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	Ratio
	log (ratio)

	p-OMe
	2.5
	0.40

	m-OMe
	0.82
	-0.09

	p-NO2
	0.45
	-0.35

	m-NO2
	0.52
	-0.29

	p-Br
	0.78
	-0.11

	m-Br
	0.63
	-0.20

	m-Cl
	0.57
	-0.24

	H
	1
	0


Table S1.  Ratio of products in the substitution of 21 with PhI(OAc)2/TMSN3.
	
	Ratio
	log (ratio)

	p-OMe
	2
	0.30

	m-MeO
	0.91
	-0.04

	 p-NO2
	0.51
	-0.29

	p-Br
	0.85
	-0.07

	m-Br
	0.67
	-0.17

	m-Cl
	0.71
	-0.15

	H
	1
	0


Table S2.  Ratio of products in the substitution of 21 with IN3.
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Figure S1. Hammett of the log(ratio) versus  for substitution of 21 with PhI(OAc)2/TMSN3.
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Figure S2. Hammett of the log(ratio) versus  for substitution of 21 with IN3.

NMR assignments and other spectral data for known compounds:

2: 1H NMR: δ 7.22 - 7.38 (m, 5H), 5.24 (s, 1H), 3.43 (s, 3H).
4: 1H NMR (400 MHz, CDCl3): δ= 7.48-7.38 (m, 10H, Ph); 5.66 (s, 1H, PhCH); 5.58 (s, 1H, PhCH’); 5.49 (d, 1H, JH1,H2=3.6 Hz, H1); 5.11 (d, 1H, JH1’,H2’=3.6 Hz, H1’); 5.03 (dd, 1H, JH2,H1=3.6 Hz, JH2,H3=8.4 Hz, H2); 4.94 (dd, 1H, JH1’,H2’=3.6 Hz, JH2’,H3’=8 Hz, H2’); 4.47-4.22 (m, 5H, H3, H3’, H4, H4’, H5b’); 4.12 (d, 1H, Jgem=13.6 Hz, H5a) 4.01 (d, 1H, J=13.2 Hz, H5a’); 3.85 (dd, 1H, JH5b,H4=3.2 Hz, Jgem=13.6 Hz, H5b); 2.17 (s, 3H, COMe); 2.05 (s, 3H, COMe); 1.57 (s, 3H, Me); 1.54 (s, 3H, Me’); 1.38 (s, 3H, Me); 1.36 (s, 3H, Me’). 13C NMR (100 MHz, CDCl3): δ= 169.6 (COMe); 169.3 (Ac); 135.2, 135.2, 128.6, 128.5, 127.8, 127.7, 125.2, 124.9 (Ph); 108.6 (2xCMe2); 94.6 (C1); 92.6 (C1); 90.2 (PhCH2); 86.7 (PhCH2); 72.2, 72.1, 71.6, 71.6, 70.8, 70.5, 58.8, 58.6 (2x(C2, C3, C4, C5)); 26.9 (Me); 26.9 (Me); 25.3 (Me); 25.2 (Me); 19.9 (COMe); 19.8 (COMe). IR (NaCl) / cm-1: (= 3065, 3033 (Ar C-H sp2), 2987, 2936, 2878 (C-H sp3), 2111(vs) (N3), 1740(vs) (C=O). MS(ES): calc. for (M + Na)= 386.1328, found 386.1322.
