LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021720\
Data File : VU036809.D

Aca On : 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMUTR021220WMA .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 1.601 73 81 101 rBvV2 126683 194207 38.84% 3.817%
2 1.700 106 112 123 rVvVv 10884 13486 2.70% 0.265%
3 1.932 175 184 195 rvVvB 58634 74661 14.93% 1.467%
4 2.591 374 389 401 rBV 93262 154308 30.86% 3.033%
5 2.658 401 410 430 rvB 23018 39808 7.96% 0.782%
6 2.793 439 452 472 rBV 24289 48059 9.61% 0.945%
7 2.932 485 495 515 rvB2 2057 5241 1.05% 0.103%
8 3.221 569 585 605 rBV2 104529 236713 47 .34% 4 .653%
9 4.488 960 979 1003 rBV 108790 282872 56.57% 5.560%
10 4.674 1020 1037 1061 rBv2 105725 282625 56.52% 5.555%

11 5.105 1153 1171 1193 rBV 83815 189433 37.88% 3.723%
12 5.427 1252 1271 1282 rBV2 6320 13353 2.67% 0.262%
13 5.764 1352 1376 1397 rBV2 184021 466379 93.27% 9.167%
14 6.285 1519 1538 1557 rBvV 159880 298136 59.62% 5.860%
15 6.726 1662 1675 1694 rBV 114859 222771 44 _.55% 4_379%

16 7.163 1797 1811 1842 rBV 159904 356874 71.37% 7.014%
17 7.597 1934 1946 1965 rBV 56758 101297 20.26% 1.991%
18 7.925 2035 2048 2064 rBvV 226941 389669 77.93% 7.659%

19 8.063 2082 2091 2105 rVB4 3046 5699 1.14% 0.112%
20 8.208 2120 2136 2156 rBV 33983 60119 12.02% 1.182%
21 8.665 2259 2278 2310 rBV 252363 500044 100.00% 9.828%
22 8.813 2317 2324 2338 rVB3 6852 11400 2.28% 0.224%
23 9.439 2507 2519 2539 rBvV 211922 358393 71.67% 7.044%
24 10.160 2734 2743 2754 rVB 3106 5165 1.03% 0.102%
25 10.372 2799 2809 2819 rBvV4 8405 14283 2.86% 0.281%

26 10.777 2923 2935 2950 rBV 83682 134121 26.82% 2.636%
27 11.832 3250 3263 3279 rVB 184815 301405 60.28% 5.924%

28 12.082 3333 3341 3351 rBV2 4106 6916 1.38% 0.136%

29 12.211 3369 3381 3395 rBV 190684 306170 61.23% 6.018%

30 12.533 3471 3481 3490 rBV2 4157 6390 1.28% 0.126%

31 14.359 4041 4049 4057 rVB3 5083 7836 1.57% 0.154%
Sum of corrected areas: 5087833
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU021720\
Data File : VU036809.D

Aca On - 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc - 25.0mL/MSVOA U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU036809.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021720\
Data File : VU036809.D

Aca On : 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 5

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

2.79 0.81 ug/L 48059 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 90
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 90
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 83
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 78
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 43

Abundance Scan 451 (2.790 min): VU036809.D (-439) (-) m/z 45.10 100.00%
45
5000
3 41 59 240 2.60 2.80 3.00 3.20
NS BV TR S m/z 43.00 26.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
240 2.60 2.80 3.00 3.20
m/z 41.10 9.24%
0 15 10 T3 gal 53 99
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 7.76%
15 19 2T 3 3g 41 59
01
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 42.00 6.60%
5000
1? ﬁg 21 ‘31 ag 4 59
o) INUNESESENIISSSR SN EASSRATS S S DSt S NTL S (N WM.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021720\
Data File : VU036809.D

Aca On : 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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.

