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The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name

F:AData\2017AUG14\AREEJ_000049.d

Acquisition Date  8/22/2017 9:08:07 AM

Method ESI-POS-2017 Operator Bruker_PC
Sample Name  MP Instrument apex-1V
Comment CHCL3+ACN
Acquisition Parameter
Intens. | +MS
x108]
1.5
1 423.06182
1.0
0.5
: 268.99857 353.26662 .
1 186.99518 - | 512.50514 619'5{2997 '
00—t b bbb o L b L L L 0 L
200 300 400 500 600 700 800 900 m/z
Intens. | C19H16N2Na106S 1 ,423.06
x10°.
1.5
1 423.06213
1.0
0.54
i 424.06517
] 425.06224
0.0 T T T T I T T 7 T T T T T
418 420 422 424 426 428 430 432 434 436 miz
Sum Formula Sigma miz Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C19H16N2Na106S 1 0.029 423.06213 0.73 1.29 0.31 1250 ok even
Bruker Daltonics DataAnalysis 3.4 printed:  8/23/2017  12:15:54 PM Page 1 of 1
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Method ESI-POS-2017 Operator Bruker_PC
Sample Name  MP Instrument apex-1V
Comment CHCL3+ACN
Acquisition Parameter
Intens 423.06182
%1081
1.004
0.757
0.507
0.251 424.06501
] L 425.05778
000 T 3 T T IJ T T T T T T A T T T T 4 T T T T T T T T ¥ T T
422 423 424 425 426 427 428 429 mfz
[—— AREEJ_000049.d: +MS
# miz | 1%
1 268.99857 21503523 16.1
2 27427423 12803754 8.7
3 296.25627 4285055 3.2
4 301.21174 4400995 33
5 302.30571 3535539 2.7
6 318.30058 13566484 10.2
7 329.24313 4789774 3.6
8 340.28263 7808634 5.9
9 353.26662 13755618 10.3
10 364.99754 3885577 29
11 381.29806 7393416 56
12 384.30900 4180190 3.1
13 401.08063 9191360 6.9
14 423.04693 5582804 4.2
15 423.05253 9889620 7.4
16 423.06182 133192788 100.0
17 423.07118 9228628 6.9
18 423.07621 3934676 3.0
19  424.06501 25497180 19.1
20 425.05778 4591971 3.4
21  437.19363 3800823 29
22 51250514 6906553 52
23 540.53673 6696379 5.0
24 591.49806 5390844 4.0
25 619.52097 10229742 7.7
26 620.53314 3991917 3.0
27 647.56176 4955631 3.7
28 659.29018 6702491 50
29 823.14049 12181426 9.1
30 824.14431 5311413 4.0
Bruker Daltonics DataAnalysis 3.4 printed:  8/23/2017 12:16:05 PM Page 1 of 1



The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date  5/8/2017 9:58:13 AM
Analysis Name F\Data\2017MAYO3\AREEJ_000034.d

Method ESI-P0S-2017 Operator Bruker_PC

Sample Name MA Instrument apex-IV

Comment MEOH

Acquisition Parameter

Intens. +MS
x1087
2.0

] 451.05789

1 381.29838

0.5 879.13290
685.44238
301.14159

U.O-"- T T T T T + L T Y L T T T T T T T T + T T T ;I T T T T T T T 1 T T T T
200 300 400 500 600 700 800 900 miz

Intenss- C20H16N2Na10751 ,451.06
x108]

451.05704

] 45206010
453.05743
|

0’0 T T T T T T T T T T T T T v T B
446 448 450 452 454 456 458 460 462 464 miz

Sum Formula Sigma miz__Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C20H16N2Na107S1 0.030 451.05704 -1.88 -1.24 -0.85 13.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  5/8/2017 10:00:36 AM Page 1 of 1



Mass Spectrum List Report

Analysis Info

Analysis Name

Acquisition Date  5/8/2017 9:58:13 AM

F:\Data\2017MAYO3\AREEJ_000034.d

Method ESI-POS-2017 Operator Bruker_PC
Sample Name  MA Instrument apex-1V
Comment MEQOH
Acquisition Parameter
Intens.- 451.05789
x108§
1 .25%
1.007
1
0.75 1
0.507
| ] 452.06103
0.259
0.00% ; ot - 5 . e . - : s
44 448 450 452 454 456 miz
[— AREEJ_000034.d: +MS ey
# miz 1 1%
1 155.31080 2941137 1.9
2 301.14158 16034155 10.2
-3 317.11564 4244057 27
4 353.26702 38848434 24.8
5 354.27058 7884919 5.0
6 381.29080 5024420 3.2
7 381.209838 73946532 471
8 381.30600 5133860 3.3
9 38230197 17282025 11.0
10 384.19470 4310579 2.7
11  393.29888 2952603 1.9
12 451.01454 3301682 2.1
13 451.03179 2810258 1.8
14 451.04108 6410450 4.1
15 451.04728 11306450 7.2
16 451.05783 156956114 100.0
17  451.06851 11234514 7.2
18  451.07418 4411986 2.8
19 451.07983 3298642 2.1
20 452.06103 32582738 20.8
21  453.05371 5307458 3.4
22 453.06387 3397002 2.2
23 467.03182 29554196 18.8
24 468.03594 5523243 3.5
25 685.44238 25306102 16.1
26 686.44570 11189435 71
27 701.41626 4659595 3.0
28 879.13290 40616527 259
29 880.13797 17866433 11.4
30 881.13781 6588466 4.2
Bruker Daltonics DataAnalysis 3.4 printed:  5/8/2017 10:01:31 AM Page 1 of 1