6: 1H NMR (CDCl3, 400 MHz): δ 7.45-7.36 (5H, m, Ar-H), 5.39 (1H, s, O-CHN3-Ar), 4.19 (2H, br. s, H-1,5), 4.13 (1H, t, H-3, J = 4,4 Hz), 2.22-1.78 (8H, m, 2H-2,4,6,7), 1.46 (9H, s, (CH3)3, Boc). 13C NMR (CDCl3, 100 MHz): δ 153.6 (C=O, Boc), 137.5 (C(Ar)), 129.3; 129.2; 128.9 (CH(Ar)), 91.5 (O-CHN3-Ar), 79.4 (C(CH3)3, Boc), 72.4 (C3), 53.1/52.3 (C1,5), 37.2/36.4 (C2,4), 35.3/34.4 (C6,7), 28.7/28.0 ((CH3)3C, Boc). IR (NaCl) / cm-1: ( = 3444, 2978 (C-H sp3), 2103 (N3), 1694, 1652, 1548 cm-1.
8: 1H-NMR (CDCl3): δ = 7.34-7.51 (m, 10 H, Ar), 5.529 (s, 1H, Ar-CH-N3), 4.93 (d, 1 Ha, J = 11.6, Ar-CH2), 4.73 (d, 1 Hb, J = 11.6, Ar-CH2). 13C-NMR (CDCl3): δ = 136.9 (1 C, Ar C1), 129.3-126.3 (11 C, Ar), 91.5 ( Ar-CH-N3), 70.4 (Ar-CH2). IR (KBr) / cm-1: ( = 3033/3065 (C-H sp2), 2874 (C-H sp3), 2105 (-N3), 1495,1587 (Ar), MS(ES): calc. for (M + Na)= 262.0956, found 262.0950
24b: 1H-NMR (CDCl3): δ = 7.35-7.27 (m, 5H, Ar), 6.36 (dt, J=1.1, J=12.7, 0.67 H, H4E), 5.95 (dt, J=1.5, J=6.3, 0.33 H, H4Z), 4.75 (dt, J=7.4, J=12.7, 0.67 H, H3E), 4.53 (s, 2H, PhCH2-), 3.43 (dt, J=6.4, J=7.3, 0.33 H, H3Z), 3.59 (s, 1H, MeZ), 3.51 (s, 2H, MeE), 3.48 (t, J=6.9, 0.66H, H1Z), 3.46 (t, J=6.9, 1.44H, H1E), 2.40 (dk, J=1.4, J=6.9, 0.66 H, H2Z), 2.25 (dk, J=1.2, J=7.0, 1.44 H, H2E). 13C-NMR (CDCl3): δ = 148.6 (C4E), 147.6 (C4Z), 138.7(Ar-1Z), 138.8 (Ar-1E), 128.5-127.6 (10 Ar), 102.9 (C3Z), 99.2 (C3z), 73.1 (PhCH2E), 73.0 (PhCH2Z), 71.3 (C1E), 70.2 (C1Z), 59.8 (MeZ), 59.1 (MeE), 28.6 (C2E), 24.8 (C2Z).

