LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U052622W.M

Title : SW846 8260

Signal : TIC: VU@48728.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.472 32 41 56 rBV 173243 403358 30.91%  3.447%
2 2.626 390 400 410 rBvV 8012 13166 1.01% 0.113%
3 2.752 430 439 451 rBV 8709 16673 1.28% 0.142%
4 5.292 1211 1229 1242 rBV 209671 447934 34.33%  3.828%
5 5.375 1242 1255 1277 rVB 316049 651545 49.94% 5.568%
6 5.703 1339 1357 1380 rBV2 210498 431058 33.04% 3.684%
7 6.250 1510 1527 1559 rBV 448373 849307 65.09%  7.258%
8 7.899 2023 2040 2058 rBV 634274 1092456 83.73% 9.336%
9 9.417 2499 2512 2531 rBV 662597 1091627 83.67% 9.329%
10 9.571 2550 2560 2573 rVB2 26490 42760  3.28% 0.365%
11  9.694 2582 2598 2614 rVB4 8784 16329 1.25% 0.140%
12 10.632 2877 2890 2916 rBV 589763 954573 73.16% 8.158%
13 10.909 2965 2976 2990 rBV2 9080 14922 1.14% 0.128%
14 11.295 3086 3096 3106 rBV 10387 16084 1.23% 0.137%
15 11.468 3137 3150 3167 rBV 31077 50302 3.86% 0.430%
16 11.812 3244 3257 3274 rBV 811369 1304736 100.00% 11.150%
17 11.896 3275 3283 3292 rVB3 12117 19712 1.51% 0.168%
18 12.095 3334 3345 3364 rVB2 42662 69568 5.33% 0.595%
19 12.684 3515 3528 3542 rBV2 14085 23173 1.78% 0.198%
20 13.295 3708 3718 3729 rBV2 14951 24534 1.88% 0.210%
21 13.449 3757 3766 3779 rVB3 17286 28134 2.16% 0.240%
22 13.629 3812 3822 3833 rBV3 11355 18155 1.39% 0.155%
23 14.086 3949 3964 3981 rBV 415443 688449 52.77% 5.884%
24 14.221 3995 4006 4017 rVB6 7400 14097 1.08% 0.120%
25 15.224 4304 4318 4337 rBV 320773 513381 39.35% 4.387%
26 15.407 4363 4375 4399 rBV 635443 1036215 79.42%  8.856%
27 15.954 4532 4545 4558 rBV 211464 334090 25.61% 2.855%
28 16.147 4592 4605 4611 rBV 51612 84189 6.45% 0.719%
29 16.182 4612 4616 4627 rVV2 30022 42011 3.22% 0.359%

1.

30 16.262 4630 4641 4662 rVB 102518 189845 14.55%

31 16.410 4672 4687 4694 rBV 212845 360631 27.64%
32 16.446 4694 4698 4711 rVB2 68153 100990  7.74%
33 16.639 4740 4758 4779 rBV2 70860 197447 15.13%
34 16.787 4794 4804 4814 rBV 57064 92956  7.12%
35 16.883 4826 4834 4848 rVB4 15623 26634  2.04%

OCO0ORrRrROoOW
o))
00
~N
B

36 17.095 4888 4900 4914 rBV 264192 440226 33.74% 3.762%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U052622W.M
Title : SW846 8260

Sum of corrected areas: 11701267
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\

1 VUe48728.D

: 28 May 2022 05:55
: SY/MD

: N3033-05

: 5.0mL/MSVOA_U/WATER
: 53

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VU048728.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.472  30.95 ug/l 403358  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 41 (1.472 min): VU048728.D\data.ms (-32) (-) m/z 64.00 100.00%

64.0
5000 /K
T
1.40 1.60 1.80
b m/z 48.00 48.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L
1.40 1.60 1.80
m/z 65.90 5.04%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 m/z 49.90 2.41%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e e ER A
64.0 1.40 1.60 1.80
m/z 65.00 0.74%
5000
44,
16.0
ol ‘ o ‘ 93.0 1150 143.0 169.0 AA N
et A e e e e Pl e
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.086  26.38 ug/l 688449 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
4 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 50

