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Synthesis of CPD 1-14

CPD 1 (chrysin) was purchased from Sigma-Aldrich (MO, USA). CPDs 2-8 and CPD14 were
synthesized by according to the literature procedure [1-7]. CPD 9 and CPD 10 were prepared from
CPD 8 and CPD 3 by methylation and prenylation, respectively (Scheme 1). CPDs 6 and 11-13 were
prepared from CPD 5 by alkylation (methylation, ethylation, n-propylation, and n-butylation).

Scheme 1. Preparation of CPDs 6, 9-13
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CPD-6: m.p 128.1 °C; 'H NMR (600 MHz, CDCls) 6 7.89-7.85 (m, 2 H), 7.52-7.48 (m, 3 H), 6.69 (d, ] = 0.6
Hz, 1 H), 6.58 (d, ] =2.4 Hz, 1 H), 6.43 (d, ] =2.4 Hz, 1 H), 6.09 (dddd, ] =17.4, 10.8, 5.4, 5.4 Hz, 1 H),
548 (dddd, =174, 1.8, 1.8, 1.8 Hz, 1 H), 537 (dddd, ] =10.8, 1.2, 1.2, 1.2 Hz, 1 H), 4.65 (ddd, | =13.2,
7.8, 4.8 Hz, 2 H), 3.97 (s, 3 H); 3C NMR (150 MHz, CDCls) d 177.6, 163.0, 161.0, 160.7, 159.8, 132.1,
131.2,128.9, 126.0, 118.6, 109.4, 109.1, 96.6, 93.7, 69.3, 56.5.

CPD-9: m.p 121.2 °C; 'H NMR (600 MHz, CDCl3) & 7.90-7.85 (m, 2 H), 7.54-7.46 (m, 3 H), 6.68 (s, 1 H),
6.59 (d, ] = 2.4 Hz, 1 H), 6.40 (d, ] =2.4 Hz, 1 H), 553 (dddd, J=7.2,7.2, 1.2, 1.2 Hz, 1 H), 4.61 (d, ] = 7.2
Hz, 2 H), 3.95 (s, 3 H), 1.84 (s, 3 H), 1.80 (s, 3 H); 13C NMR (150 MHz, CDCls) d 177.6, 163.3, 160.9, 160.6,
159.9, 139.6, 131.6, 131.1, 128.9, 126.0, 118.5, 109.3, 109.1, 96.7, 93.5, 65.3, 56.4, 25.8, 18.3.

CPD-10: m.p 138.3 °C; 'H NMR (600 MHz, CDCls) & 7.91-7.85 (m, 2 H), 7.54-7.45 (m, 3 H), 6.65 (s, 1 H),
6.56 (dd, ] = 2.4, 0.6 Hz, 1 H), 6.38 (d, ] = 2.4 Hz, 1 H), 5.58 (dddd, ] = 6.6, 6.6, 1.2, 1.2 Hz, 2 H), 4.69 (d,
= 6.6 Hz, 2 H), 3.90 (s, 3 H), 1.79 (s, 3 H), 1.76 (s, 3 H); 3C NMR (150 MHz, CDCls) d 177.4, 163.8, 160.5,
160.2, 159.9, 137.4, 131.7, 131.1, 128.9, 125.9, 119.5, 109.7, 109.1, 97.6, 92.9, 66.6, 55.7, 25.8, 18.4.

CPD-11: m.p 146.3 °C; TH NMR (600 MHz, CDCl3) & 7.89-7.86 (m, 2 H), 7.52-7.47 (m, 3 H), 6.65 (s, 1 H),
6.56 (d, ] = 2.4 Hz, 1 H), 6.41 (d, ] = 2.4 Hz, 1 H), 6.08 (dddd, ] = 17.4, 10.8, 5.4, 5.4 Hz, 1 H), 5.47 (dddd,
J=17.4,1.8, 1.8, 1.8 Hz, 1 H), 5.37 (dddd, J= 10.8, 1.2, 1.2, 1.2 Hz, 1 H), 4.63 (ddd, ] = 5.4, 1.8, 1.8 Hz, 2
H), 4.16 (ddd, J = 7.2, 7.2, 7.2 Hz, 2 H), 1.56 (dd, ] = 7.2, 7.2 Hz, 3 H); 13C NMR (150 MHz, CDCL3) &
177.5, 162.9, 160.5, 160.3, 159.8, 132.2, 131.7, 131.1, 128.9, 126.0, 118.5, 109.6, 109.1, 97.5, 93.6, 69.2, 65.0,
14.5.

