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1. 'H and >C NMR of compounds 1¢, 2¢, 3a, 3d, 3f-g, 3j-m
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2. HRMS of compounds 1¢, 2¢, 3a, 3d, 3f-g, 3j-m

Acquisition Parameter
. Source Type ESI lon Pelarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 v Set Dry Healer 180 °C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 4.0 ¥min
Scan End 2000 m/'z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Wasie
Intens_ +MS, 0.4-D.5min #{21-27
x105
1.251
o o
1001 JK
2691100
= N
0.75] HN
N02 3011407
0.50
1c 312.0580
025
290.0767 294 9387
0.00 | | | | !
280 285 ’ 280 295 300 305 310 315 320 miz
Meas. miz # Formula Score miz err [mDa] err[ppm] mSigma rdb e Conf N-Rule
2900767 1 C13H1ZN305 100.00 290.0771 04 14 43 95 even ok
3120580 1 C13H1IN3NaOS5 10000 3120591 0.1 0.3 157 95 even ok
Acquisition Parameter R
Source Type Esl lon Polarity Positive Set Nebulizer 0.3 Bar
Focus _ Mot active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Wmin
Scan End 2000 miz “Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. T
108 +MS, 0.8-0 Bmin #(45-48)|
157 o 0
ON A
=
N 352.0907
N
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] P
2c
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330.1082
00 : | , — . : . y
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Meas.miz # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
3301082 1 C16H1EN30OS5 100.00 330.1084 03 09 25 105 even ok
3520907 1 CI6HISN3INaOS5 10000 3520904 03 -0.8 26 105 aven ok
Acquisition Parameter :
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 v Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Uimin
Scan End 2000 m/z ’Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.7min #37-39)]
x10°
o~ 0
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= NH
383.1371
N N
1.0 fr
1 3a
1 361.1551
0.5+
i 377.14%6
R 355.1650 |
0.0 - r e ; - : - " r
350 355 360 365 370 375 380 385 390 miz
Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
361.1551 1 C22H21N203 100.00 361.1547 -0.4 -1.2 174 135 even ok
3831371 1 C22H20N2NaO3 100.00 383.1366 -04 1.2 11.7 135 even ok
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Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Net active Set Capillary 4500 v Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
‘ =
Intens. ] +MS, 0.5min #{30)]
x1
2.5
201 39851153 o~ o
W"H .
159 N Ay
)/ o]
1.0 3d 417.0972
397.1130
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419.0947
393.2967 413.2854 | |
00 : L | ; . I . y
385 390 395 400 405 410 415 420 425 miz
Meas.m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
3951153 1 C22H20CIN203 100.00 395.1157 0.4 1.0 162 135 even ok
417.0972 1 C22H19CIN2NaO3 8355 417.0976 0.4 1.0 230 135 even ok
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 100 m/iz Set End Plate Offset -500 Vv Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.4-0.4min #(24-26)
x1o4
4]
] 429.0767 o~ o cl
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1 X
1 430.9140 A
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2] J
3f 453.0559
1
4371934 449.3601
ol 4212470 427.1983 || Loa i I . 4444036446 4189 l Ll | L ..
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Meas.m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
4200767 1 C22H19CI2N203 100.00 429.0767 -0.0 -0.0 166 135 even ok
4510586 1 C22H18CI2N2NaO3  99.11 451.0587 0.1 03 101 135 even ok
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens | +MS, 0.3-0.3min #(18-20)
x105: .
2.0
463.1037 o~ (o) CFy
1.5
S NH 485.0856
| N 2
1.0
//’r !
3g
ok 465.1014 487,063
0.0+ r L r r T , r
455 460 465 470 475 480 480 miz
Meas. miz # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
463.1037 1 C23H19CIF3N203 100.00 463.1031 -0.6 -1.3 174 135 even ok
4850856 1 C23H18CIF3N2NaO3 100.00 4850850 05 11 55 135 even ok
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Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 100 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 Vmin
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens 4 . +MS, 0.3-0.4min #(16-21)|
x105q
1.51 Br Q
1 4230709 4250690 WNH
| M .
1.0 /II
] 3
: 430.9139
0.5
] 4450525 447.0508
4201111 ‘ 420.0087 | L
0.0 T 1 2 T 4 T — T . .
415 420 425 430 435 440 445 miz
Meas. m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e  Conf N-Rule
4230709 1 C22H20BrN202 100.00 423.0703 06 -14 231 135 even ok
4450525 1 C22H19BrN2NaO2 100.00 445.0522 03 0.7 81 135 even ok
Acquisition Parameter
Source Type ESI lon Polan Positi i
Focus Not active Set Capirl'gw 43'83? 33 g:ybﬁtza.i;r ?é:::EEEF
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 2000 miz Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens.
X105 ] +MS, 0.6-0.6min #(32-37)
34
4990870 501.0853 - @ $
N e o
/r I 521.0690 523.0672
= 0 =
3k
14
0‘ 5% J | S T r ’ ‘ .
500 505 510 515 520 525miz
Meas. miz # Formula Score miz  err[mDa] err| »
ppm] mSigma rdb e Conf N
4990870 1 C24H24BrN205 100.00 499.0863 07 -1.4 . 43 135 even RUL:
5210690 1 C24H23BrN2NaO5 100.00 521.0683 -0.8 -1.5 104 135 even ok
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary Set Dry Heater 180 °C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 2000 miz Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.7min #(38-41)
x105
1.5
4121278
o
1.0 02N\©/\\.HLNH
N CH,
S
3l
1455
0.5 390 393.2983
405.3479
00l - 3353.9& Ll L 401 208 e 409}725 ] ; .
380 385 390 395 400 405 410 415 420 miz
Meas. m/z # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
390.1455 1 C22H20N304 100.00 390.1448 06 -16 91 145 even ok
4121278 1 C22H19N3NaO4 91.47 412.1268 =11 -26 138 145 even ok
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Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 180°C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 2000.0 Vpp Set Divert Valve Waste
Intens.. ] +MS, 0.5-0.5min #(28-32
x104
5]
4 o] cl
| 413
3.2664 ON S N 4320722
N a
3]
410,0903 = 0
3m
2]
4] 434.0700
405.3472 ‘ 4202402 437.1932
419.2762 ‘
e L { b ‘ ‘ I 1 ity A Mo 1 A
400 405 410 415 420 425 430 435 440 miz
Meas. m/iz # Formula Score miz err[mDa] err[ppm] mSigma rdb e Conf N-Rule
4100903 1 C21H17CIN304 100.00 410.0902 -0.1 -0.2 136 145 even ok
4320722 1 C21H16CIN3NaO4 10000 432.0722 -0.1 -0.1 257 145 even ok
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