LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@42172.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 9631 10319 1.67% 0.233%
2 1.601 70 81 91 rVB2 45444 60929 9.85% 1.374%
3 1.916 176 179 193 rVB 34689 44552 7.20% 1.004%
4 2,572 372 383 396 rBV 76454 122762 19.84% 2.768%
5 3.253 568 595 616 rBV3 10420 56580 9.14% 1.276%
6 4.462 952 971 985 rBv6 3151 8914 1.44% 0.201%
7 4.649 1014 1029 1076 rBV 42436 160504 25.94%  3.619%
8 5.073 1146 1161 1181 rBV 69609 151797 24.53%  3.422%
9 5.735 1346 1367 1390 rBV2 136043 358792 57.98% 8.089%
10 6.256 1515 1529 1552 rVB 128972 243252 39.31% 5.484%
11 6.700 1654 1667 1688 rVB 89830 173557 28.04%  3.913%
12 7.176 1800 1815 1835 rBvV2 33735 70003 11.31% 1.578%
13 7.575 1925 1939 1953 rBV 51187 89921 14.53% 2.027%
14  7.825 1999 2017 2029 rBV 6098 18215 2.94% 0.411%
15 7.906 2029 2042 2056 rVV 172241 297469 48.07% 6.707%
16 7.977 2056 2064 2076 rVV3 6007 12538 2.03% 0.283%
17 8.044 2076 2085 2094 rVB3 4693 8899 1.44% 0.201%
18 8.186 2115 2129 2145 rBV 32957 56072 9.06% 1.264%
19 8.497 2213 2226 2235 rBV2 5501 9784 1.58% 0.221%
20 8.559 2237 2245 2255 rVB5 4631 7286 1.18% 0.164%
21 8.642 2258 2271 2282 rBV 220150 400936 64.79%  9.039%
22 9.423 2501 2514 2535 rBV 183162 308337 49.82% 6.952%
23 9.649 2576 2584 2595 rVB 22399 33395 5.40% 0.753%
24 9.771 2611 2622 2635 rBV6 4059 9843 1.59% 0.222%
25 10.243 2758 2769 2784 rBV 9728 16832 2.72% 0.379%
26 10.690 2901 2908 2920 rVB3 9647 14624 2.36% 0.330%
27 10.764 2920 2931 2948 rVB 70494 117316 18.96%  2.645%
28 10.973 2984 2996 3011 rVB 14097 23952 3.87% 0.540%
29 11.060 3011 3023 3031 rBVS8 3141 6262 1.01% 0.141%
30 11.819 3248 3259 3275 rVB 206260 326732 52.80% 7.366%

31 11.902 3275 3285 3293 rBV2 5263 7963 1.29%
32 12.070 3325 3337 3366 rBvV 82766 170819 27.60%
33 12.201 3366 3378 3391 rVB 178809 295586 47.76%

(GO IV
o)
o)
B
3R

34 12.333 3406 3419 3429 rBV 22676 36012 5.82% 812%
35 12.893 3586 3593 3602 rBV6 5543 8148 1.32% 184%
36 14.201 3988 4000 4012 rVB2 26051 39071 6.31% ©0.881%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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

37 14.327 4030 4039 4047 rBV4 5047 7163 1.16% ©.161%
38 15.703 4458 4467 4476 rBV6 8980 14975 2.42% ©.338%
39 16.783 4794 4803 4816 rBV6 10404 16552 2.67% 0.373%

40 16.899 4827 4839 4856 rBV 422593 618858 100.00% 13.952%

Sum of corrected areas: 4435521
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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

Abundance TIC: VU042172.D\data.ms
400000

350000
300000
250000
200000
150000 5.735 6.256

100000 2572 5073 6.70(

1.601 1.916 4.649
863 3.253 4.462

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU042172.D\data.ms

400000

50000

o

350000
300000
250000

8.642

200000 -
7.906 9.423 12.2

150000

100000
10.764 12.07
7.575

50000 7.176 8.186 9649
. || 78emms)\  sasmg o771 10243 10.690 1037354 902
———d——— e e A e A A pius
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50 12.00

Abundance TIC: VU042172.D\data.ms
400000

16.899

350000
300000
250000
200000
150000
100000

50000
2.333 14.201
tJK, 12.893 14.327 15.703 1ez§#

0 == L T T ™ T T L e B B B —7 T ] T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@12221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10

Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

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

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-Propanol, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.253 1.16 ug/L 56580 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 83
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 74
3 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 43
4 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 25
5 3-Pentanol 88 C5H120 000584-02-1 9
Abundance Scan 595 (3.253 min): VU042172.D\data.ms (-568) (-) m/z 59.00 100.00%
59.0
41.0 S/
| ‘ ‘ | 3.00 3.20 3.40 3.60
O Frrrrrersrrprrpreprrr e e m/z 40,95 21.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #859: 2-Propanol, 2-methyl-
59.0
5000
3.00 3.20 3.40 3.60
8.0 o m/z 42.95 15.74%
oL 150 ‘ 500
H‘\\\\‘\H\’H\\‘\\\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
59.0
R R RRREE
3.00 3.20 3.40 3.60
5000 m/z 39.00 12.99%
31.0
41.0
15.0
O rrrrreprt eyttt ey
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 A ﬂﬂ
Abundance #860: 2-Propanol, 2-methyl- . “‘w“‘w“‘w“‘w“m
59.0 3.00 3.20 3.40 3.60
m/z 57.00 10.79%
5000
31.0 210
AN LI Y% Y N S 11
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 2 2-Butanone, 3,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.176 1.44 ug/L 70003 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 83
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
4 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 59
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 50

Abundance Scan 1815 (7.176 min): VU042172.D\data.ms (-1800) (-) 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
et e e e M/z 41,08 68.91%

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

5000 PR e
29.0 6.80 7.00 7.20 7.40 7.60

100.0 m/z 43.00  45.99%

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

6.80 7.00 7.20 7.40 7.60

o

o

5000 41.0 m/z 100.00  23.29%
29.0 1000
15.0 69.0 850
o} RS GBI AN R /MBS SN DN FH
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #3871: 3-Pentanone, 2-methyl- T
43.0 57.0 6.80 7.00 7.20 7.40 7.60
m/z 39.00  22.36%
29.
5000 2.0
71.0 100.0
0 el 220
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@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 5-t-Butyl-4-methylimidazole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.649 0.54 ug/L 33395  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-t-Butyl-4-methylimidazole 138 C8H14N2 146979-50-2 90
2 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10OH18 1000154-28-6 87
3 Cyclopentene, 1,2,3,3,4-pentamet... 138 C10H18 197390-29-7 86
4 1,3-Benzenediol, 4-ethyl- 138 C8H1002 002896-60-8 78
5 1,4-Benzenediol, mono-tetradecyl... 306 C20H3402 013224-40-3 64

Abundance Scan 2584 (9.649 min): VU042172.D\data.ms (-2576) (-) m/z 123.00 100.00%

123.0
5000
43.0 138.1 T U
76.9 95.0 9.50 10.00
| 270 L | | 9
O e e e et et e m/z 42.95 20.24%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17462: 5-t-Butyl-4-methylimidazole
123.0
5000 “‘/\Mﬁ/\“‘" T \A MP
9.50 10.00
410 138.0 m/z 138.05 18.62%
H‘HH‘\\H‘HH‘H‘\\‘\\H“HHi\H\‘Hi\‘\\\\‘\\\\“\\\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
123.0
—— —
9.50 10.00
5000 m/z 124.00 9.26%
81.0
41.0 138.0
67.0 .
o 21.0 950 1090
AR Ea s B At o e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16964: Cyclopentene, 1,2,3,3,4-pentamethyl- —— —
123.0 9.50 10.00
m/z 95.00 7.11%
5000
41.0 81.0
27.0 ‘ 55.0 95.0 138.0
O begre bl bl 2990 L L S 1 —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.070 2.61 ug/L 170819 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53

Abundance Scan 3337 (12.070 min): VU042172.D\data.ms (-3325) (- | m/z 56.95 100.00%

57.0
5000 41.0
.

‘ 98.0 12.00
112.0 .
HWH‘WHH‘HHMMH_‘H_HﬂmH‘_HW‘HWH‘WH‘WHH‘HH 40.95  43.35%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0

o

5000
43.0 1200
20.0 83.0 43.00 34.97%
980
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
1200
m/z 55.00 28.89%
5000 41.0 /
270 83.0
0 13.0 98.0 112.0
T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13667: 1-Hexanol, 2-ethyl- == ‘
57.0 12.00

