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Elemental conipésitidﬁ calculator

Target m/z: +549.1379 amu
Tolerance: +10.0000 ppm
Result type: Elemental

Max num of results: 300

Min DBE: -0.5000 Max DBE: +50.0000
Electron 'state: OddAndEven
Num of charges: 0
Add water: N/A
Add proton: N/A
File Name: KZY-K8A.wiff
Elements Min Number Max Number:
1 C 0 100
2 el 0 0
3 F 0 0
4 H 0 200
5 I 0 0
6 K 0 0
g, N 0 0
8 Na 0 1
9 6] 0 30
10 S 0 0
Formula Calculated m/z (amu) mDa Error PPM Error DBE
C27 H26 011 Na 549.1372 0.6182 124258 14.5
€29 H25: 011 549.1396 =1.78760 —-3.2542 YIub
C36 H21 06 549.1338 4.0863 7.4413 26.5
C20 H30 016 Na 549.1431 -5.2551 -9.5698 55

N



KZY-K8A 1H CDCL3
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KZY-K8A 13C CDCL3
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KZY-K8A COSY CDCL3
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KZY-K8A HMBC CDCL3
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KZY-K8A HSQC CDCL3
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* Elemental composition calculator

Target m/z: +549.1378 amu
Tolerance: +10.0000 ppm
Result type: Elemental

Max num of results: 300

Min DBE: -0.5000 Max DBE: +50.0000
Electron state: OddAndEven
Num of charges: 0
Add water: N/A
Add proton: N/A
File Name: KZY-K9B.wiff
Elements Min Number Max Number:
1 C 0 100
2 c1 0 0
3 F 0 0
4 H 0 200
5 I 0 0
6 K 0 0
T N 0 0
8 Na 0 1
9 0 0 30
10 = 0 0
Formula Calculated m/z (amu) mDa Error PPM Error DBE
C27 H26 Ol1 Na 549.1372 0.5182 0.9436 14.5
C29 H25 011 549.1396 -1.8870 -3.4363 17.5
C36 H21 06 549.1338 3.9863 12592 26.5
C20 H30 016 Na 549.1431 =5 3551 -9.7519 5.5

Bins AR




KZY-K8B 1H CDCL3
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KZY-K8B 1H CDCL3
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KZY-K8B COSY CDCL3
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KZY-K8B HMBC CDCL3
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KZY-K8B HSQC CDCL3
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