LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039193.D

Aca On 29 Jun 2020 16:00

Operator : SY/MD

Sample : L3104-08

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 95 rvB 86545 95776 7.18% 1.202%
2 1.932 176 184 197 rVB 88380 111484 8.36% 1.399%
3 2.594 378 390 402 rBV 158299 261287 19.59% 3.280%
4 2.671 402 414 450 rvB2 92929 299071 22.43% 3.754%
5 2.864 450 474 475 rBvV8 20100 55037 4.13% 0.691%

4.674 1019 1037 1057 rBV2 160906 519416 38.95% 6.520%
5.102 1150 1170 1196 rBV 177223 400169 30.01% 5.023%
5.758 1352 1374 1400 rBV3 316124 846185 63.45% 10.621%
6.279 1522 1536 1555 rBvV 288930 532719 39.94% 6.687%
6.555 1612 1622 1633 rBV3 8322 14326 1.07% 0.180%

=
QO ~NO®

11 6.719 1656 1673 1690 rBvV2 207862 407909 30.59% 5.120%
12 7.591 1932 1944 1958 rBV 84772 145083 10.88% 1.821%
13 7.922 2033 2047 2062 rBV 345435 590315 44.26% 7.410%
14 8.201 2122 2134 2152 rBV 56759 97585 7.32% 1.225%
15 8.658 2261 2276 2316 rBV2 664432 1333637 100.00% 16.740%

16 8.951 2356 2367 2383 rBvV2 7484 18518 1.39% 0.232%
17 9.433 2503 2517 2539 rBvV 410314 680490 51.03% 8.542%
18 10.771 2921 2933 2949 rBV 174487 282586 21.19% 3.547%
19 11.822 3243 3260 3277 rBV 376223 607624 45.56% 7.627%
20 12.076 3330 3339 3356 rBV3 35360 66293 4.97% 0.832%

21 12.205 3367 3379 3393 rVB 368210 601251 45.08% 7.547%

Sum of corrected areas: 7966761
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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\
VU039193.D

29 Jun 2020 16:00

SY/MD

L3104-08

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 : VU039193.D

Aca On 29 Jun 2020 16:00

Operator : SY/MD

Sample : L3104-08

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 1 Isopropyl Alcohol Concentration Rank 3

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

2.86 0.52 ug/L 55037 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 473 (2.861 min): VU039193.D (-450) (-) m/z 45.00 100.00%
45
3 %1, . " 260 280 3.00 320
ok e e e e A H e e e e e m/z 43.00 13.15%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
27 m/z 41.05 8.64%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 42.00 7.35%
15 19 2T 3 3g 41 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 39.00 6.30%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039193.D

Aca On 29 Jun 2020 16:00

Operator : SY/MD

Sample : L3104-08

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 3 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.08 0.55 ug/L 66293 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 83
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3340 (12.079 min): VU039193.D (-3330) (-) m/z 57.10 100.00%
57 d
5000 41
70
‘ | | 8 11.80 12.00 12.20 12.40
98 . . . )
51 112
o...,....,....,....|;!...,~.':..-,...-:|,'!..77,:|!..,...!~,....,:...,. m/z 41.00 43.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.80 12.00 12.20 12.40
29 70 83 m/z 55.10 38.61%
S S - -
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 41 m/z 43.00 32.00%
29 0 8
o 15 51, 63 77 %8 112
miz--> 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 70.00 27 .17%
5000 41 A
29
70 83
o N 1 N -4 :,??..‘l..??,.h..,.. ?F,....%%?. - S VN
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 : VU039193.D

Acq On 29 Jun 2020 16:00

Operator : SY/MD

Sample - L3104-08

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]
Isopropyl Alcohol 2.86 0.5 ug/L 55037 1 6.28 532719 5.0
1-Hexanol, 2-ethyl- 12.08 0.6 ug/L 66293 3 11.82 607624 5.0
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