LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039228.D

Aca On : 30 Jun 2020 08:14

Operator : SY/MD

Sample : L3116-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO62920WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.613 77 85 99 rvB 107744 114765 14.45% 1.537%
2 1.932 176 184 197 rVB 83465 105025 13.22% 1.406%
3 2.594 377 390 402 rBV 173171 285959 36.01% 3.829%
4 2.671 402 414 442 rVB 68707 202061 25.44% 2.705%
5 2.851 454 470 472 rBv4 7902 17276 2.18% 0.231%

3.388 625 637 646 rBv4 5520 10266 1.29% 0.137%

4.678 1020 1038 1058 rBV2 109942 393280 49.52% 5.266%
5.102 1154 1170 1191 rBV 154818 345549 43.51% 4.627%
5.424 1255 1270 1285 rVB6 11585 24632 3.10% 0.330%
5.758 1353 1374 1400 rBV3 280077 736454 92.73% 9.860%

=
QO ~NO®

11 6.279 1521 1536 1558 rBV 285734 530773 66.84% 7.106%
12 6.571 1610 1627 1650 rBV 340471 643693 81.05% 8.618%
13 6.719 1658 1673 1691 rBV3 179136 350841 44.18% 4.697%
14 7.591 1928 1944 1959 rBV 86237 153159 19.29% 2.051%
15 7.922 2032 2047 2062 rBV 318624 556941 70.13% 7.457%

16 8.202 2121 2134 2149 rBV 56047 98150 12.36% 1.314%
17 8.658 2261 2276 2310 rBvV2 389821 794149 100.00% 10.633%
18 9.436 2504 2518 2540 rBV 413128 684569 86.20% 9.166%
19 10.539 2853 2861 2878 rVB3 6194 10859 1.37% 0.145%
20 10.771 2921 2933 2952 rVB 129352 208691 26.28% 2.794%

21 11.822 3248 3260 3278 rVB 375982 602632 75.88% 8.069%

22 12.076 3328 3339 3356 rBV2 37269 71804 9.04% 0.961%

23 12.205 3366 3379 3395 rVB 319836 519075 65.36% 6.950%

24 17.375 4983 4987 5000 rVB 4878 8263 1.04% 0.111%
Sum of corrected areas: 7468866
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
VU039228.D

30 Jun 2020 08:14

SY/MD

L3116-14

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .M
TRACE VOA SOM01.0

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\VU062920\
Data File : VU039228.D

Aca On : 30 Jun 2020 08:14

Operator : SY/MD

Sample : L3116-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.08 0.60 ug/L 71804 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3340 (12.079 min): VU039228.D (-3328) (-) m/z 57.10 100.00%
57
5000 41 /L\
° 83 "'A"W"'W"”I"”
st | || | 98 112 11.80 12.00 12.20 12.40
Y N 1| O V- | ] N S e m/z 41.00 40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
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! 83 m/z 43.10 37.05%
ol 15 M\ M‘ 51“ 63 \‘ 77 ‘\ ¥ 1w
miz--> T % % 4 % % 8 % 1 10 B
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57
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43
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0 18 51 |, 63 77 %8 112
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Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.00 27 .89%
5000 a1 M
29
70 83
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11,80 12.00 12,20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062920\
Data File : VU039228.D

Acq On : 30 Jun 2020 08:14

Operator : SY/MD

Sample : L3116-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .M
TRACE VOA SOMO01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

1-Hexanol, 2-ethyl- 12.08 0.6 ug/L 71804 3 11.82 602632 5.0
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