The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date  7/31/2017 8:49:44 AM
Analysis Name  F:\Data\2017JUL30\AREEJ_000015.d

Method ESI-P0OS-2017 Operator Bruker_PC

Sample Name  MB Instrument apex-1V

Comment CHCL3-ACN

Acquisition Pararr_l;eter

Intens. +MS
x108

1.0

0.8 465.07196

0.6+

0.4+

v 318.30063

] 512.50446 907.16220
0.0 1 — “. 1 |l ‘.IL}L ‘lL‘:‘Luil - Ill 1 !.n . l_ ‘l I 6n195|.29|50 + SIOTIQSISO% L

200 300 400 500 " 600 ‘700 800 C 800 | mE

Iniensa. C21H18N2Na1078S1 ,465.07
x1097

1.0+

0.8+ 465.07269

0.6

0.41

0.2+ 466.07576

1 ’ 467.?7326

0.0_ T T T T T T T T T T T T T v
460 462 464 466 468 470 472 474 476 478 miz

Sum Formula _Sigma miz _ Err[ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C21H18N2Na10781 0.034 465.07269 1.58 2.03 0.74 13.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  8/2/2017 1:19:41 PM Page 1 of 1
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Analysis Infa

S S———

_Mass Spectrum List Report

Acquisiion Date 773172017 B:48044 AM
Analysis Mame  F\Dai1a\201 7JULSMAREEY_000015.d
Mathod ESI-POS-2017 Operator Bruker_PC
Sample Mame  MB Insdrumant apex-i
Comprvent CHCLI-ACH
Acquisitlon Parametar
Inteng. 45507156
!TI:‘T* i
E.
'e
EJ 45607557
4EHE?Q1
! 482 e 488 458 470 &2 miz
| —— AREEJ_000D15.d: +MS —
B mk !
1 74274 10838105
@ 28117255  AT12EEE
9 A1.44137  4048H04
4 30230570 4374982
5 3830053 13811079
6 31330404  2JBE2E03
7 33033708 2414889
& 33203158 4448106
o 34531201 4077RAS
10 3E23IITOT  ESXGET
11 38449745 11741050
12 36E4R447 4050349
13 38419411  TETEI2S
14 4051060 SER40DE
15 41326704 Z238E25
16 24308137 7713858
17 24908570 2739074
18 44909910 3561670
19 4ER05404  30104E5
20 4B5.05073  B15T40%
21 ABSOTI9G TET218ED
72 45508373 SO08ITZ0
23 ABBOTSET  15SCABEON
24 4BTDETET  2EETI4E
25 AB1D4855 4420010
P B2 50448 EADRTSS
27 51350801 220882
2 S40E3EQS 512743
2 SO7. 16220 674237
N EOEIESIE  32AGG24
Bruker Dattonics DataAnalysis 3.4 printed;:  BZ20T 1:19:51 BA Page 1 of 1




The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date  5/23/2019 8:49:06 AM
Analysis Name  F:\Data\2019may2 1\AREEJ_000035.d

Method ESI_pos_20181024 Operator Bruker_PC

Sample Name  MD Instrument apex-IV

Comment ACN+CHCL3

Acquisition Parameter

Intens. +MS
x108]
#] 364.99839
2_
14
1 947.06041
o e i i g T i i B,
500 1000 1500 - 2000 2500 m/z
Intens. ] C20H15CI1TN2Na107S1 ,485.02
x‘IOB:
2.5+
2.07 485.01807
1.5
1.0 [
] 487.01583 (£AI<
0.5
00’\ﬂ
480 482 484 486 488 490 492 494 496 498 m/z
Sum Formula Sigma miz _Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C20H15CITN2Na107S1 0.005 485.01807 -3.69 -3.87 -1.79 13.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  5/23/2019 8:51:26AM  Page1of1



The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date  5/23/2019 8:49:06 AM
Analysis Name  F:\Data\2019may21\AREEJ_000035.d

Method ESI_pos_20181024 Operator Bruker_PC

Sample Name MD Instrument apex-IV

Comment ACN+CHCL3

Acquisition Parameter

Intens. +MS
x1087

3-

i 364.99839

2_

14

947.06041
o.f.[!l'.i-l”'lah.l.‘.“..,...,....k,‘..‘.
500 1000 1500 2000 2500 m/z

Intens. C20H16CITN207S 1 ,463.04
x108 ]

