LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/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 V\METHOD\SOMVTRO50720WMA .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 1.315 63 70 79 rvB 69286 70831 16.17% 1.578%
2 1.579 145 152 167 rBvV 61480 71874 16.41% 1.601%
3 1.984 271 278 285 rVB5 3014 4502 1.03% 0.100%
4 2.039 285 295 311 rVB 18679 27957 6.38% 0.623%
5 2.126 311 322 341 rBV 120051 179455 40.97% 3.997%
6 2.531 436 448 460 rBV 6034 11004 2.51% 0.245%
7 2.791 509 529 551 rBV 144241 316308 72.22% 7 .045%
8 3.299 676 687 705 rBv4 2542 5438 1.24% 0.121%
9 3.608 769 783 797 rVBS8 3199 7692 1.76% 0.171%
10 3.945 875 888 932 rvv2 26463 114693 26.19% 2.554%

11 4.380 1006 1023 1045 rBvV 75975 192657 43.99% 4.291%
12 4.489 1045 1057 1072 rVB3 9052 22719 5.19% 0.506%
13 5.077 1222 1240 1271 rBV2 176952 437980 100.00% 9.755%
14 5.309 1284 1312 1348 rBV6 36763 206092 47.06% 4 _.590%
15 5.643 1404 1416 1450 rBV 156450 322302 73.59% 7.178%

16 6.097 1545 1557 1584 rBV 102723 209409 47.81% 4.664%

17 6.826 1774 1784 1794 rVB3 4439 7079 1.62% 0.158%
18 7.013 1830 1842 1860 rBV2 44596 83461 19.06% 1.859%
19 7.113 1860 1873 1887 rVVv3 22484 61208 13.98% 1.363%
20 7.190 1887 1897 1927 rVB2 22476 67825 15.49% 1.511%

21 7.341 1932 1944 1964 rBV 227946 397692 90.80% 8.857%
22 7.540 1992 2006 2030 rBV2 44839 124916 28.52% 2.782%
23 7.646 2030 2039 2055 rVvB 26558 46897 10.71% 1.044%
24 8.119 2176 2186 2221 rBV 150450 310179 70.82% 6.908%
25 8.875 2403 2421 2434 rBV 236618 388451 88.69% 8.652%

26 8.987 2448 2456 2475 rVB4 11324 24549 5.61% 0.547%
27 10.238 2833 2845 2857 rBV 59106 91090 20.80% 2.029%
28 10.399 2888 2895 2904 rBvV4 3201 4859 1.11% 0.108%

29 11.270 3156 3166 3189 rBV 235349 365012 83.34% 8.129%
30 11.646 3271 3283 3310 rBV 199204 315846 72.11% 7.034%

Sum of corrected areas: 4489977
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VW016173.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 Amylene hydrate Concentration Rank 1

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

5.31 3.20 ug/L 206092 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 72
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 47
3 Carbonic acid. 3-pentvl propvl e... 174 C9H1803 1000325-64-0 40
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 37
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 37

Abundance Scan 1312 (5.309 min): VV016173.D (-1284) (-) m/z 73.00 100.00%
5 7B
43
5000
h |5 87 5.00 520 5.40 5.60
Y SN i M N Y SNN—————S—{ 'y 5 << B o[ QY O~ ¥ £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2100: Amylene hydrate
59
5000 73 R UL SRR U
31 43 5.00 520 5.40 5.60
m/z 55.00 73 .35%
.|I ||| | 5111 |
G B B A AR AR AL AL ARAAS AR LR LR AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
5.00 5.20 5.40 5.60
5000 43 m/z 43.00 57 .33%
31
o 15 69 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #41652: Carbonic acid, 3-pentyl propy! ester
59 5.00 5.20 5.40 5.60
m/z 41.00 27 .99%
43
5000
71
0 2\7\\ ‘\‘ L. ‘ & 195 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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-Butanol, 2,3-dimethyl- Concentration Rank 5

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

7.11 0.95 ug/L 61208 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 78
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 72
5 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50

