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x10 6 |+ESIScan (rt: 2.453-2.469 min, 2 scans) Frag=180.0V HYQ-B000.d Subtract
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myz z |Abund
214.0936] 1 2913896.75
223.9545] 1 1386203.63
225.9516] 1 1322869.38
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437.041] 1 6189377.5
438.0437] 1 985039.63
439.0382] 1 5931451.5
441.0356] 1 1867002
459.0229] 1 1435060.38
461.0201] 1 1388403.75
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Counts vs. Mass-to-Charge (m/z)
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m/z z Abund
105.0699] 1 516980.81
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223.9545] 1 858449.63
2259515 1 813062
388.0494] 1 1737970.25
390.0466] 1 1640183.38
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412.0286] 1 1173123.88
799.071] 1 847249
801.0687] 1 684362
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x10 6 +ESI Scan (rt: 1.736 min) Frag=180.0v HYQ-B002.d
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143.118 1 6070176.5
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157.0971 1 2711610.25
397.0714] 1 11661401
398.0737] 1 1811432.63
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400.0708] 1 1740182
401.0654] 1 3462262.5
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817.1136] 1 1293721.5
819.1111[ 1 1064166.38
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x10 6 +ESI Scan (rt: 1.418 min) Frag=180.0V HYQ-B004.d Subtract
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425.9773 1 2975801.75
427.9746 1 1032621.13
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x10 6 [*ES! Scan (it: 1.632 min) Frag=180.0V HYQ-B101.d
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x10 6 |*ESI Scan (rt: 1.667 min) Frag=180.0V HYQ-B301.d
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%10 6 |*ESI Scan (it 1.436 min) Frag=180.0V HYQ-B401.d Subtract
765.0153
3 -
25+
24 393.0029
1.5
‘I -
145.9326
0.5
O IJ- HLl T I-L JI Ll IL II_Lli-llll- T lu- = T = T T T T T Au_l T 1
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z Abund
103.0863 1 785083.38
393.0029] 1 1802676.75
395.0001] 1 1698995.75
396.9976] 1 506862.19
763.018] 1 1532030.25
765.0153] 1 304374775
766.0179] 1 781276.63
767.0126] 1 2451718.75
768.0154] 1 60734131
769.0095] 1 1074278.25
Compound 14
HYQ-b401-2/1 S~ ONNO®ON WD N O ®
N NNANAN= Q@M NN N © L 17000
oo NNNNNNOO ™o NN
N —_— NN | 16000
L 15000
{ I 14000
” [[ I 13000
NO I 12000
0 CCLN" 2
,lL\ ‘/u\ I 11000
7
N N N N I 10000
H H H
| 9000
| 8000
L 7000
t 6000
| 5000
L 4000
L 3000
‘ L 2000
| i N I 1000
—JUL \ L Lo
s'® N® LS 4
QQ T ON < ™ —1000
~ N~ o N
11.5 10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2. I 0.5 -0.5
£1 (ppm)
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HYQB401-2-C/5

VOO ©ONNO© ©
© N O M ©O N0 © < ©on~
NGOV WD ® © o N N =
CUOWY MO NN o o - © L 4000
Frr T T - © < ™
N | | I
L 3500
L 3000
L 2500
L 2000
L 1500
L 1000
L 500
I ‘ ‘
I I I
” U‘ | | |
| L

. T T T T T T . T T . T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)

x10 6 |tESIScan (rt: 1.449 min) Frag=180.0V HYQ-B401-2.d Subtract
; 455.0171
084
061 889.0423
047 1651024
024 334 2356
0 Il._l lll by ’ L hlj_llpjllui " .Lh_ M " ik i -

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z  |Abund
165.1024 1 322023.72
455.0171] 1 1016076.06)
457.0144 1 978840.63
459.0118 1 315818.06.
479.0787] 1 517871.5
481.076 1 517401.22
887.0441 1 263722.22
889.0423] 1 513587.41
891.0395] 1 437112.5
893.0371] 1 197534.16
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Compound 15

