LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@61722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49250.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.391 106 16 24 rBV 45141 46687 7.71% ©0.738%
2 1.520 52 56 61 rBv2 7412 6079 1.00% 0.096%
3 1.578 62 74 79 rBV2 32216 70900 11.70% 1.121%
4 1.629 81 90 104 rVB2 83459 167237 27.60%  2.644%
5 1.951 184 190 202 rVB 52333 72108 11.90%  1.140%
6 2.607 384 394 408 rVB 94829 154042 25.42% 2.436%
7 2.729 423 432 457 rBV3 53524 157295 25.96% 2.487%
8 3.092 534 545 560 rVB2 109172 207543 34.25%  3.281%
9 3.912 787 800 816 rvVv 41702 94862 15.66% 1.500%
10 4.005 817 829 844 rVB4 12077 31130 5.14% 0.492%
11  4.742 1031 1058 1074 rBV2 51642 211475 34.90%  3.344%
12 5.121 1160 1176 1193 rBV 87621 215403 35.55% 3.406%
13 5.661 1338 1344 1357 rBV 7256 14090 2.33% 0.223%
14 5.787 1364 1383 1417 rBV2 193338 477500 78.81% 7.550%
15 6.230 1509 1521 1530 rBV3 4460 9804 1.62% ©0.155%
16 6.301 1530 1543 1557 rVB 177451 324626 53.58% 5.133%
17 6.735 1664 1678 1695 rBV 123191 243224 40.14%  3.846%
18 6.832 1700 1708 1725 rVB3 11880 26018 4.29% 0.411%
19 7.198 1803 1822 1824 rBV7 6424 14425 2.38% 0.228%
20 7.282 1842 1848 1856 rVB4 5932 8398 1.39% 0.133%
21  7.594 1933 1945 1962 rBV 62259 109203 18.02% 1.727%
22 7.828 2004 2018 2036 rBV3 70831 164798 27.20% 2.606%
23 7.922 2036 2047 2060 rVWV 227651 396762 65.49% 6.273%
24 7.992 2060 2069 2082 rVV 57993 102390 16.90% 1.619%
25 8.063 2083 2091 2102 rVB3 5245 9706 1.60% 0.153%
26 8.201 2123 2134 2144 rBV 38202 62784 10.36% 0.993%
27  8.266 2144 2154 2176 rVB2 19315 42875 7.08% 0.678%
28 8.655 2261 2275 2308 rBV 308988 605877 100.00%  9.579%
29 9.057 2391 2400 2410 rVB4 6591 9595 1.58% 0.152%
30 9.430 2503 2516 2533 rBV = 242744 394172 65.06% 6.232%
31 9.584 2554 2564 2572 rBV2 9430 15997 2.64% 0.253%
32 9.703 2586 2601 2614 rBV2 26864 45912 7.58% 0.726%
33 10.10e8 2719 2727 2734 rBV2 9801 15707 2.59% 0.248%
34 10.243 2758 2769 2777 rVB 8747 12986 2.14% 0.205%
35 10.372 2797 2809 2831 rVB5 8202 20393  3.37% 0.322%

36 10.761 2919 2930 2942 rBV 95701 153445 25.33% 2.426%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@61722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0
37 11.217 3063 3072 3083 rBV5 4792 8815 1.45% 0.139%
38 11.471 3139 3151 3159 rBV3 11805 18884 3.12% 0.299%
39 11.578 3175 3184 3190 rBV6 4251 7446 1.23% 0.118%
40 11.648 3197 3206 3216 rBV6 8652 16220 2.68% 0.256%
41 11.815 3245 3258 3275 rVB 253053 404181 66.71% 6.390%
42 11.899 3275 3284 3291 rBvV3 5303 7562 1.25% 0.120%
43 12.060 3319 3334 3353 rBV 217243 384349 63.44% 6.077%
44 12.195 3366 3376 3395 rVB 227406 364103 60.10% 5.757%
45 12.301 3406 3409 3423 rVB8 3666 7024 1.16% 0.111%
46 12.536 3472 3482 3503 rBV 58906 105187 17.36% 1.663%
47 12.950 3602 3611 3623 rBV2 20634 34194 5.64% 0.541%
48 13.295 3707 3718 3731 rVB3 12470 22410 3.70% 0.354%
49 13.449 3757 3766 3778 rVWV5 4434 8376 1.38% 0.132%
50 13.520 3778 3788 3801 rVB3 12564 20179 3.33% 0.319%
51 13.738 3846 3856 3865 rBV6 11369 20407 3.37% 0.323%
52 13.838 3882 3887 3898 rVB6 4136 6653 1.10% 0.105%
53 13.934 3911 3917 3925 rVB4 5881 8122 1.34% 0.128%
54 14.037 3942 3949 3957 rVB7 5064 6871 1.13% 0.109%
55 14.423 4060 4069 4083 rvB2 7260 12311 2.03% 0.195%
56 16.236 4625 4633 4641 rBvV2 7663 11000 1.82% 0.174%
57 16.519 4715 4721 4732 rVB9 5474 8291 1.37% 0.131%

