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Table S1. 'H NMR Assignments for the ras6/ R-N1-BDO-(61,2) adduct.

HI' | H2' | H2" | H3' | H4' | HS' | HS" | H8 | H6 | CH; | H5 | H2

C' |545|1.58[2.08|4.42 7.02 5.10

G* |5.13 (243254479 (401 |3.79|3.68 | 7.37

G’ | 544 (254|243 |4.16(3.84[3.92(3.95| 7.28

A* |593]234|258|4.78 7.59 7.38
C> |5.55|1.64 | 1.76 | 451 | 3.83 | 3.73 | 3.71 6.63 4.71

X% |5.32(1.95|2.43|4.57 7.20 7.31
A7 527260232 4.03 | 3.68 7.63 6.85
G® |5.00 |2.30 236 7.20

A’ 567|240 262 |4.78 |3.84|3.91 |3.94 | 7.57

A 15751230261 |4.76 | 4.17 | 3.94 7.49 6.83

G'' | 5.7112.08 |1.97 | 4.33 |4.00|3.85|3.91| 7.02

C'? |5.61|2.06|235|4.39|3.85](3.59|3.53 7.30 5.38
T |5.95|2.02 (240 | 4.66 | 4.02|3.84 | 3.84 7.14 | 1.41

T [591]1.98|2.34 3.89 [3.97 | 3.93 6.94 | 1.40

CP 5.75]2.19 | 1.84 | 459 | 4.00 | 3.92 | 3.88 7.07 5.13
T'® [5.89 [2.12 | 1.90 | 4.65 | 3.81 | 3.87 | 3.91 6.83 | 1.46

T | 542|156 | 1.85|4.49 |3.72|3.83 6.68 | 1.34

G'™ | 5.64 |2.49 | 2.56 4.07 | 3.71 | 3.78 | 7.46

T 581 [1.97 (227|461 |3.98|3.873.91 6.80 | 1.15

C* |5.71|1.87|2.16 | 456 7.03 532
C*!' |531]1.76 | 2.08 | 4.56 | 3.85 | 3.82 | 3.78 6.96 5.16

G* 593239 (2.10 443|393 | 3.8 |3.84| 7.42
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Table S2. NOE Restraints Used in the rMD Calculations for the ras6/ R-N1-BDO-(61,2)

adduct.
#
#1 CYT H3' 1
&rst

ixpk= 0, nxpk= 0, iat=
#
#1 CYT H3' 1
&rst

ixpk= 0, nxpk= 0, iat=
#
#1 CYT H22 1
&rst

ixpk= 0, nxpk= 0, iat=
#
#2  GUA HS8 1
&rst

ixpk= 0, nxpk= 0, iat=
#
#2  GUA HS8 1
&rst

ixpk= 0, nxpk= 0, iat=
#
#1 CYT HI' 2
&rst

ixpk= 0, nxpk= 0, iat=
#

CYT H6 423 5.17

24, 13,r1=3.73,1r2=4.23,13=5.17, 14= 5.67, &end

CYT H2' 212 258

24, 26,r1=1.62,r2=2.12,r3=2.58, r4= 3.08, &end

CYT H2' 158 2.02

27, 26,r1=1.08, r2=1.58, r3=2.02, r4=2.52, &end

CYT H6 454 5.56

43, 13,r1=4.04, r2=4.54, 13= 5.56, r4= 6.06, &end

CYT H2' 336 4.1

43, 26, r1=2.86, r2=3.36, 13=4.10, r4= 4.60, &end

GUA H8 581 7.11

10, 43,r1=5.31,1r2=5.81,r3=7.11,14=7.61, &end
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#1 CYT H1I' 2 GUA H52 4 6

&rst

ixpk= 0, nxpk= 0, iat= 10, 35, r1=3.50, r2=4.00, r3= 6.00, r4= 6.50, &end
#
#2  GUA HS8 2 GUA HI1' 3.77 4.6l

&rst

ixpk= 0, nxpk= 0, iat= 43, 40, r1=3.27,1r2=3.77,13=4.61,r4=5.11, &end
#
#2 GUA H3 2 GUA H2' 229 279

&rst

ixpk= 0, nxpk= 0, iat= 57, 59, r1=1.79, r2=2.29, r3=2.79, r4=3.29, &end
#
#2  GUA H22 2 GUA HI1' 202 2.58

&rst

ixpk= 0, nxpk= 0, iat= 60, 40, r1=1.52, 12=2.02, r3=2.58, r4=3.08, &end
#
#2 GUA H4' 2 GUA H8 497 6.33

&rst

ixpk= 0, nxpk= 0, iat= 37, 43,r1=4.47,12=4.97, 3= 6.33, r4= 6.83, &end
#
#2  GUA HS8 2 GUA H5' 47 59

&rst

ixpk= 0, nxpk= 0, iat= 43, 34, r1=4.20, 12=4.70, r3= 5.90, r4= 6.40, &end
#
#2  GUA HS8 2 GUA H52 6.03 7.37

&rst

ixpk= 0, nxpk= 0, iat= 43, 35,r1=5.53,12=6.03, r3=7.37, r4=7.87, &end



#
#2  GUA H4

&rst

ixpk= 0, nxpk= 0,

#
#2  GUA HI'

&rst

ixpk= 0, nxpk= 0,

#
#3 GUA HS8

&rst

ixpk= 0, nxpk= 0,

#
#3 GUA HS8

&rst

ixpk= 0, nxpk= 0,

#
#3 GUA H3

&rst

ixpk= 0, nxpk= 0,

#
#3 GUA HYS

&rst

ixpk= 0, nxpk= 0,

#
#3 GUA H4

&rst

2

iat=

2

iat=

2

iat=

2

iat=

2

iat=

2

iat=

2

317,

40,

76,

76,

90,

67,

GUA HTI'

40, r1=2.42,12=2.92, r3= 3.56, r4= 4.06,

GUA H52 4285

35, r1=4.35,12=4.85,13=6.15, r4= 6.65,

GUA HTI'

40, r1=3.32, r2= 3.82, r3=4.66, r4=5.16,

GUA H3

57,r1=3.62,12=4.12, r3= 5.00, r4= 5.38,

GUA HTI'

40,11=4.92,12=5.42,13=6.62, 14="7.12,

GUA HTI'

40, 1r1=3.92, r2=4.22, 3= 5.58, r4= 6.08,

GUA HTI'

2.92

3.56

6.15

3.82 4.66

4.12 4.88 change

542  6.62

4.42  5.58 change

511 6.25
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&end

&end

&end

&end

&end

&end
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ixpk= 0, nxpk= 0, iat= 70, 40, r1=4.61,1r2=5.11, r3=6.25, r4=6.75, &end
#
#3 GUA HI' 3 GUA HS 331 4.05

&rst

ixpk= 0, nxpk= 0, iat= 73, 76, r1=2.81, 12=3.31, r3=4.05, r4=4.55, &end
#
#3 GUA H3' 3 GUA H8 446 5.44 change

&rst

ixpk= 0, nxpk= 0, iat= 90, 76, r1=3.96, r2=4.16, r3= 5.44, r4= 5.94, &end
#
#3  GUA HS8 3 GUA H4' 52 638

&rst

ixpk= 0, nxpk= 0, iat= 76, 70, r1=4.70, r2=5.20, r3= 6.80, r4=7.30, &end
#
#3  GUA HS8 3 GUA H5' 484 6.16

&rst

ixpk= 0, nxpk= 0, iat= 76, 67, r1=4.34, r2=4.84, r3= 6.16, r4= 6.66, &end
#
#3  GUA H52 3 GUA H8 443 541

&rst

ixpk= 0, nxpk= 0, iat= 68, 76,r1=3.93,12=4.43,r3=5.41, r4=5.91, &end
#
#3 GUA HI' 3 GUA H3' 3.15 3.85

&rst

ixpk= 0, nxpk= 0, iat= 73, 90, r1=2.65, r2=3.15, r3= 3.85, r4=4.35, &end
#
#4 ADE HI' 3 GUA H3' 35 4.1
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# &rst
# ixpk= 0, nxpk= 0, iat= 106, 90, r1=3.00, r2=3.50, r3=4.10, r4= 4.60, &end
#
#4 ADE HI' 3 GUA H3'" 274 334
# &rst
# ixpk= 0, nxpk= 0, iat= 106, 90, r1=2.24, 12=2.74, r3= 3.34, r4= 3.84, &end
#
#4  ADE HS8 3 GUA HS8 4.69 5.73

&rst

ixpk= 0, nxpk= 0, iat= 109, 76, r1=4.19, r2=4.69, r3=5.73, r4= 6.23, &end
#
#3 GUA H1' 4 ADE HS 304 4.04

&rst

ixpk= 0, nxpk= 0, iat= 73, 109, r1=2.54, r2=3.04, 13=4.04, r4= 4.54, &end
#
#4  ADE HS8 4 ADE HI1' 337 443

&rst

ixpk= 0, nxpk= 0, iat= 109, 106, r1=2.87, 12=3.37, 3= 4.43, r4=4.93, &end
#
#4 ADE H3' 4 ADE HI1' 6.07 7.41
# &rst
# ixpk= 0, nxpk= 0, iat= 122, 106, r1=5.57, 12= 6.07, r3=7.41, 14=7.91, &end
#
#4 ADE H2' 4 ADE HI1' 277 3.23

&rst

ixpk= 0, nxpk= 0, iat= 124, 106, r1=2.27,12=2.77,13=3.23, r4=3.73, &end
#
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#4 ADE H2 4 ADE HI1' 4.12 5.04
&rst
ixpk= 0, nxpk= 0, iat= 118, 106, r1=3.62, r2=4.12, r3= 5.04, r4= 5.54, &end
#
#5 CYT H6 4 ADE H1' 33 4.04
&rst
ixpk= 0, nxpk= 0, iat= 141, 106, r1= 2.80, r2= 3.30, r3= 4.04, r4=4.54, &end
#
#5 CYT H6 4 ADE H3' 527 643
&rst
ixpk= 0, nxpk= 0, iat= 141, 122, r1=4.77,12=5.27, 3= 6.43, r4= 6.93, &end
#
#5 CYT HI' 4 ADE HI1' 486 6.14
&rst
ixpk= 0, nxpk= 0, iat= 138, 106, r1=4.36, 12= 4.86, r3= 6.14, r4= 6.64, &end
#
#5 CYT HS 4 ADE HI1' 518 6.34
&rst
ixpk= 0, nxpk= 0, iat= 143, 106, r1=4.68, r2= 5.18, 3= 6.34, r4= 6.84, &end
#
#5 CYT H6 4 ADE HS 3.83 4.69 change
&rst
ixpk= 0, nxpk= 0, iat= 141, 109, r1=3.33, r2= 3.83, r3=4.99, r4= 5.19, &end
#
#5 CYT H6 4 ADE H22 3.13 3.83 change
&rst
ixpk= 0, nxpk= 0, iat= 141, 125, r1=2.63, r2=2.93, r3=3.83, r4=4.33, &end



Merritt, W.K., et al.

