Agilent QTOF Results for Negative lon Targeted MSMS Analysis

-Negative ion targeted MSMS Agilent QTOF Chromatogram and Extracted Negative MSMS Overlaid
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Agilent QTOF Negative lon MSMS Spectrum

1l Ms Spectrum Results (zoomed)
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NIST MSMS Library Search Results for Negative lon MSMS Spectrum

E] NIST MS Search 3.0 (Tandem mode) - [MS/MS, Presearch Default - 101 spectra] a X
tRREEHEEE" « 7
7 File Search View Tools Options Window Help - & x
@ $» & T 1.-ESI Product fon (rt: 5.105-5.243 min, 8 sc; ®i®aa s
# Sre. Name MName: -ESI Product lon (rt 5.105-5.243 min, 8 scans) Frag=50.0V (213.0000[z=1] -> **) Uvinul3000_3.d
1350030 [ Q-TOFMS
1 A Product lon n, 1004 Instrumenttype: G-
! g Precursorm/z. 213
2 A -ESI Product lon (rt: 5.122-5.419 min. 15 scans) Frag=50.0V (213.000... MW: N/AID#: 31 DB: Text File
3 A -ESIProduct lon (it 5.122-5.419 min, 15 scans) Frag=50.0V (213.000.. Spectum type: ms2
4 A -ESIProductlon (rt 5.122-5419 min, 15 scans) Frag=50.0v (213.000. lonization. ESI )
) 7 41 mjz Values and Intensities
5 L +EslPraductlon (it 9.266-9 608 min, 11 scans) Frag=365.0V (578.33 101039 6672 1020431 875| 1070137 6912 1080209 26.00| 109.0244 240
6 L +ESIProductlon it 10.393-10.840 min, 16 scans) Frag=365.0V (764.. 1150550 1217] 1160583 173] 1170347 4.28| 1190501 29.86| 1200535 483
7 L +ESI Product lon (it 9.796-10.377 min, 16 scans) Frag=365.0V (666.4. 121.0294 2374 1220330 334| 1250395 3.39] 1290345 748 1300413  385|
) - 1350090 999.00] 1360121 119.67| 1370137 1394| 1390552 191| 1410708 3521
8 L ESI Productlon (it 9.266-9 625 min, 12 Frag=365.0V (57836
+ES!Productlon (it min. 12scans) Frag= ( 50+ 1420424  178| 1420740  685| 1430501 6182| 1440534 1143| 1450293 434
9 L +ESIProduction (it 3770-3873 min. 14 scans) Frag=125.0V (20204, 2130558 1450627 202| 1510548 319| 1540422 1230| 1550454 260 167.0498 1320]
10 L +ESIProductlon (it 4.736-4.815 min, 11 scans) Frag=125.0V (262.11. 1680541  330| 169.0658 30228| 1700690 6501| 1710449 3080| 1710710 536
1 L +ESIProductlon it 4.736-4.816 min, 11 scans) Frag=125.0V (262.11. 169.0658 1720481 615] 1950448 253| 2130558 38817| 2140589 9278| 2150612 1117
12 L +ESIProductlon (it 8.177-8.347 min, 27 scans) Frag=125.0V (222.11 2160633 1.01]
4n L coim 4 = sacay Synonyms:
Names j#_Stuctures [ Spec List no synonyms.
hr_msms_nist, hr_msms_nist#2: mainlib; Ir_msms_nist 2715450 total spectra 107. 01371'\9050'\ 143.0501
1004 o L L il . 1950438 .
90 100 110 120 130 140 150 180 170 180 190 200 210 220 230
(TextFile)-ESI Productlon (it 5.105-5.243 min, 8 scans) Frag=50.0V (213.0000[z=1] -> **) Uvinul3000_3 d
Plot/Text of Search Spectrum Plot of Search Spectrum y_Spec List J
100 135.0090
104
5 2130558
169.0658
14 7 7 4
i i i i i i 101,098 107013 1190501 129.0345 1430501 154.0422 L 1950448 I
1000 900 800 700 500 400 300 200 100 0 T 1210 411 1450 1530 1950 2150
# Library Score  DotProd RewDot Prob (%) PSS-Dat DBs Name
1 Ir_msms_nist 576 832 912 633 847 28CEFGM  24-Dihydroxybenzophenone [M sl
2 hr_msms_nist 366 804 958 633 819 28CEFGM  24-Dihydroxybenzophenone [M
