LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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@42177.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.359 3 6 17 rVB2 9117 9089 1.31% 0.199%
2 1.459 23 37 42 rBV 5663 13446 1.93% 0.294%
3 1.591 68 78 89 rVB2 43605 59040 8.49%  1.293%
4 1.999 169 177 188 rVB 33650 41998 6.04% ©0.920%
5 2.562 370 380 392 rBV 65678 104229 14.99%  2.282%
6 4.706 1024 1047 1094 rBV2 41558 205064 29.50% 4.490%
7 5.070 1145 1160 1178 rBV 70178 151523 21.80%  3.318%
8 5.729 1346 1365 1382 rBvV2 147051 354418 50.98% 7.760%
9 6.256 1516 1529 1545 rVB 131249 245604 35.33% 5.378%
10 6.700 1654 1667 1692 rBV 87752 173460 24.95% 3.798%
11 7.185 1805 1818 1834 rVB 38056 74974 10.78% 1.642%
12 7.571 1925 1938 1950 rBV 51014 88790 12.77% 1.944%
13 7.809 2003 2012 2017 rBvV2 5687 9272 1.33% 0.203%
14 7.851 2018 2025 2031 rVV2 12256 23394  3.37% 0.512%
15 7.902 2031 2041 2055 rVB 170838 294096 42.30% 6.439%
16 8.047 2078 2086 2099 rVB3 6032 10764 1.55% 0.236%
17 8.189 2119 2130 2142 rBV 33394 55703 8.01% 1.220%
18 8.504 2216 2228 2236 rBV2 6063 10714 1.54% 0.235%
19 8.558 2236 2245 2255 rVB4 12542 20108 2.89% 0.440%
20 8.648 2260 2273 2308 rBV 247107 479676 69.00% 10.503%
21  9.423 2501 2514 2534 rBV 189056 309731 44.55% 6.782%
22 9.648 2564 2584 2595 rVB3 17893 31342 4.51% 0.686%
23 9.774 2611 2623 2638 rVB4 6047 12539 1.80% 0.275%
24 9.928 2661 2671 2681 rVB2 7787 12517 1.80% 0.274%
25 10.690 2903 2908 2920 rVB2 7441 10988 1.58% 0.241%
26 10.764 2920 2931 2945 rBV 70960 111830 16.09% 2.449%
27 10.973 2987 2996 3012 rVB2 7904 13666 1.97% 0.299%
28 11.475 3141 3152 3163 rVB6 5265 10233 1.47% 0.224%
29 11.819 3246 3259 3275 rVB 209480 324546 46.68% 7.106%
30 12.070 3324 3337 3364 rBV 36723 82803 11.91% 1.813%
31 12.201 3366 3378 3392 rVB 177328 284292 40.89% 6.225%
32 12.330 3410 3418 3428 rBV2 7872 12286 1.77% 0.269%
33 14.201 3986 4000 4011 rBV 59277 87805 12.63% 1.923%
34 15.703 4458 4467 4479 rVB5 18812 29226 4.20%  0.640%
35 16.143 4595 4604 4615 rVB2 23866 34579 4.97% 0.757%
36 16.783 4792 4803 4821 rBV3 47202 78264 11.26% 1.714%

SOMUTRO12021WMA.M Sat Jan 30 01:26:44 2021 P1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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 16.899 4825 4839 4859 rBV 458271 695208 100.00% 15.222%

Sum of corrected areas: 4567217
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Data Path :
: VUe42177.D

: 22 Jan 2021 18:10

: SY/MD

: M1222-12

: 25.0mL/MSVOA_U/WATER

: 17  Sample Multiplier: 1

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

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

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

Time-->

400000

300000

200000

100000

o

TIC: VU042177.D\data.ms

5.729

6.256
6.701
2.562 5.070
1591 1 909 4.706
wasy| | N

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

Time-->

400000

300000

200000

100000

TIC: VU042177.D\data.ms

8.648
0.423 11.819
7.902 ' 12.2

10.764
7.185 8.189 12.07

L S & L i

7789%8.047 88658 9085008 10.690 10.973 11.475
‘ T T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T T ‘ T T T ‘ T T T ‘ T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

Time-->

400000

300000

200000

100000

TIC: VU042177.D\data.ms
16.899

14.201 16.783

15.703 16.143
j2:330 ‘ j\ A A /L

T T T ‘ T
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\VU012221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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.
7.185 1.53 ug/L 74974  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 86
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 83
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 80
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 72
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 59
Abundance Scan 1818 (7.185 min): VU042177.D\data.ms (-1805) (-) m/z 57.00 100.00%
57.0
41.0
5000
100.0 RRREREa e e
85.0 6.80 7.00 7.20 7.40 7.60
69.0 :

