V/ML

@.20
G.40
8.40
0.86
1.098
1.20
1.48
1.60
1.80
2.00
2.20
2.40
2.40
2.80
3.00
3.20
3.40
3.60
3.806
4.00
4.20
4.48
4.460
4.80
S.00
S5.20
5.40
S5.60
S.80
©.00
é.20
é.40
é.40

V/ML

0.20
0.40
@.40
6.80
1...
1.20
1.40
l".
1.80
2.00
2.20

E/MV

-~220.4
-245.3
-194.9
~-186.8
~-180.3
-174.9
~1é69.2
-164.4
-166.0
-155.7
-151.9
-148.1
-144.4
-148.%
-136.8
-132.1
-3 2% .6
-125.90
-121.1
=2 170
-112.3
-107.3
-1081.5
-75.0
-86.7
-77.3
-635.5
-39.2

87.6
131.6
147.5
157.9
164.46

E/MV

-211 02
-195.4
-133.0
-174.3
~164.7
~140.8
-154.0
~148.3
-142.7
-137.7
-1832.7

TITRAMNT H+ /M

PH NBAR
7.34 8.07
?.088 8.14
g.78 .21
8.77 8.28
8.484 8.35
8.57 841
8.47 8.48
8.3% 8.55
8.31 8.42
8.24 8.89
€.18 a.7é
8.11 8.83
8.e5 a.%0
A ¢ 8.97
7.92 1.84
7.83 1.18@
7.80 Y.d7
7.72 1.24
7. é8 1.31
7.39 1.38
7.51 1.45
7.42 1.52
7.33 1.59
/.22 1.%6
7.08 1.79
é.92 1.79
6.72 1.86
6.27 1.93
4.13 1.99
3.39 2.00
3.12 2.00
2.94 2.00
2.85 2.080

TITRATION 2
E@ ™MV = 3
INIT VOL /ML =
LIG IN CELL/MMOL =
TITRANT H+ /M =

PH NBAR
?.20 e.11
8.94 8.21
8.73 28.31
8.5¢9 2.41
8.45 e.51
8.35 8.81
8.249 8.71
8.14 €.81
8.05 e.92
7.96 1.82
7.88 1.12

9.05019

TH

8.8%
8.:5
8.22
8.2%
8.35
8.42
8.4%
8.56
B8.63
6.70
0.77
9.83
a.ve
.97
1.04
1.15
1.17
1.25
1.32
1.3%
1.46
1.53
1.40
1.68
1.79
1.82
1.88
1.96
Z.00
2.00
2.00
2.00
2.00

32.3
29 .00
0.89840
8.e5e19

TH

8.12
8.21
.31
.40
8.51
0.5%
8.71
8.80
8.%1
1.00
1.09

TH-NBAR

0.01
0.00
@.ee
-. o.‘
8.00
-8.02
~-8.,01
-.0.1
-8.01
‘.0.2
". 0.3






=
T
T
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X = AXIS STARTS AT -2.9? UNIT:. = (.0
Y - AXIS STARTS AT & INITS = 8.5

EXPERIMINTAL NBARS
THEORETICAL NBARS



V/ML

1.18
1.280
1.30
1.48
1.40
1.808
2.00
2.48
2.460
2.80
3.00
3.20

V/ML

0.40
8.50
e.40
8.72
9.50
a.9e

E/MV

33.8
17.3
6.9
-3.5
-11.4
-27.9

LG NBAR
~9.70 8.01
-?.16 a.89
-8.87 8.98
-8.73 8.12
-8.47 0.1°9
-8.29 8.27
et - % B 8.35
-7.8S 0.58
el A 4 8.58
-7.59 .68
=7.46 8.74
= i 8.81
TITRATION 3
E@ /MY = 3
INIT VOL. /ML =
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL. /MMOL =
TITRANT B- /M =
LG NBAR
-8.71 8.11
-8.20 8.28
-7.98 8.42
-7.62 8.49
-7.480 8.72
-6.92 8.87

TH

8.01
8.85
2.89
0.12
8.20
9.23
.37
8.51
8.5%
8.86
8.72
8.80

32.1

29 .00
8.97530
8.029.0
8.01850
8.85150

TH

.13
8.32
0.49
8.65
3.75
9.%0

Log K1(Cull)-DHP-15-ane-N203

TH-NBAR

8.01
8.01
8.02
.01
8.81
.01
8.02
8.01
0.01
a.00
-8.01
-8.82

TH-NBAR

.02
2.086
0.07
8.35
8.03
8.03



V/ML

1.208
1.4¢2
1.60
1.20
2.00
2.2
2.40
2.40

Log K1(Cull)-DHP-15-ane-N203

ACID CONSTANTS:

PKA (1) = 8.329
PKA (2) = 7.62

MATRIX CONDITION NUMBER = 1.00800
CONVERGENCE IN *3% CYCLES
RMSD = .0305
SUM DELTA SQUARED = .83
PARAMETERS AND ERRORS
LOG K (1) = 7.879 +- .813
TITRATION 1
E0 M = 332.5
INIT VOL /ML = 19.00
LIC IN CELL/MMOL = 8.0779%
M IN CELL /MMOL = 2.06660
TITRANT H+ /M = 8.0501%
E/MY LG NBAR “H
“9.5 -7136 o.al 0.77
5.2 -7.49 .64 9.41
9.7 -7.78 8.58 .56
15.4 -7.92 .51 @.48
21.2 -8.06 9.43 .39
25.5 -8.17 2.36 8.34
31.6 -8.34 9.28 .24
38. -8.55 .21 8.18
45.8 -8.75 9.13 8.12
FITRATION 2
E0 /M = 332.1
INIT VOL /ML =  20.00
M+ IN CELL/MMOL = 2.25100
LIG IN CELL/MMOL = 2.89700
M IN CELL /MMOL = 9.06600
TITRANT B- /M = 9.05150

TH-NBAR

-8.084
-9.04
~-0.085
-8.82
-9.03
-8.084
-. ..2
-8.02
-9.83
-8.01



4,26 51.2 3.53 a.32
4.38 -54.9 -3.50 a.33
4.48 -58.9 ~3.49 8.35

Log Ki(BalII)-DHP-1i5-aneN203

0D

« 31
.33

a3

L=

0.00
-0.01
-0.081

X - AXIS STARTS AT -4.% UNITS = 1.8

Y - AXIS STARTS AT B8 UNITS = 1.5

i = EXPERIMENTAL NBARS
= THEORETICAL NBARS



E@ /MY = 32.4

INIT VOL ™M = 192.60

LIG IN CELL/MMOL = ®.07298

M IN CELL /MMOL = B.04440

TITRANT H+ /M = 2.85019
U/ML E/MV LG NBAR TH TH-NBAR
.20 -18:.2 -2.97 0.45 .82 -8.65
2 .%o -146.4 -3.18 8,40 8.55 -0.85
8.40 -148.0 -3.21 8.55 8.49 -8.04
P.30 -140.% -3.27 9.47 P.44 -8.01
1.00 -132.4 -3.38 2.42 8.3% -8.93
1.20 -125.9 -3.50 8.37 8.33 ~-A.04
1.40 -128.0 -3.58 @.30 8.29 -9.01
1.40 -113.2 -3.71 .24 .23 -9.03
1.80 -1088.0 -3.82 0.20 .19 -8.6)
2.00 -101.0 -2,99 n.14 9.14 -9.02
2.20 -93.0 -4.20 .12 8.99 -5 .93

TITRATION 2

E® /MY = 417.8

INIT VOL /ML = 208 .09

H+ IN CELL/MMOL = f.24900

LIG IN CELL/MMOL = 9.99700

M IN CELL /MMOL = 8.19988

TITRANT B- /M = n.050%0
U/ML E/MV LG NBAR ™ TH-NBAR
1.50 15.0 -4,74 .02 b.03 9.90
1.42 19,3 -4.44 .03 2.83 0.00
1.70 B -4,53 B.04 n.04 9.00
1.82 3.0 -4.42 9.085 65.06 9.01
1.99 8.1 -4,34 .05 .07 9.01
2.00 -2.3 -4.,28 .08 8.07 .01
2.10 -4.2 -4,24 2.087 2.088 .01
2.20 -6.7 -4.18 9.08 2.09 0.61
2.30 -9.0 -4.12 .87 8.10 8.01
2.49 -11.0 -4.88 .10 2.11 2.081
2.5%0 -13.E ~-4.84 8.12 8.12 9.01
2.40 -15.9 -4.00 9.13 2.13 2.01
2.70 -17.0 -3.96 8.14 8.15 8.01
2.80 -19,2 -3.91 .15 0.14 9.01
2.90 -21.0 -3.88 2.14 0.17 9.01
3.686 -23.0 -3.85 n.17 L.18 0.01
3.10 -24.9 -3.82 .18 2.19 2.01
3.20 -26.8 -3.79 8.17 9.20 8.01
3.30 -28.8 -3.76 0.20 .21 0.01
3.490 -30.8 -3.73 8.22 9.22 2.01
3.50 -33.0 -3.70 9.23 9.24 8.91
3,460 -35.8 -3.68 8.24 8.24 2.00
3.70 -37.5 -3.45 8.25 8.26 9.01
3.60 -39.9 -3.62 0.28 8.27 .01
3.90 2.3 -3.40 f.26 8.28 9.00
4.00 -4%.9 -3.5? 8.29 8.29 8.00
4,19 -48.0 -3.55 8.30 7,20 8.00

