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GC/MS AMDIS Analysis

@ MIST M5 Search 4.0 (Any mode) - [agilent hydrogen test file, El, nHits=138] — (=] *
B File View Window Help - a8 ¥
s %
Reload on Startup  Highlight Score  »=800 -~ Filter Score Mone ~ Max2Med Al ~ Merge Duplicate ID  <=1.0sec ‘
Abundance TIC Name: Component at scan 1260(3.954 mi
91 MW: N/A ID# 25008 DBE: Text File
1004 Se I e cte d @ 100+ | Comment |SC1260|CN218|MP1-MODN:9° |
51 m/z Values and Intensities:
GC e Q
so] uery
‘ 43 1
i Name: m-Xylene
501 Formula: CgH1g
_| 5e+06 MW: 106 Exact Mass: 106.0782504 CAS#
Contributor: Chemical Concepts
ZLXZYQVIEFR-UHFFFAQY
- E and Intensities:
lerar 27 60] 28 8| 29 -
y 36 Tr| 37 10| 38 2
41 17] 42 Tr| 43
I 45 Ir] 46 Tr| 48 Tr| 49 !
o o] o o 100 a1 51115| 52 54| 53 30| 54
0+, a Pa o 09 S oo | Lo P o @ o T & 57 Tr| 58 Tr| 59 Tr| 60
0 1 2 3 4 5 6 7 8 50 100 62 26| 63 64| 64 12| 65 ¢
7 = 67 1] 72 Tr|] 73 3| 74 1t
T i [a.Compon|Head o T<[wm-Xylent or v L2 A 2 2 Ak
fmun Head to Tail /i Sie by Side J, Differsnce —_—
# Scan RT Score Score(no... Do.. RM.. Prob Abun.. AbUnceriPct #peaks LibID Widt.. nS.. #.. Pur. Max2_. LbRI Sum.. Lib Formula Dbs
66 1065 34107 944 944 958 965 100 350 253 67 Tetrachloroethylene 13 1 21 620 624 815 712 repl_. C2CH 32
67 1066 34132 888 888 930 8% 92 162 72 77 Propane. 1.3-dichl... 13 1 29 280 4995 780 294 repl.. C3HGECI2 19
68 1106 35251 937 937 983 938 94 888 11 37 Methane. dibromo... 14 1 33 530 434 800 346 repl.. CHBr2ClI 21
69 123 35697 448 448 370 452 7 1.02 144 104 2.15-Heptadecadi... 1 1 98 90 126 1985 13.08 C20H380
70 1128 35864 921 921 987 924 86 826 09 33 Ethane. 1.1-dibro... 14 1 25 520 768 709 244 repl.. C2H4Br2 15
71 1157 3.6665 376 376 244 503 7 0.0137 570 eth_.. 7 1 15 13 75 1959 881 mai... C/HBN4S
72 1208 3.8095 381 381 91 515 6 0113 462 ] . L 2- 7 1 4 19 96 1040 848 mai_. C/H1002
73 1218 3.8365 950 950 968 958 100 333 03 H I t L I St o 13 1 28 800 1249 851 321 repl. CBH5CI 33
74 1232 38762 917 917 957 919 98 200 06 -tetr__ 14 1 34 640 322 869 635 mai_. C2H2CH 20
75 1238 3.8929 953 953 982 953 67 496 01 42 Ethylbenzene 13 1 35 810 999 855 223 vrepl.. C8HI0 35 |
— * 76 1260 3.9540 953 953 985 953 32 100 02 51 m-Xylene 13 1 41 890 1249 866 274 repl. C8HI0 32
77 1295 40513 466 466 287 557 14 0.0950 481 75 2-Undecenal. E- 8 1 32 19 103 13656 1078 mai.. C11H200 18
78 1303 40736 353 353 264 664 11 0.0478 437 22 Benzeneethanol. ... 12 1 4 11 35 1401 732 mai.. C8HIBrO
79 1317 41118 854 854 852 854 100 0.136 26 7 Ethane. 2-bromo-1_.. 14 1 6 21 55 858 196 repl.. C4H9BrO2 9
80 1336 41648 203 9203 877 903 38 404 186 40 m-Xylene 13 1 28 430 1427 866 254 repl.. C8H10 32
81 1337 4.1681 945 945 975 950 34 670 102 65 p-Xylene 14 1 35 630 1665 865 325 repl. C8H10 32 St r u ct u re
82 1338 41695 913 913 928 920 47 385 205 41 Styrene 14 1 13 450 999 893 399 vrepl. C8H8 41
83 1367 42518 452 452 335 452 15 0658 248 104 5.8.11.14-Eicosate__ 10 1 103 52 83 2634 2034 mai_. C23H320_. 7
84 1372 42666 948 948 948 951 88 968 08 35 Methane. tribromo- 13 1 26 540 50.0 892 337 repl.. CHBr3 25
Lib. Search Other Search Mames Compare I Librariar Chromatogram

Standard mix

NIST Mass Spectrometry Data Center



Low Resolution El with AMDIS
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High Resolution El with AMDIS
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High resolution improves spectrum deconvolution
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LC/All MS2 — Orange Juice
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XIC Analyzer — Connect MS2 Spectra to MS1
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G.Wang et al. “An XIC-Centric Strategy for Improved Identification and Quantification in Proteomic Data Analyses”
Journal of Proteome Research (2024)

NIST Mass Spectrometry Data Center



Orange Juice - LC/MS-MS - XIC + Filter

@ MIST M5 Search 4.0 (&ny mode) - [2025-0410_18_p_0J_MeOH_Met_Lumeos_HCD30_mz80-1200_C18_C5H_30min_10ul, M5/MS, nHits=5112]
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MS/MS Spectra: 30 sec Interval
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After XIC Analysis
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Orange Juice
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