Abundance Scan 1872 (7.109 min): VV016173.D (-1860) (-) m/z 59.00 100.00%
59
5000 a1 69
87
| 53 6.80 7.00 7.20 7.40
o U N v RN VR P NS— m/z 69.00 37.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4478: 2-Butanol, 2,3-dimethyl-
59
5000
a1 a7 6.80 7.00 7.20 7.40
15 31 || 69 m/z 40.95 35.98%
0 = TR =< T O 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
59
6.80 7.00 7.20 7.40
5000 m/z 43.00 26.51%
87
g1 A 69
15 53 101
e L I U S IS I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: 2-Butanol, 2,3-dimethyl-
59 6.80 7.00 7.20 7.40
m/z 87.00 25.57%
5000
87
31 4 69
0 R I .
LN IR S UL SR SURLEL SRR SURILL SURL S S U LA SR L U
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 3-Pentanol, 2,2-dimethyl- Concentration Rank 4

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

7.19 1.05 ug/L 67825 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 64
2 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 40
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 39
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38

Abundance Scan 1897 (7.190 min): VV016173.D (-1887) (-) m/z 59.00 100.00%
59
5000 a1
| ‘ 53 | 81 | 6.80 7.00 7.20 7.40 7.60
Ot et et m/z 41.00 36.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8389: 3-Pentanol, 2,2-dimethyl-
59
5000 41
87 6.80 7.00 7.20 7.40 7.60
29 69 m/z 45.00 33.81%
o 15 ] I.|L7 53| 79, 101 115
”'P'”I”"B'”I”"P'”I”"P'”I”"P'”I”"P'”I”

m/z--> 10 20 3 40 50 60 70 80 90 100 110 120
Abundance
59

6.80 7.00 7.20 7.40 7.60

5000 a1 m/z 43.00 29.63%
29 87
69
15 51 81 101 115

O L A B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8359: 3-Hexanol, 4-methyl-

59 6.80 7.00 7.20 7.40 7.60

m/z 87.05 21.15%

5000
31 45

39 69 87
15 o L 53 e 98 115

SNBSS ¥ T PR NG £ VBN NN .- BN . SRMNESENENN SSENR  SEMSMSAR S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052220\
Data File : VV016173.D

Aca On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 5 3-Pentanol, 3-methyl- Concentration Rank 2

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

7.54 1.61 ug/L 124916 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 83
2 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 78
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 72
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 47
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43

Abundance Scan 2006 (7.540 min): VV016173.D (-1992) (-) m/z 73.10 100.00%
8B
5000 55
43
87 Ly 70 760 780
67 720 740 7.60 7.80
0..,....,....,..3.7.|,!.|..,-.'.!'.,....,..'..,.!-.l.,....,....,. m/z 55.10 49.94%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4463: 3-Pentanol, 3-methyl-
73
5000 %5

7.20 7.40 7.60 7.80
43 m/z 43.00 32.17%

29 87
I 2 L Y O R O PO W 103
i o et L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73

7.20 7.40 7.60 7.80

5000 55 m/z 41.00 24 .66%
45
29 87
15 39 67

o) SN S Y8 N 1 S S 4 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4448: 3-Pentanol, 3-methy!l-

73 7.20 7.40 7.60 7.80

m/z 45.00 24 .39%

55
5000
43
29 87
0 15 L1, 37\ | ‘ ‘ 49 | 67‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV052220\
Data File : VV016173.D

Acq On : 22 May 2020 16:15

Operator : SY/MD

Sample : L2725-07DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .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]
Amylene hydrate 5.31 3.2 ug/L 206092 1 5.64 322302 5.0
2-Butanol, 2,3-di... 7.11 0.9 ug/L 61208 1 5.64 322302 5.0
3-Pentanol, 2,2-d... 7.19 1.1 ug/L 67825 1 5.64 322302 5.0
3-Pentanol, 3-met... 7.54 1.6 ug/L 124916 2 8.87 388451 5.0
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