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1. Analytical data of ACDs

1.1 mp, *H NMR and HRMS of ACDs

a0: mp: 234 < (decomp.); *H NMR (500 MHz, D,0) 6 4.99 (s, 7 H, H-1
of CD), 3.90-3.76 (m, 28 H, H-3, 5, 6 of CD), 3.58-3.47 (m, 14 H, H-2,4
of CD), 3.09-3.05 (m, 2H); HRMS (ESI) m/z: calcd for C4H7:NO34
[M+H]": 1134.3936, found [M+H]": 1134.3954.

al: mp: 257 < (decomp.); *H NMR (500 MHz, D,0) 6 4.92 (s, 7 H, H-1
of CD), 3.83-3.69 (m, 28 H, H-3, 5, 6 of CD), 3.51-3.41 (m, 14 H, H-2,4
of CD), 2.93-2.78 (m, 4H, en); HRMS (ESI) m/z: calcd for C4H76N,O34
[M+H]": 1177.4358, found [M+H]": 1177.4370.

a2: mp: 272 < (decomp.); *H NMR (500 MHz, D,0) 6 4.98 (s, 7 H, H-1
of CD), 3.89-3.76 (m, 28 H, H-3, 5, 6 of CD), 3.58-3.47 (m, 14 H, H-2,4
of CD), 2.78-2.65 (m, 8H, en); HRMS (ESI) m/z: calcd for C4sHg1N3O34
[M+H]": 1220.4780, found [M+H]": 1220.4792.

a3: mp: 283 < (decomp.); *H NMR (500 MHz, D,0) 6 4.96 (s, 7 H, H-1
of CD), 3.86-3.73 (m, 28 H, H-3, 5, 6 of CD), 3.56-3.46 (m, 14 H, H-2,4
of CD), 2.78-2.59 (m, 12 H, en); HRMS (ESI) m/z: calcd for C4gHggN4O34
[M+H]": 1263.5202, found [M+H]": 1263.5194.

ad: mp: 295 T (decomp.); "H NMR (500 MHz, D,0 ) 6 4.96 (s, 7 H, H-1
of CD), 3.84-3.72 (m, 28 H, H-3, 5, 6 of CD), 3.54-3.45 (m, 14 H, H-2,4
of CD), 2.77-2.53 (m, 16 H, en); HRMS (ESI) m/z: calcd for CsoHg;N5O34

[M+H]": 1306.5624, found [M+H]": 1306.5601.
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a5: mp: >300 <C; *H NMR (500 MHz, D,0 ) 6 4.98 (s, 7 H, H-1 of CD),
3.85-3.72 (m, 28 H, H-3, 5, 6 of CD), 3.57-3.48 (m, 14 H, H-2,4 of CD),
2.78-2.56 (m, 20 H, en); HRMS (ESI) m/z: calcd for Cs;HggNgO24
[M+H]": 1349.6046, found [M+H]*: 1349.60609.

1.2 Water solubility test of ACDs

Water solubilities of a0-a5 were determined by the method of preparing
the saturated solution. Excess amounts of a0-a5 was placed in 2 mL of
water (ca. pH 7.0) respectively, sheltered from light and the mixture was
stirred vigorously for 1 h at 2542 <C. The solution is then filtered on a
0.45 um cellulose acetate membrane. The filtrate was evaporated under
reduced pressure to dryness and the water solubilities of a0-a5 were
calculated.

1.3 Fourier Transform Infrared Spectroscopy (FT-IR)

The FT-IR spectra of a0-a5 were collected between 4000 and 400 cm™*

by the KBr method.
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IR spectra of (A) a0; (B) al; (C) a2; (D) a3; (E) a4; (F) a5
1.4 X-ray Diffractometry
A D/Max-3B diffractometer (Cu-Ka (k=1.5460 A)) was used for XRD.

Experimental conditions: Voltage: 40 kV; scanning rate: 5min; scanning

with a step size of 20=0.02° between 26=5° and 70°.
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2. Proton NMR and HRMS copies of ACDs
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3. ROESY spectra of ACDs (500 MHz, 298 K in D,0, 25 mg/mL)
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4. Analytical data of 2-amino-4H-chromenes (4a-4ff)

4a.

HO

mp: 232-233 <T; IR (KBr) (vmax cm™): 3495 (OH), 3338 (NH,), 2183
(CN), 1652 (C=C vinyl nitrile), 1621, 1589, 1505 (C=C, aromatic); ‘H
NMR (500 MHz, DMSO-dg) & 9.71 (s, 1H, OH), 7.29 (d, J = 7.5 Hz, 2H,
Ar-H), 7.20 (t, J = 7.3 Hz, 1H, Ar-H), 7.16 (d, J = 7.3 Hz, 2H, Ar-H), 6.87
(s, 2H, NH,), 6.80 (d, J = 8.5 Hz, 1H, Ar-H), 6.48 (dd, J = 8.4, 2.3 Hz, 1H,
Ar-H), 6.40 (d, J = 2.3 Hz, 1H, Ar-H), 4.61 (s, 1H); HRMS (ESI) m/z:
calcd for C1H1,N,0, [M+H]™: 287.0796, found [M+H]": 287.0795.

4b.

HO
mp: 162-164 <T; IR (KBr) (vmax cM™): 3481 (OH), 3333 (NH,), 2920
(CHsy), 2201 (CN), 1649 (C=C vinyl nitrile), 1589, 1507 (C=C, aromatic),
1400(CHz); *H NMR (500 MHz, DMSO-dg) & 9.66 (s, 1H, OH), 7.10 (d,
J=7.8Hz, 2H, Ar-H), 7.04 (d, J = 7.9 Hz, 2H, Ar-H), 6.81 (s, 2H, NH,),
6.77 (d, J = 8.4 Hz, 1H, Ar-H), 6.46 (dd, J = 8.5, 2.2 Hz, 1H, Ar-H), 6.39

(d, J = 2.1 Hz, 1H, Ar-H), 4.56 (s, 1H), 2.25 (s, 3H, CHs); HRMS (ESI)
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m/z: calcd for C17H14N,O, [M+H]": 301.0953, found [M+H]": 301.0947.

4c.

mp: 215-216 <T: IR (KBr) (vmax cM™): 3445 (OH), 3343 (NH,), 2197
(CN), 1650 (C=C vinyl nitrile), 1620, 1585, 1509 (C=C, aromatic); ‘H
NMR (500 MHz, DMSO-dg) 5 9.69 (s, 1H, OH), 9.33 (s, 1H, OH), 7.07
(s, 1H, Ar-H), 6.85 (s, 2H, NH,), 6.80 (s, 1H, Ar-H), 6.59 (d, J = 12.4 Hz,
2H, Ar-H), 6.50 (d, J = 15.6 Hz, 2H, Ar-H), 6.39 (s, 1H, Ar-H), 4.49 (s,
1H); HRMS (ESI) m/z: calcd for CyH1,N,05 [M+H]": 303.0746, found
[M+H]": 303.0725.