#
#5 CYT H6 4 ADE H2' 355 433
&rst
ixpk= 0, nxpk= 0, iat= 141, 124, r1=3.05, r2= 3.55, r3=4.33, r4=4.83, &end
#
#5 CYT HI' 4 ADE H2 379 4.63
&rst
ixpk= 0, nxpk= 0, iat= 138, 118, r1=3.29, r2=3.79, r3=4.63, r4= 5.13, &end
#
#5 CYT HS5 4 ADE H22 322 3.94
&rst
ixpk= 0, nxpk= 0, iat= 143, 125, r1=2.72, r2=3.22, 13=3.94, r4= 4.44, &end
#
#19 THY HI' 4 ADE H2 457 5.59
# &rst
# ixpk= 0, nxpk= 0, iat= 592, 118, r1=4.07, 12=4.57, r3= 5.59, r4= 6.09, &end
#
#5 CYT H6 5 CYT HI1' 379 4.63
&rst
ixpk= 0, nxpk= 0, iat= 141, 138, r1=3.29, r2=3.79, r3=4.63, r4= 5.13, &end
#
#5 CYT HS5 5 CYT H6 22 268
&rst
ixpk= 0, nxpk= 0, iat= 143, 141, r1= 1.70, r2= 2.20, r3= 2.68, r4= 3.18, &end
#
#5 CYT H3' 5 CYT H6 274 3.36 change
&rst
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ixpk= 0, nxpk= 0, iat= 152, 141, r1=2.24, 12=2.74, r3= 3.86, r4= 4.00, &end

#
#5 CYT H5'
&rst

5

CYT Ho

4.15 5.07

ixpk= 0, nxpk= 0, iat= 132, 141, r1=3.65, r2=4.15, r3= 5.07, r14= 5.57, &end

#
#5 CYT H4
&rst

5

CYT Ho

472 5.88

ixpk= 0, nxpk= 0, iat= 135, 141, r1=4.22, r2=4.72, r3= 5.88, r4= 6.38, &end

#
#5 CYT H5
&rst

5

CYT HI

4.86 6.34

ixpk= 0, nxpk= 0, iat= 143, 138, r1=4.36, r2= 4.86, r3= 6.34, r4= 6.84, &end

#
#5 CYT H3
&rst

5

CYT HI

3.37 4.13

ixpk= 0, nxpk= 0, iat= 152, 138, r1=2.87, 12=3.37,1r3=4.13, r4=4.63, &end

#
#5 CYT H3
&rst

5

CYT HS

592 7.24

ixpk= 0, nxpk= 0, iat= 152, 143, r1=5.42, r2=5.92, r3="7.24,14="7.74, &end

#
#5 CYT H4'
# &rst

5

CYT HI

486 5.94

# ixpk= 0, nxpk= 0, iat= 135, 138, r1=4.36, r2=4.86, 13= 5.94, r4= 6.44, &end

#
#5 CYT HYS

5

CYT HI

232 284

10
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# &rst
# ixpk= 0, nxpk= 0, iat= 132, 138, r1= 1.82, r2=2.32, r3=2.84, r4= 3.34, &end
#
#5 CYT H2' 5 CYT HS5 373 455
&rst
ixpk= 0, nxpk= 0, iat= 154, 143, r1=3.23, r2=3.73, r3=4.55, r4= 5.05, &end
#
#5 CYT H22 5 CYT HS5 491 599
&rst
ixpk= 0, nxpk= 0, iat= 155, 143, r1=4.41, r2=4.91, r3= 5.99, r4= 6.49, &end
#
#6 NI1R HS8 5 CYT HI' 549 6.51 change
&rst
ixpk= 0, nxpk= 0, iat= 195, 138, r1=4.99, r2= 5.35, 3= 5.50, r4= 6.00,
&end
#
#6 NIR HS8 5 CYT H3' 586 7.16 CHANGE
&rst
ixpk= 0, nxpk= 0, iat= 195, 152, r1=5.36, r2= 5.86, 3= 8.56, r4= 8.66,
&end
#
#6 NIR HS8 5 CYT H22 591 7.23
&rst
ixpk= 0, nxpk= 0, iat= 195, 155, r1=5.41,12= 591, 13="7.23,r4="7.73, &end
#
#6 NIR HS8 5 CYT H2' 585 7.15
&rst

11



ixpk= 0, nxpk= 0, iat= 195,

#
#6 NIR H52 5
&rst

ixpk= 0, nxpk= 0, iat= 162,

#
#6 NI1R HS8 6
&rst

ixpk= 0, nxpk= 0, iat= 195,

&end

#

#6 ~NIR H3' 6
&rst

ixpk= 0, nxpk= 0, iat= 197,

#
#6 NI1R H3' 6
&rst

ixpk= 0, nxpk= 0, iat= 197,

&end

#

#6 ~NIR H5' 6
&rst

ixpk= 0, nxpk= 0, iat= 163,

#
#6 NIR H2 6
&rst

ixpk= 0, nxpk= 0, iat= 179,

Merritt, W.K., et al.

154, r1=5.35,1r2=5.85, r3=7.15, r4="7.65, &end

CYT HI1' 431 527

138,r1=3.81,1r2=4.31,13=5.27,14=5.77, &end

NIR HAA 223 233 change

168, r1=2.33, r2=2.63, r3= 2.83, r4=3.95,

NI1R HS8 3.92 5.08 change

195, r1=5.42,1r2=5.89, r3=5.92, r4= 6.08, &end

N1IR HAA 2.7 3.3 change

168, r1=2.20, r2=2.70, r3= 3.60, r4= 3.80,

NIR HAA 426 352

168, r1=3.76, r2=4.26, r3=5.20, r14=5.70, &end

NIR HAA 6.18 7.56

168, r1=15.68, r2=6.18, r3=7.56, r4= 8.06,

17
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&end
#
#6 ~NIR HS 6 NIR HS 491 6.01
&rst
ixpk= 0, nxpk= 0, iat= 163, 195, r1=4.41, r2=4.91, r3= 6.01, r4= 6.51,
&end
#
#6 NIR HS8 6 NIR H52 445 645
# &rst
# ixpk= 0, nxpk= 0, iat= 195, 162, r1=3.95, r2=4.45, r3= 6.45, r4= 6.95, &end
#
#6 NIR H4' 6 NIR HS8 5.89 7.19
&rst
ixpk= 0, nxpk= 0, iat= 165, 195, r1=5.39, r2=5.89, r3=7.19, r4=7.69, &end
#
#6 NIR HS 6 NIR H2' 3.04 3.72
# &rst
# ixpk= 0, nxpk= 0, iat= 163, 170, r1= 2.54, r2=3.04, r3=3.72, 4= 4.22, &end
#
#7 ADE HS8 6 NIR HAA 5.63 6.87
&rst
ixpk= 0, nxpk= 0, iat= 213, 168, r1=5.13, r2= 5.63, 3= 5.80, r4= 6.07,
&end
#
#7 ADE HS8 6 NIR H3'" 52 6.8
&rst
ixpk= 0, nxpk= 0, iat= 213, 197, r1=4.70, r2= 5.20, r3= 6.80, r4= 7.30,

13
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&end
#
#7 ADE HS8 6 NIR H2' 445 543

&rst

ixpk= 0, nxpk= 0, iat=213, 170, r1=3.95, 12=4.45, r3= 5.43, r4= 5.93, &end
#
#7 ADE H2 6 NIR H2 444 5.62 change

&rst

ixpk= 0, nxpk= 0, iat= 222, 179, r1=3.94, 12=4.44, r3=5.42, 14= 5.92, &end
#
#7 ADE H4' 6 NIR H8 434 534

&rst

ixpk= 0, nxpk= 0, iat= 207, 195, r1=3.84, 12=4.34, r3= 5.34, r4= 5.84, &end
#7 ADE HS8 7 ADE H1' 4.04 494 change

&rst

ixpk= 0, nxpk= 0, iat=213, 210, r1=3.54, 12= 3.94, 3= 4.94, r4= 5.44, &end
#
#7 ADE HS5' 7 ADE HS8 4.87 6.13

&rst

ixpk= 0, nxpk= 0, iat= 204, 213, r1=4.37,12=4.87, 3= 6.13, r4= 6.63, &end
#
#7 ADE H4' 7 ADE HS8 435 5.65

&rst

ixpk= 0, nxpk= 0, iat= 207, 213, r1=3.85, 12=4.35, r3= 5.65, r4= 6.15, &end
#
#7 ADE H4' 7 ADE H1' 2.84 3.56 change

&rst

14
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ixpk= 0, nxpk= 0, iat= 207, 210, r1= 2.00, r2= 2.34, r3= 3.56, r4= 4.06, &end
#
#7 ADE H2 7 ADE HI1' 478 6.22

&rst

ixpk= 0, nxpk= 0, iat= 222, 210, r1=4.28, r2=4.78, 13= 6.22, r4= 6.72, &end
#
#8  GUA HS8 7 ADE H1' 332 4.06 change

&rst

ixpk= 0, nxpk= 0, iat= 245, 210, r1= 2.82, r2= 3.12, r3= 4.06, r4= 4.56, &end
#
#8  GUA HS8 7 ADE H8 3.67 4.49 change

&rst

ixpk= 0, nxpk= 0, iat= 245, 213, r1=3.17,12=3.67, 3= 4.70, r4=4.99, &end
#
#8 GUA HI1' 7 ADE H1' 496 6.04 change

&rst

ixpk= 0, nxpk= 0, iat= 242, 210, r1= 4.06, r2= 4.46, 3= 6.04, r4= 6.54, &end
#
#17 THY HI' 7 ADE H2 5.19 6.35
# &rst
# ixpk= 0, nxpk= 0, iat= 527, 222, r1=4.69, r2=5.19, 3= 6.35, r4= 6.85, &end
#
#7 ADE H4' 8 GUA HI1' 3 3.66
# &rst
# ixpk= 0, nxpk= 0, iat= 207, 242, r1=2.50, r2= 3.00, r3= 3.66, r4= 4.16, &end
#
#8  GUA HS8 8 GUA HI1' 384 4.7

15
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&rst

ixpk= 0, nxpk= 0, iat= 245, 242, r1=3.34, r2= 3.84, r3=4.70, r4= 5.20, &end
#
#9 ADE HS8 8 GUA H8 483 5091

&rst

ixpk= 0, nxpk= 0, iat= 278, 245, r1=4.33, r2=4.83, r3= 591, r4= 6.41, &end
#
#9 ADE H4' 9 ADE H8 488 6.12

&rst

ixpk= 0, nxpk= 0, iat= 272, 278, r1=4.38, 12= 4.88, 3= 6.12, r4= 6.62, &end
#
#9 ADE H3' 9 ADE HI1' 3.58 4.38

&rst

ixpk= 0, nxpk= 0, iat= 291, 275, r1=3.08, r2= 3.58, 3= 4.38, r4=4.88, &end
#
#10 ADE H8 9 ADE HI1' 3.68 4.5

&rst

ixpk= 0, nxpk= 0, iat= 310, 275, r1=3.18, r2= 3.68, 3= 4.50, r4= 5.00, &end
#
#10 ADE H4' 9 ADE HI1' 3 3.6

&rst

ixpk= 0, nxpk= 0, iat= 304, 275, r1= 2.50, r2= 3.00, r3= 3.60, r4= 4.10, &end
#
#10 ADE H4' 9 ADE HI1' 274 3.34 change

