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Conclusions of the LC-MSMS NIST Library Search of Ammonium Adducts of PEG Methyl Ether

Used a complex mixture of methyl ether derivatives of polyethylene glycol (PEG Methyl Ether)
\O{/\/O]\H
n

Both the “Similarity MS/MS Hybrid” search (with and without filtering) yielded good results

Generally, more top hits with the filter off

The “ldentity MS/MS” search yielded no useful results (specifies precursor ion), no reference spectra for
the 3 compounds searched in the NIST 2023 MSMS libraries

The “Identity Hi Res NoPrecursor” search yielded good results

General Suggestions for Library Searching MSMS Spectra of Ammonium Adducts

Search with the “Similarity MS/MS Hybrid” search with filter off, should find reference spectra with M+H or M+NH, type precursor ions
The fragments in the reference spectra from either M+H or M+NH, are essentially the same because NH, easily lost in fragmentation
process

Thus, the “Similarity MS/MS Hybrid” search will work for the M+NH, precursors even if only the M+H precursor’s spectrum is in the
reference library

The “Identity Hi Res NoPrecursor” search works very well to find similar compounds, but likely not as specific as other type searches
The “Identity MS/MS” search will only work for species whose precursor ions match that of the reference spectra and very limited
success for oligomeric species such as PEG’s and their derivatives or similar type oligomers because only a limited number of specific
compounds in a PEG series are present



Ammonium acetate and
formate often used in
gradient mixture for LC-
MSMS to adjust pH,
minimize fragmentation
for some classes of
compounds, yield
additional support for
molecular weight
suppress the
sodium/potassium
adducts, etc.

Primarily Polyethylene Glycol Monomethyl Ether
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Targeted MSMS Spectrum, Extracted MSMS Targeted lons Color Coded
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MS File, PEG_MME_6
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MSMS Spectra for Targeted Species

111 Ms Spectrum Results (zoomed)
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(D Te & EI 1. +ESI Product lon (rt: 10.393-10.840 min, 1 ~ T = & @y?

/

turned off

{ MS/MS Hit List Filter

|_"|Enable Filtering (Tandem Only)

Allow Precursors

Instrument Type
M +H
B on Trap B oToF 8
(M +Na, K, Cl, HCO2
B onTrap +FT [ [alle] - ?
[CJ+H20, NH3
B other BHcD —
[ All other (dimers,losses)
[ Exdude isotopic precursors
Preferred NCE/Voltage 20 [ indude MS3+ spectra
Polarity | Pasitive v|

(=R W ey A Ty Ty Ty “HWy ~ra

2023 NIST MSMS Libraries Used in Search

Delta Mass Values
(Nominal Listed for Convenience)

> With filter turned off, one would see two different delta mass series
» Due to the fact that ammonium adducts easily lose NH3, delta mass 17

Series 1: 17, 61, 105, 149, 193, 237, 281, 325, 369, etc.
Series2: 0,44, 88, 132, 176, 220, 264, 308, 352, etc.

» With filter off, top 21 hits are Mono-methyl polyethylene glycol species for n =11
» With filter on, top 15 hits are Mono-methyl polyethylene glycol species for n =11

\o{’VO];H

Grey, n =11, M + NH4* =578

~anl

|hr_msms_nist hr_msms_nist#2; Ir_msms_nist apci_msms_nist, 2374064 total spectra



21 top hits Mono-methyl ethers of

polyethylene glycol

NIST Hybrid Search with Filter Turned Off Shows Both Delta Mass Series of lons

] NIST MS Search 2.0 (Tandem mede) - [MS/MS Hybrid, Presearch Default - 100 spectra]