CPD-12: mp 112.6 °C; 'H NMR (600 MHz, CDCls) d 7.89-7.85 (m, 2 H), 7.53-7.46 (m, 3 H), 6.63 (s, 1 H),
6.55 (d, J = 2.4 Hz, 1 H), 6.40 (d, ] = 2.4 Hz, 1 H), 6.08 (dddd, ] = 17.4, 10.8, 5.4, 5.4 Hz, 1 H), 5.47 (dddd,
J=17.4,1.8, 1.8, 1.8 Hz, 1 H), 5.36 (dddd, J = 10.8, 1.2, 1.2, 1.2 Hz, 1 H), 4.63 (ddd, ] = 5.4, 1.8, 1.8 Hz, 2
H), 4.03 (dd, ] = 6.6, 6.6 Hz, 2 H), 1.96 (ddddd, ] = 7.2, 7.2, 7.2, 7.2, 7.2 Hz, 2 H), 1.13 (dd, ] = 7.2, 7.2 Hz,
3 H); 3C NMR (150 MHz, CDCls) d 177.4, 162.9, 160.5, 160.5, 159.8, 132.2, 131.7, 131.1, 128.9, 126.0,
118.5,109.7, 109.2, 97.4, 93.5, 70.9, 69.2, 22.3, 10.5.

CPD-13: mp 117.9 °C; 'H NMR (600 MHz, CDCls) d 7.91-7.84 (m, 2 H), 7.54-7.46 (m, 3 H), 6.62 (s, 1 H),
6.55 (d, ] = 2.4 Hz, 1 H), 6.40 (d, ] = 2.4 Hz, 1 H), 6.08 (dddd, ] = 174, 10.2, 6.0, 6.0 Hz, 1 H), 5.47 (dddd,
J=17.4,18,1.8,1.8 Hz, 1 H), 5.36 (dddd, ] = 10.8, 1.2, 1.2, 1.2 Hz, 1 H), 4.63 (ddd, ] =5.4, 1.8, 1.8 Hz, 2
H), 4.07 (dd, ] = 6.6, 6.6 Hz, 2 H), 1.97-1.87 (m, 2 H), 1.64-1.56 (m, 2 H), 1.00 (dd, ] = 7.2, 7.2 Hz, 3 H);
13C NMR (150 MHz, CDCls) & 177.4, 162.9, 160.6, 160.5, 159.8, 132.2, 131.7, 131.1, 128.9, 126.0, 1185,
109.7, 109.2, 97.4, 93.5, 69.2, 30.9, 19.2, 13.8.
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Sate Paraeter Editor

Mass Spectrometer Method Properties

Period 1:

