LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110220\
Data File : VU041046.D

Aca On : 02 Nov 2020 13:28

Operator : SY/MD

Sample : L4584-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 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\SOMUTR102620WMA .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 1.527 52 58 68 rvB 5956 6439 1.77% 0.293%
2 1.607 74 83 93 rvB 32571 36709 10.07% 1.672%
3 1.922 172 181 193 rVB 24928 30778 8.44% 1.402%
4 2.469 340 351 363 rVB3 13074 20539 5.63% 0.935%
5 2.581 374 386 397 rBV 51751 83607 22.94% 3.808%
6 2.646 397 406 422 rVB 13609 25366 6.96% 1.155%
7 2.816 441 459 474 rBV2 5780 19397 5.32% 0.883%
8 3.597 693 702 713 rBV3 1840 3752 1.03% 0.171%
9 4.642 1012 1027 1045 rBvV 56561 137936 37.84% 6.282%
10 5.083 1148 1164 1181 rBB 44712 96827 26.56% 4.410%

11 5.742 1347 1369 1385 rBV2 88687 232182 63.70% 10.575%
12 6.166 1490 1501 1515 rBV2 4128 8270 2.27% 0.377%
13 6.263 1517 1531 1548 rBvV 70751 130767 35.87% 5.956%
14 6.703 1653 1668 1682 rBvV 57360 109636 30.08% 4._.993%

15 6.780 1684 1692 1703 rvv2 2382 3770 1.03% 0.172%
16 7.176 1806 1815 1824 rVB5 3060 5778 1.59% 0.263%
17 7.575 1928 1939 1958 rBB2 28726 50197 13.77% 2.286%
18 7.723 1973 1985 1995 rBB3 6521 11358 3.12% 0.517%
19 7.906 2027 2042 2056 rBvV 99359 172428 47 .30% 7.853%
20 7.977 2056 2064 2073 rVB2 2860 4407 1.21% 0.201%
21 8.186 2119 2129 2144 rBV2 19647 32116 8.81% 1.463%
22 8.639 2257 2270 2301 rBvV 210913 364510 100.00% 16.602%
23 8.790 2309 2317 2325 rVB4 2538 3874 1.06% 0.176%
24 9.420 2501 2513 2527 rBV 108579 173823 47.69% 7.917%
25 10.755 2917 2928 2944 rVB 49157 78100 21.43% 3.557%
26 10.890 2962 2970 2979 rVB2 3850 5240 1.44% 0.239%
27 11.809 3243 3256 3269 rBV 100840 157940 43.33% 7.193%
28 11.906 3280 3286 3295 rBv4 2980 3770 1.03% 0.172%
29 12.057 3323 3333 3347 rBV3 11002 19167 5.26% 0.873%

30 12.189 3363 3374 3389 rVB 104873 166924 45.79% 7.603%

Sum of corrected areas: 2195607
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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\VU110220\
Vu041046.D

02 Nov 2020 13:28

SY/MD

L4584-06

25_0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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\VU110220\
Data File : VU041046.D

Aca On : 02 Nov 2020 13:28

Operator : SY/MD

Sample : L4584-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Propane, 2-chloro- Concentration Rank 2

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

2.47 0.79 ug/L 20539 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-chloro- 78 C3H7CI 000075-29-6 78
2 Propane. 2-chloro- 78 C3H7CI 000075-29-6 53
3 Propane. 2-chloro- 78 C3H7CI 000075-29-6 9
4 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 4
5 Isobutyl chloroformate 136 C5HOCIO02 000543-27-1 4

Abundance Scan 351 (2.469 min): VU041046.D (-340) (-) m/z 43.10 100.00%
43
5000
39 63
36| | 8 2.20 240 2.60 2.80
Obrrrrrrrr e M e ety | M7z 41.10  37.17%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1007: Propane, 2-chloro-
43
5000
27 220 2.40 2.60 2.80
63 m/z 39.10 24 _.16%
o 15 365 | 49 60 | 66 B
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
- 220 240 260 280
5000 m/z 63.00 21.94%
39
15 63 78
0 12 24 30 36 4952 60 66 73 |81
T T T T T T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1009: Propane, 2-chloro- R R mma
43 220 2.40 2.60 2.80
m/z 78.10 12.62%
5000
27
63 78
39
0 121519 24 | 31 36| || 464952 5760 | 6669 73 | 81
B RARAA AL RN NUALS RSN ARARN RARRS RARLN REAL RERRY RRRANRLARN LSS RRARN RSN RERM) RELAY URRSE RSN RSN UL L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110220\
Data File : VU041046.D

Aca On : 02 Nov 2020 13:28

Operator : SY/MD

Sample : L4584-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 unknown-01 Concentration Rank 3

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

2.82 0.74 ug/L 19397 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 9
2 Ethvlamine 45 C2H7N 000075-04-7 4
3 Isopropvl Alcohol 60 C3H80 000067-63-0 4
4 Formamide 45 CH3NO 000075-12-7 3
5 Methane, nitroso- 45 CH3NO 000865-40-7 3

Abundance Scan 460 (2.819 min): VU041046.D (-441) (-) m/z 45.10 100.00%
45
5000
a1 5 240 2.60 2.80 3.00 3.20
o m/z 43.00 25.38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000 LRSS SRS RS R
240 2.60 2.80 3.00 3.20
27 m/z 41.10 10.46%
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
30
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 8.92%
45
0 15 18 z1 36 39 42
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropyl Alcohol L e
45 240 2.60 2.80 3.00 3.20
m/z 44.05 6.14%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 | | 240 2.60 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110220\
Data File : VU041046.D

Aca On : 02 Nov 2020 13:28

Operator : SY/MD

Sample : L4584-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.61 ug/L 19167 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 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
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 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3334 (12.060 min): VU041046.D (-3323) (-) m/z 57.10 100.00%
57
41
5000
83 Y A .= ) T
| || | 08 11.80 12.00 12.20 12.40
0...,....,....,....,....,...!,...'.,':...,.'!..,...!,....,....,. m/z 41.10 56.16%
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 . !"I"ﬁ'l"' ARARRANAS
43 11.80 12.00 12.20 12.40
29 70 83 m/z 55.10 37 .40%
0 18 “\ \‘ 51‘ | 63 “ " ‘\ 9\8 112
miz--> b % % 4 S0 8 7 8 90 100 110 120
Abundance
57
11,80 12.00 12.20 12,40
5000 a1 m/z 43.10 33.32%
29
70 83
o 15 51 | 63 77 98 112
m/z--> 15 ﬁo 35 Jo 55 éo 75 éo 95 160 1i0 150 Wﬂ]
Abundance #13669: 1-Hexanol, 2-ethyl- R E R ma e
57 11.80 12.00 12.20 12.40
m/z 56.10 25.85%
5000 41
70 83
ol 15 M\ M‘ 51“ 63 \‘ 77 ‘\ % 1w
m/z--> 10 20 30 40 50 60 75 éo 9 100 1io 120 11.80 12.00 12.20 12.40

SOMUTR102620WMA .M Tue Nov 03 16:03:13 2020 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110220\
Data File : VU041046.D

Acq On : 02 Nov 2020 13:28

Operator : SY/MD

Sample - L4584-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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]
Propane, 2-chloro- 2.47 0.8 ug/L 20539 1 6.26 130767 5.0
unknown-01 2.82 0.7 ug/L 19397 1 6.26 130767 5.0
1-Hexanol, 2-ethyl- 12.06 0.6 ug/L 19167 3 11.81 157940 5.0
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