LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample 1 M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO12021WMA .M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42171.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 18 rVB2 10682 11646 1.81% 0.284%
2 1.600 70 81 89 rvB2 45195 59873 9.33% 1.458%
3 1.916 167 179 188 rBV 34631 44748 6.97% 1.090%
4 2,572 372 383 398 rBV 75725 122096 19.02%  2.974%
5 3.266 578 599 605 rBv3 5158 17523 2.73% 0.427%
6 4.649 1013 1029 1056 rBV 39154 129079 20.11% 3.144%
7 5.073 1146 1161 1178 rBV 71055 151753 23.64% 3.696%
8 5.732 1346 1366 1393 rBvV2 133519 354663 55.26% 8.638%
9 6.256 1516 1529 1549 rBV 129474 241478 37.62% 5.881%
10 6.700 1653 1667 1684 rVB 87457 168199 26.21% 4.096%
11 7.176 1795 1815 1834 rBV2 26333 56107 8.74% 1.366%
12 7.575 1926 1939 1955 rBV 50416 89916 14.01% 2.190%
13 7.829 1999 2018 2030 rBV8 4944 16469 2.57% 0.401%
14  7.906 2030 2042 2057 rVW 167175 293045 45.66% 7.137%
15 7.980 2057 2065 2075 rVV4 4890 10198 1.59% 0.248%
16 8.038 2078 2083 2096 rVB4 3671 6653 1.04% 0.162%
17 8.185 2119 2129 2147 rBV 31814 53956 8.41% 1.314%
18 8.642 2259 2271 2285 rBV 207143 395560 61.63% 9.634%
19 9.423 2502 2514 2533 rBvV 177792 303066 47.22% 7.381%
20 9.648 2577 2584 2594 rVB2 11633 17464 2.72% 0.425%
21  9.771 2612 2622 2640 rVB4 3343 7320 1.14% 0.178%
22 10.243 2761 2769 2782 rBV2 6291 10855 1.69% 0.264%
23 10.693 2899 2909 2920 rVB3 9788 15828 2.47% 0.385%
24 10.764 2920 2931 2949 rBV 67801 113095 17.62% 2.754%
25 10.973 2982 2996 3011 rVB 13422 24674 3.84% 0.601%
26 11.819 3247 3259 3275 rVB 198721 316906 49.38% 7.718%
27 11.899 3275 3284 3295 rBV2 4874 7424 1.16% 0.181%
28 12.073 3327 3338 3345 rBvV2 11786 21118 3.29% 0.514%
29 12.201 3365 3378 3391 rVB 178224 286956 44.71% 6.989%
30 12.330 3403 3418 3435 rBV 20659 35346 5.51% 0.861%
31 12.896 3583 3594 3603 rBV5 4810 7256 1.13% 0.177%
32 14.201 3987 4000 4009 rBV2 25602 38276 5.96% 0.932%
33 14.327 4028 4039 4048 rvB3 4561 6875 1.07% 0.167%
34 15.706 4457 4468 4478 rBV8 10331 16683 2.60% 0.406%
35 16.783 4795 4803 4814 rBV7 7628 12100 1.89% 0.295%

36 16.899 4825 4839 4855 rBV 433302 641819 100.00% 15.631%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample 1 M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO12021WMA.M
Title : TRACE VOA SOM@1.0
Sum of corrected areas: 4106023
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe12221\

1 VUe42171.D

: 22 Jan 2021 15:45

: SY/MD

. M1222-06

: 25.0mL/MSVOA_U/WATER
11

Sample Multiplier: 1

¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR912021WMA.M
: TRACE VOA SOM@1.0

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample : M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Butanone, 3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.176 1.16 ug/L 56107 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 91
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 80
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
4 3-Hexanone 100 C6H120 000589-38-8 53
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 53

Abundance Scan 1815 (7.176 min): VU042171.D\data.ms (-1795) (-) m/z 57.00 100.00%

57.0
41.0
5000
100.0

85.0 6.80 7.00 7.20 7.40 7.60
el e M/Z 41,00 68.02%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0
41.0

5000 P e
29.0 6.80 7.00 7.20 7.40 7.60

100.0 m/z 43.00 46.89%

15.0 ‘ ‘
\\\‘\\‘\\‘\\\‘\‘\\\\‘1\\\’\\‘!}‘\\6\\9‘-\0\\\’8\?\\0‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0

