LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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@48691.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 6.250 1511 1527 1565 rBV 418071 816450 1.32% 0.334%
2 6.764 1662 1687 1705 rBV 345791 712018 1.15% 0.291%
3 7.899 2031 2040 2053 rVB 651013 1119306 1.81% 0.457%
4 9.417 2500 2512 2522 rBV 640948 1061050 1.72% 0.434%
5 9.571 2547 2560 2584 rVV 5983878 9527657 15.40% 3.893%

6 9.693 2587 2598 2613 rVB 594336 1036674 1 (%]
7 10.098 2713 2724 2754 rVB 620405 1062063 1 0
8 10.484 2831 2844 2877 rVB 2347174 3714105 6.00% 1.517%
9 10.632 2879 2890 2903 rBV 614626 993540 1 0
10 10.906 2962 2975 2992 rBV 2477677 3779928 6 1

11 11.024 2994 3012 3022 rVV 1324077 2291805 3.70% ©.936%
12 11.089 3022 3032 3050 rVB 1487020 2350990 3.80% 0.961%
13 11.291 3079 3095 3116 rBV 4177555 6549356 10.59% 2.676%
14 11.468 3129 3150 3168 rBV 10065627 15326929 24.78% 6.262%
15 11.745 3221 3236 3244 rBV 711741 1107069 1.79% 0.452%

16 11.809 3244 3256 3270 rVB4 1006128 1960109 3.17% 0.801%
17 11.896 3270 3283 3295 rBV 5040438 7773098 12.57% 3.176%
18 12.095 3329 3345 3363 rBV 13881024 22481781 36.34% 9.185%
19 12.185 3363 3373 3388 rVB4 1169750 2229143 3.60% 0.911%

20 12.465 3449 3460 3466 rBV 961220 1547890 2.50% 0.632%
21 12.497 3466 3470 3480 rVB 653894 857549  1.39% 0.350%
22 12.571 3480 3493 3501 rBV 1748832 2722654 4.40% 1.112%
23 12.684 3515 3528 3547 rBV 5458627 9120081 14.74%  3.726%
24 12.876 3577 3588 3599 rVB 653507 1009642 1.63% 0.413%
25 12.973 3600 3618 3626 rBV 1233391 1853749 3.00% 0.757%
26 13.024 3626 3634 3651 rVB 2483932 3850945 6.22% 1.573%
27 13.294 3701 3718 3730 rBV 4478846 6841490 11.06%  2.795%
28 13.449 3746 3766 3780 rBV3 5496282 9414086 15.22%  3.846%
29 13.626 3809 3821 3841 rVB2 2946917 4738273 7.66% 1.936%
30 13.786 3861 3871 3880 rBV 545987 888073 1.44% ©.363%

31 13.947 3914 3921 3935 rVB3 332735 726159 1.17% ©.297%
32 14.095 3947 3967 3987 rBV2 36453475 61862804 100.00% 25.275%
33 14.680 4135 4149 4156 rBv4 297280 696521 1.13% 0.285%
34 14.806 4178 4188 4203 rVB2 473382 974874 1.58% ©.398%
35 15.224 4306 4318 4334 rVB 6458227 10103897 16.33% 4.128%

36 15.413 4362 4377 4401 rBV 17746304 28339894 45.81% 11.579%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17

Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filte

ring: 5

Min Area: 3 % of largest Peak

Max P
Peak Loca

eaks: 100
tion: 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

37 15.950 4525 4544 4555 rBV 1720534 2648056 4.28% 1.082%

38 16.146 4586 4605 4611 rBV 443866 761717 1.23% 0.311%

39 16.259 4628 4640 4666 rVB 906804 1628765 2.63% 0.665%

40 16.407 4666 4686 4694 rBV 1883339 3162467 5.11% 1.292%

41 16.445 4694 4698 4712 rVB 538423 752927 1.22% ©.308%

42 16.635 4738 4757 4778 rBV2 493527 1471992 2.38% 0.601%

43 16.783 4792 4803 4823 rBV 391025 623994 1.01% 0.255%

44 17.095 4887 4900 4919 rBV 1376875 2267442 3.67% 0.926%
Sum of corrected areas: 244759012
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU052722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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

Abundance TIC: VU048691.D\data.ms
3.5e+07

3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000

6.250 6.7

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: VU048691.D\data.ms
3.5e+07
3e+07
2.5e+07

2e+07

1.5e+07 12.095

1e+07 11.468
9.571
5000000 . 11201 11.896
10.484 .