O Frrrprrrrprrrr el e e ey m/z 41.00  64.94%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3907: 2-Butanone, 3,3-dimethyl-

57.0
5000 410 BEEEEEREEA AR EEREN R
29.0 6.80 7.00 7.20 7.40 7.60
100.0 m/z 43.00  45.49%
0\\\‘\\‘\\‘\\\\‘\\\\‘\\\\’\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
41-0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 29.0 m/z 100.00 22.45%
100.0
15.0
69.0 85.0
1 SR RN | B MMM HMT
miz--> 10 20 30 40 50 60 70 80 90 100 &
Abundance #3870: 3-Pentanone, 2-methyl- R Eamma R
57.0 6.80 7.00 7.20 7.40 7.60
43.0 m/Z 38.95 19.69%
5000 29.0
71.0 100.0
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@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Cyclopentene, 1,2,3,4,5-pen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

o.6a8  6.51ug/L 31342  Chlorobenzene-ds 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18
2 Cyclopentene, 1,2,3,3,4-pentamet... 138 C10H18
3 5-t-Butyl-4-methylimidazole 138 C8H14N2
4 Benzene, 1,4-dimethoxy- 138 C8H1002
5 1-(1-Ethyl-2,3-dimethyl-cyclopen... 166 C11H180

1000154-28-6 91
197390-29-7 90
146979-50-2 78
000150-78-7 78
1000185-18-6 72

Abundance Scan 2584 (9.648 min): VU042177.D\data.ms (-2564) (-) m/z 123.00 100.00%
128.0
5000
43.0 138.0 L — L —
76.9 950 ‘ 9.50 10.00
OB De L mjz 43.e0 20.08%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16965: Cyclopentene, 1,2,3,4,5-pentamethyl-
123.0 )\
5000 o [\\‘A/\“ . ‘/\‘w‘ i
81.0 9.50 10.00
410 670 . 138.0 m/z 138.00 16.70%
27.0 . .
OH‘H\‘\“\\H“‘\‘\H“\‘\‘\‘\‘\\‘\‘\“H\‘\“M\\“\‘\‘H‘\]\-99‘;(\)\\’\1\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
123.0
—— —
9.50 10.00
5000 m/z 124.00  9.44%
41.0 81.0
27.0 55.0 138.0
0 9.0 109.0
AL e R o e e ARAaanEC
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17462: 5-t-Butyl-4-methylimidazole —— ——
123.0 9.50 10.00
m/z 41.00 7.75%
5000
41.0 138.0
oH‘mWm‘mH“Sﬁ(ﬂwmﬂf‘?ﬁ?ﬁo"1‘9?:9”,‘;!”_”1_”‘ mm T
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@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.070 1.28 ug/L 82803 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 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 3337 (12.070 min): VU042177.D\data.ms (-3324) (- | m/z 57.05 100.00%
57.0
5000
83.0 AR S i
‘ ‘ 121 12.00
Obrerereb i i A 2822089 4p.95  42.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 L :
12.00
20.0 83.0 m/Z 43.00 34.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T \
12.00
5000 m/z 55.00 29.84%
29.0
83.0
112.0
O rrrpelte el ol L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl- “ﬂq"phfﬂﬁ ; ‘WTA
57.0 12.00
m/z 56.00  23.94%
5000
83.0
29.0 ‘ ‘
bt dd 20l Ma
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.201 1.35 ug/L 87805 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 43
3 4-(7-Methoxy-3,3,7-trimethyl-oxe... 240 C14H2403 107675-07-0 25
4 Isoxazole, 3,5-dimethyl-4-nitro- 142 C5H6N203 001123-49-5 22
5 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H1402 028401-39-0 12
Abundance Scan 4000 (14.201 min): VU042177.D\data.ms (-3986) (- | m/z 42.95 100.00%
3.0
5000
100.0 1421
—a— =
‘ 7 ‘ ‘ L840 14.00 14.50
ouH‘w‘wm‘”_‘w‘h i bbb b e M/ 142,05 38.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19630: 2,4-Octanedione
43.0 85.0
5000 —r— —
14.00 14.50
m/z 100.00 32.18%
I \h | ‘11\3'0\ 142.0
OH\\‘HH‘HH‘HHH‘\H\‘\\H‘\H\“\H\‘H\\‘H\\’HH’HH’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
—— —
14.00 14.50
5000 142.0 m/z 113.00  23.76%
15.0 71.0 990
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93930: 4-(7-Methoxy-3,3,7-trimethyl-oxepan-2-ylidene)- —— —
43.0
08.0 142.0 14.00 14.50
69.0 m/z 41.00 21.58%
5000
Obrrrralb b b Ml by, 16901979 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.143 0.53 ug/L 34579 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Acetyl-4-piperidone 141 C7H11NO2 032161-06-1 16
2 6-Dodecanone 184 C12H240 006064-27-3 16
3 2,4-Pentanedione, 3-ethyl- 128 C7H1202 001540-34-7 14
4 2,4-0Octanedione 142 C8H1402 014090-87-0 14
5 Pyrrolidine, 1-(1-oxobutyl)- 141 C8H15NO 033527-93-4 12
Abundance Scan 4604 (16.143 min): VU042177.D\data.ms (-4595) (- | m/z 43.00 100.00%
3.0
5000
130 1700 LN Vi
80.9 ‘ 16.00 16.50
0 bk 2089 28LChs7 113.00 30.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18924: 1-Acetyl-4-piperidone
43.0
113.0
5000 —r— ——
16.00 16.50
m/z 170.00  25.22%
TR
O\H‘\‘\‘H‘MH‘\"HH‘\\H‘H“\‘H\\“\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
T ‘ T T A T ‘ T
16.00 16.50
5000 m/z 100.00 22.86%
113.0
o 72.0 155.0184.0
R o e  AAAlaaasaziyesanseenns
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12227: 2,4-Pentanedione, 3-ethyl- —— —
43.0 16.00 16.50
m/z 55.00 22.66%
5000
86.0
128.0
O\u‘\‘\\\“‘wu\‘,\‘\m‘hu}u\‘\‘\1\\‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u ‘H‘m‘ R ﬂ\ mﬂ ‘ !
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

