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SI. NMR spectra of target compounds
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TH NMEB (400 MHz, DMS0) 8 835 (s, TH), 791 (s, 1H), 7.1 {dd, J= 16:2, 7.7 Hz, 3HL 670(d, J=7.0
Hz, IH) 40045, 3H), 3.97 (s, 3H), 388 (s, 3H), 3.86 (s, 3H), 3.83 (s, 2H).
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B NMER (101 MHz, DMSO) & 191584, 15497, 15433, 130015, 146,80, 13800, 134.74, 134.56, 12931,
12885, 128.36, 12389, 11675, 11263, 105.91, 10191, 10144, 61.13, 60.87, 56.53, 55.76, 30.05.
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'HNMR (400 MHz, CDCh) & 856 (s, 1H), .41 (s, 1H), 7.22— 7.07 (m, 2H), 6.93 {d, /=
7.9 He, 1H), 665 (d, J= 7.8 Hz, 1H), 4.03{d,J =33 Hz, 6H), 3.97 (s, 3H), 3.93 {3, 3H),
385 (s, 3H), 368 (s, 2H).
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BCNMR (101 MHz, CDCli) & 19286, 15542, 15429, 149,72, 14690, 134,83, 134.54, 13190, 13114,
12921, 12904, 125.03, 11371, 11188, 11065, 10044, 100.27, 61.13, 60.83, 36.29, 55.91, 3367, 29.80.
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Y NME (400 MHz, CDCY) 6 $.57 (s, TH), 800 s, TH), 781 (d, /=85 Hz 1H),
761 (d, /= 24 Hz, 1H), 7.20 s, 1H), 6.95— 691 {m, 2H), 4.3 {5, 3H), 398 (s,
3H), 3.93 (s, 3H), 386 (s, 3H), 3.77(d, = 1.7 Hz, 2H).
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120001, 12868, 12546, 113,42, T13.32, TI1.95, TOT 48, T0O.I%, 61.11, &0.85, 56.49, 55 K2, 30002
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TH NME (400 MHz, CDCl3) 8 8.00 (s, 1H), 752 (s, 1H), 738(d, /=23 Hz,
1H), 7.25 (d, J = 9.0 Hz, 1H), 721 (s, 1H), 696 (dd, /= 88, 2.4 Hz, 1H), 405
s, 3H), 3.00(s, 3H), 395 (s, 3H), 3.02 (s, 3H), 3.89(s, IH). 375 (d, = 1.7
Hz, 7H).
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50 NMR {101 MHz, CDOly) & 19278, 15540, 154.18, 14970, 146,70, 13843, 134.95, 13454 130,10,
12947, 128.76, 12377, 11748, 113.02, 102,79, 101,47, 10042, 6111, 60.82. 5628, 55.36, 33.66, 29.90.
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"HNME (400 MHz, (DCh) & 7.93 (s, 1H), 7.78 {d, S=87 Hz, 1H), 7.37 (s, IH), 717

(s, IH), 6.91 (d, J=8.6 Hz, IH), 6.74(s, 1H), 404 (s, 3H), 3.98 (s, 3H), 3.953 (5, 3H),
3.86(s, 3H), 3.82 (s, 3H), 3.65 (s, 2H).
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'H NMR (400 MHz, CDCl) 6 843 s, 1H), £18 (s, IH), T614d, J=7.5 He 1H),
TAT(d, S=E0Hz 1H), 7.32 (dd, J= 124, 5.0 He, 2H). 723 (5, IH), 6.93 (s, IH),
403 (s, 3HA01 (d, = L8 Hz JH), 3.99 (s, 3H), 3.94 (s, 3H).
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SII. HPLC chromatograms of target compounds

8a
150 -
100 -
{9'1
7 & 5ot
n il ¥
25 5 75 10 125 15 175 0 25
Peak Retentiontime Type Peak width Peak area Peak height Peak area
# [min] [min] [MAU*s] [mAU] %
e |==== === | === | === | =====-== |
1 5.947 MM 0.1528 20.82343 2.27158 1.1261
2 6.840 MM 0.1164 1766.83618 252.,99455 95.5519
3 8.433 MM 0.1162 61.42618 8.81413 3.3220
8b
DAD1 A Sig=254 4 Raf=600,100 (20140301-17_LC 2015-02-03 18-42-47\20150203H-150 D)
mAU ] i
A
250 9 d\@‘kﬁ
150 -
100 f {5?: _@3’
50 S |
0 ?ﬂ‘@‘r uﬂ"@ﬁ =
2{5 é ?!5 IIEI 12".5 l|5 1]:.5 2‘0 2?‘.5
Peak  Retention time Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
e R | ====m—m- | === | =====--- |
1 7.497 MM 0.1580 7.01701 7.40000e-1 0.2786
2 8.609 MM 0.1382 2471.78442 298.17245 98.1442
3 9.336 MM 0.1755 5.61503 5.3319%e-1 0.2229
4 11.497 MM 0.1659 34.10582 3.42686 1.3542
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mAL
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; s
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Peak Retentiontime Type Peak width Peak area Peak height Peak area

