LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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: VUe42123.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.440 24 31 39 rvB2 3383 5769 1.00% 0.114%
2 1.591 69 78 86 rvB 50049 59653 10.37% 1.182%
3 1.910 170 177 190 rVB 40681 50072 8.71% 0.992%
4 2.045 209 219 229 rBV3 3834 8541 1.48% 0.169%
5 2.562 370 380 394 rVB 82750 128763 22.39%  2.551%
6 4.717 1027 1050 1087 rBV 38443 167243 29.08%  3.313%
7 5.070 1147 1160 1178 rVB 82349 176931 30.76%  3.505%
8 5.726 1343 1364 1388 rBvV2 177247 419565 72.95%  8.312%
9 6.253 1516 1528 1545 rW 145137 271741 47.25% 5.384%
10 6.700 1654 1667 1688 rBV 100853 196166 34.11%  3.886%
11 6.806 1692 1700 1717 rVV3 5336 10952 1.90% 0.217%
12 7.186 1801 1818 1836 rBV 17126 34809 6.05% 0.690%
13 7.575 1925 1939 1953 rBV 60730 105402 18.33% 2.088%
14 7.813 2003 2013 2023 rBV2 10791 20499 3.56% 0.406%
15 7.903 2029 2041 2057 rVB 201576 342228 59.50% 6.780%
16 8.051 2079 2087 2098 rVB4 5015 8913 1.55% 0.177%
17 8.189 2119 2130 2144 rBV 38818 64201 11.16% 1.272%
18 8.504 2215 2228 2236 rVB5 3113 6207 1.08% 0.123%
19 8.559 2236 2245 2255 rBV5 5885 9259 1.61% 0.183%
20 8.652 2260 2274 2284 rBV 242017 436852 75.95% 8.655%
21 8.700 2285 2289 2313 rVVW5 48622 88147 15.33% 1.746%
22 8.925 2345 2359 2368 rBv4 3115 7150 1.24% 0.142%
23 9.424 2501 2514 2535 rBV 203636 335446 58.32% 6.646%
24 9.649 2576 2584 2593 rVB2 10379 15870 2.76% 0.314%
25 9.781 2609 2625 2639 rVB4 5952 14325 2.49% 0.284%
26 9.929 2658 2671 2683 rBv2 15530 27242 4.74% 0.540%
27 10.141 2719 2737 2748 rBV5S 5090 11702 2.03% 0.232%
28 10.247 2754 2770 2783 rBV 21868 39715 6.90% 0.787%
29 10.353 2796 2803 2811 rBV7 4678 6948 1.21% 0.138%
30 10.694 2900 2909 2921 rVB2 12804 19885 3.46% 0.394%
31 10.765 2921 2931 2945 rBV 77394 123377 21.45% 2.444%
32 10.974 2982 2996 3010 rVV 19125 31774 5.52% 0.629%
33 11.057 3013 3022 3034 rvB3 8556 14378 2.50% 0.285%
34 11.475 3146 3152 3163 rvB3 6736 9860 1.71% ©.195%
35 11.578 3176 3184 3196 rBV 12883 19391 3.37% 0.384%

36 11.819 3247 3259 3273 rVB 219038 341875 59.44% 6.773%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 11.983 3305 3310 3323 rVB7 3669 6328 1.10% ©.125%
38 12.070 3324 3337 3366 rBV 308929 575174 100.00% 11.395%
39 12.202 3367 3378 3395 rVB 200885 331481 57.63% 6.567%
40 12.330 3411 3418 3425 rBV 5525 8619 1.50% 0.171%
41 12.536 3477 3482 3494 rVB5 4301 6789 1.18% 0.135%
42 12.781 3549 3558 3568 rBV 12003 17434 3.03% 0.345%
43 12.893 3583 3593 3605 rVB6 8158 13611 2.37% 0.270%
44 13.616 3810 3818 3827 rVB2 8178 11528 2.00% ©0.228%
45 14.202 3989 4000 4012 rBV 48974 73245 12.73% 1.451%
46 14.652 4131 4140 4148 rBV7 4642 8501 1.48% ©.168%
47 15.703 4455 4467 4476 rBVv8 11934 19000 3.30% ©0.376%
48 16.144 4596 4604 4613 rVB3 13948 19829  3.45% 0.393%
49 16.780 4792 4802 4814 rBV2 64085 97143 16.89% 1.925%
50 16.896 4828 4838 4850 rVB 153560 228000 39.64% 4.517%