%%Eéﬁi%&lwzh?|

7 File Search View Tools Options Window Help

@ $» & E5 1.+ESI Product lon (rt:9.266-9.625 min. 125 Breoaay
# Src.  Name 578.3790 Name: +ESI Product lon (rt 9.266-2.625 min. 12 scans) Frag=365.0V (578.3862[z=1] -> ™) PEG_MME_6.d
. 1004 Instrument type: Q-TOF MS
1 A +ESI Productlon (it 10.393-10.840 min, 16 scans) Frag=365.0V (754... Precursor m/z: 578.3862
2 A +ESI Productlon (rt 8.796-10.377 min, 16 scans) Frag=365.0V (666.4. MW: N/A |D# 24 DB: Text File
3 A +ESI Product lon (i 9.266-9.625 min, 12 scans) Frag=365.0V (578.38 89.0604 Spectum type: ms2
4 L +ESIProductlon (it 3.770-3873 min. 14 scans) Frag=125.0V (202.04 lonization: ESI
. _ O 89 mfz Values and Intensities:
5 L +ESI Productlon (rt 4.736-4.815 min, 11 scans) Frag=125.0V (262.11.. \ 50.0494 78250| 60.0526 610536  166| 710489 257| 73.0283
6 L +ESIProductlon (it 4.736-4.815 min, 11 scans) Frag=125.0V (262.11. @) 730647 4070| 74.0680 B7.0443 8226| 86.0476 3.88| B89.0604
7 L +ESIProductlon (it 8.177-8.347 min. 27 scans) Frag-125.0V (222.11. 1330854 H 900632 3859| 91.0642 910751  656| 103.0761 786.17| 104.0791
: S n (82760 o) g VG ) n e S s
9 L +ESI Product lon (rt: 8.827-8.960 min, 18 scans) Frag=125.0v (278.10. 1471019 33158| 1431050 1491068 263| 1570856  1.35| 159.1017
— + — 3 4 2
10 L +ESIProductlon (it 11552-11.610 min. 10 scans) Frag=125.0v (388 Grey,n =11, M + NH4* =578 1611172 1052| 1750967 1760097  201| 1771127 189.63| 1781157
1 L +ESIProductlon (it 11.552-11.610 min, 10 scans) Frag=125.0V (388 1791250 299| 1911279 | 1921313 334| 2051435  115] 219.1227
12 L Amphetamine 2211389 39.83| 2221419 | 2231538 341| 2351540 1193| 236.1577
n . et P e ncovsenmo s 177.1127 2531647  166| 2651649 | 2661683 376 2671797 192 279.1806
Names { Stustires 7 Spec List 2801836  137| 2831752 2971909  3.15| 3091911 1881| 310.1941
- - 3112044  117| 3232066 3242096 121] 3272012 131 3412171
bhr_msms_nist hr_msms_nist#2; Ir_msms_nist, apci_msms_nist; 2374064 total spectra PORE 2091011 , 3532172 1219| 3542004 3679307  4.84] 3682360 103 | 3712976
100 ¢ 1 1 P i 3972433 4552040 5173219 3852432 401] 3972433 3982464 134] 4112590 306 | 4152534
60 120 180 240 200 360 420 480 g - 4292694 4302728 4412689 4552848 473.2955
{Text File) +ESI Productlon (it 9. 266-0 625 min, 12 scans) Frag=365.0V (578 3862[z=1] -> **) PEG_MME_6.d
PlotText of Search Spectrum Plot of Search Spectrum _J\, Spec List /
1004 578.3790
R sogs9s  B9.0604
133.0864
50
147.1019 561.3492
177.1127
o
| N 1911279 2211389 265.1649 309.1911 3532172 3852432 4112590 4412689 4732955 517.3219 L
1000 900 800 700 L ceHizoz | | I'coHis04  cipH2108 C12H2506  C13H2907 C15H3308
# Library Score DotProd Rev-Dot PSS-Dot DeltaMass DBs Name CBH1704
1 5 C3H70
2 hr_msms_nist#2 82 905 979 906 00116 2E 25811,14,17.202326,2932.35- H C7H1503
3 hr_msms_nist#2 890 901 921 905 00116 2E 258.11,14,17.20.2326.2932.35 catianz
4 hr_msms_nist#2 889 901 987 500 17,0381 2E 25811.14,17.20,23.26.2932.35- CBH1303
5 hr_msms_nist#2 877 888 950 890 17.0381 2E 25811,14.17202326293235 | | 1004
C5H1102
6 hr_msms_nist#2 876 834 981 893 00116 2E 258,11,14,17.20,2326.29 3235 ! | | | | | T | T T r ; ; T : , ; | T T ; T T T T =
7 hr_msms,_nist#2 a5 s 917 906 00118 2E 25.8.11.14.17.20.23 26,29 32.35. 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 550 580
3 [R——— P, 967 s 170381 2E 25811 14172023269032.35. || A+ESI Productlon (it 9.266-9 625 min, 12 scans) Frag=365 0V (576 3862[z=1] = ) PEG_MI| Head (o 1ail MF=895 Dol=305 ~ 258.11,14.17.20,23 26,29,32,35-Dodecaoxaheplatiacontan-37-0l
9 W msms_nist2 836 851 914 a53 170381 2E 25811.141720232620.3235 | reedtotal A Se ottesns b S 999 pem n.ooP
10 hr_msms_nist#2 823 856 949 857 00116 2E 258,11,14,17,20,23.26.29,32.35- CEH1102 1030754 Najne. 25.8,11.14.17.20.23.26 29,32 35-Dodecaoxaheplatiacontan-37-ol
1004 Precursor type: [M+H]J+
1 hr_msms_nist#2 788 835 929 838 17.0381 2E 258,11,14,17.20,2326.29 3235 e e D
Instrumenttype:
12 hr_msms_nist#2 753 808 902 812 00116 2E 25811,14,17.20,2326.29 3235 Collision energy; NCE=20% 25V
13 hr_msms_nist 736 816 957 825 369.248 18 CDEM Tetraethylene glycol monomet! Precursor m/z: 561.3481
14 hr_msms_nist 732 815 956 830 369.248 18 CDEM Tetraethylene glycol monomet /\/O\/\ /\/O\/\ Formula; C5H52013
15 hr_msms_nist#2 32 TR 873 ) 170381 2E 25811.14.17.202326.2932.35 o o OH MW: 560 Exact Mass: 560 340794 CAS#: 2050585-03-2 NIST#: 4572358 ID# 762929 DB: hr_msms_nist#2
16 hr_msms_nist 725 810 951 827 369.248 18CDEM  Tetraethylene glycol monomet %E‘ST Mass Spectiometry Data Center
17 hr_msms_nist 719 805 944 810 369.248 18 CDEM Tetraethylene glycol monomet O\/\ /\/O\/\ Instrument Orbitrap Fusion Lumos
18 hr_msms_nist#2 714 782 893 787 17.0381 2E 25811,14,17.20,2326.29 3235 o o lonization; ESI
19 hr_msms_nist 713 803 942 824 369,248 18CDEM  Tetraethylene glycol monomet 50+ gu"‘%la—frz o iniec
20 hr_msms_nist 71 308 948 827 369.248 18CDEM  Tetraethylene glycol monomet \O/\/O\/\O/\/O ﬁﬁe'ﬁgauw'm“ on
21 hr_msms_nist 710 801 939 821 369.248 18 CDEM Tetraethylene glycol monomet Notes: m I/L in water/acetonitrilefformic acid (50/50/0.1); Spec=Consensus Nreps=30/30 Mz_diff=-0.2ppm Vial_ID=61472 Data_s:
22 hr_msms_nist#2 707 7% 847 781 250,153 4E Hexaethyleneglycol dimethyl & InChiKey: PLQZJIDI ZRWBG-UHFFFAOYSAN Nonstereo
23 apci_msms_nist 694 768 858 70 267.180 4E Hexaethyleneglycol dimethyl e gg EI:;;EI;;;s’gSI:‘?ESmeCSZZH%m 7 030
24 hr_msms_nist2 638 773 842 777 250,153 4E Hexaethyleneglycol dimethyl e 90618 10 712,30"’ 2(2 7ppm 30/
25 apci_msms_nist 677 751 240 757 267.180 4E Hexaethyleneglycol dimethyl e 600526 78 C3IH7O+i
26 apci_msms_nist 671 803 927 839 369.248 18 CDEM Tetraethylene glycol monomet l 730286 22  C3HBO!
27 hr_msms_nist 671 791 928 838 369.248 18CDEM  Tetaethylene glycol I - , by L., . , . . . ;3 Ejjg %;‘; Ei:?gz, oo Sppm 3030
2R hr msme nist RRR  7R9 RaR 701 3R9 24 RONFM  Tatrasthvlana alveal manamet 60 120 180 240 300 360 870442 759 CAH7OZ-p-CZ1HA6011/16ppm 30130
(hr_msms_nist#2) 2.5.8.11.14.17.20.23.26.29.32.35-Dod heptatriacontan-37-ol [M+H]+ HCD 20% P=561.3
Names /f_Structures_J Hit List PlotText of Hit /{_Flotof Hit §
Lib. Search Cther Search Names Compare Librarian |

Type of Search: MS/MS Hybrid Displayed: MS/MS Hybrid




15 top hits Mono-methyl ethers of

polyethylene glycol

NIST Hybrid Search with Filter Turned On Shows only Series 1: Delta Mass 17, 61, 105, 193, 237, 281, 325, 369, etc.

