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MAB.1351A.MeOarylSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 12 2013 dfrq 500.070
solvent CDC1l3 dn H1
file exp dpwr 18
ACQUISITION dof (V]
sfrq 500.070 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 16 DEC2
tpwr 58 dfrq2 (V]
pw 6.5 dn2
dl 15.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200 M eo
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1lb 0.30
hs nn wtfile
DISPLAY proc ft
sp -1007.0 £n not used
wp 6992.4 math f
vs 38
sc 0 werr
we 250 wexp
hzmm 27.97 wbs
is 33.57 wnt
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
[
I B B B I B B B ] ‘ T T T
11 10 9 3 -0 -1 ppm



MAB.1351A.MeOarylSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 12 2013 dfrq 499.692
solvent CDC1l3 dn H1
file exp dpwr 45
ACQUISITION dof -827.6 g: g
sfrq 125.661 dm YyYy + - ®
tn C13 dmm w K @0
at 1.086 dmf 20202 ™ i
np 65536 dseq b
sw 30165.9 dres 90.0
£b 17000 homo n 5
bs 16 DEC2 "
ss 1 dfrq2 (V] Ll
tpwr 60 dn2 \ 5 o
pw 6.0 dpwr2 1 n a
a1 1.000 dof2 o o -
tof 1884.7 dm2 n MeQO ©
nt 1200 dmm2 c
ct 162 dmf2 10000 <@
alock n dseq2 - S 8
gain not used dres2 1.0 © T e ©
FLAGS homo2 n o = .'f:)
il n PROCESSING ] ..::
in n 1b 1.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp 55.4 math f
wp 27546.8 ~
vs 162 werr 3
sc 0 wexp 9 <
wc 250 wbs *? a
hzmm 110.19 wnt in
is 500.00 o
rfl 10970.7
rfp 9694.9
th 16
ins 100.000
nm ph
L L L B B L L e L L L B B O N N
200 180 160 140 120 100 80 60 40

20 m
s19 PP



MAB.1355A.columned

Br

S ——

expl stdlh
SAMPLE DEC. & VT
date Nov 2 2011 dn H1l
solvent CDC13 dof 0
file /export/home/~ dm nnn
data/ui400/White/b~ dmm c
igi/MAB.1355A.colu~ dmf 200
mned.fid dpwr 20
ACQUISITION PROCESSING
sfrq 399.741 1b 0.30
tn H1 wtfile
at 4.096 proc ft
np 65536 fn not used
sw 8000.0 math £
fb 4000
bs 16 werr
tpwr 61 wexp
pw 5.8 wbs
dl 0 wnt
tof -425.7 DISPLAY
nt 16 sp -812.7
ct 16 wp 5600.8
alock n vs 79
gain not used sc 0
FLAGS wc 250
il n hzmm 22.40
in n is 500.00
dp y rfl 5322.0
hs nn rfp 2902.1
th 20
ins 100.000
nm ph
L B A B N
11 10 9



MAB.1355A.BrarylSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 12 2013 dfrq 499.692
solvent CDC1l3 dn H1
file exp dpwr 45
ACQUISITION dof -827.6 ; S
sfrq 125.661 dm yyy ™ ©
tn €13 dmm w olle S
at 1.086 dmf 20202 | | )
np 65536 dseq In
sw 30165.9 dres 90.0 ~
£b 17000 homo n ®
bs 16 DEC2 ¥
ss 1 dfrq2 (V] o
tpwr 60 dn2 \ ;‘:
pw 6.0 dpwr2 1 rlg
dl 1.000 dof2 (V] Br
tof 1884.7 dm2 n
nt 1200 dmm2 c 4 -
ct 67 dmf2 10000 : © 4
alock n dseq2 L) ¥ o
— © 0 N
gain not used dres2 1.0 -
FLAGS homo2 n l’?)
il n PROCESSING
in n 1b 1.00
dp y wtfile -
hs nn proc ft S
DISPLAY fn not used o
sp -32.0 math f 2
wp 27724.5
vs 162 werr a
sc 0 wexp ©
we 250 wbs a
hzmm 110.90 wnt i
is 500.00
rfl 10969.8
rfp 9694.9
th 20
ins 100.000
nm ph
L L L L B L L I A B O R BB
200 180 160 140 120 100 80 60 40 20 ppm

S21



MAB.1575A.CF3arylSM.proton

F3;C

expl s2pul
SAMPLE DEC. & VT
date Aug 3 2012 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1575A.co~ dm nnn
lumned.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0o
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 10.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -990.6 werr
wp 6995.1 wexp
vs 58 wbs
sc 0 wnt
we 250
hzmm 27.98
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
T AL L A O
11 10 9



MAB.1575A.CF3arylSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 12 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 47
ACQUISITION dof -827.0 ¥ m O O N o
o N V. m «H ®
sfrq 125.596 dm YyYy o MmN v S o
tn C13 dmm w P
at 1.024 dmf 15873 oot
np 65536 dseq
sw 32000.0 dres 1.0 Q‘,
£b 18000 homo n A X
bs 16 DEC2 :;’.
ss 1 dfrq2 (V] bl
tpwr 63 dn2 ©
pw 4.5 dpwr2 1 F3C «
d1 1.000 dof2 [] ~ 1n
(2]
tof 1880.0 dm2 n b
nt 12000 dmm2 c ~ o 9
<@ ~ 3 3
ct 371 dmf2 18519 2 Lo
alock n dseq2 . P 0 K,: ,‘f
: - - e~ 0 i~ ©
gain not used dres2 1.0 ] m T e, g
FLAGS homo2 n n : 9 .
. a 5 n - n
il n PROCESSING — =N O
in n 1b 1.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp 53.2 math f - .
wp 27587.9 S 2
vs 162 werr © ™
<« =1
sc 0 wexp — -
wc 250 wbs
hzmm 110.35 wnt
is 500.00
rfl 11888.7
rfp 9689.9
th 7
ins 100.000
nm ph
L L L L L B B B L B B B B
200 180 160 140 120 100 80 60 40 20 ppm

S23



MAB.1511A.to

expl s2pul

lylSM.proton

S B B Y \_J\_.a____ -

SAMPLE DEC. & VT
date May 21 2012 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1511A.pl~ dm nnn
ugged.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0o
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 10.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2 M e
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1002.1 werr
wp 6996.3 wexp
vs 29 wbs
sc 0 wnt
we 250
hzmm 27.99
is 33.57
rfl 5141.4
rfp 3630.5
th 7
ins 100.000
ai ph
A
L B B ) I B
11 10 9 8 7



MAB.1511A.tolylSM.carbon

expl s2pul
SAMPLE DEC. & VT
date Feb 13 2013 dfrq 499.692
solvent CDC1l3 dn H1
file exp dpwr 45
ACQUISITION dof -827.6 ©
sfrq 125.661 dm yyy 3
tn Cc13  dmm w ©
at 1.086 dmf 20202 B "
np 65536 dseq o §
sw 30165.9 dres 90.0 < Me Q
fb 17000 homo n — o 7
bs 16 DEC2 o |2 o
ss 1 dfrq2 0 b4 ° XX o
tpwr 60 dn2 in g N i
pw 6.0 dpwr2 1 N i
dl 1.000 dof2 (V] 9,
tof 1884.7 dm2 n = ~
nt 1200 dmm2 c RS 3
ct 130 dmf2 10000 < S <« o
¥] o —
alock n dseq2 a ] 3 g &
gain not used dres2 1.0 + 0
FLAGS homo2 n y =
il n PROCESSING
in n 1b 1.00
dp y wtfile =)
hs nn proc ft b
DISPLAY £n not used )
sp 10.3 math f 3
wp 27680.3
vs 105 werr
sc 0 wexp
wc 250 wbs
hzmm 110.72 wnt
is 500.00
rfl 10971.6
rfp 9694.9
th 18
ins 100.000
nm ph
L B L L B L L B B B A
200 180 160 140 120 100 80 60 40 20 ppm

S25



MAB.1571A.benzopyranSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 13 2013 dfrq 500.070
solvent CDC1l3 dn H1
file exp dpwr 18
ACQUISITION dof (V]
sfrq 500.070 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 16 DEC2
tpwr 58 dfrq2 (V]
pw 6.5 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1lb 0.30
hs nn wtfile
DISPLAY proc ft
sp -995.5 f£n not used
wp 6980.7 math f
vs 21
sc 0 werr
we 250 wexp
hzmm 27.92 wbs =
is 33.57 wnt
rfl 1510.9 ()
rfp 0o
th 7
ins 100.000
ai ph
R B B B L B B T ‘ T T T ] T ‘ [T T T
11 10 9 7 5 3 -0 -1 ppm



MAB.1571A.benzopyranSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 13 2013 dfrq 499.692
solvent CDC13 dn H1
file exp dpwr 45