30: 1H NMR (400 MHz, CDCl3): δ 5.28 (bs, 1H), 3.2 (q, 2H, J = 8.0 Hz), 1.52-1.44 (m, 2H), 1.29-1.21 (m, 8H), 0.84 (t, 3H, J = 7.2 Hz). 13C-NMR (100 MHz, CDCl3): δ 156.6 (C=O), 41.3 (C1), 31.8 (C5), 29.6 (C2), 29.05 (C4), 26.8 (C3), 22.7 (C6), 14.1 (C7). IR (KBr) / cm-1: 1702 (C=O), 2139.7 (N3), 2858/2929 (C-H sp3), 3331.8 (NH).
32: mp = 85.5 oC. 1H NMR (400 MHz, CDCl3): δ = 7.25-7.10 (m, 5H), 4.99 (bs, 1H), 3.42 (q, 2H, J = 6.7 Hz), 2.75 (t, 2H). 13C-NMR (100 MHz, CDCl3): δ 155.4 (C=O), 137.1 (Ar C1), 127.6 (Ar C3,4,5), 125.6 (Ar C2,6), 41.1 (CH2-NH), 34.5 (CH2). IR (KBr) / cm-1: 1543 (N-C=O), 1671.8 (strong C=O), 2141.9 (N3), 2930.2 (C-H sp3), 3029 (C-H sp2) 3280.3 (NH).
MS(ES): calc. for (M + Na)= 213.0752, found 213.0758.
34: 1H NMR (400 MHz, CDCl3): δ = 7.4 (m, 3H), 7.1 (m, 2H), 7 (bs, 1H). 13C-NMR (100 MHz, CDCl3): δ 154.5 (C=O), 137.1 (Ar C1), 129.3 (Ar C3,5), 124.9 (Ar C4), 119.7 (Ar C2,6). IR (KBr) / cm-1: 1554 (N-C=O), 1688.6 (strong C=O), 2147.4 (N3), 3325.6 (NH). MS(ES): calc. for (M + Na)= 185.0439, found 185.0443.
36: mp = 130.7 oC. 1H NMR (400 MHz, CDCl3): δ = 7.2 (d, 2H, J = 8.0 Hz), 7 (d, 2H, J = 8.0 Hz), 6.7 (bs, 1H), 2.2 (s,3H). 13C NMR (100 MHz, CDCl3): δ = 154.2 (C=O), 134.6 (Ar C1), 129.8 (Ar C3,4,5), 119.6 (Ar C2,6), 21.03 (CH3). IR (KBr) / cm-1: 3276 (NH), 2143, (medium, N3 ), 1682 (strong, C=O), 1538 (N-C=O). MS(ES): calc. for (M + Na)= 199.0595, found 199.0594
40: 1H-NMR (CDCl3): δ = 7.33 (d, J=6.9, 2H, Ar-3/Ar-3’), 7.00 (bs, 1H, NH), 6.85 (d, J=6.9, 2H, Ar-2/Ar-2’), 3.78 (s, 3H, OMe). 13C-NMR (CDCl3): δ = 156.9 (C=O), 154.4 (Ar-1), 130.2 (Ar-4), 121.5 (Ar-3/Ar-3’),114.5 (Ar-2/Ar-2’), 55.7 (OCH3). IR (NaCl) / cm-1: (= 3292(s) (NH), 3204, 3141, 3081 (Ar- C-H sp2), 2996, 2955, 2835 (C-H sp3), 2147(vs) (N3), 1702(vs), 1674(vs) (C=O), 1610, 1557, 1511 (Ar C-H). MS(ES): calc. for (M + Na)= 215.0545, found 215.0549
44: 1H-NMR (CDCl3): δ = 8.01 (m, 2H, Ar), 7.52(m, 1H, Ar), 7.40 (m, 2H, Ar), 4.34 (t, J=6.3, 2H, CH2-O-), 3.54 (t, J=7.0, 2H, -CH2N). 13C-NMR (50 MHz) (CDCl3): δ = 166.4 (C=O), 133.4, 129.9, 128.6 (Ar), 63.8 (CH2O), 50.1 (CH2N). IR (NaCl) / cm-1: (= 3064 (Ar C-H sp3), 2956 (C-H sp3), 2103(vs) (N3), 1723(vs) (C=O), 1602, 1584, 1492 (Ar). MS(ES): calc. for (M + Na)= 214.0593, found 214.0596
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exp2  s2pul
SAMPLE
date Oct 20 2004
solvent [y g k3
file exp
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 18
dl 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrq 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn c13
dof 0
dm nnn
dmm [
dpwr 46
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pwiao 10.800
alfa ~21.025
FLAGS
il n
in n
dp y
hs nn
PROCESSING
1b 0.10
fn 65536
DISPLAY
sp -801.6
wp 6410.1
rfi 3708.3
rfp 2907.4
rp 54.4
ip 5.0
PLOT
we 270
sC 0
vs 158
th 50