3 hr_msms_nist 325 761 939 633 808 28CEFGM  24-Dihydroxybenzaphenone [M 169.0
4 hr_msms_nist#2 294 434 934 0.04 437 2GM 2-(4-Hydroxyphenylbenzaic acic
5 hr_msms_nist#2 290 418 902 0.04 418 2GM 2-(4-Hydroxyphenyl)benzoic acic 100+ 1390
6 hi_msms_nist 284 593 640 633 907 28CEFGM  24-Dihydroxybenzophenone [M ; ; ' , ' ! , | , , , | A , )
7 hi_msms_nist 281 74 836 633 868 28CEFGM  24-Dihydroxybenzophenone [M %0 L 110 Ly L 40 150 160 170 160 190 200 Ll o e
5 I mems. nist 25 1o 01 633 238 28CEFGM  24-Dihydrosybenzophenone [M || ESI Productlon (it 5.105°5 243 min, 8 scans) Frag=50.0V (2130000[z=1] >~ Uvinul3000] Head o Tail MF=576 Doi=832 i 24 Dihydroxybenzophenone
- - ) Side Diffe Subtr 576 832R 63.3P
9 he_msms_nist#2 264 443 886 004 463 2GM 2-4-Hydroxyphenylbenzoic acic 1t Tai =i
10 hi_msms_nist 240 691 749 633 387 28CEFGM  2.4-Dihydroxybenzophenone [M 1349 Name: 24-Dihydroxybenzophsnone
1 hr_msms_nist 2 am 407 633 904 28CEFGM  2.4-Dihydroxybsnzophenone (M | 100 Erecursortype: [M-H)
A N Instrument type: IT/ion frap
12 hr_msms_nist#2 230 428 972 000 432 10EGM 4-Phenoxybenzoic acid [M-H]- F Collision energy: NCE=35%
13 hr_msms_nist#2 217 432 880 0.00 443 7EM 4-Hydroxy[1.1'-biphenyl]-3-carba Precursor mfz 213.0557
14 hi_msms_nist 215 479 518 633 914 28CEFGM  24-Dihydroxybenzophenone [M Formula: C13H1003
15 hr_msms_nist#2 204 416 848 0.00 419 7EM 4-Hydroxy[1.1-biphenyl]-3-carbo MW: 214 Exact Mass: 214.062994 CAS# 131-56-8 NIST# 1689752 Dé: 134927 DB: Ir_msms_nist
16 hr_msms_nis#2 201 409 811 004 467 2GM 2-{d-Hydroxyphenyljbenzoic acic 1600 o OH Comment MIST Mass Spectomety Data Center
17 hr_msms_nist#2 196 425 969 0.00 430 10EGM 4-Phenoxybenzoic acid [M-H]- | Instrument Thermo Finnigan Elite Orbitrap
18 hi_msms_nist#2 186 418 950 0.00 432 10EGM 4-Phenoxybenzoic acid [M-H]- b / lonization: ESI
19 Ir_msms_nist 170 355 665 0.00 435 GEM 34-Dihydroxybenzophenone [M 50+ %ﬁ:é . I
20 hr_msms_nist#2 167 413 941 0.00 430 10EGM  4-Phenoxybenzoic acid [M-H]- F Sample et diectlow njection
21 Ir_msms_nist 165 368 969 0.00 398 10EGM 2-Phenoxybenzoic acid [M-H]- | N TR OH DNotes: Spec=Consensus Nreps=25/25 Mz_diff=-2.8ppm Vial_ID=3369 Data_source:Met_2017_08~1266
2 hi_msms_nist#2 164 393 890 000 432 10EGM 2-Phenoxybenzoic acid [M-HJ- + InChIKey: ZXDDPOHVAMWI BH-UHFFFAOYSA-N Non-stereo
23 hr_msms_nist#2 155 390 999 0.00 390 7EM 4-Hydroxy[1.1-biphenyl]-3-carbo ;‘1‘5” ZBVSES'UEZ Eﬁgg Intensities
24 hr_msms_nist#2 155 390 999 0.04 380 2GM 2-(4-Hydroxyphenyl)benzoic acic 1210 42 24525
Py hr_msms_nist#2 155 390 999 0.04 390 2GM 2-(4-Hydroxyphenyllbenzoic acic 910 134.9 999.0 25/25
26 hr_msms_nis#2 155 390 999 0.04 390 2GM 2-(4-Hydroxyphenyl)benzaic acic | 1210 1411 1530 1950 2130 1358 69 25/25
27 hr_msms_nist42 155 390 999 004 390 2GM 2-{4-Hydroxyphenyl)benzoic acic [ . : . ; : : . : r : : : o P : 141133 25025
”n hr mams nist#? 18R 2an a9a nnn 2an 2F A-Aratul-1-nanhthair acid M-H- 9 100 10 1200 130 140 150 80 170 180 190 2000 210 220 230 30 23 2425
(Ir_msms_nist) 2 4-Dihydroxybenzophenone [M-H]- IT 356% P=213.1
Names #_Stuctures J Hit List Plot/Text of Hit /& Fiotaf At J
Lib. Search Other Search Names Compars Librarian

