LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@44261.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 91 rBV 49964 56938 1.67% 0.282%
2 1.916 172 179 193 rVB 48198 64645 1.90% 0.320%
3 2.572 369 383 397 rBV2 96615 163457 4.81% 0.810%
4 3,359 616 628 646 rBV 53080 103548 3.05% 0.513%
5 4.674 1010 1037 1069 rBV2 1140842 2742130 80.66% 13.581%
6 5.073 1145 1161 1183 rBV 91221 201527 5.93% 0.998%
7 5.736 1345 1367 1375 rBV3 179855 474778 13.97% 2.352%
8 5.781 1375 1381 1403 rVB 140227 272336 8.01% 1.349%
9 6.256 1515 1529 1547 rBV 198873 368547 10.84% 1.825%
10 6.549 1601 1620 1648 rBV 1710612 3208512 94.38% 15.891%
11 6.697 1654 1666 1683 rVB 117865 226669 6.67% 1.123%
12 7.571 1920 1938 1962 rBV 63050 112567 3.31% 0.558%
13 7.906 2028 2042 2055 rW 237461 415047 12.21% 2.056%
14  8.186 2115 2129 2146 rBV2 39646 70090 2.06% 0.347%
15 8.559 2231 2245 2259 rBV 2031390 3399592 100.00% 16.838%
16 8.639 2259 2270 2312 rVB 327051 693191 20.39% 3.433%
17  9.452 2504 2523 2551 rVWVW2 744626 1691139 49.75% 8.376%
18 9.575 2551 2561 2576 rVB 73458 119912 3.53% 0.594%
19 9.697 2584 2599 2612 rVB 33076 57904 1.70% 0.287%
20 10.105 2714 2726 2743 rBV 102724 169042 4.97% 0.837%

21 10.491 2832 2846 2860 rBV 182447 292854  8.61%
22 10.761 2919 2930 2947 rBV 86229 142177 4.18%
23 10.912 2958 2977 2991 rBV 249073 395600 11.64%
24 11.002 2993 3005 3024 rVV 177225 397733 11.70%
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25 11.092 3024 3033 3049 rVB 119192 185101 5.44% 917%
26 11.298 3087 3097 3113 rVB 204211 323867 9.53% 1.604%
27 11.475 3141 3152 3166 rVB 224437 348678 10.26% 1.727%
28 11.565 3169 3180 3190 rBV2 53803 90385 2.66% ©0.448%
29 11.648 3200 3206 3217 rVB 28879 43071 1.27% 0.213%
30 11.751 3228 3238 3246 rBV 31677 46832 1.38% 0.232%

31 11.819 3246 3259 3276 rVV2 342649 845898 24.88%
32 11.899 3276 3284 3297 rVB 123592 193003 5.68%
33 12.102 3334 3347 3365 rBV3 380125 628047 18.47%
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34 12.205 3365 3379 3399 rVB5 340110 826858 24.32% 095%
35 12.308 3399 3411 3424 rVB6 25916 48749  1.43% 241%
36 12.382 3424 3434 3450 rVB 30975 48042 1.41% 0.238%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0
37 12.494 3450 3469 3480 rBV2 36708 102715 3.02% ©.509%
38 12.578 3485 3495 3503 rVvB2 33157 48299 1.42% ©0.239%
39 12.716 3522 3538 3550 rVB6 56758 126190 3.71% 0.625%
40 12.877 3578 3588 3601 rVB3 23722 43605 1.28% 0.216%
41 13.028 3628 3635 3649 rvB3 22531 42085 1.24% ©.208%
42 13.111 3651 3661 3677 rBV6 18869 34051 1.00% 0.169%
43 13.455 3758 3768 3778 rBV2 40526 66017 1.94% ©.327%
44 13.845 3876 3889 3902 rBV2 46485 79716  2.34%  ©.395%
45 13.976 3921 3930 3943 rVB2 25697 43335 1.27% 0.215%
46 14.092 3953 3966 3984 rVB 56141 94430 2.78% ©0.468%
47 14.336 4032 4042 4054 rVB3 26006 41326 1.22% ©0.205%
Sum of corrected areas: 20190235
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\