ai cdc ph
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<

expl s2pul
SAMPLE SPECIAL
date May 18 2004 temp 26.0
solvent €DC13 gain not used
file /export/home/~ spin not used
auto/103/Christian~ hst 0.008
/Resin/585pure.fid pwd0 10.800
ACQUISITION alfa ~21.025
swW 6410.3 FLAGS
at 1.894 i1 n
np 25560 in n
fb not used dp y
bs 16  hs an
di 1.000 PROCESSING
nt 8 1b 0.10
ct 8 fn 65536
TRANSMITTER DISPLAY
tn H1 sp -80.1
sfrq 400.472 wp 4084.8
tof 454.8 rf1 3708.9
tpwr 56 rfp 2903.4
v 5.400 rp 143.9
DECOUPLER 1p 10.2
dn c13 PLOT
dof ¢ wc 270
dm nnn  sc 0
dmm C Vs 512
dpwr 46 th 46
dmf 17100 ai cdc ph
L e e e e i €
9 8
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expl s2pul
SAMPLE SPECIAL
date May 15 2003 temp 26.0
solvent CDC13 gain not used
file /export/home/~ spin 20
autos103/Lavinia/za~ hst 0.008
1.22.fid pwio 10.8090
ACQUISITION alfa =-21.025
sw $410.3 FLAGS
at 1.994 i1 n
np 25560 in n
fb not used dp ¥
bs 16 hs nn
di 1.000 PROCESSING
nt 8 1b 6.10
ct 8 fn 65536
TRANSMITTER DISPLAY
tn H1 sp -80.1
sfrq 400.472 wp 4084.8
tof 454.8 rf1 831.8
tpwr 56 rfp 0
pw 5.400 rp 65.5
DECOUPLER 1p 3.3
dn Cc13 PLOT
dof 0 wc 270
dm nnn  sc 0
dmm C Vs 326
dpwr 46 th 2
dmf 17100 ai cdc ph




[image: image46.png]exp2 s2pul

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pw3o 10.800
alfa =-21.025
FLAGS
i1 n
in n
dp y
hs nn
PROCESSING
1b 0.10
fn 65536
DISPLAY
sp -811.1
wp 6410.1
rfl 811.3
rfp 0
rp 156.6
1p 7.0
PLOT
we 270
sC 4
vs 37
th 2

ai  cdc  ph

1

SAMPLE
date Sep 13 2004
solvent C€DC13
file /export/home/~
auto/103/Lavinia/R~
esin/587col.F2.hid~
rogen.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 18
dt 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrg 400.472
tof 454.8
tpwr 56
W 5.400
DECOUPLER
dn C13
dof 0
dm nnn
dmm c
dpwr 46
dmf 17100
e e e L
12

ppm



[image: image47.png]616 col F1

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pwio 10.800
alfa -21.025
FLAGS
il n
in n
dp y
hs nn
PROCESSING
1b 0.10
fn 65536
DISPLAY
sp -805.1
wp $410.1
rfl 3708.7
rfp 2903.4
rp 153.0
1p 13.0
PLOT
we 270
sc 0
vs 164
th 2
ai cdc ph

expz  s2pul
SAMPLE
date Sep 13 2004
solvent CDC13
file sexport/home/~
autos/103/Lavinia/R~
esin/616.colF1.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
b not used
bs 16
41 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrq 400.472
tof 454.8
tpwr 56
pw 5.400
BECOUPLER
dn Ci3
dof 0
dm nnn
dmm c
dpwr 46
dmf 17100
L e Eand e
12

P

pm
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exp2 s2pul
SAMPLE
date Sep 24 2003
solvent CDC13
file sexport/home/~
auto/103/Lavinia/?~
6.dupacoiz.fid
ACQUISITIGN
sw 6410.3
at 1.934
np 25560
fb not used
bs 16
d1l 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrq 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn C13
dof 0
dm nnn
dmm [3
dpwr 46
dmf 17100

SPECIAL
temp 26.0
gain not used
spin 20
hst 0.008
pw90 10.800
alfa -21.025
FLAGS
it n
in n
dp Y
hs nn
PROCESSING
b 0.10
fn 65536
DISPLAY
sp -831.6
wp 6410.1
rfl 831.8
rfp 0
rp 71.1
1p 5.6
PLOT
we 270
sc 0
vs 206
th 2

ai cdc ph

it




[image: image49.png]668

exp2 s2pul
SAMPLE
date Jul 8 2004
solvent cocis
file /export/home/~
auto/103/Christian~
/Resin/668pure.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 16
dl 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrq 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER

dn c13
dof 0
dm nnn
dmm <
dpwr a6
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pwio 10.800
alfa -21.025
FLAGS
i1 n
in n
dp y
hs nn
PROCESSING
1b 0.10
fn 65536
DISPLAY
sp -805.5
wp 6410.1
rfl 3709.1
rfp 2903.4
rp 158.9
10 5.1
pPLOT
we 270
sC 0
vs 81
th 25

