LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BGO@52256.D

Acqg On : 2 Feb 2022 12:05
Operator : CG/JU

Sample ¢ N1307-12DL 2X
Misc :

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52256.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.999 84 87 99 rBV 20153 34569 0.26% 0.147%
2 7.376 657 662 669 rBv 14789 28312 0.22% 0.121%
3 7.541 682 690 697 rBV 50091 89421 0.68% 0.382%
4 7.617 697 703 709 rVvB2 13992 21963 0.17% 0.094%
5 7.764 721 728 735 rBV2 48335 84991 0.65% 0.363%
6 8.234 801 808 818 rBv2 118021 204770 1.57% 0.874%
7 8.351 823 828 833 rBV2 11840 17983 0.14% 0.077%
8 8.616 867 873 880 rBv2 26090 43648 ©0.33% 0.186%
9 8.939 923 928 935 rVB 46689 74568 0.57% 0.318%
10 9.362 994 1000 1002 rBV3 8446 14465 0.11% 0.062%
11  9.403 1002 1007 1011 rBV 62109 111789 ©0.85% 0.477%
12 9.697 1051 1057 1067 rVV7 8936 21745 0.17% 0.093%
13 10.137 1126 1132 1140 rVB2 58685 109477 0.84% 0.467%
14 10.308 1156 1161 1169 rVB2 14233 25652 0.20% 0.109%
15 10.460 1182 1187 1195 rBV2 29806 57415 0.44%  0.245%
16 10.690 1217 1226 1234 rVB2 83895 154590 1.18% 0.660%
17 11.071 1281 1291 1297 rBV 173780 321183  2.46% 1.370%
18 11.124 1297 1300 1305 rVv4 11365 17389 0.13% 0.9074%
19 11.195 1305 1312 1317 rVV2 63717 131192 1.00% 0.560%
20 11.242 1317 1320 1328 rVB 28922 49178 0.38% 0.210%
21 11.547 1365 1372 1377 rVB6 6948 14482 0.11% 0.062%
22 11.653 1382 1390 1394 rBV1e 9203 23441 0.18% 0.100%
23 11.976 1439 1445 1452 rBV6 7982 16297 0.12% 0.070%
24 12.111 1460 1468 1473 rBV7 7528 16335 0.12% 0.070%
25 12.176 1473 1479 1484 rBv4 28209 50337 0.38% 0.215%
26 12.223 1484 1487 1491 rBV 18136 27492 0.21% 0.117%
27 12.270 1491 1495 1496 rBV 20000 25026 ©0.19% 0.107%
28 12.334 1502 1506 1510 rVB4 20605 30727 0.23% 0.131%
29 12.499 1528 1534 1539 rBV 81381 147126 1.13% 0.628%
30 12.558 1539 1544 1549 rVWV 89155 161742 1.24% 0.690%
31 12.616 1549 1554 1560 rVB 24961 45334 0.35% ©0.193%
32 12.728 1571 1573 1578 rVB3 9891 13301 0.10% 0.057%
33 12.857 1591 1595 1600 rBV2 19640 29663 0.23% 0.127%
34 12.934 1601 1608 1613 rVvV5 33015 70044 0.54% 0.299%
35 13.010 1617 1621 1630 rvVvs 6949 17374 0.13% 0.074%
36 13.086 1630 1634 1640 rVB6 9882 18909 0.14% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BGO@52256.D

Acqg On : 2 Feb 2022 12:05
Operator : CG/JU

Sample ¢ N1307-12DL 2X
Misc :

