LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42321\
Data File : VU@43288.D

Acqg On : 23 Apr 2021 13:58
Operator : SY/MD

Sample 1 M2127-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO41521WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@43288.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 68 82 91 rBV 28510 36648 6.75% 1.035%
2 1.922 172 181 193 rVB 28092 36071 6.64% 1.018%
3 2.575 370 384 399 rBV 71083 118753 21.87%  3.353%
4 2.803 445 455 464 rVB2 4357 7425 1.37% 0.210%
5 3.054 524 533 546 rVB5 3705 7007 1.29% ©.198%
6 3.372 619 632 654 rVB2 10564 27983 5.15% 0.790%
7 4.504 975 984 991 rBV6 3144 5678 1.05% 0.160%
8 4.655 1013 1031 1060 rBV 64694 224309 41.31% 6.332%
9 5.073 1144 1161 1186 rBV 80225 181808 33.49% 5.133%
106 5.735 1346 1367 1386 rBV2 141639 380196 70.03% 10.733%
11  6.256 1514 1529 1548 rBV 132696 248890 45.84% 7.026%
12 6.700 1652 1667 1684 rBV 95841 184867 34.05% 5.219%
13 7.575 1927 1939 1955 rBvV2 40913 71346 13.14% 2.014%
14 7.722 1971 1985 2001 rBV2 33653 64372 11.86% 1.817%
15 7.906 2029 2042 2057 rBV 164845 280213 51.61% 7.911%
16 8.189 2118 2130 2143 rBV 27308 45154 8.32% 1.275%
17 8.263 2143 2153 2168 rBV 30362 49940 9.20% 1.410%
18 8.645 2255 2272 2302 rBV2 266440 542937 100.00% 15.328%
19 9.349 2482 2491 2502 rBV2 6619 10362 1.91% 0.293%
20 9.423 2502 2514 2529 rBV 200714 323842 59.65% 9.142%

21 10.764 2920 2931 2944 rBV2 76666 120504 22.19%
22 11.819 3246 3259 3273 rBV 186698 294006 54.15%
23 12.066 3325 3336 3348 rBv4 8563 14643 2.70%
24 12.201 3362 3378 3391 rBV 163038 265264 48.86%
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Sum of corrected areas: 3542218
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 4

LSC Report - Integrated Chromatogr

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe42321\

VU043288.D
: 23 Apr 2021 13:58
: SY/MD
: M2127-17
: 25.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO41521WMA.M
: TRACE VOA SFAM1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue42321\
Data File : VU@43288.D

Acqg On : 23 Apr 2021 13:58

Operator : SY/MD

Sample : M2127-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO41521WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

7722 129 ug/L 64372 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 83
2 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 83

3 4-Piperidinone, 1-methyl- 113 C6H11NO 001445-73-4 50
4 4-Piperidinone, 1-methyl- 113 C6H11NO 001445-73-4 50
5 Pyrrolidine, 1l-acetyl- 113 C6H11NO 004030-18-6 50
Abundance Scan 1985 (7.722 min): VU043288.D\data.ms (-1971) (-) m/z 43.00 100.00%
43.0
5000 70.0 113.0
95.0 AR
‘ M 5 4’ 7.40 7.60 7.80 8.00
O preerprerr e bl il m/z 113,00 48.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
5000 L L LR B B
70.0 113.0 7.40 7.60 7.80 8.00
m/z 55.00 46.33%
27.0 95.0
0 H‘lﬁ}-\o\’\\\‘}“‘\\\\‘i‘!i\\‘?\{.\?\\\‘\“‘HH‘\H\‘H‘H’HH‘\M\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
S i WY SR
7.40 7.60 7.80 8.00
5000 m/z 70.00 45 .50%
113.0
70.0
27.0 ‘ 95.0
0“_‘HV‘MMHHHM‘MEVEHNMMHW‘H‘ﬂ»‘w‘uwwu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6940: 4-Piperidinone, 1-methyl- R R R
43.0 7.40 7.60 7.80 8.00
m/z 95.00 22.06%
113.0
5000 70.0
27.0
ol 140 il 56.0 840 980 || A
e e e e e e e R A SUREREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42321\
Data File : VU@43288.D

Acqg On : 23 Apr 2021 13:58
Operator : SY/MD

Sample : M2127-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO41521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Methoxyethyl 2,2,3,3,4,4,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.263 0.77 ug/L 49940  Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methoxyethyl 2,2,3,3,4,4,4-hep... 272 C7H7F703 1000352-01-4 64
2 Methylal 76 C3H802 000109-87-5 40
3 Methylal 76 C3H802 000109-87-5 40
4 2-Methoxyethyl 2,2,3,3,3-pentafl... 222 C6H7F503 1000351-98-0 38
5 2-Butanol, 4-bromo-3,3,4,4-tetra... 224 C4HS5BrF40 074646-39-2 36

Abundance Scan 2153 (8.263 min): VU043288.D\data.ms (-2143) (-) m/z 45.00 100.00%

45.0
5000
130.9 R RRRURE
‘ 99‘.9 7 1688 218.9 8.00 8.20 8.40 8.60
Ovreprrrpbepititl et fro b e e /20 68,900 27.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #121414: 2-Methoxyethyl 2,2,3,3,4,4,4-heptafluorobutanc
45.0
5000 \/(\\\‘\\\\‘\\\\‘\\\\‘\\\\
8.00 8.20 8.40 8.60
m/z 43.00 24.81%
15.0 100.0 1690
ol A | 1310 \ 241.0271.(
\\\\‘\\\\‘HH[HH‘\\H‘HH[H\\‘H\\‘\H\‘\H\‘HH’HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #933: Methylal
45.0
Sl e
8.00 8.20 8.40 8.60
5000115 ¢ 75.0 m/z 130.90 11.63%
O"w“‘m“‘“w‘m‘H‘“""‘H‘“""""‘“‘H"m_m,‘m‘mwuu,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #934: Methylal e
45.0 8.00 8.20 8.40 8.60
m/z 99.90 9.70%
5000 75.0
O"H‘w“‘“w‘m‘H‘“""‘H‘“""""‘“‘H"m“m,‘m‘mwuu, T AT
m/z--> 20 40 60 80 100120140160180200220240260 8.00 8.20 8.40 8.60

SFAMUTRO41521WMA.M Mon Apr 26 17:37:12 2021 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42321\
Data File : VU@43288.D

Acqg On : 23 Apr 2021 13:58
Operator : SY/MD

Sample : M2127-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO41521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Furan, tetrahyd... 7.722 1.3 ug/L 64372 1 6.256 248890 5.0
2-Methoxyethyl ... 8.263 0.8 ug/L 49940 2 9.427 323842 5.0
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