&rst

ixpk= 0, nxpk= 0, iat= 304, 275, r1=2.24, r2=2.74, 13= 3.64, r4= 3.84, &end
#
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#10 ADE HS5' 10 ADE HS 534 6.52
&rst
ixpk= 0, nxpk= 0, iat= 301, 310, r1=4.84, r2= 5.34, r3= 6.52, r4=7.02, &end
#
#10 ADE HS8 10 ADE H4' 487 6.13
&rst
ixpk= 0, nxpk= 0, iat= 310, 304, r1=4.37, 12=4.87, 3= 6.13, r4= 6.63, &end
#
#10 ADE HI' 10 ADE H4' 264 3.22
&rst
ixpk= 0, nxpk= 0, iat= 307, 304, r1= 2.14, 2= 2.64, r3= 3.22, r4=3.72, &end
#
#10 ADE H3' 10 ADE HI1' 386 4.72
&rst
ixpk= 0, nxpk= 0, iat= 323, 307, r1= 3.36, r2= 3.86, r3=4.72, r4= 5.22, &end
#
#11 GUA HS8 10 ADE H3'" 471 5.75 change
&rst
ixpk= 0, nxpk= 0, iat= 342, 323, r1=4.21, 12=4.51, 3= 5.75, r4= 6.25, &end
#
#11 GUA HS8 10 ADE HS 544 6.64
&rst
ixpk= 0, nxpk= 0, iat= 342, 310, r1=4.94, 2= 5.44, 13= 6.64, r4=7.14, &end
#
#11 GUA HI' 11 GUA HS 345 4.07
&rst
ixpk= 0, nxpk= 0, iat= 339, 342, r1=2.95, r2=3.45, r3=4.07, r14=4.57, &end
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#
#11 GUA H3'
&rst

GUA H8

3.26 3.98 change
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ixpk= 0, nxpk= 0, iat= 356, 342, r1=2.76, r2= 3.10, r3= 3.98, r4= 4.48, &end

#
#11 GUA H4'
&rst

GUA H3

265 3.23

ixpk= 0, nxpk= 0, iat= 336, 356, r1=2.15, r2= 2.65, r3=3.23, r4=3.73, &end

#
#11 GUA H3'
&rst

GUA H2

2.18 2.66

ixpk= 0, nxpk= 0, iat= 356, 358, r1=1.68, r2=2.18, 3= 2.66, r4= 3.16, &end

#
#11 GUA H3'
&rst

GUA H22 262 32

ixpk= 0, nxpk= 0, iat= 356, 359, r1=2.12, r2=2.62, r3= 3.20, r4= 3.70, &end

#
#11 GUA HI'
&rst

GUA H3

4.28 5.24 change

ixpk= 0, nxpk= 0, iat= 339, 356, r1=3.78, r2=4.00, r3= 5.24, r4=5.74, &end

#
#12 CYT H6
&rst

CYT HI

3.59 439

ixpk= 0, nxpk= 0, iat= 374, 371, r1=3.09, r2= 3.59, r3= 4.39, r4=4.89, &end

#
#12 CYT H5
&rst

CYT Ho

2.19 2.61
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ixpk= 0, nxpk= 0, iat= 376, 374, r1=1.69, 12=2.19, r3=2.61, r4=3.11,

#
#12 CYT H4 12
&rst

ixpk= 0, nxpk= 0, iat= 368, 374, r1=3.91, 2= 4.41, r3= 5.39, r4= 5.89,

#
#12 CYT H3 12
&rst

ixpk= 0, nxpk= 0, iat= 385, 371, r1=3.51, r2=4.01, r3=4.89, r4= 5.39,

#
#12 CYT H22 12
&rst

ixpk= 0, nxpk= 0, iat= 388, 371, r1= 1.54, r2= 2.04, r3= 2.50, r4= 3.00,

#
#13 THY H6 12

&rst

ixpk= 0, nxpk= 0, iat= 404, 371, r1=4.19, r2= 4.69, r3=5.73, r4= 6.23,

#
#13 THY H6 12

&rst

ixpk= 0, nxpk= 0, iat= 404, 385, r1=3.51,r2=4.01, r3=4.91, r4= 5.41,

#
#13 THY H6 12

&rst

ixpk= 0, nxpk= 0, iat= 404, 374, r1=3.00, r2= 3.50, r3=4.50, r4= 5.00,

#

#13 THY M7 12

CYT Ho

CYT HI'

CYT HI

CYT HI

CYT H3

CYT Ho

CYT Ho

441 5.39

4.01

4.89

204 25

4.69 5.73

4.01

491

3.5

4.5

4.53 5.53 change
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&end

&end

&end

&end

&end

&end

&end
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&rst
ixpk= 0, nxpk= 0, iat= -1, 374, r1=4.03, r2=4.33, r3= 6.64, r4=7.14,
igrl=407, 408, 409,
&end
#
#13 THY H6 13 THY HI1' 335 4.25
&rst
ixpk= 0, nxpk= 0, iat= 404, 401, r1= 2.85, r2= 3.35, r3=4.25, r14=4.75, &end
#
#13 THY H3' 13 THY H6 4.09 5.01
&rst
ixpk= 0, nxpk= 0, iat= 417, 404, r1=3.59, r2=4.09, r3= 5.01, r4= 5.51, &end
#
#13 THY H4' 13 THY H6 423 5.17
&rst
ixpk= 0, nxpk= 0, iat= 398, 404, r1=3.73, r2=4.23, r3=5.17, 14= 5.67, &end
#
#13 THY H3' 13 THY HI1' 347 453
&rst
ixpk= 0, nxpk= 0, iat= 417, 401, r1=2.97, r2=3.47, r3=4.53, r14= 5.03, &end
#
#13 THY H3' 13 THY H2' 442 54
# &rst
# ixpk= 0, nxpk= 0, iat=417, 419, r1=3.92, 12=4.42, r3= 5.40, r4= 5.90, &end
#
#14 THY H6 13 THY H3' 4.08 4.98
&rst
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ixpk= 0, nxpk= 0, iat= 436, 417, r1=3.58, r2=4.08, r3=4.98, r4= 5.48, &end
#
#14 THY H6 13 THY H6  4.13 4.87
&rst
ixpk= 0, nxpk= 0, iat= 436, 404, r1=3.63, r2=4.13, r3=4.87, r4= 5.37, &end
#
#14 THY M7 13 THY HI1' 3.64 4.46
&rst
ixpk= 0, nxpk= 0, iat= -1, 401, r1=3.14, r2= 3.64, r3= 5.36, r4= 5.86,
igrl= 439, 440, 441,
&end
#
#13 THY H4' 14 THY H6 547 6.69
&rst
ixpk= 0, nxpk= 0, iat= 398, 436, r1=4.97, r2=5.47, 13= 6.69, r4=7.19, &end
#
#15 CYT H6 14 THY HI1' 3.82 4.66
&rst
ixpk= 0, nxpk= 0, iat= 468, 433, r1=3.32, r2= 3.82, r3=4.66, r4= 5.16, &end
#
#15 CYT H6 15 CYT HI1' 3.64 444
&rst
ixpk= 0, nxpk= 0, iat= 468, 465, r1=3.14, 2= 3.64, 13= 4.44, r4=4.94, &end
#
#15 CYT H3' 15 CYT HI1' 356 4.36
&rst
ixpk= 0, nxpk= 0, iat= 479, 465, r1= 3.06, r2= 3.56, 3= 4.36, r4= 4.86, &end
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#
#15 CYT H22 15 CYT HI1' 232 2.84 change

&rst

ixpk= 0, nxpk= 0, iat= 482, 465, r1= 1.82, r2=2.12, r3= 2.84, r4= 3.34, &end
#
#15 CYT H2' 15 CYT H5 464 5.68

&rst

ixpk= 0, nxpk= 0, iat= 481, 470, r1=4.14, r2= 4.64, r3= 5.68, r4= 6.18, &end
#
#16 THY H6 15 CYT H3' 445 543

&rst

ixpk= 0, nxpk= 0, iat= 498, 479, r1=3.95, r2=4.45, r3= 5.43, r4= 5.93, &end
#
#16 THY M7 15 CYT H2' 4.12 4.88

&rst

ixpk= 0, nxpk= 0, iat= -1, 481, r1=3.62, r2=4.12, r3= 5.86, r4= 6.36,

igrl= 501, 502, 503,

&end
#
#16 THY H6 16 THY HI1' 275 3.35 change

&rst

ixpk= 0, nxpk= 0, iat= 498, 495, r1=2.25, r2=2.75, 3= 3.85, 4= 4.00, &end
#
#16 THY H4' 16 THY H6 4.82 6.18 change

&rst

ixpk= 0, nxpk= 0, iat= 492, 498, r1=4.32, r2=4.42, 13= 6.18, r4= 6.68, &end
#
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#16 THY M7 16 THY HI1' 479 5.85
&rst
ixpk= 0, nxpk= 0, iat= -1, 495, r1=4.29, 12=4.79, r3=7.03, r4= 7.53,
igrl= 501, 502, 503,
&end
#
#16 THY H2' 16 THY M7 388 4.74
&rst
ixpk= 0, nxpk= 0, iat= 513, -1, r1=3.38, r2=3.88, r3=5.69, r4= 6.19,
igr2= 501, 502, 503,
&end
#
#17 THY H6 16 THY HI1' 425 5.19
&rst
ixpk= 0, nxpk= 0, iat= 530, 495, r1=3.75, r2=4.25, r3=5.19, r4= 5.69, &end
#
#17 THY H6 16 THY H3' 3.67 4.49 change
&rst
ixpk= 0, nxpk= 0, iat= 530, 511, r1=3.17,12=3.67, r3=4.99, r4=5.19, &end
#
#17 THY H4' 16 THY H6 477 5.83
# &rst
# ixpk= 0, nxpk= 0, iat= 524, 498, r1=4.27, 12=4.77,r3= 5.83, r4= 6.33, &end
#
#17 THY H4' 16 THY HI1' 298 3.64
&rst
ixpk= 0, nxpk= 0, iat= 524, 495, r1=2.48, r2=2.98, 3= 3.64, r4=4.14, &end
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#
#17 THY H6 16 THY H6 438 5.58

&rst

ixpk= 0, nxpk= 0, iat= 530, 498, r1= 3.88, r2= 4.38, 3= 5.58, r4= 6.08, &end
#
#17 THY H6 16 THY H2' 351 4.29 change

&rst

ixpk= 0, nxpk= 0, iat= 530, 513, r1=3.01, r2=3.21, r3=4.29, r14=4.79, &end
#
#17 THY H4' 16 THY H2' 3.11 3.81 change

&rst

ixpk= 0, nxpk= 0, iat= 524, 513, r1=2.61, 12=3.11, r3=4.00, r4=4.31, &end
#
#17 THY M7 16 THY H1' 4 6

&rst

ixpk= 0, nxpk= 0, iat= -1, 495, r1=3.50, r2=4.00, r3=7.21, r4=7.71,

igrl= 533, 534, 535,

&end
#
#17 THY M7 16 THY H2' 473 5.79

&rst

ixpk= 0, nxpk= 0, iat= -1, 513, r1=4.23, r2=4.73, r3= 6.95, r4=7.45,

igrl= 533, 534, 535,

&end
#
#17 THY M7 16 THY H22 434 53

&rst
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ixpk= 0, nxpk= 0, iat= -1, 514, r1=3.84, r2=4.34, r3= 6.36, r4= 6.86,

igrl= 533, 534, 535,

&end
#
#17 THY H6 17 THY HI1' 27 3.3  change

&rst

ixpk= 0, nxpk= 0, iat= 530, 527, r1= 2.20, r2= 2.70, 3= 3.50, r4= 3.80, &end
#
#17 THY H6 17 THY H4' 372 4.54