: VUe44261.D

: 30 Jun 2021 14:46

: SY/MD

: M2905-08

: 25.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VU044261.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46

Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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 Benzene, propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.912 2.34 ug/L 395600 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 83
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CI1N 013622-43-0 64

Abundance Scan 2977 (10.912 min): VU044261.D\data.ms (-2958) (-

m/z 90.90 100.00%

90.9
5000
11.00
38.9 12&0 :
I ‘\‘ i‘ \“\ “\ ‘\‘ “\ LA \19\2 T \2\4‘88 2\8\1\c m/Z 120.00 22.74%
m/z--> 50 100 150 200 250
Abundance #9407: Benzene, propyl-
91.0
5000 T
11.00
m/z 64.90 11.10%
39.0
T T ‘\ ‘\‘ “‘ \“\ “\ ‘\‘ “]\_Z\L‘\O\ ’ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9408: Benzene, propyl-
91.0 ﬁ /\
A JUML L
11.00
5000 m/Z 91.90 10.23%
39.0
B R - U
m/z--> 50 100 150 200 250 /\
Abundance #9406: Benzene, propyl- R A ‘
91.0 11.00
m/z 77.90 6.56%
5000
39\.0\ ‘ \‘ ‘ \lZLHO j\/\ J\
e e AR A. ‘ T e
m/z--> 50 100 150 200 250 11.00

SFAMUTRO62121WMA.M Sat Jul @3 07:40:34 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.002 2.35 ug/L 397733 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
Abundance Scan 3005 (11.002 min): VU044261.D\data.ms (-2993) (-  m/z 104.95 100.00%
105.0
5000
120.0
T \
389 629 7?'9 90‘-9 11.00
e el b m/z 120,00 31.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 \ AL ‘
1200 11.00
m/z 76.90  12.95%
39.0 77.0 91.0
H‘\H\‘\2\6\\0‘\\H“‘\H\i‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
e |
11.00
5000 m/z 90.90 12.42%
120.0
77.0 91.0
39.0
B "R RO N SN OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl- 4
105.0 11.00
m/z 106.00 9.33%
5000
120.0
77.0 91.0
X T oM. B S O wl
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.298 1.91 ug/L 323867 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3097 (11.298 min): VU044261.D\data.ms (-3087) (-  m/z 104.90 100.00%
104.9
5000
120.0 /\
A 1
76.9 90.9
38.9 620 ‘10 1 11.00 11.50 ]
H‘\\H‘HH‘\\H“\H\i‘\‘\u‘\‘\‘u‘u\‘\‘HH‘H\\\‘\‘\\\‘H‘\‘\“HH‘ m/Z 119.95 39.87A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 RV A
120.0 11.00 11.50
m/z 90.90 12.61%
77.0 91.0
H‘J\-\S\.\O‘\H‘\‘\\3\\9‘.\0\\\“\\\\6‘%\"\0\‘\\\}“HH“MH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
4 4
11.00 11.50
5000 m/z 76.90 12.59%
120.0
77.0 91.0
‘W‘ngﬁeu‘wm‘qh‘ﬁﬁe‘um%‘umu‘NNW‘mqm‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9421: Benzene, 1,2,4-trimethyl- RvAR . H\"
105.0 11.00 11.50
m/z 78.90 9.88%
120.0
5000
77.0 91.0
a0 380060 0 M0 L ML LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50

SFAMUTRO62121WMA.M Sat Jul @3 07:40:36 2021 Page:




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2-Heptanone, 4,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.565 0.53 ug/L 90385 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 43
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 38
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
5 2-Hexanone 100 C6H120 000591-78-6 37

Abundance Scan 3180 (11.565 min): VU044261.D\data.ms (-3169) (- m/z 42.85 100.00%