. 7.899 9.417/19.693  10.098 /110.632 Kijﬁﬁm /\ 111.3:434% 1

s e — St o vt 0 Sl A1V WD & W & S’ v WA G
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: VU048691.D\data.ms

3.5e+07 14.p95

3e+07

2.5e+07
+

2e+07 15.413

1.5e+07

le+07

12.684 3.449 15.224

13.29
. jﬂ\ %%3’%%4 j\ Jt&f’% 15.950 407 17.095
T W T 1\2 T T T T T T T /\¥3?§§9? T T T T 1\46\8930\6 T T T T T T T ‘A\lglﬁi’@\ﬂfﬁ‘m?ss‘ l /‘\ T

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

5000000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 Benzene, 1-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.291 167.07 ug/l 6549360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3095 (11.291 min): VU048691.D\data.ms (-3079) (-  m/z 105.10 100.00%

105.1
5000
120.1 M
77.0 91.0 11.00 11, 50
370 210 WLl
O e e e e e m/z 120.10 0.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 1100 1150
m/z 77.00 2.10%
77.0 91.0
O\\‘]\_\5\(\)‘\\H‘\??‘\o\H“\H\6‘%\‘9\‘\H‘\“\\\\“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10691: Mesitylene
105.0
120.0
1100 1150
5000 ITI z 91.05 %
39.0 77.0 91.0
X, .- N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.00 1150
m/z 79.05 4%
5000
120.0
77.0 91.0
ol 280 200 L 830
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.896 198.28 ug/l 7773100 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 3283 (11.896 min): VU048691.D\data.ms (-3270) (-  m/z 105.05 100.00%

106.1
5000
- AUV
390 170 11.50 12.00
Obrerrmkp b LIl 3382 2070 ) 106,65 41.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 I ‘ j\ —
11.50 12.00
m/z 77.00 12.42%
51.0 77.0
O \\\‘2\7\.\0\“\\“P\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 ITI/Z 91.10 9.97%
39.0 77.0
YR R PO ' N, R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.10 9.64%
5000
270 510 70 ‘
Oyttt b bl
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17

Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.095 573.48 ug/l 22481800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 49

Abundance Scan 3345 (12.095 min): VU048691.D\data.ms (-3329) (-  m/z 117.05 100.00%
117.1

