LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 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_ V\Method\SFAMVTRO81922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27450.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 71 82 98 rBV 71296 80902 9.52% 1.557%
2 1.381 99 106 114 rVvV 8478 10422 1.23% 0.201%
3 1.565 156 163 173 rBV 68431 75721  8.91% 1.457%
4 2.105 321 331 343 rVW 146356 211493 24.88% 4.069%
5 2.172 347 352 369 rVB5 12114 26319 3.10% 0.506%
6 2.503 445 455 466 rBV3 14570 24959  2.94%  0.480%
7 2.667 490 506 507 rBV9 5467 9623 1.13% 0.185%
8 3.896 877 888 923 rBV3 39228 148056 17.42%  2.849%
9 4.346 1011 1028 1052 rBV 86824 229392 26.99% 4.414%
10 5.044 1229 1245 1266 rBV3 188528 483030 56.83% 9.294%
11 5.616 1411 1423 1455 rBV 157767 351016 41.30% 6.754%
12 6.069 1548 1564 1584 rBV 108842 243884 28.69% 4.693%
13 6.986 1838 1849 1873 rBvV2 44348 93476 11.00% 1.799%
14 7.314 1938 1951 1970 rBV 201181 377521 44.41%  7.264%
15 7.625 2036 2048 2069 rBV3 24910 50869 5.98% 0.979%

16 8.092 2182 2193 2230 rBV 147845 321779 37.86%
17 8.850 2419 2429 2447 rBV = 243723 410160 48.25%
18 10.214 2842 2853 2866 rBV2 64274 103983 12.23%
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19 11.246 3162 3174 3192 rBV 221081 357004 42.00% 869%
20 11.622 3280 3291 3310 rBV 175586 282959 33.29% 444%
21 14.574 4201 4209 4218 rBVi1e 4458 8521 1.00% ©0.164%
22 14.824 4278 4287 4297 rBV8 10427 18410 2.17% 0.354%
23 15.583 4509 4523 4540 rBV4 14819 32660 3.84% 0.628%
24 15.805 4578 4592 4602 rVB1o 14035 25783 3.03% 0.496%
25 16.005 4642 4654 4660 rBV2 19693 32743 3.85% ©.630%
26 16.043 4660 4666 4674 rVB2 18703 28017 3.30% ©.539%
27 16.178 4699 4708 4721 rVB4 21698 35824 4.21% ©0.689%
28 16.268 4725 4736 4749 rBV 71842 120523 14.18% 2.319%

29 16.480 4790 4802 4818 rBV 535304 850016 100.00% 16.355%

30 16.657 4849 4857 4866 rVB2 24033 37588 4.42% ©.723%

31 16.718 4872 4876 4884 rVB9 9326 12299 1.45% 0.237%

32 16.911 4928 4936 4945 rVB4 16313 22917 2.70% 0.441%

33 17.384 5073 5083 5094 rBvV2 43841 79336 9.33% 1.527%
Sum of corrected areas: 5197205
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV027450.D\data.ms

500000
400000
300000

200000 5.044
2.105 5.616

6.069
100000 1.304 1.565 4.346
ﬂu - 3.896 /L
L_ .381 172 503 667 N

Time--> 1.20 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
Abundance TIC: VV027450.D\data.ms

o

500000
400000

300000

8.850
11.246
7.314

200000 11.622
8.092

100000
6.986 10.214
' 7.625

A
(ol L A e e e R —T T —T— — — — — —
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: VV027450.D\data.ms

16.480
500000

400000

300000

200000

100000 16.268
17.384

1q.

0 L—— L — —— I — (LA B B B B B 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_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.178 0.50 ug/L 35824 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
Abundance Scan 4708 (16.178 min): VV027450.D\data.ms (-4699) (- m/z 141.00 100.00%
141.0
5000 ﬂq
75.8 ‘ 16.00 16.50
43.9 M , . .
oWWWJM"\”ww:_“lm‘w 28O 28l /7 156.10 88.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 ! A & /\X“W
16.00 16.50
m/z 115.00 26.85%
76.0
O\H‘\!3\\9“\0\“\\"“1\‘\“!h’\\‘H‘\\H‘\“!‘\\“HM‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 /\
fi ﬂQMM
1600 1650
5000 m/z 155.10 18.75%
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl- : (M‘ e
156.0 16.00 16.50
m/z 142.05 14.53%
5000
115.0
ol 300 60 I |
! Raamananas L ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 3 Acenaphthylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.268 1.69 ug/L 120523 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene 152 C12H8 000208-96-8 95
2 Biphenylene 152 C12H8 000259-79-0 93
3 Acenaphthylene 152 C12H8 000208-96-8 90
4 Biphenylene 152 C12H8 000259-79-0 87
5 Acenaphthylene 152 C12H8 000208-96-8 87
Abundance Scan 4736 (16.268 min): VV027450.D\data.ms (-4725) (| m/z 152.05 100.00%
152.1
5000
289 76.1 1251 | 16.00 16.50
o289 . 121 | 2069 2691 ., 15165  21.04%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29524: Acenaphthylene
152.0
5000 — /\ IO
16.00 16.50
6.0 m/z 150.05 14.94%
0390 | | 1250 |
‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29520: Biphenylene
152.0 A
—
16.00 16.50
5000 m/z 153.05 12.69%
oL 390 | 1250
e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29522: Acenaphthylene
152.0 16.00 16.50
m/z 76.10  12.59%
5000
76.0
o 3250 A
[ A T T R P [ e e e — e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 Acenaphthene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.480 11.90 ug/L 850016 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Acenaphthene 154 C12H1e 000083-32-9 68
3 Acenaphthene 154 C12H10 000083-32-9 64
4 Acenaphthene 154 C12H10 000083-32-9 60
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 53
Abundance Scan 4802 (16.480 min): VV027450.D\data.ms (-4790) (- m/z 153.00 100.00%
153.0
5000
76.0
39.1 ‘ ) 16.50
ol o 1159l 207.0  28L0y; 154,05 89.89%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 U
76.0 16.50
m/z 152.00  59.34%