ACQUISITION dof -827.6 ®
sfrq 125.661 dm YYY n o 3 @
tn Cl3 dmm w a3 n e i
at 1.086 dmf 20202 S ae = N
np 65536 dseq SR .
sw 30165.9 dres 90.0 o o N 0 °
£b 17000 homo n s a7 <
bs 16 DEC2 o g i
o N

sSs 1 dfrq2 0 ® Al o
tpwr 60 dn2 ° v 2 @
pw 6.0 dpwr2 1 " «+ =3 0
di 1.000 dof2 0 =R
tof 1884.7 dm2 n P
nt 1200 dmm2 c -
ct 125 dmf2 10000 o A
alock n dseq2 \93 3
gain not used dres2 1.0 - =

FLAGS homo2 n
il n PROCESSING
in n 1b 1.00
dp y wtfile ~
hs nn proc ft a

DISPLAY fn not used ©
sp -31.1 math f ™
wp 27502.6
vs 162 werr g
sc 0 wexp -
we 250 wbs o
hzmm 110.01 wnt i
is 500.00
rfl 10968.8
rfp 9694.9
th 16
ins 100.000
nm ph

bkl

200 180 160 140 120 100 80 60 40 20 S27 ppm



MAB.1382A.phthalimideSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 13 2013 dfrq 500.070
solvent CDC1l3 dn H1
file exp dpwr 18
ACQUISITION dof (V]
sfrq 500.070 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 16 DEC2
tpwr 58 dfrq2 (V]
pw 6.5 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1b 0.30
hs nn wtfile
DISPLAY proc ft
sp -995.0 f£n not used
wp 6992.4 math f
vs 62
sc 0 werr
we 250 wexp
hzmm 27.97 wbs
is 33.57 wnt
rfl 5140.9
rfp 3630.5
th 7
ins 100.000
ai ph
I B B B I B B B
11 10 9



MAB.1382A.phthalimideSM.carbon

expl s2pul NM
SAMPLE DEC. & VT
date Feb 13 2013 dfrq 499.432 O
solvent CDC1l3 dn H1
file exp dpwr 47
ACQUISITION dof -827.0 © < ~ O ™
n ~ - 0 o
sfrq 125.596 dm YyYy o N T o
tn Cl3 dmm w p Q ERe
at 1.024 dmf 15873 i T K
np 65536 dseq
sw 32000.0 dres 1.0
fb 18000 homo n
bs 16 DEC2
ss 1 dfrq2 (V]
tpwr 63 dn2
pw 4.5 dpwr2 1
dl 1.000 dof2 0
tof 1880.0 dm2 n
nt 1200 dmm2 c
ct 196 dmf2 18519
alock n dseq2
gain not used dres2 1.0 ~
FLAGS homo2 n -
il n PROCESSING o ~
; © ™ ©
in n 1lb 1.00 ° — « :3 g l‘g ~ z
dp y wtfile 2 Q M % s 0
hs nn proc N £t - © 9 ST 9
DISPLAY £n no® used o !
sp -46.4 math i f o
wp 27641.6 1
vs 162 werr <
sc 0 wexp =
wc 250 wbs
hzmm 110.57 wnt
is 500.00
rfl 11891.6
rfp 9689.9
th 19
ins 100.000
nm ph
L L L e e L L L B I L B
200 180 160 140 120 100 80 60 40 20 ppm

S29



MAB.1528A.morpholineSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 14 2013 dfrq 500.070
solvent CDC1l3 dn H1
file exp dpwr 18
ACQUISITION dof (V]
sfrq 500.070 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 16 DEC2
tpwr 58 dfrq2 (V]
pw 6.5 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1b 0.30
hs nn wtfile
DISPLAY proc ft
sp -995.2 f£n not used
wp 7004.2 math f
vs 80
sc 0 werr
we 250 wexp
hzmm 28.02 wbs
is 33.57 wnt
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
R B A I B B B
11 10 9




MAB.1528A.morpholineSM.carbon O
expl s2pul W
SAMPLE DEC. & VT K\N
date Feb 14 2013 dfrq 499.692 O\)
solvent CDC1l3 dn H1
file exp dpwr 45
ACQUISITION dof -827.6 g \'f' 8 g g S g \'f'
sfrq 125.661 dm YyYy ~ + =2 o o | e
tn €13 dmm w = NN « 3 alm
at 1.086 dmf 20202 - i ‘2 Hﬁ 1 :
np 65536 dseq N g <
sw 30165.9 dres 90.0 ©
fb 17000 homo n o
bs 16 DEC2
ss 1 dfrq2 (V]
tpwr 60 dn2
pw 6.0 dpwr2 1
dl 1.000 dof2 0
tof 1884.7 dm2 n
nt 1200 dmm2 c
ct 130 dmf2 10000
alock n dseq2
gain not used dres2 1.0
FLAGS homo2 n
il n PROCESSING
in n 1b 1.00
dp y wtfile .
hs nn proc o ft
DISPLAY fn not used
sp 10.3 math = f
wp 27636.1
vs 162 werr
sc 0 wexp
wc 250 wbs
hzmm 110.54 wnt
is 500.00
rfl 10971.6
rfp 9694.9
th 30
ins 100.000
nm ph
I L 3 A 1 L L O RN R LA
200 180 160 140 120 100 80 60 40

28.723
24.766

S31

ppm



MAB.1539A.benzylSM.proton

expl s2pul

SAMPLE DEC. & VT
date Jun 18 2012 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1539A.co~ dm nnn
lumned.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2 B n O
sw 8000.0 dfrq2 0o
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 10.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -995.2 werr
wp 6980.7 wexp
vs 52 wbs
sc 0 wnt
we 250
hzmm 27.92
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
~ WAL ]
L A B L A T 1 1 T T T T
11 10 9 7 2 1 -0 -1 ppm



MAB.1539A.benzylSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 18 2013 dfrq 499.692
solvent CDC1l3 dn H1
file exp dpwr 45
ACQUISITION dof -827.6
sfrq 125.661 dm YyYy
tn Cl3 dmm w
at 1.086 dmf 20202
np 65536 dseq
sw 30165.9 dres 90.0
£b 17000 homo n Bno X
bs 16 DEC2
ss 1 dfrq2 (V] g
tpwr 60 dn2 ©
pw 6.0 dpwr2 1 Q 5
a1 1.000 dof2 0 g
tof 1884.7 dm2 n ":"
nt 1200 dmm2 c
ct 65 dmf2 10000
alock n dseq2
gain not used dres2 1.0
FLAGS homo2 n
il n PROCESSING
in n 1b 1.00 e
dp y wtfile % n
hs nn proc ft a8 ° ° 9
DISPLAY fn not used 7o = § e % -
o~ < 3 o Qo ©
sp 46.2 math f @ - o o M ™ o
wp 27558.8 o e ) ©
vs 78 werr i
sc 0 wexp © g
we 250 wbs b o
hzmm 110.24 wnt -~ o °
is 500.00 & .‘ﬁ)
rfl 10974.4 Q KF
rfp 9694.9 =
th 6 °
ins 100.000
nm ph
A e 4 4 " f L A wl‘l My " L o r“ b e I " " ) T v I LL”
L L L B B L L L L B L B B A B
200 180 160 140 120 100 80 60 40 20 ppm

S33



MAB.1452A.transOAcSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 19 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 25

ACQUISITION dof (V]

sfrq 499.432 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 4 DEC2
tpwr 63 dfrq2 (V]
pw 8.0 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 8 dm2 n
ct 8 dmm2 c
alock n dmf2 200
gain not used dseq2

FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1b 0.30
hs nn wtfile

DISPLAY proc ft
sp -1016.5 £n not used W
wp 7004.2 math £ ™ \/\
vs 162
sc 0 werr
we 250 wexp
hzmm 28.02 wbs
is 33.57 wnt
rfl 5134.3
rfp 3625.9
th 7
ins 100.000
nm ph

R B A I B B B
11 10 9




MAB.1452A.transOAcSM.carbon

expl s2pul
SAMPLE DEC. & VT
date Feb 19 2013 dfrq 499.432
solvent CDC1l3 dn H1 OAC
file exp dpwr 47
ACQUISITION dof -827.0 o 8 8 g 8
sfrq 125.596 dm yyy W \/\ < o o
tn Cl3 dmm w I o e
at 1.024 dmf 15873
np 65536 dseq §
sw 32000.0 dres 1.0 o
fb 18000 homo n i
bs 16 DEC2
ss 1 dfrq2 (V]
tpwr 63 dn2
pw 4.5 dpwr2 1
dl 1.000 dof2 0
tof 1880.0 dm2 n -
nt 12000 dmm2 c 3
ct 193 dmf2 18519 - ~
alock n dseq2 b ° PRI 3
. (=)} - 1n . - N
gain not used dres2 ; 1.0 N O ™ g ° "
FLAGS homo2 o n g - m N
il n PROCESSENG 4T a
in n 1b 0.30
dp y wtfile ~ o
hs nn proc ft 3 29
DISPLAY fn not used N o
sp 0.4 math f o :
wp 27688.5
vs 162 werr
sc 0 wexp
wc 250 wbs
hzmm 110.75 wnt
is 33.57
rfl 11891.6
rfp 9689.9
th 27
ins 100.000
nm ph
L e e L e L B
200 180 160 140 120 100 80 60 40 20 ppm