6.80 7.00 7.20 7.40 7.60

o

o

5000 41.0 m/z 100.00 23.66%
29.0 100.0
15.0 69.0 850
o} RS GBI AN R /MBS SN DN FH
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3871: 3-Pentanone, 2-methyl- e ARAmESREE
43.0 57.0 6.80 7.00 7.20 7.40 7.60
m/z 39.00 21.44%
29.
5000 9.0
71.0 100.0
PSS T P S A Y
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample : M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Glutaric acid, ditetrahydro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.330 0.56 ug/L 35346 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glutaric acid, ditetrahydrofurfu... 300 C15H2406 1000359-67-4 78
2 Ethane-1,1-diol dibutanoate 202 C10H1804 025572-25-2 64
3 Tetrahydro[2,2']bifuranyl-5-one 156 C8H1203 019680-00-3 56
4 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 56
5 Tetrahydrofuran, 2-propyl- 114 C7H140 003208-22-8 56

Abundance Scan 3418 (12.330 min): VU042171.D\data.ms (-3403) (- | m/z 71.00 100.00%
71.0
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. -
“ 12.00 12.50
H\ Ay I

A 1148 m/z 42.95  27.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #144275: Glutaric acid, ditetrahydrofurfuryl ester
71.0

o

2\ .\

5000 AL VAT
12.00 12.50
43.0

m/z 41.00 17.06%

‘ H 98.0 129.0 157.0 199.0 230.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
71.0 v\/\/\
oyl

o

12.00 12.50
5000 43.0 ITI/Z 39.00 7.86%
115.0
)T A U
miz--> 20 40 60 80 100 120 140 160 180 200 220 M m ﬁ
Abundance #28808: Tetrahydro[2,2']bifuranyl-5-one ﬂ‘ AL, M‘ — L0
71.0 12.00 12.50
m/z 42.00 6.77%
5000
43.0
o S VR VRN R — \“ A{H |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample : M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.201 0.60 ug/L 38276 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-0Octanedione 142 C8H1402 014090-87-0 47
2 3(2H)-Furanone, 4-methoxy-2,5-di... 142 C7H1003 004077-47-8 38
3 6-Dodecanone 184 C12H240 006064-27-3 35
4 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H1402 028401-39-0 32
5 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H1402 028401-39-0 25
Abundance Scan 4000 (14.201 min): VU042171.D\data.ms (-3987) (- | m/z 43.00 100.00%
43.0
5000 5
100.0 1421
ey =y
‘ H 67.0 ‘ ‘ 1840 14.00 14.50
0“‘w“‘mwmﬂﬂhcm‘\w““‘JW‘M“w““H“‘;M m/z 142.05 37.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19630: 2,4-Octanedione
43.0 85.0
5000 —r— —
14.00 14.50
m/z 100.00 32.71%
L T80 e
O\\\\‘\\\\i‘\\\‘\‘\\Hl\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
—— —
14.00 14.50
5000 142.0 m/z 113.00  27.73%
15.0 71.0 99.0
Ol
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48711: 6-Dodecanone T —
43.0 14.00 14.50
710 m/z 41.00 22.37%
5000 99.0
128.0 J\A
0 20 ™Mb e )
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample : M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.899 10.13 ug/L 641819 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 93
Abundance Scan 4839 (16.899 min): VU042171.D\data.ms (-4825) (- | m/z 205.10 100.00%
206.1
5000
57.0 — S
| 8101050 1450 1574 | ‘ 16.50 17.00
0"w"H‘HuM“mwukuu‘ﬁwmw‘w‘u“uﬂwwu“H‘p“ m/z 220.20  23.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 — NN
16.50 17.00
m/z 57.00 18.27%
310 1050 1450 4574 ‘
O \\\‘\\\\“\\\\‘\‘\\\M“\\‘\‘\‘\‘\\‘M“\U‘\‘\“\‘\\\‘\\\\“\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205.0
— —r—
16.50 17.00
5000 m/z 206.10 15.50%
57.0
29.0 81.0 1050 1450 1770
Ol e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77556: Butylated Hydroxytoluene “ T
205.0 16.50 17.00
m/z 145.00 11.61%
5000
ol 290, 57"0 81.0 1050 1450 177.0 |
\\\‘\\‘\\‘\\\‘\‘\‘\\\‘\\‘\‘\‘\‘\\\“\\‘\\‘\\\\‘\\\\“\\‘\\‘\\\\‘\\\ ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42171.D

Acqg On : 22 Jan 2021 15:45
Operator : SY/MD

Sample : M1222-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O12021WMA.M
Quant Title : TRACE VOA SOM@1.90

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Butanone, 3,3... 7.176 1.2 ug/L 56107 1 6.256 241478 5.0
Glutaric acid, ... 12.330 0.6 ug/L 35346 3 11.819 316906 5.0
unknown-01 14.201 0.6 ug/L 38276 3 11.819 316906 5.0
Butylated Hydro... 16.899 10.1 ug/L 641819 3 11.819 316906 5.0
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