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Genentech Laboratory Notebook Procedures

Important steps for maintenance of your notebooks:

1)

2)

3)

4)

5)

6)

7

8)

9)

10)

Use dark permanent ink to record all of your work in your notebook on a daily basis. Sign and date
each day’s entries.

Permanently affix all attachments without covering any other entries. Please attach copies of any
computer data entered into your computer files. These data are considered part of your experimen-
tal record.

Make any changes in data in dark permanent ink and, if appropriate, initial and date in the margin.
Ensure that the original entry remains visible. Leave no open areas. When the book is completed line
out any unused portion of a page at the end of each experiment.

Have a witness who understands and is aware of your work, but who is not directly involved in your
project, sign and date your notebook entries (not later than one month after you do the work).

Don’t hold back data for later entry and don’t keep a "rough draft" notebook.

Report the quantitative or qualitative results only. Avoid over broad and potentially inflammatory
comments like “failed experiment"”, "doesn’t work", or "toxic compound.”

The source and character of starting materials should be described. Preferably, refer to the notebook
pages describing the starting material and its method of preparation.

Be sure your notebook record is understandable. Omit abbreviations or slang that would not be
understood by others working in your field. It is helpful to introduce each experiment with a state-
ment of purpose, and make liberal use of cross-references to related experiments. While sufficient
detail should be included to enable reproduction of experiments, it is acceptable to refer to conven-
tional or published procedures. However, record any changes you may make to such procedures.

Record your ideas too, not just experimental data. This is important to demonstrate when an inven-
tion or thought occurred to you, and is an important part of establishing priority in inventorship
contests. Don't hesitate to broaden the scope of your ideas; there is no reason to limit them to
specific experiments planned for the next few days, although you should include as much detail as
possible. Your notebook will not be published and there is no penalty for guessing wrong on note-
book idea entries, so don't hesitate to let your imagination run.

Try to keep a different notebook for each product and/or project. Please complete the table of con-
tents indicating which product and/or project this work concerns.

Genentech's success, and with it your own prosperity and research support, depends upon the quality
and timing of your work. This may require that we prove what you did and when you did it in the face
of a contrary challenge. Such challenges have and will continue to arise in judicial proceedings, in patent
validity or infringement or challenge, inventorship priority contests and product liability actions. The
key to winning in such cases is the ability to supply appropriate evidence.
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1FB4 . PDBASALA 62 residues and 306 atoms i
GAP IN SEQUENCE: 0- 3 in file:1FB4.PDBASALA TR ] - i | i A el . =
GAP IN SEQUENCE: 8~ 17 in file:1FB4.PDBASALA |
GAP IN SEQUENCE: 23- 33 in file:1FB4.PDBASALA | | |
GAP IN SEQUENCE: 41~ 45 in file:1FB4.PDBASALA e S e e M e s e s - 1
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GAP IN SEQUENCE: 98- 107 in file:1FB4.PDBASALA —— - —t—d -
1FBJ . PDBASALA 62 residues and 306 atoms
GAP IN SEQUENCE: Q= 3 in file:1FBJ.PDBASALA ¥ S . . = . S S -
GAP IN SEQUENCE: 8- 17 in file:1FBJ.PDBASALA !
GAP IN SEQUENCE: 23- 33 in file:1FBJ.PDBASALA
GAP IN SEQUENCE: 41- 45 in file:1FBJ.PDBASALA B oo i BN ENEE SN e oo o s B S = -
GAP IN SEQUENCE: 51- 58 in file:1FBJ.PDBASALA
GAP IN SEQUENCE: 62~ 67 in file:1FBJ.PDBASALA e 4= - e 3 >
GAP IN SEQUENCE: 72- 76 in file:1FBJ.PDBASALA
GAP IN SEQUENCE: 83- 92 in file:1FBJ.PDBASALA L -~
GAP IN SEQUENCE: 98- 107 in file:1FBJ.PDBASALA A i e e - ¥ T
2HFL. PDBASALA 62 residues and 306 atoms
[ GAP IN SEQUENCE: 0= 3 in file:2HFL.PDBASALA + — W S— ¥ - - ' 4
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GAP IN SEQUENCE: 8- 17 in file:3FAB.PDBASALA | 1 |
I GAP IN SEQUENCE: 23— 33 in file:3FAB.PDBASALA -+ =l =3 L
GAP IN SEQUENCE: 41- 45 in file:3FAB.PDBASALA T | e, g e I 1
L. GAP IN SEQUENCE: S1- 57 in file:3FAB.PDBASALA {
GAP IN SEQUENCE: 61- 66 in file:3FAB.PDBASALA s R B S e T il —— _—
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I~ B-factor BIN range is: L e I T R T e ol TS, (R L S| d o
IIPETOR STATS DO NOT INCLUDE 3FAB
-~ Bin# Range Avg.Dst. R.M.S. #values Dist range - - . g i
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§ 18:00 - 21.20 0.434 0.490 104 @068 ~ L.0N8 1 112 _——
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9 27.60 - 30.%0 0.565 0.724 3 9.35% - 1.1%5
10 30.80 - 34.00 0.268 0.268 i 0.268 - 0.268 - T o - - -
1 S Sl - | ) O G S ' | E— e S NS — |
+ -+ + < " - A
- Bond Lengths & Angles for HVONFB4HV 4 .-
N-Ca Ca-C C=0 C-N Ca-Cb C-N-Ca N-Ca-C Ca-C=0 Ca-C-N O=C-N . =
1.451 1.507 1.180 1.342 1.490 10035.3 110.3 130.9 117.: 122.2"_(1:;0C2 %?2(: . ¥ TR
0.023 0.033 0.177 0.065 0.039 4.6 2.8 T3 5.3 4.9 2.5 1.3
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S maame o p— e - - e L b I : 7“— '~*-v——-' - -
~ ) bt - . T . !
{
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TITLE C«fm W /W &"‘7{9 Pr;f:b: :2___ 7

