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ltem name: XLL-026 Channel name: 1: Average Time 0.1591 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-066 Channel name: 1: Average Time 0.0703 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-031 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-065 Channel name: 1: Average Time 0.0703 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: XLL-033
Item description:
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Item name: XLL-036
Item description:

Channel name: 1: Average Time 0.1175 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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ltem name: XLL-034 Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: XLL-033
Item description:
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ltem name; XXL-043 Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name; XXL-047 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-039 Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: XXL-041
Item description:

Intensity [Counts]

Channel name: 1: Average Time 0.1003 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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ltem name: XXL-051 Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-067 Channel name: 1: Average Time 0.1003 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name; XXL-042 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
Je7 1 2e7
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ltem name: XLL-037 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: XLL-073
Item description:

Intensity [Counts]
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Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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ltem name; XXL-044 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:

34eT

3.25e7
369.04307
3e7
2.75e7
2.5e7
2.25e7
715.09730

2e7

175674 717.00508

Intensity [Counts]

1.5e7 1

371.04006
1.25¢7

1e7

7.5e6

—718.09734
5e6

2.5e6 347.06066 391.02402
v 70637675 |120-09478

049N | | [pono20se roocssna| | 7078
/
oL M ansmasy | | | ]| 45901074 \u { . 83710405 721359 108512505 143133427
T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 80 90 1000 1100 1200 1300 1400 1500
Observed mass [m/z]

HRMS of compound 4;

-




Molecules 2021, 26, 4391

38 of 65

g0 9.0 100

0

6.0

40

30

S / i ‘ “r - i
|| ‘ “.‘ 1 r’l‘ {.3 ”
| )i {1l g
I ll (LN,
2 Jp'lfM )}M.\I i . |\L|I)l-l| ;lL" “
Lt L WF A A
£ “‘ ‘ | )
= | e
1 Bk
Bl
. g1

,. | WL Lo

| R T

10.0 90 80 F0 6.0 50

0.213°

X - parts per Million : 117

2 2 ® ceocobhxxe o 2
% g 5 e s sREER & 2
g g 2 dsssfEdiza g E
| | e | |
I
]
1
| 1
| J | }II ‘ ‘ I
J " . "
5 "
T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 50 80 0 B0 50 40 0 20
£l (ppm)

13C NMR of compound 4k



Molecules 2021, 26, 4391

Item name: XLL-040
Item description:

Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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ltem name: XXL-059 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined

Item description:
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ltem name: XXL-045 Channel name: 1: Average Time 0.1174 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-053 Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined

Item description:
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ltem name: XXL-052 Channel name: 1: Average Time 0.1175 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XLL-061 Channel name: 1: Average Time 0.1175 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-057 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-060 Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-050 Channel name: 1: Average Time 0.1046 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-056 Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-054 Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-046 Channel name: 1: Average Time 0.1175 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-058 Channel name: 1: Average Time 0.1175 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: XXL-055 Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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