I Source: o o2y
Scans in Period: 594
Ion Source Tqrpeﬁblte Feached Relative Start Time: 0.00 msec
Qurtain Gss AR : 10.0 Experiments in Period: 1
: . e :
Iﬂ'@my \]Olt@ (19 5500.0 Period 1 Experiment 1
'IQTIHatUIe GE\/'D: 0.0 Scan Type: Q1 MS (Q1)
Tn Soree Gas l (@1) . 12 O Polarity: Positive
- . Scan Mode: Profile
Ion Souree Gas 2 (@) : 0.0 Ion Source: Turbo Spray
. Resolution Q1: Unit
Interface Heater (ihe) : (G9! Intensity Thres.: 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Fotential (CP): 70.0 MCA: Yes
. Center/Width: No
Fntrance Potential EP): 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Pgram Start Stop
Ql mm. Ll»]lt 100.00 500.00 0.50 CEP 7.84 19.33
N Parameter Table(Period 1 Experiment 1):
In Frergy 1 (TE) : 1.0 CUR: 10.00
Is: 5500.00
TEM: 0.00
. _ GS1: 12.00
Deflector (OF): 200.0 o o oo
M (@) : 2500.0 ihe: on
DP 70.00
EP 10.00
TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 3.4e8 cps. M +Q1: 358 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 1.2e9 cps.
3.4e8 0.37 1.18e9 309.4
1.10e9
3.0e8+
1.00e9
o 2.5e8 © 9.00e8 -
© © 8.00e8+
2 2.0e8- 2 7.00e8-
(7] %]
c 0.90 c 6.00e8 -
] . (@]
+~ 1.5e8+ -
= = 5.00e8
- 1.401.44 =
157 4.00e8-
1.0e8 (7 178
200 3.00e8
331.3
5.0e7 | 2.00e87 268.4
1.00e8+ 225.3 3473 482.5
¥ 283.3 3875 |
0.0 ‘ ‘ ‘ ‘ ‘ ‘ 0.00P— — Y VPO ;'p* ‘ ‘ MM‘
0.5 1.0 15 2.0 2.5 3.0 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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Sate Parareter Editor

Mass Spectrometer Method Properties

Period 1:

In Source: o o8y
Scans in Period: 356
Im m IIG’W Mﬁj Relative Start Time: 0.00 msec
Qurtain Gas (CIR): 10.0 Experiments in Period: 1
Iaﬂllﬁ.y X/Olfﬁ@ (IS): 5500.0 Period 1 Experiment 1:
Tewt\l[e GEVJ): 0.0 Scan Type: Q1 MS (Q1)
T m GBS 1 (@1) . 12 O Polarity: Positive
- ) Scan Mode: Profile
In Souree Gas 2 (@) : 0.0 Ion Source: Turbo Spray
. Resolution Q1: Unit
Interface Heater (ihe): 62! Intensity Thres.: 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Rotential (CP) : 70.0 MCA: Yes
X Center/Width: No
Fhtrance Potential EP): 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Param | Start Stop
Ql mml. [_I’]lt 100.00 500.00 0.50 CEP 7.84 19.33
. Parameter Table(Period 1 Experiment 1):
I Fegy 1 (TE): 1.0 CUR: 10.00
TEM: 0.00
Gsl: 12.00
. — GS2: 0.00
Deflector (0F) : 200.0 s o
aM @) : 2500.0 1s: 5500.00
DP 70.00
EP 10.00
TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 1.3e7 cps. W +Q1: 356 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 6.0e7 cps.
1.3e7 0,07 0.45 6.067 - 337.6
1.2e7 2:46
1.30
5.0e7
0.29
» 1.0e7 0.57 1.47 - »
y 0.95 _1.49 : o
° _0.65 oo | 278 PP © a0er-
2 8.0e6 1.20 ’ 1.99 ’ 2 269.5
» 0.80 2.66 »
c _1.72 2.29( c  3.0e74
© 6.0e6 108 ©
£ £
2.0e7
4.0e6 271 405.5
359.5
] 1.0e7-
2.0¢6 _375.
M N 23?.3 _284.2
0.0 T T T T T 0.0 T T 1 T T T T 1
0.5 1.0 1.5 2.0 25 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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SQate Paraeter Editor

Mass Spectrometer Method Properties

Period 1:

In Soarce: oy
Scans in Period: 356
ICl’l &urce TGT}EEUJIE mﬁj Relative Start Time: 0.00 msec
Qrtain Gss AR): 10.0 Experiments in Period: 1
IO'SEIan \]Olt@ (IS) N 5500.0 Period 1 Experiment
Taperanre (IEM) : 0.0 Scan Type: 01 Ms (Q1)
TIm m GBS 1 (Gsl) . 12 O Polarity: Positive
. . Scan Mode: Profile
In Soree Gas 2 (@) . 0.0 Ion Source: Turbo Spray
. Resolution Q1: Unit
Interface Hegter (ihg) : [Ga} Intensity Thres. : 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Rotential (OP) : 70.0 MCA: Yes
. Center/Width: No
Fntrance Rotential EP) @ 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Pargm Start Stop
Ql m. tht 100.00 500.00 0.50 CEP 7.84 19.33
B Parameter Table(Period 1 Experiment 1):
In Femgy 1 (IEL): 1.0 CUR: 10.00
TEM: 0.00
GS1: 12.00
. _ Gs2: 0.00
Deflector (OF) : 200.0 her o
aM @) : 2500.0 1s: 5500.00
DP 70.00
EP 10.00
TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 6.4e7 cps. I +Q1: 356 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 5.7e8 cps.
0.41 337.5
6.4e7 5.5¢8 ] 269.3
6.0e77 0.3 0.72 ’
: 0.91 5.0e8
0.54
» 5.0e7- 104 39156 201 , 45e81
o o
o 1.81 o 4.0e8
> 4.0e7- > 3.5e8
® © 3081
c c
o 3.0e74 2 2.5e81
£ £
2.0e8
2.0e7+
1.5e81 3594 3754
1.0e7- 1.0e8
5.0e7 405.5
> 291.4 k 490.5_
0.0 ‘ ‘ ‘ ‘ ‘ 0.0k ‘ ‘ ‘ A ‘ ‘ — by
0.5 1.0 1.5 2.0 25 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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Sate Paaeter Editor

Mass Spectrometer Method Properties

Period 1:

Ion Soarce: o pray
Scans in Period: 356
In Saarce Tanperature Reached Relative Start Time:  0.00 msec
Cln’:tain GBS (QR): 10.0 Experiments in Period: 1
IoSoray Voltage (I9) @ 5500.0 Period 1 Experiment 1:
Taperature (TR : 0.0 Scan Type: 01 MS (Q1)
Ion Sorce Gas 1 (&) : 12.0 Polarity: Positive
* * Scan Mode: Profile
In Sore Gas 2 (332) : 0.0 Ion Source: Turbo Spray
. Resolution Ql: Unit
Tnterface Heater (ihe) @ M Intensity Thres.: 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Fotertial (OP) : 70.0 HCh: xes
. ) Center/Width: No
Entrance Rotential EP): 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Param| Start Stop
e : 100.00 500.00 0.50 CEP 7.84  19.33
Ql m}tﬂm. tht Parameter Table(Period 1 Experiment 1):
In Fergy 1 (TEL) : 1.0 CUR: 10.00
TEM: 0.00
GS1: 12.00
GS2: 0.00
Deflector (CF) : -200.0 . on
. 1S: 5500.00
M @) : 2500.0 - B
EP 10.00
TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 2.6e7 cps. W +Q1: 356 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 2.4e8 cps.
2.74 323.4
2.4
2.5e7+ e8
2.2e8+
1.96 e8
2.0e8+
w 2.0e7- 2.17 o 18e8]
Q 1.60 2.52 o -
o 1.42 © 1 6e8
Y 0.82 2.45_ -
D.06 1.22
Z 15e7] 1.02 1.84 Z 1.4e8]
n n
c c  1.2e8+
3 2
£ 1.0e7- oo 0.70 S 1.0e8
’ 8.0e7+
6.0e7+
5.0e6 4.0e7
20 345.4
[ 0e71 269.5 337.5\ﬂﬂ ,L _361.4 495.7_
0.0 ‘ ‘ ‘ ‘ ‘ 0.0M ‘ | e e - ‘ L
0.5 1.0 1.5 2.0 25 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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Sate Paareter Edtor Mass Spectrometer Method Properties