From Page No.__
1FB4 3FAB 1FBJ 2HFL 2MCP
1 1000.0 129.9 1000.0 -131.5 1000.0 110.3 1000.0 -93.0 1000.0 14.5
- -67.9 121.3 =-145.2 -169.) -T7.8 134.3 129.9 -164.9 -86.1 109.7
3 =118.5 135.9 130.2 130.7 =-158.2 149.2 81.0 -i64.0 -124.2 140.5
4 =-iZd.@ 131.1 =-107.0 142.4 =126.0 10§.1 -122.8 13).3 -131.6 126.8
5 ~130.5 110.1 -139.5 135.9 -98.4 110.5 =119.0 89.5 -134.7 116.0
6 =81.0 146.7 -10%.3 157.1 -90.8 146.8 -95.7 151.0 -98.1 153.2
7 =-152.4 152.6 -156.8 139.6 -140.3 168.6 -149.3 170.9 -151.2- 170.1
8 115.4 ~12.1 -178.6 -168.4 85.7 1:7 3i6.2 ~-98.5 80.0 96.7
9 -62.4 151.9 -82.1 163.4 -93.2 129.2 111.4 150.7 =174.6 145.7
10 -161.9 -171.0 -84.0 -69.2 =-165.4 -147.% -164.6 154.5 165.1 ~143.5 L 4
11 =107.2 1Idl.9 ~-93.3 142.3 -87.9 113.8 -109.0 134.5 -69.9 137.6
12 -1%4.7 163.7 =-137.2 140.3 =116.3 =179.7 -155.6 141.1 -i54.3 -130.1
13 -96.8 159.9 -§3.6 140.3 ~130.8 139.2 -78.4 138.8 =79.5 144.1 i
14 -62.8 137.8 -65.1 135.3 =35:1 89.5 -52.8 133.9 -52.6 138.7
bt 93.0 -10.3 104.0 =33.3 107.9 67.2 94.3 3.0 $2.% -20.8
16 -90.9 =-179.2 =77.5 130.7 -457.7 158.3 -94.5 -149.9 -64.1 -175.2
17 -118.2 158.5 -§1.7 146.7 -1M4.2 154.3 ~151.0 169.1 -144.8 160.8
18 -140.8 164.7 “98.4 102.2 -147.6 172.% =1§1.6 146.7 ~-151.90 1i60.1
19 =133.8 133.7 -90.1 140.3 =14%.3 11%.1 -1324.4 109.,7 =136.9 95.%
20 -97.4 148.6 -136.4 150.8 -100.4 139.1 -97.2 135.0 -82.5 148.8
21 ~131.3 ME.a =-137.9 143.5 -111.6 156.§ -101.6 183.7 -13%.0 132.2
22 =131.9 104.9% =-133.1 121.1 -147.% 1086.3 =153.3 99.5 -126.6 107.5
21 -93.0 137.% =109.6 120.2 -111.0 116.3 -86.8 124.2 -86.5 108.3
24 -125.0 164.5 -98.0 145.1 =127.2 125.5 -111.0 140.5 -98.4 116.6
25 -161,1 160.5 -159.6 153.2 -94.8 -150.8 -149.2 157.4 ~-135.1 158.8
26 87.% 13.2 4.2 -23.% 48.6 -12.0 85.8 0.2 85.8 21.3
27 =-166.9 158.8 -89.3 141.5 =148.3 -172.9 -147.3 169.9 -169.3 166.6
28 -78.6 88.9 =78.3 107.7 =310.4 121.7 -TE. L 94.2 -T4.3 83.8
29 -49.0 -45.9 =74.5 47.4 =79.6 83.3 -73.7 -33.8 -48.9 -49.1
30 -55.7 «3.6 =-118.7 ~B4.3 -157.3 =341 ~64.2 11.8 -54.0 15.3
31 -§3.,7 =15.9 -43.9 =53.8 -79.3 3.3 =17%.) 45.8 -166.0 38.6
32 =119.9% 150.0 0.9 167.9 -48.6 ~132.6 =147.5 128.7 -136.8 140.9
33 -72.5 144.1 =159.4 100.2 65.9 91.8 -72.3 152.7 -=T1.1 . 135.3
34 -119.0 147.5 =42.5 131.% =123.9% I14Y.7 -126.8 141.6 -106.0 151.5
33 -110.7 183.3 ~98.9 173.1 =183.7 L1710 -124.3 150.8 =138.4 147.0 1
36 -126.0 131.2 =137.4 80.6 =137.9 120.3 ~-119.0 31201 ~113.5% 139.4
37 =133.5 DN4l.l -91.3 153.8 -95.2 1362.0 -123.0 139.2 -133.6 142.3
38 -123.4 183.2 =-1¥.7 163.5 =146.0 126.1 -113.4 137.9 =-125.9 137.8
39 -143.9 108.8 -144.2 102.0 L114.9 81.1 -12%.3 111.0 ~140.5 95.1
40 -75.1 138.9 -60.7 143.0 -55,9% 155.% -60.0 -179.1 -57.3 163:.L 1
41 -54.,9 122.4 =75.5 131.1 -57.1 235.2 -49,2 -71.6 -432.7 =35L.§
42 85.6 -4.5 113.0 14.4 75.1 =25.7 -133.9 $8.¢ =~127.7 5.5
43 =114.3 LT7.% 70.9 147.9 -77.8 -159.3 -146.0 157.9 -147.1 162.5
44 -52.5 L179.7 128.5 118.9 =129.8 -170.3 -56.1 174.3 -61.5 169.6
45 -§5.3 132.6 =100.7 136.5 -67.4 125.6 =77.7 162.5 -69.1 148.4
46 =129.8 113.3 =144.8 1198.8 ~127.0 117.% <=l47.1 137.6 =-134.3 123.8
47 -60.8 135.6 -68.3 143.0 -76.6 125.5 ~88.0 134.4 -84.6 137.7 s
48 =102.6 -S8.4 -105.0 -60.9 -90.5 =-%5.1 ~107.3 -69.8 ~-119.0 -101.5
49 -154.9 164.0 08.3 -1713.% 174.1 174§ -135.9 ~164.0 -80.0 176.7 :