ai cdc  ph




[image: image50.png]707-2
exp2 szpul
SAMPLE SPECIAL
date Oct 20 2004 temp 260
solvent €DC13 gain not usgd
file exp spin not usgd
ACQUISITION hst 0.0g8
sw 6410.3 pwid 10.8¢40
at 1.894 alfa -21.035
np 25560 FLAGS
fb not used i1 n
bs 16 in n
d1 1.000 dp v
nt 8 hs n
ct 8
TRANSMITTER 1b [
tn H1  fn 6
sfrg 400.472
tof 454.8 sp 24fls
tpwr 56 wp 3931)]1
pw 5.400 rft 370943
DECOUPLER rfp 280744
dn C13 rp 56{3
dof 0 p 4j3
dm nnn PLOT
dmm C wC 2f0
dpwr 46 sc [
dmf 17100 vs 3H8
th 2
ai cdc ph
¢
i
-
T e
9 8
—_ =
1.00
3.23




[image: image51.png]639 col F2

expl s2pul
SAMPLE
date Jul 24 2004
solvent cDC13
file sexport/home/~
autos103/Lavinta/R~
esin/689col.F2.fid
ACQUISITION
sw 6410.8
at 1.984
np 25560
b not used
bs 16
d1 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrg 400.472
tof 454.8
tpwr 56
) 5.400
DECOUPLER
dn c13
dof 0
dm nnn
dmm c
dpwr 46
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pw3o 10.800
alfa -21.025
FLAGS
i1 n
in n
dp y
hs nn
PROCESSING
1b g.10
fn 65536
DISPLAY
sp -832.4
wp 6410.1
rfl 832.6
rfp 0
rp 123.5
p 10.0
PLOT
we 270
sC 0
vs 80
th 2

aji cdc ph




[image: image52.png]709 col F2

expl s2pul
SAMPLE
date Oct 8 2004
solvent cocis
file /export/home/~
auto/103/Lavinia/R~
esin/709col.F2.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 16
di 1.000
nt 8
ct 8
TRANSHITTER
tn H1
sfrg 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn c13
dof o
dm nnn
dmm <
dpwr 46
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst ¢.008
pwio0 10.800
alfa -21.025
FLAGS
it n
in n
dp y
hs nn
PROCESSING
b 0.10
fn 65536
DISPLAY
sp -805.5
wp 6410.1
rfl 3708.1
rfp 2903.4
rp 152.5
1p 14.0
PLOT
we 270
sC 0
vs 208
th 3

ai cdc  ph

E
L
b

T
ppm



[image: image53.png]727 F2

expl s2pul
SAMPLE SPECIAL
date Aug 10 2004 temp 26.0
solvent €CDC13 gain not used
file sexport/home/~ spin not used
auto/103/Christian~ hst 0.008
/Resin/727-2.fid pwd0 10.800
ACQUISITION alfa -21.025
Sw 6410.3 FLAGS
at 1.994 i1 n
np 25560 in n
fb not used dp N2
bs 16 hs nn
di 1.000 PROCESSING
nt 8 1b 0.10
ct 8 fn 65536
TRANSMITTER DISPLAY
tn Hi sp -829.8
sfrg 400.472 wp 6410.1
tof 454.8 rfl 830.0
tpwr 56 rfp 0
pw 5.400 rp 152.8
DECOUPLER p 11.8
dn c13 PLOT
dof 0 wc 270
dm nnn - sc 0
dmm [ 120
dpwr 46 th 2
dmf 17100 ai cdc ph
L e e e N o s e e s s
12




