LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111720\
Data File : VvU041287.D

Aca On 17 Nov 2020 17:55

Operator : SY/MD

Sample : L4740-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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\SOMUTR111620WMA .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 1.363 3 7 19 rVB3 7391 8593 2.35% 0.344%
2 1.604 74 82 94 rvVB 35139 40024 10.96% 1.601%
3 1.697 106 111 120 rBvV 2925 3796 1.04% 0.152%
4 1.922 172 181 191 rVB 30163 38145 10.44% 1.526%
5 2.578 372 385 398 rBV 56779 93694 25.65% 3.747%
6 2.658 400 410 435 rvB2 6910 18821 5.15% 0.753%
7 4.655 1014 1031 1071 rBvV 52579 180808 49.50% 7.231%
8 4.825 1071 1084 1103 rvB2 16928 39933 10.93% 1.597%
9 5.083 1149 1164 1184 rBV 55160 120035 32.86% 4 .800%
10 5.739 1348 1368 1395 rBv2 105175 273566 74.89% 10.941%

11 6.263 1518 1531 1548 rBvV 86028 160704 44.00% 6.427%
12 6.703 1655 1668 1687 rBV 73497 139976 38.32% 5.598%

13 7.575 1927 1939 1952 rBV 32970 56948 15.59% 2.277%
14 7.906 2028 2042 2055 rBV 117744 203559 55.73% 8.141%
15 7.976 2055 2064 2073 rVB2 3462 5858 1.60% 0.234%
16 8.185 2119 2129 2144 rBV2 23377 37464 10.26% 1.498%
17 8.639 2258 2270 2295 rBV 204350 365271 100.00% 14.608%
18 8.790 2308 2317 2328 rVB4 3934 5966 1.63% 0.239%
19 9.420 2501 2513 2529 rBvY 130855 213466 58.44% 8.537%
20 10.754 2913 2928 2941 rBV 56089 88532 24.24% 3.541%
21 11.809 3244 3256 3269 rVB 111676 175175 47 .96% 7 .006%
22 12.057 3320 3333 3349 rBv4 13768 25706 7.04% 1.028%
23 12.188 3362 3374 3387 rVB 117415 184418 50.49% 7.375%
24 12.767 3546 3554 3561 rBvV4 2559 3660 1.00% 0.146%
25 12.880 3581 3589 3603 rVB3 12101 16371 4._.48% 0.655%
Sum of corrected areas: 2500489
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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\VU111720\
Vu041287.D

17 Nov 2020 17:55

SY/MD

L4740-11

25_0mL/MSVOA U/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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\VU111720\
Data File : VvU041287.D

Aca On 17 Nov 2020 17:55

Operator : SY/MD

Sample : L4740-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 1 Ethyl Acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.83 1.24 ug/L 39933 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 83
4 Ethvl Acetate 88 C4H802 000141-78-6 74
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1085 (4.829 min): VU041287.D (-1071) (-) m/z 43.05 100.00%
43
5000
| 6|1 70 88 440 4.60 4.80 5.00 5.20
O'W“P“Wmﬁ“”W”P“W“WJ“”“PWP”W”W””LJW”W””W“P”W“ m/z 45.05 15.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000 SRR SRS UL U
440 4.60 4.80 5.00 5.20
0,
29 61 1 m/z 61.10 13.04%
10 26 33 58 74 88
miz> 5 10 15 20 25 30 35 40 45 80 85 60 65 70 75 80 8 90 96
Abundance
43
440 460 4.80 500 520
5000 m/z 70.10 9.49%
15 2 61
o 19 26 0 88
S AL ARRN LARAN AL KAL) RALE) RALKN RLALN LA RLLLS LAKE) RARE) ARA LRRMN LAAA LAY ALY RLAS) ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate T BRamn B
43 440 460 4.80 5.00 5.20
m/z 42.00 8.24%
5000
29 61 4o
o 118 26 | i 57| 174 g3 88
IR 1 oottt B Dy g gt s gy o8
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111720\
Data File : VvU041287.D

Aca On 17 Nov 2020 17:55

Operator : SY/MD

Sample : L4740-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .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 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.73 ug/L 25706 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 1-Octyn-3-ol, 4-ethyl- 154 C10H180 005877-42-9 37
Abundance Scan 3334 (12.060 min): VU041287.D (-3320) (-) m/z 57.10 100.00%
57
5000 41
70 83
I ‘| | | 98 11.80 12.00 12.20 12.40
Ol el bl il ll U Tm/z 41.10  46.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
29 ! 83 m/z 55.10 35.73%
98
ok 25 L s es L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 43.10 31.24%
43
29 70 83
0 18 51 |, 63 77 %8 112
RIS U SO SO SURIL IURIL S SO IULIR SURIL UL AL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.10 26.72%
5000 41
29
70 83
0...,.%?.,....,....,....?%...,??..,..7?,....,..?ﬁ....%%%..,. | S U N,
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\VU111720\
Data File : VvU041287.D

Acq On 17 Nov 2020 17:55

Operator : SY/MD

Sample : L4740-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.83 1.2 ug/L 39933 1 6.26 160704 5.0
1-Hexanol, 2-ethyl- 12.06 0.7 ug/L 25706 3 11.81 175175 5.0
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