] NIST MS Search 3.0 (Tandem made) - [MS/MS Hybrid, Presearch Default - 58 spectra]

%ﬁéﬁ%EMQ—?|

7 File Search View Tools Options Window Help

@ Ts & ET 1.+ESI Product lon (rt: 9.266-9.625 min, 12 s - w8 R Y
¥ Sre.  Name s783730 Name +ESI Product lon (it 9.266-9.625 min, 12 scans) Frag=365.0V (578.3862(z=1] > **) PEG_MME_6.d
_ 100+ Instrument type: Q-TOF MS
1 A +ESI Productlon (it 10.393-10.840 min, 16 scans) Frag=365.0V (754.. Precursor mjz: 578.3862
2 A +ESI Product lon (it 9.796-10.377 min, 16 scans) Frag=365.0V (666.4. MW. NJA ID# 24 DB: Text File
3 A +ES|Product lon (it 9.266-9.625 min, 12 scans) Frag=365.0V (578.38. 89.0604 Spectumlype: ms2
4 L +ESIProductlon (it 3.770-3.873 min. 14 scans) Frag=125.0V (202.04. lonization: ESI
. _ 89 m/z Values and Intensities:
5 L +ESIProductlon (it 4.736-4815min. 11 scans) Frag=125.0v (262.11 A (@) 59.0494 782.50| 600526 2849| 610536 166] 71.0489 257| 730283 663
6 L +ESIProduction (it 4.736-4.815 min, 11 scans) Frag=125.0V (262.11 (0] 730647 4070| 740680 176] 870443 8226| 830476 388| 890604 31806
7 L +ESIProductlon (it 8.177-8.347 min, 27 scans) Frag=125.0V (222.11 1330854 H 900632 3853| 910642 321| 910751 656| 1030761 78617| 1040791 4684]
s L o sV D " n g e B e
9 L +ESIProduction (it 8.827.8.560 min. 18 scans) Frag=1250V (27810 147.1019 33158| 1451050 2643| 1491068 263| 1570856 135] 159.1017 245]
10 L +ESI Productlon (it: 11.552-11.610 min, 10 scans) Frag=125.0V (388 Grey, n=11, M + NH4* =578 1611172 1052| 1750967 1953| 1760397 201| 177.1127 18963 | 178.1157 1792|
1 L +ESIProductlon (it 11.552-11.610 min, 10 scans) Frag=125 0V (388 \z ’ 1791250 299 1911279 3286| 1921313 3.34| 20571435 115] 219.1227 663
12 L Amphetamine 2211389 39.83| 2221419 5.29| 2231538  3.41| 2351540 1193| 236.1577 168
- ) s s e nr bt 1771127 2531647 166| 2651649 2652| 2661683 376| 2671797 192| 2791806  B800|
Names j_Swwtres SpecList 2801836 137| 2831752  109] 2371909 315] 3091911 1881 3101941  328|
- 3112044 177] 3232066  6.80| 3242096 1.21] 3272012 131| M1.2171  4.42]
fr_msms_pist: hr_msms_nist2. [Lmsms_nist apci_msms_nist 2374064 total spectra 2211339 09301 3 3532172 1219] 3542204  240| 3672327 4.84| 3682360  1.03| 3712276 151
1004 o 1 L L9743 4550648 5173219 3852432 401| 3972433 677| 3952464 134 4112590 306| 4152534 131]
50 20 30{. 360 420 430 540 4292634 427| 4302728  102| 4412683  341] 4552848 214 | 4732955 644 |
(Tl -5 Pl 9265925 i, 12 sane)Fag-L650V 575 206251 PEG WNE . 420 1ie| M2 6| STIm9 0| e 2% S0 14
PlotText of Search Spectrum Flot of Search Spectrum _y_Spec List_J
1004 578 3790
™ 590404 890604
133.0864
50|
1471018 5619492
17727
1_
L |“ 5 § i | 1911279 2211389 265.1649 309.1911 353.2172 3852432 4112590 4412689 47329565 517.3219 L
1000 900 800 700 [ ceH1302 COH1904 G1pH2105 C12H2506 ~ C13H2907 C15H3308
# Library Score DotProd Rev-Dot PSS-Dot DeltaMass DBs Name C8H1704
1 905 5 caH7o
2 hr_msms_nist#2 889 901 987 900 170381 2E 25,6,11.14.17,20.23,26,29 32,35 5 C7H1503
3 hr_msms_nist#2 877 888 950 830 17.0381 2E 25,811,14,17.20.23,26.29,32.35- i
4 hr_msms_nist#2 855 876 %67 877 170381 2E 25,811,14,17,20.23,26 29,32.35 CBH1303
5 hr_msms_nist#2 836 851 914 853 17.0381 2E 25.811,14.17.20232629.32.35- | | 1004
C5H1102
6 hr_msms_nist#2 788 835 929 838 17.0381 2E 25,8,11,14,17.20,23,26,.29,32.35- T , T ; T ; T T ; T ; T ; ; T ; T ; T . T ; T ; T ar
7 hr_msms._nist 6 816 057 825 369248 1BCDEM  Tefrasthylene glycol monometl &0 80 100 120 140 180 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
8 hr_msms_nist 732 815 956 830 369.248 18 CDEM Tetraethylene glycol monomet [A~+ESIProductlon (it 9.266-9.625 min, 12 scans) Frag=365.0 (578.3662[z=1] - ) PEG_WI| Headto Tail MF=895 Dot=905 hd 2581114172023, 26,2932 35-Dod tan-37-ol
- - Side by Side Diffe Subtr 895 905R 0.00P
9 hr_msms_nis#2 ™ 873 773 17.0381 2E 25611,14172023,262930.35- | IHead o Tail {SEBySEe R Ofercs A Sbiecion 7
10 hr_msms_nist 725 810 951 827 369.248 18CDEM  Tetraethylene glycol monometl 7 MName: 25.8.11.14.17.20.23.26.29.32.35- Dodecaoxaheptatriacontan-37-cl
100+ CEHT102103.0754 Precursor type: [M+HJ+
1 hr_msms_nist 719 805 944 810 369.248 18 CDEM Tetraethylene glycol monomet! Instrument iype: HCD
. Instrument type:
12 hr_msms_nisth2 714 782 893 787 17.0381 2E 25.811.14.17.20.23.2629.32.35- Collision energy: NCE=20% 25eV/
13 hr_msms_nist 73 803 942 824 369.248 18 CDEM Tetraethylene glycol monomet! Precursor mfz: 561.3481
14 hr_msms_nist 7 808 948 827 369248 18 CDEM Tetraethylene glycol monomet /\/O\/\ /\/O\/\ Formula: Ca5H52013
15 hr_msms_nist 70 801 939 821 369.248 18CDEM  Tetraethylene glycol monomet! o 0 0& MW, 560 Exact Mass, 560.340794 CAS#. 2050595-03-2 NIST#, 4572358 ID#: 762929 DB. hr_msms_nist#2
16 apci_msms_nist 694 768 858 770 267.180 4E Hexaethyleneglycol dimethyl e m_rg?:;«m Mass Spectrometry Data Center
17 apci_msms_nist 677 751 840 757 267180 4E Hexaethyleneglycol dimethyl e O\/\ /\/O\/\ Instrument Orbitrap Fusion Lumos
18 apci_msms_nist 671 803 927 839 369.248 18 CDEM Tetraethylene glycol monometl o o0 lonization: ESI
19 hr_msms_nist 671 791 928 838 369248 1BCDEM  Tetrasthylene glycol monomet! 50 gf""@%é\ﬁ . .
20 hr_msms_nist 668 769 898 793 369.248 18CDEM  Tetrasthylene glycel monomet . /\/O\/\ /\/O Somrte ez o
O o} Spectrum type:
21 hr_msms_nist 664 788 924 837 369248 18CDEM  Tetraethylene glycol monomet Motes; micromol/L in water/acetonitrilefformic acid (50/50/0.1): Spec=Consensus Nreps=30/30 Mz_diff=-0.2ppm Vial_ID=61472 Data_s:
22 hr_msms_nist#2 639 708 827 706 267180 4E Hexaethyleneglycol dimethyl e InChiKey: PLQZJIDLZRWBG-UHFFFAQYSAN Non-stereo
23 hr_msms_nist 638 781 943 783 369.248 18CDEM  Tetraethylene glycol monomet! gg 814gavalélsfas;?;S;Sﬁ‘tlecszzr%owz7 23030
24 hr_msms_nist 62 TH 908 828 369.248 18CDEM  Tetraethylene glycol monomet el ’Alzmip -/ppm
25 Ir_msms_nist 626 739 842 766 369.248 18 CDEM Tetraethylene glycol monomet! 600526 78 C3H70+i=p-C22H46012-+i/0 4ppm 30/30
26 hr_msms_nist 619 756 912 756 369.248 18 CDEM Tetraethylene glycol monomet! l 730286 22 C3H502-p-C22H48011/2.6ppm 30/30
27 hr_msms_nist$2 616 726 882 732 17.0381 2E 258,11,14.17.20.23,26.29,32.35- i = , b L F , v . , 73-05?9 37-4 C4H30-p-C21H144012/1.5ppm 30/30
2R anci mame nist R1R 7= 4R 7Re 2R7 120 aF Havaathulananhvenl dimathul o 60 120 180 240 300 360 420 480 540 870442 753 CAH702-p-C21H46011/1.6ppm 3030
(hr_msms_nist#2) 2,5,8,11,14,17.20.23 26,29,32 35-Dodecaoxaheptatriacontan-37-ol [M+H]+ HCD 20% P=5613
Names A _Stuoures f HItist [\ PlotText of Hit A Piotof At/
Lib. Search Other Search Names Compare Librarian ]