4d.

HO
mp: 111-113 <T; IR (KBr) (vmax cm™): 3417 (OH), 3337 (NH,), 2191
(CN), 1648 (C=C vinyl nitrile), 1507, 1460, 1405 (C=C, aromatic); ‘H
NMR (500 MHz, DMSO-dg) 6 9.66 (s, 1H, OH), 7.05 (d, J = 8.6 Hz, 2H,
Ar-H), 6.84 (d, J = 8.6 Hz, 2H, Ar-H), 6.80 (s, 2H, NH,), 6.75 (d, J = 8.5
Hz, 1H, Ar-H), 6.45 (dd, J = 8.4, 2.4 Hz, 1H, Ar-H), 6.37 (d, J = 2.3 Hz,

1H, Ar-H), 4.54 (s, 1H), 3.69 (s, 3H, OCHy): HRMS (ESI) m/z: calcd for
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C17H14N,05 [M+H]": 295.1083, found [M+H]": 295.1076.

4e.

mp: T; IR (KBr) (vmax cM™): 3434 (OH), 3344 (NH,), 2192 (CN), 1647
(C=C vinyl nitrile), 1590, 1509, 1459 (C=C, aromatic); ‘"H NMR (500
MHz, DMSO-ds) & 9.66 (s, 1H, OH), 6.86 (d, J = 8.3 Hz, 1H, Ar-H), 6.81
(m, 1H, Ar-H, 2H, NH,), 6.76 (d, J = 1.9 Hz, 1H, Ar-H), 6.64 (dd, J = 8.2,
1.9 Hz, 1H, Ar-H), 6.46 (dd, J = 8.4, 2.4 Hz, 1H, Ar-H), 6.37 (d, J = 2.3
Hz, 1H, Ar-H), 4.54 (s, 1H), 3.69 (d, J = 3.6 Hz, 6H, 2xOCHs): HRMS
(ESI) m/z: caled for CigHigN,O, [M+H]": 325.1188, found [M+H]":
325.1180.

4f,

HO
mp: 165-166 <T; IR (KBr) (Vmax CM™): 3462 (OH), 3341 (NH,), 2192
(CN), 1641 (C=C vinyl nitrile), 1615, 1589, 1506 (C=C, aromatic); 'H
NMR (400 MHz, DMSO-dg) § 9.76 (s, 1H, OH), 7.37 (d, J = 8.4 Hz, 2H,
Ar-H), 7.19 (d, J = 8.4 Hz, 2H, Ar-H), 6.95 (s, 2H, NH,), 6.79 (d, J = 8.5
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Hz, 1H, Ar-H), 6.49 (dd, J =8.4,2.4 Hz, 1H, Ar-H), 6.41 (d, J = 2.3 Hz,
1H, Ar-H), 4.67 (s, 1H); HRMS (ESI) m/z: calcd for C.;sH1;CIN,O,
[M+H]": 321.0407, found [M+H]": 321.0400.

4q.

HO
mp: 185-187 <T; IR (KBr) (vma cm™): 3430 (OH), 3343 (NH,), 2187
(CN), 1646 (C=C vinyl nitrile), 1618, 1585, 1505 (C=C, aromatic); ‘H
NMR (400 MHz, DMSO-dg) 6 9.75 (s, 1H, OH), 7.20 (dd, J = 8.6, 5.7 Hz,
2H, Ar-H), 7.13 (t, J = 8.8 Hz, 2H, Ar-H), 6.92 (s, 2H, NH,), 6.79 (d, J =
8.5 Hz, 1H, Ar-H), 6.49 (dd, J = 8.4, 2.3 Hz, 1H, Ar-H), 6.40 (d, J = 2.3
Hz, 1H, Ar-H), 4.66 (s, 1H); HRMS (ESI) m/z: calcd for CsH.1FN,O,
[M+H]": 305.0702, found [M+H]": 305.0701.

4h.

HO
mp: 245 <T; IR (KBr) (Vimax cM™): 3477 (OH), 3342 (NH,), 2192 (CN),
1641 (C=C vinyl nitrile), 1617, 1588, 1506 (C=C, aromatic); 'H NMR

(400 MHz, DMSO-ds) 5 9.81 (s, 1H, OH), 7.59 (d, J = 8.3 Hz, 1H, Ar-H),
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7.45 (d, J=1.9 Hz, 1H, Ar-H), 7.16 (dd, J = 8.3, 2.0 Hz, 1H, Ar-H), 7.03
(s, 2H, NH,), 6.82 (d, J = 8.5 Hz, 1H, Ar-H), 6.51 (dd, J = 8.4, 2.3 Hz, 1H,
Ar-H), 6.42 (d, J = 2.3 Hz, 1H, Ar-H), 4.74 (s, 1H); HRMS (ESI) m/z:
calcd for Cy6H10ClLN,O, [M+H]™: 321.0407, found [M+H]": 321.0400.

4i.

HO
mp: 190-193 <T; IR (KBr) (vma cm™): 3411 (OH), 3335 (NH,), 2191
(CN), 1655 (C=C vinyl nitrile), 1623, 1587, 1529 (C=C, aromatic), 1153
(NO,); *H NMR (500 MHz, DMSO-dg) & 9.81 (s, 1H, OH), 8.11 (m, 1H,
Ar-H), 8.03 (m, 1H, Ar-H), 7.66 (m, 2H, Ar-H), 7.05 (s, 2H, NH,), 6.85
(d, J= 8.5 Hz, 1H, Ar-H), 6.52 (dd, J = 8.4, 2.4 Hz, 1H, Ar-H), 6.45 (d, J
= 2.4 Hz, 1H, Ar-H), 4.92 (s, 1H); HRMS (ESI) m/z: calcd for
C16H11N3O,4 [M+H]": 310.0828, found [M+H]": 310.0821.

4j.

HO
mp: 210-212 T; IR (KBr) (vmx cM): 3472 (OH), 3341 (NH,), 2195
(CN), 1643 (C=C vinyl nitrile), 1617, 1587, 1518 (C=C, aromatic), 1156

(NO,); *H NMR (500 MHz, DMSO-ds) & 9.80 (s, 1H, OH), 8.20 (m, 2H,
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Ar-H), 7.45 (d, J = 8.6 Hz, 2H, Ar-H), 7.04 (s, 2H, NH,), 6.81 (d, J = 8.5
Hz, 1H, Ar-H), 6.51 (dd, J = 8.4, 2.3 Hz, 1H, Ar-H), 6.44 (d, J = 2.3 Hz,
1H, Ar-H), 4.87 (s, 1H); HRMS (ESI) m/z: calcd for C16H11N3O4 [M+H]":
332.0647, found [M+H]": 332.0647.

