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Cartesian

coordinates
potential energies (atomic units) of the

optimized structures

(E)-1-Phenylbuta-1,3-diene (2A)

E =-387.15145104H

and

calculated

C 2.442748 -1.226916 0.152565
C 1.058331 -1.118164 0.115090
C 0.435072 0.134859 -0.028316
C 1.258728 1.270053 -0.116261
C 2.645989 1.162225 -0.077102
C 3.245567 -0.088150 0.055348
H 2.900835 -2.203366 0.265644
H 0.455805 -2.013964 0.209432
H 0.799257 2.247627 -0.220981
H 3.257840 2.054518 -0.149506
H 4.325441 -0.177024 0.088179
C  -1.952913 -0.652401 -0.195931
H  -1.637995 -1.686714 -0.308930
C  -3.398577 -0.431471 -0.223815
H -3.975160 -1.185915 -0.755402
C -1.018972 0.310555 -0.085082
H  -1.354477 1.345035 -0.060953
C  -4.062009 0.576667 0.356416
H  -3.557685 1.329557 0.952754
H -5.137659 0.666698 0.262299
Methyl a.,,B-trifluoroacrylate

E =-604.34789888H

C -1.269183 1.040139 0.000000
C 0.000000 0.618013 0.000000
F -2.327418 0.274124 0.000000
F -1.588474 2.315872 0.000000
F 0.963126 1.558215 0.000000
C 0.407977 -0.804605 0.000000
O  -0.367426 -1.729914 0.000000
O 1.742646 -0.913846 0.000000
C 2.258946 -2.260998 0.000000
H 1.923185 -2.793972 0.890007
H 1.923185 -2.793972 -0.890007
H 3.340330 -2.151166 0.000000
Int-EndoA

E =-991.50170766H

C 0.878108 1.491892 0.236779

C -2.136048 -0.955256 0.479787
C -3.239688 -0.262895 0.181830
C -1.663148 3.240690 0.330831
C 0.209375 2.024346 -0.803436
C -1.111133 2.650056 -0.737377
H 0.388747 1.477002 1.208198
F -1.825655 -1.086682 1.784863
C -1.230110 -1.562534 -0.519898
F -3.691630 -0.029427 -1.022154
F -4.011432 0.269576 1.104875
H -2.659467 3.663998 0.283271
H -1.135844 3.337069 1.274069
H 0.645591 1.969851 -1.797433
H -1.674890 2.640976 -1.667791
0] -1.408955 -1.510177 -1.713324
0] -0.202034 -2.170334 0.083737
C 0.771222 -2.774528 -0.793474
H 1.223112 -2.014929 -1.431309
H 0.299203 -3.539811 -1.410433
H 1.515961 -3.211656 -0.133731
C 3.075815 0.960436 -0.895728
C 4.323277 0.348637 -0.872498
C 4.744993 -0.356253 0.257215
C 3.904648 -0.438538 1.365654
C 2.653822 0.172076 1.340863
C 2.209102 0.877737 0.209700
H 2.778347 1.520084 -1.774802
H 4.976042 0.429432 -1.734757
H 5.721545 -0.826652 0.273983
H 4223201 -0.976760 2.251511
H 2.003397 0.099077 2.206170
TS-EndoA

E =-991.47006195H

C -0.420128 -1.420003 0.161341
C 1.583745 0.747375 0.503015
C 2.764673 0.045196 0.228310
C 2.492258 -1.917209 0.184805
C 0.265884 -1.959967 -0.898778
C 1.650577 -2.218950 -0.884885
H 0.073992 -1.356901 1.124127
F 1.277529 0.850769 1.819028
C 0.735445 1.406531 -0.474426
F 3.371973 0.245933 -0.946267
F 3.680225 0.030456 1.224939
H 3.533836 -2.209181 0.102582
H 2.105439 -1.961010 1.198165
H -0.249956 -2.114512 -1.840032
H 2.104968 -2.52175 -1.822660



@) 0.884535 1.335467 -1.678941
@) -0.226672 2.142400 0.129865
C -1.084195 2.883073 -0.754903
H -1.639626 2.207542 -1.406442
H -0.500043 3.573527 -1.365209
H -1.764181 3.428706 -0.104348
C -2.605220 -0.948322 -0.998049
C -3.929498 -0.537732 -0.935290
C -4.492324 -0.151680 0.284062
C -3.716258 -0.176556 1.442142
C -2.390591 -0.588977 1.381957
C -1.808688 -0.991456 0.164212
H -2.184047 -1.228474 -1.955697
H -4.527512 -0.513072 -1.839289
H -5.526710 0.169749 0.327726
H -4.143821 0.127986 2.390511
H -1.786861 -0.597905 2.282808
P-EndoA

E =-991.55434120H

C -0.191455 -1.161100 0.012562
C 0.790635 -0.031287 0.455134
C 2.297447 -0.510976 0.337468
C 2.485478 -1.925963 -0.198992
C 0.292296 -1.807945 -1.266912
C 1.564534 -2.187900 -1.360221
H -0.071911 -1.902678 0.814291
F 0.537657 0.229807 1.792845
C 0.599919 1.265587 -0.360701
F 2.977458 0.363507 -0.485783
F 2.894076 -0.406100 1.560130
H 3.538848 -2.039320 -0.459559
H 2.278546 -2.615760 0.628757
H -0.410529 -1.962591 -2.075554
H 1.954710 -2.665761 -2.250640
@) 0.388692 1.270961 -1.546187
@) 0.714068 2.348128 0.404701
C 0.586361 3.614710 -0.275294
H -0.397174 3.695160 -0.738945
H 1.359271 3.709969 -1.038444
H 0.710939 4.367629 0.498812
C -2.297400 -0.205480 -1.087019
C -3.643081 0.152951 -1.029315
C -4.367012 -0.013745 0.149551
C -3.736063 -0.543610 1.273098
C -2.392314 -0.905289 1.212789
C -1.653607 -0.740561 0.035120

H -1.744183 -0.050678 -2.004669
H -4.124915 0.564720 -1.909208
H -5.414073 0.264588 0.191435
H -4.288975 -0.680138 2.195710
H -1.909771 -1.319134 2.091568
Int-ExoA

E =-991.50211930H

C 0.974073 -1.484073 -0.164364
C -2.445596 0.912010 0.334407
C -3.147946 0.077904 -0.439240
C -1.495894 -3.316987 -0.382254
C 0.422738 -2.234845 0.807843
C -0.879590 -2.897122 0.730711
C 2.285795 -0.829595 -0.142344
H 0.392418 -1.304764 -1.065331
C -1.237367 1.643336 -0.104947
F -2.868807 1.082060 1.601326
F -4.215374 -0.557182 -0.007279
F -2.884982 -0.206887 -1.687472
H -2.471742 -3.786024 -0.338091
H -1.041061 -3.223764 -1.362689
H 0.949302 -2.354056 1.751384
H -1.367649 -3.078807 1.686283
C 2.600214 0.086469 -1.161463
C 3.829302 0.740441 -1.188604
C 4.775740 0.493421 -0.196270
C 3.256767 -1.073439 0.846141
H 1.862911 0.292117 -1.929944
H 4.047606 1.441411 -1.986770
C 4.481590 -0.417804 0.820795
H 5.735236 0.997657 -0.216337
H 3.058387 -1.790838 1.633895
H 5.216119 -0.624107 1.591524
0] -0.743609 2.384580 0.892625
H 1.264633 2.449435 0.326446
0] -0.772703 1.571160 -1.218575
H 0.270999 3.818184 -0.237213
H 0.687843 3.675052 1.500219
C 0.454833 3.130395 0.588763
TS-Exo0A

E =-991.46975456H

C 0.475373 -1.255062 -0.618358
C -1.600932 0.562653 0.575055
C -2.762564 -0.007487 0.035022



C -2.413854 -1.629881 -1.033964
C -0.238675 -2.285777 -0.057959
C -1.614414 -2.495364 -0.287579
C 1.856891 -0.907023 -0.333590
H 0.020108 -0.681355 -1.417894
C -0.787868 1.590727 -0.044618
F -1.283175 0.120996 1.810788
F -3.631062 -0.516743 0.935058
F -3.431865 0.673208 -0.908215
H -3.445515 -1.918373 -1.206497
H -1.971921 -1.069482 -1.851424
H 0.249568 -2.942480 0.654393
H -2.098222 -3.288175 0.273990
C 2.531834 -0.044058 -1.219028
C 3.861363 0.301921 -1.007346
C 4.543082 -0.195545 0.102634
C 2.557791 -1.389500 0.789426
H 2.001346 0.344583 -2.081764
H 4.366398 0.958772 -1.706482
C 3.883859 -1.038660 1.000845
H 5.578985 0.075222 0.272169
H 2.055081 -2.024760 1.508501
H 4.406960 -1.415067 1.872572
@) 0.083700 2.128621 0.836943
H 1.499681 2.878877 -0.504771
@) -0.885933 1.939642 -1.207689
H 0.258575 4.040792 0.020450
H 1.521460 3.504082 1.171442
C 0.889827 3.208739 0.336562
P-ExoA

E =-991.55715818H

C 0.213875 -0.887873 -0.598809
C -0.776304 -0.001221 0.221482
C -2.263519 -0.538921 0.129779
C -2.467119 -1.682025 -0.852669
C -0.147593 -2.354965 -0.481542
C -1.413702 -2.736557 -0.631610
C 1.666847 -0.575577 -0.278475
H 0.040078 -0.586798 -1.637831
C -0.728425 1.448231 -0.310380
F -0.412850 -0.017884 1.554872
F -2.651790 -0.949157 1.371737
F -3.109457 0.500938 -0.199590
H -3.480509 -2.060599 -0.710885
H -2.407372 -1.266698 -1.865697
H 0.648296 -3.070489 -0.312028

H -1.707065 -3.778358 -0.582540
C 2.433051 0.176359 -1.174935
C 3.772152 0.458101 -0.907296
C 4363167 -0.009272 0.264004
C 2.270762 -1.040525 0.895876
H 1.977474 0.544258 -2.087977
H 4351754 1.038721 -1.616318
C 3.607727 -0.759196 1.164846
H 5.404757 0.206868 0.473609
H 1.690778 -1.616573 1.607221
H 4.059456 -1.124292 2.080479
@) -0.752898 2.345334 0.667819
H 0.163059 3.947405 -0.307703
@) -0.684588 1.700434 -1.489715
H -1.618255 3.940757 -0.361423
H -0.773570 4.301500 1.178899
C -0.744606 3.728954 0.255431
Into-EndoB