s =135.0 143.6 -131.1 17%.2 =-126.5 171.0 -173.% 162.9 -163.6 126.2
I §1 —id8.1 I.1 =15l.1 153.0 =1§3.2 1d4%.6 -162.3 155.1 ~104.0 166.4
52 -59.3 158.0 =115.7 153.0 -126.23 159.9 -109.1 98.2 =-131.5 1€1.90
L 53 -41.2 =-48.0 =532.6 =33.1 -83.1 -=29.0 -51.8 -70.3 -69.6 149.2
54 =100.0 6.3 -64.8 -20.8 -45.0 =-36.6 =30.5 =-37.% -68.T 65.5
55 70.8 15.0 83.5 45.1 -163.4 =22.6 =150.1 66.2 0.7 138.3
56 -70.6 -16.4 0.0 0.0 113.3 40.7 -33.4 67.6 =570 54.4 3
57 -156.6 185.% -109.% 117.2 -§5.9 146.4 -113.% 117.0 -$5.5 155.8
58 -145.8 140.6 -126.9 169.9 ~126.6 133.8 -102.9 i§7.4 —=1a2.1 X75.%
59 =130.2 145.3 <-160.% 110.2 =~118.(3 153.7 =152.% 137.7 =-187.4 14l.0
60 -124.3 158§ -87.1 154.4 =148.8 148.7 -182.3 135.% -134.0 145.1
61 -65.1 141.0 -54.1 -101.9 -79.4 112.5 -78.6 131.8 -64.5 149.1
62 -6 4 =43.8 =-177.2 -71.2 -36.7 -43.0 -8.9 -90.7 =481 —-37.3
63 -58.9 ~13.6 ~46.9 -24.8 -$3.7 =13.4 -34.9 -5.8 -60.9 -19.8
64 -12.3 =10.1 .7 =16.2 “10.0 3.0 =-130.3 -49.3 -131.8 -11.3
45 —§1.8 133.4 ~-i8.¢ 207.3 ~480 -8B <3S.% 1aS. -52.8 118.6
st ¥ ]
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66 .6 -37.1 140.8 -61.4 =74.1 30.1 M.l =21.6 J13.86 -34.7
67 -93.0 -28.5 =107.4 74.5 178.9 16.7 ~91.1 -52.4 -103.0 =35.0
68 -106.9 140.6 -158.4 117.0 -145.1 128.8 ~-89.7 160.9 =54.3 149.5
g & -125.% 1337.7 -130.1 131.1 -132.8 119.4 -155.3 116.9 -146.8 124.1
70 -91.5 132.6¢ =-10%.,5 121.3 -89.0 135.9 -58.7 158.7 =555 199.8
71 -1S1.0 170.6 -104.4 149.5 =127.2 167.4 -156.8 179.8 -138.2 172.9
72 -146.5 159.2 -108.8 -159.8 -139.3 168.3 =157.9 1.5 —=143.3° 131.1
" -138.3 86.7 -0,9 -139.3 =-166.0 115.3 =-121.7 1.8 =51.9 87.0
1 74 =210 =-14.9% 1937 8.3 =51 1.3 41,7 =48.7 -56.1 =3.5
75 -74.2 —40.1 118.0 -37.7 =~133.T =10.p =51.9 -41.3 5.4 =-39.1
76 -=105.89 13.1 =138.7 1l46.32 =73.0 =.% -99.8 .3 =131 5.0
77 S1.1 41.0 =3.5 120.0 771.3 44.5 45.8 47.0 L 45.6
T -125.8 13%.0 157.8 133.0 =127.1 133.7 -in.8 131.3 -119.8 140.9
[ 7% =107.3% 133.} -141.1 1499 -109.3 1379 -l11.1 136.9 =112.3 121.4
80 -110.7 155.9 -144.9 155.4 -112.8 169.8 -119.8 138.1 ~102.4 154.8
L 81 =-136.0 101.2 =-114.7 137.0 ~=-157.§ #8.0 -135.0 1j3.¢ =140.4 107.3
82 -§6.3 115.3 -134.9 90.2 -74.7 147.4 -102.6 107.6 =§9.7 1l14.8
83 -110.9 106.6 ~87.2 109.2 -138.4 147.0 =-110.3 133.0 -103.8 103.0
84 =-105.3 157.% =71.0 ~-116.1 -131.7 <1445 =$2.2 151.7 -103.4 I42.3
85 41.4 52.4 7.3 =108.3 -46.5 84.1 31.9 76.5 46.1 70.0
86 =80.7 13e.3 73.4 135.0 =T.¥ 13l.4 -53.3 141.7 -73.8 154.4
87 =130.7 148.1 -153.9 173.8 -106.1 1%4.0 -122.9 -169.4 -133.0 171.4
88 <385 -~35.8 =66.9 -34.0 -3.9 =31.9 -§0.6 -38.5 -§5.% -30.9
89 -0 -0.4 =-§9.8 10.2 =51.6 24.3 =48.5 =19.8 -413.% =LT.7
90 -94.7 6.8 -1M4.5 17.59 -110.9 =14 -89.1 =7 =76.% =10.2
91 ~7L:4 135.4 -g1.0 1132.6 =§5.4 133.1 =10.6 153.3 -§¥.L 118.4
92 174.8 178.4 =-168.4 -162.0 -176.4 -176.7 194.4 -178.49 -=176.1 169.2
93 -95%.7 139.2 -117.7 139.5 -~l14.2 126.7 ~109.6 113.3 -83.0 128.3
94 -102.8 123.2 =-10%.2 123.0 -103.8 119.4 =52, 2 1M.1 -10S.4 138.3
95 -105.4 137.68 -101.2 157.1 -106.0 145.5 -118.2 137.8 =126.5 144.7
96 -95.0 1355.9 =-129.% 5.5 =109.3% 131.3 -107.3 1383 =lii.4 130.4
97 =1ék.0 153.7 -90.6 -167.8 =130.1 174.2 -131.2 -167.7 =135.3 159.6
98 -#.1 139.9 =1M.3 1015 -135.7 119.3 -115.9 1398 =185.7 123.1
9 =§1.3 129.4 =57.1 1€68.0 =71 178.5 <=187.3 3.7 -100.0 90.4
100 -832.9 =5.5 =166.7 1.9 ~180.0 <173.4 <1345 7.3 =70.9 -46.8