For Help, press F1

Type of Search: MS/MS Hybrid Displayed: MS/MS Hybrid




23 top hits Mono-methyl ethers of

] NIST MS Search 2.0 (Tandem mode] - [MS/MS Hybrid, Presearch Default - 100 spectra]

P BESEEE - ¢ |

W7 File Search View Tools Options Window Help

NIST Hybrid Search with Filter Turned Off Shows Both Series of lons

L

polyethylene glycol

@ T» & Ex 1. +ESI Product lon (rt: 9.796-10.377 min, 16 e ® vy
Name +ESI Product lon (rt 6.796-10 377 min, 16 scans) Frag-366.0V (666.4392[z1] -= ) PEG_MME_6.d
# Se. | Name 100 89.0605 6664291 Instrument type: Q-TOF MS
1 A +ESI Product lon (rt 10.393-10.840 min, 16 scans) Frag=365.0V (754. Precursor m/z 666.4392
2 A +ESI Product lon (rt 9.796-10.377 min. 16 scans) Frag=365.0V (666.4. MW: N/A ID# 25 DB: Text File
3 A +ES|Product lon (it 9 266-9.625 min. 12 scans) Frag=365 0V (578 38 Spectium type: ms2
4 L +ESIProductlon (rt 3.770-3873 min, 14 scans) Frag=125.0V (202.04. %Eﬂ oo Ionsiiios
94 m/z Values and Intensifies:
5 L +ESIProduction (it 47364815 min. 11 scans) Frag=1250V (26211, 590496 87758 60.0526 3398| 610537 193] 690335 166 710430 555
6 L +ESIProductlon (it 4.736-4.815 min. 11 scans) Frag=125.0V (262.11. 133.0864 N (@) 730283 1409| 730647 6212| 740681 2.83| B87.0444 13663| 83.0476 6.06]
7 L +ESIProductlon (it 8.177-8.347 min, 27 scans) Frag=125.0 (222.11. (o) H 890605 98135| 900632 49.08| 910642 410| 910751 799] 950491 104]
- 1030761 89612| 1040792 5368| 1050807 411| 1130595 817| 1150752 597
& L +ESIProductlon (it 8827.8960 min. 18 scans) F'ag:1250V(27810' 504 n 117.0909 5354} 1180944 4u9l 1310701 3993I 1320737 275} 1330864 522381
s L -ESIProductlon (it 8.827-5.60 min. 18 scans) Frag=125.0V (276.10. 1340894 4374] 1350980 579] 1471018 35685 148.1050 27.80] 1491069 264
10 L +ESIProductlon (it 11552-11.610 min, 10 scans) Frag=125.0V (388, R 157.0856 242| 159.1016 504| 1611172 1438 1621208 142| 1750967 2624
1 L +ESIProductlon (it 11552-11.610 min, 10 scans) Frag=125.0V (388, Red, n=13, M + NH4* = 666 1760998  257| 177.1126 189.95| 178.1156 17.92| 179.1255 333 191.1277 27.20]
12 L Amphetamine 1921311 275] 2011124 1.29] 2031280 1.29] 205.1435  140] 219.1225 873]
= ) o e o resiinas 1771126 2201262 102| 2211385 3526| 2221419  466| 2231540 380| 2351540 981|
Names f_Stustres 7 Spee List 2361575 137| 2631490 128 2651648 2293| 266.1683 334| 2671798 228
— 5 — 2791805  707| 2801836 117| 2971906 121| 3081911 1677| 3101942 294
hr_msms_nist: hr_msms_nist#2: Ir_msms_nist apci_msms_nist. 2374064 total spectra 2211385 081911 3112050 134] 3232065 630 3242098 1.11] 3412171 178] 3532171 1168
100+ o J L1 T o 3972431 4552848 517.3217 ‘ 3542203 227 3672326 4.40| 3852432 2022| 397.2431  734| 3982465 152]
720 140 210 280 420 490 560 630 4112588  347| 420.2694  255| 4412692  4.62| 4422727 114 4552848 267
(TextFile) +ESI Productlon (it 9.796-10.377 min. 16 scans) Frag=365.0V (666.4392[z=1] -» **) PEG_MME_6.d 4732950 196] 4852950  296] 4993109 167] 5173217  226| 5293216 162|
PlotText of Search Spectrum Plot of h Spect A SpecList 7
890605 6664291
P 1004 59.0496
133.0864
504
147.1018
177.1126 649.4016
o
Ll L 1911277 2211385 265 1648 309.1911 3632171 3972431 4202604 4552848 4852050  517.3217 5433374 605.3742
1000 900 800 700 600 ] T | T
CaH70 | c7Hisgy CEHI704
# Library Score DotProd Rev-Dot PSS-Dot DeltaMass DBs Name C4H902 C6HI303
1 hr_msms_nist#2 924 932 989 931 105.091 2E 258.11,14,17.20,23.26,29,32.35- 5o