Abundance Scan 3964 (14.086 min): VU048728.D\data.ms (-3949) (-  m/z 128.05 100.00%

128.1
5000
1400 |
51.0
ow_HWuhwwHw‘_?%“gu‘_‘HH‘m‘,WH?‘QT‘-%HHw,w_ m/z 127.05  13.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000
1400
m/z 129.0 11.04%
51.0
0HH‘HH‘HH‘W\\HMHH“HH‘\H‘HH’HH‘HH‘HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13681: Azulene
128.0
\
1400
5000 ITI/Z 102.00 9.06%
51.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 coh ‘
128.0 1400
m/z 126.1 7.46%
5000
0 510 910 | 1570 206.0 246.0275.C
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 1400

82U052622W.M Tue May 31 19:29:38 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 3 Benzocycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.224 19.67 ug/1 513381 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 4318 (15.224 min): VU048728.D\data.ms (-4304) (- m/z 142.05 100.00%
142.1

—

5000
115.1
— —
15.00 15.50
o A 268 5
O et ittt e e e m/z 141.05 85.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
115.0 15.00 15.50
m/z 115.10  34.27%
63.0
O2‘\\'\\‘[HH\\““\‘\“\H\‘\‘\‘\\‘\H‘}‘\H\‘i‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #22142: Naphthalene, 1-methyl-
142.0
— T
15.00 15.50
m/z 143.05 11.17%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22141: Benzocycloheptatriene T I
141.0 15.00 15.50
m/z 139.05 10.90%
5000

P—

63.0
‘ ‘ 113.0
| T ‘

‘ e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.407 39.71 ug/1 1036220 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 4375 (15.407 min): VU048728.D\data.ms (-4363) (-  m/z 142.05 100.00%

142.1
5000 1151

63.0 1550
39.0 89.0
0ot Db il b 2981 m/z 141,05 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 115.0 1550

m/z 115.05 37.86%

300, 937, 890 |
1l Il 1 L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

o

1550
5000 ITI/Z 139.05 11.62%
115.0
ol 220, 230, 890 |
R I o o B e N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0 1550
115.0 m/z 143.05 11.29%
5000
63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Biphenyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.954 12.80 ug/l 334090 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H1e 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 49
4 1-Isoquinolinecarbonitrile 154 C1OH6N2 001198-30-7 47
5 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47

Abundance Scan 4545 (15.954 min): VU048728.D\data.ms (-4532) (- m/z 154.05 100.00%

154.1
5000
76.0 1600
16.00
39.0 115.1
b 20 D 2080 280 1) 153 .05 40.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
a
5000 T T T T T T
16.00
m/z 152.05 26.22%
76.0
0’HH‘H“H‘WHH!“\H\‘%%?‘.%H‘H“\‘HH‘HH‘HH‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #31490: Naphthalene, 2-ethenyl-
154.0 ﬁLJK
e
16.00
5000 m/z 76.00 13.92%
0 390\ L \‘\ ool
oo e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 A Jh
Abundance #31382: 6-Cyanoquinoline ) L
154.0 16.00
m/z 155.10 11.88%
5000
500 1000 ‘ H A
Ot b e e e e R
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

82U052622W.M Tue May 31 19:29:42 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Naphthalene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.262 7.28 ug/l 189845 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4641 (16.262 min): VU048728.D\data.ms (-4630) (- m/z 156.15 100.00%
1

56.2
5000
seg 180 1151 o7 1 16.00 16.50
0 : 2820 myz 141,05 74.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
16.00 16.50
770 115.0 m/z 155.20 36.21%
39.0
O' ‘\\H‘\H\‘HH‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 /xx
e —
16.00 16.50
5000 m/z 115.05  14.40%
76.0 1150
m/z--> 20 40 60 80 100120140160180200220240260 NAM jN\ﬂ\
Abundance #33145: Naphthalene, 2,7-dimethyl- et
156.0 16.00 16.50
m/z 128.00 14.36%
5000
77.0
115.0
NI T i W Y M A,
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.410  13.82 ug/1l 360631 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4687 (16.410 min): VU048728.D\data.ms (-4672) (- m/z 156.10 100.00%
1