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION
37 13.221 1653 1657 1662 rVB6 10664 17392 0.13% 0.074%
38 13.321 1668 1674 1681 rVB8 19218 41793 0.32% 0.178%
39 13.392 1681 1686 1696 rBv2 65112 115529 0.88% 0.493%
40 13.580 1706 1718 1725 rBV2 68999 135333 1.03% 0.577%
41 13.715 1732 1741 1746 rBV 36544 72881 0.56% 0.311%
42 13.838 1757 1762 1765 rBv4 12106 20960 0.16% 0.089%
43 13.885 1768 1770 1775 rVV5 14607 27596 0.21% 0.118%
44 13.932 1775 1778 1783 rVB2 22050 34820 0.27% 0.149%
45 14.009 1786 1791 1795 rBV6 19256 31555 0.24% 0.135%
46 14.208 1820 1825 1829 rVBS8 14352 24498 0.19% 0.105%
47 14.267 1829 1835 1840 rBV 201924 290094  2.22%  1.238%
48 14.432 1860 1863 1867 rBv4 11753 18341 0.14% 0.078%
49 14.573 1880 1887 1897 rBV 201333 341858 2.61% 1.459%
50 14.843 1927 1933 1934 rBV5 19221 30132 0.23% 0.129%
51 14.878 1934 1939 1947 rVB2 289133 469004 3.59% 2.001%
52 14.954 1947 1952 1956 rBvVS8 12733 25345 0.19% 0.108%
53 15.066 1962 1971 1977 rBVS8 20559 61202 0.47% 0.261%
54 15.272 2000 2006 2010 rBV2 23613 36315 ©0.28% 0.155%
55 15.418 2025 2031 2036 rBV 357996 543651 4.16% 2.320%
56 15.501 2036 2045 2053 rVB 363418 608198 4.65%  2.595%
57 15.601 2059 2062 2067 rVB5 11501 17159 0.13% 0.073%
58 15.865 2102 2107 2112 rVB2 246263 367890 2.81% 1.570%
59 15.924 2112 2117 2121 rVB 33530 45795 0.35% 0.195%
60 15.994 2121 2129 2136 rBV 336079 627476 4.80% 2.677%
61 16.129 2149 2152 2156 rBV6 11567 20465 0.16% ©0.087%
62 16.200 2160 2164 2171 rVB6 32826 59249 0.45% 0.253%
63 16.276 2173 2177 2182 rBV5 18837 38346 0.29% 0.164%
64 16.452 2205 2207 2212 rVB6 10891 15724 0.12% 0.067%
65 16.905 2277 2284 2291 rBV5 26830 74121 0.57% 0.316%
66 16.975 2291 2296 2303 rVV5 28043 55336 0.42% 0.236%
67 17.151 2319 2326 2327 rBV7 11119 21471 0.16% 0.092%

68 17.298 2338 2351 2367 rBV 6917285 13077415 100.00% 55.799%
69 17.633 2402 2408 2413 rBV 336157 512051 3.92%  2.185%

70 17.727 2419 2424 2435 rVB2 301531 481834 3.68%  2.056%
71 17.827 2435 2441 2445 rBV 43612 70463 ©.54% 0.301%
72 18.673 2582 2585 2591 rBV8 17066 35013 0.27% 0.149%
73 20.006 2806 2812 2819 rVB 342158 502639 3.84% 2.145%
74 21.939 3134 3141 3148 rVB 341849 587637 4.49%  2.507%
75 23.525 3405 3411 3418 rVB4 17512 35511 ©.27% ©0.152%
76 24.400 3553 3560 3570 rVB5 28538 61956 ©.47% 0.264%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BGO@52256.D

Acqg On : 2 Feb 2022 12:05
Operator : CG/JU

Sample ¢ N1307-12DL 2X

Misc

ALS Vvial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION

77 25.170 3681 3691 3704 rVB2 169411 492076 3.76% 2.100%
78 25.417 3722 3733 3747 rVB2 217982 679973 5.20% 2.901%
79 26.680 3939 3948 3960 rVB5 30861 95191 0.73% 0.406%
80 28.172 4190 4202 4215 rBV5S 25382 99875 0.76% 0.426%
81 29.969 4499 4508 4509 rBV9 14818 31107 0.24% 0.133%
82 32.155 4866 4880 4895 rVB9 13099 62445 0.48% 0.266%

Sum of corrected areas: 23436645
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052256.D\data.ms
6000000
5000000
4000000
3000000
2000000

1000000

o 3:999 7.37681764 8-8%51.618.939 9318.697101AZ0860698 4 Pt 5.6m1 e
L ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L ‘ L ‘ T T T ‘ T TT ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T TT ‘ T T T ‘ T T

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052256.D\data.ms
17.298

6000000

5000000

4000000

3000000

2000000

1000000

4878 155156 176337 20.006 21.939
gmsz %%awlmi &1827 18.673 I A

0= B e e e R e e R R B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17. 50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052256.D\data.ms

6000000
5000000
4000000
3000000
2000000

1000000

23525 24400  25.2R0417 26.680 28.172 29.969 32.155

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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-4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.617 2.15 ng/ul 21963 1,4-Dichlorobenzene-d4 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
5 Mesitylene 120 CS9H12 000108-67-8 86
Abundance Scan 703 (7.617 min): BG052256.D\data.ms (-697) (-) m/z 105.15 100.00%
105.2
5000