E =-991.50110640H

C -1.307265 2.744757 -0.914727
C -1.974208 -1.048200 -0.608760
C -0.794514 -1.621608 -0.349057
C 1.459741 1.538919 -0.272440
C -0.717495 2.626842 0.282142
C 0.474425 1.838820 0.595078
H -2.178767 3.374259 -1.049798
H -0.951006 2.211916 -1.790032
F -2.325529 -0.918527 -1.902874
C -2.905828 -0.546616 0.423164
F -0.298002 -1.834692 0.840764
F 0.006147 -2.051426 -1.298717
H 1.393906 1.947102 -1.278788
H -1.165402 3.144550 1.127971
H 0.555269 1.511496 1.628204
0] -2.681959 -0.576634 1.609956
0] -4.023635 -0.067328 -0.138901
C -5.004455 0.459294 0.776476
H -4.582494 1.287883 1.346119
H -5.338645 -0.319398 1.462935
H -5.825348 0.799831 0.150314
C 4.835703 -0.037509 -0.792483
C 3.666796 0.691476 -0.991848
C 2.662220 0.742654 -0.010488
C 2.868482 0.021144 1.179604
C 4.035808 -0.704784 1.379845
C 5.026928 -0.738111 0.396300



H 5.595836 -0.058663 -1.565432
H 3.525477 1.236297 -1.919738
H 2.107159 0.019423 1.950562
H 4.172564 -1.254712 2.304413
H 5.934636 -1.308947 0.555437
TS-EndoB

E =-991.46066420H

C 1.651441 1.209196 1.705790
C 1.626855 -0.617247 0.255809
C 0.324337 -0.701269 -0.271318
C -1.029270 0.638292 0.812970
C 0.898573 2.140020 1.021427
C -0.406093 1.868601 0.594821
H 2.702979 1.389371 1.898619
H 1.196736 0.459759 2.339370
F 1.887982 -1.550060 1.209370
C 2.771333 -0.085648 -0.506167
F 0.086382 -0.289819 -1.515055
F -0.361707 -1.821109 -0.002333
H -0.748926 0.086333 1.705382
H 1.383138 3.032398 0.640314
H -0.883926 2.586816 -0.062844
@) 2.679147 0.713481 -1.409350
@) 3.933060 -0.603736 -0.060306
C 5.115177 -0.155116 -0.749234
H 5.226895 0.925924 -0.653238
H 5.063701 -0.417723 -1.806513
H 5.941153 -0.671428 -0.265566
C -4.464418 -0.901962 0.591443
C -3.181522 -0.584421 1.026564
C -2.378695 0.318467 0.312729
C -2.892768 0.874229 -0.870124
C -4.173688 0.554849 -1.306670
C -4.966532 -0.331458 -0.576786
H -5.070121 -1.597168 1.161734
H -2.794610 -1.036486 1.933676
H -2.281255 1.543585 -1.463627
H -4.551893 0.991001 -2.224444
H -5.963834 -0.580662 -0.920992
P-EndoB

E=-991.56731719H

C 1.643092 2.006884 -0.145690
C 1.650259 0.537914 0.273285
C 0.276648 -0.107757 -0.039365

C -0.867306 0.569620 0.726543
C 0.368482 2.705640 0.242356
C -0.742369 2.075616 0.618489
H 1.806043 2.059166 -1.226126
H 2.506246 2.490449 0.323527
F 1.797225 0.464809 1.661792
C 2.798349 -0.236295 -0.404123
F 0.079094 -0.026029 -1.394118
F 0.318591 -1.444181 0.262231
H -0.710982 0.289915 1.774376
H 0.381138 3.790449 0.203062
H -1.625415 2.643794 0.891293
O 3.136615 -0.031877 -1.542763
O 3.346233 -1.135299 0.410237
C 4.409022 -1.931318 -0.155859
H 5.229523 -1.290407 -0.480030
H 4.036848 -2.503510 -1.006086
H 4.727851 -2.592603 0.645749
C -4.094907 -1.467709 0.691123
C -2.848862 -0.965002 1.060545
C -2.228853 0.034376 0.304860
C -2.882478 0.523121 -0.831123
C -4.127982 0.021829 -1.202310
C -4.738048 -0.974971 -0.442338
H -4.561988 -2.241996 1.289375
H -2.352542 -1.353566 1.943604
H -2.414053 1.296321 -1.428985
H -4.621537 0.409649 -2.086436
H -5.708390 -1.363333 -0.730612
Int-ExoB

E=-991.50101391H

C -1.382553 1.613787 -0.106271
C 0.692529 -1.601453 -0.040521
C 1.907949 -1.238120 0.383788
C 1.376248 2.997332 -0.107465
C -0.696612 2.074258 0.957182
C 0.493568 2.922843 0.897749
C -2.572022 0.757236 -0.092635
H -1.053956 1.921006 -1.096527
F 0.212292 -1.395144 -1.237310
F -0.163765 -2.232309 0.731220
F 2.234365 -1.542133 1.654716
C 2.905706 -0.528663 -0.444048
H 2.213077 3.684565 -0.060185
H 1.303193 2.375923 -0.993618
H -1.053240 1.845054 1.958199
H 0.668717 3.536569 1.779033



C -3.078066 0.150989 1.071798
C -4.218663 -0.640540 1.026432
C -4.883053 -0.856369 -0.182981
C -3.249557 0.522988 -1.301285
H -2.572245 0.292077 2.019801
H -4.589578 -1.098545 1.936735
C -4.391014 -0.272089 -1.347919
H -5.770713 -1.477806 -0.214723
H -2.871667 0.974181 -2.212924
H -4.894938 -0.435825 -2.293953
C 5.091637 0.347780 -0.468529
H 5.378053 -0.214732 -1.357775
H 4.761059 1.344896 -0.760810
H 5.918847 0.406400 0.234364
0] 4.041108 -0.338853 0.240818
0] 2.713990 -0.177067 -1.584195
TS-ExoB

E =-991.46088134H

C -1.008127 0.649766 -0.790446
C 0.364662 -0.285419 0.671620
C 1.679454 0.182363 0.487193
C 1.661632 1.543097 -1.382658
C -0.627094 1.988507 -0.695279
C 0.675813 2.418368 -0.974115
C -2.348810 0.156048 -0.433419
H -0.489778 0.032360 -1.517345
F 0.054703 -1.545181 0.361522
F -0.260466 0.091732 1.792157
F 2.045404 1.135495 1.380735
C 2.741653 -0.663526 -0.087103
H 2.689708 1.882026 -1.447527
H 1.433079 0.649318 -1.947593
H -1.312676 2.700380 -0.247789
H 0.954229 3.425826 -0.683020
C -3.154644 0.788923 0.527247
C -4.418498 0.295659 0.830761
C -4.902156 -0.845507 0.189531
C -2.842643 -1.000178 -1.057795
H -2.784805 1.660450 1.054345
H -5.025313 0.796344 1.576877
C -4.107783 -1.493539 -0.754563
H -5.886750 -1.229782 0.430608
H -2.226516 -1.511635 -1.789511
H -4.471748 -2.384931 -1.252860
C 5.053968 -1.120261 -0.088549
H 4.917276 -2.178218 0.138025
H 5.144716 -0.992197 -1.168026

H 5.931400 -0.728911 0.420820
0] 3.947295 -0.350356 0.419805
0] 2.548437 -1.517801 -0.923717
P-ExoB

E =-991.56504280H

C -0.622607 0.047132 -0.643432
C 0.207672 0.127585 0.645883
C 1.674371 0.584626 0.445095
C 1.710735 1.941868 -0.280221
C -0.361196 1.256515 -1.512302
C 0.679793 2.072957 -1.367356
C -2.099321 -0.193012 -0.356790
H -0.237138 -0.826216 -1.178384
F 0.209291 -1.089741 1.282179
F -0.358929 1.017610 1.523337
F 2.229920 0.754026 1.706637
C 2.485237 -0.476584 -0.321464
H 1.546450 2.703092 0.490625
H 2.717163 2.115458 -0.673400
H -1.068035 1.419486 -2.319063
H 0.810618 2.903101 -2.054413
C -2.962771 0.861355 -0.041825
C -4.312048 0.622309 0.208000
C -4.817834 -0.675373 0.146937
C -2.616419 -1.490313 -0.416582
H -2.577490 1.873056 0.011220
H -4.968424 1.450301 0.451766
C -3.965881 -1.732230 -0.166377
H -5.868551 -0.860565 0.339879
H -1.957972 -2.317078 -0.660920
H -4.350112 -2.744774 -0.218710
C 4.498325 -1.690450 -0.405884
H 3.991979 -2.654277 -0.461895
H 4.742255 -1.348639 -1.412189
H 5.392536 -1.759285 0.208190
0] 3.656089 -0.725187 0.260684
0] 2.108393 -0.978442 -1.352456
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Current Data Paraneters

NAME nongo=-04.12.9

EXPNO i
PROCND ' 1

F2 - Acquisition Parameters
Date_ 20041208

Tine 9.20
INSTRUM drx500
PROBHD 5 mm Myltinuc)
PULPROG 2930

0 65536
SOLVENT coC13

NS 16

DS 2

Sk 10330 578 Hz
FIDAES 0.157632 Hz

AQ 3.1719923 sec
AG 453

OW 48.400 usec
DE 6.00 usec
TE 297 3 K

01 1.00000000 sec
MCREST 0.00000000 sec
MCWAK 0.01500000 sec
szzzzasx CHANNEL ] ==ssssas
NUCH 1H

o1 10.30 usec
PLL -6.00 oB
5F01 S00.1330885 MMz
F2 - Processing parameters

SI 32768

SF 5001300131 MHz
WOW EM

558 0

L8 0.30 H2

68 0

AL 1.00

10 NMR plot parameters

cx 20.00 ¢n F F
Cy E.76 cn
Fip 10.000 ppm F Coz&\
F1 5001.30 H2 Ph
F2pP -1.000 ppm
F2 -500.13 Hz
PPUCM 0.55000 poa/cm
HZCM 275.07150 He/en | l@as polar

3aA



J‘L

N

Current Data Paraneters

NANE hondo-04.12 .8
EXPND e
PROCND 1

F2 - Acouisation Paraneters
Date 20041205

Tine g.28
INSTRUN drx500
PROBHD 5 me Nultanucl
PULPROG 260930

T 65536
SOLVENT coci3

NS 256

) 2

SaH 30030.029% M2
FIDRES 0, 458222 W2
AG 1.0952244 sec
B 2048

O 16.650 usec
€ &.00 usec
113 238.3 K
D1 0.50000000 sec
a1 0.030000D0 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
zezmanan CHANNEL f§ sxssxsss
wCi 13C