Type of Search: MS/MS. Displayed: MS/MS




Agilent QTOF Results for Positive lon Targeted MSMS Analysis

-Positive ion targeted MSMS Agilent QTOF Chromatogram and Extracted MSMS Overlaid
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Agilent QTOF Positive lon MSMS Spectrum

1lI MS Spectrum Results (zoomed)
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NIST MSMS Library Search Results for Positive lon MSMS Spectrum

(E] NIST MS Search 2.0 (Tandem mode) - [MS/MS, Presearch Default - 156 spectra]

] EEERE

B File Search View Tools Options Window Help

@ Ts (3 II 1 +ESIProduction (t:5.4265.335 min, 115~ () B 0 @ @ F
2 Sie. Name Name: ~ES| Product lon (1t 5 12655 335 min, 11 scans) Frag-365 0V (215 0700[z—1] > **) Uvinul3000_4 d
1004 137.0240 Instrumenttype: Q-TOF MS
: Q-
1 A +ESI Product lon (rt 5.126-5.335 min. 11 scans) Frag=365.0V (215.07. Precursor miz 215.0700
2 A -ESI Product lon (rt 5.105-5.243 min. 8 scans) Frag=50.0V (213.0000. MW: N/A |D# 32 DE: TextFile
3 A -ESIProduct lon (rt 5.122-5.419 min, 15 scans) Frag=50.0V (213.000. Specium ype: ms2
4 A -ESIProductlon (it 5.122-5.419 min, 15 scans) Frag=50.0V (213.000. %Eﬂ N
14 m/z Values and Intensities:
5 A ESIProduction (it 51225419 min. 15 scans) Frag-50.0V (213000. 1050342 22892| 1060371 2355| 1070395  131] 1090289 41.20| 1100322 342
6 L +ESI Product lon (it 9.266-9.608 min. 11 scans) Frag=365.0V (578.38... 1150545 245| 137.0240 999.00| 138.0271 8719 139.0267 9.11] 141.0699 259|
7 L +ESI Product lon (it 10.393-10.840 min, 16 scans) Frag=365.0V (754.... 1970598 1.03| 2150703 1756] 216.0738 3.81| 217.1065 157]
8 L +ESI Product lon (it 9.796-10.377 min, 16 scans) Frag=365.0 (666.4... Svnonyms:
504 no synonyms
9 L +ESI Product lon (it 9.266-9.625 min. 12 scans) Frag=365.0V (578.38...
10 L +ESI Product lon (it 3.770-3.873 min. 14 scans) Frag=125.0V (202.04...
1 L +ESI Product lon (it 4.736-4.815 min. 11 scans) Frag=125.0V (262.11...
12 L +ESI Product lon (it 4.736-4.815 min. 11 scans) Frag=125.0V (262.11... 105.0342
Mo S T . COl Pt a0 . o Caee sacouismanas ST
hr_msms_nist; hr_msms_nist#2; mainlib; Ir_msms_nist 2715450 total spectra
1004 N L, [115.0545 1970508 2150403
T t T T T T T T T T T T T T
100 110 120 130 140 150 160 170 180 190 200 210 220 230
(TextFile) +ESI Praduct lon (it 5.126-5.335 min, 11 scans) Frag=365.0V (215.0700[z=1] -> **) Uvinul3000_4.d
PlotText of Search Spectrum _ Plot of S=arch Spectrum _jy_Speo Uist /.
1004 137.0240
10H
50+
105.0342
H
. , , : , 1090289 1150545 | 197.0598 2150703
T
1000 900 300 700 600 500 400 300 200 100 a0 I
C7H503
# Library Score  DotProd Rev-Dot Prob (%) PSS-Dot DBs Name
1 28 CEFGM  24-Dihydroxybenzophenone [M 5ol
2 hr_msms_nist 646 936 999 220 935 28 CEFGM  24-Dihydroxybenzophenone [M
3 hr_msms_nist 639 937 999 220 935 28 CEFGM  24-Dihydroxybenzophenone [M
4 hr_msms_nist 621 930 992 220 930 28 CEFGM  24-Dihydroxybenzophenone [M
5 Ir_msms_nist 619 930 992 220 930 28 CEFGM  24-Dihydroxybenzophenone [M 1004