[image: image54.png]548-F2

expl s2pul
SAMPLE SPECIAL
date Apr 22 2004 temp 25.0
sglvent CDC13  gain not used
file sexports/home/~ spin not used
auto/103/Christian~ hst 0.008
/Resin/549F2 . fid pw30 10.800
ACQUISITION atfa -21.025
sw 6410.3 FLAGS
at 1.994 i1 n
np 25560 in n
fb not used dp y
bs 16 hs nn
d1 1.000 PROCESSING
nt 8 1b Q.10
ct 8 fn 65536
TRANSMITTER DISPLAY
tn H1 sp -801.8
sfrq 400.472 wp 6410.1
tof 454.8 rfl 3708.9
tpwr 56 rfp 2907.2
pw 5.400 rp 144.8
DECOUPLER 1p 8.3
dn C13 PLOT
dof 7 wc 270
dm nnn - sc 0
amm ¢ Vs 358
dpwr 46 th 2
dmf 17100 ai cdc ph
L e e e o e e B AN B s

12



[image: image55.png]183-1

expl s2pul
SAMPLE
date Aug 25 20604
solvent cDC13
file /export/home/~
auto/103/Lavinia/l~
83.coll.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 16
a1 1.000
nt 8
ct 8
TRANSMITTER
tn Hi
sfrg 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn Cc13
dof 0
dm ann
dmm <
dpwr 46
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pwio 10.800
alfa =21.025
FLAGS
it n
in n
dp y
hs nn
PROCESSING
1b 0.10
fn 65536
DISPLAY
sp -869.8
wp 6410.1
rfl 869.9
rfp 0
rp 157.4
Y 10.2
PLOT
we 270
sC 0
vs 92
th 2
at cdc ph




[image: image56.png]750 F1

expl s2pul
SAMPLE
date Aug 24 2004
solvent cDC13
file sexport/home/~
auto/108/Christianv
/Resing?50-1.fid
ACQUISITION
sw 6410.3
at 1.994
np 25560
fb not used
bs 16
d1 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrg 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn C13
dof 0
dm nnn
dmm c
dpwr 486
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst ¢.008
pwio 10.800
alfa -21.025
FLAGS
it n
in n
dp y
hs nn
PROCESSING
b 0.10
fn 65536
DISPLAY
sp -805.5
wp 6410.1
rfi 3709.1
rfp 2903.4
rp 154.0
1 10.6
PLOT
we 270
sc 0
vs 249
th 39

ai cdc ph




[image: image57.png]781 prim F2

expl s2pul
SAMPLE SPECIAL
date Sep 30 2004 temp 26.0
solvent CDC13 gain not used
file sexport/home/~ spin not used
auto/l03/tavinia/r~ hst 0.008
esin/781prim.colF2~ pws0 10.800
.fid alfa =21.025
ACQUISITION FLAGS
W 6410.3 i1 n
at 1.994 in n
np 25560 dp %
fh not used bhs nn
bs 16 PROCESSING
di 1.000 b 0.10
nt 16 fn 65536
ct 16 DISPLAY
TRANSMITTER sp -805.3
tn H1 wp §410.1
sfrq 400.472 rfl 3708.9
tof 454.8 rfp 2903.4
tpwr 56 rp 43.5
pw 5.400 1p 10.1
DECOUPLER PLOT
dn C13 wc 270
dof 0 sc 0
dm nnn Vs 244
dmm ¢ th 3
dpwr 46 ai cdc ph
dmf 17100
1
—— T T T T T T T T T
12 19



[image: image58.png]776-3

expl s2pul
SAMPLE
date Sep 23 2004
solvent cbnci13
file sexport/home/~
autos103/Christian~
/Resin/776-3.fid
ACQUISITION
sw 4803.1
at 1.995
np 19160
fb not used
bs 16
ol 1.000
nt 8
ct 8
TRANSHITTER
tn H1
sfrg 400.472
tof 54.4
tpwr 56
pw 5.400
DECOUPLER
dn c13
dof 0
dm nnn
dmm <
dpwr a6
dmf 17100