&rst

ixpk= 0, nxpk= 0, iat= 530, 524, r1=3.22, r2=3.72, 13= 4.54, r4= 5.04, &end
#
#17 THY HS 17 THY H6 489 5.97
# &rst
# ixpk= 0, nxpk= 0, iat= 521, 530, r1=4.39, 12=4.89, 13=5.97, r4= 6.47, &end
#
#17 THY HI' 17 THY H4' 293 3.57

&rst

ixpk= 0, nxpk= 0, iat= 527, 524, r1=2.43, r2=2.93, r3=3.57, 14=4.07, &end
#
#17 THY H3' 17 THY HI1' 356 4.36

&rst

ixpk= 0, nxpk= 0, iat= 543, 527, r1= 3.06, r2= 3.56, 3= 4.36, r4= 4.86, &end
#
#18 GUA HS8 17 THY HI1' 511 6.25

&rst

ixpk= 0, nxpk= 0, iat= 562, 527, r1=4.61, 2= 5.11, 3= 6.25, r4=6.75, &end
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#
#18 GUA HS8 17 THY H3' 441 5.39
&rst
ixpk= 0, nxpk= 0, iat= 562, 543, r1=3.91, r2=4.41, r3= 5.39, r4= 5.89, &end
#
#18 GUA HS8 17 THY H6 5.13 6.27
&rst
ixpk= 0, nxpk= 0, iat= 562, 530, r1=4.63, r2=5.13, r3=6.27, 14= 6.77, &end
#
#18 GUA HS8 17 THY H2' 431 5.27 change
&rst
ixpk= 0, nxpk= 0, iat= 562, 545, r1=3.81, r2=4.21, r3=5.27,14=5.77, &end
#
#18 GUA H4' 18 GUA H8 483 6.17
&rst
ixpk= 0, nxpk= 0, iat= 556, 562, r1=4.33, r2=4.83, r3=6.17, r4= 6.67, &end
#
#18 GUA HS8 18 GUA H52 5.19 6.35
&rst
ixpk= 0, nxpk= 0, iat= 562, 554, r1=4.69, r2=5.19, 3= 6.35, r4= 6.85, &end
#
#18 GUA HS5' 18 GUA H8 439 5.37
&rst
ixpk= 0, nxpk= 0, iat= 553, 562, r1=3.89, r2=4.39, 3= 5.37, r4= 5.87, &end
#
#18 GUA H4' 18 GUA H1' 3.05 3.73 change
&rst
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ixpk= 0, nxpk= 0, iat= 556, 559, r1=2.55, r2=2.80, r3=3.73, r4=4.23, &end
#
#19 THY H6 18 GUA HS 397 5.03 change

&rst

ixpk= 0, nxpk= 0, iat= 595, 562, r1=3.47, r2=3.97, r3=5.23, r4= 5.53, &end
#
#19 THY M7 18 GUA HS 343 4.19

&rst

ixpk= 0, nxpk= 0, iat= -1, 562, r1=2.93, r2=3.43, r3=5.03, r4=5.53,

igrl= 598, 599, 600,

&end
#
#19 THY M7 18 GUA HI1' 3.65 447

&rst

ixpk= 0, nxpk= 0, iat= -1, 559, r1=13.15, r2=3.65, r3=5.37, r4= 5.87,

igrl= 598, 599, 600,

&end
#
#19 THY H6 19 THY HI1' 3.03 3.71

&rst

ixpk= 0, nxpk= 0, iat= 595, 592, r1=2.53, r2=3.03, r3=3.71, r4=4.21, &end
#
#19 THY H4' 19 THY H6 4.69 5.73 change

&rst

ixpk= 0, nxpk= 0, iat= 589, 595, r1=4.19, r2=4.39, r3=5.13, r4= 6.23, &end
#

#19 THY H4' 19 THY HI1' 272 3.28
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&rst
ixpk= 0, nxpk= 0, iat= 589, 592, r1=2.22, r2=2.72, r3= 3.28, r4= 3.78, &end
#
#19 THY H3' 19 THY HI1' 338 4.14
&rst
ixpk= 0, nxpk= 0, iat= 608, 592, r1=2.88, r2=3.38, r3=4.14, r4=4.64, &end
#
#19 THY M7 19 THY H1I' 579 7.07
&rst
ixpk= 0, nxpk= 0, iat= -1, 592, r1=5.29, r2=5.79, r3= 8.49, r4= 8.99,
igrl= 598, 599, 600,
&end
#
#19 THY H2' 19 THY M7 375 4.59
&rst
ixpk= 0, nxpk= 0, iat= 610, -1, r1=3.25,12=3.75,13=5.51, r4= 6.01,
igr2= 598, 599, 600,
&end
#
#19 THY H22 19 THY M7 511 6.25
&rst
ixpk= 0, nxpk= 0, iat= 611, -1,r1=4.61,r2=5.11,r3=7.51, r4=8.01,
igr2= 598, 599, 600,
&end
#
#20 CYT H6 19 THY H1' 3.68 4.32change
&rst
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ixpk= 0, nxpk= 0, iat= 627, 592, r1=3.18, 2= 3.48, r3=4.32, r14=4.82, &end
#
#20 CYT H6 19 THY H3' 4 4.88

&rst

ixpk= 0, nxpk= 0, iat= 627, 608, r1= 3.50, r2= 4.00, r3= 4.88, r4= 5.38, &end
#
#20 CYT H6 19 THY M7 5.67 6.93

&rst

ixpk= 0, nxpk= 0, iat= 627, -1,r1=5.17,1r2=5.67, r3= 8.32, r4= 8.82,

igr2= 598, 599, 600,

&end
#
#20 CYT HS5 20 CYT H6 2.1 2.56

&rst

ixpk= 0, nxpk= 0, iat= 629, 627, r1= 1.60, r2= 2.10, 3= 2.56, r4= 3.06, &end
#
#20 CYT H3' 20 CYT H1' 357 453

&rst

ixpk= 0, nxpk= 0, iat= 638, 624, r1=3.07, r2=3.57, r3=4.53, r4= 5.03, &end
#
#21 CYT H6 20 CYT HI1' 4.13 5.05

&rst

ixpk= 0, nxpk= 0, iat= 657, 624, r1=3.63, r2=4.13, r3=5.05, r4=5.55, &end
#
#21 CYT HS5 20 CYT HS5 5.14  6.28

&rst

ixpk= 0, nxpk= 0, iat= 659, 629, r1=4.64, r2=5.14, r3= 6.28, r4= 6.78, &end
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#
#21 CYT HI' 20 CYT HI1' 523 6.39
&rst
ixpk= 0, nxpk= 0, iat= 654, 624, r1=4.73, r2=5.23, r3= 6.39, r4= 6.89, &end
#
#21 CYT H6 21 CYT HI1' 372 4.54
&rst
ixpk= 0, nxpk= 0, iat= 657, 654, r1=3.22, r2=3.72, 13= 4.54, r4= 5.04, &end
#
#21 CYT H3' 21 CYT H6 266 3.26 change
# &rst
# ixpk= 0, nxpk= 0, iat= 668, 657, r1=2.16, r2= 2.66, r3= 3.56, r4= 3.76, &end
#
#21 CYT HS5 21 CYT HI1' 431 5.69
&rst
ixpk= 0, nxpk= 0, iat= 659, 654, r1=3.81, r2=4.31, r3=5.69, r4= 6.19, &end
#
#21 CYT H2 21 CYT HI1' 251 3.07
&rst
ixpk= 0, nxpk= 0, iat= 670, 654, r1=2.01, r2=2.51, r3=3.07, r4= 3.57, &end
#
#21 CYT H2 21 CYT HS5 334 4.08
# &rst
# ixpk= 0, nxpk= 0, iat= 670, 659, r1=2.84, r2= 3.34, r3=4.08, r4= 4.58, &end
#
#21 CYT H3 21 CYT HS5 4.54 5.46 change
&rst

20



Merritt, W.K., et al.

ixpk= 0, nxpk= 0, iat= 668, 659, r1=4.04, r2= 4.74, r3= 5.86, r14= 5.96, &end

#
#22 GUA HS8
&rst

21

CYT HI

4.39 change

ixpk= 0, nxpk= 0, iat= 687, 654, r1=3.11, r2=4.31, r3=4.59, r14=4.89, &end

#
#22 GUA HS8
&rst

21

CYT Ho

ixpk= 0, nxpk= 0, iat= 687, 657, r1=3.55, 2= 3.85, r3=5.15, r4=5.65, &end

#
#22 GUA H3
&rst

21

CYT HS

change

ixpk= 0, nxpk= 0, iat= 701, 659, r1=4.15, 2= 4.95, r3= 5.80, r4= 6.00, &end

#
#22 GUA HS8
&rst

21

CYT H2

352 43

change

ixpk= 0, nxpk= 0, iat= 687, 670, r1=3.02, r2= 3.32, r3=4.30, r4= 4.80, &end

#
#22 GUA HS8
&rst

22

GUA HTI'

ixpk= 0, nxpk= 0, iat= 687, 684, r1=2.60, r2= 3.10, r3= 3.78, r14=4.28, &end

#
#22 GUA H3
&rst

22

GUA H8

ixpk= 0, nxpk= 0, iat= 701, 687, r1=1.61, 12=2.11, r3=2.89, r4= 3.39, &end

#
#22 GUA H4

22

GUA H8



&rst
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ixpk= 0, nxpk= 0, iat= 681, 687, r1=3.85, r2=4.35, r3= 5.65, r4= 6.15, &end

#
#22 GUA H3' 22
&rst

GUA HTI'

342 4.18

ixpk= 0, nxpk= 0, iat= 701, 684, r1=2.92, r2=3.42, r3=4.18, r14=4.68, &end

#
#22 GUA H4' 22
&rst

GUA H3

2.4 2.94 change

ixpk= 0, nxpk= 0, iat= 681, 701, r1= 1.90, 12=2.70, r3=3.14, r4= 3.44, &end

#
#1 CYT H2' 1
&rst

ixpk= 0, nxpk= 0, iat=
&end
#
#3 GUA HI' 3
&rst

CYT Ho

GUA H2"

2,19  2.67

26, 13,r1=1.69,12=2.19,r3=2.67, r4=3.17,

2.14  2.62

ixpk= 0, nxpk= 0, iat= 73, 93, rl=1.64, r2=2.14, r3=2.62, r4=3.12, &end

#
#5 CYT H2" 5
&rst

CYT Ho

242 296 change

ixpk= 0, nxpk= 0, iat= 155, 141, r1=1.92, 12=2.72, r3= 3.20, r4= 3.46, &end

#
#5 CYT H2 5
&rst

CYT HI

251 3.07

ixpk= 0, nxpk= 0, iat= 154, 138, r1=2.01, r2=2.51, r3=3.07, r4= 3.57, &end
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#
#6 ~NIR H2' 6 NIR HS 2.1 2.56
&rst
ixpk= 0, nxpk= 0, iat= 170, 195, r1= 1.60, r2= 2.10, 3= 2.56, r4= 3.06, &end
#
#7 ADE HI' 6 NIR H2" 4.09 4.99
&rst
ixpk= 0, nxpk= 0, iat= 210, 171, r1=3.59, r2=4.09, 3= 4.99, r4= 5.49, &end
#
#8 GUA H8 7 ADE H2 573 7.01
&rst
ixpk= 0, nxpk= 0, iat= 245, 222, r1=5.23, r2=5.73, r3=7.01, r4=7.51, &end
#
#9 ADE H8 9 ADE HI1' 326 3.94
&rst
ixpk= 0, nxpk= 0, iat= 278, 275, r1= 2.76, 2= 3.26, 13= 3.94, r4= 4.44, &end
#
#10 ADE HS8 10 ADE HI1' 349 427
&rst
ixpk= 0, nxpk= 0, iat= 310, 307, r1=2.99, r2=3.49, r3=4.27,14=4.77, &end
#
#10 ADE H2" 10 ADE HI1' 208 2.54
&rst
ixpk= 0, nxpk= 0, iat= 326, 307, r1= 1.58, r2=2.08, 3= 2.54, r4= 3.04, &end
#
#11 GUA HS" 11 GUA H3'" 251 3.07
&rst
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ixpk= 0, nxpk= 0, iat= 334, 356, r1=2.01, r2=2.51, r3=3.07, r4= 3.57, &end
#
#11 GUA HS' 11 GUA H3'" 321 3.79