2 hr_msms_nist#2 923 933 980 934 83.0646 2E 258.11,14,17.20,23.26,29.32.35-
3 hr_msms_nist#2 921 930 975 930 105,091 2E 258.11.14.17.20.23.26.29.32.35- CsHmo2
4 hr_msms_nist#2 919 927 984 926 83.0646 2E 258.11.14.17.20.23.26.29.32.35-
5 hr_msms_nist#2 896 910 943 916 83.0646 2E 258.11,1417.2023.26.2032.35 | | 1004
6 hr_msms_nist#2 894 909 970 910 105,091 2E 258.11,14,17.20,23.26.20,32.35- T . ; ; : £ . ; , ; , , | ' , | | , | ' s
7 hr_msms_nist#2 81 903 943 908 105,091 2E 2.58.11,14,17.20.23.26.20.32.35- & % 2 150 180 il 240 A 30 3% 360 3% 2 i 480 510 540 51 600 630
s hr_mams. nist#2 2 0 954 o 50616 e 258.1114.1720.23.06.29.3235. | A+ESI Productlon (i 8 796-10.377 min, 16 scans) Frag=365.0V (666.4392[z=1] > =) PEG_M Head (o Tail MF=718 Do=821 ~ Tetrasthylene glycol monomethyl eiher
9 h_msms_nis#2 840 868 934 &70 105001 2E 25811.1417.202326203235 ) ohendioTan A S i — rieesIm a0
10 hr_msms_nist#2 837 857 899 862 105.091 2E 25.8.11.14.17.20.23.26.29.32.35- 7 Name: Tetraethylene glycol monomethyl ether
100 p209.1374 Precursor type: [M+HJ+
1 hr_msms_nist#2 816 852 888 869 88.0646 2E 258.11,14,17.20,23.26.29,32.35- Instment bine: QTOF
Instrument type: Q-
12 hr_msms_nist#2 808 841 908 844 88.0646 2E 258.11,14,17.20,23.26.29,32.35- Collision enerqy: 5
13 hr_msms_nist#2 772 813 896 817 105,091 2E 258.11,14,17.20,23.26.29,32.35- Precursor miz: 209.1384
14 hr_msms_nist 762 835 959 845 457.301 18CDEM  Tetaethylene glycol monomet Eormula: CgH2005
15 hr_msms_nist 756 834 957 849 457.301 18CDEM  Tetraethylene glycol monometl MW: 208 Exact Mass: 208.131074 CAS# 23783-42-8 NIST#: 3487143 ID#: 1266 DB: apel_msms_nist
16 hr_msms_nist 748 828 951 844 457.301 18CDEM  Tebaethylene glycol monomedt m;ﬂm Mass Spectrometry Data Center
17 hr_msms_nist 746 825 947 830 457301 18CDEM  Tetraethylene glycol monometl C5H1102 1030746 Instrument. Agilent QTOF 6530
18 hr_msms_nist 735 826 949 845 457.301 18 CDEM Tetrasthylene glycol manometl /\/O\/\ /\/O\/\ e lonization: APCI
19 hr_msms_nist 735 821 942 841 457.301 18CDEM  Tetrasthylene glycol monometl 50+ HO" O 0 ‘S'SHLE“’“EI\?;WE‘
0llIsI0n gas:
20 hr_msms_nist 733 818 939 838 457301 18 CDEM Tetrasthylene glycol monomet! Sample inlet: directflow injection
21 hr_msms_nist#2 722 776 900 780 88.0646 2E 258.11,14,17.20,23.26,29.32.35- Spectum type: MS2
hr_msms_nist#2 4.17.20, 12 35- Motes: ™ 1 micromal/L in methanolfwater/formic acid (38/2/0.1) Spec=Consensus Nreps=7/24 Mz_diff=0.5ppm Vial_ID=EL-246 Data_sc
InChiKey: ZNYRFEPBTVGZDN-UHFFFAOYSA-N Non-stereo
22 m/z Values and Intensifies:
apci_msms_nist 355.233 Hexaethyleneglycol dimethyl e iéalg%;/a\;;iar;dslgensmes
25 hr_msms_nist 695 809 457.301 18 CDEM Tetraethylene glycol monometl 450336 237 C2H50=p-CTH1604/24ppm 37
26 apci_msms_nist 691 760 355233 4E Hexaethyleneglycol dimethyl e | l | 59.0484 554 C3H70=p-C6H1404/-125ppm 2/7
27 hr_msms_nist 689 806 457301 18CDEM  Tetaethylene glycol monometl 0 Ll Ll . . : , , . , 59.0429 ”33 G3H70-p-CEH1404/4 1ppm 5/7
28 hr mame nist RRR 785 487301 1RCNFM  Tatrasthvlana alueal manamatl 70 140 210 280 350 420 490 560 630 89.0586 2274 C4HO02=p-C5H1203/124ppm 7/7
(apci_msms_nist) Tetrasthylene glycol monomethyl ether [M+~H]+ QTOF 5V P=208.1
Names / Stuctures f Hit List PlotText of Hit f Flot of Hit ]
1 Lib. Search Other Search Normes Compare Gorarian |