1 5.70 usec
L8| -2.00 dB
SFOL 125 7703643 NHz
susssass CHANNEL 2 s=wemsees
CPOPRG2 waltzi6
Nce 1H
PCPD2 100.00 usec
2 -6.00 dB
PLI2 13.74 0B |
PLI13 13.74 0B
SFo2 500.132000% NHz
F2 - Processing parameters
sl 32768

SF 125.7578024 NHz
nOW (1]

558 0

L8 1.00 Mz
Ga 0

PC 0.10

10 NMR plot paraneters

ex 20.00 ce
cY 10.28 c»
Fip 200.000 pon
F1 25151.56 Hz
FepP =10.000 pon
F2 -1257.%8 Hz
PPMCN 10.50000 pon/ce

HZIC™ 1320 45891 Hi/cm

F



Current Data Paraneters
NAME nondo-04.11.25

EXPND 1
PROCND 1
F2 - Acguisition Parameters
Date_ 20041125
Time 11.28

7 ' INSTAUM X500
PROBHD 5 nm Multinuc]
PULPROG 2930
0 65536
SOLVENT cbC13
NS 16
s 2
Sk 10330.578 Mz
FIDRES 0.157632 Hz
AG 3.1719923 sec
a6 128
OW 48,400 usec
DE 6.00 usec
TE 287 .8 K
b} ] 1.00000000 sec
MCREST 0.00000000 sec
MCKRK 0.01500000 sec

m=mm=zzz CHANNEL f{ ==ese===

NUCH 1H
Py 10 30 usec
AL -6.00 0B
5F01 500.1330885 MH:
72 - Processing parameters
51 32768

, SF 500.1300115 M1z

WOM E™
3SB 0
LB 0.30 Hz
68 0

Integrai

0 -

™

I(
J A -
;

FF
1D NMR plot parameters
£x 2000 e | F CO2Bn
t oY 10.95 cm Ph
F1P 10.000 ppm
njo|s ol lo (Te) m Fi 5001.30 Hz
HE = 5|15 2 "+ 600 pon
i I °le G T F2 -500 13 Hz more polar
PPMCM 0.55000 ppm/cm 33 A
HZCM 275.07150 Hz/cm

T R B B B B R B B S B S B B SR BT L L T O A O O A A O T A B BB B B S RO
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Current Data Parameters
NAME hondo-04.11.25

EXPNO 2
PROCND 1
F2 - Acquisition Parameters
Date_ 20041125
Time 11.37
INSTRUM arx500
PADBHO 5 mm Multinucl
PULPROG 2gpQ30
0 65536
SOLVENT CDC13
NS 256
0s 2
SKH 30030.023 Hz
FIDRES 0.458222 Hz
40 1.0812244 sec
RG 36491
oW 16.650 usec
0E 6.00 usec
TE 298.5 X
01 0.50000000 sec
da11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
Ssummmnn CHANNEL f{ ===er===
NUCH 13C
1 5.70 usec
PL1 -2.00 d8
SFO1t 125.7703643 MHz
===zsxuss CHANNEL 2 ==s=suwwwm
CPOPRG2 waltz16
Nuce H
PCPD2 100.00 usec
AL2 ~6.00 d8
|Li2 13.74 0B
PL13 13.74 o8 F F
SFo2 500. 1320005 MHZz

F CO,Bn
F2 - Processing parameters
5I 32768 Ph
SF 125.7577969 MHz
NDW EM
55B 0 |
LB 1.00 Mz
- 5 | more polar
PC 0.10

10 NMR plot parameters

Cx 20.00 cm

cy 10.60 ca

FiP 200.000 ppm

F1 25151.56 Hz

Fep -10.000 ppm

F2 -1257.58 Hz
PPMCM 10.50000 ppa/cm

HZCM 132045679 Hz/cm

3aA



Integral

3595

11 404

317~

0.815
1.221
0.691
0.939

o

0.858

1 017

1. 043

0.915
1867

3.000
2.321

-

Current Data Parameters

Hz

NAME nongo-7-2-1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20070201
Time 12.26
INSTRUM drx500
PROBHD 5 ma Multinucl
PULPROG 2930
10 65536
SOLVENT coCi3
NS 16
) 2
SWH 10330.578
FIDRES 0.157632
AQ 3.1719823
RG 812.7
DK 48.400
0t 6.00
TE 294 2
01 1.00000000
MCREST 0.00000000
MCWRK 0.01500000

======3= CHANNEL f} v=smes==s

NUC1H 1H
P1 10.00
PL1 -6.00
SFO1 500.1330885

usec
08
MHz

F2 - Processing parameters

SI 32768
SF 500 1300131
WOW EM
S58 0
LB 0.30
GB 0
P 1.00

10 NMR plot parameters

Cx 20.00
cY 10.92
Fip 10.000
Fi 5001 .30
FepP -1.000
Fe -500.13
PPMCM 0.3550C0
AZCM 275.07150

MH2z

Hz
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Current Data Parameters

NAME hondo-7-2-5
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters
Date_ 20070205

Time 15.35
INSTRUM arx500
PROBHD 5 mm Multinuc)
PULPROG z9pg30

10 65536
SOLVENT coC13

NS 256

0s 2

SkH 30030.029 Hz
FIORES 0.458222 Hz
4G 1.0912244 sec
RG 36491

Ow 16 .650 usec
0E 6.00 usec
TE 293.7 K

s3] 0.50000000 sec
g1 £.032000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
ELL T T CH‘NNEL fi{ wenzzass
NUCY 13C

Py 11.00 usec
ALy -3.00 aB
SFO1 125.7703643 MKz

zassemrs CHANNEL {2 =ssacase

CPDPRG2 waltz16
Nuc2 1+
acPo2 100.00 usec
PL2 -6.00 08
PLi2 17.00 d8
PL13 15.00 a8
5F02 5001320005 MHz
FZ - Processing parameters
S1 32758

SF 125.7578078 MHz
wOK EM
558 ]

LB 1.00 Hz
68 0

L 1.40

1D NMR plot parameters

Cx 20.00 cm

cY 10.79 ¢ca

FiP 199.90¢ ppm

Fy 2513B.98 Hz

Fop -0.100 ppm
F2 ~12.58 H2
PPMCN 10.00000 pom/ca

HZCM 1257.57800 Hz/cm

F

3bA

STol-p
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Current Data Parameters

Integral
2.0032
7.7819
1.9774

NAME hondo-7~1-7
EXPNO 2
PROCNO 1
£2 - Acquisition Parameters
Date _ 20070107
Time 20.37
INSTRUM orx500
PROBHD 5 mm Multinucl
PULPROG 2330
0 65536
SOLVENT coci3
NS 16
0s 2
SWH 10330 .578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 228 .1
oW 48.400 usec
DE 6.00 usec
TE 283.1 K
01 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
s======= CHANNEL f{ ========
NUC: 1H
P1 10.00 usec
PL1 -6.00 0B
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300153 MHz
WOW EM
558 0
LB 0.30 Hz
GB 0
PC 1.00
L —l - 10 NMR plot parameters EE

ox 2000¢n | F SO,Tol-p -
cY 10.94 cm Ph
F1P 10.000 ppm

3 Fi 5001.30 Hz

= Fap -1.000 ppm |

: Fe -500.13 Hz l...pollr
PPMCM 0.55000 ppm/cm
HZCM 275.07150 Hz/cm 3dA

L L L L I L T L I B O B B I
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Current Data Paraneters

NAME hongo=-7-1-7
EXPNO 3
PAOCND t

F2 - Acgquasition Parameters
Date 20070107

Time 20.48
INSTAUM arx500
PROBHD S mm Multinucl
PULPROG 29pg30

0 65536
SOLVENT coCl13

NS 256

0s 2

Sk 30030.029 Hz
F10RES 0.458222 Hz
AG 1.0912244 sec
a6 3649 1

oW 16.650 usec
0E 6.00 usec
TE 2935 K

D1 * 0.50000000 sec
a1 0.03000000 sec
MCREST 0.00000000 sec
NCWRK 0.01500000 sec
sz====== CHANNEL f] ==s=sava
MICH 13C

3 | 11.00 usec
L ~3.00 d8
SFO14 125,7703643 MHz
swese==== CHANNE| f2 =ssssacs
CPOPRG2 waltziB
Nucz2 iH
PCPO2 100.00 usec
aL2 -6.00 dB
pL12 17.0C B
PL13 19.00 a8
SFo2 500. 4320005 MHz
F2 - Processing parameters
S1 32788

SF 125.7578125 MHz
WOW EM

$58 0

L8 1.00 Kz
68 [}

FC 1.40

10 NMA plot parameters

Cx 20.00 cm

cy 10.83 cm
FiP 219.206 ppm

3] 27566.83 Hz

Fap -19.5687 ppm
F2 ~2463.20 Hz
PPHCM 11.93963 ppm/cm
HZCM 1501.50146 Hz/cm

FE

F SO,Tol-p
Ph

[loupolu
3dA
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Current Data Parameters
NANE snime)1-5-5-23
ZXPND 1
PROCND 1

F2 - Acquisition Parameters

Integral
7.7054

)

Date_ 20060523
~ . _ Tine 14 .47
| INSTAUM darx500
SPR0BHD 5 mm Multinuc!
SULPRDG 2930
\fu} 65538
SOLVENT coc13
NS 18
0s 2
SwH 10330.578 w2
FI0RES 0.157632 H2
40 3.1719323 sec
RG 128
oW 4B.400 usec
DE §.00 usec
TE 298.5 K
0 1.00000000 sec
MCREST 0.0C00000C sec
MCWRK 0.01500000 sec
ELT T CNAML {] wesn=ses
NUCtL iH
1 10.00 usec
oLy -6.00 oB
SFO1 500 1330685 MMz
F2 - Processing paramaters
S 32768
SF 5001300165 MMz
WO EM
’ { ( 558 0
{ L8 0.30 Mz
! 68 0
/ ) . PC 1.00
J A—‘Aﬁ Ja 1 10 NMR plot parareters
CX 20.00 cm FF
CY 9 68 cm
FiP 16.000 ppm F SO,Tol-p
e e ”
] I = 201218 F2 -500.13 #z
PPUCM 0.55000 ppm/cm mnnpolaf
HZ(M 275 07150 Hz2/cn
]lllk\ll\'Illl:\'\l\I\III|I|1‘lllYl(Ill‘llll|lI‘l'l|<|V|II|A‘Il'l\!‘l'l?lll 3dA
[ 4 2 0
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Current Data Paraneters
NAME shimo)1-6-5-23
2

