E6'E m o (L J, 102
Hm_mu wi
18'91 o Ry
Z8'91 _ )
£8'9 h L
8'91 g TS
8'91 _
00" _
= * [

TO'E Vi e
ND.hu [= pe—C1 :
€0 Y4 /N i
€041 N/ NI,
b0 pp— f
Z1'¢
€1 Nk
ET'e ) N
€14 A i
PTE N,
ST :
aT's 7
9T's —
£TE B & 7 I
e 6 = Eror
a1 — | B ) et
8r's Tl EOH L™ 98'z
6T'L T e = 80'T
oLs o |
Nm_mW E% k .
st ) = R [ Feo
09'¢~" w M~ I - p—— L0
06'L . m ,
6L =2 o

_ = = 102
00'8 = | x™ — =z

= = T =m 00T
o8 1 &2 —) 00T
z1'8 - @ ,
£1'8 b

S62

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)

75

8.0




3e 13CSpectrum
8 R RERRBSIBORS®M 8 o 200000
— (000 00 g0 M= =0 W Wi ees — i
=+ (431 T I I I I I I I I I o | — |
— — Y A " A — [Ty}
[ e D N el I -260000
240000
220000
ey
| i 200000
3._\- ""_,E
N
4 s 180000
'L______,n" . -
) / -3 !; z:\\
e . SN 1—23 95 160000
| it JdoN A i
14 13 73—74
W 17 h / 140000
-E""‘"-JE/; 20 21
120000
100000
80000
! I
' 60000
40000
| by
| [ “ 20000
|
‘ | ‘ Ju....;.,..|_,.~_. I 0
--20000
— - - —
140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45

f1 (ppm) 563



3e LC-MS
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Profile MS | + MS Profile at 272.15 min.
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13C Spectrum
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SPD-M10Avp-369 nm
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Coagulase Negative Staphylococcus (S.epidermidis) ATCC: 35983

MIC of compounds 1g and 2g using
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Compound 1g
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FTIR Measurement
Peak ﬁe?g?ut Corr. Helght jht | Base | (H) " TBase (L) i-Are—a " TiCorr. Area
1 40695 _479101 11591 41081 1399.24 6.091 1.544 [
2 42817 86357 2582 4304 41852 8715 | 0.751 I
13 143974 89585 1,305 4436 | 435.88 1707~ "To0023
4 45324 1 91.339 12299 4571 449.38 | 7.94 0493
5 . 486.03 93.435  1.992 148989 148024 10.908 _ 0597 |
6 62489 28776 _ 2655 65189 61911 13825 ~ 0.133
'7 66925  [38.563 20924 ~ 169047 65382  |4.814 77N
8 175604 67461 _ 156.001 ; 837.05 169818  127.035 20269
}Q_ 101449 15562 16.386 11020.27 995.2 1215~ |0.298 e
{10 118421  [16666 _ ~ |3046 118807 | 117264 1098 0.127 ‘
11 [1215.07 47508 134959 | 126714 |1190 19363 15326
12 13115 120583 14967 !1325 01 [1290.29 [1702 | 0.867 !
13 1342.36 | 24.571 18366 134815 132693 11534 0316 I
14 amst T Tis2r 7.8 _11487.01  1461.94 120 0.368
15 150052 20349 11595  1512.09 '1488.94 1516 10601
16 Jr2970 17 130.249 113.912 1299332 288145 10.805 13333 -
17 301839 29063  '11.697  {304346 (299525 15214 122 N
18~ 1305118 1732 1.013 312832 1304539 4444 0.056
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Compound 5e

