LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 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\SOMUTRO81920WMA .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 17 rVB2 24674 24605 6.15% 0.670%
2 1.494 43 48 56 rvB 6791 6670 1.67% 0.182%
3 1.604 71 82 90 rBv3 51635 67629 16.90% 1.840%
4 1.668 96 102 108 rBV3 3826 6376 1.59% 0.174%
5 1.922 172 181 191 rVB 40278 54057 13.51% 1.471%
6 2.002 199 206 216 rvB2 14128 19430 4 .86% 0.529%
7 2.256 276 285 293 rVB2 13996 19221 4 .80% 0.523%
8 2.578 375 385 398 rBV 59139 97207 24.29% 2.645%
9 2.658 398 410 437 rVB2 20810 53349 13.33% 1.452%
10 2.845 442 468 520 rBvV2 51339 363577 90.86% 9.894%
11 3.150 554 563 575 rVB4 5141 11262 2.81% 0.306%
12 3.385 625 636 651 rvB4 5109 12638 3.16% 0.344%
13 3.890 772 793 811 rBV 59254 144379 36.08% 3.929%
14 4.526 975 991 1005 rVB3 4937 13210 3.30% 0.359%
15 4.652 1015 1030 1053 rBvV 61457 163370 40.83% 4.446%
16 4.825 1070 1084 1100 rvv2 24798 54528 13.63% 1.484%
17 5.086 1148 1165 1179 rBvV2 66037 144104 36.01% 3.921%
18 5.591 1313 1322 1338 rVB4 2528 5554 1.39% 0.151%

19 5.742 1348 1369 1398 rBV2 126678 340771 85.16% 9.273%
20 6.263 1517 1531 1552 rVB 96490 180833 45.19% 4.921%

21 6.510 1595 1608 1625 rBV2 23526 47292 11.82% 1.287%
22 6.703 1655 1668 1683 rVvB2 78915 151373 37.83% 4._.119%
23 7.468 1897 1906 1918 rVB3 6289 10873 2.72% 0.296%
24 7.575 1923 1939 1952 rBV2 41493 71415 17.85% 1.943%
25 7.722 1974 1985 1999 rVB2 19137 34245 8.56% 0.932%
26 7.906 2030 2042 2057 rVvVv 145233 244166 61.02% 6.644%
27 8.185 2119 2129 2144 rBV3 27765 47811 11.95% 1.301%
28 8.639 2257 2270 2294 rBV 231719 400151 100.00% 10.889%
29 8.931 2348 2361 2375 rBV6 2562 5929 1.48% 0.161%

30 9.420 2499 2513 2531 rBvV 153034 249744 62.41% 6.796%

31 10.754 2916 2928 2942 rBV3 62103 101864 25.46% 2.772%

32 11.468 3139 3150 3160 rVB3 4395 7125 1.78% 0.194%
33 11.806 3243 3255 3270 rVB 148262 226515 56.61% 6.164%
34 12.050 3322 3331 3345 rBvV 22237 35666 8.91% 0.971%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO81920WMA .M
TRACE VOA SOMO1.0

35 12.185 3361 3373 3386 rBV 152035 241915 60.46% 6.583%

36 13.201 3682 3689 3696 rVB6 4222 5989 1.50% 0.163%
37 15.465 4384 4393 4401 rBv4 6640 9977 2.49% 0.271%
Sum of corrected areas: 3674820
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample - L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR081920WMA .M
TRACE VOA SOM01.0

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU039935.D
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200000

9.42 K
150000 7.91 1181 12

100000

10.75
50000 7.57

L A“IQWJL 8/\1j | os L | me il

T L e e s e e e L e e Ee e e e e L s e e s e LA A mie T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU039935.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethane, 1,1-difluoro- Concentration Rank 7

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

1.36 0.68 ug/L 24605 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 78
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 64
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 64
4 Propiolonitrile 51 C3HN 001070-71-9 4
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 1

Abundance Scan 6 (1.359 min): VU039935.D (-3) (-) m/z 51.00 100.00%
51
65
5000
39 45 R N
|ﬁ||| 1.40 1.50 1.60 1.70 1.80
Obrrrrrrrprrerprrer e e e m/z 64.90 62.27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 LS R A U I
1.40 150 1.60 1.70 1.80
o7 47 m/z 44.90 23.12%
o 2 121519 24 3y M 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
65 1.40 150 1.60 1.70 1.80
5000 m/z 43.95 22 .45%
47