106 -108.5 =~34.2 145.7 76.3 -134.4 -166.8 -106.7 150.3 =127.6 129.0
107 -104.7 145.8 ~7%.0 -1558.7 -174.4 133.0 -109.2 160.8 -111.5 136.4
108 =-130.) 1%8.2 -170.3 176.7 -L33.1 163.8 =84.7 179.2 = .2 =178, 1
109 -89.2 -167.2 -169.1 125.7 -101.0 166.2 —%7.1 —41.8 =88.1 -24.9
110 = .2 =-1§.5 =19.9 142.5 =15.3 -17.8 313.% 153.3 6.1 169.6
111 01,6 1481 =113.1 180.4 .4 1687 -138.5 133.9 -134.0 126.5
113 -132.4 121,.9 =101.5 1)¥9.4 -139.8 141.5 -51.9¢ 142.1 -84.0 134.5
113 =760 L7 -81.7 113.8 4.0 147,21 =-135.% 121.6¢ =129.3 114.H
114 =:32.4 133.4 =L15.3} 319.3 -138.0 130.3 -117.4 9.7 =lia.8 1155
115 -120.4 115.2 -118.2 114.4 ~-119.0 108.5 =93.1 1i8.3 =100.6& 104.%
118 -112.3 1a4.0 =935.4 122.9 =B6.8 109.0 -185.7 1a5.% -141.7 184.5
117 =142.4 149.% ~-166.1 2147.% -173.3} 150.1 -94.6 1.7 -69.0 =-36.2
T 118 =£$9.% -20.3 -§8.8 =50.3 -101.4 10.5 -8§1.6 X72.0 =58.2 =118.7
119 =f35.0 155.7 =43.0 116.8 =76.3 142.9 =-135.% 168.3 ~137.6 144.9
e 126 =-109.9  1§7.7 =65.2 1448.1 =73.5 142.9 -43.0 123.7 -48.8 140.7
121 =590 1323.3 —58.31 151.9 =71.0 L3.2 =130.1 132.8 ~146.% 113.9 -
8 123 =-137.% 173.8 ~-153.% 13.% -131.8 137.6 -74.6 164.7 =70.7 147.8
123 -4§7.0 155.3 -40.0 150.1 =99.5 146.8 -98.4 158.1 -62.2 1000.0
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N-Ca Ca-C C=0 C-N Ca-Cb C-N-Ca N-Ca~C Ca—C=0 Ca-C-N 0=~C-N N-Ca—Cb Cb-Ca-C ;U‘ Cd /.Ml
mean’ 1.451 1.507 1.160 1.282 1.499 125.3 110.3 120.9 117.6 122.2 110.6 111.2 ! Wl )
0.023 0.033 0.177 0.065 0.039 4.6 2.8 Ted 5.2 4.9 1.5 2.2
:3"2 i T ey e - T IS R WU PR T e Ca-C 1,511
Bond Lengths & Angles for AVERAGE after 50 cycles minimization (.COR) il / zl?
Ca Ca-C C=0 C-N Ca-Cb C-N-Ca N~Ca-C Ca-C=~0 Ca~C-N O=C-N N-Ca-Cb Cb-Ca-C C -’0 1 i o
1.450 1.522 1.230 1.334 1.528 123.6 109.4 120.1 11s.6 - 133.3 109.8 11l.1
0.005 0.006 0.002 0.005 0.003 1.2 1.9 0.9 1.3 0.6 1.8 13 C‘A’( /. 365.
64 64 64 55 60 55 64 64 55 - 60 60 T = y o
Bond Lengths & Angles for AVERAGE after 100 cycles minimization (.COR2)
N-Ca Ca-C C=0 C-N Ca—-Cb C-N-Ca N-Ca-C Ca-C=0 Ca-C-N O=C-N N=Ca-Cb Ch—Ca—C
L. 4S3 1.524 1.231 1.335 1.530 124.0 109.5 120.1 116.6 133.3 109.8 21l.1
0.004 0.005 0.003 0.004 0.002 1.1 1.6 0.7 1.0 0.5 0.9 0.8
64 64 64 55 60 55 64 64 55 55 60 60
Bond Lengths & Angles for AVERAGE after 200 cycles minimization (.COR3)
N-Ca Ca-C (=0 C-N Ca-Cb C-N-Ca N-Ca-C Ca~C~O Ca—C-N O=C-N N-Ca-Cb Cb-Ca-C
1.454 1.526 1.230 1.337 1.530 124.3 109.7 120.2 116.5 129.% 1o8.8 A3l.1
0.003 0.003 0.002 0.002 0.001 a.s 1.4 0.6 0.8 0.4 0.6 0.6
64 64 64 55 60 55 64 64 35 55 60 60
Bond Lengths & Angles for AVERAGE (.COR4) {
after 300 cycles minimization (100 Ca released)
Ca CaC =0 C-N Ca-Cb C-N-Ca N-Ca-C Ca-C=0 Ca-C-N 0=C-N N-Ca-Cb Cb-Ca-C
1.454 1.528 1.231 1.338 1.531 124.2 109.9 120.4 1is.5 5133.1 109.5 111.3
0.002 0.002 0.001 0.001 0.001 0.6 0.9 0.4 0.4 0.2 0.3 0.5
ati 64 64 64 55 60 o 64 64 55 S5 60 60
Bond Lengths & Angles for AVERAGE (.CORS)
o after 600 cycles minimization (400 Ca released)
WCa <ca~C C=0 C-N Ca-Cb C-N-Ca N-Ca—C Ca—C=O Ca-C-N O=C-N ¥-Ca~Ch Cb-Ca—C
- 1.454 1.528 1.230 1.338 1.531 124.1 110.0 120.5 116.5 123.1 109.6 111.3 i S B .
0.002 0.002 0.001 0.001 0.001 0.6 0.8 0.4 0.4 0.2 0.4 0.6
64 64 64 55 60 L 11 64 64 55 55 60 60
1 ot SRS s S e Sa——
Bond Lengths & Angles for AVERAGE after 200 cycles minimization with Ca at 20 l