G e AT MR i



V/ML

2,848
2.20
2.42
2.40
2.80
3.00
R.49
3.46
3.%0

Log K1(Ball)-DHP-15-aneN203

ACID CONSTANTS:

PKA (1) =
PKa (2) =

3.30
7.82

MATRIX CONDITION NUMBER = 1.0000

CONVERGENCE IN

RMSD = .0207
SUM DELTA SQUARED = .
PARAMETERS AND ERRORS
LOG K (1) = 3.188 +-
TITRATION 1
E@ MY = 4
INIT VvOu SML =
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL /MMOL =
TITRANT B- /M =
E/MV LG NBAR
~11+8 -3.98 8.12
371 _3-83 .14
~-22.8 -3.78 0.20
=208 -3.61 8.24
-32.6 -3.58 8.28
-37.2 -3.42 9.33
-446.9 -3.27 8.44
-52.8 “3s1P .42
-62.2 -3.08 8.55

TITRATION 2

#2% CYCLES

8z
.087

1747

20 .09

8.25100

8.8979%8

0.044660

8.851586
TH
8.14
6.18
9.23
.27
8.33
8.37
.45
0.5e
#.56

TH-NBAR

.02
9.083
0.83
a.82
ol.4
2.04
8.02
8.62
8.0l



b
e

- AXIS STARTS AT -5.1 UNITS = 1.0
- AXIZS STARTS AT 8 UNITS = 8.5

= EXPERIMENTAL NBARS
- = THEORETICAL NBARS

R SR s anﬂi.‘:ﬁ



1.34
1.7@
2.00
2.18@
2.20
2.30
2.46
2.50
2.44
2.78
2.80
2.90
3.00
3.10
3.20
3.32
3.40
3.50
3.40
3.70
3.80
3.90
4.00
4.180
4.22
4.320
4.4e
4.50

-

s
AW DN
S L0000 0N D00

1
-
—
.

B8 o

e '
0o w )
WooMN~-n

=21 .2

11
NN
&N
w

-4.,68
-3.40
-4.54
-4.48
-4,42
-4.37
-4.33
~4.29
-4.24
-4.21
-4.18
-4.13
-4.11
-4.87
-4.64
~4.080
~3.98
-3-95
-3.89
-3.87
-3583
-3.81
-3-”
-3-75
-3073
-3|7l
"3-“

e e

Log K1(Sr1I)-DHP-15-aneN203

8.06
.87
8.88
8.8%
6.18
8.11
6.12
2.13
2.15
0.15
0.17
8.18
.19
0.20
8.21
8.23
8.24
8.25
0126
e.27
8.29
8.30
6.31
0.33
9.34
e.3%
0.37
@8.38




ACID CONSTANTS:

PKA (1) = 8,38
PKA (2) = 7.62

MATRIX CONDITION NUMBER = 1.8000

CONVERGENCE IN *2#% CYCLES

RMSD = .0a74 : 5
SUM CELTA SGQUARED = .00

PARAMETERS AND ERRORS
LOG K (1) = 3.463 +-

TITRATION 1

E® /MY
INIT vOL. /ML
H+ IN CELL/MMOL
LIG IN CELL/MMOL
M IN CELL /MMOL
TITRANT B-

V/ML E/MV
1.86 -87.2
2'“ 3,
2.22

2.40 183.6
2.40 -188.3
2.80 ~112.7
3-.2 ‘-‘_"’“
302. 'iu.r,
3.68 -t‘;a"
3-.. 'l‘“i‘
4.82 ‘1“.‘
V/ML E/MY
1.50 P
1.40 17.3
1.76 13.7






N
@

Wwn A
= B
-

w
o
=

V/MU

8.20
5 AR
8.40
0.30
1.00

1.480
1.40
1.80
2.90

2.20

/M

-165.2

143,72
-132.7
-122.4
-116.0

-183.4
“P6.7
-92.0
-85.3
-79.6

L NEAaR ™
-8 .76 e.18@ $.11
4.58 .15 .18
~4 .44 e.21 p.21
-4.31 3.27 8.26
-4.1? .23 8.32
1.87 6,39 8.38
-3.98 8.45 @.43
-3.88 2.51 9.4%
-2.79 8.5¢e .54
-3.82 n.s583 fn,&0
-3.98 8.9 B.64
~3.50 .73 2.70
-3.39 %.80 .79
TITRATION 2
E@ /MY = 332.5
INIT oL /ML = 19.00
LIG IN CELL/MMOL = 8.872%8
M IN CELL /MMOL = B.08844
TITRANT H+ /M = 0.0501%
LG NBAR TH
~-3.29 p.82 .79
2.4% 8.7?7 8.70
-3.398 8.4% 8.46
-3.74 A.83 n.57
-3.83 0-56 0352
377 9.50 8.44
-4.8& .42 .39
-4 .20 9.37 8.51
-4.31 8.30 B.24
~4.48 9.24 6.20
-4.62 0.18 8.15