27131 4044

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro- R A Bamas e
51 1.40 1.50 1.60 1.70 1.80
m/z 46.95 22 .33%
5000 es
47
23 il 62,
O e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

2.00 0.54 ug/L 19430 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 80
2 Butane. 2-methvl- 72 C5H12 000078-78-4 59
3 Butane. 2-methvl- 72 C5H12 000078-78-4 50
4 1-Butene 56 C4H8 000106-98-9 9
5 3-Buten-1-ol 72 C4H80 000627-27-0 9

Abundance Scan 205 (1.999 min): VU039935.D (-199) (-) m/z 41.95 100.00%
57
5000
3 51 ‘ 60 72 77 1.60 1.80 2.00 2.20 2.40
S ——r 11V Y| .10 ST m/z 41.00 97.28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 ¥ m/z 42.85  94_.94Y%
0 15 Zé LU 5053‘ 62 67 '
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 56.90 67 .86%
39
o 1 5 26 33 5053 | 6164 68 /2
B A LA AR RANEE RRAL LAEL) RANE) NALE) ALALA LAAAS RARRN RANENRRLLY LALE) RANL) ARSI MAARA LN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2-methyl- N RN SR F S
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 38.95%
57
5000 27
39
15
0 2 1] 0 ! \ 5053‘ 7\2
m/z--> 0 5 10 1% 20 25 30 35 40 45 50 55 eb 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 2-Butyne Concentration Rank 9

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

2.26 0.53 ug/L 19221 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvne 54 C4H6 000503-17-3 86
2 2-Butvne 54 C4H6 000503-17-3 86
3 1-Butvne 54 C4H6 000107-00-6 78
4 2-Butvne 54 C4H6 000503-17-3 78
5 1,2-Butadiene 54 C4H6 000590-19-2 78

Abundance Scan 286 (2.260 min): VU039935.D (-276) (-) m/z 54.00 100.00%
s4
5000
39 o IREBERAREE SRS RN S
64 78 2.00 2.20 2.40 2.60
o........,....,....,....,....,....,....,....,:.H.l,....,.‘.‘ﬁ“l..;....,...:,....,....,.:-..,....,.. m/z 53.00 40.44%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #140: 2-Butyne
54
5000 27
2.00 2.20 2.40 2.60
39 50 m/z 50.90 27 .12%
0 35”‘ 44 \‘ [
BARRRRRRS RRARY RARRN SRS SLAS) BEREN RAREA SRASA RERRA URRA KRNI SRARI RARLA BRREEAARAE LRSS RARRAMARMA RN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
54
A S RARAS AR naa s e
2.00 2.20 2.40 2.60
5000 27 m/z 50.00 25.75%
39 50
o 1 15
BALLRALLY ALY RALSAARRN LEAR RALS LALANRALAN LARLN KAL) ALY LLAK) AR RARE) ALAY LAY RALSY LAAS) LAl
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #141: 1-Butyne
39 54 2.00 2.20 2.40 2.60
m/z 38.85 22 .59%
5000
27 50
15 ‘
0'“““P“P“W“4”W““me“'mi““WJPLh“W”W””W”P“W“W“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.84 10.05 ug/L 363577 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 86
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 72
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40

Abundance Scan 466 (2.838 min): VU039935.D (-442) (-) m/z 45.00 100.00%
45
5000
a1 260 2.80 3.00 320
59
Obrprerr e e ety e || M7z 43.00 21.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
m/z 40.90 8.62%
15 19 Zf 31 ggél 53 59
U e e LA AN RAAY RAARA SAANS SAAR) NALS LAY AR) RAALA RLLN LAY AR ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 38.90 7.65%
1519 23 3841 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: Isopropyl Alcohol
45 2.60 2.80 3.00 3.20
m/z 42.00 5.38%
5000
7
1‘5 1‘9 31 gg4l 59
) S S AR Tt I S D
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO081920WMA .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 5 Ethyl Acetate Concentration Rank 3

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

4.83 1.51 ug/L 54528 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 78
3 Ethvl Acetate 88 C4H802 000141-78-6 64
4 Ethvl Acetate 88 C4H802 000141-78-6 42
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1085 (4.829 min): VU039935.D (-1070) (-) m/z 43.00 100.00%
a3
5000
61 4
10, | | ! 88 440 4.60 4.80 500 5.20 '
Ofrprrrrprerrprrrr e T Ty m/z 45.00 16.67%
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
440 4.60 4.80 500 5.20
0
29 61 1 m/z 61.00 14 _.57%
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 70.00 9.15%
29 61
o 1518 26 57 07, g3 88
L LAY KN LARAN MRS RLAKY KAL) ALLY RARL) LRSS ALY RARR) KRS ARA) NLAAS ALAA RLAAY LAARNRAAS! LA
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 T B B
43 440 4.60 4.80 500 5.20
m/z 41.80 8.73%
5000
15 2 61 70
0 w"“l“"L'%?'“'?ﬁ'L"“l'"' - '""|'“'l“"v"w"“l'”'l“"v"w'ﬁgl“'w'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 6 Propane, 2-methyl-2-(1-meth... Concentration Rank 4