58 16.770 4788 4799 4816 rBV2 73990 126698 20.91% 2.003%

Sum of corrected areas: 6324731
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU049250.D\data.ms
300000

250000

200000 5.787

150000

3.092

100000

500007

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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: VU049250.D\data.ms
300000 8.655

11.815
250000 9.430

7.922 12.1
12.060

200000
150000

100000 10.761

7.594 7'827 992

50000 8. 201

.832
L& 7.79382 06 9.057

ok N N ‘ ‘ ‘ L — e — DA =1
Time--> 7.00 7.50 9. 00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU049250.D\data.ms

300000

250000

200000

150000

100000
16.770
12.536

50000
12.950
13.2033 2203 738208037  14.423 16.236 16.519

O T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ 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\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.391 0.72 ug/L 46687 1,4-Difluorobenzene 6.301

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance  Scan 16 (1.391 min): VU049250.D\data.ms (-10) (-) m/z 41.00 100.00%

41.0
5000
RREENERSAN RSN eSS
‘H 1.401.501.601.701.80
e e m/z 39.00  90.44%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 [T T T [ T[T rorT
27.0 1.401.501.601.701.80
m/z 43.95 64.75%
10 190910 |
0\\\H\H‘\H\‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\i\‘\\\\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41.0
RaaaE R AR R
1.401.501.601.701.80
5000 270 m/z 43.00 58.57%
2.0 150
B e 1 TE
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane BERRsaEEEEESASEE R
42.0 1.401.501.601.701.80
m/z 42.00 58.01%
5000 270
14.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Sulfur dioxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.578 1.09 ug/L 70900 1,4-Difluorobenzene 6.301

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 74 (1.578 min): VU049250.D\data.ms (-62) (-) m/z 63.90 100.00%

63.9
47.9
5000
e B e
1.60 1.80 2.00
b G e M/Z 47.9@ 55.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #415: Sulfur dioxide
64.0
5000 480 LA L B L B
1.60 1.80 2.00
m/z 65.90 5.32%
16.0 32"0
O\\\‘\\}\‘\\\\‘\\\\‘\\\\i\\\\‘\1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
64.0
a0 Y A
1.60 1.80 2.00
5000 m/z 49.80 3.03%
32.0
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6974: Aminomethanesulfonic acid e
64.0 1.60 1.80 2.00
m/z 64.90 1.62%
5000 48.0
17.0
0 | @0 760 960
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Hexanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.266 0.54 ug/L 42875 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
4 2-Hexanol 102 C6H140 000626-93-7 83
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83

Abundance Scan 2154 (8.266 min): VU049250.D\data.ms (-2144) (-) m/z 44.95 100.00%
45.0

5000
69.0 R R R RRE
“ 56.0 87.0 8.00 8.20 8.40 8.60
Ol b e e e m/z 42,95 25.11%
m/fz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4961: 2-Hexanol
45.0
5000 S R e AL L A

8.00 8.20 8.40 8.60
m/z 41.00 20.83%

27.0 69.0
’o ] 570 87.0 1020

| , 1 i
TTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ LI ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45‘0 /J“]k/\/w