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

: VUe42177.D

: 22 Jan 2021 18:10

: SY/MD

: M1222-12

: 25.0mL/MSVOA_U/WATER

: 17  Sample Multiplier: 1

d : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M

: TRACE VOA SOM@1.0

¢ 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.783 1.21 ug/L 78264 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,5-Cyclohexadiene-1,4-dione, 2,... 220
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220
4T
5

C14H2002
C14H2002

000719-22-2 96
000719-22-2 94

C14H2002 000719-22-2 70
hiocoumarine, 4,4,6,7- tetramethyl 220 C13H160S 1000128-90-2 55
2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 51
Abundance Scan 4803 (16.783 min): VU042177.D\data.ms (-4792) (- | m/z 177.10 100.00%
177.1
41.0
220.1
5000 67.0 135.0
91.0
1650 1700
(o} m/z 41.00 5.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000
67.0 135.0 1650 17.00
95.0 ‘ m/z 220.10 5.52%
O TTT ‘ T \ TT \h“‘\“‘\‘\‘\ \H“H\ \‘\ ‘\ ‘ \H\H\‘\“““\ \‘\h\”‘ “\‘\ T \“ T \ ! T ‘ TTTT “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177.0
2200 16,50 17.00
5000 41.0 m/z 135.00  46.01%
67.0 135.0
95.0
15.0
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet L
177.0 220.0 1650 1700
m/z 67.00 45.67%
41.0
5000 67.0 135.0
91.0
0 — pL —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012221\
Data File : VU@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 10.71 ug/L 695208 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): VU042177.D\data.ms (-4825) (- | m/z 205.10 100.00%
205.1
5000
57.0 — A
o poso 145.1 ‘ 16.50 17.00
ob oy Lo L [ 2780 . L 2BLOn/7 220,20 23.49%
miz-> 50 100 150 200 250
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 — A
16.50 17.00
m/z 57.00 18.26%
57.0 1950 1450 ‘
ol ‘\“\‘m‘\ ‘\\ ‘\““\‘ I, ‘\‘ ‘;‘5‘0‘ “
miz-> 50 100 150 200 250
Abundance
205.0
— r——
16.50 17.00
5000 m/z 206.10 15.42%
57.0
145.0
o270 105.0 175.0
T e —
miz--> 50 100 150 200 250
Abundance #77553: Butylated Hydroxytoluene “ .
205.0 16.50 17.00
m/z 41.00 11.45%
5000
57.0
145.0
105.0
0 ‘2‘7\\‘0\“ ety ‘M L “‘ ‘r‘l‘l‘f?‘o‘ “ e — —
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@42177.D

Acqg On : 22 Jan 2021 18:10
Operator : SY/MD

Sample 1 M1222-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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... 7.185 1.5 ug/L 74974 1 6.256 245604 5.0
Cyclopentene, 1... 9.648 0.5 ug/L 31342 2 9.423 309731 5.0
1-Hexanol, 2-et... 12.070 1.3 ug/L 82803 3 11.819 324546 5.0
unknown-01 14.201 1.4 ug/L 87805 3 11.819 324546 5.0
unknown-02 16.143 0.5 ug/L 34579 3 11.819 324546 5.0
2,5-Cyclohexadi... 16.783 1.2 ug/L 78264 3 11.819 324546 5.0
Butylated Hydro... 16.899 10.7 ug/L 695208 3 11.819 324546 5.0
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