/CA/ Eie s
Log KI**'* DHP-15-aneN203

TH-NDAR

.B1
a1

o P

-8.0:
-8.01
~2.01
-9.082
-0.€2
-8.04
-9.03
-8.03
-8.08S5
-8.85

Ti{=NBAR

-8.83
—0006
"3..3
-8.24
-0.83
'0.05
-0.04
‘0.95
—01.3
-9.084
-8 003

N =



VML

8.s0
8.79
@.80
0.76
0.7

1.09
1.04
1.10
1.20

og Ki1{(Call) DHP-15

anet'20°

ACID CONJSTANTS:

PKA (1) =
PKA (2) =

8.30
7.62

MATRIX CONDITION NUMBER = 1.000880
CONVERGENCE IN #*3% CYCLES
RMSD = .8521

SUM DELTA SQUARED = .
PARAMETERS AND ERRORS
LOG K (1) = 3.844 +-
TITRATION 1
E@ /MY = 4
INIT VOL /ML -
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL /MMOL =
TITRANT B- /M =
E/MV LG NBAR
-12.3 -4.48 .14
~21..9 -4.24 8.22
-29.7 -4.07 e.32
~38.4 -3.90 8.49
-42.3 ‘3-83 9.43
-47.4 -3.78 @.4%
-51.6 -3.48 nL51
-58.2 -3,.58 n.55
-66.8 -3.48 8.46
TITRATION 2
Ee SV = 3
INIT VoL /ML =
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL /MMOL =
TITRANT B- /M =

89

.018

16.6
28 .00
8.875380
8.322910
8.21450
2.05150

TH

0.20
2.30
.38
2.48
2.52
@8.57
8.40
0.86
8.71

30.7
28.00
8.2511°9
0.697 ¢
B.04f %0
8 8¥159

TH-NBAR

8.08¢
2.08
8.086
2.8
8 07
2.88
8.0%
8.11
@8.85

wanave oo A



V/ML

2.008
2.10
2.20
2.39
2.40
2.50
2.40
2.70
2.860
2.90
3.00
3.108
3.20
3.308
3.40
3.56
3.460
2.70
3.60
3.9e

U/ML

2.108
2.20
2.30
2.40
2.50
2.60
2.78
2.80
2.90
3.00
3.180
3.20
3.30
3.40
3.50

E/MV

148.2
144.9
142.9
139.2
136.6
134.1
131.8
129.4
127.3
124.9
122.6
120.3
118.2
115.5
113.5
116.2
187.5
184.7
181.7

98.5

178.0
167.4
164.7
162.9
166.3
158.3
iS¢.1
154.1
152.2
150.3
148.4
146.3
144.3
142.2
139.9

E@ MY = 4
INIT VOL /ML =
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL /MMOL =
TITRANT B- /M =
LG NBAR
-18.85 8.14
-10.76 8.17
-18.68 8.19
-18.61 .21
-18.54 8.24
-160.48 8.26
-10.43 8.29
-108.38 8.31
-10.34 8.34
-18.29 8.36
-18.24 8.39
-10.20 .41
-10.17 8.44
-10.12 8.46
-18.089 8.49
-10.03 8.51
-1@.00 8.54
“$. 97 8.56
-9.94 8.5%
-9 .92 8.61
TITRATION 3
E@ /™M = 2
INIT VOL /ML =
H+ IN CELL/MMOL =
LIG IN CELL/MMOL =
M IN CELL /MMOL =
TITRANT B- /M =
LG NBAR
-1:.03 a.1e
-10.97 0.11
~18.%80 8.13
-10.86 0.14
~-108.860 8.16
-18.76 0.17
-10.71 8.17
-10.47 8.20
-10.464 8.22
-10.61 6.22
-10.58 2.25
-18.55 8.26
-18.52 8.28
-108.50 8.29
-10.47 8.31
Log X1(CdII)-15-ane

i}

28.5

18.60
8.21795
8.07245
0.899%80
8.05010

TH

8.14
8.17
8.19
8.22
8.24
8.27
86.29
5.32
8.34
8.37
8.3%
0.42
8.44
0.44
8.48
8.51
8.53
8.55
8.56
.57

+3.4

15.00
2.21795
8.87265
0.14650
8.050180

TH

a.18
8.11

8.12
8.13
8.15
0.17
8.i5
a.1%
8.21

8.22
0.23
8.24
8.25
8.27
6.28

N302

TH-NBAR

06.00
0.00
a.00
0.00
6.00
e.a1
6.01
@8.01
8.60
0.00
.00
0.00
.08
.00
~8.01
6.00
-8.081
-6.02
-.83
-0.04