91.2 120.2 R

39.3 63.1 ‘ ‘ 7.20 7.40 7.60 7.80 8.00
oH‘HH,HH,w‘,w“m‘smWU‘w‘m‘_“wmuw m/z 120.15  22.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10726: Benzene, 1-ethyl-4-methyl-

105.0
5000 m‘\\\\‘\\\\‘\\\\‘\\\\’\\
7.20 7.40 7.60 7.80 8.00
120.0 9
770 91.0 ‘ m/z 91.15 17.14%
OH‘\\\\’\2\\7\?\\\\"\\\\‘\\\\?ﬁ‘\\‘\\\m‘HH“HH‘\‘\1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 J\
7.20 7.40 7.60 7.80 8.00
5000 m/z 106.05 14.02%
120.0
77.0 91.0 ‘
oH_“‘,‘2“7‘?“”‘,””‘w‘ef‘wm‘l“w“:m‘“‘1‘_‘““‘””‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10724: Benzene, 1-ethyl-2-methyl- R RAREE AL
105.0 7.20 7.40 7.60 7.80 8.00
m/z 79.15 11.42%
5000
120.0
77.0 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.616 4.26 ng/ul 43648 1,4-Dichlorobenzene-d4 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Indane 118 C9H10 000496-11-7 72
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 59
5 Deltacyclene 118 C9H1e 007785-10-6 59

Abundance Scan 873 (8.616 min): BG052256.D\data.ms (-867) (-) m/z 117.15 100.00%

117.2
5000
1 e e
39.1 67-1 770 9 | 0 8.20 8.40 8.60 8.80 9.00
Ot bbb i Ll myz 118,15 51.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 ‘M\“\H‘HH‘HH,HHMM

8.20 8.40 8.60 8.80 9.00
m/z 115.15 35.23%

91.0
39.0 63.0
O\\‘\\\\‘\\\‘-\(‘)\\\\“\\\\i‘\\\l‘}‘\‘\\‘\7\7{(‘)\\\\“\\\\].‘9\4.\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10178: Indane
117.0
RRaaE e e
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 91.05 16.53%
0“‘H“‘H‘u‘u‘J‘H"ﬁ‘ﬂluﬁh‘_?Z(?"JM“%QATQ“LH“H
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 W m M (\
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene ‘ AL e ‘ﬂ‘ m‘
117.0 8.20 8.40 8.60 8.80 9.00
m/z 63.15 13.80%
5000 91.0
0 650 780 ﬁ
SN TN v o 1. T S 8 Y AT TI
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 6
R.T. EstConc Area Relative to ISTD R.T.
10.460 3.58 ng/ul 57415 Naphthalene-d8 11.071
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 92
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 89
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 1187 (10.460 min): BG052256.D\data.ms (-1182) (- m/z 117.15 100.00%
117.2
5000
132.2
e
91‘-0 ‘ 10.50
o‘WwHwH‘_:HNeuwh“‘wHE‘mmwH,:m_H‘wmlww m/z 132.15 36.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
132.0 /\
5000 M\ \M\ T T T /{\
10.50
51.0 m/z 115.15 32.88%
O’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0
BT ANAY *A
132.0 10.50
5000 m/z 131.15 19.20%
91.0
39.0
63.0
50 ol |
0‘WH\WH:WH‘HM‘NN‘HH‘WAWMH‘MM‘WMMW‘ bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M\
Abundance #16106: 3-Phenylbut-1-ene ‘M ‘ A A
117.0 10.50
m/z 91.05 14.25%
5000
91.0 132.0
Ll |
o"""""“""‘“"‘H“""""""“!u""""‘,MWHWWHW (I [
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.176 3.13 ng/ul 50337 Naphthalene-d8 11.071
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 76
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 76
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 76
4 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 70
5 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 70
Abundance Scan 1479 (12.176 min): BG052256.D\data.ms (-1473) (- m/z 135.05 100.00%
135.1
5000 91.2
63.1 TSN VY . PR AV PSR
45.0 ‘ 115.2 12.00 12.50
obr——— ‘\’H“ ‘HlH\‘\““HEM‘HM“H‘\H‘ “ IL, Ay I M\‘ lly . A m/z 136.05 84.13%
m/z--> 20 0 80 100 120 140
Abundance #18799: Benzo[b]thiophene, 2,3-dihydro-
135.0
A
5000 B R A
91.0 12.00 12.50
m/z 91.15 46.84%
39.0 63.0
0 \%4\’19\ \“" \‘ \”1 \“““MM \H{‘ ‘”\ \M T ‘:‘I‘-\Oigwow “\ T \‘ “‘ T
miz--> 20 40 60 80 100 120 140
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0 M
A A
12.00 12.50
5000 91.0 m/z 131.15 40.29%
39.0 67.0
N RN TSI W U | N
miz--> 20 40 60 80 100 120 140 /\ M MM\
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro- ! NIRRT R A
135.0 12.00 12.50
m/z 134.05 18.57%
5000
670 0
T N U N B T
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.499 9.16 ng/ul 147126  Naphthalene-d8 11.071
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 59
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 59

