LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

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\SOMUTRO80320WMA .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 1.604 74 82 92 rvB 25993 31083 9.65% 0.981%
2 1.922 170 181 192 rBvV 25792 33581 10.42% 1.060%
3 2.578 373 385 397 rBV 42337 68684 21.32% 2.168%
4 2.690 397 420 461 rBV 48346 262102 81.35% 8.275%
5 3.063 530 536 547 rVB6 5169 8457 2.62% 0.267%
6 4.671 1017 1036 1050 rBvV3 34734 123379 38.29% 3.895%
7 5.083 1147 1164 1181 rBV 48526 105586 32.77% 3.333%
8 5.742 1348 1369 1394 rBV2 86741 230451 71.52% 7.275%
9 6.176 1494 1504 1510 rBV3 1941 3529 1.10% 0.111%
10 6.263 1517 1531 1546 rBV 126285 233438 72.45% 7.370%
11 6.549 1610 1620 1630 rVB7 2694 5327 1.65% 0.168%
12 6.703 1654 1668 1682 rBV3 59477 115286 35.78% 3.640%
13 6.787 1682 1694 1720 rVB2 12962 29327 9.10% 0.926%
14 6.941 1733 1742 1755 rBvV 4049 7457 2.31% 0.235%
15 7.574 1926 1939 1950 rBvV2 29335 49274 15.29% 1.556%
16 7.803 1998 2010 2028 rBvV2 38717 73996 22.97% 2.336%
17 7.906 2028 2042 2055 rvv 97191 166967 51.82% 5.271%
18 7.976 2055 2064 2073 rVB2 6055 11143 3.46% 0.352%
19 8.185 2118 2129 2140 rBvV2 20308 35964 11.16% 1.135%
20 8.555 2238 2244 2252 rVB5 4695 5797 1.80% 0.183%
21 8.642 2258 2271 2298 rBV 153247 287727 89.30% 9.084%
22 8.918 2348 2357 2373 rVB4 5435 10150 3.15% 0.320%
23 9.420 2499 2513 2526 rBVY 191476 312073 96.85% 9.852%
24 9.571 2550 2560 2572 rBV 13744 20423 6.34% 0.645%
25 9.693 2585 2598 2609 rBvV 41967 69197 21.48% 2.185%
26 10.098 2714 2724 2740 rVB3 12458 20148 6.25% 0.636%
27 10.233 2755 2766 2781 rBV 37040 57531 17.86% 1.816%
28 10.365 2795 2807 2820 rVB4 6446 11050 3.43% 0.349%
29 10.754 2915 2928 2941 rBV2 51927 82218 25.52% 2.596%
30 11.465 3140 3149 3159 rBV3 30382 44398 13.78% 1.402%
31 11.571 3171 3182 3196 rBV3 24188 43801 13.59% 1.383%
32 11.645 3196 3205 3216 rVB2 8319 13172 4_.09% 0.416%
33 11.806 3242 3255 3269 rVB 211551 322208 100.00% 10.172%
34 12.053 3324 3332 3340 rBV3 5127 7642 2.37% 0.241%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

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\SOMUTRO80320WMA .M
TRACE VOA SOMO1.0

35 12.188 3362 3374 3387 rBvV 113979 185111 57.45% 5.844%

36 12.764 3543 3553 3561 rBvVY 40110 60866 18.89% 1.922%
37 12.803 3561 3565 3576 rvVB4 13589 18988 5.89% 0.599%
Sum of corrected areas: 3167531
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On - 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU039890.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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 2-Pentanone Concentration Rank 6

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

6.79 0.63 ug/L 29327 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 90
2 2-Pentanone 86 C5H100 000107-87-9 78
3 2-Pentanone 86 C5H100 000107-87-9 78
4 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
5 2,3-Pentanedione, 4-methyl- 114 C6H1002 007493-58-5 36