&rst

ixpk= 0, nxpk= 0, iat= 333, 356, r1=2.71, r2=3.21, r3=3.79, 4= 4.29, &end
#
#12 CYT H4' 12 CYT HI1' 293 347

&rst

ixpk= 0, nxpk= 0, iat= 368, 371, r1=2.43, r2=2.93, r3=3.47,14= 3.97, &end
#
#12 CYT H2' 12 CYT HI1' 221 271
# &rst
# ixpk= 0, nxpk= 0, iat= 387, 371, r1=1.71, r2=2.21, r3=2.71, 4= 3.21, &end
#
#15 CYT HS5 14 THY H2' 356 4.36

&rst

ixpk= 0, nxpk= 0, iat= 470, 451, r1= 3.06, r2= 3.56, 3= 4.36, r4= 4.86, &end
#
#15 CYT H3' 15 CYT H6 293 3.59

&rst

ixpk= 0, nxpk= 0, iat= 479, 468, r1=2.43, r2=2.93, r3= 3.59, r4= 4.09, &end
#
#16 THY H6 15 CYT H2' 3 3.8

&rst

ixpk= 0, nxpk= 0, iat= 498, 481, r1=2.50, r2= 3.00, r3= 3.80, r4= 4.30, &end
#
#16 THY M7 15 CYT H6 439 5.21
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&rst
ixpk= 0, nxpk= 0, iat= -1, 468, r1=3.89, r2=4.39, r3= 6.26, r4= 6.76,
igrl= 501, 502, 503,
&end
#
#16 THY M7 15 CYT H2" 432 528
&rst
ixpk= 0, nxpk= 0, iat= -1, 482, r1=3.82, 12=4.32, r3= 6.34, r4= 6.84,
igrl= 501, 502, 503,
&end
#
#16 THY H4' 16 THY HI1' 327 4.13
&rst
ixpk= 0, nxpk= 0, iat= 492, 495, r1=2.77,12=3.27,13=4.13, r4=4.63, &end
#
#16 THY M7 16 THY H6 225 2.5
&rst
ixpk= 0, nxpk= 0, iat= -1, 498, r1=1.75, r2=2.25, r3=3.30, r4= 3.80,
igrl= 501, 502, 503,
&end
#
#16 THY H2" 16 THY M7 29 53
&rst
ixpk= 0, nxpk= 0, iat= 514, -1, r1=2.40, r2= 2.90, r3= 6.36, r4= 6.86,
igr2= 501, 502, 503,
&end
#
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#17 THY H4' 16 THY HI1' 298 3.64
&rst
ixpk= 0, nxpk= 0, iat= 524, 495, r1=2.48, r2=2.98, 3= 3.64, r4=4.14, &end
#
#17 THY M7 16 THY H6 4.12 5.04
&rst
ixpk= 0, nxpk= 0, iat= -1, 498, r1=3.62, r2=4.12, r3= 6.05, r4= 6.55,
igrl= 533, 534, 535,
&end
#
#17 THY H3' 17 THY H6  2.84 3.48 change
&rst
ixpk= 0, nxpk= 0, iat= 543, 530, r1=2.34, r2=2.94, r3=3.78, r4= 3.98, &end
#
#17 THY M7 17 THY H6 3 3.66
&rst
ixpk= 0, nxpk= 0, iat= -1, 530, r1=2.50, r2= 3.00, r3= 4.40, r4= 4.90,
igrl= 533, 534, 535,
&end
#
#17 THY H2" 17 THY H2' 215 2.63
# &rst
# ixpk= 0, nxpk= 0, iat= 546, 545, r1= 1.65, r2=2.15, r3=2.63, r4= 3.13, &end
#
#17 THY H2" 17 THY M7 522 6.38
&rst
ixpk= 0, nxpk= 0, iat= 546, -1, r1=4.72, 12=5.22,1r3=7.66, r4= 8.16,
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igr2= 533, 534, 535,

&end
#
#17 THY H2' 17 THY M7 202 442

&rst

ixpk= 0, nxpk= 0, iat= 545, -1, r1=1.52, r2=2.02, r3=5.31, r4=5.81,

igr2= 533, 534, 535,

&end
#
#18 GUA HS8 18 GUA H1' 3.67 4.49

&rst

ixpk= 0, nxpk= 0, iat= 562, 559, r1=3.17, r2=3.67, 13= 4.49, 14=4.99, &end
#
#19 THY H6 18 GUA HI1' 325 3.95

&rst

ixpk= 0, nxpk= 0, iat= 595, 559, r1=2.75, 12=3.25, r3=3.95, r4=4.45, &end
#
#19 THY H3' 19 THY H6 293 3.57 change

&rst

ixpk= 0, nxpk= 0, iat= 608, 595, r1=2.43,12=3.13,13=3.97,r4=4.17, &end
#
#19 THY HS" 19 THY H6 478 5.84

&rst

ixpk= 0, nxpk= 0, iat= 587, 595, r1=4.28, 12=4.78, r3= 5.84, r4= 6.34, &end
#
#19 THY H6 19 THY HS' 3.58 4.62

&rst
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ixpk= 0, nxpk= 0, iat= 595, 586, r1=3.08, 2= 3.58, r3=4.62, r4=5.12, &end
#
#19 THY HI' 19 THY HS' 3.72 4.28 change
&rst
ixpk= 0, nxpk= 0, iat= 592, 586, r1=3.22, 12=3.72, 3= 4.48, r4=4.78, &end
#
#19 THY H2' 19 THY H6 3.19 3.89
# &rst
# ixpk= 0, nxpk= 0, iat= 610, 595, r1=2.69, r2=3.19, 3= 3.89, r4= 4.39, &end
#
#19 THY H2" 19 THY HI1' 2.14 2.62
&rst
ixpk= 0, nxpk= 0, iat= 611, 592, r1=1.64, 12=2.14,r3=2.62, r4=3.12, &end
#
#19 THY M7 19 THY H6 2.66 3.26
&rst
ixpk= 0, nxpk= 0, iat= -1, 595, r1=2.16, 12=2.66, r3=3.92, r4= 4.42,
igrl= 598, 599, 600,
&end
#
#19 THY H4' 19 THY H2' 3.72 4.68
&rst
ixpk= 0, nxpk= 0, iat= 589, 610, r1=3.22, 12=3.72, 3= 4.68, r4=5.18, &end
#
#20 CYT H6 19 THY H6 3.57 4.43 change
&rst
ixpk= 0, nxpk= 0, iat= 627, 595, r1=3.07, 12=3.77, 3= 4.63, r4=4.93, &end
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#20 CYT H6 20
&rst

CYT HI
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ixpk= 0, nxpk= 0, iat= 627, 624, r1=2.72, r2=3.22, r3=3.78, r14=4.28, &end

#
#21 CYT H5 20
&rst

CYT HI'

change

ixpk= 0, nxpk= 0, iat= 659, 624, r1=4.10, r2= 4.80, r3= 5.60, r4= 5.90, &end

#
#21 CYT H5 20
&rst

CYT H2

ixpk= 0, nxpk= 0, iat= 659, 640, r1=2.60, r2= 3.10, r3= 3.90, r4= 4.40, &end

#
#21 CYT H5 20
&rst

CYT H2"

ixpk= 0, nxpk= 0, iat= 659, 641, r1=2.49, r2=2.99, r3= 3.65, r4=4.15, &end

#
#21 CYT H5 21
&rst

CYT Ho 222 2.2

ixpk= 0, nxpk= 0, iat= 659, 657, r1=1.72,12=2.22,13=2.72, r4=3.22, &end

#
#21 CYT H6 21
&rst

CYT H5"

change

ixpk= 0, nxpk= 0, iat= 657, 649, r1=4.50, r2= 4.80, r3=5.72, r4= 6.62, &end

#
#21 CYT H2" 21
&rst

CYT HI1' 224 276
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ixpk= 0, nxpk= 0, iat= 671, 654, r1= 1.74, r2=2.24, r3=2.76, r4= 3.26, &end
#
#21 CYT H3' 21 CYT H2" 263 321
&rst
ixpk= 0, nxpk= 0, iat= 668, 671, r1=2.13,12=2.63,r3=3.21,r4=3.71, &end
#
#22 GUA HS8 21 CYT H3' 53 6.48
&rst
ixpk= 0, nxpk= 0, iat= 687, 668, r1=4.80, r2= 5.30, r3= 6.48, r4= 6.98, &end
#
#22 GUA HS 22 GUA HS 4.16 5.08 change
&rst
ixpk= 0, nxpk= 0, iat= 678, 687, r1=3.66, 2= 4.56, r3= 5.28, r4=5.58, &end
#
#1 CYT HI' 1 CYT H2' 286 35
&rst
ixpk= 0, nxpk= 0, iat= 10, 26, r1=2.36, r2=2.86, r3= 3.50, r4= 4.00,
&end
#
#2 GUA H2 2 GUA HS 231 2.83
&rst
ixpk= 0, nxpk= 0, iat= 59, 43, rl=1.81, r2=2.31, r3= 2.83, r4= 3.33, &end
#
#2 GUA HI' 2 GUA H5' 441 5.59
&rst
ixpk= 0, nxpk= 0, iat= 40, 34, r1=3.91, r2=4.41, r3=5.59, r4= 6.09, &end
#
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#4  ADE HS8 3 GUA H3' 444 5.56
&rst
ixpk= 0, nxpk= 0, iat= 109, 90, r1=3.94, r2=4.44, r3= 5.56, r4= 6.06, &end
#
#4 ADE H3' 4 ADE HS 39 45
&rst
ixpk= 0, nxpk= 0, iat= 122, 109, r1= 3.40, r2= 3.90, 3= 4.50, r4= 5.00, &end
#
#5 CYT HS5 4 ADE HS 3.11 3.81
&rst
ixpk= 0, nxpk= 0, iat= 143, 109, r1=2.61, 12=3.11, r3=3.81, r4=4.31, &end
#
#5 CYT H2' 5 CYT H6 1.93 247
&rst
ixpk= 0, nxpk= 0, iat= 154, 141, r1=1.43,12=1.93,13=2.47,1r4=2.97, &end
#
#5 CYT H3' 5 CYT H2' 214 2.66
&rst
ixpk= 0, nxpk= 0, iat= 152, 154, r1= 1.64, 2= 2.14, r3=2.66, r4= 3.16, &end
#
#5 CYT H2" 5 CYT H2' 176 2.24
&rst
ixpk= 0, nxpk= 0, iat= 155, 154, r1=1.26, 2= 1.76, r3=2.24, r4=2.74, &end
#
#6 ~NIR H2' 6 NIR HAA 2.11 257
# &rst
# ixpk= 0, nxpk= 0, iat= 170, 168, r1=1.61, r2=2.11, r3= 2.57, r4=3.07, &end
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#
#9 ADE H3' 9 ADE HS 352 43
&rst
ixpk= 0, nxpk= 0, iat= 291, 278, r1=3.02, r2= 3.52, r3=4.30, r4= 4.80,
#
#9 ADE HS 9 ADE H8 401 4091
&rst
ixpk= 0, nxpk= 0, iat= 269, 278, r1=3.51, 2= 4.01, r3=4.91, r4= 5.41,
#
#9 ADE H2" 9 ADE H1' 2.1 2.56
&rst
ixpk= 0, nxpk= 0, iat= 294, 275, r1= 1.60, r2= 2.10, r3= 2.56, r4= 3.06,
#
#9 ADE H2" 9 ADE H1' 2.1 2.56
&rst
ixpk= 0, nxpk= 0, iat= 294, 275, r1=1.60, r2= 2.10, r3= 2.56, r4= 3.06,
#
#10 ADE H8 9 ADE H3'" 423 5.17
&rst
ixpk= 0, nxpk= 0, iat= 310, 291, r1=3.73, 12=4.23, r3=5.17, r4= 5.67,
#
#10 ADE H8 9 ADE H2" 206 2.54
&rst
ixpk= 0, nxpk= 0, iat= 310, 294, r1= 1.56, r2= 2.06, 3= 2.54, r4= 3.04,
#
#10 ADE H3' 10 ADE HS 3.65 4.47
&rst