EXPNO

PROCNO 1

£2 - Acquisition Paraseters
Date_ 200650523

Time 15.09

INSTRUM orx500

PROBHD 5 mm Multinuc]

PULPADG z9pg30

0 65536

SOLVENT cDC13

NS 256

0s 2

Sk 30030.028 Hz

FI0RES 0. 458222 Hz

A0 1.0812244 sec

a6 3649 1

b 16 650 usec

DE 6 00 usec

TE 298.4 K

D1 0.50000000 sec

a1y 0.0300000C sec
MCREST 000000000 s2c
VCWRK 0.01500000 sec
wsssasss DHANNEL f! ewsewsss
NUCH 13C

| 15.00 usec

PLY =3.00 48

5F01 125 .7703543 WMz
sasswnme THANNEL #2 wrrresas
CPOPRE2 walt21E

Nuc2 1K

pCRD2 100.00 usec

L2 -6.00 dB

PL12 17 .00 oB

PLI3 . 19 00 oB

SFo2 3001320005 MHz

F2 = Processing parameters

S1 2768

SF 1257577878 Mz

wOM EM

5SB 0

LB 1.00 M2

GB 0

RC 0.00 ’ FF
10 NMR plot paraveters F Sosz'p
ot 20.00 cn Ph
cY 11.29 cn

FiP 219.322 ppm I
71 27581.50 hz |
£2p -19.470 pon | IMOre polar
F2 -2448.53 2 !
PPNCN 11.93953 pon/em
HICM 1501 50146 Hz/cm 3dA



Current Data Parameters

Integral
6.0146
2 3249
2.0000
0.4432
0.9340
0.2314
0.9404
0.2292

™

NAME hondo-04.42 .40
EXPNO 3
PROCND 1

F2 = Acquisition Parameters
Date_ 20041210

Tine 16.03
INSTRUM drx500
PROBHD 5 mm Multinuc]
PULPROG 2930

10 65536
SOLVENT CDOC13

NS 16

0s 2

SWH 10330 578 H2
FIDRES 0.157632 Hz
A0 3.1719923 sec
86 406 .4

oW 48 400 usec
D€ . 6.00 usec
TE 298.0 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCNRK 0.01500000 sec
ET T T T CHANNEL [] “Ramanrn
NUCL 1H

P1 10.30 usec
PLL -6.00 d8
SFO1 500.4330885 Mz
F2 - Processing parameters
51 32768

SF S00.1300156 MHz
NDw EM

558 (]

LB 0.30 Kz
6B Q

2C 1.00

10 NMR plot parameters

cx 20.00 ¢n
Cy 5.0% ¢cn
FiP 10.000 pp!
Fi 5001.30 H2
FepP ~1.000 ppm
F2 =500.13 Hz
PONCM 0.55000 ppe/cm
HZCM 275.07150 Hz/cm
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Current Data Parameters

NANE nonco-04.12.10
EXPND 2
PROCND 1

F2 - Acouisition Paraneters
Date_ 20041210
Tine 12.43
INSTRUM ora500
PROBHD 5 ma Multinucl
PULPROG 29pp30

T0 85536
SOLVENT €ncl13

NS 2%6

0s 2
SW 30030.029 #H2
FIORES 0,458222 w2
AD 1 0912244 sec
"6 4597 6

On 16.650 usec
DE 5.00 usec
TE 298.4 K
0 0.50000000 sec
d11 0.03000000 sec
NCREST 0.00000000 sec
NCWRK 0.01500000 sec

sxssssss (HANNEL 1 =wesms=s

{7

w

12

NUC1 13C

P1 5.70 usec
LY -2.00 a8
SFO1 125.7703643 MMz
- = CHANNEL fe TrEEERss
CPOPRG2 waltz16
wee L)
20pPD2 100.00 usec
L2 -6.00 oB
PLI2 13.74 o8
PLI3 13.74 o8
sF02 500, 1320005 wH2
F2 - Processing paraveters
51 32768

SF 125.7578189 wHz
NOW EM

S8 0

L8 1.00 Hz
&8 0

eC 1.40

10 ANA plot paraneters

cx 20.00 ¢m
cy 10.21 ¢m
Fip 200 000 ppn
Fi 25151.56 Hz
Fer =10.000 ppm
F2 -1257 .58 Hz
PANCM 10.50000 ppn/cn
HICH 1320.45703 Hz2/cn

F

3aB
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0.3812
0.4096

0.1431
2.0108
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Current Data Parameters

NAME nonco-05.2.17
EXPND i
PROCNOD 1

F2 = Acquisition Parameters
Date_ 20050217
Time 17 47
INSTRUM drx500
PROBHD 5 ma Multinucl
PULPROG 2930

0 65536
SOLVENT CcDC13

NS 16

05 2

SHH 10330 .578 M2
FIDRES 0.157632 H2
AQ 3.1719923 sec
AG 35.9

oW 48 400 usec
DE 6.00 usec
TE 295.5 K

01 1 00000000 sec
MCREST 000000000 sec
MCWAK 0.01500000 sec
z===zz==x CHANNEL f{ ==ss=sse
NUC1 1H

Pl 10.30 usec
PLL -6.00 o8
SFO1 500. 1330885 MHz
F2 - Processing parameters
sl 32768

SF 500 1300131 MHz
WOK =

SSB 0

B 0.30 M2
] 0

ac 1.00

10 NNR plot parameters

[ § 20.00 cm
oY 10.83 cm
FiP 10.000 ppm
£ 5001.30 Mz
FaP -1.000 ppm
F2 ~500.13 rz
PPMCM 0.55000 ppm/cm
HICH 275 07150 Hz/cm

F

FF

3aC

CO,Bn
Cy
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Current Data Paranmeters

NANE hende-05.2. 17
EXPND 2
PROCND 1

F2 - Acguis:tion Paraneters
Date 20050217

Tine 17.5%
INSTRN darx500
PRIBHD S am Nultinucl
PULPROG 200030

0 63536
SOLVENT coc13

NS 256

0s 2

S 30030.029 Hz
FIORES 0.458222 Wz
A0 1.091224¢ sec
a6 3649 .t

oW 16.650 usec
OE 6.00 usec
TE 2% .9«

0t ©.50000000 sec
a1 0.03000000 sec
MCREST ©.00000000 sec
MCAAK 0.04300000 sec
=eeszeee CHANNE| ] =ssemee=e
NUC1 13C

] 5.70 usec
ALt -2.00 @8
SFO1 125 7703543 miz
sesmzeen CHANNEL 2 ===emam=
CPDPAGZ waltz16
NUC2 1H
PCPO2 100.00 usec
PL2 -6.00 o8
PLI2 13.74 08
PLI3 13.74 03
SF02 5001320005 wHz
F2 - Processing parameters
S 32768

SF 125 7577947 w2z
WOw EM

SSB 0

LB 1.00 H2
GB 0

PC 1.40

10 NNR plot parameters

cx 20.00 c»
cy 10.68 c»
FipP 200.000 pon
Fi 25151 .96 Hz
F2P =10 000 pon
F2 -1257.98 =
PPUCN 10.50000 pon/cm
HICM 1320, 45679 Mz /cn



Integral

5.0000

0 .9864
0.9930

o —

2.1150
1.0041

wn

1.0065

[
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Current Data Parameters

NAME Honaou
EXPND 3
PROCND 1

F2 = aAcquisition Parameters
Date _ 20050213
Time 19.24
INSTRUM arx500
PROBHD S mm Multinucl
PULPROG 2930

T 65536
SOLVENT coC13

NS 156

05 2

S 10330.578 Hz
FIDRES 0.157632 Hz
AG 3.1719%23 sec
R 128

oW 48,400 usec
0E 6. 00 usec
TE 235 .4 K

D1 1.00000000 sec
NCREST 0.00000000 sec
NCWRK 0.01500000 sec
SEEEIE=E CMNNEL f1 ET T
NUCY 1H

P1 10.30 usec
PL1 -5.00 o8
SFO1 5001330885 MHz
F2 = Processing parameters
51 32768

SF 500.1300134 M4z
NOW EM

588 0

LB 0.30 Hz
6B 0

PC 1.00

10 NMA plot paraneters

Cx 20.00 ¢cn
cy 10.78 ¢n
FiP 8 433 poa
Fi 4217 .61 Hz
Fop -0.318 pom
Fe -159.21 Hz
PPMCM 0.43757 pom/cm

HICH 21B8.84090 Hz/cm

F

ot
3aD
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Current Data Paraseters

NANE HONGOU
EXPND 4
PRICND 1
F2 - Acquisition Paraneters
Date_ 20050213
Time 19.32
INSTHUM orx500
PROBHD % nm Multinucl
PULPRDG z9pg30
10 55536
SOLVENT coci3
NS 296
0s 2
Skt 30030.029 w2
FI0RES 0.458222 w2
A0 1.0912244 sec
a6 4597.6
L] 16.650 usec
0E 6.00 usec
TE 295.4 X
a1 0.50000000 sec
a1l 0.03000000 sec
NCREST 0.00000000 sec
NCaRK 0.0150000D0 sec
sesmmees CHANNEL f] ==s=s=:zs
NUCH 13C
] 5.70 usec
PL1 -2.00 o8
SFO1 1257703543 wHz
sesssses CHENNEL {2 meemmm==
CPDPAG2 waltzib
NuC2 1H
PCeD2 100.00 usec
L2 -6.00 o8
PL12 13.74 o8B
PL13 13.74 0B
SFo2 500. 1320005 M2
F2 - Processing parameters
S1 32768
SF 125 7577969 MHz
WOW EM o]
558 0
LB 1.00 =z
GB ] iy
pC v |
' F
10 NMR plot parameters I
cx 20.00 cm
cy 11.49 cn |
FiP 200.000 ppm w m
1 25151 .55 H2 |
Fop ~10.000 ppm 3aD
Fe -1257 .56 Hz
PPNCM 10.50000 ppn/cn
HICH 1320 . 45679 H2/cm