4k.

HO

mp: 258-261°C;; IR (KBr) (vmax cm™): 3480 (OH), 3343 (NH,), 2191 (CN),
1642 (C=C vinyl nitrile), 1614, 1586, 1505 (C=C, aromatic); 'H NMR
(500 MHz, DMSO-dg) & 9.73 (s, 1H, OH), 7.90 (d, J = 7.7 Hz, 1H, Ar-H),
7.86 (M, 2H, Ar-H), 7.76 (s, 1H, Ar-H), 7.50 (m, 2H, Ar-H), 7.25 (d, J =
8.5 Hz, 1H, Ar-H), 6.93 (s, 2H, NH,), 6.82 (d, J = 8.4 Hz, 1H, Ar-H), 6.46
(m, 2H, Ar-H), 4.81 (s, 1H); HRMS (ESI) m/z: calcd for CyH4N,0,
[M+H]": 315.1134, found [M+H]": 315.1121.

4.

mp: 298 <T; IR (KBr) (vmax cM™): 3386 (OH), 3334 (NH,), 2192 (CN),
1657 (C=C vinyl nitrile), 1623 1598, 1584 (C=C, aromatic); 'H NMR

(400 MHz, DMSO-ds) 5 9.80 (s, 1H, OH), 8.45 (d, J = 2.0 Hz, 2H, Ar-H),
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7,51 (dt, J = 7.9, 1.9 Hz, 1H, Ar-H), 7.34 (dd, J = 7.8, 4.7 Hz, 1H, Ar-H),
7.01 (s, 2H, NH,), 6.80 (s, 1H, Ar-H), 6.50 (dd, J = 8.4, 2.4 Hz, 1H,
Ar-H), 6.42 (d, J = 2.4 Hz, 1H, Ar-H), 4.73 (s, 1H); HRMS (ESI) m/z:

calcd for Ci5H11N3O, [M+H]+: 288.0749, found [M+H]+: 288.0742.

mp: 208-210 <T; IR (KBr) (vmsx cm™): 3476 (OH), 3333 (NH,), 2194
(CN), 1655 (C=C vinyl nitrile), 1623, 1590, 1508(C=C, aromatic); ‘H
NMR (500 MHz, DMSO-dg) & 9.75 (s, 1H, OH), 7.51 (s, 1H, Ar-H), 6.96
(s, 1H, Ar-H), 6.94(s, 2H, NH,), 6.53 (d, J = 8.5 Hz, 1H, Ar-H), 6.39 (s,
1H, Ar-H), 6.34 (s, 1H, Ar-H), 6.13 (d, J = 2.7 Hz, 1H, Ar-H), 4.76 (s,
1H); HRMS (ESI) m/z: calcd for Cy4H1oN,O5 [M+H]": 277.0589, found
[M+H]": 277.0580.

4n.,

HO

mp: 230-232 <T: IR (KBr) (vmax CM™): 3447 (OH), 3338 (NH,), 2188

(CN), 1648 (C=C vinyl nitrile), 1582, 1507(C=C, aromatic) ; '"H NMR
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(500 MHz, DMSO-dg) & 9.67 (s, 2H, OH), 7.21 (d, J = 5.8 Hz, 1H, Ar-H),
7.13 (d, J = 15.5 Hz, 1H, Ar-H), 6.95 (d, J = 7.7 Hz, 1H, Ar-H), 6.88 (d, J
= 7.7 Hz, 1H, Ar-H), 6.84 (d, J = 9.6 Hz, 4H, NH,), 6.80 (d, J = 8.5 Hz,
1H, Ar-H), 6.74 (d, J = 8.5 Hz, 1H, Ar-H), 6.44 (td, J = 8.0, 2.2 Hz, 2H,
Ar-H), 6.37 (dd, J = 4.9, 2.3 Hz, 2H, Ar-H), 459 (d, J = 4.9 Hz, 2H);
HRMS (ESI) m/z: calcd for CyHisN4O, [M+H]": 451.1406, found
[M+H]": 451.1404.

40.

HO
mp: 215-217 <T; IR (KBr) (vmax cm™): 3442 (OH), 3338 (NH,), 2190
(CN), 1649 (C=C vinyl nitrile), 1588, 1507(C=C, aromatic); ‘H NMR
(500 MHz, DMSO-dg) 3 9.68 (s, 2H, OH), 7.08 (s, 4H, NH,), 6.83 (d, J =
5.4 Hz, 4H, Ar-H), 6.81 (t, J = 4.3 Hz, 2H, Ar-H), 6.48 (d, J = 2.2 Hz, 1H,
Ar-H), 6.47 (d, J = 2.2 Hz, 1H, Ar-H), 6.39 (d, J = 2.3 Hz, 2H, Ar-H),
4.57 (s, 2H); HRMS (ESI) m/z: calcd for CysH1sN,O, [M+H]": 451.1406,

found [M+H]": 451.1399.

4p.
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mp: 214-216 <T; IR (KBr) (vmax cm™): 3412 (OH), 3330 (NH,), 1661
(C=0), 1511, 1458 (C=C, aromatic); '"H NMR (500 MHz, DMSO-ds) &
9.66 (s, 1H, OH), 7.63 (s, 2H, NH,), 7.39 (d, J = 0.7 Hz, 1H, Ar-H), 7.11
(d, J=8.4 Hz, 1H, Ar-H), 6.54 (dd, J = 8.3, 2.3 Hz, 1H, Ar-H), 6.43 (d, J
= 2.3 Hz, 1H, Ar-H), 6.26 (dd, J = 3.0, 1.9 Hz, 1H, Ar-H), 5.93 (d, J=3.1
Hz, 1H, Ar-H), 4.91 (s, 1H), 4.03 (m, 2H, CH,), 1.12 (t, J = 7.1 Hz, 3H,
CH,); *C NMR (126 MHz, DMSO-ds) & 168.57, 161.89, 159.29, 157.48,
149.94, 141.60, 130.00, 114.25, 112.30, 110.53, 104.08, 102.53, 73.81,
58.92, 33.06, 14.76; HRMS (ESI) m/z: calcd for CigHisNOs [M+H]™

302.1028, found [M+H]": 302.1025.

mp: 206-208 T; IR (KBr) (Vmx cM): 3410 (OH), 3299 (NH,), 2979
(CHs, CH,), 1656 (C=0), 1503, 1459 (C=C, aromatic); ‘*H NMR (500
MHz, DMSO-ds) & 9.68 (s, 1H, OH), 7.62 (s, 2H, NH,), 7.20 (dd, J = 5.1,
1.1 Hz, 1H, Ar-H), 7.15 (d, J = 8.4 Hz, 1H, Ar-H), 6.84 (dd, J = 5.0, 3.6
Hz, 1H, Ar-H), 6.73 (d, J = 3.3 Hz, 1H, Ar-H), 6.55 (dd, J = 8.4, 2.4 Hz,
1H, Ar-H), 6.44 (d, J = 2.2 Hz, 1H, Ar-H), 5.13 (s, 1H), 4.04 (m, 2H,
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CH,), 1.14 (t, J = 7.1 Hz, 3H, CH3); *C NMR (126 MHz, DMSO-ds) &
168.48, 161.59, 157.43, 153.85, 149.66, 130.07, 126.93, 123.82, 122.94,
116.67, 112.49, 102.48, 77.34, 59.02, 34.34, 14.75; HRMS (ESI) m/z:

calcd for CygH15NO,S [M+H]": 318.0800, found [M+H]": 318.0797.