47,

&end

&end

&end

&end

&end

&end
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ixpk= 0, nxpk= 0, iat= 323, 310, r1=3.15, r2= 3.65, r3=4.47, r4=4.97, &end

#
#10 ADE H2' 10
&rst

ADE HS8

226 276

ixpk= 0, nxpk= 0, iat= 325, 310, r1= 1.76, r2= 2.26, r3=2.76, r4= 3.26, &end

#
#11 GUA HI' 11
&rst

GUA H2

ixpk= 0, nxpk= 0, iat= 339, 358, r1=2.08, r2=2.58, r3=3.16, r4= 3.66, &end

#
#12 CYT H5SY" 12
&rst

CYT Ho

3776 4.6

ixpk= 0, nxpk= 0, iat= 366, 374, r1=3.26, r2= 3.76, r3= 4.60, r4= 5.10, &end

#
#12 CYT H5 12
&rst

CYT Ho

ixpk= 0, nxpk= 0, iat= 365, 374, r1=3.71, 12=4.21, r3=5.15, 4= 5.65, &end

#
#12 CYT H5 12
&rst

CYT H3

ixpk= 0, nxpk= 0, iat= 365, 385, r1= 2.40, r2= 3.20, r3= 3.80, r4=4.00, &end

#
#12 CYT H5SY" 12
&rst

CYT H3

ixpk= 0, nxpk= 0, iat= 366, 385, r1=2.15, r2= 2.65, r3=3.25, r4=3.75, &end

#
#12 CYT H2" 12

CYT Ho



Merritt, W.K., et al.

&rst

ixpk= 0, nxpk= 0, iat= 388, 374, r1=2.65, r2=3.15, r3= 3.85, r4=4.35, &end
#
#12 CYT H2" 12 CYT H6 344 42

&rst

ixpk= 0, nxpk= 0, iat= 388, 374, r1=2.94, r2= 3.44, r3=4.20, r4=4.70, &end
#
#12 CYT H3' 12 CYT H2" 3.01 3.67

&rst

ixpk= 0, nxpk= 0, iat= 385, 388, r1=2.51,12=3.01, r3=3.67, r4=4.17, &end
#
#13 THY H6 12 CYT H2' 291 3.55

&rst

ixpk= 0, nxpk= 0, iat= 404, 387, r1=2.41, 12=2.91, r3=3.55, r4=4.05, &end
#
#13 THY M7 13 THY H6  0.86 3.26

&rst

ixpk= 0, nxpk= 0, iat= -1, 404, r1=0.36, r2=0.86, 13=3.92, r4=4.42,

igrl= 407, 408, 409,

&end
#
#14 THY H6 13 THY HI1' 344 4.2

&rst

ixpk= 0, nxpk= 0, iat= 436, 401, r1= 2.94, r2= 3.44, r3=4.20, r4=4.70, &end
#
#14 THY H6 13 THY H2' 3.15 3.85

&rst
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ixpk= 0, nxpk= 0, iat= 436, 419, r1=2.65, r2=3.15, r3= 3.85, r4=4.35, &end
#
#14 THY H6 14 THY HI1' 355 435
&rst
ixpk= 0, nxpk= 0, iat= 436, 433, r1=3.05, r2= 3.55, r3=4.35, r4=4.85, &end
#
#14 THY H6 14 THY H4' 45 55
&rst
ixpk= 0, nxpk= 0, iat= 436, 430, r1=4.00, r2= 4.50, r3= 5.50, r4= 6.00, &end
#
#14 THY HS" 14 THY H6 4.9 6.1 change
&rst
ixpk= 0, nxpk= 0, iat= 428, 436, r1=4.40, r2= 4.90, r3= 5.50, r4= 6.60, &end
#
#14 THY HS' 14 THY H6 396 5.04
&rst
ixpk= 0, nxpk= 0, iat= 427, 436, r1= 3.46, r2= 3.96, r3= 5.04, r4= 5.54, &end
#
#14 THY H2' 14 THY H6 242 296
&rst
ixpk= 0, nxpk= 0, iat= 451, 436, r1= 1.92, 2= 2.42, r3=2.96, r4= 3.46, &end
#
#14 THY M7 14 THY H6  2.17 2.65
&rst
ixpk= 0, nxpk= 0, iat= -1, 436, r1=1.67,12=2.17, r3=3.18, r4= 3.68,
igrl= 439, 440, 441,
&end
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#
#15 CYT HS5 14 THY HI1' 482 5.88
&rst
ixpk= 0, nxpk= 0, iat= 470, 433, r1=4.32, 2= 4.82, r3= 5.88, r4= 6.38, &end
#
#15 CYT HG6 14 THY H2" 3 3.66 change
&rst
ixpk= 0, nxpk= 0, iat= 468, 452, r1=2.50, r2= 2.80, r3= 3.46, r4=4.16, &end
#
#15 CYT H4' 15 CYT H6 477 583
&rst
ixpk= 0, nxpk= 0, iat= 462, 468, r1=4.27, 12=4.77, r3= 5.83, r4= 6.33, &end
#
#15 CYT HS 15 CYT H6 4.11 5.03
&rst
ixpk= 0, nxpk= 0, iat= 459, 468, r1=3.61, 2= 4.11, r3=5.03, r4= 5.53, &end
#
#15 CYT H5" 15 CYT H6 451 551
&rst
ixpk= 0, nxpk= 0, iat= 460, 468, r1=4.01, r2=4.51, r3=5.51, r4= 6.01, &end
#
#15 CYT H2' 15 CYT HI1' 233 2385
&rst
ixpk= 0, nxpk= 0, iat= 481, 465, r1= 1.83, r2=2.33, r3=2.85, r4= 3.35, &end
#
#16 THY HS' 15 CYT HI1' 25 3.1 change
&rst
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ixpk= 0, nxpk= 0, iat= 489, 465, r1=2.00, r2= 2.70, r3= 3.30, r4= 3.60, &end
#
#16 THY H6 15 CYT H6 441 5.19 change

&rst

ixpk= 0, nxpk= 0, iat= 498, 468, r1=3.91, 2= 4.61, r3=5.39, r4= 5.69, &end
#
#16 THY H3' 16 THY H6 276  3.38 change

&rst

ixpk= 0, nxpk= 0, iat= 511, 498, r1=2.26, 2= 2.46, r3=3.18, r4= 3.88, &end
#
#16 THY H6 16 THY HS' 427 5.21

&rst

ixpk= 0, nxpk= 0, iat= 498, 489, r1=3.77,12=4.27, r3=5.21, r4=5.71, &end
#
#16 THY H3' 16 THY HI1' 38 4.64

&rst

ixpk= 0, nxpk= 0, iat= 511, 495, r1=3.30, r2= 3.80, r3=4.64, r4= 5.14, &end
#
#16 THY H2" 16 THY H6  3.12 3.88

&rst

ixpk= 0, nxpk= 0, iat= 514, 498, r1=2.62, r2=3.12, r3= 3.88, r4=4.38, &end
#
#16 THY H3' 16 THY H2" 24 3

&rst

ixpk= 0, nxpk= 0, iat= 511, 514, r1=1.90, r2= 2.40, r3= 3.00, r4= 3.50, &end
#
#16 THY H2" 16 THY H1' 246 3
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&rst

ixpk= 0, nxpk= 0, iat= 514, 495, r1=1.96, 2= 2.16, r3= 2.80, r4= 3.50, &end
#
#17 THY H2" 17 THY H6 294 3.6
# &rst
# ixpk= 0, nxpk= 0, iat= 546, 530, r1= 2.44, r2=2.94, r3= 3.60, r4= 4.10, &end
#
#17 THY H2' 17 THY H6 266 3.26 change

&rst

ixpk= 0, nxpk= 0, iat= 545, 530, r1=2.16, 2= 2.56, r3= 3.26, r4= 3.76, &end
#
#17 THY H3' 17 THY H2" 29  3.54 change

&rst

ixpk= 0, nxpk= 0, iat= 543, 546, r1=2.40, r2= 2.70, r3= 3.24, r4= 4.04, &end
#
#17 THY H2" 17 THY HI1' 246 3

&rst

ixpk= 0, nxpk= 0, iat= 546, 527, r1= 1.96, r2= 2.46, r3= 3.00, r4= 3.50, &end
#
#19 THY H6 18 GUA H2' 3.13 3.87
# &rst
# ixpk= 0, nxpk= 0, iat= 595, 578, r1=2.63, r2=3.13, r3= 3.87, r4=4.37, &end
#
#19 THY HG6 18 GUA H2' 3.15 3.85 change
# &rst
# ixpk= 0, nxpk= 0, iat= 595, 578, r1=2.65, r2=3.15, r3=4.15, r4=4.35, &end
#
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#19 THY M7 18 GUA H2' 3.15 3.85
&rst
ixpk= 0, nxpk= 0, iat= -1, 578, r1=2.65, r2=3.15,r3=4.62, r4=5.12,
igrl= 598, 599, 600,
&end
#
#19 THY M7 18 GUA H2" 3.09 3.77 change
&rst
ixpk= 0, nxpk= 0, iat= -1, 579, r1=2.59, r2=2.79, r3=3.53, r4= 5.03,
igrl= 598, 599, 600,
&end
#
#19 THY H2' 19 THY HI1' 253 3.09
&rst
ixpk= 0, nxpk= 0, iat= 610, 592, r1=2.03, r2= 2.53, r3=3.09, r4= 3.59, &end
#
#19 THY H3' 19 THY H2' 203 2.57
&rst
ixpk= 0, nxpk= 0, iat= 608, 610, r1=1.53, 2= 2.03, r3=2.57, r4= 3.07, &end
#
#20 CYT H3' 20 CYT H6 327 393
&rst
ixpk= 0, nxpk= 0, iat= 638, 627, r1=2.77,12=3.27, r3=3.93, r4= 4.43, &end
#
#21 CYT H2 21 CYT H6 222 2.78 change
&rst
ixpk= 0, nxpk= 0, iat= 670, 657, r1=1.72, 12=2.02, r3=2.78, r4= 3.28, &end
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#
#21 CYT H3' 21 CYT H2' 222 2.78 change
&rst
ixpk= 0, nxpk= 0, iat= 668, 670, r1=1.72, 2= 2.02, r3=2.78, r4= 3.28, &end
#
#21 CYT H4' 21 CYT H2' 401 499 change
&rst
ixpk= 0, nxpk= 0, iat= 651, 670, r1=3.51, 2= 3.81, 3= 4.69, r4= 5.49, &end
#
#22 GUA H5" 22 GUA H8 54 6.6
&rst
ixpk= 0, nxpk= 0, iat= 679, 687, r1=4.90, r2= 5.40, r3= 6.60, r4=7.10, &end
#
#22 GUA HS 22 GUA HI1' 392 448
&rst
ixpk= 0, nxpk= 0, iat= 678, 684, r1=3.42, 12=3.92, r3=4.48, r4=4.98, &end
#
#22 GUA H3' 22 GUA H2' 235 287
&rst
ixpk= 0, nxpk= 0, iat= 701, 703, r1= 1.85, r2=2.35, r3=2.87, r4= 3.37, &end
#
#22 GUA H2" 22 GUA HS 3.04 3.72
&rst
ixpk= 0, nxpk= 0, iat= 704, 687, r1=2.54, 2= 3.04, r3=3.72, r4=4.22, &end
#
#1 CYT HS5 1 CYT H6 214 2.62
&rst