1 6.624 VV 0.0966 5590.74316 874.41718 98.1597
2 7.263 MM 0.0935 104.81483 18.68908 1.8403

&
600 &
500 - ol
4004
300 3
200 3 ﬁ \I‘@ .-ﬁ’;ﬂ
100 = --&'-\ a _‘}._‘ g&’*
b 3¢ L ~
Peak Retention time Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
=== | = | ==== | == | == | === | === |
1 3.133 MM 0.2036 16.92868 1.38594 0.2568
2 6.313 MM 0.2386 11.41923 7.97671e-1 0.1732
3 9.143 MM 0.1546 6271.58398 676.11389 95.1234
4 11.303 MM 0.1740 293.17224 28.08739 4.4466
8e

Peak Retentiontime Type Peak width Peak area Peak height Peak area
# [min] [min] [mMAU*s] [mAU] %
———= | mm——— | === | == mmmen |~ | === | === |
1 5.659 MM 0.1147 5.41587 7.87158e-1 0.1435
2 6.108 MM 0.1981 8.74442 7.35660e-1 0.2317
3 6.863 BB 0.1076 3745.78003 535.80304 99.25Z25
4 8.064 MM 0.1007 14.04943 2.32630 0.3723

8f
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51194

T
7.5

T
125

175

T
25

Peak Retention time Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
——— | = R | === |=====mmeee e |
9.101 BB 0.1383 908.48114 99.73994 95.9244
11.894 BB 0.1785 38.59943 3.34832 4_0756
Peak Retentiontime Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
i R | = mmmm | = | ——=—mm - |
1 6.481 MM 0.0983 14.16191 2.40131 0.2218
2 9.091 BR 0.1414 ©354.59326 690.33319 99.5270
3 10.510 MM 0.1360 16.03581 1.96487 0.2512
10b
mn: E "g"
. 5 =
Peak Retention time  Type Peak width Peak area Peak height Peak area
il [min] [min] [mAU*s] [mAU] £
e | === =mmmmme | == === ee | === | === |
1 6.705 BV 0.0909 11.25573 1.90643 0.1171
2 6.841 VB 0.108¢ 18.00187 2.42609 0.1873
3 10.335 BE 0.1638 9511.89551 882.10077 98.949¢
4 11.7¢3 BB 0.1880 23.20288 1.87931 0.2414
5 12.307 BB 0.1955 48.50996 3.73635 0.5046
10c
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2000
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i - s &
0 ) %f 3 i‘%ﬁ;a J ( a;'@'\ g w\\ﬁ:
: Ll & EN
25 5‘ TIS 10 I2I.5 1‘5 175 20
Peak Retentiontime Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
R e | ===—mmm - | === | === |
1 3.153 MM 0.1831 44.01191 4.00534 0.1558
2 4.932 MM 0.099e6 7.47521 1.25040 0.0265
3 5.529 MM 0.0857 27.89041 5.42169 0.0987
4 6.160 MM 0.1805 311.01740 28.71350 1.1011
5 8.148 VB 0.1487 2.76086e4 2910.15405 97.7448
6 9.272 MM 0.1377 131.10223 15.86812 0.4642
7 12.839 MM 0.1186 115.48467 16.22391 0.4089
10d
TRDT . Eig=254 A Feal=500, 100 [ 3060117 _LC S0TE-01-27 TI-TT- IR T Coe B
100 3 ﬁ 5
Peak Retentiontime Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
S e | === | == | =======-
1 6.289 BB 0.0961 158.81326 25.71469 2.2162
2 6.701 BB 0.1063 37.10743 5.25904 0.5178
3 8.775 VB 0.1348 6970.19092 791.03973 97.2660
11a
200 1‘9{@ _@f @'i’; @ &,\-&?\ _ _.@s\‘*w - \‘&?’\
n W el TR
Peak  Retentiontime Type Peak width Peak area Peak height Peak area
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¥ [min] [min] [MAU*s] [mAU] %
] e | | == |~ |
1 3.096 MM 0.2171 17.20162 1.32028 0.2116
2 4.740 MM 0.0632 5.61909 1.48231 0.0691
3 5.972 MM 0.0837 70.79625 14.10119 0.8710
4 6.704 MM 0.0915 76.80293 13.99040 0.9449
5 7.688 MM 0.1294 7789.24072 1002.89917 95.8327
[ 8.646 MM 0.1229 136.41814 18.49550 1.6784
7 11.761 MM 0.1897 18.81947 1.65361 0.2315
8 13.468 MM 0.2662 8.03153 5.02806e-1 0.0988
9 13.8970 MM 0.1882 5.03061 3.37868e-1 0.0619
11b
S "Du\DIA.Sng- 54 4 Rel=E00,100 (20140801-17_LC 3015-01-26 17-58-2520° 45D}
] &
o] &
..;S‘ e &
] %@*\’@ i&g&?%&ﬁe
Peak Retentiontime Type Peak width Peak area Peak height Peak area
il [min] [min] [mAU*s] [mAU] %
- el |———————= |- | === |
1 6.706 MM 0.0837 190.23053 33.82433 1.9069
2 9.885 MM 0.1632 9568.90137 977.41876 95.9187
3 11.440 MM 0.1527 120.26173 13.13027 1.2055
4 11.766 MM 0.1073 9.06385 1.40734 0.0908%
5 13.438 MM 0.1858 87.59314 7.85670 0.8780
11c
R e o ; :
o y § 8 JLE?Q
Peak  Retention time Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %
e e | -————————- e | ———————- |
1 3.223 BB 0.0818 7.40275 1.31160 0.0655
2 4.728 BV 0.09086 16.64960 2.83334 0.1473
3 5.988 BV 0.1468 29.86816 2.74786 0.2642
4 7.057 BV 0.1130 1.11380ed4 1529.22986 98.5142
5 7.811 VvV 0.1245 75.73344 9.15919 0.6699
6 8.059 VB 0.1448 38.32880 4.03567 0.3390
11d
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DAD1 A, Sig=254 4 Ref=600, 100 {20140301-17_LC 2015«01=27 11+17=46\20150127-C55.0)

