LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/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: 0.2 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_N\methods\82N102622W.M

Title : SW846 8260

Signal : TIC: VN@75104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.301 35 42 51 rBV2 34152 60941 5.69% 1.128%
2 2.818 124 130 132 rBV2 11836 18396 1.72% 0.340%
3 4.448 400 407 414 rBV2 4458 11890 1.11% 0.220%
4 4.736 449 456 462 rBvV2 4331 11684 1.09% 0.216%
5 7.441 907 916 918 rBV 6148 11890 1.11% 0.220%

6 7.494 919 925 935 rVB 21927 57971 5.41%
7 8.171 1030 1040 1045 rBV 91819 219798 20.51%
8 8.230 1045 1050 1059 rVB 156086 330233 30.81%
9 8.583 1101 1110 1120 rBV 98984 224719 20.96%

9.106 1188 1199 1208 rBV 226285 465969 43.47%

o phOphR
=
=
[N
R

11 10.571 1440 1448 1453 rBV 355275 653587 60.97% 12.096%
12 10.635 1453 1459 1476 rVB 582903 1071910 100.00% 19.837%
13 11.865 1660 1668 1679 rBV 310773 563726 52.59% 10.433%

14 12.071 1696 1703 1708 rBV2 9619 17445 1.63% ©.323%
15 12.400 1754 1759 1764 rBV3 11710 19079 1.78% ©.353%
16 12.853 1826 1836 1843 rVB 232850 416781 38.88% 7.713%
17 13.100 1872 1878 1882 rBV2 16949 30602 2.85% ©.566%
18 13.176 1887 1891 1897 rVB2 11375 18447 1.72% ©.341%
19 13.335 1912 1918 1925 rBV 13670 22627 2.11% 0.419%
20 13.482 1938 1943 1951 rVB2 25621 45494  4.24% 0.842%
21 13.794 1988 1996 2005 rBv2 283975 532633 49.69% 9.857%
22 13.994 2024 2030 2047 rVV5 26405 99831 9.31% 1.848%
23 14.182 2058 2062 2068 rVB3 8206 15034 1.40% 0.278%
24 14.247 2068 2073 2075 rBV3 9538 14247 1.33% 0.264%
25 14.329 2082 2087 2094 rVB3 12399 19673 1.84% ©.364%
26 14.447 2101 2107 2113 rVB2 17411 27581 2.57% ©@.510%
27 14.570 2121 2128 2134 rVB5 7529 16954 1.58% 0.314%
28 14.659 2138 2143 2145 rW 8579 14909 1.39% 0.276%
29 14.694 2145 2149 2155 rVB 15171 22071 2.06% 0.408%
30 14.929 2184 2189 2193 rBV2 18665 29370 2.74%  0.544%
31 15.053 2201 2210 2216 rBv4 38531 91617 8.55% 1.696%
32 15.212 2229 2237 2245 rBV2 37407 71075 6.63% 1.315%
33 15.317 2250 2255 2259 rBV6 7881 14899 1.39% 0.276%
34 15.435 2269 2275 2286 rVB5 11090 30934 2.89% 0.572%
35 15.823 2337 2341 2352 rVBS8 8754 22130 2.06% ©.410%
36 15.947 2357 2362 2368 rVB 6610 12934 1.21% 0.239%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/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: 0.2 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_N\methods\82N102622W.M

Title : SW846 8260

37 16.164 2393 2399 2409 rVB3 20922 48150 4.49% 0.891%

38 16.341 2419 2429 2437 rBV7 5467 15336 1.43% 0.284%

39 16.500 2449 2456 2465 rBvV3 13752 30970 2.89% 0.573%
Sum of corrected areas: 5403537
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58