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pwl0 10.800
alfa -21.025
FLAGS
il n
in n
dp Y
hs nn
PROCESSING
b 0.10
fn 65536
DISPLAY
sp -399.0
wp 4802.9
rfl 3306.5
rfp 2907.4
rp 60.6
1o 16.9
PLOT
we 270
sc 0
vs 101
th 2

ai cdc ph

ppm

0.0



[image: image59.png]744 col F2

expl s2pul
SAMPLE SPECIAL
date Aug 23 2004 temp 26.0
solvent CDCI3 gain not used
file sexport/home/~ spin not used
autos103/Lavinia/R~ hst 0.008
esin/744col.F2.fid pw30 10.800
ACQUISITION alfa -21.025
W 6410.3 FLAGS
at 1.994 i1 n
np 25560 in n
fb not used dp Yy
bs 16 hs nn
d1l 1.000 PROCESSING
nt 8 1b 0.10
ct 8 fn 65536
TRANSHMITTER DISPLAY
tn H1 sp -787.4
sfrg 400.472 wp 6410.1
tof 454.8 rf1l 797.6
tpwr 56 rfp 0
pw 5.400 rp 53.6
DECOUPLER ip =5.7
dn c13 PLOT
dof 0 wc 270
dm nnn - sc 3
dmm [ 353
dpwr 46 th 3
dmf 17100 ai cdc ph
T B e e e e e e B
12



[image: image60.png]769

exp2 s2pul
SAMPLE SPECIAL
date 0ct 22 2004 temp 26.0
solvent cOC13 gain not used
file exp spin not used
ACQUISITION hst 0.008
sw 6410.3 pw90D 10.800
at 1.994 alfa -21.025
np 25560 FLAGS
fb not used i1 n
bs 16 in n
d1 1.000 dp v
nt 32 hs nn
ct 32 PROCESSING
TRANSMITTER b 0.10
tn H1 fn 65536
sfrg 400.472 DISPLAY
tof 454.8 sp -782.9
tpwr 56 wp 6409 .9
pw 5.400 rf1l 783.3
DECOUPLER rfp 0
dn C13 rp 51.4
dof o 1p 8.5
dm nnn PLOT
dmm c wC 270
dpwr 46 sc 0
dmf 17100 vs 294
th 3
ai cdc ph
T A e e e T
12z 10



[image: image61.png]773 col F2 carbon

expl s2pul

SAMPLE SPECIAL
date Sep 21 2004 temp 26.0
solvent CDC13 gain not used
file sexport/home/~ spin not used
auto/103/Lavinia/r~ hst 0.008
esin/773col.F2.car~ pwd0 10.800
bon.fid alfa 9.550
ACQUISITION FLAGS
sw 25188.9 i1 n
at 1.199 in n
np §0422 dp N
fb 13800 hs nn
bs 64 PROCESSING
di 1.000 1b 2.00
nt 512 fn 65536
ct 64 DISPLAY
TRANSMITTER sp -1485.1
tn C13 wp 25188.1
sfrg 100.709 rf1 1485.9
tof 1561.6 rfp 0
tpwr 62 rp -105.3
pw 5.400 1p -225.4
DECOUPLER pPLOT
dn H1 wc 270
dof 0 sc 0
dm YYY Vs 127
dmm w th 3
dpwr 36 ai no ph
dmf 8700
Pt hervsmpisia Ao e frinA VS gy o hyispr
L N e e ey T =TT T T
220 200 180 160 14 120 100



[image: image62.png]577 pure

SPECIAL
temp 26.0
gain not used
spin not used
hst 0.008
pw30 10.800
alfa =-21.025
FLAGS
il n
in n
dp ¥
hs nn
PROCESSING
b 0.10
fn 65536
DISPLAY
sp -805.1
wp 6410.1
rf1 3708.7
rfp 2903.4
rp 157.8
1p 6.9
PLOT
we 270
sC 0
vs 74
th 50

ai cdc  ph

expl s2pul
SAMPLE
date May 11 2004
solvent cDCI3
file sexport/home/~
auto/103/Christian~
/Resin/577pure.fid
ACQUISITION
sw 6410.3
at 1.934
np 25560
fb not used
bs 16
d1 1.000
nt 8
ct 8
TRANSMITTER
tn H1
sfrq 400.472
tof 454.8
tpwr 56
pw 5.400
DECOUPLER
dn €13
dof 0
dm nnn
dmm c
dpwr a6
dmf 17100
R e e Rmane
12

P

pm
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