0.8
) 463.03613 @

0.6 L/

0.4 ]
. 465.03389 @

0.2+
0.0+ T T T T T nl' iA T A f\ T T T T T T T T T T T
458 460 462 464 466 468 470 472 474 476 m/z
Sum Formula Sigma m/z _ Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C20H16CITN207S1 0.010 463.03613 -3.57 -3.45 -1.65 13.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  5/23/2019  8:51:48 AM Page 1 of 1



Mass Spectrum List Report

Analysis Info Acquisition Date  5/23/2019 8:49;06 AM
Analysis Name  F:\Data\2019may21\AREEJ_000035.d

Method ESI_pos_20181024 Operator Bruker_PC

Sample Name  MD Instrument apex-1V

Comment ACN+CHCL3

Acquisition Parameter

ol

intened] 485.01986w
x109

1.5 g a(

1.0 ' % :;39
0'52 A 463.03778 a‘é‘ 03 5 23 k"@ 4‘3} ol
s | _

456.44371

0.0

450 455 aB0~ |~ 485 40 Ar5

470 415 480

[— AREEJ_000035.d: +MS

miz | |1 %
26213149 39697162  14.5
28411328 171487803  62.8
28511731 22157636 8.1
300.08770 19970848 7.3
318.30208 36075282  13.2
343.01662 92263786  33.8
34501364 33617367 123
364.95335 19587739 7.2
364.99839 273012382 100.0
10 365.04347 19488417 7.1
11 366.00207 43472609  15.9
12 366.99576 103129892  37.8
13 380.97255 43699959  16.0
14 38297062 19299976 7.1
15,463.03778 70211829  25.7
16 1-465.03523 26996602 9.9
(A7485.01986 186466356  68.3
18 486.02295 43374187 159
T0p 487.01789 74111648  27.1
0 50099451 40282949  14.8
21 502.99241 18550553 6.8
22 512.50595 22451965 8.2
23 54053797 27053117 9.9
24 57717396 33899447 124
25 827.03225 25407427 93
26 829.03009 21015035 7.7
27 947.06041 45853265 168
28 948.06047 21338932 7.8
29 949.05421 37620248  13.8
30 95005821 16768762 6.1

WO~ obhwWwN =3

Bruker Daltonics DataAnalysis 3.4 printed:  5/23/2019 8:51:53 AM Page 1 of 1



The University of Jordan

Faculty of science
Department of Chemistry

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date  8/17/2017 1:36:12 PM
Analysis Name  F:\Data\2017AUG14\AREEJ_000033.d

Method ESI-POS-2017 Operator Bruker_PC

Sample Name  MT1 Instrument apex-V

Comment CHCL3+ACN '

Acquisition Parameter

Intens.i +MS
x108

0.81
8 274.27407

0.6+

i 318.30003 439.03896

0.2
| 540.53479 619.52729

S SRR [ ST 0 e SR S
200 300 400 500 600 700 800 900 m/z

Intens.| C19H16N2Na10582 ,439.04

>

S

[
L

439.03928

TN T N T T T T 'Y

7] 440.04220
: 44103781
: ‘ 442.03966

434 43 438 440 442 444 446 448 450 452 miz

SumFormula Sigma = m/z  Err[ppm] Mean Err [ppm] _Err [mDa] rdb N Rule e
C19H16N2Na10582 0.030 439.03928 0.74 0.99 0.32 1250 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  8/23/2017  12:13:22 PM Page 1 of 1



Mass Spectrum List Report

Analysis Info
Analysis Name  F:\Data\2017AUG14\AREEJ_000033.d

Acquisition Date  8/17/2017 1:36:12 PM

Method ESI-POS-2017 Operator Bruker_PC
Sample Name  MT1 Instrument apex-1V
Comment CHCL3+ACN
Acquisition Parameter
Intens. ] 439.03896
xi 07-:
3]
54
1 44004259
] 441.03501
0 A L [l 442.03856 Lul 444.40468 .
439 440 441 442 443 444 miz
|— AREEJ_000033.d: +M3
# miz | 1%
1 218.21151 4803742 7.1
2 230.24793 6014885 8.9
3  246.24292 6165638 9.1
4 256.26366 7464882 gl e
5 27427016 4194694 6.2
6 27427407 67553926 100.0
7 27427800 4891526 7.2
8 275.27759 12264147 18.2
9 283.26327 7651654 11.3
10 290.26914 5997371 8.9
11 302.30523 13011384 19.3
12 311.29472 3740974 55
13 318.30003 41528970 61.5
14 319.30372 7657909 11.3
15 330.33678 4020857 6.0
16 340.28223 10448332 15.5
17 346.33156 9924613 14.7
18 362.32635 9382231 13.9
19 384.30832 7965724 11.8
20 417.05715 11167354 16.5
21  437.19343 5883603 8.7
22  439.03896 39044866 57.8
23 440.04259 7632490 11.3
24 51250342 8388894 124
25 540.53479 9053957 13.4
26 568.56641 3766145 56
27 591.49559 5395933 8.0
28 619.52729 9717408 14.4
29 647.55865 4143094 6.1
30 659.28671 8391587 12.4
Bruker Daltonics DataAnalysis 3.4 printed:  8/23/2017 12:13:35 PM Page 1 of 1
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