S35



MAB.1488A.cyclohexeneSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 20 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 25
ACQUISITION dof (V]
sfrq 499.432 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 4 DEC2
tpwr 63 dfrq2 (V]
pw 8.0 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1lb 0.30
hs nn wtfile
DISPLAY proc ft
sp -980.3 f£n not used
wp 6967.5 math f
vs 73
sc 0 werr
we 250 wexp
hzmm 27.87 wbs
is 33.57 wnt
rfl 5134.3
rfp 3625.9
th 7
ins 100.000
nm ph
L L B B
11 10 9



MAB.1488A.cyclohexeneSM.carbon

expl s2pul

\
SAMPLE DEC. & VT
date Feb 20 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 47
ACQUISITION dof -827.0 :': 8 8 m 8
sfrq 125.596 dm YyYy il L 4T
tn Cl3 dmm w Pl IR e
at 1.024 dmf 15873 il e K‘
np 65536 dseq H
sw 32000.0 dres 1.0
fb 18000 homo n
bs 16 DEC2 -
ss 1 dfrq2 0 - o = o
tpwr 63 dn2 o S a3 R
) . T A H M
pw 4.5 dpwr2 1 — © @ - Cs
M 7 o=
dl 1.000 dof2 0 ) o a
tof 1880.0 dm2 n
nt 1200 dmm2 c
ct 131 dmf2 18519
alock n dseq2 -
gain not used dres2 1.0 N
FLAGS homo2 n -«
i1 n PROCESSING -
in n 1b 1.00
dp y wtfile
hs nn proc ft
DISPLAY fn not used
sp -41.6 math f
wp 27681.6
vs 162 werr
sc 0 wexp
wc 250 wbs
hzmm 110.73 wnt
is 500.00
rfl 11890.6
rfp 9689.9
th 35
ins 100.000
nm ph
L L L e L B B
200 180 160 140 120 100 80 60 40 20 ppm

S37



MAB.1524A.ketoneSM.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 21 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 25

ACQUISITION dof (V]

sfrq 499.432 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
fb 4000 homo n
bs 4 DEC2
tpwr 63 dfrq2 (V]
pw 8.0 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 4 dm2 n
ct 4 dmm2 c
alock n dmf2 200
gain not used dseq2

FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1lb 0.30
hs nn wtfile

DISPLAY proc ft
sp -997.7 f£n not used
wp 7001.2 math f
vs 88
sc 0 werr
we 250 wexp
hzmm 28.00 wbs
is 33.57 wnt
rfl 5134.5
rfp 3625.9
th 7
ins 100.000
nm ph

L B I A L L A B
11 10 9



MAB.1524A.ketoneSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 21 2013 dfrq 499.432 \\
solvent CDC1l3 dn H1
file exp dpwr 47
ACQUISITION dof -827.0 m g l(; |':_|1
sfrq 125.596 dm YyYy O o0 1 ¥ @
tn Cl3 dmm w S e wa
at 1.024 dmf 15873 S .
np 65536 dseq - b4
sw 32000.0 dres 1.0 ~ © o
£b 18000 homo n KS = ®
bs 16 DEC2 I" o
ss 1 dfrq2 (V] LN
tpwr 63 dn2
pw 4.5 dpwr2 1
dl 1.000 dof2 (V]
tof 1880.0 dm2 n
nt 1200 dmm2 c
ct 132 dmf2 18519
alock n dseq2 o b 5
gain not used dres2 1.0 2 - -
FLAGS homo2 n © RN
i1 n PROCESSING i
in n 1b 1.00
dp y wtfile
hs nn proc ft -
DISPLAY fn not used <
sp -112.8 math f 3
wp 27818.4 i
vs 162 werr
sc 0 wexp
wc$ 250 wbs
hzRm 111.27 wnt
isE 500.00
rf 11893.6
rf 9689.9
th 14
in 100.000
nm ph

Wi i

200 180 160 140 120 100 80 60 40 20 S39 ppm



MAB.1498B.enoletherSM.proton

expl s2pul

SAMPLE DEC. & VT
date May 24 2012 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/White/bigi/MA~ dof 0
B.1498B.columnl.fi~ dm nnn
d dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 0 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y £n not used AcO
hs nn math f
DISPLAY
sp -983.5 werr
wp 6992.4 wexp
vs 73 wbs
sc 0 wnt
we 250
hzmm 27.97
is 33.57
rfl 1510.6
rfp (V]
th 7
ins 100.000
ai ph
M ..__JM_.__.__. LSRR VO ] »»)‘\NL __JLMJ'L .
L L B O T T T T L [ ‘ [ T
11 10 9 7 6 2 1 -0 -1 ppm



MAB.1498B.enoletherSM.carbon

expl s2pul

SAMPLE DEC. & VT
date Feb 23 2013 dfrq 499.692
solvent CDC1l3 dn H1
file exp dpwr 45 e

ACQUISITION dof -827.6 g g

sfrq 125.661 dm YyYy ACO o o ~
tn C13 dmm w oo @S
at 1.086 dmf 20202 IR 9
np 65536 dseq n ¥ o ©
sw 30165.9 dres 90.0 in 2 287 S
fb 17000 homo n ” 9 °: - o
bs 16 DEC2 3 +«+ 82 o
ss 1 dfrq2 0 - = :) o
tpwr 60 dn2 o b =
pw 6.0 dpwr2 1 @ "
dl 1.000 dof2 (V] “ o
tof 1884.7 dm2 n - 8
nt 1200 dmm2 c o
ct 194 dmf2 10000
alock n dseq2
gain not used dres2 1.0

FLAGS homo2 n
il n PROCESSING ;
in n 1b 1.00 i
dp y wtfile a
hs nn proc ft i

DISPLAY fn not used
sp 50.8 math f
wp 27562.5
vs 105 werr - g
sc 0 wexp S o
wc 250 wbs o b
hzmm 110.25 wnt 3
is 500.00
rfl 10967.9
rfp 9694.9
th 15
ins 100.000
nm ph

N e B B e I L B A e L L L B A B
200 180 160 140 120 100 80 60 40 20 ppm

S41



MAB.1552A.2ndOH.proton

expl s2pul

OH

SAMPLE DEC. & VT
date Jul 2 2012 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1552A.cr~ dm nnn
ude.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 0 dmm2 c
tof 0 dmf2 200
nt 1 dseq2
ct 1 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -995.5 werr
wp 7004.2 wexp
vs 82 wbs
sc 0 wnt
we 250
hzmm 28.02
is 33.57
rfl 5141.4
rfp 3630.5
th 7
ins 100.000
ai ph
I B L B B I B B B
11 10 9



MAB.1522A.2ndOH.carbon

expl s2pul
SAMPLE DEC. & VT
date Feb 26 2013 dfrq 499.432
solvent CDC1l3 dn H1
file exp dpwr 47
ACQUISITION dof -827.0
sfrq 125.596 dm YyYy
tn Cl3 dmm w
at 1.024 dmf 15873 o~
np 65536 dseq S8 e o
sw 32000.0 dres 1.0 o 283
fb 18000 homo n < =M o
bs 16 DEC2 T T a
ss 1 dfrq2 0 2
tpwr 63 dn2 A
pw 4.5 dpwr2 1 o
d1 1.000 dof2 0 b
tof 1880.0 dm2 n ®
nt 1200 dmm2 c b
ct 66 dmf2 18519 )
alock n dseq2 P S 3 a
gain not used dres2 1.0 ; 5 5 e o -
FLAGS homo?2 n ® o K = S 2 g
i1 n PROCESSING « g K.-g ® 9 o -
in n 1b 1.00 5 = ° by TS 9228
dp y wtfile - & §3 ) aav g
hs nn proc ft i q S - a : ! 3 a7
DISPLAY fn not used S oo =0 n 9
sp -155.8 math £ an o
wp 27782.2 T 3 s
vs 92 werr ~ ~
sc 0 wexp ©
wc 250 wbs
hzmm 111.13 wnt
is 500.00
rfl 11907.2
rfp 9689.9
th 19
ins 100.000
nm ph

Mg i o o s o A

200 180 160 140 120 100 80 60 40 20 S43 ppm



MAB.1

556A.0H.proton

expl s2pul
SAMPLE DEC. & VT
date Feb 26 2013 dfrq 499.693
solvent CDC1l3 dn H1
file /export/home/~ dpwr 20
data/u500/White/bi~ dof 0
gi/MAB.1556A.0H.pr~ dm nnn
oton.fid dmm c
ACQUISITION dmf 200
sfrq 499.693 dseq
tn H1 dres 1.0
at 4.665 homo n
np 65536 DEC2
sw 7024.9 dfrq2 (/]
fb 4000 dn2
bs 4 dpwr2 1
tpwr 60 dof2 (V]
pw 6.5 dm2 n
dl 10.000 dmm2 c
tof 2.0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1012.6 werr
wp 7024.7 wexp
vs 93 wbs
sc 0 wnt
we 250
hzmm 28.10
is 33.57
rfl 4640.6
rfp 3627.8
th 7
ins 100.000
ai ph
...... S M LN
T T ] T T T ] T T T T T ‘ T [ [ ‘ 1
11 10 9 3 2 1 -0 -1 ppm