Kf/ICN
|
N 0~ “NH,

I
mp: 192-194 <T; IR (KBr) (vmax cm™): 3440, 3319 (NH,), 2966, 2868

(CHs, CH,), 2172 (CN), 1645 (vinyl nitrile), 1595, 1557, 1522 (C=C,
aromatic); *H NMR (500 MHz, DMSO-ds) & 6.98 (d, J = 8.5 Hz, 1H,
Ar-H), 6.72 (s, 2H, NH,), 6.52 (dd, J = 8.5, 2.5 Hz, 1H, Ar-H), 6.22 (d, J
= 2.5 Hz, 1H, Ar-H), 3.24 (d, J = 3.4 Hz, 1H), 2.88 (s, 6H, 2 X CH3), 1.79
(m, 1H), 0.82 (d, J = 6.8 Hz, 3H, CH5), 0.72 (d, J = 6.8 Hz, 3H, CH5); *°C
NMR (126 MHz, DMSO-ds) 6 162.86, 151.10, 150.43, 129.13, 122.26,
110.87, 109.16, 98.96, 52.79, 40.93, 36.86, 19.19, 18.15; HRMS (ESI)
m/z: calcd for Ci5H,oN3O [M+H]™: 258.1606, found [M+H]": 258.1603.

4s,

CN

|
\ITI 0~ “NH,

mp: 148-150 <T; IR (KBr) (v cMY): 3486, 3307, 3175 (NH,), 2922,

2851 (CHs, CH,), 2176 (CN), 1638 (vinyl nitrile), 1595, 1560, 1520
S26



(C=C, aromatic); *H NMR (500 MHz, DMSO-dg) 6 6.96 (d, J = 8.5 Hz,
1H, Ar-H), 6.71 (s, 2H, NH2), 6.52 (dd, J = 8.5, 2.4 Hz, 1H, Ar-H), 6.21
(d, J = 2.4 Hz, 1H, Ar-H), 3.20 (d, J = 3.3 Hz, 1H), 2.88 (s, 6H, 2xCH3),
1.62 (dt, J = 25.2, 13.8 Hz, 4H), 1.39 (m, 2H), 1.11 (dd, J = 25.8, 12.9
Hz, 2H), 0.95 (m, 3H); *C NMR (126 MHz, DMSO-dg) ¢ 162.84, 151.19,
150.38, 129.13, 122.27, 111.06, 109.11, 98.96, 53.33, 47.26, 29.33, 28.56,
26.41, 26.20, 14.21; HRMS (ESI) m/z: calcd for CigH,3N3;O [M+H]™
298.1919, found [M+H]": 298.1915.

4t.

mp: 238-240 <T; IR (KBr) (vmax cm™): 3428 (OH, NH,, NH), 2196 (CN),
1715 (C=0), 1620 (C=C, aromatic); 'H NMR (500 MHz, DMSO-dg) &
10.49 (s, 1H, NH), 9.87 (s, 1H, OH), 7.26 (td, J = 7.6, 1.3 Hz, 1H, Ar-H),
7.16 (s, 2H, NH,), 7.02 (m, 2H, Ar-H), 6.93 (d, J = 7.7 Hz, 1H, Ar-H),
6.47 (dd, J = 6.7, 2.2 Hz, 2H, Ar-H), 6.31 (m, 1H, Ar-H); *C NMR (126
MHz, DMSO-dg) 0 179.49, 161.76, 158.25, 149.77, 142.30, 135.04,
129.25, 127.86, 125.10, 122.94, 119.02, 113.16, 111.32, 110.17, 102.91,
54.62, 50.31; HRMS (ESI) m/z: calcd for C;;H1;N3O5 [M+H]": 328.0698,
found [M+H]": 328.0701.

4u.
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mp: >300 <T; IR (KBr) (Vi cM™): 3467, 3319 (NH,, NH), 2203 (CN),
1716 (C=0), 1655, 1628 (C=C, aromatic); 'H NMR (500 MHz,
DMSO-dg) & 10.44 (s, 1H, NH), 7.24 (ddd, J = 7.8, 6.9, 2.2 Hz, 1H,
Ar-H), 7.09 (s, 2H, NH,), 6.99 (dd, J = 9.8, 3.8 Hz, 2H, Ar-H), 6.92 (d, J
= 7.7 Hz, 1H, Ar-H), 6.41 (dd, J = 8.8, 2.5 Hz, 1H, Ar-H), 6.28 (d, J = 4.6
Hz, 1H, Ar-H), 6.27 (d, J = 1.4 Hz, 1H, Ar-H), 2.86 (s, 6H, 2 X CH3); **C
NMR (126 MHz, DMSO-dg) J 179.68, 161.95, 151.17, 149.87, 142.32,
135.26, 129.13, 127.25, 125.04, 122.84, 119.19, 110.10, 109.97, 107.86,
99.05, 54.90, 50.23; HRMS (ESI) m/z: calcd for CigHigN4sO, [M+H]™:
355.1171, found [M+H]": 355.1168.

4y,

mp: 269-271 <T; IR (KBr) (vimax cM™%): 3315, 3140 (NH, NH), 2959, 2926,
2885 (CHs, CH,), 2192 (CN), 1722 (C=0), 1682 (C=C vinyl nitrile),
1655, 1604(C=C, aromatic); *H NMR (500 MHz, DMSO-dg) & 10.37 (s,
1H, NH), 7.20 (s, 2H, NH,), 7.12 (t, J = 7.4 Hz, 1H, Ar-H), 6.96 (d, J =
7.2 Hz, 1H, Ar-H), 6.88 (t, J = 7.4 Hz, 1H, Ar-H), 6.77 (d, J = 7.7 Hz, 1H,

Ar-H), 2.54 (dd, J = 5.6 Hz, 2H), 2.12 (dd, J = 37.8, 16.0 Hz, 2H), 1.02 (s,
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3H, CHs), 0.99 (s, 3H, CHs); HRMS (ESI) m/z: calcd for CigH17N3O3
[M+H]": 336.1348, found [M+H]": 336.1343.

