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Figure S1. X-ray Crystal Structure of 30a
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

@cﬁs - 4—-23- 3~ couben

INDx
1
INDEX  FREQUENCY PPM HEIGHT i
1 16465.495 163.793 22.6 § o meel i
2 13613.627 135.424 119.2 Dm0
3 13602.183 135.310 35.8 s tavman aanan o]
4 13585.359% 135,143 34.9
5 13069.652 130.012 119.0
6 13050.496 129.921 117.8
7 12953.685 128.859 127.1
8 12939.952 128.722 210.8 | 2)
9 12880.443 128.130 226.9 (2)
10 12377.666 123.129 ag.4
1 7772.563 77.319 46.3
12 7740.520 77.000 48.7
13 7708.476 76.681 48.9
14 5334.971 53.070 75.0
COOMe
NO;

" B .y |

T
138 136 134 132 130 118 126 124 ppm
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I _ T q T __.________q.______-_«____________________HH___._______.____._____.»_________h_—_____w________

200 180 160 140 120 100 80 60 40 20 0 Ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT
1 16463,.969 163.778 11.0
2 16163.371 160.788B 43.0
3 13780.711 137 .086 21.6 g
4 13593.791 135.226 6l.5
5 13583.872 135.128 17.2 ~
[ 13085.673 130.172 59.2
7 13055,918 129.876 69.2
8 12377.665 123.129 22.4
] 10705.302 106.4%3 i42.8
10 10144 .541 100.914 69.2
11 7772.563 77.319%9 161.8
13 7740.519 77.000 162.0
13 7709,.239 76.68% 169.0
14 5570.71% 55.416 128.6
15 5338.786 53.108 47.5
16 -1.790 -0.018 11.1 \\A\WIJ/U.
_.F@. wmw\\..
COOMe
NO,
2ob

]

MeO OMe  CDcl; ROMH2

FIT T I T T T T T T T[T TrTTr[rrriprrTrryrid
i — | _ [ —.____r___________________B___._____~__f—__~.__*n_____-__.__.________Mﬁ_________u,__._____ﬁﬂ_

200 180 160 140 120 100 80 60 40 20 0 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM BEIGET
1 16989.634 169.007 5.3
2 15394.328 153.137 7.8
=3 13585.3986 135.143 8.9
4 13490.794 134.202 38.3
5 13007.090 129.390 71.4
6 1294%.107 128.813 37.6
7 12830.85%1 127.637 65.4
8 12711.833 126.453 B.7
9 12618.754 125.527 2.1
10 12530.253 124.647 40.1
11 11378.214 113.187 7.6
12 7772.563 77.319 ’ 164.9
13 7761.119 77.205 18.7
14 7740.519 77.000 169.7
15 770B.476 76.681 163.3
16 -1.790 -0.018 10.1
17 -1919.057 =19.090 -4.6
0
Jo!
N
H zia
Ph _
cpcly  joopHz
______________n._______________——_____—______d______d_______a_________w_______——____H___~____q_______________~___________ﬁ~_
200 180 160 140 120 100 80 &0 40 20 0

ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT

1 16983.531 168.946 6.3
2 16235.850 161.50% 33.0
3 1%385.172 153.04686 12.2
4 13772.31B 137.003 14.7
5 13471.720 134.012 40.2
6 12701.151 126.347 12.6
7 12605.021 125.390 37.9
8 12547.6801 124.8B21 47.3
9 11374.400 113.149 12.5
10 10762.522 107.062 6.2
11 10626.719 105.711 87.0
12 10106.394 100.535 41.1
13 7772.563 77.319 344.5
14 7761.119 77.205 27.9
15 7'140.519 77.000 is55.2
16 7708.476 76.681 346.7
17 5581.401 55.522 84.9
18 5566.142 55.370 7.3
12 -1.7%0 =-0.01% 22.2
20 -1912.191 -19.022 -7.6
a1 -1944.997 =-19.348 -6.2

0

ol

N

H

21b
MeO OMe CDcCi3 (0OMHz
__ﬂ________________m______________________________....____________m___«m______,ﬁ_______—_____.,_____‘________________d_______
200 180 160 140 120 1c0 80 60 40 20 0

ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

FREQUENCY FPM . , | HEIGHT

! INDEX
1 16948.716 168.600 10.8¢
2 15291.561 152.115 9.4v, -
3 13678.658 136.071 1a.8v H Taa7n.oms 1aa.a8s o2
4 13670.266 135.987 49.2 L lisavars imewrs  eer
5 12988.940 129.209 99.6(3) P maie leoe s
6 12945.451 128.777 53.7 V immanaas iadr wa
7 12889.755 128.233 99.1(%)
8 12881.362 128.139 15.9 v
9 12663.818 125.976 48.4
10 12533.451 124.678 53.4 .
11 11688.8B51 116.377 16.5 v
12 7573 564—FF e T6TTY
13 TIEO-IFE— TP 19T BT
14 2940 519-—F7008——TFLT1—
15 4708475, .76 BBl BT B
16 7451.356 74.124 51.7
17 A THO— 0TI TR
O
jo]
ﬁg
Ph  CH,OH
R e S ——
ﬁ.\vgw {oo ;IW. 148 138 138 134 132 130 :r pp_m _ :_. _
______________7__________—______dﬁ—_______ﬁ___,_,,__________‘,______F_____.—__.________,_—_____A________,____________________..“.A
200 180 160 140 20120 100 80 5160 12040 20 o GO

ppm 40
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEEIGHT
1 16959.726 168.709 24.5
2 16208.971 161.241 87.9 - 2
3 15285.786 152.058 29.6
4 13863.623 137.911 30.7
5 13645.416 135.740 83.3
6 12870.246 128.029 26.9
7 12645.935 125.797 90.3
8 12542.935 124.773 80.5
9 11681.550 116.204 26.4 )
10 10679.780 106.238 143.7 ~ 2H
11 10116.713 100.638 78.5
12 7772.129 77.314 125.6
13 7740.084 76.996 128.9
14 7708.040 76.677 124.8
15 2470.759 74.317 61.7 ]
16 5578.611 55.494 162.0 ~ 2t
@]
Q UO
N
CH>0OH
MeO OMe
23b
CDCly  looMit
___________.___.._________——_________.________H_______“._______________.____.___________.—_____A_..___________.._____.______
200 180 160 140 120 100 80 60 40 20 0 Ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT

1 16892.585 168.042 9.8

2 16190.660 161.058 23.7

3 15859.771 157 _758 21.8

4 15729.067 156.467 13.8

5 13138.046 130.653 19.0

6 12774.112 127.072 68.3

7 12555.905 124.%02 70.1

] 12%513.942 124.484 70.3

-] 12221.727 121.578 16.2
10 11283.283 112.342 22.0
11 11133.743 110.755 13.5
12 99B6.247 99.340 £3.9
13 5948.098 98.960 74.8
14 7772.129 77.314 3186.7
15 7759.%21 77.193 40.5
16 7740.084 76.996 400.3
17 7708.040 76.677 395.1
18 5597.68B5 55.684 73.4
19 5584.715 55.555%5 70.2
20 4897.285 48.716 75.3
21 2984.538 29.6B9 16.0
22 -2.462 =-0.024 25.4
23 ~1924.365 -19.143 8.3

o)
0
N
MeO OMe 24b
CpCly 100 M2
A_-__.____um——__________“___________—1—______dm_________.________w—_.____mm_______—_______w_._________H—_d______—__________—__
200 180 160 140 120 100 80 60 40 20 0 ppm



TT

0T

wdd

Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

a0
ngz

W ot

192!
\O

HO

ZON

—y

3NO0D
5. 39~ h WA

-



Quan —4—65-3 - carben =1

INDEX FREQUENCY PPM HEIGHT
1 16448.541 163.624 10.8
2 13978.068 139.049 15.5
S 3 13623 .290 135.520 52.1
mm 4 13450.860 133.804 8.9
5 13412.712 133.425 12.0
6 13122.786 130.541 56.4
7 13038.861 129.706 54.9
8 13030.468 129.623 56.4
9 13006.816 129.387 49.9
10 12939.675 138.719 57.2
11 12835.149 127.68B0 51.0
12 12359.8924 122,951 14.5
13 77%2.129 77.314 155.9
14 7740.084 76.996 162.0
15 7708.040 76.677 158.6
15 6329.603 62.955 44.5
R%| 17 5343.618 53.156 29.8
0| 18 -2.462 -0.024 19.0
2
= |
o gfiisf
- COOMe o ot bl i b o i et s
w i 140 136 134 13z 130 120 1i¢ 124 123 130 uL
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PFM HEIGHT