TH-NBAR

.00
-8.01
-8.01
-. gﬁi
-. .01
-. .01
-8.01
-. .01
-8 o‘l
-0.082
-.0.2
-8.02
-8.02
-...3
-8.83



U/ML

1.78
1.80
1.90
2.00
2.10
2.20
2.30
2.40
2.56
2.40
2.70
2.80
2.98
3.00
3.18
3.20
3.30
3.40
3.50
3.60
3.78
3.80
3.%0
4.00

Log K1(CdIIl)~15-ane-N30Z

ACID CONSTANTS:

PKAa (1) =
PKA (2) =
PKA (3) =

Y. 27
8.59
2.12

MATRIX CONDITION NUMBER = 1.8806
CONVERGENCE IN #2% CYCLES
RMSD = .813%

SUM DELTA SQUARED = .01
PARAMETFRS AND ERRORS
LOG K (1) = 10.853 +- .0084
TITRATION |
E@ ™ = 469.2
INIT VOL /ML = 17.e0
H+ IN CELL/MMOL = 8.21795
LIG IN CELL/MMOL = 2.87265
M IN CELL /MMOL = 0.08540
TITRANT B- /M = 8.05010
E/MV LG NBAR TH
134.7 -10.96 8.18 8.11
130.0 -18.82 8.14 8.15
125.46 -10.4% 8.17 A.19
121.9 -10.59 8.21 23
118.8 -18.50 8.25 0.26
115.5 -10.41 8.28 8.30
112.9 -18.35 8.32 8.34
110.0 -10.27 2.36 8.38
187.4 -10.21 .48 8.41
104.5 -10.14 8.43 8.45
181.8 -18.88 8.47 8.4%
98.7 -106.00 8.51 8.53
?6.3 -9.95 8.55 8.356
$3.2 -9.88 8.58 8.40
96.3 -9.82 8.62 8.63
87.2 -9.75 8.66 8.67
83.7 -9.67 8.7e 8.71
9.7 -9.58 8.73 8.75
76.5 -9.53 8.77 8.77
72.4 -9.44 0.81 .80
é5.9 -9 .29 8.85 8.85
é1.0 -?.20 0.88 8.88
52.9 -9.01 8.92 0.92
408.3 -8.70 0.96 0.96

TITRATION 2

TH-NBAR

8.01
8.01
8.el
8.2
0.62
8.082
8.82
8.02
e.01
8.02
8.2
8.02
0.061
8.82
6.01
6.01
8.01
8.01
.00
-. -.:
8.0l
-8.01
e.a0
0.00



14T
1

1l 1

X - AXIS STARTS AT -11.5 UNITS = 1.8
Y - AXIS STARTS AT @ UNITS = 0.5

| = EXPERIMENTAL NBARS
-~ = THEORETICAL NBARS



V/ML

1.40
1.7€
i.80
1.70
2.00
2.18@
2.20
2.30
2.40
2.59
2.60
2.72
2.80
2.90
3.00
3.10
3.20
3.30
3.40
3.58
3.69
3.79
3.80
3.90
4.00
4.18

U/ML

1.80
1.908
2.00
2.10
2.20
2.30
Z2.40
2.50
2.60
2.7
2.80
2.99
3.00
3.180
3.20
3.30
3.40
3.50
3.60
3.7

3.80
3.99
4.v8

E/MV

146.2
128.4
132.2
127.5
123.8
120.2
116.7
114.2
111.0
188.4
105.5
182.8
100.9
?7.5
?4.6
?1.8
88.46
85.7
82.3
78.7
74.7
70.3
é5.0
58.46
S5e.2
38.3

E/MV

131.9
128.1
123.7
120.1
118.2
115.3
112.4
109.9
187.3
185.5
102.5
106.3
98.0
95.3
92.5
90.0
87.4
84.3
81.1
78.1

74.5
70.46

o0 .0

LG

-11.33
-11.09
-10.%90
-10.76
~10.65
-18.55
-10.45
-10.39
-10.31
-10.24
-10.17
-18.11
-18.087
sk T i
-9.93
-9.87
-9.860
-9.74
-9.67
-9.40
-9.52
-?.44
-9.33
-9.20
-9.83
-8.78

NBAR

8.06
8.10
0.14
8.17
8.21
8.25
8.28
.32
8.36
8.40
8.43
2.48
8.51
.55
8.58
.62
8.66
0.70
0.73
8.77
8.81
.85
0.88
8.92
6.96
1.00