Sum of corrected areas: 5047533
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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: VU042123.D\data.ms
300000

250000

200000

5.726

150000 6.253

6.70(
100000 2.562 5.070

50000 4.717

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: VU042123.D\data.ms
300000 12.p70

250000 8.652
11.819

7.903 9.424 2.z
200000

150000

100000
10.765

7.575

50000 8.189 $;ro0
7.186 10.247 10,974
806 ) 7.813 g 05 K 8,&9\5]9 8.925 9.649761 9290 1440.353 10 11.057 1155878 | 111 983
hib=+: W MANNS : A N R N1

ot e — — N =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU042123.D\data.ms
300000

250000

200000

16.896
150000

100000

16.78

50000 14.202

2.3395 5361278893 13.616 /\ 14.65 15183 1%44
0 T 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\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 6
R.T. EstConc Area Relative to ISTD R.T.
7.186 0.64 ug/L 34809 1,4-Difluorobenzene 6.257

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 83
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 80
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 58
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 50
Abundance Scan 1818 (7.186 min): VU042123.D\data.ms (-1801) (-) m/z 57.00 100.00%
57.0
5000
1000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
6.80 7.00 7.20 7.40 7.60
Ol el et 2068 pyr 40,95 72.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0
5000 29.0 ‘\Hw\h\”\\‘\u\”‘m\r\/\\/\%\’
6.80 7.00 7.20 7.40 7.60
‘ 100.0 m/z 43.00 46.50%
O\\\“\‘\“}\\“‘\\\‘!“\\\\’\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3907: 2-Butanone, 3,3-dimethyl-
57.0
_“w“‘w“uqﬁﬁfﬁm
6.80 7.00 7.20 7.40 7.60
5000 m/z 100.00 24.82%
290 100.0
Y SR A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3870: 3-Pentanone, 2-methyl- Rmaas e REaan R
57.0 6.80 7.00 7.20 7.40 7.60
m/z 39.00 22.77%
5000 29.0
100.0
o SN 1 N %‘ﬂwww_-‘mﬂ,ﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 2-Heptanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.247 0.59 ug/L 39715 Chlorobenzene-d5 9.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 78
5 2-Heptanone 114 C7H140 000110-43-0 78
Abundance Scan 2770 (10.247 min): VU042123.D\data.ms (-2754) (-  m/z 43.00 100.00%
3.0
5000 ﬂwkwjk
0 io‘od io‘sd |
114.0 ' :
o‘HwHH‘\“m‘v“mu,mu‘HmHH_MHH_MZ‘Q@:? m/z 58.60  57.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7426: 2-Heptanone
43.0
5000 A A ——
10.00 10.50
m/z 71.00 16.90%
71.0
15-0“ | 114.0
O\\\‘\‘\‘}\\“M\\‘\“‘\\i\’\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7431: 2-Heptanone
43.0 A
A T ‘ T T ‘/\‘ ‘ T
10.00 10.50
5000 m/z 41.00 14.33%
71.0
‘ ‘ 114.0
) SN Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7429: 2-Heptanone e I A
43.0 10.00 10.50
m/z 39.00 9.52%
5000
71.0
I it Mk
O"Jw‘WHMM‘ﬂﬁ‘w‘,wu‘\H‘M‘H“M“W“‘W“H“‘H il L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

SOMUTRO12021WMA.M Mon Jan 25 13:47:22 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 1
R.T. EstConc Area Relative to ISTD R.T.
12.070 8.41 ug/L 575174 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 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56

Abundance Scan 3337 (12.070 min): VU042123.D\data.ms (-3324) - m/z 57.00 100.00%
57.

0
5000
83.0 T T T
‘ ‘ 1121 12.00
Ol M2 2088 s 41,00 41.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 — :
12.00
29.0 83.0 m/z 42.95 33.63%
112.0
O\\\\‘\h“\\“‘{\\w‘\w“i\“!\\\“‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
A T
12.00
5000 ITI/Z 55.00 27.31%
29.0 83.0
| H ‘ | 1120
) N 00 N N N i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl- — T
57.0 12.00
m/z 56.00 22.81%
5000
29.0
‘ ‘ 83.0
0 L‘LL J\ W J\ 1 112.0 i\