1 16877.761 167.894 11.8

2 15727.876 156.456 11.6

3 131084 .258 131.152 18.1

4 13002.673 1295.346 54.7

5 12997.333 129.293 63.5

6 12987.414 139.194 17.7

7 12908.829 125.413 56.0

8 12766.918 137.001 60.1

g 12605.170 125.392 48.8
10 12501.407 124.360 64.2
11 12380.096 123.153 57.1
12 12230.555 121.665 13.6
13 11170.800 111.123 13.0
14 7772.564 77.319% 161.4
15 7761.11% 77.2305 5.0
16 7740.51% 77.000 162.0
17 7709.238 76.689 157.3
18 5559.972 55.309 62.7

@
0
N
1z

CoCl;  toomriz

. " e | " " I - " L

- y ) " T ul

TTTT T T T
___.__L’_______._______..___________y—____________.___.________d______ﬁﬁ_________.___.d________ﬁ—w_________“,__.___d_

200 180 160 140 120 100 80 60 40 20 0 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

f
Sopn = 4 =11- 2= eouben

INDEX FREQUENCY PPM

1 16482.874 163.966

2 16240.252 161,552

3 15883 .949 158.008

4 15137.771 150.585

5 14246.631 141.721

6 13743.838 136.719

7 123126.601 130.579

B 130%3.794 130.253

9 13064.038 129.957
10 12394.157 123.293
11 11531.246 114.709
12 10474.543 104.197
13 9B51.965 98.004
14 T172.129 77.314
1s 7740.0B4 76.996
16 7708.040 76.677
17 6322.500 62.894
iB 5606.841 55.775
19 5569.455 55.403
20 5331.411 53.035
21 -3.987 -0.040

COOMe
NOQ;
MeO
OH
OM

e
2tk
drJf

HEIGET
27.7
32.1
44.8

5.7
37.0
109.1
39.5
108.3
106.0
31.8
20.0
96.6
113.1
151.1
162.0
161.6
83.8
56.3
84.7
80.1
11.2

(cOMHZ2

Bl apyi vl S A

o
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@cn:,i 4-U3-2- g&ﬁe.

INDEX FREQUENCY PFM HEIGHT
1 16931.168 168,425 5.4
2 16175.072 160.904 16.1
O 3 15578.991 158.553 12.9
~ a4 15716.532 156.343 2.1
n 5 13481.814 134.112 14.4
3 13170.535 131.016 33.7
7 12614.325 125.483 32.1
B 12309.903 122.455 37.1
9 12105.429 120.421 13.5
10 11192.163 113i.336 10.8
11 11111i.289 110.531 14.2
12 10577.978 105.226 38.4
13 9950.059 98.930 32.1
14 7772.564 77.319 159.6
15 7740.519 77.000 162.0
16 7708.475 76.661 155.8
17 5639.320 56.098 41.5
4 18 5593.542 S55.643 35.2
3 19 $585.149 55.559 37.8
3 20 -2.037 -0.020 7.4
@)
ae!
g O
<
<
g 0
1Y N
g MeO
=
2
<
A
(@]
& OMe
>
O UAWT
IS
5
T CDhCl;  tooMHz
(.
IS
0]
o v—
175]
O
<
~=|
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>
n
=
O
e
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=
15!
e
=
<
=
Mw — Ftnsusbtssnnafsr:;:;l
N A P AP Ao e A Y S s s ! " ;iL ol " PREE
____________p—____________n_________a_______dﬂ_________________,‘__.____——__-___._______._________H"—________F.___________A_
200 180 160 140 120 100 80 60 40 20 0 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT
1 16355.270 162.897 22,6
2 13884.797 136.121 162.0
3 13179.819% 131.108 1%56.9
4 13121.834 130.531 156.2
5 12531.301 124.657 28.5
[ 11520.375 114.601 £44.9
7 7797.117 7T77.563 133.3
a 7765.072 77.244 137.4
s 7733.791 76.933 136.1
10 5385.392 53.572 104.3
OnUM?hm
NO,
Br
33
100 MHz CDCl,
L L B L L L B L L L AU B B R RUR IR I L L I L LA UL
200 180 160 140 120 100 B0 60 40 20 0 pPpm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT

1 165561.131 164.744 9.2

2 13908.310 138.355 50.7

3 13321.592 132.51%9 52.5

4 13116.355 130.477 41.4

3 12496.066 124.307 9.2

[ 8550.023 B5.053 31.7

7 7772.564 77.319 110.5

B 7740.519 77.000 114.9

9 7708.475 76.681 113.6

10 5335.661 53.077 30.2

11 2476.076 24,631 14.1

12 2466.921 24.540 190.3

13 ~2.7%0 -0.028 6.5

nUﬁVM?:Q
NQ,
BPin
3
100 MHz CDCI,
N L 1 ﬁr - e . _;r» — [;
______"._—______________~___,____.____.n________M________.______ﬁ“______w_______._________________h_____~_____ﬁ________ﬂ__._
200 180 160 140 120 100 80 60 40 20 0 pPpm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT
1 18292.622 181.96% 6.3
2 16277.637 161.924 11.5
3 15728.304 156.460 8.5
4 15700.838 156.186 7.3
5 15207.201 151.276 11.6
6 13634.816 135,533 31.7
7 12660.431 125.942 25.7
8 12475.794 124.10%5 29.4
9 12121.779 12¢.583 8.2
10 11849.402 117.874 31.1
11 10858.312 108.015 6.4
12 10836.950 107.802 29.5
i3 10491.328 104.3864 26.6
14 7773.129 T17.314 151.9
15 7740.084 76.996 160.6
16 7708.040 76.677 162.0
17 6486.537 64.526 24.1
18 -2.461 -0.024 8.3
O OH
OH
(0]
37b
100 MHz CDCl;
NPUR ¥ % 5 KPS U TEPOUUPRIORTD| ot ALl i g
_____.________‘ﬂ___ﬁ—___f_______—___._____________________________~_______—_____d______f_______—_____ﬁ#_________dnﬂ_______ﬁﬁ
200 180 160 140 120 100 80 60 40 20 0 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT

1 18179.170 180.839 7.8

2 16010.830 159.269 8.6

3 156608.259 155.862 6.4

4 15642.319 155.604 6.3

5 15488.200 1%4.070 7.7

6 13731.097 136.591 8.8

‘7 12633.275 125.571 10.5

-] 12543.164 124.774 9.5

9 12017.483 119.545 6.5
10 11883.201 118.209 12.3
11 10753.353 106.959 6.3
12 10641.861 105.861 10.3
13 7790.660 T77.498 5.
14 6823.232 6£7.875 10.
15 4033.841 40.127 20.8
16 4013.241 39,922 66.6
17 3991.878 239.710 136.1
1a 3971.278 39,505 162.0
19 3949.915 39,292 139.4
20 392%.315 395.087 72.1
21 2907.952 138.875 25.5

O OH
]
OH
0]
30a
100 MHz DMSO-d,
____q_________,______.____________d______________________w__.__g______________________.________.«____q_______________________
200 180 160 140 120 100 80 60 40 20 0

-20 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGRT

1 17480.281 173.887 7.9

2 15916.208 158.328 7.9

3 15822 .363 157.395 9.6

4 15540.087 154.5B6 9.4

5 15302.023 152.3218 12.8

[ 13596 .8B01 135.256 17.5

7 12683.534 126.171 16.3

- 12509.579 124.440 1s5.0

9 12250.172 121.B60 11.0
10 11843.512 117.815 18.9
11 11525.357 114.650 7.3
12 11280.446 112.213 17.9
13 9019.787 89.725 B.6
14 6820.166 &7.844 15.5
15 £160.966 61.287 14.6
16 4033.826¢ 40.127 BE.1
17 4013.226 39.922 271.3
18 3991.863 39.70% 535.5
19 3971.263 3%.505 637.5
a0 39495.900 39.292 542.2
21 3929.300 39.087 271.3
22 3907.937 38,875 89.1

O OMe
|
0 OH
30b
100 MHz DMSO-dg
___.__________-4________u__.—___.__.______..__»_____________ﬁ______w_______.______r_____.,__._______m_____ﬂ_________d_____—__d
200 180 160 140 120 100 80 60 40 20 0 ppm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

