LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121624\
Data File : VU@62372.D

Acqg On : 17 Dec 2024 06:28
Operator : MD/SY

Sample : P5262-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 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\SFAMUTR120924WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@62372.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 84 94 109 rBV 42759 48731 14.49% 1.706%
2 1.907 183 192 205 rBV 31181 41575 12.36% 1.455%
3 2.560 383 395 410 rBV 75745 123879 36.84% 4.336%
4 3.036 533 543 561 rBB3 11009 20923  6.22% 0.732%
5 4.628 1029 1038 1071 rBV 34144 95138 28.29% 3.330%
6 4.811 1087 1095 1113 rBV2 8109 17058 5.07% 0.597%
7 5.052 1156 1170 1195 rBV2 69674 164037 48.78% 5.742%
8 5.714 1358 1376 1406 rBvV2 128290 336263 100.00% 11.771%
9 6.242 1529 1540 1574 rBV 111189 218054 64.85% 7.633%
10 6.682 1664 1677 1696 rBV 75840 149308 44.40% 5.226%
11  7.560 1939 1950 1977 rBV2 34850 65152 19.38% 2.281%
12 7.891 2041 2053 2071 rBV 157179 281755 83.79% 9.863%
13 7.968 2071 2077 2088 rVB2 4304 7796 2.32% 0.273%
14  8.174 2132 2141 2156 rBV 20956 36770 10.93% 1.287%
15 8.627 2272 2282 2321 rBV3 122558 272368 81.00% 9.534%
16  8.788 2321 2332 2345 rVVe6 6179 11433 3.40% 0.400%
17  9.409 2514 2525 2544 rBV 152886 266703 79.31%  9.336%
18 9.692 2603 2613 2624 rBV4 7280 11932 3.55% 0.418%
19 10.077 2725 2733 2752 rBV2 14699 28487 8.47% 0.997%
20 10.746 2927 2941 2960 rBV 57762 95204 28.31% 3.333%
21 11.804 3259 3270 3291 rBV 149459 243667 72.46%  8.529%
22 12.058 3339 3349 3368 rBV2 14022 29642 8.82% 1.038%
23 12.187 3377 3389 3413 rBV 146216 246680 73.36% 8.635%
24 12.891 3601 3608 3615 rBV6 2716 3777  1.12% 0.132%
25 13.203 3695 3705 3721 rBV3 25944 40476 12.04% 1.417%
Sum of corrected areas: 2856808
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121624\

: VUe62372.D

: 17 Dec 2024 06:28

: MD/SY

: P5262-03

: 25mL/MSVOA_U/WATER

: 47  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR120924WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121624\
Data File : VU@62372.D

Acqg On : 17 Dec 2024 06:28
Operator : MD/SY

Sample : P5262-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR120924WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.058 0.61 ug/L 29642 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 3349 (12.058 min): VU062372.D\data.ms (-3339) (- m/z 57.00 100.00%
57.0

5000 41.0 A\A
e
| ‘ 9791120 12.00
oHwW‘_‘Hm"_HJW‘MWm‘ww,mww m/z 41.00  44.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 U !
41.0 12.00
83.0 m/z 55.00  29.68%
H ‘ ‘ 9801120
OH‘\H\‘HH‘HH‘H\\‘\HMHH“HH‘\LH‘H\\‘\\\\’1\\\‘\\]-\3\9\()\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
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I
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5000 ITI/Z 70.00 28.37%
o
0‘w‘HW‘Hw‘uw‘H‘_Hl_HWMH‘M‘H_‘H_‘H,HH‘HH‘H‘
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Abundance #15692: 1-Hexanol, 2-ethyl- — ‘N ‘
57.0 12.00
m/z 82.90 27.48%
5000 41.0
27.0 83.0
L1l ‘ \‘ ‘\ %89 1120 |
O bttt ek e Co
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121624\
Data File : VU@62372.D

Acqg On : 17 Dec 2024 06:28
Operator : MD/SY

Sample : P5262-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR120924WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Acetic acid, 2-ethylhexyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.203 0.83 ug/L 40476  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 91
2 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 90
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 80
4 3-Methylheptyl acetate 172 C10H2002 072218-58-7 78
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 59
Abundance Scan 3705 (13.203 min): VU062372.D\data.ms (-3695) (-  m/z 42.90 100.00%
42.9 70.0
5000
1 ——
‘ h a9 1121 13.00 13.50
ol :‘u‘”“m“_w!wm‘_m_ m/z 70.00  90.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #47061: Acetic acid, 2-ethylhexyl ester
43.0 70.0
5000 S ——
13.00 13.50
m/z 55.00 49.88%
‘ ‘ 4 112.0
0 \1\5‘\-(‘)\‘\‘\ \“‘1 T \‘\“‘\ iH\“‘\ T \7\.0\ \”‘ T \‘! T ‘1\2\9\.0\ [RULE
miz--> 20 40 60 80 100 120 140 160
Abundance #47060: Acetic acid, 2-ethylhexyl ester
70.0
43.0 i
—— ——
13.00 13.50
5000 m/z 57.00 45.48%
112.0
0 15'0 “ “‘\ H‘\ ‘ HH\“\ 70 Im “\ 1290 1540
e S L e e
miz--> 20 40 60 80 100 120 140 160
Abundance #47062: Acetic acid, 2-ethylhexyl ester /\“ “ —
43.0 70.0 13.00 13.50
m/z 41.00 32.19%
5000
112.0
15.0 ‘ ‘
0H‘\‘\‘;‘\\“‘1H”\“‘\;H\“w“!‘\H”‘H‘M‘HH‘HH‘\ /‘\‘ . T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121624\
Data File : VU@62372.D

Acqg On : 17 Dec 2024 06:28
Operator : MD/SY

Sample : P5262-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR120924WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Hexanol, 2-et... 12.058 0.6 ug/L 29642 3 11.804 243667 5.0
Acetic acid, 2-... 13.203 0.8 ug/L 40476 3 11.804 243667 5.0
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