O T T :\39‘\-0}‘ \“‘ H\ “‘]‘-1\3.\Q‘\ T m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0 ﬁk&
A
16.50
5000 m/z 76.00 25.34%
76.0
39.0
o204 mse M
m/z--> 50 100 150 200 250
Abundance #31488: Acenaphthene A I
154.0 16.50
m/z 151.05 20.02%
5000
76.0
o Ol wso | AL
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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-Isopropenylnaphthalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.657 0.53 ug/L 37588 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 60
2 2,6-Dimethyl-6-methoxymethoxymet... 212 C12H2003 1000431-31-6 53
3 .beta.-(1-Naphthyl)acrylic acid 198 C13H1002 013026-12-5 53
4 Thieno[2,3-b]thiophene, 2-ethyl- 168 C8H8S2 005912-01-6 50
5 5-Acetyl-2-methyl-3-thiophenecar... 168 C8H802S 090345-55-4 49

Abundance Scan 4857 (16.657 min): VV027450.D\data.ms (-4849) (- m/z 153.00 100.00%

158.0
5000
82.3

16.50 17.00

39.1 4.8 207.1 :
Okttt S ) 207 25302810 168,10 37.12%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #43630: 1-Isopropenylnaphthalene
158.0
5000 m A ’?’/\\A : !\\” f ‘N f
16.50 17.00

m/z 152.00  33.62%

83.0 ‘
51.0
\’\\\\“‘\\“\\‘\\\“U‘H}\‘\\‘]\T\]_\\s‘%\\“‘\\‘H\“H\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #89585: 2,6-Dimethyl-6-methoxymethoxymethyl-1-cycloh
153.0

o

45.0 16.50 17.00
5000 ITI/Z 165.10 20.41%
109.0
81.0
| R O T
o T T
m/z--> 20 40 60 80 100120140160180200220240260280 A m}\ﬂ
Abundance #73806: .beta.-(1-Naphthyl)acrylic acid L N" i fy M
153.0 16. 50 17.00
m/z 82.30 12.33%
5000
198.0
28.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 Fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.384 1.11 ug/L 79336 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorene 166 C13H10 000086-73-7 95
2 Fluorene 166 C13H10 000086-73-7 93
3 Fluorene 166 C13H10 000086-73-7 93
4 Fluorene 166 C13H10 000086-73-7 83
5 2-Azetidinone, 3,3-diphenyl- 223 C15H13NO 015826-12-7 64
Abundance Scan 5083 (17.384 min): VV027450[Ndmarns(5073)( m/z 166.10 100.00%
166.
5000 AA
83 17.00 1720 17.40
39.1 115.0 : : :
ol L 1 2001 28300 h/7 165.10  91.04%
miz-> 50 100 150 200 250
Abundance #41597: Fluorene
166.0
5000 L L B B
17.00 17.20 17.40
30 m/z 82.30 19.09%
39.0 H 1150 ‘ H‘
O T T T ‘\ i‘ \“ \‘ \‘ H\ \ T T T ‘ \‘ ‘\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #41594: Fluorene
166.0
ARPNEE IR AP AL AL
17.00 17.20 17.40
5000 m/z 82.70 18.12%
.0
30 | 180, |
ol 5 e by —
miz--> 50 100 150 200 250
Abundance #41595: Fluorene
166.0 17.00 17.20 17.40
m/z 163.00  15.25%
5000
39.0 H 115.0 M
bbb L
m/z--> 50 100 150 200 250 17.00 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81922\
Data File : VV027450.D

Acqg On : 19 Aug 2022 19:12
Operator : SY/MD

Sample : N4268-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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|
Naphthalene, 2,... 16.178 0.5 ug/L 35824 3 11.249 357004 5.0
Acenaphthylene 16.268 1.7 ug/L 120523 3 11.249 357004 5.0
Acenaphthene 16.480 11.9 ug/L 850016 3 11.249 357004 5.0
1-Isopropenylna... 16.657 0.5 ug/L 37588 3 11.249 357004 5.0
Fluorene 17.384 1.1 ug/L 79336 3 11.249 357004 5.0
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