LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTR092920WMA .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 61 rBv 6950 7881 1.65% 0.178%
2 1.607 75 83 92 rvB 48251 54959 11.53% 1.242%
3 1.922 174 181 194 rVB 38679 49751 10.43% 1.125%
4 2.581 374 386 399 rBV 77624 129112 27.08% 2.919%
5 2.658 399 410 431 rVVv 13669 34838 7.31% 0.788%
6 2.842 445 467 469 rBV3 3991 10437 2.19% 0.236%
7 3.096 539 546 556 rVB6 3353 6128 1.29% 0.139%
8 3.379 619 634 646 rVB3 5248 11326 2.38% 0.256%
9 3.597 681 702 717 rBV2 23581 55885 11.72% 1.263%
10 3.716 726 739 754 rVB3 13304 29691 6.23% 0.671%
11 3.977 809 820 833 rBV2 2459 5827 1.22% 0.132%
12 4_.552 987 999 1007 rBV6 2959 6127 1.28% 0.139%

13 4.652 1014 1030 1069 rBV 67839 210982 44.25% 4_770%
14 4.825 1069 1084 1111 rVV 104408 249350 52.29% 5.637%
15 5.083 1148 1164 1189 rBV3 88908 212107 44.48% 4_.795%

16 5.739 1347 1368 1396 rBV3 145265 386872 81.13% 8.746%
17 6.263 1517 1531 1551 rBV 173939 326892 68.56% 7.390%
18 6.703 1655 1668 1684 rBV2 94313 179653 37.68% 4.061%

19 7.173 1797 1814 1832 rVBS8 3127 8060 1.69% 0.182%
20 7.575 1926 1939 1952 rBV2 48457 83880 17.59% 1.896%
21 7.723 1971 1985 2000 rvB2 27301 50502 10.59% 1.142%
22 7.906 2026 2042 2055 rBvV 172599 295780 62.03% 6.687%
23 7.976 2055 2064 2082 rVB 31652 53846 11.29% 1.217%
24 8.185 2118 2129 2144 rBV 31233 53396 11.20% 1.207%
25 8.639 2258 2270 2296 rBV 259114 476827 100.00% 10.779%
26 8.790 2307 2317 2327 rBV2 31184 51159 10.73% 1.157%
27 9.420 2500 2513 2538 rBV 253397 422010 88.50% 9.540%
28 9.684 2586 2595 2608 rVB4 3439 5568 1.17% 0.126%
29 10.234 2752 2766 2779 rBV5 3891 7820 1.64% 0.177%
30 10.340 2789 2799 2809 rVB4 3740 5920 1.24% 0.134%
31 10.755 2917 2928 2943 rVB 74409 119187 25.00% 2.694%
32 10.890 2961 2970 2984 rVB4 3209 5120 1.07% 0.116%
33 11.468 3141 3150 3160 rBv4 4385 7255 1.52% 0.164%
34 11.684 3208 3217 3224 rVB7 4088 5513 1.16% 0.125%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTR092920WMA .M
TRACE VOA SOMO1.0

35 11.809 3243 3256 3271 rVB 248092 401803 84.27% 9.083%

36 12.060 3323 3334 3352 rBV3 13445 29513 6.19% 0.667%

37 12.189 3360 3374 3387 rVB 176115 284949 59.76% 6.442%

38 12.880 3580 3589 3598 rBvV4 11183 15838 3.32% 0.358%

39 13.201 3678 3689 3704 rBvV 47877 71765 15.05% 1.622%
Sum of corrected areas: 4423529
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Vu040464.D

02 Oct 2020 16:32

SY/MD

L4185-09

25_0mL/MSVOA U/WATER

16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Propanal, 2-methyl- Concentration Rank 4

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

3.60 0.85 ug/L 55885 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
2 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 64
4 Butanal 72 C4H80 000123-72-8 53
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 50

Abundance Scan 703 (3.600 min): VU040464.D (-681) (-) m/z 43.10 100.00%

43
5000 39 7‘2

53 57 3.20 3.40 3.60 3.80 4.00

Obrrprrrerererrrerrprer e e b e et || M/Z 41.10  81.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl-
43
72 N
5000 BRI LN L L L LB L L L
27 39 3.20 3.40 3.60 3.80 4.00
m/z 72.10 43 _.55%
o 15 24,31 36, |, 505357 69
”P”wuupnwnnpnwnnpnw”..”wuupuwunpnwunpnw”.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
et e
3.20 3.40 3.60 3.80 4.00
5000 27 72 m/z 39.10 38.09%
39
0 2124 | 31 36 5053 57 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #690: Propanal, 2-methyl-
43 3.20 3.40 3.60 3.80 4.00
m/z 42.10 12.41%
72
5000 27
39
o 121518 24“‘31 36| ||, 505357
T P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 1