4w,

mp: 278-279 <T; IR (KBr) (Vmax cM™): 3455, 3335 (NH,, NH), 2199 (CN),
1713 (C=0), 1617 (C=C vinyl nitrile); *"H NMR (500 MHz, DMSO-ds) &
10.58 (s, 1H, NH), 7.44 (s, 2H, NH,), 7.20 (t, J = 7.7 Hz, 1H, Ar-H), 7.11
(d, J = 7.3 Hz, 1H, Ar-H), 6.94 (t, J = 7.5 Hz, 1H, Ar-H), 6.83 (d, J = 7.7
Hz, 1H, Ar-H), 6.36 (s, 1H, =CH), 2.25 (s, 3H, CH3); HRMS (ESI) m/z:
calcd for C17H131N30,4 [M+H]": 322.0828, found [M+H]": 322.0828.

4x.

mp: 258-260 <T; IR (KBI) (Vmax cmM™): 3373, 3190 (NH,, NH), 2980 (CH,
CH,), 2198 (CN), 1729 (C=0), 1605 (C=C, aromatic); '"H NMR (500
MHz, DMSO-d¢) 6 10.40 (s, 1H, NH), 7.19 (dd, J = 8.1, 7.2 Hz, 1H,
Ar-H), 7.14 (s, 2H, NH,), 7.06 (d, J = 7.2 Hz, 1H, Ar-H), 6.94 (t, J=7.5
Hz, 1H, Ar-H), 6.80 (d, J = 7.7 Hz, 1H, Ar-H), 3.77 (m, 2H, CH,), 2.32 (s,
3H, CH3), 0.79 (t, J = 7.1 Hz, 3H, CH3); HRMS (ESI) m/z: calcd for
C17H15N304 [M+H]": 348.0960, found [M+H]": 348.0957.
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mp: 290-292 <T: IR (KBr) (vmax cm™): 3421 (OH, NH,, NH), 2959 (CHs,
CH,), 1699 (C=0), 1621 (C=C, aromatic); ‘H NMR (500 MHz,
DMSO-dg) 6 10.31 (s, 1H, NH), 9.78 (s, 1H, OH), 7.85 (s, 2H, NH,), 7.13
(m, 1H, Ar-H), 6.84 (dd, J = 14.4, 6.8 Hz, 3H, Ar-H), 6.43 (s, 3H, Ar-H),
3.71 (m, 2H, CH,), 0.73 (t, J = 7.1 Hz, 3H, CHs); *C NMR (126 MHz,
DMSO-dg) & 181.46, 168.20, 161.49, 157.81, 148.61, 142.40, 140.01,
127.94, 127.67, 123.09, 122.01, 113.07, 112.75, 109.38, 102.36, 73.84,
58.91, 49.84, 13.54; HRMS (ESI) m/z: calcd for CigHigN,Os [M+H]™:
353.1137, found [M+H]": 353.1136.

47.

mp: 276-278 T; IR (KBr) (vmax cM™): 3397, 3298, 3082 (NH,, NH),
1717 (C=0), 1671, 1631, 1612 (C=C, aromatic); ‘H NMR (500 MHz,
DMSO-ds) 8 10.29 (s, 1H, NH), 7.82 (s, 2H, NH,), 7.12 (td, J = 7.5, 1.6
Hz, 1H, Ar-H), 6.82 (m, 3H, Ar-H), 6.41 (t, J = 6.0 Hz, 2H, Ar-H), 6.25
(d, J = 1.8 Hz, 1H, Ar-H), 3.71 (m, 2H, CH,), 2.86 (s, 6H, 2X CH,), 0.73

(t, J = 7.1 Hz, 3H, CHy); *C NMR (126 MHz, DMSO-d¢) & 181.61,
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168.28, 161,73, 150.80, 148.69, 142,40, 140.15, 127.54, 127.41, 123.03,
121.94, 110.02, 109.45, 109.29, 98.62, 73.96, 58.87, 49.71, 13.55; HRMS
(ESI) m/z: calcd for CyH»N3O, [M+H]": 380.1610, found [M+H]":
380.1608.

4aa.

mp: >300 <T; IR (KBr) (vmax cm™): 3357, 3276, 3167 (NH,, NH), 2961,
2927 (CHs, CH,), 2197 (CN), 1732 (C=0), 1682 (C=C vinyl nitrile),
1656, 1602(C=C, aromatic); ‘H NMR (500 MHz, DMSO-ds) & 10.92 (s,
1H, NH), 7.32 (s, 2H, NH,), 7.08 (m, 1H, Ar-H), 6.93 (td, J = 7.9, 4.6 Hz,
1H, Ar-H), 6.87 (d, J = 7.2 Hz, 1H, Ar-H), 2.58 (d, J = 4.8 Hz, 2H, CH,),
2.16 (d, J = 19.4 Hz, 2H, CH,), 1.04 (s, 3H, CHy), 1.01 (s, 3H, CHj);
HRMS (ESI) m/z: calcd for CigHi6FN3O5; [M+H]": 376.1073, found
[M+H": 376.1063.

4bb.

mp: >300 <T; IR (KBr) (vmax cM™): 3461, 3262 (NH, NH), 2199 (CN),
1715 (C=0): *H NMR (500 MHz, DMSO-ds) & 11.12 (s, 1H, NH), 7.53 (s,
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2H, NH,), 7.14 (m, 1H, Ar-H), 7.01 (d, J = 7.0 Hz, 1H, Ar-H), 6.96 (m,
1H, Ar-H), 6.38 (s, 1H, =CH), 2.26 (s, 3H, CH3); HRMS (ESI) m/z: calcd
for C17H10FN3O, [M+H]": 340.0734, found [M+H]": 340.0731.

4cc.

mp: 260-261 <T; IR (KBr) (Vimax cM™): 3360, 3170 (NH,, NH), 2954 (CH3,
CH,), 2194 (CN), 1665 (C=0), 1610 (C=C, aromatic); ‘H NMR (500
MHz, DMSO-d) 5 8.26 (d, J = 8.1 Hz, 1H, Ar-H), 7.93 (dd, J = 7.6, 3.9
Hz, 1H, Ar-H), 7.83 (m, 1H, Ar-H), 7.65 (dd, J = 8.1, 7.2 Hz, 1H, Ar-H),
7.39 (d, J = 6.9 Hz, 1H, Ar-H), 7.31 (s, 2H, NH,), 2.63 (dd, 1H), 2.08 (d,
J=7.9 Hz, 1H), 1.04 (s, 3H, CHj), 1.02 (s, 3H, CH3); HRMS (ESI) m/z:
calcd for Cy3H15N,05 [M+H]™: 371.1396, found [M+H]": 371.1393.