MAB.1556A.0H.carbon

expl s2pul
SAMPLE DEC. & VT O Bn OH
date Feb 26 2013 dfrq 499.692
solvent CDC13 dn H1 /—/
file exp dpwr 45 i
ACQUISITION dof -827.6 AN O O - A -
sfrq 125.661 dm YYy T o aenamevaeTe
tn c13  dmm w SSle 2833t issesds
at 1.086 dmf 20202
np 65536 dseq
sw 30165.9 dres 90.0
fb 17000 homo n
bs 16 DEC2 o
sSs 1 dfrq2 0 3
tpwr 60 dn2 ~
pw 6.0 dpwr2 1 9
a1 1.000 dof2 0 §
tof 1884.7 dm2 n o
nt 1200 dmm2 c S
ct 267 dmf2 10000
alock n dseq2
gain not used dres2 1.0
FLAGS homo2 n o
il n PROCESSING 2 °
in n 1b 1.00 L - in R
dp y wtfile 8§83 28 TN«
hs nn proc ft ° o A ° o8 2 .
N mn = © o 0 . <«
DISPLAY fn not used — o I ” a9 g ~
sp 5.7 math f -« g P N
wp 27650.9 S ~
vs 162 werr o N
sc 0 wexp ana
< -
we 250 wbs e o
hzmm 110.60 wnt ~ i
is 500.00 A
rfl 10968.8
rfp 9694.9
th 12
ins 100.000
nm ph
I B e L L L L O O R O B
200 180 160 140 120 100 80 60 40 20 ppm

S45



MAB.1559A.estroneSM.proton

expl s2pul
SAMPLE DEC. & VT
date Feb 25 2013 dfrq 500.070
solvent CDC1l3 dn H1
file exp dpwr 18
ACQUISITION dof (V]
sfrq 500.070 dm nnn
tn Hl dmm c
at 4.096 dmf 200
np 65536 dseq
sw 8000.0 dres 1.0
£b 4000 homo n OBn /
bs 16 DEC2
tpwr 58 dfrq2 (V] -
pw 6.5 dn2
dl 10.000 dpwr2 1
tof 0 dof2 0
nt 1 dm2 n
ct 1 dmm2 c
alock n dmf2 200
gain not used dseq2
FLAGS dres2 1.0
il n homo2 n
in n PROCESSING
dp y 1lb 0.30
hs nn wtfile
DISPLAY proc ft
sp -995.2 f£n not used
wp 6992.4 math f
vs 61
sc 0 werr
we 250 wexp
hzmm 27.97 wbs
is 1698.60 wnt
rfl 1510.6
rfp 0o
th 7
ins 1.000
ai ph
I B B B I B B B T T T L e ‘ T T
11 10 9 5 2 1 -0 -1 ppm



MAB.1559A.estroneSM.carbon

expl s2pul

OBn /

SAMPLE DEC. & VT
date Feb 25 2013 dfrq 499.432
solvent CDC13 dn H1 P
file exp dpwr 47

ACQUISITION dof -827.0 l:. ; 8

sfrq 125.596 dm YYY S« om@oo
tn C13 dmm w \O Sre
at 1.024 dmf 15873
np 65536 dseq
sw 32000.0 dres 1.0
£b 18000 homo n 2 n .
bs 16 DEC2 Y= o9
ss 1 dfrq2 0 S 5 3 o
tpwr 63 dn2 - b
pw 4.5 dpwr2 1
dl 1.000 dof2 (V]
tof 1880.0 dm2 n
nt 1200 dmm2 c
ct 362 dmf2 18519
alock n dseq2
gain not used dres2 1.0

FLAGS homo2 n o

- <

i1 n PROCESSING S 3wy A N
in n 1b 1.00 o oo 28 2ad
dp y wtfile nen o Tode o 3
hs nn proc ft 10 o TRy m ~

DISPLAY fn not used ol S N
sp -15.2 math £ -3 - o
wp 27577.1 © - 8 N o 5
vs 162 werr a Ll S i - w2 2 S ©
sc 0 wexp n - 9 o S =~ 9 @« oo
wc 250 wbs b a4 i B Q EAEN
hzmm 110.31 wnt 0 o o 9
is 500.00 o
rfl 11892.6 e
rfp 9689.9 n
th 10 T
ins 100.000
nm ph

I — S ————

200 180 160 140 120 100 80 60 40 20 S47 ppm



MAB.nonenylOAc.Wacker.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 23 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.nonenylO~ dm nnn
Ac.Wacker.proton.f~ dmm c
id dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0 (:)
tpwr 58 dm2 n
pw 6.5 dmm2 c
ai 15.000 dmf2 200 AcO
tof 0 dseq2
nt 8 dres2 1.0
ct 8 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -1041.9 wexp
wp 7051.0 wbs
vs 50 wnt
sc 0
we 250
hzmm 28.20
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
- PR L. Lo
L B T ] T ‘ T ]
11 10 9 7 4 -0 -1 ppm



MAB.nonenylOAc.Wacker.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 23 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 o
gi/MAB.nonenylOAc.~ dm yyy °©
Wacker.carbon.fid dmm w 3
ACQUISITION dmf 20202 e
sfrq 125.661 dseq : 2
tn Cl3 dres 90.0 © ~ o
at 1.086 homo n 0 N
np 65536 DEC2 P - @
sw 30165.9 dfrq2 0 b g =~
fb 17000 dn2 n \‘N"
bs 16 dpwr2 1 o
ss 1 dof2 (V]
tpwr 60 dm2 n O
pw 6.0 dmm2 c
dl 1.000 dmf2 10000
tof 1884.7 dseq2 ACO o
nt 1200 dres2 1.0 X
ct 128 homo2 n N 0
alock n PROCESSING 3
gain not used 1b 1.00 -
FLAGS wtfile o
il n proc ft
in n fn not used =t <«
< o
dp y math f - o
hs nn ~ Qv
DISPLAY werr K"'! T
sp 4.8 wexp .?)
wp 27647.2 wbs S
vs o 162 wnt o
sc ™ 0 5
wc 8 250
hzmm® 110.59
is 500.00
rfl 10971.6
rfp 9694.9
th 12
ins 100.000
nm ph
PPN SRR WO P Ao
B B L B B L B B B BB
200 180 160 140 120 100 80 60 40 20 ppm

S49



MAB.1547A.nonenylOAc.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 15 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1547A.no~ dm nnn
nenylOAc.proton.fi~ dmm c
d dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0 ACO
tpwr 58 dm2 n
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 4 dres2 1.0
ct 4 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -1007.4 wexp
wp 7015.9 wbs
vs 76 wnt
sc 0
we 250
hzmm 28.06
is 33.57
rfl 5141.6
rfp 3630.5
th 7
ins 100.000
ai ph
[ U _ S _Jl“_._/"«_
I B B B R A I T [ ] ‘ [T T T
11 10 9 7 2 1 -0 -1 ppm



MAB.1547A.nonenylOAc.carbon

expl s2pul O
SAMPLE DEC. & VT
date Jan 15 2013 dfrq 499.692 ACO \
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 <« 10 ® o~ 1 o~
n N omn <t M o o~
gi/MAB.1547A.nonen~ dm yyYy o n 0 Mm fomooon
ylOAc.carbon.fid dmm w 2 pd 2 N ST 8a
ACQUISITION dmf 20202 i n < -
sfrq 125.661 dseq = § o
tn c13 dres 90.0 kb <
at 1.086 homo n ~ T -
np 65536 DEC2 3
sw 30165.9 dfrq2 0 -
£b 17000 dn2 q
bs 16 dpwr2 1
ss 1 dof2 (V]
tpwr 60 dm2 n
pw 6.0 dmm2 c
dl 1.000 dmf2 10000
tof 1884.7 dseq2
nt 1200 dres2 1.0
ct 128 homo2 n
alock n PROCESSING
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n fn pot used
dp y math S £
hs © nn -
3 ~
DISPLAEf werr -
sp X -84.5 wexp
wp 691.4 wbs
vs 162 wnt
sc 0
we 250
hzmm 110.77
is 500.00
rfl 0972.5
rfp 9694.9
th 25
ins 00.000
nm ph

I Wi

200 180 160 140 120 100 80 60 40 20 S51 ppm



MAB.1453A.phenylbutene.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 9 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1453A.ph~ dm nnn
enylbutene.proton.~ dmm c
fid dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0
tpwr 58 dm2 n
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 8 dres2 1.0
ct 8 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -995.2 wexp
wp 6969.0 wbs
vs 49 wnt
sc 0
we 250
hzmm 27.88
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
A
L I B B A BB ‘ T T
11 10 9 -0 -1 ppm