mAU ] w

700

e00

500

apa

a0

200

1004 g E

a .
25 g 75 0 125 15 115 20 235
Peak  Retention time Type Peak width Peak area Peak height Peak area
# [min] [min] [mAU*s] [mAU] %

1 6.289 BB 0.0961 158.81326 25.71469 2.2162
2 6.701 BB 0.1063 37.10743 5.25904 0.5178
3 8.775 VB 0.1348 6970.19092 791.03973 97.2660

SIII.High resolution mass spectra of target compounds

8a

Event#: 1 MS(E+) Ret. Time : 0.360 Scan# : 55

2.200e6
2.000e6 402.1273
1.800e6
1.600e64
1.400e6
1.200e6+
1.000e6+
8.000e54
6.000e5- 782.2670
P 418.1033
2.000e51 l 426.2186

L1 |||'| ot e, ll‘ P I

100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

380. 1480

Measured region for 380.1480 m/z

380.1480
100.07
50.01
381.1500
380.0 380.5 381.0 3815 382.0 382.5 383.0 383.5 384.0 384.5
Rank Score Formula (M) lon Meas.m/iz  Pred. miz_ Df. (mDa) Df. (ppm) Iso  DBE
2 85.07 C22H21 N O5 [M+H]+ 380.1480  380.1492 12 2316 8992 130

8b
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Event#: 1 MS(E+) Ret. Time : 0.387 Scan# : 59

394.1629
1.600e67 416.1446
1.400e6
1.200e64
1.000e64
8.000e51
6.000e51 Sl
: 432.1199
4.000e51 810.3027
301.1387 448.1341

2.000e51 “ h \

0 .I"||| L lll ||ll;IIL N l

100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 sooo 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 394.1629 m/z

394.1629
100.0+
50.01
395.1656
394.0 394.5 395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/iz_ Df. (mDa) Df. (ppm) Iso  DBE
1 8453 C23H23 NO5 M+H]* 394.1629  394.1649 2.0 507 9466 13.0
8c
Event#: 1 MS(E+) Ret. Time : 0.373 Scan# : 57
200086+
1.800e6 402.1292
1.600e6+
1.400e6+
1.200e6+
1.000e6 380. 1488
8.000e5 781.2667
6.000e5] 782.2668
4.000e5] 164.9275 268.9946 418.1037
2.000e54 | 301.1385 \ 426.2149
oL TR AR e
100.0 15[)0 20(]0 2500 3000 3500 400.0 4500 5000 550[) 5000 6500 7000 7500 BDDO 8500