4dd.

mp: >300 <T; IR (KBr) (vimax cM™): 3466, 3339 (NH, NH), 2183 (CN),
1708 (C=0), 1630 (C=C, aromatic); *H NMR (500 MHz, DMSO-ds) &
8.33 (d, J = 8.1 Hz, 1H, Ar-H), 8.00 (dd, J = 7.6, 3.5 Hz, 2H, Ar-H), 7.87
(s, 1H, Ar-H), 7.70 (s, 1H, Ar-H), 7.54 (s, 1H, Ar-H), 7.53 (s, 2H, NH,),
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6.43 (s, 1H, =CH), 2.25 (s, 3H, CHs); HRMS (ESI) m/z: calcd for
C1H12N,04 [M+H]": 357.0875, found [M+H]": 357.0875.

4ee.

mp: 289-291 T; IR (KBr) (vmax cM™): 3375, 3194 (NH,, NH), 2957 (CHs,
CH,), 2189 (CN), 1656 (C=0), 1593 (C=C, aromatic); ‘H NMR (500
MHz, DMSO-d) 6 8.04 (dd, J = 5.8, 3.0 Hz, 2H, Ar-H), 8.00 (dd, J =5.8,
3.0 Hz, 2H, Ar-H), 7.64 (s, 2H, NH,), 2.62 (s, 1H), 2.20 (s, 1H), 1.04 (s,
3H); HRMS (ESI) m/z: calcd for CyH16N,O, [M+Na]™: 371.1008, found
[M+Na]": 371.0997.

4ff.

mp: 290-292 <T; IR (KBT) (Vmax cmM™): 3351, 3164 (NH, NH), 2190 (CN),
1705 (C=0), 1630 (C=C, aromatic); '"H NMR (500 MHz, DMSO-d¢) 5
8.09 (m, 4H, Ar-H), 7.88 (s, 2H, NH,), 6.47 (s, 1H, =CH), 2.29 (s, 3H,
CHs); HRMS (ESI) m/z: calcd for C1gH1oN,Os [M+H]": 335.0668, found

[M+H]": 335.0668.
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5. IR and NMR copies of 2-amino-4H-chromenes (4a-4ff)
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Sample Name  RYF-1033 Position pice Instrument Name  Instrument 1 User Name. Q-TOF-HP\Q-TOF

Inj Vol 3 InjPosition SampleType sample IRM Calibration Status Success

Data Filename  YRF-1033.036.d ACQ Method  lihz.m Comment Acquired Time 10/14/2014 2:23:40 PM
10 4 [©16 H12 N2 O2: +ESI Scan (0.705-1.500 min, 49 Scans) Frag=200.0V YRF-1033.036.d

475.3255 588.4096 701.4939
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Sample Name  RYF-1202 Position piR Instrument Name  Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 5 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-1202 03.d ACQMethod  lhzm Comment cyang sampleneg  Acquired Time 12/15/2014 10:51:03 AM
<10 4 [G17 H1a N2 O2: +ESI Scan (1.310-1.559 min, 16 Scans) Frag=180.0V RYF-1202 03.d Subtract
a8 301.0947
(IC17 H14 N2 O2]+Na)+
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Sample Name  RYF-1205 Position pifs Instrument Name  Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 3 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-1205 06.d ACQ Method  lhzm Comment cyangsampleneg  Acquired Time 12/15/2014 11:02:47 AM
%10 3 |C16 H12 N2 O3: +ESI Scan (1.372-1.488 min, 8 Scans) Frag=180.0V RYF-1205 06.d Subtract
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85 80 75 7.0 65 6.0

Sample Name RYF-01 Position pift

Inj Vol

3 InjPosition

T T T T T T T T T
55 50 45 40 35 30 25 20 15 1.0 05 0.0
1 (ppm)

Instrument Name  Instrument 1 User Name Q-TOF-HP\Q-TOF
SampleType Sample IRM Calibration Status Success

Data Filename ~ RYF-01_6.d ACQ Method lihz.m Comment meifing laoyingcha Acquired Time 5/26/2015 9:59:48 AM

x10 4
1
0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1

0.054

C17 H14 N2 O3: +ESI Scan (0.084-0.333 min, 16 Scans) Frag=180.0V RYF-01_6.d Subtract

235.2383

| 255.0644

243.0652

312.1338

295.1076
(IC17 H14 N2 O3]+H)+

327.1341

\
\
269.1283 [
| 280.1087 ‘ ] ;

235 240 245 250 255 260

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
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Sample Name

Inj Vol

Data Filename

80 75

RYF-02
3
RYF-02_7.d

T T T
70 65 6.0

Position
InjPosition
ACQ Method

5.5

pif2

lihz.m

5.0
1 (ppm)

Instrument Name
SampleType
Comment

Instrument 1 User Name
Sample IRM Calibration Status
meijing laoyingcha Acquired Time

4000

3500

3000

2500

2000

1500

1000

r500

Q-TOF-HP\Q-TOF

Success

5/26/2015 10:03:29 AM

x10 4
1.7
1.65
1.6
1.55
1.5

(cis

187.0500

i
| nf;lLJ bk

325.1180
H16 N2 O4]+H)+

|
I

WEN)

C18 H16 N2 O4: *ELS“I Scan (0.097-0.213 min, 8 Scans) Frag=180.0V RYF-02_7.d Subtract
)H3,

663.4537

563.4656

|
AN

|

764.5742
| 1342.9280

1038.5895
874.5659

ol

| 1168.7854 |
ol l.l .

o

S Y L)

100 200

300 400

500

600_

700 800 900 1000 1100 1200 1300 1400
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Sample Name  RYF-1201 Position pifl Instrument Name  Instrument 1 User Name QTOF-HP\Q-TOF
1nj Vol B InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-1201 02.d ACQ Method lihz.m Comment cryang sample neg Acquired Time 12/15/2014 10:47:53 AM
10 4 [C16 H11 CI N2 O2: +ESI Scan (1.335-1.501 min, 11 Scans) Frag=180.0V RYF-1201 02.d Subtract
1.48
1.46
1.44
1.42
1.4
1.38
1.36 1
1.34
1.32
1.3
1.28
1.26
1.24
1.22
1.2
1.18
1.16
1.14
1.12
1.1 1
1.08
1.06 |
1.04 |
1.02
1
o0.98
o0.96
0.94
0.92
0.9

o.88 125.1068 170.1645 225.2071 299.0575 | 343.0453 383.0779 445.0472

700 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Counts vs. Mass-to-Charge (m/z)

321.0400
(AC16 H11 CI N2 O2)+Na)+
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Sample Name  RYF-1204 Position pifs Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 3 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-1204 05.d ACQ Method lihz.m Comment aryang sample neg Acquired Time 12/15/2014 10:59:19 AM
%10 4 |*ESI Scan (1.385-1.468 min, 6 Scans) Frag=180.0V RYF-1204 05.d Subtract
23 305.0701
.r (IC16 H11 F N2 O2]+Na)+
2.2 3
2.1 N
2 J
W
1.9 [ m
1.8 o’ )
1.7
1.6
1.5
1.4
1.3
1.2 413.1075
1.1
1
0.9
0.8
0.7 [
0.6
|
0.4 [
0.3 | 438.1028
|
o 367.1083 ‘
; 125.1079  170.1650 261.0319 | | 3270522 393.2059 | { i

80

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

S47



4h.