Current Data Parareters

Integral

5.0000
1.9014
3.09800
0.9764

L -

n

na

NAME Hondou
EXPND t
PROCNO t
F2 - Acquisition Parameters
Date_ 20050213
Time 1910
INSTRUM arx500
PROBHD 5 ma Multinuc!
PULPROG 2030
0 65536
SOLVENT COC13
NS 16
0s 2
SwH 10330 578 Hz
FIDRES 0.157632 Hz
A0 3.1719923 sec
ARG 1Bt
Ow 48.400 usec
DE 6.00 usec
TE 295.2 K
D1 1.00000000 sec
NCREST 0.00000000 sec
MCWRK 0.04500000 sec
ssssss==s CHANNEL (] wwss=s==
NUCHL 1H
Py 10.30 usec
Lt -6.00 a8
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
SF 500.1300137 MHz
WOW EM
SS8 Q
i) 0.30 M2
GB ]

l PC 1.00
1D NMR plot parameters (o)
Cx 20.00 cm
Cy 11.01 cm
Fip B.540 ppm 7
F1 4270.93 Hz
Fep -0.469 ppm F
Fe -234.61 W2
PPNCM 0.45044 ppm/cm b‘"‘ m
HICM 225.27739 H2/cn

3aD

1 0
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Current Data Paraseters

NAME Hondou
EXeNO 2
PROCND 1

F2 = Acquisition Paraneters

Date 20050213
Time 19.18
INSTAUM 4rx300
PROBHD 5 nm Multinucl
PLLPROG 29pg30

0 65336
SOLVENT coc13

NS 256

0s 2

Sk 30030.029 M2
FICRES 0. 458222 w2
AQ 1.0912244 sec
AG 2208 .8

ow 16.650 usec
0E 6.00 usec
TE 295 3 %

H 0.50000000 sec
dit 0.03000000 sec
NCREST 0.00000000 sec
NCWRK 0.01500000 sec

wmmmmnn CHANMEL £] memmmm==

NUC1 13C

L 5.70 usec
PLy -2.00 0B
SFO1 12%. 7703643 NH2

asssssse CHANNEL 12 =sescses

CPOPRGZ waltzib
NuC2 0
pcen2 100.00 usec
pL2 -5.00 0B
pL12 13.74 ¢B
PL13 13.74 0B
SF02 500.1320005 NHz
F2 - Processing paraneters
SI 32768

SF 125 7577960 NHz
NOM EM
558 0

L8 1.00 Hz
G8 0

PC 1.40

10 NMR plot parameters

CX 20.00 cm

Cy 11.46 cm
FiP 200.000 ppm

Fl 25151 86 Hz

F2p -10.000 ppm
F2 -1257 58 Hz
PPMCM 10 50000 pow/cm
HICM 1320 45679 Mz/cm

0
AF
/i F
| F
:moropolu
3aD
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Integral

[ 4]

5.1162

2.0000
1.1584
1. 1416
2.1589

19

i

3.0255
3.1820

-

€ -

Current Data Parareters

NAME hando-05.1.21
EXPNO ]
PROCNO 1

F2 - Acquisition Parameters
Date 20050121

Time 16 .39
INSTRUM drx500
PROBHD 5 mm Multinucl
PULPROG 2930

10 B55386
SOLVENT 020

NS 16

DS 2

SkH 10330.578 Hz
FIDRES 0.157632 Mz
AQ 3.1719923 sec
RG 7241

oW 48400 usec
CE 6.00 usec -
TE 295.5 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWAK 0.01500000 sec
=zzzzzz= [HANNEL (] sssmunns
NUCt 14

P1 10.30 usec
PL1 -5.00 a8
SFOt 500.1330885 MHz

F2 = Processing parameters

51 32768
SF 5001300134 Mz
NDW EM
558 0
LB 0.30 Wz
GB 0
aC 1.00
FF
1D NNR plot parameters
Cx 20.00 cm cc!e"
cy 10.97 cm
Fip 10.000 ppm
1 5001.30 H2
Fap -1.000 ppm
F2 ~500.13 W2
PEMCH 0.55000 ppm/ce 3aE
HZICM 275.07150 Hz2/cn



100 75 50

(8]
')
—
Ny —
wn
n
o

&

20

Current Data Paraseters
NAVE nonsa-05.3.4-Y

EXPND 2
PRICND t

F2 = Acguisition Parancters
Date_ 20050304

Tine 19.5
INSTRUM drx500
PROBHC 5 m Multinucl
PULPROG 29p530

10 65536
SOLVENT €oC13

NS 256

0s 2

SNH 30030.029 Hz
FI0RES 0.458222 Hz
a0 1. 0512244 sec
AG 3649 1

Ow 16.650 usec
DE 6.00 usec
TE 296.5 K
bl 0 850000000 sec
411 0.030C0000 sec
NCREST 0.00000000 sec
NCWRK 0.01500000 sec
szzsssaa [HANMEL f{ m=re=szs
NUC1 13C

Py 5.70 usec
PLt -2.00 a8
SF01 125 .77035643 M4z
wnssssss CHANNEL f2 wemosmses
CPOPRG2 walt216
wee e}
PCPD2 100 00 usec
PL2 -6.00 o8
PLI2 13,74 ¢8
PLI3 13,74 o8
SFo2 5001320005 MHz
F2 - Processing parameters
51 32768

SF 1257578180 NHz
WO Em

558 0

L8 1.00 Hz
8 0

eC 1.40

10 NNR plot paraneters

Cx 20.00 cm
Cy 10.52 cm
Fip 200 000 ppn
F1 25151 .56 Hz
Fap =10.000 ppw
£2 ~1257 58 Hz
PPNCM 10 50000 pom/cn
HICH 1320 45703 Hz/cm

FF
Fgé

3aE
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Current Data Parameters

NAME 05.1.25-q
EXPND 1
PROCNO 1

F2 - acquisition Parameters

Date_ 20050125
Tine 18.26
INSTAUM drx500
PROBHD 5 mm Multanuc)
PULPROG 2930

10 65536
SOLVENT coc13

NS 16

0s 2

S 10330.578 Hz
FIORES 0.157632 Hz
AQ 3.1719923 sec
RG H.9

W 4B . 400 usec
DE 6.00 usec
TE 295 6 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

zzzzzzz= CHANNEL ] ======zz=

NUC! tH

Pi 10.30 usec
PLI -6.00 ¢B
SF01 500.1330885 Mz
F2 - Processing paraneters
S 32768

SF 500.1300127 Mz
WOW EM

588 0

LB 0.30 Hz
5B 0

oC 1.00

10 NMR plot parameters

Cx 20.00 ¢cm
cY 10.38 cm
Fip 10.000 pom
Fi 5001.30 Hz
F2pP -1.000 ppn
F2 =500.13 Hz
PPMCM 0.55000 ppm/cm
HItM 275.07150 Hz/cm

CO,8n
OMe

(o)

‘less polar
3aF



Current Data Paraneters

NAME 05.1.25-9
EXPNO 2
SADCNG 1
F2 - Acquisition Parameters
Oate 20030125
Time 18.34
INSTRUM arxS00
PRIBHD 5 na Multinuc!
BULPRDG 9pg30
70 65536
SOLVENT chC13
NS 256
Ds 4
Sak 30030.02¢% Hz
FIDRES 0.458222 Hz
AG 1.0912244 sec
RG 3649 ¢
o 16.6%50 usec
0E 5.00 usec
TE 236.6 K
01 0.50000000 sec
d11 0.03000000 sec
NCREST 0.00000000 sec
NCWAK 0.03500000 sec
wennewew [MANMNE| f{ massssse
NUC1 13C
Pt 5.70 usec
oL -2.00 4B
SF01 125.7703643 MHz
ssssnmen CHANNEL Ff2 =ewessss
CPOPRG2 walt216
wC2 N
PCPD2 100 00 usec
a2 -6.00 oB
PLIZ2 13.74 oB
PL13 13.74 o8
SFo2 500. 1320005 M~z
F2 = Processing parameters
Si 32768
SF 125.7576070 wz
WDN EM
558 0
L8 £.00 Hz F F
G3 0 C( )28[1
PC 1.40

L l lL 10 MR plot parameters
ox 20.00 cm

L . oY 10.77 tm O
1P 200.000 poa
2] 2518156 Hz : less polar
| . | | ' . ' . | ' f ' ' ] ' | 1 I 1 ' ! ' ' ' ' ;zp -;270052 pom !
' -12%7.58 mz
75 150 128 100 75 53 | h PPUCM 10.50000 ppn/ce 3aF

HICN 1320. 45691 Hz/cm

22
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Current Data Parameters

NAME 05.1.25~y
EXPNO 1
PROCND 1

F2 - Acquisition Parameters
Date _ 20050125
Time 18.31
INSTRUM orx500
PROBHD 5 am Multinucl
PULPROG 2930

T0 65536
SOLVENT coci3

NS 16

0s 2
SNH 10330.578 Hz
FIDRES 0.157632 M2
20 3.1719923 sec
RG 50.8

oW 48 400 usec
DE 6.00 usec
1E 295.7 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWAK 0.04500000 sec

ssssss=s CHANNEL f1 ========

NUCt iH

P1 10.30 usec
AL -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
S1 32768

SF 500 1300134 MHz
WOM EN

SSB 0

LB 0.30 Hz
G8 0

PC 1.00

10 NMR plot parameters

X 20.00 cm
CY 10.46 cm
F1p 10.00C ppm
F1 5001.30 Hz
Fop -1.000 ppm
Fe -500.13 Hz
PPNCM 0.55000 ppm/cn
HICM 275.07150 Hz/cm

o}

imore polar

3aF



Current Data Parameters

NAME 05.1.25-y
- EXPNO e
: ' PRICND 1
F2 = Acquisition Paraneters
Date 20050125
Tine 19.40
INSTRUN drx500
I T PRIBHD 5 mnm Nultinuc)
PULPROG 150930
™ 65535
SOLVENT cocl3
NS 256
s 2
SaH 30030.028 Hz
FIDRES 0, 458222 Mz
ag 1.0952244 sec
RG 36491
W 16.650 usec
b3 6. 00 usec
TE €96 6 K
o} | 0.50000000 sec
ai 0.03000000 sec
MCREST 0.00000000 sec
NECNEK 0.01500000 sec
srxuzzes [HANNEL ] sssceues
NUCH 13C
3 | 5.70 usec
ALt -2.00 o3
SFO1 125 .7703543 M2
sassssss CHANMNEL £2 ==semven
CPOPRE2 waltz1b
Nuce 1H
pCPp2 100.00 usec
pL2 -5.00 o8
PL12 13.74 dB
PL13 13 74 dB
S5F02 5001320005 NHz
F2 - Processing parameters
81 32768 '
5F 125.7578024 Nz
wou Eu R F
558 0 CO;Bﬂ
L8 1.00 Hz
ca 0
PC 1.40
' 10 NNR plot paraneters (o]
“ “ ex 20.00 ca
e ~ cy 10.73 ¢a
Fi1p 200.000 oon mw
F1 25151.56 M2
For -10.000 ppn 3aF
: : P r ‘ o F2 1257 .58 W2
150 125 10 75 S0 25 ) PPUCKH 10.50000 ppn/cn
HICM 1320 . 459! H2/ce