HYQB501-H/2 o N DO—-—ONTOMO o © O N
< @ NNN T - OoN NN~ ©
®®w NNNNNOCOO o o NN
[ t— NS
CN
0 cCl N
Jj\ )I\/
N N N N
H H H
& J “FIRw d 3
o X O oo~ R
o AN~ O «— N [aV}
T . T . T . . . : : . . . . . . .
12.0 11.0 10. 0 9.0 8.0 7.0 6.0 5. 4.0 3.0 2.0 1. 0.0
1 (ppm)
— N © N O v~ O o
HYQ501/1 oo B-~bd & o © NN
- © DB ®O N N ~ N+
O v ™M AN NN~ o [o0] | ©
- - SCENA A SR - o © <| ™
[ I~ | Vol I Il
|
! ! | |
I
I | |
- l
. T T T T T T . T T . T T T T T T T T T . .
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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6000
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5000

+4500

+4000
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+2500
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+ 1500

1000

F500

=500

5500

+ 5000

4500

4000

3500

3000

2500

2000

+ 1500

1000

+500

=500
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x10 6 [*ES!Scan (rt: 1.366 min) Frag=180.0V HYQ-B501.d Subtract
31 435.0264
2.5
2_
151 849.0606
"1 1651021
0.51
I 293.0010
O.J.l bt b ——— ‘I‘ y bl ; — - ; ek — f Y
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z Abund
105.0699] 1 720554.63
165.1021] 1 745874.38
435.0264] 1 2805262.5
437.0235] 1 2700237.5
439.0211] 1 841481.81
847.0633] 1 747202.5
849.0606] 1 1470491.38
850.0632] 1 543118.44
851.0579] 1 1228079.75
853.0561] 1 542665.75
Compound 16
HYQ-F/1 O -cONOT O ¥O gmo o
T NN NN T NN NN~ © L 16000
© ONNNNNOOO© M oNN
= 7N | 15000
I 14000
f [ I 13000
I 12000
F
@\/\ i ce Nl/j/ e
NJJ\N)\N N/ 10000
H H H
19000
| 8000
I 7000
I 6000
I 5000
I 4000
I 3000
12000
L 1000
J L Lo
= A ® 3
< N N o [ —1000
N ™ N [V
12.5 11.5  10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2. 5 0.5 -0.5
f1 (ppm)
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HYQB601-C/2

ONS®©®OO MmN [
<TI0 D0 D- N © - < ~ t 2000
VG M= DD © ® 0 0N
VOLOLWL®ANNN o o - © L 1900
g g AR MR - © < ™
~\ N =Y | | i L 1800
L 1700
L 1600
L 1500
L 1400
L 1300
L 1200
L1100
L 1000
900
L 800
L 700
L 600
L 500
L 400
L300
L 200
. H
R o
L-100
. . . . . . . . . . . . . . . . . . . . . . .
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
£1 (ppm)
x10 6 +ESI Scan (rt: 1.562 min) Frag=180.0v HYQ-B601.d
354
428.0220
3 4
251
2 -
1.5
‘I 4
05 ] 06,0402 ‘ 437_1‘938
OI -y | T |‘I‘I||' T T 1 ‘ll\ l'r' T T — 1
385 390 395 400 405 410 415 420 425 430 435 440 445 450 455
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z  |Abund
105.0701] 1 888271.75
114.0463 1 2514536.25
165.1023 1 2212465.25
269.1652 1 1812408.88
291.1471 1 1649376.88
428.022 1 3121466.25
430.0191 1 2925209.5
432.0166] 1 933158.81
835.0517 1 1677685.13
837.0493 1 1391531.63
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Compound 17

HYQ701/1

—8.98
7.30
7.29
7.22

.20
7.18
6.99
6.80
6.77
6.46

|
|

e
—_
—
—_—

3.0

3.30
\3.28

2,71
1 2.70

2.00z

{0.82: L
02
17
o
ﬁ

T
12.5 11.5 10. 5 9.5

)
N 2.0

.5

HYQB701-C/2

164.07
159.10
,139.80
129.11
128.73
N 126.48

/

—67.94
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. T T T T T T . T T . T T
210 200 190 180 170 160 150 140 130 120 110 100 90
1 (ppm)

