
J. Phys. Chem., 1996, 100(50), 19303-19309, DOI:10.1021/jp9620072

Terms & Conditions
Electronic Supporting Information files are available without a subscription to ACS Web Editions. The American Chemical
Society holds a copyright ownership interest in any copyrightable Supporting Information. Files available from the ACS
website may be downloaded for personal use only. Users are not otherwise permitted to reproduce, republish,
redistribute, or sell any Supporting Information from the ACS website, either in whole or in part, in either machine-
readable form or any other form without permission from the American Chemical Society. For permission to reproduce,
republish and redistribute this material, requesters must process their own requests via the RightsLink permission
system. Information about how to use the RightsLink permission system can be found at
http://pubs.acs.org/page/copyright/permissions.html

Copyright © 1996 American Chemical Society

http://dx.doi.org/10.1021/issn.0022-3654
http://dx.doi.org/10.1021/jp9620072
http://pubs.acs.org/page/copyright/permissions.html
http://pubs.acs.org/


S2

Total experimental electron diffraction intensities IE(s) and background data BE(s) for

2,5-dihydroxy-terephthalaldehyde for camera length 50 cm

Accelerating voltage: 60 kV, Nozzle temperature: 425 K

s, A-1 IE(s) BE(S) s, A- 1 IE(s) BE(S)

2.000
2.125
2.250
2.375
2.500
2.625
2.750
2.875
3.000
3.125
3.250
3.375
3.500
3.625
3.750
3.875
4.000
4.125
4.250
4.375
4.500
4.625
4.750
4.875
5.000
5.125
5.250
5.375
5.500
5.625
5.750
5.875

0.2637
0.2717
0.2829
0.2958
0.3147
0.3383
0.3653
0.3889
0.4098
0.4258
0.4316
0.4297
0.4190
0.4040
0.3863
0.3705
0.3598
0.3571
0.3626
0.3767
0.3978
0.4271
0.4647
0.5100
0.5591
0.6065
0.6463
0.6718
0.6836
0.6806
0.6648
0.6407

0.2913
0.3066
0.3236
0.3409
0.3594
0.3783
0.3953
0.4090
0.4202
0.4301
0.4400
0.4502
0.4601
0.4693
0.4774
0.4845
0.4911
0.4974
0.5038
0.5102
0.5163
0.5218
0.5264
0.5299
0.5322
0.5335
0.5341
0.5340
0.5333
0.5320
0.5302
0.5279

8.000
8.125
8.250
8.375
8.500
8.625
8.750
8.875
9.000
9.125
9.250
9.375
9.500
9.625
9.750
9.875

10.000
10.125
10.250
10.375
10.500
10.625
10.750
10.875
11.000
11.125
11.250
11.375
11.500
11.625
11.750
11.875

0.4298
0.4250
0.4203
0.4199
0.4225
0.4272
0.4323
0.4357
0.4361
0.4333
0.4284
0.4211
0.4135
0.4057
0.3995
0.3953
0.3950
0.3982
0.4049
0.4124
0.4196
0.4241
0.4234
0.4197
0.4112
0.4004
0.3898
0.3795
0.3717
0.3654
0.3607
0.3563

0.4546
0.4508
0.4471
0.4435
0.4399
0.4363
0.4328
0.4293
0.4261
0.4230
0.4200
0.4172
0.4145
0.4118
0.4090
0.4061
0.4032
0.4003
0.3975
0.3948
0.3923
0.3900
0.3877
0.3855
0.3832
0.3809
0.3787
0.3764
0.3743
0.3723
0.3705
0.3688



S3

Total experimental electron diffraction intensities IE(s) and background data BE(s)

continued for 2,5-dihydroxy-terephthalaldehyde for camera length 50 cm

Accelerating voltage: 60 kV, Nozzle temperature: 425 K

s, A-' IE(s) BE(s) s, A-' JE(s) BE(s)

6.000
6.125
6.250
6.375
6.500
6.625
6.750
6.875
7.000
7.125
7.250
7.375
7.500
7.625
7.750
7.875

0.6128
0.5828
0.5557
0.5335
0.5160
0.5033
0.4925
0.4822
0.4701
0.4574
0.4460
0.4385
0.4348
0.4344
0.4347
0.4334

0.5249
0.5215
0.5176
0.5135
0.5091
0.5046
0.5000
0.4954
0.4907
0.4859
0.4811
0.4763
0.4716
0.4670
0.4627
0.4585

12.000
12.125
12.250
12.375
12.500
12.625
12.750
12.875
13.000
13.125
13.250
13.375
13.500
13.625
13.750
13.875

0.3524
0.3478
0.3434
0.3395
0.3371
0.3366
0.3372
0.3390
0.3412
0.3450
0.3486
0.3538
0.3585
0.3625
0.3646
0.3641