For Help, press F1

Tvpe of Search: MS/MS Hybrid Displayed: MS/MS Hybrid




21 top hits Mono-methyl ethers of

polyethylene glycol

{£E] NIST MS Search 2.0 (Tandem mode) - [MS/MS Hybrid, Presearch Default - 100 spectral

iR SREEE « T

7 File Search View Tools Options Window Help

NIST Hybrid Search with Filter Turned Off Shows Both Series of lons

@ T & EI 1. +ESI Product lon (rt: 10.393-10.840 min, 1 B ay
# Src.  Name 7544848 Name: +ESI Product lon (it 10.393-10.840 min, 16 scans) Frag=365.0V (754.4909[z=1] > **) PEG_MME_6.d
~ 1004 Instrumenttype: Q-TOF MS
1 A +ESI Productlon (it 10.393-10.840 min. 16 scans) Frag=365.0V (754 Precursor miz. 7544909
2 A +ESI Productlon (it 9.796-10.377 min, 16 scans) Frag=365.0V (666.4... MW: N/AID# 26 DB: Text File
3 A +ES| Productlon (rt 9.266-9.625 min, 12 scans) Frag=365.0V (578.38. Spectrum type: ms2
_ lonization: ESI
4 L +ESI Productlon (it 3.770-3.873 min. 14 scans) Fragi125.0\l (202.04... \ O 94 iz Values and Infensilies
5 L +ESIProduction rt 4.736-4.815 min, 11 scans) Frag=125.0v (262.11 o) 50.0493 42533| 600525 14.70| 710489 392| 73.0263 B8.84| 730647 37.50]
6 L +ESI Productlon (it 4.736-4.815 min, 11 scans) Frag=125.0V (262.11... H 740680 165 870443 8954| 880476 4.11| 89.0603 54441| 90.0631 2530|
7 L +ESI Productlon (1t 8.177-8.347 min, 27 scans) Frag=125.0V (222.11 80,0603 n 910641 279] 910752  4.87| 103.0760 510.89| 104.0791 29.13| 105.0806 2.35]|
: L /ESIProduclon (38278960 min. 18 scans) FageiZ5 0V (27810 w01 120757 190| 1330063 26020 100 20| 1360071 100 1360989 200)
9 L +ESIProductlon (it 8827-8.960 min. 18 scans) Frag=125.0V (273.10.. 590493 |13 o Green. n =15 M + NH4* = 754 1471018 24878 | 1481049 1850 1497068 175| 1570858 270] 1591076 491|
10 L +ESI Productlon (rt 11.552-11.610 min, 10 scans) Frag=125.0V (388 ’ ’ 1611171 14.17] 1621208  1.26| 1750967 2364| 176.0997 228| 177.1126 14327|
n L +ESI Productlon (rt 11.552-11.610 min. 10 scans) Frag=125.0V (388. 1781156 1346 1791258  255| 191.1278 2265| 1921312 223| 201.1722  1.52]
1 [ Amphetamine 2031278 160 2051434  153] 2191226  9.01] 2201263 104] 221.1385 2953
n 2221418 386| 2231539 326| 2351539  8.65] 236.1575  1.12| 263.1488 163
Names f_Structurss f Spec List 177.1126 2651648 2069 2661682 296| 2671797 207| 279.1805 6.15| 280.1836 1.01|
N n 3091910 1572| 3101941  269| 3112063 136| 3232066 581| 3632172 11.33|
hr_msms_nist hr_msms_nist#2; Ir_msms_nist: apci_msms_nist. 2374064 total spectra 2911385 w1010 3542203 224| 3672305 432| 3652430 108 3972432  752| 3982465 158
1004 111y N T 0 T o o Rt TR L ‘ 4112587 359| 4292693 129 4412691 519| 4422725  122| 4552847 282|
30 160 240 120 400 480 560 540 720 4732954 153| 4852954 368| 4862082 1.09| 499.3108 210| 517.3214  1.46]
(Text File) +ESI Product lon {tt 10.393-10.840 min, 16 scans) Frag=365.0V (754.4909[z-1] > **) PEG_MME_6.d 5293214 273| 5433371  1.56] 5613476  131] 573.3476  1.73| 587.3633  1.12]
PlotText of Search Spectrum Plat of Search Spectrum )\, Spec List J
754 484
100 54.4848
104
89.0603
50+ 59.0493 133.0863
1471018
N 1721126
. 117 9910 J:IE1 1278 2211385 2651648 309.1910 353.2172 3972432 429.2693 473.2954 517.3214 561.3476 605.3736 649.4000 L
1000 900 800 700 600 500 400 T T Coin704 T
# Library Score  DotProd Rev-Dot PSS-Dot DeltaMass DBs Name C6H1303
1 hr_msms_nist#2 879 899 984 00 176.116 2E 258.11.14.17.20.23.26.29.32.35- 50
2 hr_msms_nist#2 877 896 979 897 193143 2E 25.8.11,14.17.20,23,26,29,32 35~