Abundance Scan 1534 (12.499 min): BG052256.D\data.ms (-1528) (-  m/z 59.15 100.00%
59.1

5000

—
10‘3'2 12.50

,T83'213°'31‘66'2 m/z 73.15  26.63%

miz--> 20 40 60 80 100 120 140 160
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

5000 103.0 1250
31.0 m/z 45.15 19.62%
0 “‘ ‘H ) 0 | 13001490
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
Loats L A
12.50
5000 m/z 103.15 16.49%
a1 103.0
o120 Ll eso ‘ 130.0
et el e e e e e
miz--> 20 40 60 80 100 120 140 160 M
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- L ‘ ”"Aﬂ\
59.0 12 50

m/z 41.15 14.10%

5000
31.0 103.0
0 il i 85.0

m/z--> 20 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 2-Propanol, 1-(2-ethoxyprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.558 10.07 ng/ul 161742  Naphthalene-d8 11.071
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 78
4 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 72
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-11-4 59

Abundance Scan 1544 (12.558 min): BG052256.D\data.ms (-1539) (-  m/z 59.15 100.00%

59.1
5000 /\M
103.2 N f
41m ‘ Y 12.50
b L 848 | 1301 1602 . 5395 4.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 W
12. 50
41. 103.0 m/z 45.15 20.53%
o120 Ll 0 ‘ 130.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
m T
12.50
m/z 103.15 17.16%
5000 103.0
31.0
01140 “‘ ‘H .| 850 | 130.0149.0
R B e A e R S
miz--> 20 40 60 80 100 120 140 160 i
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)- e “mﬂf“m
59.0 12.50
m/z 41.15 13.39%
5000
31.0
103.0
o140 Uy Leso | o
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 Benzo[b]thiophene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.616 2.82 ng/ul 45334  Naphthalene-d8 11.071
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 80
3 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 78
4 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 72
5 2-Methyl-5-hydroxybenzofuran 148 C9H802 006769-56-8 72
Abundance Scan 1554 (12.616 min): BG052256.D\data.ms (-1549) (-  m/z 147.05 100.00%
147.1
5000
B Aq ap
511 742 o953 212 1250 13.00
Okt b el my/z 148010 86.12%
m/z--> 20 40 60 80 100 120 140
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
5000 apsh— ‘N‘l\\ ‘
12.50 13.00
m/z 121.15 14.20%
45.0 74.0 115.0
O ‘ T T \“ \‘\M\ T “‘\ \‘ i”‘\“\B?-\()\ “‘\ T \‘\ “\ LI ‘ \‘ \“\ T ‘
miz--> 20 40 60 80 100 120 140
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
(N
12.50 13.00
5000 m/z 149.05 12.92%
74.0 115.0
0 20 0 L1890 "7 iz |
m/z--> 20 40 60 80 100 120 140 ﬂ ﬂﬁ
Abundance #26252: Benzaldehyde, 2,4,6-trimethyl- A — i N ‘
147.0 12.50 13.00
m/z 74.15 8.63%
119.0
5000
39.0 91.0
‘ 65.0 ‘ ‘ ‘
0 “‘%“w‘ JU\‘ML\NHW\ ww“ﬁb“Uﬂ“““ Al
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 Phenol, 3,5-dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.580 5.77 ng/ul 135333  Acenaphthene-di10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 97
2 Phenol, 3,4-dichloro- 162 C6H4AC120 000095-77-2 95
3 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 93
4 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 93
5 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 92
Abundance Scan 1718 (13.580 min): BG052256.D\data.ms (-1706) (-  m/z 162.05 100.00%
162.1
5000
—— A
13.50
(o} m/z 164.05 62.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38230: Phenol, 3,5-dichloro-
162.0
5000 99.0 e
63.0 ' 13.50
m/z 99.05 49.00%
38.0 M ‘81.0 133.0
O\\\’\\\\H“\\h\‘\i}\l“\‘h\\\\‘\\\\‘\H\\‘H}‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #38224: Phenol, 3,4-dichloro-
162.0 /\
LR R D S S
13.50
5000 m/z 63.15 41.45%
99.0
63.0
180 370 | 810 1280 i
A e
miz--> 20 40 60 80 100 120 140 160
Abundance #38229: Phenol, 3,5-dichloro-
162.0 13.50
m/z 62.15 19.01%
99.0
5000 63.0
133.0
olta0 380, I lpro N o PRY LA RAN WY
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.418 23.18 ng/ul 543651  Acenaphthene-d10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
2 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
3 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98
5 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 97