50



Merritt, W.K., et al.

ixpk= 0, nxpk= 0, iat= 15, 13,r1=1.64, r2=2.14, r3=2.62, r4=3.12,
&end
#
#1 CYT H2 1 CYT H6 229 279
&rst
ixpk= 0, nxpk= 0, iat= 26, 13, r1=1.79, r2=2.29, r3=2.79, r4=3.29, &end
#
#2 GUA H3 2 GUA H2' 229 279
&rst
ixpk= 0, nxpk= 0, iat= 57, 59, r1=1.79, r2=2.29, r3=2.79, r4=3.29, &end
#
#5 CYT H2" 5 CYT HI1' 226 2.76
&rst
ixpk= 0, nxpk= 0, iat= 155, 138, r1=1.76, 12= 2.26, r3=2.76, r4= 3.26, &end
#
#5 CYT H3' 5 CYT H2" 238 292
&rst
ixpk= 0, nxpk= 0, iat= 152, 155, r1= 1.88, r2=2.38, r3=2.92, r4= 3.42, &end
#
#6 NIR H2" 6 NIR HS 292 3.56
&rst
ixpk= 0, nxpk= 0, iat= 171, 195, r1=2.42, r2=2.92, r3= 3.56, r4= 4.06, &end
#
#8 GUA H2' 8 GUA HI1' 2.66 3.26
&rst
ixpk= 0, nxpk= 0, iat= 261, 242, r1=2.16, r2= 2.66, r3= 3.26, r4= 3.76, &end
#
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#8 GUA H2" 8 GUA HI1' 219 2.67
&rst
ixpk= 0, nxpk= 0, iat= 262, 242, r1=1.69, 2= 2.19, r3=2.67, r4=3.17, &end
#
#9 ADE HS8 8 GUA HI1' 346 4.22
&rst
ixpk= 0, nxpk= 0, iat= 278, 242, r1=2.96, 12= 3.46, r3=4.22, r4=4.72, &end
#
#9 ADE H4' 9 ADE H3' 221 2.69
&rst
ixpk= 0, nxpk= 0, iat= 272, 291, r1=1.71, 12=2.21, r3=2.69, r4=3.19, &end
#
#9 ADE H2' 9 ADE H1' 3.1 3.8
&rst
ixpk= 0, nxpk= 0, iat= 293, 275, r1=2.60, r2= 3.10, r3= 3.80, r4= 4.30, &end
#
#10 ADE H2" 10 ADE HS 3.64 436 change
&rst
ixpk= 0, nxpk= 0, iat= 326, 310, r1=3.14, 2= 3.44, r3=4.16, r4= 4.86, &end
#
#12 CYT H3' 12 CYT H6 251 3.07
# &rst
# ixpk= 0, nxpk= 0, iat= 385, 374, r1=2.01, r2=2.51, 3= 3.07, r4= 3.57, &end
#
#12 CYT H3' 12 CYT H2' 221 2.79
&rst
ixpk= 0, nxpk= 0, iat= 385, 387, r1=1.71, 12=2.21, r3=2.79, 4= 3.29, &end
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#
#13 THY H6 12 CYT H2' 281 343
&rst
ixpk= 0, nxpk= 0, iat= 404, 387, r1=2.31, 2= 2.81, r3=3.43, r4=3.93, &end
#
#13 THY H5" 13 THY H6 499 6.11 change
&rst
ixpk= 0, nxpk= 0, iat= 396, 404, r1=4.49, 12=4.79, r3=5.51, r4= 6.61, &end
#
#13 THY HS 13 THY H6 421 5.15
&rst
ixpk= 0, nxpk= 0, iat= 395, 404, r1=3.71, 2= 4.21, r3=5.15, r4= 5.65, &end
#
#13 THY H4' 13 THY HI1' 268 3.28
&rst
ixpk= 0, nxpk= 0, iat= 398, 401, r1=2.18, r2= 2.68, r3= 3.28, r4=3.78, &end
#
#13 THY H2" 13 THY H6 2772 3.28 change
&rst
ixpk= 0, nxpk= 0, iat= 420, 404, r1=2.22, r2=2.92, r3=3.58, r4=3.78, &end
#
#13 THY H2' 13 THY HI1' 422 5.8
# &rst
# ixpk= 0, nxpk= 0, iat= 419, 401, r1=3.72, 12=4.22, r3=5.18, r4= 5.68, &end
#
#15 CYT H6 14 THY H2' 268 3.28 change
&rst
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ixpk= 0, nxpk= 0, iat= 468, 451, r1=2.18, 2= 2.78, r3=3.38, r4= 3.78, &end
#
#15 CYT HS5 15 CYT H6 232 284

&rst

ixpk= 0, nxpk= 0, iat= 470, 468, r1= 1.82, 2= 2.32, r3=2.84, r4= 3.34, &end
#
#15 CYT H4' 15 CYT HI1' 285 3.49 change

&rst

ixpk= 0, nxpk= 0, iat= 462, 465, r1=2.35, r2= 2.65, r3=3.29, r4=3.99, &end
#
#15 CYT H4' 15 CYT H3' 274 3.34

&rst

ixpk= 0, nxpk= 0, iat= 462, 479, r1=2.24, r2=2.74, r3= 3.34, r4= 3.84, &end
#
#15 CYT H2' 15 CYT H6 222 278
# &rst
# ixpk= 0, nxpk= 0, iat= 481, 468, r1=1.72, r2=2.22, r3=2.78, r4= 3.28, &end
#
#15 CYT H3' 15 CYT H2" 247 3.03

&rst

ixpk= 0, nxpk= 0, iat= 479, 482, r1=1.97, 2= 2.47, r3=3.03, r4= 3.53, &end
#
#15 CYT H3' 15 CYT H2' 211 2.69

&rst

ixpk= 0, nxpk= 0, iat= 479, 481, r1=1.61, 12=2.11, r3=2.69, r4=3.19, &end
#
#16 THY H6 15 CYT HI' 433 5.07 change
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ixpk= 0, nxpk= 0, iat= 498, 465, r1=3.83, r2=4.53, r3=5.27,r4=5.57, &end

#
#16 THY H6
&rst

15

CYT H2

3.38 4.14

ixpk= 0, nxpk= 0, 1at= 498, 481, r1=2.88, r2=3.38, r3=4.14, r4=4.64, &end

#
#16 THY H2'
&rst

16

THY HI'

ixpk= 0, nxpk= 0, 1at= 513, 495, r1=1.78, r2= 2.28, r3=2.78, r4= 3.28, &end

#
#17 THY H6
&rst

16

THY H2"

ixpk= 0, nxpk= 0, iat= 530, 514, r1= 2.40, r2= 2.90, r3=4.90, r4= 5.40, &end

#
#17 THY H3'
&rst

17

THY H2"

ixpk= 0, nxpk= 0, iat= 543, 546, r1=2.29, 2= 2.79, r3=3.41, r4= 3.91, &end

#
#17 THY H2'
&rst

17

THY HI'

ixpk= 0, nxpk= 0, iat= 545, 527, r1= 2.36, r2= 2.86, r3= 3.50, r4= 4.00, &end

#
#19 THY H2
&rst

ixpk= 0, nxpk=0
#

19

THY H6

,1at= 610, 595, r1=1.23,12=1.93, r3=2.67, r4=2.77, &end



#19 THY H3'
&rst

19

THY H2"

Merritt, W.K., et al.

ixpk= 0, nxpk= 0, iat= 608, 611, r1=1.91, 12=2.41, r3=2.95, r4=3.45, &end

#
#20 CYT H3'
&rst

20

CYT H2"

ixpk= 0, nxpk= 0, 1at= 638, 641, r1=2.44, r2=2.94, r3=3.60, r4=4.10, &end

#
#21 CYT H6
&rst

20

CYT H2

ixpk= 0, nxpk= 0, iat= 657, 640, r1= 2.60, r2= 3.10, r3= 3.80, r4=4.30, &end

#
#21 CYT H6
&rst

20

CYT H2"

change

ixpk= 0, nxpk= 0, iat= 657, 641, r1=2.29, r2=2.59, r3=3.21, r4= 3.91, &end

#
#21 CYT H4
&rst

21

CYT HI

change

ixpk= 0, nxpk= 0, iat= 651, 654, r1=2.02, r2= 2.62, r3= 3.28, r4= 3.58, &end

#
#22 GUA HS
&rst

21

CYT H2"

3.56 4.24

ixpk= 0, nxpk= 0, iat= 687, 671, r1=3.06, r2= 3.56, r3=4.24, r4=4.74, &end

#
#22 GUA H3'
&rst

22

GUA H2"

ixpk= 0, nxpk= 0, iat= 701, 704, r1= 2.04, r2= 2.54, r3= 3.06, r4= 3.56, &end
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#
#1 CYT HI' 1 CYT H6 3.3 3.9
&rst
ixpk= 0, nxpk= 0, iat= 10, 13, r1=2.80, r2=3.30, r3= 3.90, r4= 4.40,
&end
#
#1 CYT H3' 1 CYT H2" 227 273
&rst
ixpk= 0, nxpk= 0, iat= 24, 27,r1=1.77,12=2.27, 3= 2.73, r4= 3.23, &end
#
#2 GUA HS8 1 CYT H3'" 412 4.88 change
&rst
ixpk= 0, nxpk= 0, iat= 43, 24,r1=3.62, 12=4.12, r3=5.28, r4= 5.38, &end
#
#4  ADE HS8 3 GUA H2" 245 299
&rst
ixpk= 0, nxpk= 0, iat= 109, 93, r1=1.95, r2=2.45, 13=2.99, r4=3.49, &end
#
#4  ADE HS8 3 GUA H2' 3.16 3.86
&rst
ixpk= 0, nxpk= 0, iat= 109, 92, r1=2.66, r2= 3.16, r3= 3.86, r4= 4.36, &end
#
#4 ADE H2" 4 ADE HS 334 4.08
&rst
ixpk= 0, nxpk= 0, iat= 125, 109, r1=2.84, r2= 3.34, r3=4.08, r4=4.58, &end
#
#4 ADE H2" 4 ADE HS 32 39
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&rst

ixpk= 0, nxpk= 0, iat= 125, 109, r1=2.70, r2= 3.20, r3= 3.90, r4= 4.40, &end
#
#7 ADE HS8 6 NIR H2" 095 3.55