{.COR3c) 50 cycles with Ca at 10 S BSNS S M S s
100 cycles with Ca at 2.5
100 cycles with Ca at 0.5 x| | - o
N-Ca Ca-C C=0 C-N Ca-Cb C-N-Ca N-Ca—C Ca-C=0 Ca-C-N O=C-N N-Ca-Cb Cb-Ca-C
2.455 1.528 1.331 1.338 1.531 124.2 110.90 120.4 116.5 133.1 10%.5 Ia1.3
©.002 0.002 0.001 0.001 0.001 0.6 0.8 0.4 0.4 0.2 0.3 0.4 e ST o e au
64 64 64 5 60 55 64 64 55 §5 60 60 |
t + B S e s
|
- — P . ] ] ;i - ¥ ¥ . s 8 —— e { - 4t
— i 3 " | I || 4 ! . P E ! | N L__ i _.L__ -
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Dihedral les for AVERAGE after 200 cycles minimization . 1 Jes for AVERAGE after 600 cycles minimization
- PHI PSI  OMBGA P Ay PHI PSI  OMEGA
1. AL 3 1000.0 152.0 173.6 3. ALE 4 1po0.0 61.¢ 173.1
3. A& 4 =123.% 133.4 179.7 S A 3 kiB,L 8s.1 -178.8
8, RIA 5 -122.1 111.8 176.2 - 8 =75.3 989.9 118.0
4. AA d =-wi.1 157 -iI8.e il o i -88.4 1461 =LT77.3
5. ALA T -154.9 160.8 1. §. ALA 7 =160.4 174.0 -178.9
§. LY 8 113.5 1000.0 1000.0 3 orx & 68.0 1000.0 1000.0
¥ KLA 16 1000.0 179.5 -175.3 5 Rin 16 1000.0 163.8 175.6
8. ALA 17 -128.2 161.6 171.9 o 17 =117.8 167.3 178.2
9. ALA 18 -147.0 164.7 174.4 L Sia 18 -146.4 162.0 179.6
10. ALA 19 -134.2 112.6 174.1 8 39 -1, 41,8 178.0
11. ALA 20 -90.7 143.4 176.6 11. AlA 30 ~7.% 1.5 -173.1
12. ALA 2 -Me.2 155.8 178.7 13. AIA 21 -135.9 155.9 =179.5
13. Afa 22 -130.9 104.1 -177.5 - 22 -150.1 93.8 -176.4
14. ALA 23 -95.8 1000.0 1000.0 14 afa 53 -82.5 1000.0 1000.0
15. ALA 33 1000.0 130.3 174.9 - 33 1000.0 123.4 176.2
16. ALA M -11%.3 18.3 ITLG -+ 3% <TED 5.4 1159
17. ALA 35 -123.9 156.9 168.7 = 35 -125.2 157.6 -179.5
18, AIA a6 ~I30.1 e 1731 35 AIA 36 -147.0 136.1 -179.2
19. ara 37 =-113.7 150.3 179.7 - ey 37 -147.3 140.8 178.0
20, ALA 36 -128.9 149.3 -178.7 20. ALA 38 -100.6 123.4 175.4
21. ALA 39 -134.7 100.5 172.5 - =y 38 -104.7  89.0 -178.2
22. ALA 40 -58.8 183.1 =173.6 22. ALA 40 =70, 3 156.3 177.8
23, ALA 41 -57.2 1000.0 1000.0 S5 A 41  —67.5 1000.0 1000.0
24, AIA 45 1000.0 138.4 178.3 - T 15 16006 1EY e
25. ALA 46 -130.6 115.3 177.4 25. ALA 46 -135.6 121.6 179.8
26. ALA 47 -70,1 133.8 178.8 il &1 -62.8 196.1 179.3
27. ALA 44 -102.5 —64.95 111 27. ALA 48 -88.6 -50.5 -179.6
28. GLY 49 -153.3 175.8 175.3 o 49 1781 -172.6 -178.3
. AL 30 -146.1  157.1 139.8 29. AIA 50 -155.3 159.4 ~-178.1
30. ALA 51 -143.7 1000.0 1000.0 30. ALA 51 -160.9 1000.0 1000.0
-« B oo 1 1ol PR R b CQRS 31. AlA 58 1000.0 172.5 =-178.5
32. ALA 59 -144.6 135.6 -177.8 . 32. AIA 55 -147.4 152.2 173.8
BB BUK;. SHC ML WA%.R L7 33, ALA 60 -148.7 142.3 -178.8 .CORS
34. AIA 61 ~-69.1 155.6 =-177.5 = 1 e 15A.4 -1798.3
35. AlA 62 -60.1 1000.0 1000.0 8 1Y o T g
36. ALA 67 1000.0 ~-19.2 167.7 - S R ol
37. ALA 68 -99.4 143.1 174.0 B il e S
38. ALA i% -139.8  IAF.2 377.3 - 4 o - Ay G g
39. ALA 70 -87.9 139.8 177.3 8 A - er'l aeta ~Te
40. ALA 71 -140.4 171.1 -172.7 - s iy i S i T
- et e 41, aLA 72 -165.6 1000.0 1000.0
42. ALA 76 1000.0 8.7 ‘~178.8 X - -l gl
il oL R | MR I ol 8. KA 317 USLE  Ei.8 AR
44, ALA 79 =134.3 139.3 175.4 ‘4' ALA 7% -186.2 126.9 173.1
45. A1A 79 -112.1 135.8 -177.3 R e 18 853 BeE.D -108.8
46. ALA 80 -118.4 157.5 174.7 B - B0 -INT.E 138 173.3
A vy v L+ LA 0 Y TS 47. ALA o1 -13.3 1036 175.3
- 7 AL 8 LIPS, ST A8, ALA 82 -79.4 3.1 ITH.5
49. ALA 83 -109.7 1000.0 1000.0 49. ALA g2 -83.5 1000.0 1000.0
50. ALA 53 1000.0 173.2 170.) 3. ALA 93 1000.0 152.4 174.2