24
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5.0000
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Current Data Paranmeters

NAME yamada-05.2.9
EXPNO 2
PROCNO 1

F2 = Acquisition Parameters
Date_ 20050209

Time 21.20
INSTRUM orx500
PROBHD 5 nm Multinucl
PULPROG 2930

TD 55536
SOLVENT coci3

NS 16

as 2

SKH 10330 .578 M2
FIDRES 0.157632 Hz
AQ 3.1719%23 sec
A6 287 .4

On 48 400 usec
0E 6.00 usec
TE 295.6 K

0t 1.00000000 sec
MCREST C.00000000 sec
MCNRK 0.01500000 sec
zzzzzz== [HANNEL f] wxe==s===
NUC1 1H

Pl 10.30 usec
PLL -6.00 0B
SFO1 500.43308B5 MHz
F2 = Processing parameters
S1 32768

SF 500.1300137 wMHz
WOW EM

558 0

LB 0.30 Mz
GB 0

|C 1.00

10 N4R plot paraneters

Cx 20.00 ca
Cy G 41 cm
F1p 10.000 ppm
Fi 5001 30 Hz
F2pP ~1.000 pom
F2 -500.13 Hz
PPUCM 0 55000 ppm/cm
HICM 275.07450 Hz/cn

FF
e
Ph

4



Integral

2.1511

8.8640

—
e

1.0000

s

10852
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Current Data Parameters

NAME hongo-5-9-16
EXPNO 3
PROCND t

F2 - Acquisiticn Parameters
Date_ 20050816

Time 16 52
INSTRUM arx300
PROBHD 3 mm Multinucl
PULPROG 2930

0 65536
SOLVENT coc13

NS 16

05 2

ShH 10330.578 Hz
FIDRES 0.157632 Wz
AG 3.1719923 sec
AG 1024

0w 48.400 usec
DE 6.00 usec
TE 2%9. 9 «

01 1. 00000000 sec
MCREST 000000000 sec
MCHR< 0.01500000 sec
sssmmmms CHANNEL f] ====szcas
NUC1 tH

P1 10.30 usec
PL] -6.00 oB
SF01 5001330885 MHz
F2 - Processing parameters
SI 32768

SF 500 1300137 MHz
WON EM

SSB 0

LB 0.30 Hz
Gé 0

eC 1.00

1D NMR plot parameters

X 20.00 cm
oy 38 7% cm
1P 10.000 ppm
F1 5001.30 Hz
FeP -1.000 ppm
F2 =500.13 Mz
PPNCM 0.55000 ppm/cm

HZCM 275.07150 Hz/cn

Ph

F

=4

H

Br

(E)/(2)-5G
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1.061

12.002

12 318

Current Oata Parameters

NANE hondo-b-2-2
ZXPND 1
PROCNO 1

F2 - Acgquisition Paraneters
Date_ 20080202

Time 15.11
INSTRUM arx500
PROBHD S mm Multinucl
SULPRCG 2§30

10 65536
SOLVENT coci3

NS 15

25 2

SNH 10330 578 Hz
FIDRES 0.157632 Hz
ag 3.1719923 sec
=G 456 1

0w 48.400 usec
3 6.00 usec
iE 295 1 K
31 100000000 sec
MCREST (.00000000 sec
MCWRK 0.01300000 sec
Ezsmzsas CM“L f] mssx====
NUCH 1H

o1 10 .30 usec
PL -6.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
5] 32768

SF 500.1300131 M4z
WK EM

358 0

L8 0.30 Hz
GB Q

PC 1.00

10 NNR plot parameters

Cx 20.00 cm
Cy 14.39 ¢n
1P 10 000 pom
£1 5001.30 Hz
Fer -1.000 ppm
2 ~500.13 W2
SPMCM 0.55000 ppm/cm
HZICM 275 07150 Hz/cm

oy F
ant
H B

(E)/(Z)-5H
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Integral

35846

5.9662 _—

1.0000 —
0 9812
T —

4.1388
2.0704
2.1016
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Current Data Parameters

NAME hongo-5-12-2
EXPNOD 1
PROCND 1

F2 - Acquisition Parameters
Date_ 20051202

Time 1440
INSTRUM arxS00
PROBHD 5 am Multainuc)
PULPROG 2030

0 65535
SCLVENT coc13

NS 16

0s 2

SNH 10330.578 Hz
FIORES 0.157832 Hz
AG 3.1719923 sec
AG 724 1

N 48 400 usec
DE 6.00 usec
TE 297 .0 K

)1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
==z=33== [HANNEL f] ===zz=zzs
NUCY 1H

P 10.30 usec
PLy ~6.00 oB
SF01 500, 1330885 MHz
F2 - Processing paramgters
51 32768

SF 5001300131 MMz
WOM EM

SSB 0

) 0.30 Hz
GB 0

PC 1.00

10 NMR plot parameters

£x 2000 cn  |Ph
oy 10.16 cm | F
F1P 10.000 pon
F1 5001 30 Hz |
Fap -1.000 ppn | H Br
Fe -500.13 Hz

::c"n:-" 272233?23 f.f}'éi" (E)/ (Z)'SI



Integral
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Current Data Parameters

NAME nonge-5-9-26
EXPNO 1
PROCND 1

F2 - Acquisition Parameters

Date _ 20050926

Tine 19.33
INSTRUM orx500
FROBHD 5 ma Multinucl
PULPROG 230

10 65536
SOLVENT COC13

NS 16

0s 2

SWH 10330.578 Hz
FIDAES 0.157632 Hz
40 3.1719923 sec
ARG a12.7

W 48 400 usec
DE 6.00 usec
1E 299 .8 K

D1 1.00000000 sec
MCREST 0.,00000000 sec
NMCNAK 0.01500000 sec

zzzz=z== CHANNEL f] =sssssss

NUCY L]
241 10.30 usec
1 ~6.00 0B
SFO1 500.1330BB5 MHz
F2 - Processing paraneters
SI 32768
SF 500.1300127 MHz
WOW EM
588 0
B 0.30 Hz
GB 0
BC 1.00
1D NMR plet parameters
X 20.00 tm
Cy 10.93 cm
F1P 10.000 pom
1 5001.30 Mz
FoP -1.000 ppm Ph F
2 ~500.13 Mz )=‘(
PPNCM 0.55000 ppm/cm H Br
HZCM 275.07150 Hz/cm }

(E)-5G



lurrent Data Parapeters

NAVE nonoo-b-8-28
ZaPNG 2
SROCKO 1

S2 - Arquis:ition Parareters

Jate_ 20050878
Time 19.30
INSTRUM ore500
I SACEHD 5 mm Multinue)
SULPROG 2Qp930
™m 85535
SOLVENT €oci3
NS 258
5 2
SWH 30030.029 w2
<10RES 0. 458222
A0 1 0912244 sec
A6 1290.2
W 16 630 usec
JE 6.00 ysec
TE 016X
31 030000000 sec
At 0.03000000 sec
NCREST 0.00000000 sec
MCARK 0.01%00000 sec
cesascas CHANNEL f] =ecccvee
NUC1 13C
2 11.0D usec
Lt -3.00 9B
5F01 125 7703543 MH2
wenwrver CHANNE| #2 ze=c=zaz=z
CPOPAG2 walt216
NUC2 1
a0ep2 100.00 usec
a2 -6.00 dB
a2 17.00 08
213 16.00 08
5F02 500. 1320005 Mz
<2 - Processing paraneters
51 32768
| 5F 125.7977960 NHz
WON EM
558 a
8 1.00 Mz
58 a
' C 1.40
| Ph F
10 WMR plot paraneters
J o 20 00 cn ‘ )=(
i L - oY 1105 c» H Br
1P 19%.900 pon !
1 25138.59 Wy
‘ ) ) . ) ) ‘ ) ) ) ) . ) ) “2p -0.100 pon (E)-SG
| | i i ~12.58 H?
PO 180 €0 14 126 100 a0 BC a0 20 2PMCN 10.00000 pon/cm
Rr{ad 1257 57800 Hz/ce

30
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Zurrent Data Parameters

NAME Hongo-5-8-6
ZXPNOD !
SROCND 1

F2 - Acguisition Paraneters
Jate _ 20080908
Time 17.35
INSTALM arx300
PROBHD 5 mm Multinuc)
PULPRDG 1330

o 59536
SOLVENT coca

NS 16

05 2

SNH 10330 578 H2
FIDRES 0.157632 Hr
4G 31719923 sec
G 406 4

Jw 48 400 usec
J* 6.00 usec
iE 300.5 K

a1 100000000 sec
MCREST 0.00000000 sec
MLCWRK 0 01500000 sec
=====zs== CHANL t] s=======
NUCt 1H

] 10.00 usec
al -6.00 aB
30 500. 1330885 MHz
2 - Processing parameters
Sl 32768

SF 5001300127 MHz
WOW EM

588 ]

LB Q.30 H2z
kel 1}

~C 1.00

10 NM3 plot paraneters

X 20.00 cm
Y 10.98 tm
=19 10.000 ppm
=1 5001.30 Mz
2P -1.000 ppm
2 -500.13 Hz
SPMCM G 55000 ppm/cm
=ZCM 275.07150 Hz/cm

Oy,

Y=

H

(E)-SH

F

Br



Current Oata Parancters

NAME Hongo-B-5-6
EXPND 2
FROCNG 1
T2 - Arquasition Parareters
Jate 20060906
Tine 17 20
INSTRUM ora%00

| SROBHKO 5 ma Multinuc]
PULPROG 290930
o £5536
SOLVENT €oc1s
NS 256
0s 2
SHH 30030.029 w2
FIDRES 0.438222 w2
AG 1.0812244 sec
AG 1625.5
0w 16.650 usec
0OE 6.00 usec
1€ 300 8 K
01 0.50000000 sec
ot 0.03000000 sec
MCAEST 0.00000000 sec
MOWRK 001500000 sec
sxssssss CHANNEL (1 w=wssmeas
NICH 132
P $1.00 usec
Ry -3.00 od
5FOL 125 7703643 w2
assssses CHANNEL f2 emssze=s
CPOPRGE walt216
NuC2 1H
BCFO2 100.00 ysec
PL2 -6.00 48
2 17.00 a8
L3 19.00 a8
5Fg2 500 1320005 MHz
F2 = Processing garaneters
s1 32768
5F 125 7577905 NHz
W Eu