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

4.83 3.81 ug/L 249350 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 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1085 (4.829 min): VU040464.D (-1069) (-) m/z 43.10 100.00%
43
5000
20| 6|1 7073 88 440 460 4.80 5.00 5.20
O'W“P“WMW““W“P“W“WJH““PMP“WNW““P*P“W“M“Lvmv“' m/z 45.05 15.23%
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
4.40 4.60 4.80 5.00 5.20
0
- 61 4 m/z 61.10 12.88%
o 1519 25 |32 “\ 55 | | 74 88
I i A g
Abundance
43
440 460 4.80 500 520
5000 m/z 70.10 10.40%
29 61 4
o 1518 32 57 74 83 88
S LA Ly LR LA LA ) KRR ALY KA LAY KA RRALY AL AL Ak R AL B KAk
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 R R Emmar B EEA
43 440 460 480 500 5.20
m/z 42.00 7.98%
5000
15 29 61 70
0 w'“'v'“l“}%'“?ﬁle'“l“""'M“'v'“l“'wl“'v'“l“*w'“w'“'v§§v'“|“'
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 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

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

7.72 0.77 ug/L 50502 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 83
2 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 72
3 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 47
4 Furan, tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 45
5 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 42

Abundance Scan 1984 (7.719 min): VU040464.D (-1971) (-) m/z 43.10 100.00%
43
5000 55 70 113
95 A a e St
||| | 7.40 7.60 7.80 8.00
O L B e B R ARmm B B m/z 70.10 46.78%
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
55 70 113 7.40 7.60 7.80 8.00
m/z 113.10 42.77%
15 27 95
b L L 1] | 8 |
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
43
740 7.60 7.80 8.00
5000 55 m/z 55.10 40.91%
113
70
27 95
0 ”I""I""I"??I"'??""Ig?"l""?%"'I"" }p?'l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12640: Furan, tetrahydro-2,2,4,4-tetramethyl- I ERana AR T
48 7.40 7.60 7.80 8.00
m/z 95.20 22 .40%
5000
55 113
27 70 83
1? ‘“ L, | 95 ‘
0"P"W'”'I”"P"W"”I'”'I”"P'”I'”'I”"P'”I" A R L
m/z--> 10 20 30 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Hexanal Concentration Rank 6

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

8.79 0.61 ug/L 51159 Chlorobenzene-d5 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 53
3 Hexanal 100 C6H120 000066-25-1 50
4 Hexanal 100 C6H120 000066-25-1 45
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 38

Abundance Scan 2317 (8.790 min): VU040464.D (-2307) (-) 44 _05 100.00%

44 56
5000 39
72

‘ 67 82 L L e O e

| 51 | 98 840 860 880 900 920
] m/z 56.10 95.23%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3771: Hexanal
44 56
5000 29 LI L L L L L L B LB

8.40 8.60 8.80 9.00 9.20

m/z 41.10 89.00%

39 o 2 8
Nl L] 51 || LT 95 100
O T T T T T e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
44
56

8.40 8.60 8.80 9.00 9.20

5000 27 m/z 43.10 68.28%
39 72 -
67
51
o+ttt
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3773: Hexanal T A o L T
44 56 840 860 880 900 920

m/z 57.10 63.00%

5000
29
72
30 ‘ 67 82
0 | Ml T

m/z--> 20 30 40 50 60 70 80 90 100 8. 40 8.60 8. 80 9. 00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100220\
Data File : VU040464.D

Aca On : 02 Oct 2020 16:32

Operator : SY/MD

Sample : L4185-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Acetic acid, 2-ethylhexyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.20 0.89 ug/L 71765 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 91
2 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 91
3 3-Methvlheptvl acetate 172 C10H2002 072218-58-7 72
4 Carbonic acid. proparavl 2-ethvl... 212 C12H2003 1000357-90-9 59
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 58
Abundance Scan 3689 (13.201 min): VU040464.D (-3678) (-) m/z 43.10 100.00%
43
70
5000 57
83
I | | | | 112 12.80 13.00 13.20 13.40 13.60
N OV R 1 N P A m/z 70.10 62.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #39552: Acetic acid, 2-ethylhexyl ester
43
70
5000 57 AR AR AR R
12'80 13.00 13.20 13.40 13.60
m/z 57.10 39.77%
‘ 112
O'W'“'P”'P'”Ih'W'”W'”J”w”PM“I“?ﬁ”'W'“'P”'P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 70
57 12:80 13.00 13.20 13.40 13.60
5000 m/z 55.10 38.76%
83
29 112
o 15 98 120 129 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #39491: 3-Methylheptyl acetate
43 12.80 13.00 13.20 13.40 13.60
m/z 41.10 36.19%
5000 70
57
29 H 83
O”I“'W“jﬁ'“hl”'P”'P'Jﬂw”IL“I“'W”'ﬁ+%'P”'P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.80 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100220\
Data File : VU040464.D

Acq On : 02 Oct 2020 16:32

Operator : SY/MD

Sample - L4185-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanal, 2-methyl- 3.60 0.8 ug/L 55885 1 6.26 326892 5.0
Ethyl Acetate 4.83 3.8 ug/L 249350 1 6.26 326892 5.0
Furan, tetrahydro... 7.72 0.8 ug/L 50502 1 6.26 326892 5.0
Hexanal 8.79 0.6 ug/L 51159 2 9.42 422010 5.0
Acetic acid, 2-et... 13.20 0.9 ug/L 71765 3 11.81 401803 5.0
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