100 —f - - - S
%T | -
80—
B0 st dmmcmnm i o b o G S A R 88 84 £ S e ke Eef e
40—
20— :
] T T T T i T T T T ! T T T ! T T T T T T T T [ T T T T [ . T T T T T T T T [ T T T T ‘ I T
4000 3500 3000 2500 2000 1750 1500 1250 1000 750 500
FTIR Measuremen 1/cm
Peak Height Corr. Height | Base (H) Base (L) Corr. Area
1 405.02 86.723 2.32 406.95 401.17 0.237
2 433.95 90.583 2.715 439.74 42431 1.07
3 472.53 92.673 1.26 478.31 466.74 0.412
4 603.68 47.489 3.261 617.18 599.82 0.16
5 626.82 43.128 5.018 646.11 619.11 0.358
6 669.25 76.009 40.155 692.4 648.04 5.668
7 736.76 80.475 3.301 740.61 694.33 0.488
8 754.12 82.407 1.355 176569 740.61 0.35
9 846.69 33.009 115447 - 867.91 838.9¢ 0.784
10 887.19 37.809 __, 23.019 1 898.77 869.84 ) 1.294
11 910.34 25.653 1 6.591 1918.12 9007 0.224
12 929.63 27.873 uﬁjﬂ | 946.98 918.05 0.558
13 1014.49 33.062 11.497 1022.2 993.27 0.609
14 1139.85 27.649 10.753 1157.21 1118.64 3.996 0.965
15 1182.28 36.984 7.849 1188.07 1172.64 2.517 0.362
16 1215.07 80.009 50.186 1269.07 1190 27.372 15.883
17 1278.72 31.111 9.781 1290.29 1271 2.367 0.389
18 1311.5 36.628 14.419 1326.93 1292.22 4873 1.199
19 1340.43 44.293 9.155 1344.29 1328.86 2.961 0.451
20 1353.94 44905 9.202 1359.72 1346.22 3.101 0.467
21 1365.51 41.256 11.334 1375.15 1361.65 2.413 0.477
22 1384.79 33.544 14.715 1402.15 1377.08 3.185 0.964
23 1427.23 28.755 4.831 1433.01 1404.08 3.309 0.324
24 1442.66 35.345 9.829 1454.23 1434.94 2.945 0.473
25 1481.23 36.287 9.969 1488.94 1461.94 4,527 0.87
26 1500.52 41.492 14.368 1512.09 1490.87 3.784 0.868
27 1519.8 33.421 7.016 1529.45 1514.02 2.338 0.303
28 1544.88 27.064 6.151 1556.45 1537.16 2.362 0.422
29 2399.28 25.528 15.114 2420.5 2358.78 3.911 1.611
30 2871.81 34.336 2.516 2879.52 2756.09 10.737 0.156
31 2908.45 40.106 1.66 2914.24 2881.45 6.589 0.195
32 2956.67 57.668 16.933 2995.25 2916.17 23.608 5.669
33 3018.39 66.734 28.12 3161.11 2997 17 28.516 4.746
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Compound 7c

80— -

%T |

50— i ;
40— e =
‘IFr\‘\\I!] \Eu|\|||1|{\\1‘|i||||11 IIILl:’illll‘lll
4000 3500 3000 2500 2000 1750 1500 1250 1000 750 500
FTIR Measurement 1/cm
Peak Height Corr. Height | Base (H) Base (L) Area Corr. Area
1 476.38 46.798 2.389 478.31 435.88 7.612 0.094
2 5246 60.294 10.072 551.6 480.24 24 .93 3.839
3 605.81 42,238 3.654 648.04 599.82 9.057 0.125
4 721.33 55.628 7.695 723.26 713.61 2.725 0.344
5 732.9 56.646 8.204 736.76 725.18 3.789 0.511
6 748.33 59,288 4.604 752.19 738.69 4,653 0.234
7 887.19 40.203 11.25 896.84 881.41 2.658 0.404
8 1157.21 56.863 15.215 1174.57 1124.42 14.131 2.879
9 1195.78 56.787 8.696 1203.5 1176.5 8.504 1.108
10 1215.07 58.2 12.928 1230.5 1205.43 | 7.689 1.231
11 124014 | 50.656 14079 | 125557 123243  |5.233 1 0.864
12 1315.36 41.832 9.159 | 1325.01 1294 .15 5.927 0.715
13 1355.86 45641 14.757 | 1371.29 1340.43 6.072 1.109
14 149473 50.802 16.906 1508.23 1456.16 12.62 3.087
15 1730.03 54.718 21.657 1760.89 1695.31 15.712 4.2
16 2401.21 41.341 1.067 2407 2360.71 9.867 0.444
17 2476.43 42,223 0.069 2480.29 2408.93 16.803 0.086
18 2551.65 42.031 0.034 2565.15 2547.79 4107 0.004
19 3020.32 41.839 3.497 3035.75 2985.6 10.621 0.326
20 3845.79 40.202 1.37 3851.58 3838.08 2,958 0.07 .
21 3874.72 40.134 0.572 3882.44 3868.94 2.978 0.025 -
22 3911.37 40.399 0.464 3915.23 3901.73 3.004 0.032
23 3936.44 40.502 0.242 3940.3 3930.66 2186 0.011 .
24 3955.73 40.566 0.099 3959.59 3948.01 2.607 0.005 ~
25 3967.3 40.677 0.059 3971.16 3959.59 2.621 0.004 ,
26 3990.45 40.742 0.011 3992.37 3980.8 2.628 0.001
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