Period 1:
Ion Source: Turko Soray o
Scans in Period: 356
Ien Soarce Temle m Relative Start Time: 0.00 msec
OJItajn Gas ((IR): 10.0 Experiments in Period: 1
Idﬂaray \bltaﬁ (IS): 5500.0 Period 1 Experiment 1:
Taperatire (TRY) : 0.0 Scan Type: 0l MS (01)
InSore Gs 1 (3): 12.0 Polarity: Positive
Scan Mode: Profile
In Sore Gas 2 (2) : 0.0 Ion Source: Turbo Spray
. Resolution Ql: Unit
Interface Hegter (ihe) : 2l Intensity Thres.: 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Rotertial : 70.0 MCA: Yes
. (D?) Center/Width: No
Fntrance Rotential EP) @ 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Pargm Start Stop
0l Resoluticn: Uhit 100.00 500.00 0.50 CEP 7.84  19.33
Parameter Table(Period 1 Experiment 1):
Ion Fegy 1 (IEL): 1.0 CUR: 10.00
TEM: 0.00
Gsl: 12.00
. _ Gs2: 0.00
Deflector (CF) : 200.0 e o
M @) : 2500.0 1S: 5500.00
DP 70.00
EP 10.00
| W TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 1.0e7 cps. || +Q1: 356 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 1.9e8 cps.
1.00e7 2% 0.13 1.9¢8 3375
1.8e8+
9.00e6 - 0.27
1. B
8.00e6 - 0.42 0.58 134 6e8
2 0.84 1.02 ' & 1.4e81
o 7.00e6 o
- 1.90 - i
2 6.00e6 (140 1125198 530 539 277 -
1] [%2]
< 5.00e6 - - 1.0e8-
2 2
£ 4.00e6+ < 8.0e7+
3.00e6 - 6.0e7+
2.00e6 - 4.0e7
1.00e6 - 2.0e7+
N 205.6323.5) >0 3754
0.00 ; ; ; ; ; 0.0M ‘ ; b b ‘ ‘
0.5 1.0 1.5 2.0 2.5 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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Sate Parareter Editor Mass Spectrometer Method Properties

Intensity, cps

I . Period 1:
Scans in Period: 356
In Saaree THTP@:HU}]:E Reached Relative Start Time: 0.00 msec
Qurtain Gas (QR): 10.0 Experiments in Period: 1
Idm \blt@ (SK 5500.0 Period 1 Experiment  1:
Taperanre (IEY) : 0.0 Scan Type: 01 Ms (Q1)
T Souree Gas l ((H_) B 12.0 Polarity: Positive
Scan Mode: Profile
In Souree Gas 2 (@) : 0.0 Ion Source: Turbo Spray
. Resolution Ql: Unit
Interface Heater (ite) @ (09} Intensity Thres.: 0.00 cps
Settling Time: 0.0000 msec
MR Pause: 5.0070 msec
Declustering Potertial (CP): 70.0 MCA: Yes
} Center/Width: No
Fntrance Potential EP) @ 10.0 Step Size: 0.10 Da
Start (Da) Stop (Da) Time (sec) Pargm Start Stop
Ol Resolurion: Thit 100.00 500.00 0.50 CEP 7.84  19.33
Parameter Table(Period 1 Experiment 1):
In Hergy 1 (TE) : 1.0 CUR: 10.00
TEM: 0.00
GSl: 12.00
Deflector () -200.0 2 9-00
* ° ihe: ON
aGM @M : 2500.0 Is: 5500.00
DP 70.00
EP 10.00
TIC of +Q1: from Sample 1 (TuneSamplelD) of MT201904... Max. 3.3e7 cps. || +Q1: 356 MCA scans from Sample 1 (TuneSamplelD) of ... Max. 5.4e8 cps.
3.3e7 249 5.4e8 3515
3.0e7+ 1.16 245 2.82 5.0e8 1
4.5e8 -
1.07< 1'711.79 2.30
2.5e7 ] 9 4008
0.88 125 1.76 % ’
. 0.75. L3 2.14 . 3.5e8
-0e7 1.47 - >
0.57 " 3.0e87
0.37 2
1.5e74{ 0.31. o 2.5e87
c
— 2.0e8-
1.0e7 15e8 1
1.0e84
5.0e6+
5.0e7 373.5
389.3
295.4 P
o.o» ‘ ‘ ‘ ‘ ‘ 0.0k ‘ ‘ - b — L1 ; ‘ ‘
0.5 1.0 1.5 2.0 25 100 150 200 250 300 350 400 450 500
Time, min m/z, Da
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