3 hr_msms_nist#2 &N 896 937 904 176.116 2E 258.11.14.17.20.2326.29.32.35-
4 hr_msms_nist#2 865 886 984 885 193143 2E 25,8.11,14,17.20,23,26,29,32 35~ C3H70
5 hr_msms_nist#2 859 880 975 879 176.116 2E 25.8.11.14.17.20,23,26,29,.32 35 100+
C5H1102
6 hr_msms_nist#2 858 883 957 890 193143 2E 25.8.11,14,17.20,23,26,29,32 35~ T T T T T = T T T T T T T T T T T T T T T T r
7 h_msms_nist2 831 877 925 901 176116 2E 25811.1417.202326.29.32.35- 5 0 120 15 180 20 b 2/ 0300 330 380 90 40 4 0 480 S0 0S50 050 2060 60 680 LI
8 hr_msms._ nisté2 817 852 956 854 193.143 2E 25811.14.17.20.23.26.29.32.35- [a~+ESIProductlon (it 10.393-10.840 min, 16 scans) Frag=365.0V (754.4309[z=1] > ) PEG_| Head to Tail MF=663 Dot=764 [+ Tetraethylene glycol monomethyl ether
- - y P {Seby S6e_}_Ditte Subt 663 764K 0 00F
9 h_msms_nis#2 810 846 921 856 193143 2E 2581114172023262932.36 oot tetal —
10 hr_msms_nist#2 800 836 934 837 176.116 2E 258.11.14.17.20.2326.29.32.35- 7 Name: Tetraethylene glycol monomethyl ether
1004 CE5H1102103.0756 P M+H]-
Precursor type:
" hr_msms_nist#2 47 802 913 806 193143 2E 258,11,1417,20,23,26,29.32,35- e EE[HCD]
Instrumenttype:
12 hr_msms_nist#2 723 T 830 784 176.116 2E 25811,14,17.20.23,26.29,32.35- Collision energy. NCE=35% 14eV
13 hr_msms_nist 688 784 954 800 545352 18 CDEM Tetraethylene glycol manometl Precursor mjz: 209.1384
14 hr_msms_nist 685 784 954 799 545352 18 CDEM Tetrasthylene glycol monometl Famula: CgH05
15 hr_msms, nist 64 730 049 79 545,350 18CDEM  Tetrasthylene glycol monome MW: 208 ExactMass: 208.131074 CAS#: 23783-42-8 NIST#. 1330110 ID#: 172013 DB: hr_msms_nist
- - ' Comment NIST Mass Spectrometry Data Center
16 hr_msms_nist 678 7B 947 s 545.352 18CDEM Tetraethylene glycol monometl o) 0. Notes: Spec=Consensus Nreps=28/28 Mz_diff=1.4ppm micromol/L in waterfacetonitrile/formic acid (50/50/0.1) Vial_ID=1192 Metabolit
17 hi_msms_nist 675 776 944 796 545,352 18CDEM  Tetraethylene glycol monometl N NN /\/ \/\O/ lon mode P
18 hr_msms_nist#2 673 754 878 T 193.143 2E 25,8,11,1417,.20,23,26,29,32 35 HO o \nslm_rr]ent Thermo Finnigan Elite Orbitrap
19 hr_msms_nist 671 781 950 300 545,352 18CDEM  Tetraethylene glycol monometl 50+ ‘é’”I‘IZﬂES'NZ
. ollision gas
20 hr_msms_nist#2 668 743 871 748 193143 2E 25,8.11,14,17,20,23,26,29,32 35~ Sample inlet direct flow injection
thylene glycol monome Spectrum type: MS2
22 apci_msms_nist 650 735 738 443284 4E Hexaethyleneglycol dimethyl e InChiKey: ZNYRFEPBTVGZDN-UHFFFAQOYSA-N Non-stereo
23 hr_msms_nist 44 752 9m 7% 545352 18CDEM  Tetrasthylene glycol monometl ;g 6”452‘/3‘7“;;;”53‘:";0”5“'?6H]404ﬂD 228
4 1 =p- Oppm
24 apci_msms_nist 634 724 828 732 443284 4E Hexaethyleneglycol dimethyl e 89.0598 6285 CAH902-p-C5H1203/1.1ppm 28/28
25 apci_msms_nist 633 e 930 812 545352 18 CDEM Tetraethylene glycol monometl 103.0756 999.0 C5H1102=p-C4H1003/2.4ppm 28/28
26 hr_msms_nist#2 632 73 836 737 426.258 4E Hexaethyleneglycol dimethyl e | p209.1391 1210864 278 C5H1303=p-C4H802/4.0ppm 27/28
27 hr_msms_nist 623 759 924 805 545,352 1BCDEM  Tetraethylene glycol monometl TREaR S L I E T , ; T . ; 1258896 20 2 7128
2% hr mems nist#? /22 710 R7R 718 17R11R 2F 2RR1114172023 2R 99 17 3R 80 160 240 320 400 480 560 640 720 1330864 210.7 C6H1303-p-C3HBOZ/3 ppm 26/28
(hr_msms_nist) Tetraethylene glycol monomethyl ether [M+H]+ HCD 35% P=209.1
Names f_Strcturss [ HitList |\ PlotText of Hit / Pt it
Lib. Search Other Search MNames Compare Librarian |