MAB.1453A.phenylbutene.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 9 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 e
gi/MAB.1453A.pheny~ dm yyy o™
lbutene.carbon.fid dmm w IS
ACQUISITION dmf 20202 il
sfrq 125.661 dseq
tn Cl3 dres 90.0
at 1.086 homo n ~
np 65536 DEC2 a2
sw 30165.9 dfrq2 0 S’,
fb 17000 dn2 —
bs 16 dpwr2 1
ss 1 dof2 (V] n
tpwr 60 dm2 n a O
pw 6.0 dmm2 c ~
d1 1.000 dmf2 10000 = =
tof 1884.7 dseq2 s X
nt 1200 dres2 1.0 @
ct 96 homo2 n in
alock n PROCESSING
gain not used 1b 1.00 4
FLAGS wtfile “
il n proc ft by
in n fn not used
dp y math f
hs nn n -
10 o
DISPLAY werr -« 8 8 o
sp -1.6 wexp 3 .~ ©
wp 27647.2 wbs i =~ B
vs 162 wnt
sc e 0
we S 250
hzmm R10.59
is "500.00
rfl 10978.0
rfp 9694.9
th 9
ins 100.000
nm ph
P b . i i f ot W ity v o G Wiy bk " ool Ay
L B e B B A
200 180 160 140 120 100 80 60 40 20 ppm

S53



MAB.1460A.methoxy.proton

expl s2pul

MeO

SAMPLE DEC. & VT
date Jan 10 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1460A.me~ dm nnn
thoxy.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 8 dseq2
ct 8 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -995.2 werr
wp 6992.4 wexp
vs 31 wbs
sc 0 wnt
we 250
hzmm 27.97
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
L B B O
11 10 9



MAB.1460A.methoxy.carbon

S55

expl s2pul
SAMPLE DEC. & VT
date Jan 10 2013 dfrq 499.692
solvent CDC1l3 dn H1 O
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 - ° © g - NN
gi/MAB.1460A.metho~ dm yyy o = T = o
xy.carbon.fid dmm w S g - IR e
ACQUISITION dmf 20202 i o ‘2
sfrq 125.661 dseq MeO
tn Cl3 dres 90.0
at 1.086 homo n
np 65536 DEC2
sw 30165.9 dfrq2 0
fb 17000 dn2
bs 16 dpwr2 1
ss 1 dof2 (V]
tpwr 60 dm2 n
pw 6.0 dmm2 c
dl 1.000 dmf2 10000 =
tof 1884.7 dseq2 -
nt 1200 dres2 1.0 g
ct 256 homo2 n —
alock n PROCESSING P
gain not used 1b 1.00 - o
FLAGS wtfile S “
il n proc ft :1: o
in n fn not used —
dp math f
hs nn N
DISPLAY werr ;
sp -34.8 wexp S
wp 27735.6 wbs
vs 128 wnt °
sc o 0 ::
wc n 250 -
hzmm 910.94 A
is 00.00
rfl 10967.0
rfp 694.9
th 8
ins 100.000
nm ph
L L 1 L L L L L B L
200 180 160 140 120 100 80 60 40 20 ppm



MAB.1462A.bromo.proton

Br

A

expl s2pul
SAMPLE DEC. & VT
date Jan 10 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1462A.br~ dm nnn
omo.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 8 dseq2
ct 8 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1019.4 werr
wp 7027.6 wexp
vs 33 wbs
sc 0 wnt
we 250
hzmm 28.11
is 33.57
rfl 5141.8
rfp 3630.5
th 7
ins 100.000
ai ph
T T T T B B B
11 10 9



MAB.1462A.bromo.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 10 2013 dfrq 499.692 O
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 8N e e \
gi/MAB.1462A.bromo~ dm yyy Mo T =0
.carbon.fid dmm w SR Tre
ACQUISITION dmf 20202 i
sfrq 125.661 dseq Br
tn Cl3 dres 90.0
at 1.086 homo n
np 65536 DEC2
sw 30165.9 dfrq2 0
fb 17000 dn2 Py
bs 16 dpwr2 1 9
ss 1 dof2 0 S
tpwr 60 dm2 n
pw 6.0 dmm2 c
dl 1.000 dmf2 10000
tof 1884.7 dseq2 ] ©
nt 1200 dres2 1.0 © o
ct 320 homo2 n S -
alock n PROCESSING i o
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f ©
hs nn 2 °
DISPLAY werr - °
! <«
sp -33.9 wexp - N
wp 27735.6 wbs
vs ~ 162 wnt
sc S 0
wc o 250
hzmm 910.94
is 00.00
rfl 966.1
rfp 694. 9
th
ins 0. 000
nm
L L L L L L L L A A B O A Y
200 180 160 140 120 100 80 60 40 20 ppm

S57



MAB.1576A.CF3.proton

expl s2pul

FsC

b

SAMPLE DEC. & VT
date Jan 11 2013 dfrq 499.693
solvent CDC1l3 dn H1
file /export/home/~ dpwr 20
data/u500/White/bi~ dof 0
gi/MAB.1576A.CF3.p~ dm nnn
roton.fid dmm c
ACQUISITION dmf 200
sfrq 499.693 dseq
tn H1 dres 1.0
at 4.665 homo n
np 65536 DEC2
sw 7024.9 dfrq2 (/]
fb 4000 dn2
bs 4 dpwr2 1
tpwr 60 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 2.0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1012.4 werr
wp 7024.7 wexp
vs 24 wbs
sc 0 wnt
we 250
hzmm 4.57
is 33.57
rfl 4640.3
rfp 3627.8
th 7
ins 100.000
ai ph
R B I B B B
11 10 9



MAB.1576A.CF3.carbon

expl s2pul
SAMPLE DEC. & VT O
date Jan 12 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47 AN
data/vxr500/White/~ dof -827.0 © ©|mn
bigi/MAB.1576A.CF3~ dm yyy <+ oo
.carbon.fid dmm w QES
ACQUISITION dmf 15873 iniini i F3C
sfrq 125.596 dseq
tn Cl3 dres 1.0
at 1.024 homo n o
np 65536 DEC2 4
sw 32000.0 dfrq2 (V] - ©
fb 18000 dn2 g 8 ~
bs 16 dpwr2 1 ~
ss 1 dof2 0 ~oo
tpwr 63 dm2 n
pw 4.5 dmm2 c - -
dl 1.000 dmf2 18519 > H g f\g =) Py
tof 1880.0 dseq2 s A <
nt 12000 dres2 1.0 E § 9 aN\ 8
ct 0 homo2 n = -
alock n PROCESSING
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n f£n not used -
dp y math f . o
hs nn =4 N
DISPLAY werr ©
sp 1.4 wexp =
wp 27688.5 wbs S =
vs ® 162 wnt S
sc % 0 3 2
~ - -
we o 250
hzmm 10.75
is 00.00
rfl 11890.6
rfp 689.9
th 4
ins 100.000
nm ph
G UL Wipiipvandpin by i W Y ) v ‘ ' P b W o\ i g b et N e
[T T T [ T T[T [ T T T[T T T[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 [TTTT
200 180 160 140 120 100 80 60 40 20 ppm

S59



MAB.1553A.benzopyran.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 14 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1553A.be~ dm nnn
nzopyran.proton.fi~ dmm c
d dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0
tpwr 58 dm2 n
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 8 dres2 1.0
ct 8 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -972.0 wexp
wp 6957.3 wbs
vs 24 wnt
sc 0
we 250
hzmm 27.83
is 33.57
rfl 1510.9
rfp 0
th 7
ins 100.000
ai ph
S _J \\ ML
L B B Y BB ] T ‘ [ T
11 10 9 3 1 -0 -1 ppm



MAB.1553A.benzopyran.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 14 2013 dfrq 499.692 O
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45 -~ X
data/u500/White/bi~ dof -827.6 ®
gi/MAB.1553A.benzo~ dm yyy “
pyran.carbon.fid dmm w O Q
ACQUISITION dmf 20202
sfrq 125.661 dseq
tn Cl3 dres 90.0 4 ~ © 8 -
at 1.086 homo n g 0'_0| g ; — g
np 65536 DEC2 E a2 e R I
sw 30165.9 dfrq2 0 - qY e L = ~
fb 17000 dn2 i} © o 1 ©
bs 16 dpwr2 1 S I ]85
ss 1 dof2 0 o o=
tpwr 60 dm2 n
pw 6.0 dmm2 c
dl 1.000 dmf2 10000
tof 1884.7 dseq2 <« °
nt 1200 dres2 1.0 b a
ct 192 homo2 n o ~
alock n PROCESSING 3 o
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp 7.6 wexp
wp N64a7.2 wbs 8
vs 3 162 wnt 1
sc a (V] §
we 250
hzmm 110.59
is 500.00
rfl 10968.8
rfp 9694.9
th 13
ins 100.000
nm ph

Wanio e

200 180 160 140 120 100 80 60 40 20 S61 ppm



MAB.1513A.orthoMe.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 14 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1513A.or~ dm nnn
thoMe.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1000.9 werr
wp 7004.2 wexp
vs 44 wbs
sc 0 wnt
we 250
hzmm 28.02
is 33.57
rfl 5123.3
rfp 3630.5
th 7
ins 100.000
ai ph
I B B B B B B
11 10 9