80
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12000

11000
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x1o 6 |*ESIScan (it: 1.541 min) Frag=180.0V HYQ-B701.d Subtract
4 479 9509
3.5
3 <
2.5
2 -
1.5
14 457.9690
0.5 ‘ ‘ |
04 - I|..{I.|.|I||..I ; !|I ‘III ; ¢ ‘ ’
445 450 455 460 465 470 475 480 485 490 495 500 505
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z Abund
437.1941] 1 505386.56
457.969] 1 1038226.06
459.9663] 1 633230
474.0032] 1 894705.75
476.0005] 1 1187687.75
477.9537] 1 2292353
477.9952] 1 947097.63
479.9509] 1 3737555
481.9478] 1 2353788.5
483.9454] 1 783087.38
Compound 18
HYQB8O1/1 © CONNOWLNND 0N OO F<ovuy
= ONNANN=ONQO NN®©O©
o NNNNNN®O®O®© NN
| —_—— NN I 24000
t 22000
f [ [[ [ f [
Cl L 18000
O CCI3;N" I 16000
NSNS AN
H H H 14000
L 12000
| 10000
| 8000
L 6000
I 4000
L 2000
!
1 ] o
< 4 &
® S O
o PN —2000
120 11.0 10.0 9.0 8.0 6.0 5.0 10 30 20 1.0 .0
(ppm)
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HYQB801-C/7

ONO - © - o )
©om ©eN~Y . © Q NN [ 6000
-6 O0®0O o o Q N A
oL ®oONNN - O [} - ©
e - Te - - - © < ™ | 5500
~ 7 NN Lo [ (I
I 5000
14500
I 4000
I 3500
I 3000
I 2500
I 2000
I 1500
I 1000
J | } ‘ { | | . o
|
| | o
I 500
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0O ~-10
1 (ppm)
x10 6 [*ES!Scan (it 1.812 min) Frag=180.0v HYQ-B801.d Subtract
17 457.9689
0.8 1 479.9510
0.6 1
0.4
0.2 1 ‘
0 T | — '||‘|||Ii T T I‘||I|l T T T T 1
445 450 455 460 465 470 475 480 485 490 495 500 505
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z Abund
145.9324] 1 348627.97
163.9775 1 838498.63
165.1022 1 1191093.75
165.9748 1 496365.72
455.972 1 555500.81
457.9689 1 933681.19
455.9665 1 594548.31
477.9538 1 476758.88
479.951 1 766428
481.9483 1 492323.28
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Compound 19

HYQ-A111/2

.18

26000

7.89
7.28
7.25
7.23
7.19
7.16
—6.33
—5.15
4.23
4.22

{
,2.90
1286

24000

22000

7 [ 1 4

0 CCly NON NH, J J I 20000
@\/\OJ\ )\N/“\N/ . L 18000
} 16000
t 14000
L 12000
t 10000
t 8000
L 6000

+4000
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+—2000

10.891
6.397
1.00=
2.003
2.207

©12.201

=
%
=
=
© A
H 00
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o
5l
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1 (ppm)

Al11-C-1/1 | 1000

155.71
151.25
145.68
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129.28
128.72
126.72
—102.83

—70.92
—65.84
—35.10

—_——e e e o
3500

3000

2500

2000

+ 1500

1000
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. T T T T T T . T T . T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)
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x10 6 |*ESI Scan (it 1.620 min) Frag=180.0V HYQ-A111.d Subtract
34 495.9454
251
2_
1.54
] 4
05 473.9642
0+ TR PR B O N SR :.|| ‘I|\ .|:| s ¢ : ‘ l \ll ; . : ' — J
455 460 465 470 475 480 485 490 485 500 505 510 515 520 525
Counts vs. Mass-to-Charge (m/z)
Peak List
myz Z |Abund
105.0695[ 1 820466.38
178.9881[ 1 964302.94
180.9853[ 1 559508.38
306.8872 1 1546314.75
308.8842 1 2504377.25
310.8813 1 1548836.63
493.9483 1 1801089.38
495.9454] 1 2881409.5
497.95427] 1 1872262.88
499.9401| 1 564606.31

B111-2-S—hmbc/1

O 0
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e'é [

.5 7.0 6.5 6.0 5.5 5.0
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+ 140
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L 180