Abundance Scan 2031 (15.418 min): BG052256.D\data.ms (-2025) (- m/z 231.95 100.00%

231.9
5000
) =
’ 15.50
0 m/z 229.95 81.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
5000 T 7
15.50
1310 166.0 194.0 m/z 233.95  45.36%
65.0 96.0 ‘ ‘
O T \\\?’\61‘.‘(\)}‘\ T M‘\ for ‘HH\ \‘U“‘ \‘\‘\M T ‘1“\ RARAR] \‘!H\ T !"‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111916: Phenol, 2,3,5,6-tetrachloro-
232.0
— =
15.50
5000 m/z 131.05 32.75%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AJkaMMJ\J\NNV\MA\w
Abundance #111921: Phenol, 2,3,4,6-tetrachloro- =

232.0 15.50
m/z 165.95 21.79%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 Benzeneacetaldehyde, .alpha... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.200 2.53 ng/ul 59249  Acenaphthene-d10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.,2,5... 162 C11H140 052417-50-2 51
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 42
3 3-Pyridinecarbonitrile, 6-ethyl-... 146 C9H1@N2 110253-41-3 38
4 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 38
5 1H-Benzimidazole, 2-ethyl- 146 CSH1ON2 001848-84-6 22

Abundance Scan 2164 (16.200 min): BG052256.D\data.ms (-2160) (-  m/z 145.15 100.00%
145

45.2
174.1
5000
SL.1 77l 4159 WLl S
196.1 16.00 16.50
0! m/z 133.15 86.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37871: Benzeneacetaldehyde, .alpha.,2,5-trimethyl-
133.0
5000 105.0 s —
16.00 16.50
77.0 162.0 %
210 m/z 174.05 63.42%
0 ‘\1“1‘\‘HH“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24944: 2-Propenal, 2-methyl-3-phenyl-
145.0
— —
117.0 16.00 16.50
5000 m/z 146.15  59.30%
91.0
39.0 65.0‘ ‘
olso, L Ll b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25726: 3-Pyridinecarbonitrile, 6-ethyl-5-methyl-
145.0 16.00 16.50
m/z 77.10 27.02%
5000
39.0 118.0
630 g1, “
om"m‘_“MHHJM‘H‘:H‘\H‘Hm”_m_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 11 Benzene, 3,5-dimethyl-1-(ph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.905 2.90 ng/ul 74121  Phenanthrene-d1e 17.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 3,5-dimethyl-1-(phenylm... 196 C15H16 028122-27-2 83
2 1,1'-Biphenyl, 3-(1-methylethyl)- 196 C15H16 020282-30-8 58
3 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 55
4 8-Methyl-4-azafluorene 181 C13H11N 064292-00-8 43
5 Ethanone, 1-[1,1'-biphenyl]-3-yl- 196 C14H120 003112-01-4 43

Abundance Scan 2284 (16.905 min): BG052256.D\data.ms (-2277) (- m/z 181.05 100.00%
1

5000

89.0 1151 17.00

m/z 165.15 66.24%

56.0 221.2

0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #71808: Benzene, 3,5-dimethyl-1-(phenylmethyl)-