MAB.1513A.orthoMe.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 14 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47
data/vxr500/White/~ dof -827.0 S en e neo O
~
bigi/MAB.1513A.0ort~ dm yyy © o ¥ o N Hn o
hoMe.carbon.fid dmm w SHE 029 3l8 s
ACQUISITION dmf 15873 Il \
sfrq 125.596 dseq
tn Cl3 dres 1.0
at 1.024 homo n 5
np 65536 DEC2 o
sw 32000.0 dfrq2 (V] i
fb 18000 dn2
bs 16 dpwr2 1
ss 1 dof2 (V] o
tpwr 63 dm2 n o b4
4+ N oo
pw 4.5 dmm2 c 10 <
dl 1.000 dmf2 18519 ~ - ™ g
tof 1880.0 dseq2 ~ ©
nt 1200 dres2 1.0 -;
ct 128 homo2 n
alock n PROCESSING
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp $194.9 wexp
wp 37829.1 wbs
vs 3 162 wnt
sc 0
wc 250
hzmm 111.32
is 500.00
rfl 11899.4
rfp 9689.9
th 16
ins 100.000
nm ph
W W VWWWWMWMMWWMWWWMWWWWWWW

200 180 160 140 120 100 80 60 40 20 S63 ppm



MAB.1443A.decene.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 9 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1443A.de~ dm nnn
cene.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 8 dseq2
ct 8 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -995.5 werr
wp 6992.4 wexp
vs 44 wbs
sc 0 wnt
we 250
hzmm 27.97
is 33.57
rfl 1510.9
rfp (V]
th 7
ins 100.000
ai ph
L B B O
11 10 9



MAB.1443A.decene.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 9 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 ® i O B B B -1
gi/MAB.1443A.decen~ dm yyYy Ly n Qo - o v -
e.carbon.fid dmm w pd P A
ACQUISITION dmf 20202 i )
sfrq 125.661 dseq O
tn Cl3 dres 90.0
at 1.086 homo n
np 65536 DEC2 \
sw 30165.9 dfrq2 (V] -
fb 17000 dn2 8
bs 16 dpwr2 1 ©
ss 1 dof2 0 S 2 o
< o
tpwr 60 dm2 n o -
pw 6.0 dmm2 c ~ o~ o
a1 1.000 dmf2 10000 T e
tof 1884.7 dseq2 i
nt 1200 dres2 1.0
ct 144 homo2 n
alock n PROCESSING
gain not used 1b 1.00
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp 50.8 wexp
wp 23779.7 wbs
vs : 162 wnt
sc g\' 0
wc 250
hzmm 11.12
is 00.00
rfl 10969.8
rfp 694.9
th 16
ins 100.000
nm ph

b s o i A

200 180 160 140 120 100 80 60 40 20 S65 ppm



MAB.1445A.benzoate.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 16 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1445A.be~ dm nnn
nzoate.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile BZO
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -995.5 werr
wp 6980.7 wexp
vs 32 wbs
sc 0 wnt
we 250
hzmm 27.92
is 33.57
rfl 1510.9
rfp (V]
th 7
ins 100.000
ai ph
. — e e i _J_ o
L A B L A I T L B B R ‘ [T T T
11 10 9 7 2 -0 -1 ppm



MAB.1445A.benzoate.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 16 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45
data/u500/White/bi~ dof -827.6 29
gi/MAB.1445A.benzo~ dm yyYy © 1n

ate.carbon.fid dmm w a2
ACQUISITION dmf 20202 i

sfrq 125.661 dseq
tn Cl3 dres 90.0
at 1.086 homo n S :
np 65536 DEC2 N o ©
sw 30165.9 dfrq2 0 ° 23 g
£b 17000 dn2 N o - o
bs 16 dpwr2 1 pud O &
ss 1 dof2 o i S
tpwr 60 dm2 n \
pw 6.0 dmm2 c BZO
dl 1.000 dmf2 10000
tof 1884.7 dseq2
nt 1200 dres2 1.0 E «
ct 128 homo2 n - © 8
alock n PROCESSING b * 5 ﬁ 3
gain not used 1b 1.00 = ‘\_0.2 ~

FLAGS wtfile l_’ (l;
il n proc ft o
in n fn not used
dp y math f
hs nn

DISPLAY werr
sp 47.2 wexp
wp 27691.4 wbs g
vs 9 162 wnt <+
sc “ 0 S
we X 250 -
hzmm 10.77
is 00.00
rfl 10973.4
rfp 694.9
th 12
ins 100.000

ph

AT A

200 180 160 140 120 100 80 60 40 20 S67 ppm




MAB.1442A.phthalimide.proton

expl s2pul
SAMPLE DEC. & VT
date Jan 16 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1442A.ph~ dm nnn
thalimide.proton.f~ dmm c
id dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2 C)
np 65536 dfrq2 (/]
sw 8000.0 dn2 M
fb 4000 dpwr2 1 N
bs 16 dof2 0
tpwr 58 dm2 n ()
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 8 dres2 1.0
ct 8 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -971.8 wexp
wp 6980.7 wbs
vs 42 wnt
sc 0
we 250
hzmm 27.92
is 33.57
rfl 1510.6
rfp 0
th 7
ins 100.000
ai ph
S - o A.)ALJ__,. ‘L—'{L_l____w
L A B L A 1 T T T [ T T T T ] ‘ 1 T
11 10 9 5 4 2 1 -0 -1 ppm



MAB.1442A.phthalimide.carbon

S69

expl s2pul
SAMPLE DEC. & VT
date Jan 16 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47 o) 0]
data/vxr500/White/~ dof -827.0 FA
bigi/MAB.1442A.pht~ dm YYy oo /\/\/\\)K
halimide.carbon.fi~ dmm w sre N
d dmf 15873
ACQUISITION dseq
sfrq 125.596 dres 1.0 O
tn Cl3 homo n § Py
at 1.024 DEC2 < 0 ~
np 65536 dfrq2 0 oo -
sw 32000.0 dn2 0 «
fb 18000 dpwr2 1 S
bs 16 dof2 (V]
ss 1 dm2 n
tpwr 63 dmm2 c
pw 4.5 dmf2 18519
dl 1.000 dseq2
tof 1880.0 dres2 1.0
nt 1200 homo2 n
ct 256 PROCESSING o o
alock n 1b 1.00 $ 0
o a ¢
gain not used wtfile L o w2
FLAGS proc ft = ™ "
il n fn not used oy
in n math £ i N &
dp 9 =
hs nn werr o Py 3
DISPLAY wexp o o
sp -94.3 wbs i~ S
wp 27688.5 wnt 3 ~
vs ~ 162 3
sc aQ 0
we o 250
hzmm 2110.75
is 500.00
rfl 1892.6
rfp 9689.9
th 8
ins 100.000
nm ph
L L L L B B R B B
200 180 160 140 120 100 80 60 40 20 ppm



MAB.1532A.morpholine.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 22 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1532A.mo~ dm nnn
rpholine.proton.fi~ dmm c
d dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2 /\\
fb 4000 dpwr2 1
bs 16 dof2 0 L\\\/,
tpwr 58 dm2 n
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 8 dres2 1.0
ct 8 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -1018.7 wexp
wp 7027.6 wbs
vs 52 wnt
sc 0
we 250
hzmm 28.11
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
. U UG o
I B T 1 ‘ T ‘ T T
11 10 9 7 4 3 2 -1 ppm



MAB.1532A.morpholine.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 22 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45 O/\ O
data/u500/White/bi~ dof -827.6 @ <: g
gi/MAB.1532A.morph~ dm yyy I\/N S« m oo

oline.carbon.fid dmm w N sre
ACQUISITION dmf 20202

sfrq 125.661 dseq O
tn €13 dres 90.0 Pl
at 1.086 homo n I
np 65536 DEC2 M o
sw 30165.9 dfrq2 (V]
fb 17000 dn2
bs 16 dpwr2 1 ~
ss 1 dof2 0 9 9
tpwr 60 dm2 n n - o °
pw 6.0 dmm2 c 3 a g 3
a1 1.000 dmf2 10000 © ©
tof 1884.7 dseq2 - ~
nt 1200 dres2 1.0 PN b4
ct 192 homo2 n ? a ~
alock n PROCESSING S o N
gain not used 1b 1.00 i

FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn

DISPLAY werr ©
sp 7.6 wexp b
wp 27603.0 wbs o
vs T 162 wnt 3
sc § 0
we 250
hzmm 110.41
is 500.00
rfl 0968.8
rfp 9694.9
th 17
ins 00.000
nm ph

Mm L L L L A 1 I O L A L LA I B
200 180 160 140 120 100 80 60 40 20 ppm

S71



MAB.1536A.CH3ester.proton

expl s2pul

MeO

SAMPLE DEC. & VT
date Jan 23 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1536A.CH~ dm nnn
3ester.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1007.2 werr
wp 7015.9 wexp
vs 22 wbs
sc 0 wnt
we 250
hzmm 28.06
is 33.57
rfl 5141.4
rfp 3630.5
th 7
ins 100.000
ai ph
N L A L B A
11 10 9