5¢8 o Cy F
B 1.00 Hz )=<
e 1) a

aC 1.4 H Br
10 NMA plot paraneters
| N Sh.  (E)SH
- oy 10.87 ¢a
1P 192.900 gpn
<1 25138.98 M
2P ~0.100 ppe
i ! i ' ' i o2 -12.98 M
dv 60 Co 8 60 A 23 PPUCH 10.00000 ppn/en
HICN 1257 57786 H2/cm

32
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Current Data Paraneters

NAME nongp=6-9-5
IXPND 2
SROCND t

2 = ACquisition Parameters

Jate _ 20060305
Tine 17.02
INSTRUM arx500
SROBHD & mm Multinuch
SULPROG 2030
1o 65335
SOLVENT ChCl3
NS 16
% 2
SiwH 10330 . 578
=1DRES 0.157632
e} 31719923
S 45 1
N 48 400 .
X 6.00
A= 300.3
Bl 1.00000000
MCREST 0.00000000
NICNAK 0.015000C0

Hz

sssssses CHANNE| f] sesmsses

NJC 1H
” 1200
At -5.00
SF01 5001330885

usec
a8
Mz

2 - Processing parameters

51 32768
5F 500.1300131
WON EM
358 ¥
.8 0.3¢
SB G
aC 1.00
1D NMR plot parameters
ox 20.00
oY 1094
1P 10.000
=1 5001 30
2P -1.200
-2 =500¢.12
2PMCN 0 55000
H4Z0M 275 07150

MHZ

cm
cm

ppm

HZ

ppm

Hz
ppmScm
Hz/cn

F
H Br

(E)-51
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Current Data Parameters

NAvE handa-6-9-5
ZXBND 3
SRICND !

T2 - Acouisition Paraneters
Jate 20060905
Tine 17 15
INSTRUN arxS00
PROBHD 5 em Nultinuc!
AULPRIG z9a930

™ 55536
SOLVENT ciC13

NS 256

» 2

O 30030 023 H2
“10ReEs D.458222 M2
A0 1 0912244 sec
X 3645 1

o 16650 usec
X 5. 00 usec
L3 300 6 «

bl 050000000 sec
111 0.03000000 sec
wCREST D 0000000 sec
MR 0 01500000 sec
wewseese CHANNEL fl =e-wesee
Nt 13

31 13.900 usec
Ll -3.00 48
3F0t 125.77023643 M2

wmemmsny [HANNE| f2 =caszsse

CPDPARG2 waltzib
Nuc2 1H
acH2 100.00 usec
e -6.00 a8
AP 17 .00 a#
A3 19.00 aB
sFLe 500 1320005 MKz
=2 - Processing paraveters
SI 3278

SF 125 7578042 NHz
wiw EM
358 0

-B 1.00 Hz
S8 ¢

Y 1.40

10 MuE plot paraneters

X 2000 ¢n
oy 10 B3 tm
“1p 195 900 pon
1 25133 89 Wy
ap -0.100 pon
=2 -12.58 Hz
APMIN 10.000Q0 pon/ta
420N 1297.97800 Hz/cn

H Br

(E)-51
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Current Data Paraneters

NAME honoo-5-9-28

EXPND 1
DROCND 1

F2 - Acquisition Parameters
Date_ 20050428

Time 17 44
INSTRUM orx500
PROBHD 5 mn Multinuc]
PULPROG 2930

0 65536
SOLVENT CoC13

NS 16

os 2

S 10330.578 Mz
FIORES 0.157632 Hz

AQ 3.1719923 sec
RG 322.5

oM 4B.400 usec
DE 65.00 usec
TE 209 5 x

01 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
smssz===3 CHANNEL f] ====sasa
NuCt iH

21 10.30 usec
Pl -6.00 oB
SF01 5001330885 Mwz
F2 - Processing parameters

SI 32768

SF S500.1300131 MHz
NDW Ew

SSB 0

L8 0.30 H2

G8 0

PC 1.00 /
1D NMR plot parameters i Ph
ob] 20.00 cn |
Ccy 1061 ¢cn |
Fip 10 000 ppm F F
F1 5001 .30 Hz
F2r =1.00¢ pom 2G
e ~500.13 Mz
PPMCM ©.55000 ppm/cm
HZCM 275.07150 Hz/cn
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Current Dats Parameters

NAVE nongo-6-8-28
SxFNO 1
2R0CND 1

<2 - Acquasition Paraapters
Jate_ 20060828

Tine 19.19
INSTRUM crx500
SACEHD 5 an Multinuc]
PULPROG 290930

(3] 55535
SOLVENT cocl3

NS 256

%5 2

SwH 30030.029 Hz
“10RES 0458222 M
AQ 10812244 sec
e ] 35491

24 16 630 usec
JE 6.00 usec
TE 015«

N 0 50030000 sec
a1 0.03000000 sec
MCREST D Q0020000 sec
WCNAK 0 01500000 sec
zzzzzczz [HANNEL f{ sszsssss
et 13C

21 11.00 usec
LB -3.00 o8
5F01 125.7703643 whz
msmmeman CHANNEL £2 =smsense
IPDPRG2 waltzis
Nuc2 i
P02 100.00 usec
aLe *6.00 18
a2 17.00 o8
i3 19.00 08
sF02 500, 1320005 wH2
2 - Pracessing pa~ancters
51 32768

SF 125.7577932 wHz
AN N

3SB 0

.B 1.00 w2
e 0

2C 0.00 ‘
10 NMR plot paramecters {
X 20.00 tm
Y 11.05 ¢tn
1P 219.338 ppn
-1 27586. 10 w2
cop -19.434 gpn
£2 -2443.93 m2
2PMON 11.93853 ppn/cn
AICN 1201 50146 ®2/tm
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Current Data Parameters

NANE mwendo-5-2-7
ZXPND 1
SROCND 1

F2 = ACcQuisition Parameters

Date 20060207

Time 18.57
INSTRUM grx500
SROBHD S nm Myltinucl
PULPROG 2030

0 65536
SOLVENT corl3

NS 16

28 2

SNH 10330 578 Hz
FIDRES 0157632 Hz
a0 3.1719823 sec
a6 645 1

N 4B 400 usec
JE £.00 usec
TE 294 B x

01 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0 01500000 sec
ememwses CHANNEL f] ==ssss=z=x
\UCH H

21 10.30 usec
oLt -6.00 oB
5FO1 5001330885 MHz
F2 - Processing parameters
SI 32768

SF 500.1300134 Mz
WON M

S5B ]

L8 0.30 Hz
G8 0

PC 100

10 NMR plot paranmeters

cx 2000 cm |
Cy 15.18 ca Iq Cy
FiP 10.000 pom
Fi 2001 .30 M2 |
cop -1.000 ppw | F F
=2 -500.13 Hz
OPNCM 0.55000 ppm/ce 2H

4ZCM 275.07150 Hz/cwm
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Current Dats Parameters

NANE hondo-6-9-11
ZXPND 1
PRICND 1

F2 - Acguisation Parameters
Jate 20060311

Tine 20 32
INSTRUN arx3500
PRIBHD 5 nm Multinucl
PLLPRIG 160330

0 65536
SOLVENT coc13

NS 256

0s 2

S 30030.028 K2
FIDRES 0. 458222 H2
40 1.0812244 sec
A6 3649 .1

Ow 16.650 usec
DE 8.00 usec
1€ 3042 K

hH 0.50000000 sec
ol 0.03000000 sec
MCREST 0.00000000 sec
MOWAK 0.01500000 sec
swewwrse CHANNEL f§ sesscass
NUCH 12

| t1.00 usec
Py -300 08
5°01 125.7703643 Mn2
sszsszss CHANNEL (2 messesne
CPDPRG2 waltz16
swee 1H
SCPo2 10000 usec
a2 “6.00 o8
e 17 .00 o8
13 19.0C c8
SFO2 500.1320005 w2
F2 = Processing paraneters
81 32768

SF 125 7577868 w2
AN EM

358 0

-B 1.00 Mz
5B 0

aC 1.40 ‘
10 NMR plot paramaters i
cx 20.00 cm |
oY 11.27 cn |
Fie 219 410 ppm
F1 27592 .50 Hz
FoP -19.383 pom
=2 -2437 .54 H2
2PNCU t1.93963 ppmicm
HCH 1501 50158 Hz/cn

CYVCY

F

2H

E
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Current Data Parameters

NAME hende-5-12-20
EXPND 2
PROCND i

F2 = Acquisition Parameters

Date_ 20051220

Time 20.05
INSTRUM arx500
PROBHO 5 mm Multinucl
PULPADG 2930

T0 65536
SOLVENT CDC13

NS 16

0s 2

S 10330.578 Mz
FI0RES 0.157632 Hz
A0 3.1719923 sec
RG B812.7

oW 4B8.400 usec
DE 6.00 usec
TE 2941 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWAK 0.01500000 sec
=ss=ss== CHANNEL f] =====s==
NUCt 1H

P1 10,30 usec
PLy -6.00 g8
5FO1 500.1330885 MHz
F2 - Processing parameters
SI 32768

SF 5001300137 MHz
WOW EN

558 0

.8 0.30 12
G8 0

PC 1.00

10 NMR plot paraneters

CX 20.00 cm
cy 11.08 cm
F1pP 10.000 pp
Ft 5001.30 Hz |
F2pP -1.000 ppm E
F2 -500.13 Hz |
PPUCM 0.55000 ppm/cm
H2(M 27507150 Hz/cm 21
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Current Data Parameters

WOME nonoo-6-8-31
ZXPND 4
SR0CMD i

“2 - Arguisition Parareters

5¢C
sec
sec

usec
aB
a8
a8
NHZ

NHZ

Jate_ 20060831
Tine 18.21
INSTRUM oraSid
ROBH0 5 me Multinucl
SULPROG 29093
10 65536
SOLVENT Loci2
L] 256
% 2
St 30030 DS
“iees 0.4582e2
a0 t.0913244
Er 1290.2
4 16 .6S0
2E 6.00
1E 0.0
b3 | D.5000000C
11t 003000000
NCREST 0.00060C00
VCNRK 0 01500000
zzzzxzzax [HANNEL t] =aws
NUCt 13
b | 11.00
Lt -3.00
5FD1 125 7703843
wrevman CHANNEL 12 awemmees
ZPIPRGZ waltzib
Nuc2 1H
3CP02 100.00
2 -6.00
2 17.00
A3 19.00
afFn2 510 1320005
T2 - Processing paranecers
sl 32768
3F 123 7577978
wlla £w
358 ¢
-B 1.0
SB a
a 1.2