I
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\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.202 1.07 ug/L 73245 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H1402 028401-39-0 25
2 3-n-Propyl-2,4-pentanedione 142 C8H1402 001540-35-8 16
3 Isoxazole, 3,5-dimethyl-4-nitro- 142 C5H6N203 001123-49-5 12
4 7-0Oxabicyclo[4.1.0]heptan-1-01, ... 156 C8H1203 014161-46-7 10
5 6-Dodecanone 184 C12H240 006064-27-3 10

Abundance Scan 4000 (14 202 min): VU042123.D\data.ms (-3989) (- m/z 42.95 100.00%

43.0
5000
100.0 142.1
= ==
‘ “670 ‘ ‘ 1841 14.00 14.50
0 HwHw‘muw‘:“_“h“ Nm SN AN RN ke m/z 142.05  40.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19854: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S
43.0
72.0
5000 — —
100.0 14.00 14.50
‘ 142.0 m/z 100.00 34.75%
m/z--> 20 60 80 100 120 140 160 180
Abundance #19681: 3-n-Propyl-2,4-pentanedione
43.0 71.0
—— ——
14.00 14.50
5000 ITI/Z 113.00 24.30%
100.0
15.0 ‘ 142.0
o TR A P R B it
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19339: Isoxazole, 3,5-dimethyl-4-nitro- T —
43.0 14.00 14.50
m/z 98.00 20.40%
5000
83.0 142.0
mlz--> 40 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\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.780 1.42 ug/L 97143  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 94
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 87
4 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 60
5 Thiocoumarine, 4,4,6,7- tetramethyl 220 C13H160S 1000128-90-2 47

Abundance Scan 4802 (16.780 min): VU042123.D\data.ms (-4792) (-  m/z 177.10 100.00%

1771
41.0
5000 220.1
135.0
91.0
—— Pl
ITUPYRARE s
0 ‘uHmmhﬁm:MMMﬂ%whw‘ﬁwumuwwﬁu‘kuw‘uﬁ§?r m/z 40.95 61.62%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0
41.0
5000 - -
135.0 16.50 17.00
91.0 m/z 220.10  48.36%
O TTT ‘ \‘\‘\ \“ ‘f T ‘\H\ ‘ \M\ \H“H\ \H} “\‘h”‘\ ‘\““H\ \‘\ML‘ M T H‘!‘\ T \“ \‘\ ‘! T ‘ \‘\ TT ‘\ TTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 A
220.0 —
41.0 16.50 17.00
5000 m/z 67.00 40.91%
135.0
o b
0t ““ "“1“1“\“1‘”‘““\‘:““‘u“‘”w‘““‘m“”‘:hH“‘!‘m“mlu‘“W‘mwwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet o Pt
177.0 16.50 17.00
m/z 135.00 34.58%
220.0
5000 41.0
135.0
95.0 ‘ A
0 ""““"H‘W"“MM““‘H‘J‘W“J‘u u“““uw‘m““lm“u!ww“wwww S RN A S—
m/z--> 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.896 3.33 ug/L 228000 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, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4838 (16.896 min): VU042123.D\data.ms (-4828) (-  m/z 205.10 100.00%
205.1
5000
57.0 — SN
‘ 91.0 1450 | ‘ 16.50 17.00
Obrer ettt bbb AR L L2690 1y 250,20 24.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 — [\ A
16.50 17.00
m/z 56.95 19.32%
57.0 50 1450 ‘
O\H‘H\\“\H‘\"\‘\HM“H‘\‘\‘\‘\\‘N“\N‘\‘h\‘\\\’\\\?’9\\"\H“HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77554: Butylated Hydroxytoluene
205.0
16.50 17.00
5000 m/z 206.10 15.85%
57.0
145.0
L O 1. O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77556: Butylated Hydroxytoluene — I
205.0 16.50 17.00
m/z 145.00 12.07%
5000
57.0
0L270° " 1050 14601760 | | ﬂ
P e e e 1
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012021\
Data File : VU@42123.D

Acqg On : 20 Jan 2021 22:45
Operator : SY/MD

Sample : M1180-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 32 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... 7.186 0.6 ug/L 34809 1 6.257 271741 5.0
2-Heptanone 10.247 0.6 ug/L 39715 2 9.424 335446 5.0
1-Hexanol, 2-et... 12.070 8.4 ug/L 575174 3 11.819 341875 5.0
unknown-01 14.202 1.1 ug/L 73245 3 11.819 341875 5.0
2,5-Cyclohexadi... 16.780 1.4 ug/L 97143 3 11.819 341875 5.0
Butylated Hydro... 16.896 3.3 ug/L 228000 3 11.819 341875 5.0
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