[ hr_msms_nist 606 934 996 220 935 28CEFGM  24-Dihydroxybenzophenone [M T T T T T T T T T T T i T T
7 hr_msms._nist 599 91 995 220 935 28CEFGM  24-Dihydroxybenzophenone [M 100 110 120 130 140 150 160 170 180 190 200 210 220 230
8 hr_msms_nist 589 926 988 220 935 2BCEFGM  24-Dihydroxybenzophenone [M [-4~ESTProductlon (it 5.126-5.335 min, 11 scans) Frag=3650V {215.0700[z=1] -> ™) Uvinul3(] Head to Tail MF=646 Dot=937 [+ 24-Dihydroxybenzophenone
9 Ir_msms_nist 4“7 613 548 002 615 GEM 34-Dihydr o [ iHeadteTal A S —— paessTR 2 20P
10 hr_msms_nist 411 604 845 0.02 603 6EM 34-Dihydroxybenzophenone [M- p 2150703 Name: 24-Dihydroxybenzophenone
1 hr_msms._nist 38 935 981 220 933 28CEFGM  24-Dihydroxybenzophenone M | 100 Aﬁ’:&“&"ﬂ; Z[m;g”*
Instrument type:
12 hr_msms_nist 388 621 662 002 621 BEM 34-Dihydroxybenzophenone [M Collision energy: NCE=25% 10eV
13 hr_msms_nist 382 613 653 0.02 613 6EM 34-Dihydroxybenzophenone [M- Precursor mfz: 2160703
4 hr_msms_nist 378 630 672 0.02 632 BEM 3.4-Dihydroxybenzophenone [ Formula: C13H1003
5 e msms nist ®1 617 &7 002 &4 6EM 34 Dihydroxybenzophenans [M a oH MW: 214 Exact Mass: 214.062994 CAS#: 131-56-6 MIST# 1190858 ID#. 81862 DB: hi_msms_nist
- . ! Comment NIST Mass Spectrometry Data Center
18 hr_msms_nist 358 642 685 0g2 649 GEM 34-Dihydroxybenzophenone: [M Notes: Consensus spectrum; Acetonitrile/W ater/Formic acid; Vial_ID=336%; mz_diff=-0.0005; Nreps=18/18
17 hr_msms_nist 345 641 673 0.02 665 6EM 34-Dihydroxybenzophenane [M / Spectrum type: MS2
18 hr_msms_nist 333 924 970 220 944 28 CEFGM  24-Dihydroxybenzophenone [M Instrument Thermo Finm_gan I_E\ite Orbitrap
19 hr_msms_nist 297 584 623 0.02 589 6EM 3.4-Dihydroxybenzophenone [M 50+ ‘Sﬂ%ﬁ"mﬂf’w'”ﬁm”
20 hr_msms_nist 275 853 894 220 952 28CEFGM  2.4-Dihydroxybenzophenone [M S S ol 2
21 hr_msms_nist 254 616 646 002 683 BEM 3.4-Dihydroxybenzophenone [M OH lon mode: P
22 hr_msms_nist 217 510 530 002 695 BEM 34-Dihydroxybenzophenone [M InChlKe: W Non-sterea
23 hi_msms_nist 189 694 727 220 951 28CEFGM  24-Dihydroxybenzophenane [M —1—353 Sa‘gi'ufgf”% ‘;‘:;émez £HE02-05p0m 115
4 23. =p- ppm
24 hr_msms_nist 154 433 454 220 931 28 CEFGM  24-Dihydroxybenzophenone [M C7H503 137.0233 1370233 126.8 C7H503=p-C6H6/-0.1ppm 18/18
25 hr_msms_nist 132 386 401 0.02 707 BEM 3.4-Dihydroxybenzophenane [M 2150703 999.0 pj0.1ppm 18/18
26 hr_msms_nist 103 343 357 0.02 647 BEM 34-Dihydroxybenzophenone [M C7H50 105.0334 Synonyms:
27 hr_msms_nist 7 287 298 002 565 6EM 34-Dihyd phenone [M [ . . , . . . : . . . . ; T 1.Methanone. (24-dihydroxyphenylphenyl-
o hr mams nist s 2R 250 290 R SROFFAM 2 4-Mihvdrnxwhenzanhenans I 100 110 1200 130 140 150 180 170 180 190 200 210 220 230 Other DBs:
(hr_msms_nist) 24-Dihydroxybenzaphenone [M+H]+ HCD 25% P=2151
Names ji_Stuctures /. Hit List PlotText of Hit /{_Frtor Hit 7
Lib. Search Cther Search Names Comparz Librarizn |
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