Measured region for 380.1488 m/z

380.1488
100.0
50.0
381.1495
380.0 380.5 381.0 3815 382.0 382.5 383.0 383.5 384.0 384.5
Rank Score Formula (M) lon Meas.m/z  Pred. miz Df. (mDa) Df. (ppm) Iso DBE
1 87.39 C22H21NO5 [M+H]+ 380.1488  380.1492 04 -1.05 8750 13.0

8d
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Event#: 1 MS(E+) Ret. Time : 0.413 Scan# : 63

1.30086+
1.20066]
1.10066/
1.00086]
9.000651
8.000e5]
7.000651
6.000651
5.00065]
4.000651

s ones] DR 301.1389
2000651
1.000e5] | |

268.9946

|I| ul, |.|Hul “ 1

(=]

3041635 416 1456

432.1201

4481395 809.3025
810.2968

L.

1Ub0 150.0 2000 250.0 300.0 350.0 4000 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 394.1635 m/z

394.1635
100.0q
50.01
395.1674
0 T T T T T T T T T T
394.0 394.5 395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5
Rank Score Formula (M) lon Meas. m/z  Pred. miz Df. (mDa) Df. (ppm) Iso DBE
1 89.78 C23H23 N O5 [M+H]+ 394.1635 394.1649 -1.4 -3.55 95.89 13.0
8e
Event#: 1 MS(E+) Ret. Time : 0.400 Scan# : 61
380.1482
1.000e6
9.000e54 383.1994
8.000e54
7.000e5
6.000e57
5.000e59
781.2701
4.000e5
3.000e54 164.9303 236.0705 7822754
2.000e55 443.1489
1.000e59 ‘ | ll 4411847
0 _|. II, |y | \|| 1
100.0 150.0 2000 250 0 300.0 3500 400.0 450.0 5000 550.0 600.0 650.0 700.0 750 0 8000 850.0
Measured region for 380.1482 m/z
380.1482
100.04
50.04
381.1509
0 T T T T T T T T T T
380.0 380.5 381.0 381.5 382.0 382.5 383.0 383.5 384.0 384.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/iz Df. (mDa) Df. (ppm) Iso DBE
2 8598 C22H21NOS5 [M+H]+ 380.1482 380.1492 -1.0 -2.63 89.63 13.0
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8f

Event#: 1 MS(E+) Ret. Time : 0.347 -> 0.347 Scan# : 53 -> 53
394.1628  416.1437

1.800e6+
1.600e6
1.400e67
1.200e6+
1.000e6+
8.000e54 809.2955

6.000e51 448.1321 810.3025

164.9294
4.000e51
. 301.1422 449.1320 811.2991

2.000e57
0 ‘ i .| Il ullllll \.L.ll.ll:li ..“\ L

100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 394.1628 m/z
394.1628

100.04

50.04

395.1672

394.0 394.5 395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5

Rank __Score Formula (M) lon Meas. miz__ Pred. miz_Df.(mDa) Df.(ppm) _ Iso__ DBE
3 7643 C23H23N 05 [M+H]* 394.1628  394.1649 2.1 533 88.16  13.0

10a

Event#: 1 MS(E+) Ret. Time : 0.480 Scan#:73

372.1192
1.300e6

1.200e67 350.1368
1.100e6
1.000e6
9.000e5]
8.000e5]
7.000e51
6.000e5]
5.000e5]
4.000e5] 2140868 236.0685 351.1402

3.000e57 140.0021 301.1383 721.2447
2.000e5

1.000e5] | ‘II‘ llm,.l--h Lol |l.lh I |

LL 1 722.2478

1000 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

=3

Measured region for 372.1192 m/z

372.1192
100.07
50.0
373.1169
372.0 3725 373.0 373.5 374.0 3745 375.0 375.5 376.0 376.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
2 69.02 C21H19N O4 [M+Na]+ 3721192 372.1206 14 376 74.14  13.0
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10b

Event#: 1 MS(E+) Ret. Time : 0.440 Scan# : 67

364.1527  386.1344

3.000e6
2.500e61
2.000e6-
1.500e6
1.000e6] 265.1556 387.1377
5.000e54 186.9940 245'0;:;3240 402.1099
1‘ m||l T | | [1252129