£1 (ppm)
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Compound 20

HYQ-B111-X/1
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T T T
13.5 12.5 11.5 10.5 9.5 8. ¢

HYQB111-C/7

156.40
151.98
145.64
139.90
129.12
128.91
128.74

NN S ey
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1 (ppm)
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150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Counts vs. Mass-to-Charge (m/z)

x10 6 |*ESI Scan (it: 1.424 min) Frag=180.0V HYQ-B111.d
2.5+ 4849616
2 -
1.54
1 165.1024
0.5
Peak List
m/z z  |Abund
165.1024] 1 959769.5
178.9887 1 642487.75
479.0783 1 1173154.88
481.0756] 1 1094816.75
492.9643 1 1482129.88
494.9616 1 2380009.5
495.9646] 1 416777.94
496.9588 1 1527294.75)
498.9563 1 474308.16
966.9345] 1 463690.53

o

HYQB111-HMBC/7

{6.54,156.4

T
8.5 80 7.5 7.0 6.5 6.0 5.5 5.0

F115

120

125

130

+135

+140

145

+150

+155

160

f1 (ppm)



Compound 21

Bl111-2-S-2/2 o N O W < N | < O M
S 0 Y w S o= ®o
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| <N | AR
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b J B
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~— — QA oV} < AN ©
11.5 10. 5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 .5 0.5 -0.5
£1 (ppm)
—2— OO < N o
B111-2-5/1 < O © @ o0} N O~ OO ©
© o W0 © I5e) N O Q N
0w < N o OO WOWwWwm [<e]
-~ -— — NO O WuWw (39}
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J \
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£2 (ppm)

x10 7 |+ESIScan (i: 1.122 min) Frag=180.0V HYQ-B111-2-S.d Subtract
144 *482.0022
1.2 1
‘I 4
0.8
0.6
0.4
0.2 l
0 f |l — — it |j'L“l LL‘ T T |L T T T T T T T T T Al
150 200 250 300 350 400 450 500 550 600 650 700 750 800 &850 900 950
Counts vs. Mass-to-Charge (m/z)
Peak List
miz z |Abund
480.0045] 1 8586825
482.0022 1 13710828
483.9988 1 9087128
485.9958] 1 2827894.25
B111-2-S—hmbc/1 rto
L 20
uﬂﬁ +30
4 j i
— ! R @“9 L 40
3 k50
l 0 " '9”
] 670 L 60
— [} E@@ieo 70
1 I | 80
loo £
K
L 100 _
— “] e
L110
k120
N L 130
é b L 140
] )
. y L 150
— 8 u
1 L170
T T T T T T T T T T T T T T T \7180
9.0 85 80 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4. 3.5 3 2.5 2.0 1.5 1.0

34



Compound 22

HYQB112/1 < ONNOO®»OO®W© ONO D
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HYQB112-C/7 5ets J=XQ N © o <~
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1 (ppm)
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+4000
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+—2000

1800
1700
+ 1600
+ 1500
1400
1300
F1200
1100
1000
900
+800
+700
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+400
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+200

100

—100
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x10 & |*ESIScan (it: 1.490 min) Frag=180.0V HYQ-B112.d Sublract
446.0133
4 -
3 -
2 |
424.0315
] 4
0+ T T T T ! I|'i T T T ‘ ‘l‘l' T LE— T T — T 1
405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund
145.9320 1 1976611.5
147.9297] 1 1877281
165.1024] 1 3386468.5
293.0016] 1 1977598.25
254.9988 1 1875650.88)
424.0315] 1 1224144.75
426.0287 1 1186664.63
446.0133 1 4218536.5
448.0106 1 4041666.5
450.0078 1 1302441