3.22 3.97 ug/L 236713 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol 88 C5H120 000584-02-1 45
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 45
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 45
4 3-Pentanol 88 C5H120 000584-02-1 45
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 42

Abundance Scan 585 (3.221 min): VU036809.D (-569) (-) m/z 59.10 100.00%
59
5000
89
4 2.80 3.00 3.20 3.40 3.60
o...,....,....,....',L'...,??.'.;....,.7?..,....;....,.1‘.".‘.,. m/z 89.10 30.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2090: 3-Pentanol
59
5000 31 RS R U R
280 300 3.20 3.40 3.60
41 m/z 41.00 18.20%
o 15 25| “‘_ 53 | 70 87
miz--> N N T
Abundance
59
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.00 14.78%
31
41
15 25 50
G S L UL UL UL UL UL S UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #858: 2-Propanol, 2-methyl-
59 2.80 3.00 3.20 3.40 3.60
m/z 39.00 8.50%
5000
31
15
0'"I'm'l"m“"”““'”I??JW""I7A'I"”I"'W""P RSN SRR RARRE
m/z--> 10 20 30 50 60 70 80 90 100 110 280 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021720\
Data File : VU036809.D

Aca On : 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Propanal, 2,2-dimethyl- Concentration Rank 2

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

4.49 4.74 ug/L 282872 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 59
2 3-Heptanone. 5-ethvl-4-methvl- 156 C10H200 027607-63-2 53
3 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 47
4 Propane. 2-bromo-2-methvl- 136 C4H9Br 000507-19-7 47
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 43

Abundance Scan 980 (4.491 min): VU036809.D (-960) (-) m/z 57.10 100.00%
1 57
5000 /\
86
e
4.20 4.40 4.60 4.80
50
o..,....,....,...:;!|...,~-.-.'::,....T.l...,....,....,....,....,....,... m/z 41.00 91.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1786: Propanal, 2,2-dimethyl-
41 57
5000 29 U UL U L L
86 4.20 4.40 4.60 4.80
m/z 39.00 36.21%
0..,.%?.,..m,...Jiml.ﬁQuHU,...73...,....,....“...,....,....,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
420 440 460 480
5000 29 m/z 86.10 27 .39%
86
43
o 21 50 69 77 99 109 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4566: Propane, 2-methyl-2-nitro- R RA
41 57 4.20 4.40 4.60 4.80
29 m/z 43.00 19.08%
5000 /\
0"P%éﬁ'”'P'”I”'ﬁq'“I“"P'”I”'W"“I”'W'”'I“'W"' "'I”"I”"I/ND¥'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021720\
Data File : VU036809.D

Aca On : 17 Feb 2020 14:55

Operator : JC/MD

Sample : L1537-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

7.16 5.99 ug/L 356874 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 40
2 Butane. 1-chloro-2-methvl- 106 C5H11ClI 000616-13-7 38
3 1-Cvclopentvl-2.2-dimethvl-1-pro... 156 C10H200 337966-85-5 38
4 1-Butanesulfonvl chloride 156 C4H9CI02S 002386-60-9 38
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 37

Abundance Scan 1810 (7.160 min): VU036809.D (-1797) (-) m/z 57.10 100.00%
57
41
5000
2 g5 680 7.00 7.20 7.40
51 : : - :
o..,....,....,...:|;:|:..i-.'.'..-,.‘?“?I.,.'..??..'..,...??9...,....,. m/z 41.00 63.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12741: Pentane, 2,2,4,4-tetramethyl-
57
5000 SR N R I
41 6.80 7.00 7.20 7.40
m/z 56.10 32.93%
o 15 ‘%9 |, 51, 6571 79 97 113
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
41 57
680 7.00 7.20 7.40
5000 29 m/z 39.00 25.00%
. 15 35 49 63 0 77 91 106
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #28339: 1-Cyclopentyl-2,2-dimethyl-1-propanol B B o o
57 6.80 7.00 7.20 7.40
m/z 72.10 14 _.30%
41
5000
29 73
sy s] | 88
G R A N U L UL UL UL UL B R SR N R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021720\
Data File : VU036809.D

Acq On : 17 Feb 2020 14:55

Operator : JC/MD

Sample - L1537-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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]
Isopropyl Alcohol 2.79 0.8 ug/L 48059 1 6.29 298136 5.0
unknown-01 3.22 4.0 ug/L 236713 1 6.29 298136 5.0
Propanal, 2,2-dim... 4.49 4.7 ug/L 282872 1 6.29 298136 5.0
(DEL) Alkane: Str... 7.16 6.0 ug/L 356874 1 6.29 298136 5.0
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