56.1
5000
760 T 16.50
39.0 ’ : :
S 0 O A H‘ I ‘M‘ oLl 2820 nyz 141.e5  85.32%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
m/z 155.10 28.17%
76.0 m
Ot ‘\- i“\““l“”‘\ uh ]I‘loy(\)““\ ‘\“ L s B By s B
m/z--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 /&kfk
; ey
16.50
5000 m/z 115.05 18.30%
390 760 >0 m
ol Al
m/z--> 50 100 150 200 250 jk M fL
Abundance #33157: Naphthalene, 1,7-dimethyl- el el
156.0 16.50
m/z 128.05 16.12%
5000
77.0 115.0 m JA% /\wﬁL

miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 8 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.639 7.57 ug/1 197447 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4758 (16.639 min): VU048728.D\data.ms (-4740) (- m/z 156.10 100.00%

o

0 150 200 250 16 50 17 00

156.1
5000
1151
63.0 ‘ ‘ 16.50 17.00
ol bl Ll 2071 281 141.05  93.40%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50 17.00
m/z 155.10 30.39%
76.0
O T T \9‘\0“ ”h H‘”‘\ ‘\ ]‘-‘1\0 ““\ ‘\‘ ‘M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 /\\/\\
16 50 17 00
5000 ITI/Z 115.10 20.27%
770 115.0
39.0 '
o] SN i‘ ‘\‘\ “\\H\‘ dp ““\“\‘ U ‘M‘ Ce Vo
miz--> 50 100 150 200 250 M j\q
Abundance #33139: Naphthalene, 1,2-dimethyl- Pl —spal ‘M
141.0 16.50 17.00
m/z 128.00 16.65%
5000 51.0 /Lj\k
‘\ 1L HHHFM ‘ il \“\‘ H‘ | ,\\ AN/\ /\»
10

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

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 9 Acenaphthene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.095 16.87 ug/l 440226  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 64
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 59
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 53
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50

Abundance Scan 4900 (17.095 min): VU048728.D\data.ms (-4888) (-  m/z 153.05 100.00%

153.1
5000
76.1 :
39.0 ‘ 11 1 1700
ol 20 L 2150l 2079 2811 n; 154.05  91.71%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
158.0
5000 \
76.0 1700
m/z 152.0 56.21%
O T T \39\0‘ \“‘\“\H\ “ T -\‘\ T m\ T T T ’ T T T T ‘ T T T T
m/z--> 5 100 150 200 250
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0
v :
1700
5000 m/z 76.10 24.51%
76.0 115.0
0L— ‘Sgw‘q“w ‘\hw‘H“\‘ \H‘ h‘\\ H“‘ L J‘m T —
m/z--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl-
153.0 1700
m/z 151.00  18.75%
5000
76.0
oL %90 | mso |

miz--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48728.D

Acqg On : 28 May 2022 05:55
Operator : SY/MD

Sample : N3033-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U852622W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.472 30.9 ug/l 403358 1 5.375 651545 50.0
Azulene 14.086 26.4 ug/l 688449 4 11.812 1304740 50.0
Benzocyclohepta... 15.224 19.7 wug/l 513381 4 11.812 1304740 50.0
1,4-Methanonaph... 15.407 39.7 wug/l 1036220 4 11.812 1304740 50.0
Biphenyl 15.954 12.8 ug/l 334090 4 11.812 1304740 50.0
Naphthalene, 2,... 16.262 7.3 ug/l 189845 4 11.812 1304740 50.0
Naphthalene, 2,... 16.410 13.8 wug/l 360631 4 11.812 1304740 50.0
Naphthalene, 1,... 16.639 7.6 ug/l 197447 4 11.812 1304740 50.0
Acenaphthene 17.095 16.9 ug/l 440226 4 11.812 1304740 50.0
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