LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112020\
Data File : VU041373.D

Aca On : 20 Nov 2020 17:39

Operator : SY/MD

Sample : L4849-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 1.607 74 83 93 rBv3 172237 193290 5.67% 3.198%
2 2.002 197 206 219 rvVB 24405 34754 1.02% 0.575%
3 2.578 374 385 399 rBV2 45672 75836 2.22% 1.255%
4 3.372 614 632 656 rBV2 154137 357170 10.47% 5.910%
5 4.684 1013 1040 1071 rBVY 1491046 3411777 100.00% 56.449%

4.822 1072 1083 1099 rVB3 15692 36176 1.06% 0.599%
5.079 1148 1163 1182 rVB 50600 115985 3.40% 1.919%
5.738 1348 1368 1395 rBV3 93583 265570 7.78% 4_.394%
6.263 1516 1531 1547 rBV 79576 146444 4._.29% 2.423%
6.552 1609 1621 1641 rVB 84502 155098 4 _55% 2.566%

=
QO ~NO®

11 6.703 1652 1668 1685 rBV 66475 124052 3.64% 2.052%
12 7.574 1926 1939 1954 rBV2 29039 51691 1.52% 0.855%
13 7.906 2029 2042 2057 rBvV 102818 174158 5.10% 2.882%
14 8.639 2258 2270 2298 rBV 164401 306677 8.99% 5.074%
15 9.420 2499 2513 2526 rBV 113187 186031 5.45% 3.078%

16 10.754 2918 2928 2942 rVB2 50911 81704 2.39% 1.352%
17 11.809 3242 3256 3270 rVB 98707 156485 4_.59% 2.589%
18 12.188 3361 3374 3388 rVB 105417 171072 5.01% 2.830%

Sum of corrected areas: 6043970
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112020\
Data File : VU041373.D

Aca On : 20 Nov 2020 17:39

Operator : SY/MD

Sample : L4849-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111620WMA _M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU041373.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112020\
Data File : VU041373.D

Aca On : 20 Nov 2020 17:39

Operator : SY/MD

Sample : L4849-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.00 1.19 ug/L 34754 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 90
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 10

Abundance Scan 205 (1.999 min): VU041373.D (-197) (-) m/z 43.10 100.00%
a3
57
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Obrrrrrerrprrreprrrerrrprerprrrprre et b et || M/ 4110 95. 24%
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Abundance #714: Butane, 2-methyl-
43
57
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29 39 m/z 42.10 85.55%
0 15 2¢ AL 5053‘ 6267 2
miz--> 05 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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43
. 160 1.80 200 220 2.40
5000 29 m/z 57.10 67.41%
39
o 1 0 26 33 5053 616467 (2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— . /|\| LI L R L |(\l TT T T
43 1.60 1.80 2.00 2.20 2.40
m/z 39.10 37 .00%
57
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112020\
Data File : VU041373.D

Aca On : 20 Nov 2020 17:39

Operator : SY/MD

Sample : L4849-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 2 Ethyl Acetate Concentration Rank 2

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

4.82 1.24 ug/L 36176 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 78
2 Ethvl Acetate 88 C4H802 000141-78-6 78
3 Ethvl Acetate 88 C4H802 000141-78-6 50
4 Ethvl Acetate 88 C4H802 000141-78-6 50
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9

Abundance Scan 1082 (4.819 min): VU041373.D (-1072) (-) m/z 43.05 100.00%
a3
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61 70 440 4.60 4.80 5.00 5.20
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- OIS Iy S GO S m/z 45.00 13.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2018: Ethyl Acetate
43
5000 RS SRS UL LN U
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0
- 61 - m/z 61.00 11.12%
15 | ‘ I 55 1 88
e L UL L L S S UL SURSLL UL L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
440 460 480 500 520
5000 m/z 70.00 10.60%
15 22 61
70 o8
e S UL L SIS SIS UL SURSLIL UL L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2015: Ethyl Acetate ,....,....{\...,.?..,...
43 4.40 4.60 4.80 5.00 5.20
m/z 42.00 7.47%
5000
29 61 70
0 '|'}?'|' '”JI""IIQ"'I'?§'IM"' l“"'l"'8F|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112020\
Data File : VU041373.D

Acq On : 20 Nov 2020 17:39

Operator : SY/MD

Sample - L4849-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 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]
(DEL) Alkane: Str... 2.00 1.2 ug/L 34754 1 6.26 146444 5.0
Ethyl Acetate 4.82 1.2 ug/L 36176 1 6.26 146444 5.0
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