LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011986.D

Aca On 24 Jul 2019 01:07

Operator : SY/MD

Sample - K3958-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 30 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 V\METHOD\SOMVTRO72219WMA .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 1.229 40 43 51 rvB3 9045 9158 1.73% 0.183%
2 1.322 63 72 86 rvB 63371 69892 13.21% 1.394%
3 1.585 146 154 170 rVB 47601 57199 10.81% 1.141%
4 2.135 314 325 335 rBV 111694 158344 29.93% 3.159%
5 2.193 336 343 354 rVB 10626 15806 2.99% 0.315%

2.315 369 381 405 rBV 48985 103453 19.55% 2.064%
3.939 873 886 912 rBV 65077 181941 34.39% 3.630%
4.132 933 946 970 rBV 91925 228061 43.10% 4 _550%
4.402 1013 1030 1054 rVB 92574 234114 44.25% 4.671%
5.097 1228 1246 1271 rBV3 218981 529102 100.00% 10.557%

=
QO ~NO®

11 5.666 1408 1423 1444 rBV 173219 344463 65.10% 6.873%
12 5.961 1501 1515 1538 rBV2 124017 243344 45.99% 4 _855%
13 6.119 1549 1564 1584 rBV 123708 249211 47.10% 4.972%
14 7.029 1835 1847 1873 rBvV2 58712 107223 20.27% 2.139%
15 7.360 1937 1950 1966 rBV 266346 457520 86.47% 9.128%

16 7.434 1966 1973 1985 rVB2 9509 16474 3.11% 0.329%
17 7.666 2031 2045 2067 rBvV2 36206 63472 12.00% 1.266%
18 8.132 2179 2190 2217 rBV 256828 462007 87.32% 9.218%
19 8.894 2416 2427 2453 rBV 255626 426136 80.54% 8.502%
20 10.260 2840 2852 2866 rBV2 84653 132098 24.97% 2.636%

21 11.292 3162 3173 3194 rBV 260268 413750 78.20% 8.255%

22 11.579 3251 3262 3275 rBV 40110 73117 13.82% 1.459%

23 11.669 3279 3290 3313 rVB 264503 427484 80.79% 8.529%

24 12.717 3605 3616 3627 rBv4 5808 8644 1.63% 0.172%
Sum of corrected areas: 5012013
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA VA\DATA\VV072319\
VV011986.D

24 Jul 2019 01:07

SY/MD

K3958-03

25ML/MSVOA V/WATER

30 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTRO72219WMA.M

Quant Title

TIC Library

- 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 V\DATA\VV072319\
Data File : VV011986.D

Aca On 24 Jul 2019 01:07

Operator : SY/MD

Sample - K3958-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA_M
Quant Title : 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 Isopropyl Alcohol Concentration Rank 3

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

2.32 1.50 ug/L 103453 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 64
5 Formic acid, l-methylethyl ester 88 C4H802 000625-55-8 40

Abundance Scan 382 (2.318 min): VV011986.D (-369) (-) m/z 44.95 100.00%
4.0
5000
%? 528 58.9g3 7 758 2.00 220 2.40 2.60
Obrrrr e e e e e e e e m/z 43.00 24 .94%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
48.0
5000
2.00 220 2.40 2.60
m/z 41.00 9.75%
o 190 #1050 390 || 530590
miz--> 'é""1'6"'1'5"'25"'2'5"'3‘6"'3‘5"A'd"hé"é'd"é's-;"és'd"és'é"%'d"%‘s-;”'s'd”"
Abundance #295: |sopropy! Alcohol
48.0
2.00 220 2.40 2.60
5000 m/z 39.00 9.67%
o 140180 *1050 390 590
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: Isopropyl Alcohol
48.0 2.00 220 2.40 2.60
m/z 42.00 7.21%
5000
27.0
0 14‘019‘0 ‘ | 39\0\\ ! 59\'0
m/z--> 5 10 15 20 2'5 30 35 40 45 50 55 60 65 70 75 80 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011986.D

Aca On 24 Jul 2019 01:07

Operator : SY/MD

Sample - K3958-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA_M
Quant Title : 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 Ethyl Acetate Concentration Rank 1

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

4.13 3.31 ug/L 228061 1,4-Difluorobenzene 5.67
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 90
4 Ethvl Acetate 88 C4H802 000141-78-6 90
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 53

Abundance Scan 945 (4.129 min): VV011986.D (-933) (-) m/z 42.95 100.00%
43.0
5000 /\\_
S0 0 g T 4k a0 4w
Ofrprerrprrreprrrrprrerrrrprrr e e e m/z 61.00 14.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43.0
5000
3.80 4.00 4.20 4.40
29.0 m/z 45.00 13.79%
15.0 | 61.0 70.0 88.0
OW““W“PMP“MLWNW“W“‘L"PNP“J“HMW“M““W“P$P“W“
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
43.0
3.80 4.00 4.20 4.40
5000 m/z 70.00 10.40%
61.0
15.0 29.0 550 | 7?-0 88.0
Ofrrrrrprrrrrrrrrrr T T e
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 e
43.0 3.80 4.00 4.20 4.40
m/z 41.90 7.22%
5000
29.0 61.0
m/z--> 5 10 1% 20 25 30 35 40 45 50 §5 60 65 fo 75 80 85 gb 95 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011986.D

Aca On 24 Jul 2019 01:07

Operator : SY/MD

Sample - K3958-03

Misc : 25ML/MSVOA V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.58 0.88 ug/L 73117 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 80
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 3262 (11.579 min): VV011986.D (-3251) (-) m/z 57.00 100.00%
57.0
5000 41.0 /\\
70.0 83.1 .{\......l....l......
“ | | 9.0 1119 11.20 11.40 11.60 11.80
0.”,.”.“..w.”.,h..“Hn,.”JN..WW!”,”....”,t”.“ m/z 41.00 41.83%
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance #13669: 1-Hexanol, 2- ethyl—
57.0
5000 41.0
700 830 11.20 11.40 11.60 11.80
29.0 ‘ ‘ : : m/z 55.00 33.49%
98.0
R E N Y Y . LR "X
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
11.20 11.40 11.60 11.80
5000 410 m/z 43.00 32.08%
29.0
70.0 83.0
miz--> "'1'0""éd"'sb""id"'sb"'e'o'"'7'0""s'd"'gb"'ioé"iid"iéb
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0 11.20 11.40 11.60 11.80
m/z 56.00 25.65%
5000
43.0
29.0 700 830
S S S O Al
m/z--> 10 20 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072319\
Data File : VV011986.D

Acq On 24 Jul 2019 01:07

Operator : SY/MD

Sample - K3958-03

Misc : 25ML/MSVOA_V/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.32 1.5 ug/L 103453 1 5.67 344463 5.0
Ethyl Acetate 4.13 3.3 ug/L 228061 1 5.67 344463 5.0
1-Hexanol, 2-ethyl- 11.58 0.9 ug/L 73117 3 11.30 413750 5.0
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