&rst

ixpk= 0, nxpk= 0, iat= 213, 171, r1=0.45, r2= 0.95, r3= 3.55, r4=4.05, &end
#
#9 ADE H5" 9 ADE H3' 1.85 2.25 change

&rst

ixpk= 0, nxpk= 0, iat= 270, 291, r1=1.35, 12= 1.85, r3=2.55, 4= 2.75, &end
#
#9 ADE H2" 9 ADE HS 402 498

&rst

ixpk= 0, nxpk= 0, iat= 294, 278, r1=3.52, 2= 3.72, r3=4.48, r4= 5.48, &end
#
#9 ADE H2' 9 ADE HS 209 251

&rst

ixpk= 0, nxpk= 0, iat= 293, 278, r1=1.59, 2= 2.09, r3=2.51, r4= 3.01, &end
#
#10 ADE H2" 10 ADE H2' 176 2.24

&rst

ixpk= 0, nxpk= 0, iat= 326, 325, r1=1.26, 2= 1.76, r3=2.24, r4=2.74, &end
#
#11 GUA H2" 11 GUA H2' 178 2.22
# &rst
# ixpk= 0, nxpk= 0, iat= 359, 358, r1= 1.28, 12=1.78, 13= 2.22, r4=2.72, &end
#
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#12 CYT H2" 12 CYT H2' 1.77 2.23
&rst
ixpk= 0, nxpk= 0, iat= 388, 387, r1=1.27, 2= 1.77,13=2.23,14=2.73, &end
#
#13 THY H3' 13 THY H2" 256 3.14
&rst
ixpk= 0, nxpk= 0, iat= 417, 420, r1= 2.06, r2= 2.56, r3= 3.14, r4= 3.64, &end
#
#14 THY H4' 13 THY HI1' 3.62 4.38
&rst
ixpk= 0, nxpk= 0, iat= 430, 401, r1=3.12, 2= 3.62, r3=4.38, r4=4.88, &end
#
#14 THY H2' 14 THY H6 22  2.68
&rst
ixpk= 0, nxpk= 0, iat= 451, 436, r1=1.70, r2= 2.20, r3=2.68, r4= 3.18, &end
#
#14 THY H2" 14 THY H2' 1.77 2.23
&rst
ixpk= 0, nxpk= 0, iat= 452,451, r1=1.27, 2= 1.77,13=2.23,14=2.73, &end
#
#15 CYT H6 14 THY H6 4.15 4.85 change
&rst
ixpk= 0, nxpk= 0, iat= 468, 436, r1= 3.65, r2=4.15, r3=5.05, r4= 5.35, &end
#
#16 THY H2" 16 THY H6 249 3.05
# &rst
# ixpk= 0, nxpk= 0, iat= 514, 498, r1= 1.99, r2=2.49, 3= 3.05, r4=3.55, &end
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#
#16 THY H5"
&rst

16

THY H6

499 6.09
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ixpk= 0, nxpk= 0, iat= 490, 498, r1=4.49, r2= 4.99, r3= 6.09, r4= 6.59, &end

#
#17 THY H3'
&rst

17

THY H4

change

ixpk= 0, nxpk= 0, iat= 543, 524, r1= 1.58, r2=2.38, r3=3.04, r4= 3.14, &end

#
#18 GUA H2'
&rst

18

GUA H8

ixpk= 0, nxpk= 0, 1at= 578, 562, r1= 1.40, r2= 1.90, r3=3.70, r4=4.20, &end

#
#18 GUA H2"
&rst

18

GUA H8

ixpk= 0, nxpk= 0, 1at= 579, 562, r1=2.49, 12=2.99, r3=3.61, r4=4.11, &end

#
#20 CYT H6
&rst

19

THY H2

change

ixpk= 0, nxpk= 0, iat= 627, 610, r1=2.49, 12=2.79, r3=3.61, r4=4.11, &end

#
#20 CYT H2
&rst

20

CYT Ho

ixpk= 0, nxpk= 0, iat= 640, 627, r1=1.51, 2= 2.01, r3=2.59, r4= 3.09, &end

#
#20 CYT H2"
&rst

20

CYT Ho

change
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ixpk= 0, nxpk= 0, iat= 641, 627, r1=2.68, 2= 3.38, r3=4.12, r4=4.32, &end
#
#20 CYT H3' 20 CYT H2' 206 2.52

&rst

ixpk= 0, nxpk= 0, iat= 638, 640, r1= 1.56, 2= 2.06, r3=2.52, r4=3.02, &end
#
#21 CYT H4' 21 CYT H6 431 527

&rst

ixpk= 0, nxpk= 0, iat= 651, 657, r1=3.81, 2= 4.31, r3=5.27,r4=5.77, &end
#
#21 CYT HS" 21 CYT H6 44 56

&rst

ixpk= 0, nxpk= 0, iat= 649, 657, r1=3.90, r2= 4.40, r3= 5.60, r4= 6.10, &end
#
#21 CYT H2' 21 CYT He6 2.23 2.77 change

&rst

ixpk= 0, nxpk= 0, iat= 670, 657, r1=1.73, 2= 2.03, r3=2.77, r4= 3.27, &end
#
#22 GUA H2" 21 CYT H6 274 3.26
# &rst
# ixpk= 0, nxpk= 0, iat= 704, 657, r1= 2.24, 12=2.74, r3= 3.26, 4= 3.76, &end
#
#22 GUA H2" 22 GUA H2' 176 2.24

&rst

ixpk= 0, nxpk= 0, iat= 704, 703, r1= 1.26, 12= 1.76, r3=2.24,r4=2.74, &end
#
#
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#16 THY HI' 6 N1R HAN 534 6.52 CHANGE
# &rst
# ixpk= 0, nxpk= 0, iat= 495, 181, r1= 4.84, r2= 5.34, r3= 5.52, r4= 6.02,
# rk2=0.5, rk3=0.5, ir6=1, ialtd=0, &end
#
#17 THY M7 6 NIR HAM244 5.6
&rst
ixpk= 0, nxpk= 0, iat= -1, 186, r1=2.59, r2=2.60, 3= 6.73, r4=7.23,
igrl= 533, 534, 535,
&end
#
#18 GUA HI' 6 NIR HAM25.74 7.02
# &rst
# ixpk= 0, nxpk= 0, iat= 559, 186, r1=5.24, 12=5.74, 3= 7.02, r4=7.52, &end
#
#19 THY H6 6 NIR HAM23.65 4.47
# &rst
# ixpk= 0, nxpk= 0, iat= 595, 186, r1=3.15, r2=3.65, r3=4.47, r4= 4.97, &end
#
#19 THY H2' 6 NIR HAMI13.84 4.7
# &rst
# ixpk= 0, nxpk= 0, iat= 610, 185, r1= 3.34, r2= 3.84, r3=4.70, r4= 5.20, &end
#
#19 THY M7 6 NIR HAMI14.17 5.09
# &rst
# ixpk= 0, nxpk= 0, iat= -1, 185, r1=3.67,12=4.17,1r3=6.11, 4= 6.61,
#1grl= 598, 599, 600,
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# &end
#
#19 THY HI' 6 NIR HAMI1391 4.79
# &rst
# ixpk= 0, nxpk= 0, iat= 592, 185, r1=3.41, r2=3.91, r3=4.79, r4= 5.29, &end
#
#20 CYT HI' 6 NIR HAMI135 4.28
# &rst
# ixpk= 0, nxpk= 0, iat= 624, 185, r1= 3.00, r2= 3.50, r3=4.28, r4= 4.78, &end
#
#7 ADE H2 6 NIR HAM24.04 4.94
# &rst
# ixpk= 0, nxpk= 0, iat= 222, 186, r1= 3.54, 12=4.04, 13=4.94, r4= 5.44, &end
#
#7 ADE H2 6 NIR HAN 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 222, 181, r1=2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#6 ADE HAO26 NIR H2 49 63
&rst
ixpk= 0, nxpk= 0, iat= 189, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#6 ADE HAOI 6 NIR H2 49 63
&rst
ixpk= 0, nxpk= 0, iat= 188, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#6 ADE HAO2 16 THY CH3 49 63
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&rst

ixpk= 0, nxpk= 0, iat= 189, 495, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#6 ADE HAL X H2 XXX 49 63

&rst

ixpk= 0, nxpk= 0, iat= 183, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAN X NIR H2 49 63

&rst

ixpk= 0, nxpk= 0, iat= 181, 179, r1=2.50, 2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAL 7 NIR H2 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 183, 222, r1=2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAL 16 NIR HI' 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 183, 495, r1= 2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAL X NIR HAO0249 6.3

&rst

ixpk= 0, nxpk= 0, iat= 183, 189, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAL X NIR HAO149 63

&rst

ixpk= 0, nxpk= 0, iat= 183, 188, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
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#X ADE HAN X N1IR HAO0249 6.3
&rst
ixpk= 0, nxpk= 0, iat= 181, 189, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAOI X NIR HAN 49 63
&rst
ixpk= 0, nxpk= 0, iat= 188, 181, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAMI 16 NIR HI' 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 185, 495, r1=2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAM2216 NIR HI' 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 186, 495, r1=2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAMI 17 NIR HI' 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 185, 527, r1=2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAM217 NIR HI' 49 63
# &rst
# ixpk= 0, nxpk= 0, iat= 186, 527, r1= 2.50, r2= 2.80, 3= 6.10, r4= 6.40, &end
#
#X ADE HAMIX NIR HAN 49 63
&rst
ixpk= 0, nxpk= 0, iat= 185, 181, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
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#
#X ADE HAM2X
&rst

NIR HAN 49 6.3
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ixpk= 0, nxpk= 0, iat= 186, 181, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAMIX
&rst

NIR HAL 49 6.3

ixpk= 0, nxpk= 0, iat= 185, 183, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAM2X
&rst

NIR HAL 49 6.3

ixpk= 0, nxpk= 0, iat= 186, 183, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAN 5
&rst

CYT Ho

49 63

ixpk= 0, nxpk= 0, iat= 181, 141, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAOI 16
&rst

THY H6

49 63

ixpk= 0, nxpk= 0, iat= 188, 498, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAO2 16
&rst

THY H6

49 63

ixpk= 0, nxpk= 0, iat= 189, 498, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end

#
#X ADE HAOI1 6
&rst

ADE H2

49 63
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ixpk= 0, nxpk= 0, iat= 188, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAO26 ADE H2 49 63

&rst

ixpk= 0, nxpk= 0, iat= 189, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAMIG6 ADE H2 49 63

&rst

ixpk= 0, nxpk= 0, iat= 185, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAM26 ADE H2 49 63

&rst

ixpk= 0, nxpk= 0, iat= 186, 179, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAMI 17 THY H6 49 63

&rst

ixpk= 0, nxpk= 0, iat= 185, 530, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
#X ADE HAM217 THY H6 49 63

&rst

ixpk= 0, nxpk= 0, iat= 186, 530, r1=2.50, r2= 2.80, r3= 6.10, r4= 6.40, &end
#
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Figure S1. Atomic Charges on the R-N1-BDO-(61,2) Adduct Calculated Using

Gaussian 03 and the Hartree-Fock, 3-21G* basis set.
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