Compound 23

HYQB113-H/5

8.24
7.87
7.29
7.27
7.26
7.21

|/
0 CCLN
|
L AHJLHAHA?T

.18
6.90
6.69
6.67
6.65
3.26
3.24

%

{

_2.70
\ 268

—_—
—

2.30

F 14000
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+ 8000
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HYQB113-C/5 N g. 3{_ pa ;r. ':( 9 § © o ~ L 3400
~ © o O 0 © - < N~ M N o
© O N NN - O © -© ¥ L 3200
- - - - - - - - © <O N
bl NN/ Lo [ I [ [ 3000
I 2800
I 2600
L 2400
12200
12000
L 1800
I 1600
I 1400
L 1200
I 1000
I 800
I 600
! I 400
I 200
|
L ] Lo
L 200
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 1o
1 (ppm)
x10 7 |*ES! Scan (rt: 1.456 min) Frag=180.0V HYQ-B113.d
*402.0654
‘| <
0.8 1
0.6 1 237.9699
0.4 1 827.1029
02 165.1019
o Jll,h. -
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund
110.0711 1 7882334
237.9699 1 5373167
235.967 1 5044480
402.0654] 1 10249819
404.0626 1 10105609
406.0596 1 3168678
424.0469] 1 2190224.25
426.0441] 1 2118229.25
827.1028 1 3354854
825.1002 1 2891291
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Compound24

HYQBI14-H/5 ONODO- ONDO© - o
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1 (ppm)
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L 1000
L 3800
L 3600
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L 3200
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L 2600
L 2400
L 2200
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x10 6 |*ESI Scan (it: 1.799-1.815 min, 2 scans) Frag=180.0V HYQ-B114.d
474.0863
5_
4+ 9711447
3_
2_
182.0924
14 309.9914
200 300 400 500 600 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund
474.0863 1 5031508
476.0836] 1 4927891
478.0811] 1 1595754.25
496.0683] 1 1714726.5
498.0656] 1 1665565.75
969.1465] 1 1510078.5
571.1447] 1 3947774
972.1475 1 1686540.25
973.1424] 1 3334149.25
§75.1403] 1 1520962.25
Compound 25
HYQB115-S—H/2 COONODMAIW = 0 © 0O F 14000
QANNNT O ONOQ® NN ©
NNNNNNOOGOOW’ ™o NN
e N N + 13000
L 12000
L 11000
I 10000
/ I J [ J
¢l I 9000
@\/\ o ccly (N
| L 8000
~
N~ N7 N7 N7 ONH,
H H H I 7000
I 6000
t 5000
| 4000
I 3000
L 2000
L 1000
| FO
L iH e & S B
eoeca a < - I -1000
SCWO~+~ O oo
11.5  10.5 9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1 0.5 -0.5 ~-1.5
f1 (ppm)
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x10 6 |TESI Scan (it 2.214-2.230 min, 2 scans) Frag=180.0V HYQ-B115-s.d Subtract
731.0130
4
3 4
2 -
Ly 4390189
0 L AL L 'y e ll A

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z |Abund
729.0162] 1 1839294.75
731.013] 1 4260150.5
732.0158] 1 1281254.25
733.0103] 1 4241561.5
734.013] 1 1251993.5
735.0077| 1 2061063.25
736.0103] 1 649382.75
737.0056] 1 727508.88
752.9949] 1 £59895.44
754.9923[ 1 674211.88
5-5— ONMON 1N © [ovoy
HYQB115-S—C/1 2988 892 © ~ o ©
L~ W©O OO < © o N L 8500
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x10 7 |*ESIScan (it: 1.399 min) Frag=180.0V HYQ-B115-x.d Subfract
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Compound 27
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x10 6 [TESI Scan (rt: 1.099-1.116 min, 2 scans) Frag=180.0V HYQ-C006-1.d Subtract
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m/z | z |Abund
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+ESI Scan (rt: 1.525-1.542 min, 2 scans) Frag=180.0V HYQ-C002.d
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448.0097| 1 1103846.75

Counts vs. Mass-to-Charge (m/z)
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Compound 29
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x10 6 |+*ESI Scan (it: 1.296 min) Frag=180.0V HYQ-C003.d Subtract
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z Abund
154.0523] 1 1044147.88
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250.9748] 1 538648.38
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x10 6 +ESI Scan (rt: 1.565-1.598 min, 3 scans) Frag=180.0v HYQ-D002.d Subiract
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund
1651022 1 2057486.63
179.0539] 1 2366741.75
409.0957] 1 1080793.38]
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473.045] 1 1798070.88]
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