[ Type of Search: MS/MS Hybrid

Displayed: MS/MS Hybrid




25 top hits Mono-methyl ethers of

polyethylene glycol

Hi Res No Precursor Identity NIST Search Filter Turned Off

] NIST MS Search 3.0 (Tandem mode) - [HiRes NoPrecursor, Presearch Default - 100 spectra] - a X
tEREREBE « 7
WFile Search View Teols Options Windew Help RE
@ %o @& EI 1. +ESi Product lon (rt: 9.266-9.625 min, 125 ®LoEavy
3 Sc. | Name ol — ﬁ?&”fmﬁ Producilon (57665625 min, 12 scans) Frag=365.0V (575.38621z=1] > ") PEG_MME _6.d
Instrument type: Q-
1 A +ESIProduct lon (it 10.393-10.840 min. 16 scans) Frag=365 0V (754 Erocurearmils 5783862
2 A +ESIProduct lon (it 9 796-10.377 min, 16 scans) Frag=365.0V (666 4 MW NJA ID# 24 DB: TextFile
3 A +ESIProduct lon {1t 9.266-9.625 min, 12 scans) Frag=365.0V (578.38.. 89.0604 Spectumtype: ms2
4 L +ESlProductlon (t 3 770-3673 min. 14 scans) Frag=125.0V (202 04 g‘:—mffs‘ and ntensiies
.
5 L +ESIProduction (rt4.736-4.815 min. 11 scans) Frag=125.0V (262.11 590494 78250| 600526 2849| 610536 166| 710482 257| 730283 663
& L +ESIProduct lon (it 4.736-4.815 min, 11 scans) Frag=125.0V (26211.. 730647 4070 740680 176 870443 8226] 880476 388| 590604 81806
7 L +ESIProduct lon (it 8.177-8 347 min. 27 scans) Frag=125.0V (22211 R 0637 3859| 910642 321| 910751 656| 1030761 786.17| 1040731 4684
¢ 1050806 362| 1130535 362| 1150751 263] 1170910 3449| 118034 261
8 L ESI Praduct lon (it 8.827-8 960 min, 18 Frag=125.0V (27810
“ESIProduction ( min. 18 scans) Frag= ; 54 1310702 2744| 1320737 182| 1330864 53016] 1340893 3716 1350979 495
N L +ESIProduction (it 8.827-5.960 min. 18 scans) Frag=125.0V (276.10. 147.1019 33158| 148.1050 2643 149.1068 23| 157.0856 135 1591017 245
10 L +ESIProductlon (t 115521110 min. 10 scans} Frag=125 0V (388 1611172 1052 1750967 19.53| 1760997 201| 1771127 18963| 1781167 17.92
1 L +ESIPraduct lon (it 11 552-11 610 min, 10 scans) Frag=125 0V (388 1791250 299 1911279 3286| 1921313 334| 20871435 115] 2191227 663
12 L Amphetamine 2011389 3983| 2221419 529| 2231538 341| 2351540 1193| 2361577 168
b ; mpheramng . i 1771127 2531647 166| 2651649 2652| 2661683 376| 2671797 192| 2791806 800
Names £ Szt 7 Ezo 2801836 137] 2831762 109] 2971909 315] 3091911 1881] 3101941 328
3112044 117] 3232066 680| 3242096 121] 3272012 131] 412171 442
fr_msms._nist, mainkib; hr_msms_nist2; I msms _nist, 2718450 tota! spectra 2211389 091911 B 3532172 1219 3542204 240| 3672327 484 3682360 103] 3712276 151
100 1 1 NP AT 972433 4552848 517.3219 3850432 401| 3972433 6.77| 3982464 134| 4112590 306 4152534 131
50 120 180 B 300 0 20 450 a0 = 4292694 477| 4302728 102| 4412669 341| 4552848 214| 4732955 G644
(TextFile) +ESI Product lon (it 9.266-9.625 min, 12 seans) Frag=365.0V (578 3862[z=1] > **) PEG_MME_6.d 4742930 185] 4852950 146| 5173219 973| 5183251  292] 5433370 | 148
PlotiText of Search Spectrum Plot of h 3. Spec List ]
100 578.3790
™ 590494 590804
1330864
50
1471019 5613492
1771127
N
, 1l 5 i 19171379 2211389 265.1649 309.1911 353.2172 3852432 411.2590 4412689 473.2955 5173219 L
1000 900 800 700 600 500 400 T | Cor1303
[ Library Score  DotProd RevDot Prob (%) PSS-Dot  DBs Name
1 hr_msms_nist#2 893 903 975 370 903 2E 2,58,11.14.17.2023.2629,32 350 oo cas0z
2 hi_msms_nist2 82 905 979 970 206 2E 2.5811,14.17.20.23.262932.35D
3 hr_msms_nist2 80 901 921 370 905 2E 2581114172023262932.350
4 hr_msms_nist#2 883 899 986 370 898 2E 2.58,11,14.17.2023,26.29,32 350
5 hi_msms_nist2 876 8 981 970 293 2E 2581114172023262032.350 | | 100 a0
& hr_msms_nist#2 e’ 887 950 970 889 2E 2.5811,1417.2023.262932.35D " , ; , . , , , ; . , , ; . , , , : . ; , , ; . \ -
7 hr_msms._nist#2 872 895 916 970 906 2E 25.8711,14,17.2023.26,29.32.35-D 60 80 100 120 140 160 180 200 220 240 260 280 320 340 360 380 400 420 440 460 480 500 520 540 560 580
s b mems nist2 [ 968 970 pasy . 258111417.90.23.2699.32.35.0 || A~ESTProductlon (1t 9266-9.626 min, 12 scans) Frag=365 0V (578 3662[z=1] = =) PEG_MI Fieadto Tal MF =657 Do 745 4 25.8,11,14,17,2023,2629.32,350 37l
9 hmsms_nis#2 835 851 a3 970 852 2E 25811,14.17.20232629.32.35D  Jeadto Tl A Sty S} ifiercs ) Sivecion = S67 4Gk a7.0F
10 hr_msms_nist#2 823 856 949 970 857 2E 25.8.1114.17.20.2326.29.32.35-D 8.11.14.17.20.23,26.29,32.35-D1 370l
n hr_msms_nist#2 783 83 929 970 835 2E 258111417.202326293235D | 1001 mﬂ% [’_“f'C*B'H"]*
Instrument type:
12 hr_msms_nist2 753 808 902 970 812 2E 2.5811,1417.20.23.262932.35D Colision enerqy NOE=65% 726V
13 hr_msms_nist 736 816 957 260 825 18 CDEM Tetraethylene glycol monomethy /\/O\/\ /\/O\/\ Precursor mfz: 578.3746
14 hr_msms_nist 732 815 956 260 830 18 CDEM Tetraethylene glyeal monomethy *) o OH Eormula: C25H52013
15 hr_msmms._nisi#2 m 7 970 m 2E 25.811.14.17.20.23.26.20.32.35D MW: 560 Exact Mass: 560.340794 CAS# 2050595032 NIST# 4572377 ID#: 762948 DE: hr_msms_nist#2
16 hr_msms_nist 725 810 951 260 827 18CDEM  Tetraethylene glycol manomethy O\/\ /\/0\/\ m%gm Mass Spectrometry Data Center
17 hr_msms_nist 713 805 L 280 810 18CDEM  Tetiaethylene glycol manomethy o o Instrument Orbitrap Fusion Lumos
18 hr_msms_nist n3 803 942 280 824 18 CDEM Tetraethylene glycol monomethy \omz_ahcn ESI
19 hr_msms_nist 711 808 948 260 827 18CDEM  Tetrasthylene glycol monomethy 504 ~_ /\/0\/\ /\/0 %ﬁgz fow i
20 hr_msms_nist 70 801 939 2860 821 18CDEM  Tetrasthylene glycol manomethy o o e fée.‘ﬁ& owinjection
2 hr_msms_nist#2 09 e 893 970 784 2E 25811.1417.2023.26.29.32.35-D Notes in formic acid (50/50/0.1); Spec=Consensus Nreps=5/5 Mz_diff=0.5ppm Vial_ID=61472 Data_sour
22 hr_msms_nist 671 791 928 260 838 18 CDEM Tetraethylene glycol monomethy InChiKey: PLQZJIDLZRWBG-UHFFFAOYSA-N Non-stereo
23 hr_msms_nist 668 769 898 260 793 18CDEM  Tetraethylene glycol manomethy %&%‘mwﬁw] A
24 hr_msms_nist 664 788 924 260 18CDEM  Tetraethylene glycol manomethy 00518 215 745 i 2/-0.7ppm 5/
5 5 600525 318 C3H7O+i=p-C22H4INO12+/-1 2ppm 5/5
26 hr_msms_nist#2 639 708 87 019 4E Hexasthylenaglycol dimethyl eth 69.0335 44  CAHS
27 hr_msms_nist g8 781 43 260 18CDEM T glycol monometh o 4 —t . . . . ; ; . 710491 28 - Gary
P hr meme nist A9 778 ana 260 IRCNFM  Tatrasthvlsna alvenl manamsth &0 120 180 240 300 360 420 480 540 730284 186 C3H502-p-CZHSINOT1/0 Oppm 55
{hr_msms_nist#2) 2.5.8.11.14.17.20.23.26 29,32 35-Dod 7-ol [M+NH4J+ HCD 65% P=5784
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