42.9
57.9
5000
84.9
T [
‘ ‘ 11.50
109.0
H\‘\H\‘H\\‘HH“‘HH‘H“\‘\’HH’HH‘\‘\H‘HH‘HH“HH‘l\\z\G\‘QH m/z 57.96 57.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
c000 A M AL g
85.0 11.50
m/z 84.90 35.23%
27.0 ‘
H\‘\H\‘H\\‘HH“HH‘HM\‘\"HH’HH‘\‘H\‘\\H‘\J\-\()\g‘\\o\wj\-\z\?\‘(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7511: 2-Hexanone, 4-methyl-
43.0
58.0 o ‘
11.50
5000 ITI/Z 84.00 34.15%
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7496: 2-Hexanone, 4-methyl- — L ‘
43.0 11.50
m/z 68.90 32.71%
5000 58.0
27.0
s Lol %90 om0 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.899 1.14 ug/L 193003 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3284 (11.899 min): VU044261.D\data.ms (-3276) (-  m/z 105.00 100.00%
105.0
5000 120.0
NN ALY DY
76.9
38.9 629 ' 9?-9 ‘ ‘ 11.50 12.00
\\’H\\’H\\’H\\"‘H\\"‘\‘\\‘\‘\‘\‘H|H\H“\H‘|HH|\MH|H‘\‘\|‘HH| m/Z 120.00 41.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 = S
1200 11.50 12.00
770 m/z 76.90 12.23%
TT ’]\_\5\\0’ T \“1 ’ T \S\ﬁ’.:)\ T "“1‘1 T 1??1‘?\ ‘ T \m‘ T \?ﬁ\.? T ‘ \‘\ 1 T ‘ T \‘\‘\“‘\ TTT ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
L AJUL N as
120.0 11.50 12.00
5000 m/z 90.90 10.68%
0 630 10 91"0 |
: ! | L Ll /| I Ll
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 Jm ﬂ\ A
Abundance #9399: Mesitylene S A
105.0 11.50 12.00
120.0 ITI/Z 118.90 8.87%
5000
39.0 77.0 91.0 J\ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.102 3.71 ug/L 628047 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76

Abundance Scan 3347 (12.102 min): VU044261.D\data.ms (-3334) (-  m/z 117.00 100.00%

11v.0
5000
90.9 T T
38.9 62.9 ‘ ‘ 134.0 12.00 12.50
\\\\‘\\\\"\\“\\“‘\‘\\\“\\‘\\ \\\1‘\\\\’\ m/zllg.ee 55-82%
m/z--> 20 40 60 100 120 140
Abundance #8949: Indane
11v.0
5000 7 —
12.00 12.50
390 gg0 91.0 ‘ m/z 114.90 34.20%
\\1:\39‘\‘\\\"\\\\“‘\‘\\\‘\\\\\\\M‘\\\\’\
m/z--> 20 40 60 100 120 140
Abundance #8951: Indane
117.0
1 =
12.00 12.50
5000 ITI/Z 90.90 19.28%
91.0
39.0 63.0
~A80 L gl
m/z--> 20 40 60 80 100 120 140 /\\ A
Abundance #8966: Benzene, cyclopropyl- AR ‘/‘“/\‘
117.0 12.00 12.50
m/z 119.00 17.94%
5000 91.0
51.0
S O N S 0 W W1V W W1
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.494 0.61 ug/L 102715 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 70
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 55
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 46
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 46

Abundance Scan 3469 (12.494 min): VU044261.D\data.ms (-3450) - m/z 82.90 100.00%

82.9
119.0
5000
54.9
38‘9 139.9 A o
12.50
102.8 ‘
‘““““MW‘MMM‘Hu‘M‘l‘Lu‘w“uw‘V‘ —+— m/z 119.00  78.42%
miz--> 20 40 60 80 100 120 140
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0 mj\
5000 /\ T /\\ T ‘ T \A\/\A//\
55.0 12.50
140.0 m/z 68.90 45.26%
39{0 ‘
\\]-\5\-0‘\‘\‘\\‘“‘\\\‘\“\‘\‘\\“!\\}“‘\1\1\2.\0‘ \‘\\\“\\
miz--> 20 40 60 80 100 120 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
12.50
55.0
39/0 140.0
o L e
miz--> 20 40 60 80 100 120 140 AM\
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl- VMN 2
83.0 12 50
m/z 55.90 31.02%
5000 55.0
39.0
150 ‘ 140.0 m
I M - ‘ Joo, 1120 | )

m/z--> 20 40 60 80 100 120 140 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46

Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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 9 4,7-Methano-1H-indene, octa... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.716 0.75 ug/L 126190 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4,7-Methano-1H-indene, octahydro- 136 C1@H16 006004-38-2 98
2 4,7-Methano-1H-indene, octahydro- 136 C10H16 006004-38-2 96
3 Endo-tricyclo[5.2.1.0(2.6)]decane 136 C1OH16 1000215-28-8 91
4 Exo-tricyclo[5.2.1.0(2.6)]decane 136 C1eH16 1000215-28-7 90

5 1-Cyclopentylcyclopentene 136 C10H16 004884-21-3 86
Abundance Scan 3538 (12.716 min): VU044261.D\data.ms (-3522) (- m/z 95.00 100.00%
66.9 93.0
’ 119.0
5000
40.9 136.0 A
P e
‘ ‘ ‘ ‘ ‘ 12.50 13.00
“‘,““\“MH‘Hu“WN N\E‘HH‘W}“‘w““‘ m/z 66.90 82.59%
miz--> 20 40 60 80 100 120 140
Abundance #15787: 4,7-Methano-1H-indene, octahydro-
67.0 95.0
Mo VL,
5000 41.0 A — A
136.0 12.50 13.00
m/z 119.00 77 .87%
\]-\5\.()’\‘1‘\ T }‘\ \‘M‘H\ “\‘ ‘\ ’ \‘} 1 ‘ \H L “\ L \“ UL
m/z-> 20 40 60 80 100 120 140
Abundance #15786: 4,7-Methano-1H-indene, octahydro- M
67.0 A f\
95.0
SRR WRVVITRIVN
390 12.50 13.00
5000 ITI/Z 104.90 65.64%
121.0
o) L bl L e
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane \ ‘AfAr M ‘fﬁ :
67.0 95.0 12.50 13.00
m/z 78.90 54.96%
5000 28.0
121.0
S 1 2 W\mﬂmwm
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 10 Azulene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.092 0.56 ug/L 94430 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 93
3 Azulene 128 C10HS8 000275-51-4 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90

Abundance Scan 3966 (14.092 min): VU044261.D\data.ms (-3953) (-  m/z 127.90 100.00%
1

27.9
5000
T T
6o 09 730 1009 14.00
e S8 i ek gz 126,90 11.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11942: Naphthalene
128.0
5000 L \
14.00
m/z 128.90 10.65%
510 750 1020
L 1l i L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11941: Naphthalene
128.0
{\‘ /\‘/\‘f\/\ﬂ‘ . ‘
14.00
5000 ITI/Z 101.90 8.83%
64.0
270 500 "/ 780 1020
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11938: Azulene L
128.0 14.00
m/z 50.90 8.64%
5000
51.0 102-0
75.0
280280 | T8 el La L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44261.D

Acqg On : 30 Jun 2021 14:46
Operator : SY/MD

Sample : M2905-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, propyl- 10.912 2.3 ug/L 395600 3 11.819 845898 5.0
Benzene, 1l-ethy... 11.002 2.4 wug/L 397733 3 11.819 845898 5.0
Benzene, 1l-ethy... 11.298 1.9 ug/L 323867 3 11.819 845898 5.0
2-Heptanone, 4,... 11.565 0.5 ug/L 90385 3 11.819 845898 5.0
Benzene, 1,2,3-... 11.899 1.1 ug/L 193003 3 11.819 845898 5.0
Indane 12.102 3.7 ug/L 628047 3 11.819 845898 5.0
Cyclohexanone, ... 12.494 0.6 wug/L 102715 3 11.819 845898 5.0
4,7-Methano-1H-... 12.716 0.8 ug/L 126190 3 11.819 845898 5.0
Azulene 14.092 0.6 ug/L 94430 3 11.819 845898 5.0
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