LB L L L B N B

8.00 8.20 8.40 8.60

o

5000 ITI/Z 69.00 19.39%
27.0 69.0
0 57.0 87.0 10910
R B R o  AAR
m/z--> 10 20 30 40 50 60 70 80 90 100 /\ (\
Abundance #5014: 2-Pentanol, 4-methyl- AW\\‘\\H‘\\\\‘\H\‘\\\
45.0 8.00 8.20 8.40 8.60

m/z 38.85 9.93%
5000

69.0
15.0 27? J$ 57.0 87.0

O e e e e e e PP P e

m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.060 4.75 ug/L 384349 1,4-Dichlorobenzene-d4 11.816
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 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3334 (12.060 min): VU049250.D\data.ms (-3319) (- | m/z 57.00 100.00%
57.0
5000 Jk
83.0 T T \
‘ ‘ 112.0 12.00
Ol i M2 2068 yn 41,00 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 e j\
12.00
29.0 83.0 m/z 42.95 33.56%
M\ I ‘ \‘ ‘\ | 112.0
O\\\\‘\\\\‘\\\‘“\\‘\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— T 7
12.00
5000 m/z 55.00 29.24%
29.0
83.0
112.0
L e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl- =1 ‘
57.0 12.00
m/z 70.00 22.12%
5000
29.0 83.0
T A St
0 et by b e L e el :
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\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Octanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.536 1.30 ug/L 105187 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 1-Octanol 130 C8H180 000111-87-5 91
3 1-Octanol 130 C8H180 000111-87-5 91
4 1-Octanol 130 C8H180 000111-87-5 90
5 Formic acid, octyl ester 158 CSH1802 000112-32-3 72
Abundance Scan 3482 (12.536 min): VU049250.D\data.ms (-3472) (- | m/z 56.00 100.00%
56.0
5000 84.0 h L
U T
112.0 12.50
0 A e e 20l m/z 40.95  93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15651: 1-Octanol
41.0
5000 A
12.50
m/z 54.95 86.10%
o 15.0 . 1120
a \‘\‘\\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
T \
12.50
5000 84.0 m/z 69.00  76.44%
29.0
0 112.0
R mmm A o e A RARRE BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15659: 1-Octanol P
56.0 12.50
m/z 42.95 69.23%
5000 84.0
29.0
0 1120
/ A e A R s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.770 1.57 ug/L 126698 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 90
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 70
3 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 50
4 .beta.-Oplopenone 220 C15H240 028305-60-4 50
5 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 49

Abundance Scan 4799 (16.770 min): VU049250.D\data.ms (-4788) (- | m/z 177.10 100.00%

177.1
41.0
5000 135.1 220.1
91.0

‘ | , 1650  17.00
0 i b L 8L ee 62.26%

mlz--> 50 100 150 200 250
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
770 5500

5000 41.0
135.0 1650 1700
95.0 m/z 67.00 50.03%
oL ‘\“ ‘ “M“H‘ H“ ‘H \‘H \“‘\\ ‘H\‘M‘ ‘\\ . “ \‘\‘ ‘H‘ ‘L —
miz--> 100 150 200 250
Abundance
177.0
220.0 16 50 17 00
5000/ 410 m/z 220.16  40.15%
135.0
91.0
ol bbb B bl bl W L b
m/z--> 50 100 150 200 250
Abundance #66936: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1 b
177.0 16.50 17.00
43.0 m/z 135.05 37.37%
5000
91.0 123.0
ol40| M il I M\ i H\‘h‘ I L 1 I MR b VPP
miz--> 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@61722\
Data File : VU@49250.D

Acqg On : 17 Jun 2022 16:40
Operator : SY/MD

Sample : N3285-01DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.391 0.7 ug/L 46687 1 6.301 324626 5.0
Sulfur dioxide 1.578 1.1 ug/L 70900 1 6.301 324626 5.0
2-Hexanol 8.266 0.5 ug/L 42875 2 9.430 394172 5.0
1-Hexanol, 2-et... 12.060 4.8 ug/L 384349 3 11.816 404181 5.0
1-Octanol 12.536 1.3 ug/L 105187 3 11.816 404181 5.0
2,5-Cyclohexadi... 16.770 1.6 ug/L 126698 3 11.816 404181 5.0
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