749.2763
750.2801

0 T T T { t T
100.0 150.0 200.0 250.0 300.0 350.0 400.0

450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 364.1527 m/z

364.1527
100.0-
50.0
365.1556
364.0 364.5 365.0 365.5 366.0 366.5 367.0 367.5 368.0 368.5
Rank Score Formula (M) lon Meas.m/z  Pred. miz_ Df. (mDa) Df. (ppm) Iso DBE
1 83.95 C22H21 N O4 [M+H+ 364.1527  364.1543 16 439 9173 13.0
10c
Event#: 1 MS(E+) Ret. Time : 0.533 Scan#: 81
372.1190
— 350.1371
6.000e5]
5.000e5]
4.000e5]
3.000e54 214.0893
140.0017
2.000e5
441.1905
1.000e51 ﬂ L 721.2497
A L.k |,||l||‘ P
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0
Measured region for 372.1190 m/z
372.1190
100.04
50.0
373.1251
372.0 3725 373.0 3735 374.0 374.5 375.0 375.5 376.0 376.5
Rank Score Formula (M) lon Meas. m/z Pred. miz_ Df. (mDa) Df. (ppm! Iso  DBE
2 7686 C21 HI9 N O4 [M+NaJ+ 372.1190  372.1206 16 430 83.77 13.0
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10d

Event#: 1 MS(E+) Ret. Time : 0.573 Scan# : 87

8.000e5
7.000e57
6.000e5
5.000e5
4.000e5

3.000e5 301.1406

1.000e5

364.1530

140.0016

2.000e5 4411918

749.2812

l | 750.2697
i \

0! T T T T 1 T T T T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 364.1530 m/z

364.1530
100.04
50.0+
365.1575
364.0 3645 365.0 365.5 366.0 366.5 367.0 3675
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 8543 C22H21 NO4 [M+H]+ 364.1530 364.1543 -1.3 -3.57 91.30 13.0
11a
Event#: 1 MS(E+) Ret. Time : 0.253 Scan# : 39
372.1175
3.500e6]
3.000e6 350.1367
2.500e6]
2.000e6]
1.500e6] 373.1205 721.2482
351.1400 722.2478
1.000¢61 388.0026
5.000e5] 236.0720 l 4252119
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0
Measured region for 350.1367 m/z
350.1367
100.0q
50.0+
351.1400
0 T T T T T T T T
350.0 350.5 351.0 351.5 352.0 352.5 353.0 353.5
Rank__Score Formula (M) lon Meas. m/z  Pred. m/z_Df. (mDa) Df. (ppm) Iso DBE
1 6251 C21H19NO4 [M+H]+ 350.1367 350.1387 -2.0 -5.71 7540 13.0
11b
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Event#: 1 MS(E+) Ret. Time: 0.280 Scan#:43

364.1524
4.500664 386.1332

4.000e6
3.500e6
3.000e67
2.500e67

2.000e6
1.500e6] 365.1564 387.1365 7492782

750.2804
1.000e64 402.1081

5.000e57

O b et ey ? 4 T T T T T T ' T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

n

Measured region for 364.1524 m/z

364.1524
100.0+
50.01
365.1564
364.0 364.5 365.0 365.5 366.0 366.5 367.0 367.5
Rank Score Formula (M) lon Meas.m/z _ Pred.m/z Df.(mDa) Df.(ppm)  Iso DBE
2 78.66 C22H21 N O4 M+H]+ 364.1524  364.1543 19 522 8959 13.0
11c
Event#: 1 MS(E+) Ret. Time : 0.373 Scan# : 57
372.1182
3.000e61
2.500e67 350.1375
2.000e61
1.500e64
388.0928 721.2445
1.000e64
e 351.1433 1252120 7222479
186.9953 -
5.000e57 236.0699 [
bl l‘.l.. bt L {.l |

0 T T T f ! ¥ T T T T T T T T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 350.1375 m/z

350.1375
100.0
50.04
351.1433
0 T T T T T T T T
350.0 350.5 351.0 351.5 352.0 352.5 353.0 353.5

Rank Score Formula (M) lon Meas. m/z_ Pred. miz Df. (mDa) Df. (ppm) Iso DBE

1 7338 C21H19NO4 [M+H]+ 350.1375 350.1387 -1.2 -3.43  78.13 13.0
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11d

Event#: 1 MS(E+) Ret. Time : 0.347 Scan#:53

386.1339
3.500e6 364.1525
3.000e6
2.500e6 749.2769
2.000e6
1.500e6] 750.2822
265.1545 387.1365
1.000e6
402.1062 751.2843

5 00005, seooas 2450771
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100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0 750.0 800.0 850.0

Measured region for 364.1525 m/z

364.1525
100.0
50.0+
365.1545
364.0 364.5 365.0 365.5 366.0 366.5 367.0 367.5 368.0 368.5
Rank Score Formula (M) lon Meas.m/z_ Pred. m/z Df. (mDa) Df. (ppm) Iso  DBE
1 80.53 C22H21NO4 [M+H]+ 364.1525  364.1543 18 494 8933 130

SIV.IR spectra of target compounds

8a
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