0.3671
0.3653
0.3636
0.3620
0.3604
0.3590
0.3575
0.3561
0.3546
0.3530
0.3515
0.3499
0.3483
0.3471
0.3462
0.3453



S4

Total experimental electron diffraction intensities IE(s) and background data BE(s) for
2,5-dihydroxy-terephthalaldehyde for camera length 19 cm

Accelerating voltage: 60 kV, Nozzle temperature: 425 K

s, A- 1 IE(s) BE(s) s, A-1 IE(s) BE(s)

8.50
8.75
9.00
9.25
9.50
9.75

10.00
10.25
10.50
10.75
11.00
11.25
11.50
11.75
12.00
12.25
12.50
12.75
13.00
13.25
13.50
13.75
14.00
14.25
14.50
14.75
15.00
15.25
15.50
15.75

0.5525
0.5595
0.5604
0.5464
0.5237
0.5026
0.4958
0.5076
0.5255
0.5291
0.5120
0.4831
0.4582
0.4430
0.4312
0.4180
0.4087
0.4069
0.4108
0.4191
0.4300
0.4348
0.4280
0.4129
0.3986
0.3907
0.3874
0.3864
0.3868
0.3864

0.5759
0.5600
0.5468
0.5357
0.5254
0.5157
0.5067
0.4982
0.4902
0.4827
0.4755
0.4687
0.4621
0.4557
0.4496
0.4437
0.4380
0.4325
0.4272
0.4221
0.4171
0.4123
0.4077
0.4032
0.3989
0.3947
0.3907
0.3868
0.38?00
0.3794

22.00
22.25
22.50
22.75
23.00
23.25
23.50
23.75
24.00
24.25
24.50
24.75
25.00
25.25
25.50
25.75
26.00
26.25
26.50
26.75
27.00
27.25
27.50
27.75
28.00
28.25
28.50
28.75
29.00
29.25

0.3121
0.3115
0.3103
0.3092
0.3070
0.3058
0.3048
0.3040
0.3016
0.2986
0.2954
0.2911
0.2886
0.2864
0.2851
0.2838
0.2840
0.2836
0.2835
0.2828
0.2816
0.2803
0.2787
0.2769
0.2755
0.2740
0.2726
0.2717
0.2702
0.2683

0.3136
0.3116
0.3097
0.3077
0.3058
0.3040
0.3021
0.3003
0.2986
0.2968
0.2951
0.2934
0.2918
0.2902
0.2886
0.2870
0.2855
0.2840
0.2826
0.2811
0.2798
0.2784
0.2771
0.2757
0.2745
0.2732
0.2720
0.2708
0.2696
0.2685



S5

Total experimental electron diffraction intensities IE(s) and background data BE(s)

continued for 2,5-dihydroxy-terephthalaldehyde for camera length 19 cm

Accelerating voltage: 60 kV, Nozzle temperature: 425 K

s, A-1 JE(s) BE(s) s, A- 1 IE(s) BE(s)

16.00
16.25
16.50
16.75
17.00
17.25
17.50
17.75
18.00
18.25
18.50
18.75
19.00
19.25
19.50
19.75
20.00
20.25
20.50
20.75
21.00
21.25
21.50
21.75

0.3836
0.3761
0.3664
0.3583
0.3527
0.3492
0.3476
0.3479
0.3503
0.3526
0.3540
0.3526
0.3489
0.3434
0.3376
0.3319
0.3273
0.3234
0.3217
0.3215
0.3213
0.3202
0.3175
0.3139

0.3758
0.3724
0.3690
0.3658
0.3627
0.3596
0.3567
0.3538
0.3510
0.3483
0.3457
0.3430
0.3405
0.3380
0.3356
0.3332
0.3309
0.3286
0.3263
0.3241
0.3220
0.3198
0.3177
0.3157

29.50
29.75
30.00
30.25
30.50
30.75
31.00
31.25
31.50
31.75
32.00
32.25
32.50
32.75
33.00
33.25
33.50
33.75
34.00
34.25
34.50
34.75
35.00
35.25

0.2667
0.2647
0.2632
0.2621
0.2609
0.2605
0.2598
0.2602
0.2598
0.2593
0.2590
0.2574
0.2567
0.2554
0.2540
0.2525
0.2510
0.2500
0.2488
0.2481
0.2468
0.2462
0.2451
0.2442

0.2673
0.2662
0.2652
0.2641
0.2630
0.2620
0.2610
0.2600
0.2590
0.2580
0.2570
0.2560
0.2551
0.2541
0.2532
0.2523
0.2514
0.2505
0.2495
0.2487
0.2478
0.2469
0.2460
0.2452