Cl

Cl

CN

o)
HO O

]

2

I

9

BEELEl
04 4FEL
00'60v L
£569rl
S
[
g
¥

ettt (TR

— B0ZBLE

B EHEE
— EFIFEE

— |ELFE

1000

0oL

06

08

T T T
0l 09 0g
[o4] souBIWSUEL |

0

0g

0z

500

1500

2000

2500

3000

3500

Wyavenumber cm-1

S48



1.00-

35000

30000

25000

20000

15000

10000

5000

-

J ‘ oh.
&

9.5

Sample Name
Inj Vol
Data Filename

x10 3 [©16 H10 C12 N2 O

1 1.04=
1.03"

50 45
1 (ppm)

Position P13 Instrument Name
InjPosition SampleType

ACQ Method Comment cryang sample neg Acquired Time

RYF-1203 Instrument 1 User Name
2

RYF-1203 04.d lihz.m

IRM Calibration Status

YESI Scan (1.367-1.565 min, 13 Scans) Frag=180.0V RYF-1203 04.d Subtract
355.0009

3
(IC16 H10 CIZ N2 O2]+Na)+

—C(N

Tl s,

301.0919
417.0380
125.1073
182.1648 261.1313 481.4557

0.5 0.0

Q- TOF-HP\Q-TOF
Success
12/15/2014 10:55:33 AM

75 100 126 150 175 200 225 250 275 300 325 350 375
2

5
unts vs. Mass-to-Charge (m/z)
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Sample Name  RYF-04 Position pif4 Instrument Name Instrument 1 User Name
3 InjPosition SampleType Sample IRM Calibration Status
Data Filename  RYF-04_9.d ACQ Method lihz.m Comment meijing laoyingcha Acquired Time

1Inj Vol

x10 3
5.6
5.4
52

5
4.8
4.6
4.4
4.2

4

3.8
3.6

3.4

3.2

A A
2

Q-TOF-HP\Q-TOF
Success

5/26/2015 10:09:51 AM

C16 H11 N3 O4: +ESI Scan (0.087-0.220 min, 9 Scans) Frag=180.0V RYF-04_9.d Subtract

310.0821
(IC16 H11 N3 O4]+H)+

[ ! 641.1399

244.0594 “1

I‘ L 197,-;”‘63‘ TR m» I 530482 l 1\‘ 764,565

1 0044‘5449

100 200 300 400 500 600 700 800 900
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f1 (ppm)
Sample Name  RYF-03 Position pif3 Instrument Name  Instrument 1 User Name QTOF-HP\Q-TOF
Inj Vol 3 InjPosition SampleType sample IRM Calibration Status Success
Data Filename ~ RYF-03 8.d ACQMethod  lihzm Comment meijing laoyingcha ~ Acquired Time 5/26/2015 10:05:34 AM
%10 3 [C16 H11 N3 Oa: +ESI Scan (0.107-0.223 min, 8 Scans) Frag=180.0V RYF-03_8.d Subtract
YV 3230661 342.71084
2.6 o | |
2.5 =
2.4 -
231 l/ T
2.2 % AN ‘
2.1 |
2
1.9 |
1.8
1.7
1.6
1.5
1.4 |
1.3
1.2
D B ¢
1 |
0.9 |
o8 332.064
0.7 (IC16 H11 N3 O4]+Na)+
0.6 |
0.5 327.1087 3400830
0.4 ‘ 1 |
03 l ‘
02 | ‘ 320.0794 i |
0.1 | ‘ ‘ 337.1104 | ‘
L L | 1 L L
e 316 318 320 322 324 326 0328 330 332 334 336 338 340 342 344 346 348 350
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Sample Name RYF-05 Position pifs Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 4 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-05_10.d ACQ Method lihz.m Comment meijing laoyingcha Acquired Time 5/26/2015 10:13:21 AM

x10 3 |C20 H14 N2 O2: +ESI Scan (0.073-0.239 min, 11 Scans) Frag=180.0V RYF-05_10.d Subtract

315.1121
7.25 (IC20 H14 N2 O2]+H)+
|

3.75

2.75
2.25 663.4532

1.75 187.0500

|
1 |
" | 3 | 76a.5736
| |
| Ilul L

0.5 il | 489.3123 | |
4 r |
0-23 I ‘]‘“H ||Uid " ! Loy Ly JHM k \ Ld

100 200 300 400 500 _ 600 700 800 900 1000 1100 1200 1300

‘ I 1028.5833

|
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e} m
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Sample Name  RYF-1206 Position pife Instrument Name Instrument 1 User Name

1nj Vol

3 InjPosition SampleType Sample IRM Calibration Status

Data Filename  RYF-1206 07.d ACQ Method lihz.m Comment cryang sample neg Acquired Time

x10 4

B T N I S
“NWa»OON®O

Q-TOF-HP\Q-TOF
Success
12/15/2014 11:06:25 AM

C15 H11 N3 O2: +ESI Scan (1.369-1.535 min, 11 Scans) Frag=180.0V RYF-1206 07.d Subtract

288.0742
([C15 H11 N3 O2]+Na)+

P ‘
0
S 7o

H

266.0921

392.1686
358.2724 | | A==

187.0495 I & onEn

i

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
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Sample Name

Inj Vol

x10 3

RYF-1207 Position
InjPosition

ACQ Method

pif7
SampleType
Comment

3
RYF-1207 08.d fihz.m

Instrument Name

Instrument 1 User Name
IRM Calibration Status

Acquired Time

Q-TOF-HP\Q-TOF
Success

Sample
cryang sample neg 12/15/2014 11:09:47 AM

277 .
(IC14 H1O N

220.1243

104.9923
186.9947
|

”I. ! PO T B3 T ) “}

C14 H10 N2 O3: +ESI Scan (1.366-1.465 min, 7 Scans) Frag=180.0V RYF-1207 08.d Subtract

0580
2 O3)+Na)+

392.1675

| 428.3350

L | '

362.1775

ln|ul| nL ||»‘\ | L

60 80 100 120 140 160 180 200 220 240 260 2

S59

Loakaly
80 300 320 340 360 380 400 420 440 460 480



an.