MAB.1536A.CH3ester.carbon

expl s2pul
SAMPLE DEC. & VT
date Jan 23 2013 dfrq 499.692
solvent cpel3  dn H1 MeO AN
file exp dpwr 45
ACQUISITION dof -827.6 ° :; g % gz
sfrq 125.661 dm YyYy o B4 mn L4
tn Cl3 dmm w - Py B 5
at 1.086 dmf 20202 b T 9 bt
np 65536 dseq < o
sw 30165.9 dres 90.0 =~ o o o
£b 17000 homo n ° a
bs 16 DEC2 Lo
ss 1 dfrq2 0 = T
tpwr 60 dn2
pw 6.0 dpwr2 1 0'_°|
dl 1.000 dof2 0 -
tof 1884.7 dm2 n S
nt 1200 dmm2 c
ct 129 dmf2 10000
alock n dseq2
gain not used dres2 1.0
FLAGS homo2 n
il n PROGESSING
in n 1b @ 1.00
dp y wtfile :2
hs nn proc ~ ft
DISPLAY fn not used
sp ® 13.1 math f
wp 29676.6
vs g 162 werr
sc in 0 wexp
wc 250 wbs
hzmm 10.71 wnt
is 00.00
rfl 10970.7
rfp 9694.9
th 23
ins 100.000
nm ph
L L L L Y B B
200 180 160 140 120 100 80 60 40 20 ppm

S73



SR ) L«L-___ —— e _Il.l..

MAB.1540A.benzyloxy.proton
expl s2pul
SAMPLE DEC. & VT

date Jan 23 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1540A.be~ dm nnn
nzyloxy.proton.fid dmm c

ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n
gain not used PROCESSING B n O \

FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1007.0 werr
wp 7004.2 wexp
vs 35 wbs
sc 0 wnt
we 250
hzmm 28.02
is 33.57
rfl 1510.6
rfp (V]
th 7
ins 100.000
ai ph
L I B B B B
11 10 9 8 7 6



S75

MAB.1540A.benzyloxy.carbon
expl s2pul
SAMPLE DEC. & VT O
date Jan 23 2013 dfrq 499.692
solvent CDC1l3 dn H1
file /export/home/~ dpwr 45 Bno \
data/u500/White/bi~ dof -827.6 n ool
gi/MAB.1540A.benzy~ dm yyy n o~
loxy.carbon.fid dmm w QRS
ACQUISITION dmf 20202 inin 1B ©
sfrq 125.661 dseq 4 8 8
tn €13 dres 90.0 2%
o ¥ -~
at 1.086 homo n ~ I~
np 65536 DEC2 -
sw 30165.9 dfrq2 0 9
fb 17000 dn2 -
bs 16 dpwr2 1 Rt -
ss 1 dof2 0 3 X © 5 Q
tpwr 60 dm2 n 2 Z ;‘: i :;
pw 6.0 dmm2 c n ) SR
dl 1.000 dmf2 10000
tof 1884.7 dseq2
nt 1200 dres2 1.0
ct 128 homo2 n o
alock n PROCESSING 3
gain not used 1b 1.00 ';1
FLAGS wtfile
il n proc ft
in n fn not used
dp math f o
hs nn :
DISPLAY werr ©
sp -82.6 wexp i
wp 27691.4 wbs
vs 162 wnt
sc o 0
we 3 250
hzmm 110.77
is 500.00
rfl 10970.7
rfp 9694.9
th 12
ins 100.000
nm ph
I L L L L L L L L L L B OO BN Y
200 180 160 140 120 100 80 60 40 20 ppm



MAB.1454A.cyclohexylOAc.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 25 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1454A.cy~ dm nnn
clohexylOAc.proton~ dmm c
.fid dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0
tpwr 58 dm2 n
pw 6.5 dmm2 c
ai 15.000 dmf2 200 OAcC O
tof 0 dseq2
nt 4 dres2 1.0
ct 4 homo2 n “‘0 \\\\
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -971.8 wexp
wp 6957.3 wbs
vs 45 wnt
sc 0
we 250
hzmm 27.83
is 33.57
rfl 1510.6
rfp 0
th 7
ins 100.000
ai ph
) _ - WL S
L B B B A BB L B B A T T ‘ ‘ [ T
11 10 9 7 6 2 1 -0 -1 ppm



MAB.1454A.cyclohexylOAc.carbon

expl s2pul
SAMPLE DEC. & VT
date Jan 25 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47
data/vxr500/White/~ dof -827.0 g 599
bigi/MAB.1454A.cyc~ dm yyy ~ * 7 o
lohexylOAc.carbon.~ dmm w pd rge ©
fid dmf 15873 - 2
ACQUISITION dseq ©
sfrq 125.596 dres 1.0 h
tn C13 homo n OAC S e
at 1.024 DEC2 TERY o
np 65536 dfrq2 0 mow SO
sw 32000.0 dn2 o NS T8
£b 18000 dpwr2 1 ] x
bs 16 dof2 0 - : :
ss 1 dm2 n g ~ ~
tpwr 63 dmm2 c o
pw 4.5 dmf2 18519 A
dl 1.000 dseq2
tof 1880.0 dres2 1.0
nt 1200 homo2 n
ct 256 PROCESSING
alock n 1b 1.00
gain not used wtfile ~
FLAGS proc 3 ft 2 o
il n fn not used RS
() ~ - M
in Q n math - £ ~ g
dp ®
hs S nn werr
DISPLA wexp
sp 1.4 wbs
wp 7641.6 wnt
vs 162
sc 0o
we 250
hzmm 110.57
is 500.00
rfl 11890.6
rfp 9689.9
th 25
ins 100.000
nm ph
I I L L A L L L N O O AN
200 180 160 140 120 100 80 60 40 20 ppm

S77



MAB.1489A.cyclohexene.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 25 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1489A.cy~ dm nnn
clohexene.proton. f~ dmm c
id dmf 200
ACQUISITION dseq
sfrq 500.070 dres 1.0
tn H1 homo n
at 4.096 DEC2
np 65536 dfrq2 (/]
sw 8000.0 dn2
fb 4000 dpwr2 1
bs 16 dof2 0
tpwr 58 dm2 n
pw 6.5 dmm2 c
dl 15.000 dmf2 200
tof 0 dseq2
nt 4 dres2 1.0
ct 4 homo2 n
alock n PROCESSING
gain not used 1b 0.30
FLAGS wtfile
il n proc ft
in n fn not used
dp y math f
hs nn
DISPLAY werr
sp -971.8 wexp
wp 6957.3 wbs
vs 33 wnt
sc 0
we 250
hzmm 27.83
is 33.57
rfl 1510.6
rfp 0
th 7
ins 100.000
ai ph
L
11 10 9



MAB.1489A.cyclohexene.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 25 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47
data/vxr500/White/~ dof -827.0 g e 522 a2
bigi/MAB.1489A.cyc~ dm yyYy o™ * oo ©
lohexene.carbon.fi~ dmm w 39 sEre ° -
d dmf 15873 in N S
ACQUISITION dseq g} H e
sfrq 125.596 dres 1.0 i N N
tn Cl13 homo n O
at 1.024 DEC2 a2
np 65536 dfrq2 0 S -
sw 32000.0 dn2 K
fb 18000 dpwr2 1
bs 16 dof2 (V]
ss 1 dm2 n
tpwr 63 dmm2 c
pw 4.5 dmf2 18519 b3
d1 1.000 dseq2 “
tof 1880.0 dres2 1.0 E
nt 1200 homo2 n
ct 128 PROCESSING
alock n 1b 1.00
gain not used wtfile
FLAGS proc ft
il n fn not used
in n math £
dp
hs 3 nn werr
DISPLA§ wexp
sp 9 139.1 wbs
wp 47501.0 wnt
vs 162
sc 0o
we 250
hzmm 110.00
is 500.00
rfl 11893.6
rfp 9689.9
th 18
ins 100.000
nm ph

" A

200 180 160 140 120 100 80 60 40 20 S79 ppm



MAB.1502A.enolether.proton

expl s2pul

SAMPLE DEC. & VT
date Jan 28 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1502A.en~ dm nnn
olether.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 4 dseq2
ct 4 dres2 1.0
alock n homo2 n ;\C()
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1007.0 werr
wp 7004.2 wexp
vs 41 wbs
sc 0 wnt
we 250
hzmm 28.02
is 33.57
rfl 5141.1
rfp 3630.5
th 7
ins 100.000
ai ph
L B B B B B T B B ‘ [T T T
11 10 9 3 2 1 -0 -1 ppm