1D \WA plot oarameters

oX

Zy 1"

e 199,905
1 913 @
e -0.100
-2 -12.59
“PMLN 10 oooco
=20v 125757800

xNon

cn
opn

"z

pon

HY
ponsem
Hr/icn

21



Integral

1.033

5.058
0.998

0.988_

2.997
3.000
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Zurrent Oata Parameters

NAME hondo-5-11-23
=XPND 3
SACCNG 1

F2 - Acquisition Parameters
Date 20051123
Time 20 50
INSTAUM grx500
SROBHD 5 mm Multinucl
BULPROG 2030

o 65536
SOLVENT CoCi3

NS 16

0s 2

SkH 10330.578 Hz
“10RES 0.157632 #z
a0 3.1719823 sec
a6 453

Jw 48 400 usec
0€ 6.00 usec
1€ 296 5 K

D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
azzzr=ss [HANNEL {1 seessse==
NUCH 1H

4] 10.30 usec
Al -6.00 08
5F01 500 1330885 MHz
F2 - Processing parameters
SI 32768

SF 500.1300124 MHz
NOW EM

558 0

LB Q.30 Hz
5B 0

RC 1.00

10 NMR plot parameters L

ox 20 00 ¢m |

oy 10.77 cm |

F1p 10.000 pom |

1 5001 30 w2z

F -1.000 pom | r

- -500.13 nz | EtO,C  CO,Et
2PUCM 0.55000 ppm/cn

HICH 275.07150 wz/em 3eG
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Current Dats Paraneters

NANE
FXPND
PROCNC

nonge-3-11-23

4

F2 - Atauasition Paraneters

Jate
Tine
INSTRIUM
SRNBHD
PULPROG
0
SOLVENT
NS

g1t
MCREST
MCWAK

NUCY
Py

5603

LeopRG2
NuCe
eCph2
B2
L1z
213
SF02

CHANNEL

20051123
e1.06
orx500

5 me Multinucl

250930
£5535
Coci3

256
3

30030 029
0 488222
1.0912242
3648 .1
16.650
6.00
297.3
50000000
03000000
00000000
.01500000

ocCooo

13C
70
oo

125.7703643

o

CHANNEL f2 ====

walt2ib
100.00
-6.00

1374

1374

S0, 1320005

"

T
-

S&C

sec

Sel
Sel

usec
08
08
o8
M=z

F2 = Processing parameters

5]
SF
DN
SSB
-B
5B
ac

32768
125.7578033
EN

0

1.00

0

0.10

1D NMR plot parameters

Cx

cy

a0

20.00
3.62

-2454 .04
11.93963
1501 .50155

MH2

Hz

cn
cn |

.o | EtO,C  CO,Et

5 W2

pom

"2 3eG
pev/en

Hz/fcn
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Current Data Parameters

NAME nondo-5-11-30
£XPND 1
PROCND 1
F2 - Acquisition Parameters
Cate_ 20051130
Tire 21.3%
INSTRUM drx500
PROEHO 5 ma Multinucl
SILPROG 2930
i} 65536
SOLVENT CoCl13
NS 16
B 2
SwH 10330 578 Hz
FIDAES 0.157632 w2z
AD 3.1719323 sec
a6 57
ow 48 400 usec
s 3 6 00 usec
TE 2971 K
| 1.00000000 sec
MCREST 0.00000000 sec
UCWRK 0.01500000 sec
Ssemmm=c CHAML fI ISSZssse
NC T 1H
Py 10 30 usec
oL -5.00 oB
5FO1 500.1330885 MHz
F2 - Processing parareters
S1 32768
SF 500.1300121 M4z
NOW &M
ssB ]
8 0.30 Hz
G& 0
pC 1.00

|
1D NMR plot parameters
Cx 20.00 ¢n R F
cy 9.92 cn
e 10 000 opm muan nmn
£ 5001.30 Hz Ph Ph
L =1.000 ppm
F -500.13 H2
POMCM o ss000 ponses MEOC  COMe
HZCK 275.07150 Hz/em

MG
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Current Dats Paraneters

NAME
EXPNO
SROCND

) n
& ro
'
-

INSTRUM
SR0BAD
PULPROG
0
SOLVENT
G

s

SNH
FICARES
A

A6

Jn

TE

au
MCREST
MEMRY

NUC1
39

5F01

cPoePRGE2
NLC2

558

e
63

3

20051130
2t 4B
orx500

5nma Myltinue]

CQuisition Paraneters

30030.029 w2

0 458222

"2

1 0812242 sec

#0985
16.650
5.00

7.9

03000000

00600000

10 NMR plot paraneters

usec
usec
(3

sec
sec

D
1.00 Hz
a
1.40
20.00 cn
ch
§ pom
3 H
2 ppm
2454 04 w2
11.93963 ppm/cn
1501 50158 Mz/cm

R F

wnPh

“AE?C)Z(: (3()2hﬂe
3G



Integral

0941
2 6B4_—
0887 ™~
0 B98
0 Q01
14 026

t
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Current Data Parameters

NAME nongo-6-5-23

EXPND 1

PROCND 1

F2 - Accuisition Parameters

Date_ 20060529

Time 17.04

[NSTAUM drx500

PAOBHD 5 me Multinuc)

PULPRDG 2930

10 65535

SOLVENT CDC13

NS 16

s 2

SwH 10330 .578 Hz

“10RES 0.1576532 Hz

AQ 31719323 sec

AG 645. 1

Ok 48 400 usec

OE 6.00 usec

TE 297 7 K

01 1.00000000 sec

MCREST 0.00000000 sec

MCMRX 0.01300000 sec

SEssEsmn CHAN[QL fl ==s=szsa=

NUCY 1H

P 10.00 usec

oL -6.00 o8

SFO1 500 1330885 MMz

F2 - Processing parameters

51 32768

5F 500 1300125 MHz

WO EM

SS8 0

B 030 H2

G8 0

PC 1.00 E F
10 NMR plot parameters

ox 20 00 ¢m
cy 11.21 ¢cm Cy Cy
F1P 10.000 por B
=1 5001 .30 Hz (
o 100 oon | E102C COGE
F2 =500 13 Mz

PPNCM 0 55000 ppn/cn 3eH
~ICM 275 07150 Mz/cm
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Current Data Parangters

NANE nango-6-5-26
EXPND e
PR0CND t

F2 - Acquisition Paraneters

usec
daB
daB
dB
NHz

MHZ

Hz

Date 20060526
Tine 20.235
INSTRUM drx500
PROBMD 5 am Myltainucl
PULPROG 260030
0 65536
SOLVENT coci3
NS 256
% 2
SWH 30030 .029
< I0DRES 0 459222
AG 1.00912244
] 1024
o 16 650
€ §.00
TE 298 4
01 0.50000000
d11 0.0300000
NCREST 0.0000004Q
NCMRK 0.01500000
smmssese CHANNEL f] ====
NUC1 t3C
1 11.00
oLt -3.00
SFO! 126 7703843
sssszsas CHANNEL #2 ====
CPDPRG2 waltzib
NUC2 1H
pCPO2 100.00
ALe -6.00
PL$2 17.00
PL13 1%.00
5F02 5001320005
F2 - Processing Darameters
SI 32768
SF 125.7577923
wWOin EM
ss8 0
.8 1.00
68 o
PC 1.40

10 MWR plot paraneters

ox 20.00
oY 10.24
o L 215.386
-1 27587.00
Fa2p -19. 426
F 2443.03
PPMLN 11.93%3
Rr{e] 1501.50146

cm
cm

oon |
W !
pon

Mz
opn/cn
H2/cm

EtO,C  CO.Et
3eH



L

0.9864 ™~—

0043

3.0678

Integral
4 0455
6 1757
240730
0.9708
2 0440
1.0280
1.0105 —
2 0308
30635
30000

1

Current Data Parameters

NAME hende-6-1-26
EXPNG 3
PROCKO 1

F2 - Acouisition Parameters
Date _ 20060128
Time 21.33
INSTRUM drx500
PROBHO 5 mn Multinucl
PULPROG 2930

Y 65538
SOLVENT coci3

NS 18

b 2

Siak 10330 .578 K2
FIDARES 0.157632 hz
A0 3.1719923 sec
A 403

) 48 400 usec
3 5.00 usec
TE 294 4 K

o 1.00000000 sec
MCREST 0.00000000 sec
NCWAK 0.01500000 sec
==z=z=zz== CHANNEL f1 ========
NUC S 1H

"1 10.30 usec
oL -5.00 oB
SFO1 500.1330885 Mz
F2 - Processing parameters
Sl 32768

SF 500.1300t24 MHz
WOW EM

558 0

B 0.30 K
felc} 0

3¢ 1.00

10 NNR plot parameters

ox
oY

F1P

FarP

£2

PPMIM
+ICM

20.00 cn
10.20

10 000 ;;m Ph(CH2)2llllln

S001.30 Wz
-1.000 pom
-500.13 Hz

0.55000 ppmscm

275.071150 H2/¢em
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Current Data Paraneters

NAVE nongo-5-1-

EXFND 4
FACCKD 1

F2 - Acquisition Paraveters
Jate 20080125

Tine 21 44
INSTAUM ora500
SROBHD 5 ma Multinucl
BULPROG 290530

m ES533
SOLVENT cocis

NS %6

25 2

SwH 30030.023 Hz
FI0RES D.458222 Hz
AG 1.0912244 sec
A6 3649 .1

ON 16.650 usec
il 5.00 usec
TE 2565 4 K

ot 0.50000000 sec
EH 0.03000000" sec
MCREST Q.00000000 sec
NCHRK 0.01500000 sec
meeameen CHANNEL fl =eeeeees
NUC1 t3c

A 18.50 usec
ALt <5.00 e8
SFO1 125.7703543 »i2
wwazzazy CHANNEL f2 seemwess
CPDPRGZ waitzib
NuCe tH
CPp2 100.00 wusec
e -6.00 o8
sLig 13 74 o8
L3 13 74 o8
gFo2 500, 1320005 W42
F2 - Praceasing paraneters
SI 32768

£ 125,7578042 M2
NOW 13

558 a

L8 1.00 Hz
G8 ] '
2" 1.40

10 N¥A plot paroneters

Cx 20.00 cn o
ov 1198 oo Ph(CH2),
ok ] 219.271 pom
=1 27575.08 Wz

E -19.521 pam
e ~2454 .95 Hz
PPNCM 11.93963 ppmcn
H2CM 1501 50134 Hz /e

wm(CH,),Ph

CO.Et