m/z 56.00  23.76%

5000
41.0
83.0
i O |
0 |1l L 1300 |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 6 Furan, 2-butyltetrahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.333 0.55 ug/L 36012 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 72
2 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 72
3 Glutaric acid, ditetrahydrofurfu... 300 C15H2406 1000359-67-4 56
4 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 56
5 Ethane-1,1-diol dibutanoate 202 C10H1804 025572-25-2 56
Abundance Scan 3419 (12.333 min): VU042172.D\data.ms (-3406) (- | m/z 71.00 100.00%
71.0
5000
43.0
- ——
| 124.1 206.9 12.00 12:50
0t e e ey M/z 43,00 28.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #12599: Furan, 2-butyltetrahydro-
71.0
5000 e =S
43.0 12.00 12.50
' m/z 40.95 14.59%
o . 970 1280
\‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
71.0
= ==
12.00 12.50
5000 m/z 42.00 7.21%
43.0
ol 130 97.0 128.0
T T T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 /\A
Abundance #144275: Glutaric acid, ditetrahydrofurfuryl ester Lh
71.0 12 00 12 50
m/z 38.95 5.35%
5000
43.0
0 1l H‘ i H 98 O 129 0 157 0 199 0 230 C \ [ V) ul AWt WL T
e e e e e e e i e
m/z--> 0 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@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 7 wunknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.201 0.60 ug/L 39071 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3(2H)-Furanone, 4-methoxy-2,5-di... 142 C7H1003 004077-47-8 38
2 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H1402 028401-39-0 37
3 3-n-Propyl-2,4-pentanedione 142 C8H1402 001540-35-8 32
4 3-n-Propyl-5-methylhexan-2-one 156 C10H200 1000202-22-8 22
5 1,4,6-Trimethyl-3,7,9-trioxabicy... 172 C9H1603 062759-58-4 12

Abundance Scan 4000 (14.201 min): VU042172.D\data.ms (-3988) (- | m/z 43.00 100.00%
43.0
5000
100.0 142.1
81.0 Pomy =y paniass
‘ # ° ‘ ‘ ‘ 14.00 14.50
Ol “m - sﬁ' L wm‘m Mu B Y R m/z 142.85 36.73%
m/z--> 20 40 60 80 100 120 140
Abundance  #19506: 3(2H)-Furanone, 4-methoxy-2,5-dimethyl-
43.0
142.0
5000 —r— ——
14.00 14.50
m/z 100.00  35.22%
27.0 71.0 99.0
O\ T \‘\ ‘ \‘M‘\ \““H T \HM ‘ T \M\ T ‘m\ T \“-\ T \]_‘2\5\0\ T ‘H\ T
m/z--> 20 40 60 80 100 120 140
Abundance
43.0
72.0 T T
14.00 14.50
5000 100.0 ITI/Z 113.00 24.76%
142.0
27.0
0 119.0
T e e
m/z-> 20 40 60 80 100 120 140
Abundance #19681: 3-n-Propyl-2,4-pentanedione T —
43.0 71.0 14.00 14.50
m/z 41.00 21.72%
5000
100.0
27.0 /\
) SRS P T S SO N N . man | nﬂ»w
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 8 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.899 9.47 ug/L 618858 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 96
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4839 (16.899 min): VU042172.D\data.ms (-4827) (- | m/z 205.10 100.00%
205.1
5000
57.0 — A
‘ 145.0 ‘ 16.50 17.00
— w A, M “ Lyl 27RO, . L 2BLO /7 220,20 24.05%
miz--> 100 150 200 250
Abundance #77555.BLnkaed Hydroxytoluene
205.0
5000 — A
16.50 17.00
m/z 57.00 18.21%
57.0 1950 1450 ‘
ol ‘\“\‘m‘\ ‘\\ ‘\““\‘ I, ‘\‘ ‘;‘5‘0‘ “
miz--> 50 100 150 200 250
Abundance
205.0
— 1
16.50 17.00
5000 m/z 206.10 15.55%
57.0
145.0
o270 105.0 175.0
T e —
miz--> 50 100 150 200 250
Abundance #77553: Butylated Hydroxytoluene “ T
205.0 16.50 17.00
m/z 145.00 11.69%
5000
57.0
145.0
105.0
0 ‘2‘7\\‘0\“ ety ‘M Loy n‘m‘“ ‘r‘l‘l‘f?‘o‘ “ e — L
m/z--> 50 100 150 200 250 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@42172.D

Acqg On : 22 Jan 2021 16:10
Operator : SY/MD

Sample : M1222-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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-Propanol, 2-m... 3.253 1.2 ug/L 56580 1 6.256 243252 5.0
2-Butanone, 3,3... 7.176 1.4 ug/L 70003 1 6.256 243252 5.0
5-t-Butyl-4-met... 9.649 0.5 ug/L 33395 2 9.423 308337 5.0
1-Hexanol, 2-et... 12.070 2.6 ug/L 170819 3 11.819 326732 5.0
Furan, 2-butylt... 12.333 0.6 ug/L 36012 3 11.819 326732 5.0
unknown-01 14.201 0.6 ug/L 39071 3 11.819 326732 5.0
Butylated Hydro... 16.899 9.5 ug/L 618858 3 11.819 326732 5.0
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