Abundance Scan 1695 (6.790 min): VU039890.D (-1682) (-) m/z 43.00 100.00%
48
5000
3 w7 8|6 6.40 6.60 6.80 7.00 7.20
OI””PMP”W”“P“W“W“JP!W“W””PJW“W”“P”W”W““P“W”W“ m/z 86.10 15.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
5000 AR SRR SRR AR
6.40 6.60 6.80 7.00 7.20
86 m/z 41.00 13.17%
27 39 58 71
0 P'”I“'ﬁg'“l”'ﬁ't'ﬁ%"'“lPl* ”'ﬁq“?ﬁ'LI§%W§Z'J'“I“"P'“I'“'P'”I“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.00 11.51%
27 58 71 8
o 1518 31 39 4953 61 67
Lo AN RAAR RAREN RARRN ALK LAY RAARN RAAL) LARRD RARED LALRIRRRLY RRARN RRAR) LAAEN RAAEN LAASNIRALY AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone R L A
43 6.40 6.60 6.80 7.00 7.20
m/z 57.90 8.87%
5000
86
o 2731 36| 055062 ¢
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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-Heptanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.23 0.92 ug/L 57531 Chlorobenzene-d5 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 86
3 2-Heptanone 114 C7H140 000110-43-0 80
4 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 72
5 2-Hexanone 100 C6H120 000591-78-6 64
Abundance Scan 2765 (10.230 min): VU039890.D (-2755) (-) m/z 43.00 100.00%
a3
58
5000
” 114 10.00 10.20 10.40 10.60
99 : : : :
Obrr el S| 7885 99 Y “m/z 58.00  58.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7426: 2-Heptanone
43
58
5000 AU LR BN R
10.00 10.20 10.40 10.60
27 m/z 70.90 14.82%
15 & 114
oL e s es | 77 85 99 U
RIS SO SUILIL SULILL SULILS SO UL UL SIS L R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
e 10,00 10.20 10.40 10.60
5000 m/z 41.10 14.76%
15 27 71
0 37 51 65 78 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43 10.00 10.20 10.40 10.60
m/z 38.90 10.06%
58
5000
27 71
0 || 37| 51,] 65 | 77 8591 99 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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-Octanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.46 0.69 ug/L 44398 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 87
2 3-0Octanone 128 C8H160 000106-68-3 80
3 3-0Octanone 128 C8H160 000106-68-3 64
4 3-0Octanone 128 C8H160 000106-68-3 58
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 50
Abundance Scan 3147 (11.459 min): VU039890.D (-3140) (-) m/z 57.00 100.00%
43 57
72
99
5000
| | | 85 128 11.20 11.40 11.60 11.80
) S 1 PR 1/ m/z 43.00 95.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
43 57
72 99
5000 29 L BN UM B A
11.20 11.40 11.60 11.80
o 128 m/z 72.10 67.82%
o Ll 50| 65 L 109
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 57
fal In
72 U DAL SUNILE BN SR
29 11.20 11.40 11.60 11.80
5000 9 m/z 99.00 55.54%
85 128
ol 15 50 65 114
Wmﬁ”ﬁmﬁﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12429: 3-Octanone R e
2 43 57 11.20 11.40 11.60 11.80
m/z 71.00 48_.77%
5000 72
99
| B
O R o S s T S o o S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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 2-Heptanone, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 0.68 ug/L 43801 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 72
2 2-0Octanone 128 C8H160 000111-13-7 64
3 2-0Octanone 128 C8H160 000111-13-7 64
4 2-0Octanone 128 C8H160 000111-13-7 59
5 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 50
Abundance Scan 3182 (11.571 min): VU039890.D (-3171) (-) m/z 43.00 100.00%
43
58
5000
71 83 AN DA LS SRS B
”|ﬂh |8 101 113 128 11.20 11.40 11.60 11.80
Ot e e e e e e e e e m/z 57.90 76.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
43
58
5000 LA AR RN SRS
11.20 11.40 11.60 11.80
m/z 59.00 29.97%
27 71
o 15 36| 51 8 o9 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 58
1120 11.40 11.60 11.80
5000 m/z 40.95 25.18%
71
oL 15 2t 51 85 o5 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12438: 2-Octanone
43 11.20 11.40 11.60 11.80
58 m/z 71.00 18.44%
5000
27 71
o j3all s1, | | 8 95 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081720\
Data File : VU039890.D

Aca On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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 2-Nonanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.76 0.94 ug/L 60866 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 91
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Nonanone 142 C9H180 000821-55-6 90
4 2-Undecanone 170 C11H220 000112-12-9 78
5 2-Nonanone 142 C9H180 000821-55-6 72
Abundance Scan 3552 (12.761 min): VU039890.D (-3543) (-) m/z 58.00 100.00%
43 58
5000
71 N A
85 142 12.40 12.60 12.80 13.00
0...,....|i|:..":|,.'.-|.'.,--.'..??..1.1?,1.2.7..,'....,....,....,2.0.7.. m/z 43.00 95.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19924: 2-Nonanone
43 58
5000 NS VNSRBI S

12.40 12.60 12.I80 13.00
71 m/z 71.00  25.54%

27
L35 T | es 9 g a7 142
L L e o B o LALL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 58
R e e SRR
12.40 12.60 12.80 13.00
5000 m/z 41.00 22.38%
27 71
0 85 99 113 127 142
L e o e L I e o e S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19938: 2-Nonanone
58 12.40 12.60 12.80 13.00
43 m/z 57.00 22 .03%
5000
71
29 142
0 15 Ly L E‘;f" 99 113 127 ! A
L L e e o e e LA A I e e B e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081720\
Data File : VU039890.D

Acq On 17 Aug 2020 16:15

Operator : SY/MD

Sample : L3517-07 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .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]
2-Pentanone 6.79 0.6 ug/L 29327 1 6.26 233438 5.0
2-Heptanone 10.23 0.9 ug/L 57531 2 9.42 312073 5.0
3-Octanone 11.46 0.7 ug/L 44398 3 11.81 322208 5.0
2-Heptanone, 4-me... 11.57 0.7 ug/L 43801 3 11.81 322208 5.0
2-Nonanone 12.76 0.9 ug/L 60866 3 11.81 322208 5.0
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