MAB.1502A.enolether.carbon

expl s2pul

SAMPLE DEC. & VT
date Jan 26 2013 dfrq 499.432
solvent CDC1l3 dn H1
file /export/home/~ dpwr 47
data/vxr500/White/~ dof -827.0 5 e
bigi/MAB.1502A.eno~ dm yyy <« oo
lether.carbon.fid dmm w O sre
ACQUISITION dmf 15873
sfrq 125.596 dseq N
tn Cl3 dres 1.0
at 1.024 homo n
np 65536 DEC2
sw 32000.0 dfrq2 (V] ACO
fb 18000 dn2
bs 16 dpwr2 1
ss 1 dof2 (V] °
tpwr 63 dm2 n 3
pw 4.5 dmm2 c : ©
o o ¢
dl 1.000 dmf2 18519 g o« ° ; -
tof 1880.0 dseq2 < m oo 2 g
nt 1200 dres2 1.0 o 8 ex
ct 192 homo2 n 3 o N
alock n PROCESSING o b
gain not used 1b 1.00 o i -
=)
FLAGS wtfile ™ Q o
il n proc ft AN
in n fn not used i
- -
dp y math f - 5
hs nn et 4
DISPLAY werr o ™ N
© -
sp 47.3 wexp 10 -
wp 27501.0 wbs o
~ ©
vs o 162 wnt in
sc o 0
-
we 250
hzmm 110.00
is 500.00
rfl 1891.6
rfp 9689.9
th 16
ins 00.000
nm ph

U

200 180 160 140 120 100 80 60 40 20 S81 ppm



MAB.1560A.estrone.proton

expl s2pul

SAMPLE DEC. & VT
date Feb 4 2013 dfrq 500.070
solvent CDC1l3 dn H1
file /export/home/~ dpwr 18
data/ui500nb/White~ dof 0
/bigi/MAB.1560A.es~ dm nnn
tron.proton.fid dmm c
ACQUISITION dmf 200
sfrq 500.070 dseq
tn H1 dres 1.0
at 4.096 homo n
np 65536 DEC2
sw 8000.0 dfrq2 0
fb 4000 dn2
bs 16 dpwr2 1
tpwr 58 dof2 (V]
pw 6.5 dm2 n
dl 15.000 dmm2 c
tof 0 dmf2 200
nt 8 dseq2
ct 8 dres2 1.0
alock n homo2 n
gain not used PROCESSING
FLAGS 1b 0.30
il n wtfile
in n proc ft
dp y f£n not used
hs nn math f
DISPLAY
sp -1007.2 werr
wp 6992.4 wexp
vs 64 wbs
sc 0 wnt
we 250
hzmm 27.97
is 33.57
rfl 1510.9
rfp (V]
th 7
ins 100.000
ai ph




MAB.1560A.estrone.carbon

expl s2pul
SAMPLE DEC. & VT
date Feb 4 2013 dfrq 499.432
solvent CDC13 dn H1 OBn (@)
file /export/home/~ dpwr 47
data/vxr500/White/~ dof -827.0 0 < © ~ ® o // z
O n n - D O i
bigi/MAB.1560A.est~ dm yyy ¥ ® o L mw oo
rone.carbon.fid dmm w 2R ] Sre
ACQUISITION dmf 15873 i -
sfrq 125.596 dseq
tn Cl3 dres 1.0
at 1.024 homo n
np 65536 DEC2
sw 32000.0 dfrq2 (V]
fb 18000 dn2
bs 16 dpwr2 1
ss 1 dof2 0
tpwr 63 dm2 n
pw 4.5 dmm2 c
dl 1.000 dmf2 18519 <«
tof 1880.0 dseq2 .03 ® ” .
nt 1200 dres2 1.0 o 5 oo - P 2 >
ct 288 homo2 n PO N N 3 o ° e
alock n PROCESSING = Qo ® o i ©
gain not used 1b 1.00 m =g < o
FLAGS wtfile ] ® o o
il n proc ft i in . >
. © R N S ~ ©
in n fn not used S o Q0 - g n Q
dp math £ © o *® ~ b . Q-
X © a S © o =
hs nn ~ b4 o = “ N Ny
DISPLAY werr : © - o3 = k=1
sp m 47.3 wexp w3 i “a ©
- . n . N
wp @7547.9 wbs ~ © 0 1n
vs ® 162 wnt A 8 T
sc — 0 [
we 250 T
hzmm 110.19
is 500.00
rfl 1891.6
rfp 9689.9
th 12
ins 00.000
nm ph
L e L B A
200 180 160 140 120 100 80 60 40 20 ppm

S83



Data File C:\HPCHEM\3\DATA\GS000033.D

Sample Name: MAB.1569A.rac

Injection Date : 8/3/2012 9:31:46 AM
Sample Name : MAB.1569A.rac Location : Vial 101
Acq. Operator PEG
Acqg. Instrument Chiral GC Inj Volume : Manually
Acq. Method C:\HPCHEM\ 3\METHODS\GTA120 .M
Last changed : 8/2/2012 10:46:24 PM by PEG
Analysis Method : C:\HPCHEM\3\METHODS\GTABAKE.M
Last changed : 8/15/2012 9:37:42 AM by PEG
(modified after loading)
Test
FID1 A, (GS000033.D)
o -~
counts - g fﬁ;’\ ~ qbb
2400 - & &
, fﬁ‘ \@p
, \ | o
2200 \ /
] / \ | \ BnO X
| - |
2000 | \ L racemic standard
| | /
4 |
4 }\ |
1800 /
, |
1600 — J/
| T T T T T T T T T ‘
100 102 104 106 108 110 112 114 116 118 min
Area Percent Report
Sorted By Signal
Multiplier 1.0000
Dilution 1.0000
Use Multiplier & Dilution Factor with ISTDs
Signal 1: FID1 A,
Peak RetTime Type Width Area Height Area
# [min] [min] counts*s [counts] %
1 108.043 MM 0.8823 4.95267e4 935.56696 48.40220
2 110.071 MM 0.9366 5.27965e4 939.53485 51.59780
Totals 1.02323e5 1875.10181

Results obtained with enhanced integrator!

*** End of Report ***

Chiral GC 8/15/2012 9:40:26 AM PEG

§§§é l1ofl1l



Data File C:\HPCHEM\3\DATA\GS000031.D

Sample Name: MAB.1540A

8/2/2012 7:26:25 PM

Injection Date :
: MAB.1540A

Sample Name

Location : Vial 101

Acq. Operator PEG
Acqg. Instrument Chiral GC Inj Volume : Manually
Acq. Method C:\HPCHEM\ 3\METHODS\GTA120 .M
Last changed 8/2/?0}2 7:21:08 PM py PEG 10% PA(CHACN)4(BF )2
(modified after loading) 1,4-B0 (2 aquiv) O
Analysis Method : C:\HPCHEM\3\METHODS\GTABAKE.M XN PhI{OAG) (25 mal?s)
Last changed 8/3/2012 9:12:48 AM by PEG BnO ———  BnO =
A : H.0, DMSO
(modified after loading)
Test 35°C, 48h
FID1 A, (GS000031.D)

counts 1

7000;

6000;

5000;

4000;

3000;

2000;

| I I I I I I I I \ *
100 102 104 106 108 110 112 114 116 118 min|
Area Percent Report

Sorted By Signal
Multiplier 1.0000
Dilution 1.0000
Use Multiplier & Dilution Factor with ISTDs
Signal 1: FID1 A,
Peak RetTime Type Width Area Height Area

# [min] [min] counts*s [counts] %

1 107.798 MM 0.9230 5630.42578 101.66761 1.61570

2 109.910 MM 0.9259 3.42851e5 6171.42236 98.38430
Totals 3.48482e5 6273.08997

Results obtained with enhanced integrator!
*** End of Report ***
. $85
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MAB.1610A.columned

expl s2pul

SAMPLE DEC. & VT
date Mar 6 2013 dfrqg 499.693
solvent CDC1l3 dn H1
file /export/home/~ dpwr 20
data/u500/White/bi~ dof 0
gi/MAB.1610A.colum~ dm nnn
ned.fid dmm c
ACQUISITION dmf 200
sfrq 499.693 dseq
tn H1 dres 1.0
at 4.665 homo n
np 65536 DEC2
sw 7024.9 dfrq2 (/]
fb 4000 dn2
bs 4 dpwr2 1
tpwr 60 dof2 o )] OH
pw 6.5 dm2 n o
a1 10.000 dmm2 c 10% Pd(CH3CN)4(BF,),
tof 2.0 dmf2 200 - o+
“: 2 :se‘lz Lo 1 equiv. 1,4-BQ,
c res .
alock n homo2 n 25% PhI(OAc}Z
gain not used PROCESSING 0.67 M DMSO, 35°C, 24h
FLAGS 1b 0.30
il n wtfile .
in n proc ft 7.5:
dp y f£n not used
hs nn math f
DISPLAY
sp -1011.9 werr
wp 7024.7 wexp
vs 9 wbs
sc 0 wnt
we 250
hzmm 17.01
is 33.57
rfl 4639.9
rfp 3627.8
th 7
ins 100.000
ai ph
L R S R 1) W N 0 | A
L A L Y L A A [ ] ‘ T
11 10 9 7 6 5 4 3 2 -0 -1 ppm
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