H
ow@m~NnnneWw an
&

[

FREQUENCY PPFM HEIGHT
18246.310 181.507 16.3
16464.025 163.778 16.5
15876.548 157.934 15.7
15694.200 156.120 16.1
15659.8B67 155.778 17.5
15305.08% 152.249 22.0
15029.659 149%.509 12.1
13747.882 136.758 24.5
13739.489 136.675 21.6
12245.090 131.757 23.6
13152.008 130.831 18.9
12856.74% 127.8%4 16.3
13610.305 125.442 22.3
12556.897 124.5911 23.0
12444.742 123.795 18.4
12057.157 119.9%40 15.3
11B87.779 118.355 28.2
11436.105% 113.762 14.8
10715.105 106.590 13.3
10502.238 104.472 25.1

6101.469 60.6585 24.5

5358.344 53.303 26.4

4034.603 40.135 85.1

4013.240 35.%22 255.0

3992.640 38.717 520.4

3971.277 39.505 609.4

3850.677 32.300 522.0

3929.314 39.087 262.4

3%08.715 38.882 B7.0
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT
1 Z1613.250 215.000 -4.8 :
2 175359.029 174.471 10.1
3 16470.119 163.838 9.4 O.N CO;Me
4 15846.778 157.637 9.4 2
5 15779.637 156.%70 8.9 (0] OMe
6 15544.645 154.632 12.0
7 15096.786 150.177 13.9
8 14983.867 149.054 7.4
9 13698.275 136.265 16.2 OH
10 13599.853 135,286 14.8 e}
11 13216.083 131.468 18.1
12 13145.890 130.770 14.3 46
13 12917.001 138.493 i1.7
14 12670.564 126.042 18.2 100 MHz DMSO-d
15 12515.683 124.50% 15.5
16 12454.646 123.894 12.6
17 12306.631 122.421 11.6
18 12272.298 1212.080 12.9
19 11838.935 117.769 19.5
20 11433.802 113.73% B.0
21 11127.854 110.695 18.3
22 7973.003 79.312 7.9
23 7939.432 78.978 9.0
24 7306.635 78.652 9.2
25 62435.655 62.129 19.1
26 6079.329 60.475 16.6
27 5358.329 53.303 17.6
28 £4034.589 40.134 122.8
29 4013.226 39,922 371.5
30 3992.626 39.717 722.9
31 3971.263 39.505 863.5
32 3950.663 39,300 718.0
33 3929.300 39.087 368.9
34 3908.700 38.882 119.8
35 11.486 0,114 5.3

d " ! ] - "
. N | 3 "

___—________«H_______dn_______H_,_____H___.___‘__.__;____.________________.“_____—__.__"‘_____m___.________________-_________F_

200 180 160 140 120 100 80 60 40 20 o pPpm
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models
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Zhou and Snider Synthesis of Hexacyclic Parnafungin A and C Models

INDEX FREQUENCY PPM HEIGHT M e an e
1 17646.392 175.540 7.0
2 16872.748 167.844 5.9
3 15972.452 1s88.888 7.2
4 15819.860 157.370 8.2
5 15756.534 156.741 6.7
8 15501.815 155.002 8.3
7 13987.986 139.148 13.3
] 13568.357 134.973 33.2
) 13285.297 132.158 29.7
10 12751.987 126.852 30.5
11 12703.157 126.367 33.6
12 12523.098 124.575 42.6
13 12330.831 122.663 11.6
14 11971.476 115.088 11.1 /(
15 11815.831 117.540 35.3
16 11467,157 114.071 31.7
17 11192.491 11i1.339 10.0
18 7772.129 77.314 515.32
19 7740.084 76.996 534.3
20 7708.040 76.677 534.8
21 6217.974 61.854 19.0 x///
22 5632.018 56.025 33.3 N \:\)/;\. .
231 -2.462 -0.024 19.5 AV A e DI //a\){nyx)/\;kﬂf
T v T o g e T
! .—.»._.MM Nl,.hu A124.35 134.50 124.45 134,40 PP™
C OMe
o)
N—O
@]
29b
100 MHz CDCl,
; Adrdane
113.2 11%.0 118.8 118.6 118.4 118.7 118.0
__. m Al i | g ! "
—4—____g____mw_____—___________qm_____~_____ﬁﬁ_____“u______ﬂ_____________»__.__"_____Mﬁ___._ﬁ»___________~________________H_
200 180 160 60 40 20 0 ppm
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