F 51. AIA B D RIS 51. ALA 93 ~79.6 103.2 178.2
52. MA 94 -102.5 115.9 177.5 83. ALA of -73.4 927 =178
53. ALA % -101.0 141.1 167.6 3. ATA 95 -95.6 110.0 170.8
54. ALA i i s 54. ALA 9§ -79.7 140.3 -178.2
55. ALA 97 -128.6 165.3 ~-179.6 B &1 -166.5 1787 1713
56. ALA 98 -112.2 1000.0 1000.0 $6. ALA 98 -74.2 1000.0 1000.0
57. ALA 107 1008.0 133.2 179.17 $7. ALA 107 1000.0 135.2 179.6
B A 108 -1h6.2 lik.€ 189.7 88 ATA 100 ~L17.4 143.2 -179.5
59. GLY 109 -~85.0 174.1 178.8 ol T - R S o T
#. A 110 -T¢.6 -23.3 -176.3 $0. M 1190 -62.3 -si.3 -119.8
& S 4 A3 I3 1.0 61, GLY 111 88.5 162.0 -178.0
62. ALA 133 -133.2 1M.4 -175.9 62. ALA 115 -133.8 139.1 177.6
£. S8 I 484 1N.3 N3 1 63. AIA 113 -66.3 120.0 -177.6
64. ALA 114 -127.8 1000.0 1000.0 B & i -5M8.5 L0096 1600.0
-
RMS = .CoR3c ew -CoR3 .CORS ows .CoR.3
NCaCOCp  0.32p 0.585
NCAC 0 . 06.329 5 ¢ £ ¢
NCal . 0.259 0.493
| To Page No.J_l_
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Dihedral Angles for AVERAGE
after 200 cycles minimization with Ca at 20.0
50 cycles with Ca at 10.0
100 cycles with Ca at 2. 5
100 cycles with Ca at 0. ] * cmgc + e = o — —
PHI pSI OMEGA
1. ALA 3 1000.0 181.6 179.% Ll
2. ALA 4 -128.9 103.2 -177.6
3. ALA 5 =-96.6 101.0 174.3
4. ALA § -73.3 1a6.1 -179.5 AVERAGE. PDB3 AVERAGE. PDBS
S. ALA 7 -155.7 170.8 174.5 Resk Resi Dist D-A-AA A-D-DD A-D< D-A<  Dist D-A-AA A-D-DD A-D¢ D-A<
6. GLY 8 69.6 1000.0 1000.0 6 4 2.98 96.0 132.8 32.3-148.3
7. ALA 16 1000.0 168.8 178.3 § 23 3.00 156.5 118.7 6.4 40.7 2.86 149.3 109.9 -16.2 §5.3
8. ALA 17 -118.7 164.8 177.2 3 5 2.98 142.9 119.5 -9.4 73.3 .91 137.% 117.9 -14.8 788
9. ALA 18 -150.6 157.8 -179.7 3 21 2.90 147.3 128.1 10.0 -68.1 2.89 139.9 115.6 17.3 -83.6
10. ALA 19 -132.6 91.7 175.4 21 7 2.90 184.0 122.8 -3.1 —61.4 2.5%¢ 131.3 1185.1 4.9 -8%.7
il. ALA 20 ~-74.5 142.1 178.6 18 83 3.21 143.0 132.3 -5.1 -41.4 3.01 152.5 123.8 2.5 16.2
i8. BIRA 21 -116.6 138.3 -1749.% 83 18 2.90 160.6 115.1 -2.5 -80.2 2.84 149.1 107.5 -28.5 -95.4
13. ALA 22 -146.0 97.6 -179.6 39 S1. 3.08 142.1 123.1 -11.6 61.3 3.9 139.9 113.2 -21.3 FF.4
14. ALA 23 ~83.1 1000.0 1000.0 81 20 2.89 153.6 125.5 8.2 -49.3 2.94 134.3 124.7 2.9 -75.2
15. ALA 33 1000.0 130.6 171.1 33 75 2.76 166,22 112.4 29.5 30.3 2.89 138.9 113.6 1B.7 -48.3
16. ALA 34 =-95.5 144.4 179.5 % 22 93.00 143.1 122.9 -0.6 50.0 2.91 142.3 116.1 -23.6 170.%
17. ALA 35 -133.2 1481 178.9 34 51 2.97 164.4 125.2 -9.5 -42.9 2.84 152.8 110.8 -31.1 -92.8
I 18. ALA 36 =-120.8 131.2 178.8 1 34 32.95 166.3 126.7 7.5 =32;0 2.95 145.0 128.7 0.0 =87.B
19. ALA 37 -138.4 138.1 1798 35 97 2.89 147.7 120.6 2.4 -72.9 2.91 138.7 109.6 1.7 -92.6
20. ALA 38 -107.7 144.5 176.4 87 35 2.95 143.6 126.7 -3.2 -63.6 2.92 136.0 116.7 17.7 -83.9
1. Al 39 -127.4 105.4 179.8 ¥ 49 2,91 152.7 123.7 1.5-75.9 2.93 158.2208.3 25.4-201.4
22. ALA 40 ~70.0 164.1 179.0 48 36 2.89 156.1 102.0 -0.3-154.2 2.90 133.8 108.1 -14.3-137.7
23. ALA 41 -65.7 1000.0 1000.0 48 3 3.31 1432.8 153.7 <10.9 -5.0 .35 1.6 1256 -3.2 ~B8.7
24. ALA 45 1000.0 2151.8 -178.3 37 95 2.96 159.4 121.0 -15.8 -49.0 2,94 149.5 113.5 13.8 80.9
25. ALA 46 -140.5 112.5 177.8 95 37 2.83 166.5 112.0 -15.6 -88.0 2.82 166.3 103.6 -17.8 101.3
26. ALA 47 437 1.9 114 3% 48 32.87 150.9 117.6 6.1 8.3 2.87 185.1 120.9 -16.1 W8.%