TITRATION 3

E@ ™V
INIT VOL /ML
H+ IN CELL/MMOL
LIG IN CELL/MMOL
M IN CELL /MMOL
TITEANT B- /M

LG

-18.94
-18.83
~18.70
~-10.,68
-10.56
-19.41
-10.395
-10.29
-10.18
-108.14
~-10.09
-18.04
-9.98
-?.94
-2.98
-9.84
b 415 b 4
-9.73
-9.70
-?.66

.-

4

NBAR

e.11
0.14
.17
.20
0.23
8.26
8.29
8.32
8.35
9.38
8.41
0.44
8.47
.50
8.53
0.56
8.59
08.62
0.65
0.48
8.71
.74

" ==

TH

9.085
0.089
6.13
8.17
8.21

8.25
8.29
8.32
8.36
8.40
8.44
8.47
8.50
9.54
8.58
.61

0.65
0.48
8.71

8.75
8.78
8.81

8.84
0.88
8.92
8.95

8%9.4

29.00
2.21795
9.087245
08.08325
8.050180

TH-NBAR

-8.01
-8.01
-8.01
.00
8.060
.09
6.01
8.00
8.01
8.080
8.01
-8.01
_0-01
8.00
6.00
-8.01
-9.01
-8.92
-8.02
-8.83
-8.03
-°-°4
-2.04
-0.u4
-0504
-8.8S

Th-NBAR

8.01

0.01

0.082
8.083
0.02
8.02
8.8z
0.03
9.83
0.02
8.03
8.082
8.82
.02
0.82
8.82
e.a1
.01

8.01
9.00

-8.01

-0.82
-0 a2



V/ML

2.10
2.20
2.30
2.429
2.58
2.40
2,78
2.9
2.90
3.00
3.10
3.20
3.30
3.40
3.50
3.40

Log K1(Pbll)-15-ane-N302

¥ 36 3 U 3 3 3 e N

ACID CONSTANTS:

PKA (1) = 9.29
PKA (2) = 8.38
PKA (3) = 2.12

MATRIX CONDITION NUMBER = 1.0000
CONVERGENCE IN *3% CYCLES

RMSD = .8184

SUM DELTA SGUARED = .82

PARAMET ZRS AND ERRORS

LOG K (1) = 10.067 ¢+~ .805
TITRATION 1

EQ /MU = 443.4

INIT VOL /ML = 15.00

4+ IN CELL/MMOL = 8.21795

LIG IN CELL/MMOL = 2.87245

M IN CELL /MMOL = 0.18450

TITRANT B~ /M = 8.a5010
E/MV LG NBAR TH
16%9.4 -11.€1 e.10 8.10
166.8 -10.74 8.11 8.12
164.3 -19.88 8.13 0.13
i62.0 -10.83 8.14 8.15
159.7 -18.78 8.16 8.16
182.7 -18.74 8.17 8.18
155.6 -10.69 8.19 8.19
193.6 -10.65 0.20 8.21
151.7 -18.62 8.22 8.22
149.8 -10.5% 9.23 8.23
147.9 -10.56 8.25 8.24
145.9 -18.53 n.26 8.25
i43.9 -18.51 8.28 .27
141.8 -10.48 2.29 8.28
139.6 -10.4¢ 8.31 @.29
137.2 -10.43 8.32 8.30

TITRATION 2

E@ /M = q4u?.2

INIT VOL /ML = 17.08

H+ IN CELL/MMOL = 8.21795

LIG IN CELL/MMOL = 0.87245

S e ey ki lall
. - N —— — L R e
- AL e . . a



.00 ~-144.46 ?.35 8.461 8.56 -8.83

7.1@ ~-146.7 ?.39 8.58 8.53 -2.85
7.20 -148.7 ?.42 8.54 0.59 -0.084
7.30 -198.7 ?.44 8.51 8.47 -0.04
7.40 -152.8 9.49 8.48 8.45 -8.083
7.50 -154.4 ?.92 8.44 8.42 -8.a1
PKA-15-ane-N302
+
P ++ + T + 1r,r
I
-
[
l-
i A1 i i [ L 1 J

X - AXIS STARTS AT 2.2 UNITS .8

= 1
Y - AXIS STARTS AT 8 UNITS = 8.5

= EXFERIMZNTAL NBARS
- = THEDRET!CAL NBARS



V/ML

8.10
8.20
8.30
0.49
f.50
2.40
6.76
.80
8.%0
1.00
1.10
1.20
1.30
1.40
1.508
1.4@
1.7@
1.80
1.9a
2.00
2.1
2.20
2.30
2.40
2.50
2.60
2.780
2.80
2.90
3.L0
3.18
3.20
3.30
3.40
3.50
3.40
3.70
3.80
3.70
4.00
4.12
4.70
4.30
4.40
4.56
4.40
4.70
4.89
4.%0
5.00
S.10
S5.20
5.308
S5.40
S.58
5.60
5.78
5.80
5.96
4.00
é.10
6.20
é.30
.40
.5e
L0
.70
.80
.50