5000
91.0 L” ‘12\00‘ T
390 630 134.0 '
o‘m‘HH‘_nhw““m,”“”_” “““"‘1‘5?:2‘ m/z 118.10  55.85%
m/z--> 20 40 60 100 120 140
Abundance #10179.Indane
117.0
5000 1 ‘
12.00
39.0 580 91.0 m/z 115.05 32.88%
m/z--> 20 40 60 100 20 140
Abundance #10192:Benzene,24nopenyh
117.0
T \
12.00
m/z 91.05 18.49%
5000 91.0
39.0 65.0
0‘“"‘““‘J:JN«“,‘Jw‘yh“““‘u““‘
miz--> 20 40 60 80 100 120 140 j\\A
Abundance #10197: Benzene, cyclopropyl- Pty ‘”}A
117.0 12.00
m/z 119.10 12.74%
5000 91.0
51.0
PN Y T
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.684 232.64 ug/l 9120080 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 91
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
Abundance Scan 3528 (12.684 min): VU048691.D\data.ms (-3515) (- m/z 117.10 100.00%
117.1
5000
91.0 = —
39.0 63.0 ‘ || 1330 12.50 13.00 )
o e e e m/z 115.05 31.96%
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
12.50 13.00
o 910 m/z 132.05 27.75%
Ot ‘2\7‘\.9\" T \“\-\ “U \7\4\9‘ T \“\ T ‘Hi‘\ T H‘ \1}“\‘3\.0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
— —
12.50 13.00
5000 m/z 91.05 14 .00%
91.0
51.0 133.0
oL B0 I T8 RO
miz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)- T o
117.0 12.50 13.00
m/z 118.10 9.87%
5000
91.0
39.0 65.0 133.0
olLA80 il b Wl WS SV,
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\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.294 174.52 ug/1 6841490 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 3718 (13.294 min): VU048691.D\data.ms (-3701) (- m/z 117.10 100.00%
117.1
5000
‘ 1300 1350
51.0 3*3 1 : :
Ol ‘7‘4‘9, e el i 2491 m/z 132.05  38.02%
m/z--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— AR A
13.00 13.50
m/z 115.05 26.44%
390 650 ‘ 4
O \\\’\“\\\“"\ \“U\"‘U\\\’\\\\’\\\H’\]‘-“\‘S\.(T\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
M/\‘ A
13.00 13.50
5000 m/z 131.05 21.27%
91.0
27.0 5%0 740 ‘ I 133.0
1] B MY PNt R RSN |
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0 13.00 13.50
m/z 91.05 13.67%
5000
39.0 91.0
] I 143-0
0 “‘,‘V“q"H“H‘“N,‘n“,w““,‘Ww‘,“ - e —
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
: VUe48691.D

: 27 May 2022 14:17

: SY/MD

: N3056-02

: 5.0mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

Library Search Compound Report

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

. SW846 8260

: C:\Database\NIST20.L
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

13.449 240.14 ug/1

Hit# of 5

6 o-Cymene

EstConc Area

9414090

Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

11.812

1 o-Cymene
2 Benzene,
3 Benzene,
4 Benzene,
5 Benzene,

,5-tetramethyl-

,5-tetramethyl-

hyl-3-(1-methyleth..
4-

1,2,3
1,2,4
1-met
1,2,3,4-tetramethyl-

134
134

C10H14
CleH14
C10H14
C10H14
C10H14

Abundance Scan 3766 (13.449 min): VU048691.D\data.ms (-3746) (-
119.1

000527-84-4 70
000527-53-7 70
000095-93-2 70
000535-77-3 70
000488-23-3 70

m/z 119.10 100.00%

5000 Jkk
91.0
39.0 65.0 1350
o A T RSO N T 611541 m/z 117.05 43.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
5000
91.0 13.50
m/z 134.05 40.96%
39.0 65.0 ‘
0 \1\5\0‘\‘\ T \“‘\ \“\ T ‘M‘\ T \‘H‘ T \‘“\ “H\ \“l T \‘\ ‘ L ‘\
m/z--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.50
5000 91.05 21.32%
91.0
0880 L
AR Rt PNSRE SRS VENSSTIMSS | S
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 1350
m/z 115.05 17.48%
5000
91.0
39.0 65.0
o220 W e Lyl 1360
m/z--> 20 40 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 1H-Indene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.626 120.87 ug/l 4738270 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H1e 000767-59-9 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 2-Methylindene 130 C10H10 002177-47-1 94
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 93
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
Abundance Scan 3821 (13.626 min): VU048691.D\data.ms (-3809) (-  m/z 130.05 100.00%
130.1
5000 104.1
= —
39.0 63.0 13.50 14.00
o 02t 2003 myz 115.85  95.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000
13.50 14.00
m/z 129.05 84.01%
27 0 ‘ H 77.0 102 0
0 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

4>

A

13.50 14.00
5000 m/z 128.00  42.85%

51.
270 ") | 770 1020 |
I I
L e

—:l

Ot e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene —r— —
130.0 13.50 14.00
m/z 104.10  42.25%
5000
51.0
280, | ‘770 102.0 um
3 s O R A i Y SA! —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17

Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.095 1578.04 ug/1 61862800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 87
2 Naphthalene 128 C10H8 000091-20-3 87
3 4-Phenylbut-3-ene-1-yne 128 C10HS8 1000222-12-0 74
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 74

5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 62

Abundance Scan 3967 (14.095 min): VU048691.D\data.ms (-3947) (- m/z 128.00 100.00%

128.0
5000
102.1
51.0 LA ‘
Wi
Ob el el 1520 17802020 4/ 157,96 29.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene
128.0
5000 \
1400
51.0 102.0 ITI/Z 129.05 25.00%
280 | 4730 | |
O\\\\‘\\\\“\\\\“\\\HU“\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0 /\
‘ —
14.00
5000 ITI/Z 102.05 21.86%
10740 102.0 ‘
.S PO T O | K
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13687: 4-Phenylbut-3-ene-1-yne I
128.0 1400
m/z 50.95 16.77%
5000
51.0 102.0
‘ 77.0 ‘
owwwlw‘hu ‘HH‘MH‘_“‘wwwmwm —r
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17

Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 1,4-Methanonaphthalene, 1,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.224 257.74 ug/1 10103900 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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 4318 (15.224 min): VUO48691 D\data.ms (-4306) (- m/z 142.05 100.00%

2.1
5000
115.1
T

15.00 15.50

63.0
39.0 89.0
O e bl 2689 2071 s 141 05 g6.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 j\
115.0 15 OO 15 50
m/z 115.10 34.66%
0 390\\\6%0% 890 ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
15 00 15 50
5000 ITI/Z 143.00 11.24%

115.0

30.0 930 890 I
1 1l 1 11, 1

R R R T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — 1
141.0 15.00 15.50

m/z 139.05 10.53%

5000 115.0

30.0 630 ggp ‘

—p—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  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 10 Benzocycloheptatriene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.413 722.92 ug/1 28339900 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 64

Abundance Scan 4377 (15.413 min): VU048691.D\data.ms (-4362) (- m/z 142.05 100.00%
142.1

5000
115.1

39.0 630 890

I
15.50

O et e 174202069 sy 141,05 89.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 j\ T ‘ T

115.0 15.50
m/z 115.05 37.35%
39.0 630 890

O ‘\\\\“\\\\‘\\\\‘\\\\‘\\\}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
— T
15.50
5000 ITI/Z 143.05 11.51%
115.0
ol 20020 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene T
141.0 15.50
115.0 m/z 139.05 11.21%
5000
630 890 A
0 _m‘mu““:‘h”wu‘uwum!‘mm,“mwmwuwuu RV S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52722\
Data File : VU@48691.D

Acqg On : 27 May 2022 14:17
Operator : SY/MD

Sample : N3056-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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|
Benzene, 1l-ethy... 11.291 167.1 ug/l 6549360 4 11.812 1960110 50.0
Benzene, 1,2,3-... 11.896 198.3 ug/l 7773100 4 11.812 1960110 50.0
Indane 12.095 573.5 ug/l 22481800 4 11.812 1960110 50.0
Benzene, 1l-ethe... 12.684 232.6 ug/l 9120080 4 11.812 1960110 50.0
1H-Indene, 2,3-... 13.294 174.5 ug/l 6841490 4 11.812 1960110 50.0
o-Cymene 13.449 240.1 ug/l 9414090 4 11.812 1960110 50.0
1H-Indene, 1-me... 13.626 120.9 ug/l 4738270 4 11.812 1960110 50.0
Azulene 14.095 1578.0 wug/l 61862800 4 11.812 1960110 50.0
1,4-Methanonaph... 15.224 257.7 ug/l 10103900 4 11.812 1960110 50.0
Benzocyclohepta... 15.413 722.9 ug/l 28339900 4 11.812 1960110 50.0
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