27. ALA 48 ~-86.7 =51.8 -1T9.% 46 38 2.84 170.9 111.0 12.6 15.4 2.97 145.9 112.2 17.9 83.1
28. GLY 49 =177.4 <~172.6 -179.4 3 S3 2.98 153.7 123.9 15.2 46.2 3.01 134.0 118.3 2.6 3.8
29. ALA 50 =-156.7 162.1 -179.3 3 3% 3.12 128.4 122.4 -5.4 77.8 2.93 130.3 117.5 -11.0 73.8
30. ALA 51 -157.5 1000.0 1000.0 48 46 3.34 102.1 123.9 68.6-159.8
31. ALA 58 1000.0 170.4 178.3 1 48 32.72 170.0 112.7 13.2-55.9 2.9% 141.7 121.4 L.6-ENA.B
32. ALA 59 -142.% 153.6 -178.6 58 59 2.958 164.3 128.4 8.6 —-23.5 3.97@ 134.2 127.3 0.5 =8&.7
33. ALA 60 ~146.6¢ 149.1 177.9 89 50 3.13d 148.6 127.1 6.3 -60.3 2.918 148.5 118.8 12.0 -§8.7
34. ALA g1 ~-=76.5 1632.9 =-178.4 69 67 3.05 88,1 140.3 11.6-130.0
35. ALA 62 -66.1 1000.0 1000.0 70 68 3,09 100.0 135.3 J)7.7-58L3
36. ALA §7 1000.8 -54.5 179.3 @ B2 2.80 154.4 136,1 13,2 20.6¢ 2,92 145.5 108.3 27.0 TN.8
37. ALA 68 -78.9 133.6 179.4 827 69 2.93 148.3 114.1 -7.8 63.7 2.92 143.0 109.6 -21.6 76.1
38. ALA 69 -126.0 106.4 176.8 7 80 3.06 137.2 135.6 1.6 =65.8 2.92 136.1 111.6 13.8 -§4.3
39. ALA 70 ~70.86 149.6 179.4 80 71 2.94 134.3 122.2 -6.4 -85.4 2.88 131.0 109.7 16.3-104.2
40. ALA 71 =-153.1 169.8 -179.3 W T 3.3 TeL LR D01 X304
41. ALA 72 -140.7 1000.0 1000.0 B e 3.23  94.0 134.9 38.5-143.3
1 42. ALA 76 1000.0 -4.5 =176.9 §% 114 5.13 153.2 131.7 38.6 -30.9 2.95 128.1 130.3 36.2-109.8
43. ALA 77 54.3 53.5 =178.1 14 $2 3.94 1618 114.1 12.0 88.7 2.93 150.6 105.% 7.9 WeN ¥
44. ALA 78 =134.6 114.8 169.5 94 92 3.27 94.1135.2 40.0-1A3. 1
45. ALA 79 -82.3 151.2 -170.6 94 112 2.94 146.9 120.5 -2.6 66.2 2.85 141.6 109.1 -18.5 7.5
46. ALA 80 -144.1 154.0 =178.8 153 94 3.14 134.4 129.9 10.1 65.1 3.03 126.3 128.5 4.1 70.6
47. ALA 81 =-138.2 96.8 178.3 M 93 3,01 97.7 121.5 40.6-JA8.7
48. ALA B2 ~-80.8 103.0 177.% 109 96 2.80 159.7 107.6 25.9 94.3 2.87 150.8 105.5 0.7-11.7
49. ALA 83 -85.8 1000.0 1000.0 98 107 2.92 162.9 126.0 14,3 38.4 2.93 172.0 120.4 5.9 -54.4
50. ALA o3 1000.0 155.1 178.3 114 112 3.29 101.1 123.8 64.0-154.9
51. ALA g3 -85.2 10§5.3 170.8
- 52. ALA 94 =§3.1 106.5 179.8 * after dist denotes a possible al helix res
83. ALA 95 =107.4 124.0 169.6 @ after dist denotes a possible 3-10 helix res 1
54, ALA 95 —8i.2 1523 17%.3
§5. ALA 87 -151.5 15p.9 178.4 —— e ————— . ,
56. ALA 98 -83.8 1000.0 1000.0
57. ALA 107 1000.0 133.1 176.1 L i -
58. ALA 108 -119.9 141.3 179.9
- 59. GLY e -81.3 A7 277.8 ‘
60, ALA 110 =64.6 =443 177.9 {1 3 -
61. GLY 111 95. 9 1| e g
! 62, ALA 112 -135 130.7 179.0 ( D ) am
63. ALA 113 . =1l 5 138.8 178.85 Caea P ﬂ's 1
64. ALA 114 -141.1 1000.0 1000.0 é
- 4 $ -
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Bidedenl Angles for SEENFS:  amEh | FROM PDB FILE: ARCHETYPE.PDB
1. ALA 1 150.2 180.0 Doing residues: im 0
2= 1 .y e -iB Res Resf} Atom Res Resi Atnm Dist D-A-AA A-D-DD A-DX D-a<
3 ALA 1 <1329 i 1758 ' ALA 5 N AlA 23 0 3.00 1%6.5 1187 4.4 407
A 1 -Ia85 14 179F ALA 23 N ALA 5 0 2.98  142.8 113.5 5.4 743
Ty i a1 1iLe 123 ALA 7 N ALA 21 o 3.90 147,3 139.1 10.0 -68.1
6. ALA & =-81.1 1517 -394 ALA 21 N ALA 7 0 3.90 154.0 1232.8 -3.1 —-61.4 .
- ol 5 180§ ALA 18 N ALA 82 0 3.3 143.0 192.3 5.1 -4l
& A 16 179.5 -175.3 ALA 82 N ALA 18 0 3.90 360.6 115.1 ~2.5 -80.3
9. ALA 17 -138.2 1SL.5 1718 ALA 20 N ALA 80 0 3,04 142.1123.1 -11.6 61.)
: 8 KA W —ii¥0 1847 1AL ALA 80 N aLa 20 0 2.0 153.8 13,5 5.2 —-4%)
3 ALa 1a -13%.3 112.6 I1M.% ALA 22 N ALA 78 0 2.7 18§.1113.4 .3 183