N0 NN

E/MV

268.6
267.6
2566.4
265.2
264.1
262.6
281.2
25%9.8
258.1
256.8
255.1
253.4
251.7
249.7
247.8
245.7
243.5
240.8
238.1
235.3
232.0
228.2
224.4
219.7
214.0
206.6
196.7
180.4
139.3
16.1

-33.2
-42.6

_95-5

-100.4
-103.0
-185.0
-107.3
-109.4

-113.7
-115.9
-118.1
-120.2
-122.3
-124.5
-126.5
-128.6
-130.2
-132.8
-134.7
-124 _A
-138.7
-140.5
-142.6

FH

2.37
2.3%
2.41
2.43
2.44
2.47
2.49
2.52
2.55
2.37
2.69
2.643
2.65
2.69%9
2.72
2.76
2.79
2.84
2.8%
2.73
7..99
3.65
3.12
3.20
3.29
3.42
3.58
3.86
4.55
6.74
7.23
7.47
7.63
7.75
7.85
7.94
8.01
8.08
8.15
8.20
8.25
8.31
8.35
8.40
8.44
8.48
8.52
8.57
8.461
8.65
8.48
8.7
8.76
8.80
8.83
8.87
8.%1
8.94
8.98
?.01
.25
?.08
?.11
?.15
?.19
.22
9,23
?.28
? .32

NBAR

2.38
2.36
2.35
2.34
2.38
2.32
2.31
2.29
2.29
2.27
2.26
2.25
2.23
2.22
2.21
2.19
2.18

17
2 15
2.14
2.13
2.11
2.180
2.08
2.87
2.85
2.83
2.82
2.00
1.97
1.94
1.90
1.87
i.84
1.80
1.77
1.73
1.70
1.66
i.63
1.59
1.56
1.53
1.4%
1.44
1.43
1.39
i.36
i.32
1.29
1.25
1.22
1.19
1.15
1.12
1.68
1.85
i.82
8.98
2.95
0.71
.88
@8.8%
.31
8.78
8.74
8.7
.68
8.é4

TH

2.36
2.35
2.34
2.33
2.32
2.31
2.30
2.28
2.27
2.26

2.25
2.24
2.22
2.21

2.26
2.19
2.17
2.16
2.15
2.13
2.1%

2.10
2.49
2.88
7.86
2.85
2.83
2.92
2.00
1.98
1.95
1.91

1.88
1.84
1.860
1.77
1.73
1.6%
1.5
1.62
1.59
1.54
1.51

1.47
1.44
1.46

1.36
1.33
1.29
1.24
1.21

i.17
1.14
1.10
1.86
1.53
0.99
8.95
8.92
.88
6.84
.81

A.78
.74
8.71

0.48
.o
R.62
8.5%9

TH-NBAR

-g.82
-9.01
-8.01
-9.01
-8.91
-8.01
-g.01
-0.01
-8.061
-8.01

-g.81
-8.01
-8.01
~-8.01
-8.01
-8.01
-8.01
-8.01
-g.01
-8.01
~-8.08i
~-9.01
.00
v.00
6.00
0.060
e.ee
0.00
.00
8.61
8.01
8.01
0.01
8.00
8.008
6.00
8.286
9.00
-. o.l
~-8.061
.00
-0.02
-8.82
-8.82
-0.82
-8 ..3
-8.93
".-03
-6.84
_00.‘
-8 0.4
-...5
-2.85
"0 u‘s
-0.83
".0.6
-8.86
-0.,07
-0.07
-8.87
-86.87
-8.07
-6.87
-8.87
~-8.87
-2.07
TWewe
-6.86
-8.84



U/ML

8.19
8.20
8.38
8.40
8.50
8.40
0.88@
8.90
1.60
1.10
1.22
1.30
1.48
1.50
1.40
1.79
1.8
1.90
2.00
2.180
2.70
2.30
2.40
2.50
2.60
2.78
2.80
2.90
3.00
3.10
3.20
3.30
3.10
3.50
3.60
3.2
3.80
3.90
4.00
4.16
4.20
4.30
4.40
4.50
4.62
4.78
4 .86
4.708
5.02
S5.10
95.20
S5.30
S5.40

E/MV

279.3
277 .6
273.9
274.0
272.0
269.8
2465.0
262.3
259.3
256.1
252.3
248.1
243.1
237.2
227.8
214.9
193.6
£8.8
8.?

