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: Yk = Dim_title =1H 1H
] Yy = Dim_units = [ppm] [ppm]
1 . - Dimensions =XY
] o & [ — Site = ECA 600
] , C Spectrometer = ECA600-AID
o] B e 2 rz
< 4 r Field_strength = 14.09636928[T] (600[M
1 0 s — X_acq_duration =0.1722368[s]
] { X_domain =1H
] f X_freq = 600.1723046[MHz]
1 9 8 | S— X_offset =4.21941[ppm]
o1 X_points =1280
6] e - — X_prescans =4
q r] ™ —_— X_resolution = 5.80596017[Hz]
1 { X_sweep = 7.43162901[kHz]
] Y_domain =1H
] | Y freq = 600.1723046[MHz]
] ® b Y_offset =4.21941[ppm]
o] [ Y points =256
© 4 | Y_prescans =0
1 | Y resolution = 23.21831907[Hz]
] | Y_sweep = 5.94388968[kHz]
q | Irr_domain =1H
] ] Irr_freq =600.1723046[MHz]
T o] R L Irr_offset = 5[ppm]
= o~ 5 & S Tri_domain  =1H
= ] » He —_— | Trifreq = 600.1723046[MHz]
& ] e | S Tri_offset = 5[ppm]
= ] Clipped = FALSE
s 4 Mod_return =1
o ] Scans =16
a g— l Total_scans = 4096
) ]
B 1 X_acq_time =0.1722368[s]
Q ] X_atn = 3[dB]
; ] X_pulse =7.1[us]
] ! Y_acq_time = 43.06944[ms]
ol ® — Irr_mode = Off
o [ Tri_mode = Off
T T T T T T T T T T T T T T T T T T [T T T Dapte presat = FALSE
9.0 8.0 7.0 6.0 4.0 3.0 2.0 1.0 0 0 10 Grad_1 = 1[ms]
Grad_1_amp =60[mT/m]
X : partsper Million : 1H abundance
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(thousandths)

% ] o
e ] Page S12
c 4
g ] | " o
|| L, L
1 [ - gauss : 5.0[Hz] : 0.0[s
ol L UM | UL LT e 1| sinbel auto
zeroril :
= fft: 1: TRUE : TRUE
= . . m
1 HMBC spectrum of cocosamide B (3) in CDCI3, 600 MHz El")anspose]
o ] [ ) sinbell4 : -60 : 160
S 0 4 trapezoid3 : 5[%] : 80[%] : 100[%]
« [N} : zerofill ; 2
] g fft: 1: TRUE : TRUE
Q] ppm
] 0 el abs
8 1 6 ” 6 ¢ ‘ | ! ‘ [transpose]
o 0 ]
=}
4 Filename = c48-6r-cdcl3-hmbc_pfg
] (] Author = Smithsonian
87 Experiment = hmbc_pfg.ex2
o Sample_id = 48-6r-cdcl3
] ) | dea 0 Solvent” = CHLOROFORM-D
o A Creation_time = 18-APR-2009 05:15:27
3 Revision_time = 4-JAN-2011 16:39:13
J " , ‘a 9 Current_time = 4-JAN-2011 16:40:01
2] (7] Comment = gradient enhanced HMB
~ A Data_format =2D REAL REAL
] Dim_size = 1638, 512
o A [ ] ' — Dim_title =1H13C
27 E Dim_units = [ppm] [ppm]
1 e 1] E Dimensions =XY
] E Site = ECA 600
21 E Spectrometer = ECA600-AID
20 E
] e Field_strength = 14.09636928[T] (600[M
Q = X_acq_duration = 0.27557888][s]
S £ X_domain =1H
= ] E X_freq =600.1723046[MHz]
ol = X_offset =4.21941[ppm]
S S X_points =2048
=l - X_prescans =4
] = X_resolution = 3.6287251[Hz]
o - X_sweep =7.43162901[kHz]
<] = Y_domain =13C
] I Y_freq =150.91343039[MHZ]
o] olatle | = Y_offset =96.51891[ppm]
= g N #Q é Y points =256
D f i Y_prescans =0
] Y_resolution =106.96193866[Hz]
o Vo ? L) Y_sweep = 27.3822563[kHz]
=k 23 Tri_domain =1H
] = Tri_freq = 600.1723046[MHz]
8 o = Tri_offset = 5[ppm]
] S Clipped =FALSE
p 0 Mod_return =1
S ] Scans =96
= o] Total_scans  =24576.0
S g '
s~ X_acq_time  =0.27557888[s]
=% 1 ) X_atn = 3[dB]
a2 g7 0 "y é ¢ b ) ? . X_pulse =7.1[us]
5 S , 0 M ' Y_acq_time = 9.34912[ms]
o 1 ! Y_atn =2[dB]
s of 0 " 0 Y pulse = 14.16[us]
£ Tri_mode = Off
— ] Dante_presat = FALSE
B Delta =62.5[ms]
AR L L B L S L L Y [N e (e T IET = 1[ms]
9.0 8.0 7.0 6.0 5.0 40 3.0 20 1.0 0 0 10.0 Grad_1 amp  =0.18[T/m]
Grad_2 =1[ms]
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dc_balance : 0: FALSE

sexp : 0.2[Hz] : 0.0[s]
trapez0|d3 O[%] 80[%)] : 100[%)]
zerofill :

fit:1: TRUE : TRUE
machinephase

1y spectrum of pitipeptolide A (5) in CDCI3, 600 MHz ~~~~ PROCESSING PARAMETERS ———=

ppm

Filename = pitipeptolide—A-cdcl3
Author = Smithsonian
Experiment = single_pulse.ex2
Sample_id = pitipeptolide—A-cdcl3
Solvent = CHLOROFORM-D