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

6.51 1.31 ug/L 47292 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 83
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 64
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 50
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 36
5 1-Methyl-3-pyrrolidinol 101 C5H11NO 013220-33-2 9

Abundance Scan 1608 (6.510 min): VU039935.D (-1595) (-) m/z 59.00 100.00%
59
5000
41 101
| | 72 620 6.40 6.60 6.80
o 1 M m/z 57.00 64.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 ISR RN RS R
a 6.20 6.40 6.60 6.80
101 m/z 40.90 32.12%
29
0 M\ ‘\‘\50 Ninn 73 86 ‘
HA INRARA LA IR LA IR RN NI AR RN SRS LRSS AR SRS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
6.20 6.40 6.60 6.80
5000 a1 101 m/z 101.00 28.84%
29
N 73 87 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R R
59 6.20 6.40 6.60 6.80
m/z 43.00 19.71%
5000 41
68
o I so 1) | 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 8 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

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

7.72 0.95 ug/L 34245 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 53
2 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
3 4-Piperidinone. 1l-methvl- 113 C6H11NO 001445-73-4 50
4 1.3.5-Triazine-2.4(1H.3H)-dione 113 C3H3N302 000071-33-0 47
5 Piperazine, 1-[(2,4-dichlorobenz... 286 C13H16CI2N20 1000137-95-1 43

Abundance Scan 1984 (7.719 min): VU039935.D (-1974) (-) m/z 42.90 100.00%
43
5000 55 70 113
95
| 7.40 7.60 7.80 8.00
O e e e e e e m/z 70.10 51.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
48
5000 A R R L
55 70 113 7.40 7.60 7.80 8.00
m/z 113.00 50.86%
15 27 95
b Lyl 83
RS NN S IR UL IR SRR SULILILS UL LRI LS B S
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance
43
740 7.60 7.80 8.00
5000 m/z 55.00 48.87%
55 113
27 70 83
15 95
e R RS RN RS AN RS IS AR AR RS RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6944 4-Piperidinone, 1-methyl-
48 7.40 7.60 7.80 8.00
113 m/z 59.00 26.38%
5000 70
27
o 1. 37 49 62 || 7682 91 98 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039935.D

Aca On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO081920WMA .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 9 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.79 ug/L 35666 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 64
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3331 (12.050 min): VU039935.D (-3322) (-) m/z 57.00 100.00%
57
5000
83
| ” | 98 112 11.80 12.00 12.20 12.40
0.”,.”.“..w.”.,”..“.A,.”wﬂh.w..”,”.!..”,.”.“ m/z 40.90 46 .65%
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 11.80 12.00 12.20 12.40
70 &3 m/z 43.00 43.83%
S O £ 0 A
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 54.90 37 .68%
43
29 70 83
0 18 51 |, 63 77 %8 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.00 27 .55%
5000 41
70 83
ol 15 M\ M‘ 51“63 \‘ 77 ‘\ % 1w
m/z--> 10 20 30 40 50 60 75 éo 9 100 110 120 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\VU082120\
Data File : VU039935.D

Acq On : 21 Aug 2020 18:02

Operator : SY/MD

Sample : L3776-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,1-diflu... 1.36 0.7 ug/L 24605 1 6.26 180833 5.0
(DEL) Alkane: Str... 2.00 0.5 ug/L 19430 1 6.26 180833 5.0
2-Butyne 2.26 0.5 ug/L 19221 1 6.26 180833 5.0
Isopropyl Alcohol 2.84 10.1 ug/L 363577 1 6.26 180833 5.0
Ethyl Acetate 4.83 1.5 ug/L 54528 1 6.26 180833 5.0
Propane, 2-methyl... 6.51 1.3 ug/L 47292 1 6.26 180833 5.0
Furan, tetrahydro... 7.72 0.9 ug/L 34245 1 6.26 180833 5.0
1-Hexanol, 2-ethyl- 12.05 0.8 ug/L 35666 3 11.81 226515 5.0
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