“i ¥l
-20.9
-38.2
-45.1
-50.3
-55.6
-%0.4
-64.7
-48.8
=72.A
-76.7
-80.0
-83.3
-87.3
-9003
-93.4
971
-99.7
122.8
-185.8
-108.8
-111.4
-115.6
-118.3
-121.4
-124.7
i
-130.9
~134.0
-137.8
-141.0
-144.3
-147.8
-151.6

PH NBAR TH
2.560 227 2.29
2 33 2.26 2.28
2.56 2.24 R
2.359 2.23 2.25
2.63 2.21 2.24
2.46 2.20 2.22
2.74 2.17 2.19
2.79 2.16 2.18
2.84 2.14 2.16
2.89 2.12 2.14
2.96 2.19 2.13
3.03 2.07 2.11
3.11 z.08 2.09
3.21 2.06 2.87
3.37 2.85 2.85
3.59 2.83 2.3
3.95 Z2.01 2.01
S5.72 1.98 2.00
7.21 1.93 1.95
7.51 . .88 1.9@
7.71 .82 1.85
7.87 1.77 1.88
7.99 1.72 1.74
8.07 1.448 1.70
8.16 1.61 1.64
8.24 1.56 1.59
8.32 1.50 1.54
8.3% 1.45 1.48
8.45 1.40 1.43
8.52 1.34 1.37
8.58 1.29 1.32
8.43 1.24 1.26
8.7@ 1.18 1.28
8.75 1.13 1.15
8.80 1.e0 1.89
8.86 1.01 1.83
8.%1 8.97 8.98
8.96 8.92 8.93
?.01 .87 6.88
?.85 0.81 8.83
?.11 8.76 a.79
?.18 e.71 8.72
?.23 8.45 6.67
?.27 0.40 8.43
?.33 8.54 8.58
.38 08.50 9.33
.44 0.45 8.39
?.49 8.39 9.45
?.35 8.33 0.40
?.61 8.29 0.37
.66 8.24 8.33
?.72 0.19 .30
?.79 ‘8.14 8.25

TITRATION 3
E@ /MY = 4e8.7
INIT VoL /ML = 20.080
H+ IN CELL/MMOL = 6.438%50
B B ¢ i 2 et s g NS
TITRANT B- /M = @.a5a18@

TH-NBAR

8.282
8.02
8.e2
8.82
8.02
8.02
8.82
8.02
0.82
6.82
8.¢3
2.82
8.8z
8.82
0.01

0.40
8.00
e.92
0.02
0.83
8.83
8.03
0.83
.83
9.83
8.83
8.82
8.03
8.03
0.02
8.e3
8.83
6.01

e.82
8.02
8.02
0.01

8.01

OI.l

8.02
e.es
8.01

8.82
8.02
8.04
0.84
8.64
8.06
8.87
8.e8
8.e9
8.11
8.12



U/ML

e.20
8.40
8.40
8.80
1.00
1.20
1.48

1.20
2.0n
2.20
2.48
2.60
2.880
3.00
3.20
3.40
3.60
3.80
4.00
4.20
4.490

MATRIX CONDITION NUMBER = 3.8159
CONVERGENCE IN 3% CYCLES
RMED = .0421

SUM DEL(fA SQUARED = .26
PARAMETERS AND ERRORS
PKA (1) = P.291 +- .013
PKA (21 = 8.494 +- .813
PKA (3) = 2ilté +~ 417
TITRATION 1
Fe ™MV = 409.4
INIT VOL /ML = 20 .90
H+ IN CELL/MMOI. = 8.2179S
LIC IN CELL/MMOL = 08.87245
TITRANT B~ /M = g.a5010
E/MV PH NB&R TH
32,7 2.65 2.24 2.23
248.3 2.72 2.19 2.29
242.9 2.83 2.17 2.16
233.2 2.94 ol 2.13
223.9 3.7 . 2.18 2.89
206.1 3.492 2.86 2.85
176.5 3.94 z.080 2.01
-20.95 7.27 1.90 1.94
~50. 7.78 1.78 1.83
-48.2 8.e7 1.62 1.70
-80.1 3.27 i.48 1.57
-98.6 8.45 '.39 1.43
-99.3 8.40 1.21 1.29
-1098 ? 8.76 1.87 1.13
-116.6 8.89 0.94 1.06
-126.6 ?.86 0.80 .33
-134.5 9.19 B8.466 0.7C
-142.9% ?.33 8.53 e.58
-i152.8 ?.50 e.408 @6.44
-161.3 ?.45 0.27 8.34
371 .2 ?.81 8.14 8.25
-i82.0 ie.00 8.82 0.17
TITRATION 2
=0 M = 427.3
INTT uni /ML = 20 .04
H+ IN CELL/MMOL = 0.28107
LIG IN CELL/MMOL = A.87349
TITRANT B- /M = j.85812

TH-NBAR

-.n.l
9.081
0.60
8.01

-8.01

"'.-.l
0.0i
0.05
8.07
8.88
0.08
8.08
0.08
0.86
6.807
8.083
6.04
98.85
2.84
9.88
8.11
8.15
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