& M2 30 -8 7 1434 17464 AlA 78 N ALA 22 0 3.00 143.1 122.9 -0.6 5.0
13. ALA 11 -118.2 155.8 1718.% ALA 34 N ALA 51 o 2.97 164.4 125.2 46.9 —42.9
A4, MA 53 -1%0.8 104.1 ~L77.5 ALA 51 N ALA 34 0 2.9% 186.3 126.7 7.9 -35.8
I8 At 23 -95.8 ALA 35 N ALA 93 0 2.89 147.7 120.6 2.4 -73.9
16, AIA 91 144.3  177.6 ALA 93 N ALA 35 ) 3,95 T143.8 194.7 -3.3 -Sk8
= 17, ALA 35 -123.9 156,89 168.7 ALA 36 N GLY 49 0 3.9 a7 137 1.9 -758
18. ALA 36 -120.1 118.4 172.1 ALA 48 N ALA 36 0 2,89 156.1 102.0 -0.3-154.2
19. ALA 37 -113.7 3130.3 179 eLY 49 N ALA 36 (o} 3.31 J43.8 133.7 -10.8 -B.)
20, AL 38 -13m.9 4.3 “178.% ALA 37 N ALA 91 0 2.96 159.4 121.0 -15.8 -49.0
21. ALA 39 =134.7 100.5 172.% ALA 91 N ALA 37 0 2.83 166.5 112.0 ~15.6 -84.0
22. ALA 40 -58.8 ALA 38 N ALA 46 0 2.87* 150.9 117.6 6.1 68.3
23. ALA 15 138.4 178.3 ALA 46 N ALA 38 0 2.84* 170.9 111.0 12.6 15.4
24. ALA 46 -130.6 115.3 177.4 ALA 39 N ALA 89 [¢] 2.8 I53.7 123.9 15.2 44.3
25. ALA 7 “19.2 133.8 1788 ALA 89 N ALA 39 0 3.12 128.4 122.4 -5.4 77.8
26. ALA 48 -102.5 -64.9 -179.% ALA 60 N ALA 48 0 2.72_ 170.0 111.7 15.9 -55.9
3. GLY 4 -153.3 175.8 175.) ALA 50 N ALA 58 0 2.9 164.3 128.4 8.6 -23.5
28. ALA 50 =146.1 157.2 179.8 ALA 58 N ALA 50 0 3.13@ 148.6 127.1 6.3 -60.3
29. ALA 51 -143.7 ALA 68 N ALA 81 0 2.90 154.4 126.1 13.2 20.6
30. ALA 57 154.5 174.9 ALA Bl N ALA 68 0 2.93  148.3 114.1 -7.8 63.7
31. ALA 58 -144.6 135.6 -177.8 ALA 70 N ALA 79 0 3.06 137.2 125.6 1.6 ~65.8
32. AA 59 -124.0 149.8 177.4 ALA 79 N ALA 70 0 2.94 134.3 122.2 -6.4 -85.4
33. ALA 0 ~74.1 5.6 178.3 ALA 72 K ALA 77 0 3.82  164.1 117.8 -32.2 -45.4
! 34, ALA 6 ~37.9 ALA 74 N ALA 72 0 3.29  79.4 116.4 -75.1-131.7
35. GLY 65 -36.1 ~-180.0 ALA 75 N ALA 72 0 2.81@ 127.9 108.6 ~17.2-101.5
36, ALA % -111.7 -19.2 161.% ALA 76 N ALA 72 0 3.00¢ 160.6 109.9 44.4 163.5
37. ALA 67 -99.4 145.5 174.0 ALA 77 N ALA 72 0 3.35 130.5 119.5 14.3 69.0
38. ALA 8 =137.6 1r.2 11§ ALA 75 N ALA 73 0 3.46 72.8 125.3 ~64.7-128.2
39. AlA §9 -67.9 13%.8 177.% ALA 76 N ALA 73 [e] 3.48@ 100.3 107.6 -10.9 -90.2
40. ALA 70 =-140.4 171.1 -173.% ALA 77 N ALA 75 0 3.42 74.1 114.2 90.1 130.4 '
41. AL 71 -137.) 1&.3 153.3 ALA 88 N ALA 109 o 3.13 153.2.131.7 38.6 -30.H
42. ALA o =97 89.6 -180.0 ' ALA 109 N ALA 88 0 284 1618 1141 12.0 BT ]
43. ALA 3 =539 ~195.3 1184 ALA 30 N ALA 107 0 2.94 146.9 120.5 -2.6 66.2
44. ALA W 431 -IB.5 -180.8 I ALA 107 N ALA 90 o 3.14 134.4 129.9 10.1 #5.3
45. ALA 75 -111.1 5.6 -173.8 GLY 104 N ALA 92 0 3.00 159.7 Yo7.4 5.9 &3
46. ALA 76 49.9 $5.9 -174.2 ALA 94 N ALA 102 0 2.92  162.9 126.0 14.3 38.4
47. ALA 77 =13.3 1319.3 175.8 e ai " )
48. ALA 78 -11%3.1 A3S.8 ~17i.} denotes a possible alpha helix res
49, ALA 79 -118.4 157.5 174.% | @ after dist denotes a possible 3—?3 helix res
50. ALA g0 -154.7 104.¢ 177.4
- 51. ALA g1 ~-48.4 117.6 -173.%
$3. ALA 82 -109.7 —
$3. ALA 88 172.3  170.%
| S4. ALA 89 -95.6 126.0 -178.5
55. ALA 90 -102.5 115.9 177.8
- 56. ALA 91 ~101.9 1.1 1678
57. ALA 92 -105.0 129.% -174.1
58. ALA 93 -128.6¢ 165.3 -179.8
[ 59. ALA 94 -112.2
60. ALA 102 138.3 1.3
- — 61, MA 103 -106.2 156.8 169.7 ;
62. GLY 104 -85.0 174.1 178.8
L 63. ALA 08 -M.¢ -15.3 -178.3
. @x s .3 185 1735 .
i . MA W -3 1M IS
66, ALA 108 -83.4 139.9 176.2
L - 61. MA 8 ~137.8 =
a - e - - - B
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