Operator JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
: SW846 8260

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

Abundance TIC: VN075104.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Benzeneethanol, .beta.-ethe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994 9.37 ug/l 99831 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 64
2 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 62
4 Indane 118 C9H1e 000496-11-7 62
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
Abundance Scan 2030 (13.994 min): VN075104.D\data.ms (-2024) (- | m/z 117.05 100.00%
117.1
5000 J\“ AA
91.0 : ped ey
39.0 63.0 ‘ 141.0 14.00
Y N I TR PO ““M M b B m/z 118.18 52.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000 \WI\/\\\ — \’M\']\
14.00
91.0 m/z 114.95  36.65%
o 90 650 | 148.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59160: 1,4:5,8-Dimethanobiphenylene, 1,4,4a,4b,5,8,8a
117.0
14.00
5000 m/z 91.00 21.78%
91.0
39.0 66.0
o_»mm_m»\Hm | 180 1840
m/z--> 20 60 80 100 120 140 160 180 MA
Abundance #10190: Benzene, 2-propenyl-
117.0 1400
m/z 116.00  15.23%
5000
58.0 91.0
w |
Y T Y R S I
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.053 8.60 ug/1l 91617 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 81
Abundance Scan 2210 (15.053 min): VNO75104.D\data.ms (-2201) (- m/z 117.10 100.00%
117.1
5000 ﬂ
oio AL
39.0 63.0 ‘ ‘ 1‘ 3.1 15.00
O e e AT sz 132,05 35.74%
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 an ) A /\ e /\‘M’M‘(\‘
910 15.00
51.0 m/z 115.05 34.91%
27.0 | ‘ 133.0
O\\\‘\\\\‘\\‘H‘“H\\h\‘\\‘}\““ “\‘U\‘\‘\\\
miz-> 20 40 80 100 120 140
Abundance #16113. 2,4-Dimethylstyrene
117.0 M
MWA"/‘\/\A‘/\A B B VY
15.00
5000 m/z 131.05 20.33%
39.0
63.0
15.0 ‘ ‘ H ‘ 1:%3.0
miz--> 20 40 100 120 140
Abundance #16106.3—PhenWbub1—ene
117.0 15.00
m/z 116.10  15.92%
5000
91.0 ﬁ (\
e T h
65.0
0 “"‘V"M“m“HN“MH‘N;“N“IM“#%? — bl A ‘Wm‘
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN@75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.212 6.67 ug/l 71075 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 58
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
5 5-Aminoindole 132 C8H8N2 005192-03-0 50
Abundance Scan 2237 (15.212 min): VN075104.D\data.ms (-2229) (- | m/z 104.10 100.00%
104.1
132.1
5000 91.0 /
771 T ‘ T T ‘ T T
51.0 g4 | | M 15.00 15.50
0 "HH,HH‘,‘m‘,‘m,u‘\‘m‘wawwlMHMM‘M‘HW“ m/z 132.05  57.44%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 91.0 132.0 A /\ ot
15.00 15.50
1170 m/z 91.00 47.74%
78.0 .
270 | °70 907 [N
O\‘HH’HH’\H\"‘\‘H\’\H\H‘HH‘HH‘HHH H‘Hl\‘\\\‘l“\‘\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16653: Indan, epoxide /LM
104.0
W‘ . {“\/\M‘Mn/ﬁ
15.00 15.50
5000 m/z 115.00 23.38%
0,38&0,,‘?#0,,,,1“-,0,,
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 J««ﬁ\
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- T R AR T M
104.0 132.0 15.00 15.50
m/z 77.10 17.08%
5000
51.0 78.0
70 o L g
0 VI 1 O A A LY
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN110122\
Data File : VN©75104.D

Acqg On : 01 Nov 2022 17:58
Operator : JC\MD

Sample : N5417-09

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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|
Benzeneethanol,... 13.994 9.4 ug/l 99831 4 13.794 532633 50.0
Benzene, 2-ethe... 15.053 8.6 ug/l 91617 4 13.794 532633 50.0
Naphthalene, 1,... 15.212 6.7 ug/l 71075 4 13.794 532633 50.0
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