HO OH
O~ 0O
CN NC
NH, NH,
o
oy
el
(e}
e
(¥}
=
=
=8 A
s
!
E e
=
[
=+
o |
o
=T
L
P Lo Lo B B B oy R R B Y W e
w ow o i o T o I A Wiy T w ) e w W oo Lney oo w
- o CoeEn - @ wmeg w0 OHnnoG
ful = Sonan SN PR B BoTELE E
T T T T T T T
3500 3000 2500 2000 1500 1000 S00
Wyavenumber cm-1
5500
{ 5000
J 4500
P |
( [l (
[ //“// ” f 4000
) /! /\JJ )/ J
3500
3000
2500
2000
1500
1000
500
) o
& S & L% &
e evecawva av «©
~ TrrTr®Mr-Oo v« -
T T T T T T T T T T T T T T T T T T T T 7-500
95 90 85 80 75 70 65 6.0 5.?1(5.0) 45 40 35 30 25 20 15 1.0 05 0.0
ppm]

S60




Sample Name

1Inj Vol

Data Filename

RYF-07

RYF-07_12.d

Position
4 InjPosition
ACQ Method

Instrument Name
SampleType
Comment

Instrument 1
Sample

pif7 User Name

lihz.m

IRM Calibration Status
meifing laoyingcha Acquired Time

Q-TOF-HP\Q-TOF
Success
5/26/2015 10:18:44 AM

x10 4
1.65-
1.6
1.551
1.5
1.45
1.4
1.35
1.3
1.25
1.2
1.15
1.1
1.05

C26 H18 N4 O4: +ESI Scan (0.079-0.278 min, 13 Scans) Frag=180.0V RYF-07_12.d Subtract

345.1567

451.14
([C26 H18 N4 O4]+H)+
552.2599

483.1663 524.2291
)

385.1179 421.1480 L

597.2705

)

300 320 340 360 380 400 _420 440 460

L . 3
480 500 520 540 S60
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Sample Name

1Inj Vol

Data Filename

RYF-06

RYF-06_11.d

Position pifé

ACQMethod  lihz.m

Instrument Name Instrument 1
SampleType Sample

Comment

User Name
IRM Calibration Status
melfing laoyingcha Acquired Time

Q-TOF-HP\Q-TOF
Success
5/26/2015 10:16:27 AM

x10 4
1.45

1.44
1.35
1.3
1.25
1.2
1.15
1.1
1.05

C26 H18 N4 O4: +ES| Scan (0.091-0.257 min, 11 Scans) Frag=180.0V RYF-06_11.d Subtract

197.1180
i

OH

451.1399
(IC26 H18 N4 O4]+H)+

563.4674

279.0936 [

L m‘m i

663.4540

b

941.5419  1130.6126

TN R AW

b

1342.9269
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r-200
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170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)
Sample Name  1y(-20 Position pibi Instrument Name  Instrument 1 User Name QTOF-HP\Q-TOF
Inj Vol 2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ry20_01.d ACQMethod  lihzm Comment Acquired Time 9/14/2015 6:44:17 PM
%10 5 | +ESI Scan (0.262 min) Frag=180.0V ryf20 o1.d 5 P g
302.1025
2.1
2
1.9 ‘
1.8
2 77 4 \/ Y 1
1.6 J ol
NS
1.5
|
13
1.2
1.1
1
0.9
08
0.7
06
05
0.4
0.3 189.0547 |
0.2 |
0.1 234.0765 |
el | | 404.8472 502.8254 622.7842 742.7423 862.7030

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
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1 (ppm)
Sample Name  RYF-04 Position plcd Instrument Name  Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  1yf04_04.d ACQMethod  lihzm Comment Acquired Time 9/14/2015 5:16:32 PM
%10 5 | +*ESI Scan:1 (0.152 min) Frag=180.0V ryf04_04.d
1.2
1.15
1.1
105 318.0797
1
0.95 [
0.9
0.85
o8
0.75
0.7
0.65
B 205.0318 |
0.55 |
0.s |
0.45
0.4
0.35
0.3
0.25
331.0633
0.2
0.15
0.1 298.1911
0.05 | 277.0520 | 375.0517
3 188.0322 || S A 412.0695
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Sample Name RYF-01 Position pif3 Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 4 InjPosition SampleType Sample IRM Calibration Status Success
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1Inj Vol

Data Filename
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7/18/2015 5:42:58 PM
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Sample Name  RYF-13 Position pled Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF

Inj Vol

4 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  RYF-13_18.d ACQ Method lihz.m Comment meijing laoyingcha Acquired Time 5/26/2015 10:41:10 AM
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Sample Name  RYF-02 Position pif4 Instrument Name  Instrument 1 User Name Q-TOF-HP\Q-TOF

1Inj Vol

Data Filename  RYF-02_07.d ACQ Method lihz.m Comment PNS ms-ms Acquired Time 7/18/2015 4:02:58 PM

5 InjPosition SampleType Sample IRM Calibration Status Success
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Sample Name  RYF-11 Position ple2 Instrument Name Instrument 1 User Name
4 InjPosition SampleType Sample IRM Calibration Status
Data Filename  RYF-11_16.d ACQ Method lihz.m Comment meifing laoyingcha Acquired Time

Inj Vol

x10 3

1.35
1.3
1.25
1.2
1.18
1.1

Q-TOF-HP\Q-TOF
Sucress
5/26/2015 10:33:30 AM

C23 H18 N2 O3: +ESI Scan (0.076-0.358 min, 18 Scans) Frag=180.0V RYF-11_16.d Subtract

366.1696

371.1393
([C23 H18 N2 O3]+H)+

367.1738
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7/18/2015 4:05:36 PM

Sample Name  RYF-03 Position pifs Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF
Inj Vol 5 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  RYF-03_08.d ACQ Method lihzm Comment PNS ms-ms. Acquired Time
x10 4 |C21 H12 N2 O4: +ESI Scan (0.089-0.205 min, 8 Scans) Frag=180.0V RYF-03_08.d Subtract
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Sample Name
Inj Vol
Data Filename

RYF-12
4
RYF-12_17.d

Position

InjPosition
ACQ Method

ple3

lihz.m

Instrument Name

SampleType
Comment

Instrument 1
Sample

meijing laoyingcha

User Name

IRM Calibration Status

Acquired Time

Q-TOF-HP\Q-TOF
Success
5/26/2015 10:38:05 AM

x10 3 |C20 H16 N2 O4: +ESI Scan (0.088-0.204 min, 8 Scans) Frag=180.0V RYF-12_17.d
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Sample Name  RYF-04 Position pife Instrument Name Instrument 1 User Name Q-TOF-HP\Q-TOF

1Inj Vol 5 InjPosition SampleType Sample IRM Calibration Status Success.

Data Filename  RYF-04_09.d ACQ Method lihz.m Comment PNS ms-ms Acquired Time 7/18/2015 4:07:42 PM
x10 2 |C18 H10 N2 OS5: +ESI Scan (0.106-0.222 min, 8 Scans) Frag=180.0V RYF-04_09.d Subtract
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