Creation_time =28-JUL-2010 16:51:50
Revision_time = 5-JAN-2011 12:05:50
Current_time = 5-JAN-2011 12:07:14

Comment = single_pulse
Data_format = 1D COMPLEX
Dim_size =13107

Dim_title =1H

Dim_units = [ppm]
Dimensions =X

Site =ECA 600

Spectrometer = ECA600-AID

Field_strength =14.09636928[T] (600[M
X_acq_duration = 1.4548992s]

X_domain =1H

X_freq = 600.1723046[MHz]
X_offset = 5[ ]

X_points = 3

X_prescans =1

X_resolution = 0.68733284[Hz]
X_sweep =11.26126126[kHz]
Irr_domain =1

Irr_freq = 600.1723046[MHz]
Irr_offset = 5[ppm]

Tri_domain =1H

Tri_freq =600. 1723046[MH2]
Tri_offset = 5[ppm

Clipped = FALSE
Mod_return =1

Scans =8

Total_scans =8

X_90_width =7.31[us]
X_acq_time =1.4548992[s]
X_angle = 45[deg]

X_atn = 3[dB]

X_pulse = 3.655[us]
S R — R R — S R - I mode = Off
Tri_mode =
8.0 7.0 .0 50 4, 1 0 - -
I [ I \ ? [ Il I? |1 [} %ﬂ\ L 1 M\HH D@r‘te_Pf.esat_ = FALSE
Initial_wait = 1[s]
Recvr_gain =54
Relaxation_delay = 5[s]
9 888y 88 53 23R8 SRBEITB 985 938 38 3 B 5888 88 R Yy | Repetionime = 6.4545992[s]
R L8oR 28 8- 58288 SN5988Y a5 €3N 89 O ONDT QN ~Q 38 Temp_get =22[dC]
Q0 NAN—EQ MM 09 QO OLY dAH O QO A+ ~ROO N o N~ YN QQ LD O
NN NSNS (R IS FFT OB HHH oo dad A o & dedd 00 oo oo

X : partsper Million : 1H
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@ ] A
o ] e
8 ol e
© — 4 FPSEN
c : ‘ R
=}
L ] u \ ‘| } | ‘ | “ H “ l ‘ ‘ . IPROCEOSS'IZI\A(ESPEARAMETERS e
] “ M } ‘ . | 1y ol . c_balance
] ‘ J L L L ! M b‘i‘h N ) 1 sexp : 0.2[Hz
o= = —— e J‘U‘” LU“) ] S WSS, S AT . S trap%zo.de[. (;[%] £3(1>[%] 100[%]
1 ° zerofill :
i - . . fit:1: TRUE:TRUE
] 2D NOESY spectrum of pitipeptolide A (5) in CDCI3, 600 MHz pm;nc]hmephase
°
o B ) ® 3 Y : o ° & @ P Q ==
— . 2
-] . °@
g e g ﬁ ° N
4 0 w
4 ° ° ez ® )
4 Filename = pitipeptolide A-cdcl3
0 0 ) (=]
1 0 ® ¢ Author = Smithsonian
o] 0 5] Experiment = noesy_phase_pfgz
o~ ’ L Sample_id = pitipeptolide A-cdcl3
B & g Solvent = CHLOROFORM-D
1 Creation_time = 30-JUN-2010 15:05:32
] . Revision_time = 5-JAN-2011 09:19:00
] i Current_time = 5-JAN-2011 09:19:44
i ; 0 -
] ° ° é : Comment = phase sensitive noesy
o] . Data_format =2D COMPLEX COMPLEX
o 0 & ve Dim_size =819, 512
4 0 ¥ Qa Dim_title =1H1H
1 Dim_units = [ppm] [ppm]
] Dimensions =XY
i o Site = ECA 600
4 2K o Spectrometer = ECA600-AID
1 8 o L [
o | [ wés @ Field_strength = 14.09636928[T] (600[M
< X_acq_duration =0.16932864[s]
1 o ¢ X_domain =1H
] X_freq =600.1723046[MHz]
] ’ X_offset =4, 02106[ pm]
1 ° , - e X_points =1024
q 00 @ ¢ ° X_prescans =4
] . X_resolution = 5.9056755[Hz]
o] ‘ @ ° LA X_sweep = 6.04741171[kHz]
o ° Y_domain =1H
] o f Y_freq =600.1723046[MHz]
] “ Y_offset =4.02106[ppm]
] Y_points =256
1 Y_prescans =0
1 Y_resolution = 18.8926775[Hz]
] Y_sweep = 4.83652544[kHz]
o] . Irr_domain =1H
© L4 . ¢ ° — Irr_freq =600.1723046[MHz]
T ] l Irr_offset = 5[ppm]
— 1 e o o ' L Tri_domain =1H
- ] Tri_freq = 600.1723046[MHz]
& 1 Tri_offset = 5[ppm
= 1 Clipped =TRUE
s ] Mod_return =
- o | 0 Scans =12
s ™~ o @ o ow o Total_scans  =3072
n 1 Y
5 1 & X_acg_time = 0.16932864[s]
Q J X_atn = 3[dB]
; 1 X_pulse =7.31[us]
] Y_acq_time =52.93056[ms]
ole R . ) N o Y_p1_correction =180
6 | i Irr_mode = Off
R L L L L L S L S B BN S S SR SN | [UAARA S SNSRI Vg e - Off
8.0 7.0 6.0 5.0 4.0 3.0 2.0 10 0 1.0 2.0| Dante_presat = FALSE
Grad_1 =1[ms]
X : partsper Million : 1H abundance
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