181.0

5000 T
17.00
m/z 152.05 43.06%
300 650 890 1150 1530
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71791: 1,1'-Biphenyl, 3-(1-methylethyl)-
181.0
Vit P
17.00
5000 ITI/Z 180.10 38.34%
152.0
o N P W Y N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55942: 9H-Carbazole, 2-methyl-
181.0 17.00
m/z 178.15 27.41%
5000
0 50,0 g0 |
L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 12 9H-Fluorene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.975 2.16 ng/ul 55336  Phenanthrene-d10 17.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 95
2 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 70
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 70
4 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 70
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 70

Abundance Scan 2296 (16.975 min): BG052256.D\data.ms (-2291) (- m/z 165.10 100.00%

16b.1 /L
o —

91.3 17.00
0 m/z 180.15 77 .44%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55062: 9H-Fluorene, 1-methyl-
180.0
5000

5000

57.3 82.8 115.2

135.0

17.00
m/z 178.15 36.19%
89.0 152.0
0 39'0 " 63\'0 S 115.0 . H‘ m
\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
ol ally | 1
17.00
5000 m/z 179.15 25.49%
89.0
0., 390 630 77 1150 1390, | M
R R T e e R AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55058: 9H-Fluorene, 9-methyl-
165.0 17.00
m/z 163.15 21.04%
5000
89.0
oL w080y | wsowmo, | | (" F
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 13 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.827 2.75 ng/ul 70463  Phenanthrene-d1e 17.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H1e0 000518-85-4 64
2 5-Acenaphthylenecarboxaldehyde, ... 182 C13H100 1000362-64-3 58
3 2,5-Etheno[4.2.2]propella-3,7,9-... 154 C12H10 088090-38-4 41
4 7-Chloro-1H-indole-2,3-dione 181 C8H4CINO2 007477-63-6 38
5 3,4-Dihydro-2H-1,5-benzodioxepin... 182 C9H1002S 786728-92-5 38

Abundance Scan 2441 (17.827 min): BG052256.D\data.ms (-2435) (- m/z 153.15 100.00%
158.2

182.2

5000

=

76.1 126.2

o T
39.1 210.3 260.¢ 17.50 18.00

m/z 182.15 70.97%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #56939: 2,3-Dihydro-1-oxo-1H-phenalene
182.0
5000
153.0 17.50 18.00

m/z 152.05 55.69%

76.0
280 | | 12?'0‘ ‘\‘\ n “
‘H\\‘HH‘\H\‘HH‘H\\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #56946: 5-Acenaphthylenecarboxaldehyde, 1,2-dihydro-

153.0
182.0

o

=

— ——
17.50 18.00
5000 m/z 154.10  45.81%

76.0

o O I W
L Ll |

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #31496: 2,5-Etheno[4.2.2]propella-3,7,9-triene
153.0

o

=

17.50 18.00
m/z 181.10  27.27%

5000
76.0 MW/\A
39.0 115.0
ol | h‘ ‘L u‘u w14 W/\MA

‘H\\‘\H\‘\H\‘\\H“H\\‘\H\‘\\‘\‘H\\‘\H\‘\\H‘H\\‘\H\‘\\H ‘ T T T ‘ T

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.680 2.80 ng/ul 95191  Perylene-di12 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 4-Methylheneicosane 310 C22H46 025117-29-7 87

Abundance Scan 3948 (26.680 min): BG052256.D\data.ms (-3939) (- m/z 57.15 100.00%
57.1

5000
‘ \M 1413 © 208.1 2532 340.9 2650 27.00
ol b U LT e m 2R T w2 71,15 87.86%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000

26.50 27.00
m/z 43.15 59.95%

oL |1 141018302250 se50 3520
L \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
RLetistadil My

26.50 27.00
5000 m/z 85.15 52.61%
‘ 9.0
41.0
olsd L | ||| 002250 200
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane BTN T S W T
57.0 26.50 27.00
m/z 69.15 25.53%
5000
J154 ‘L‘ |1 1410183.0225.006703090 3801
s e e S
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52256.D

Acq On : 2 Feb 2022 12:05
Operator : CG/JU

Sample : N1307-12DL 2X

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
28.172 2.94 ng/ul 99875  Perylene-d12 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Heneicosane 296 C21H44 000629-94-7 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 4202 (28.172 min): BG052256.D\data.ms (-4190) (-  m/z 57.15 100.00%
57.1
5000
‘ h ‘ ‘ 189.2 2821 355 28.00 28.50
oLl i ‘”‘“‘M““ e m/z 71.15  85.27%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 A AN T r{\ .\ A/\‘A
28.00 28.50
m/z 43.15 59.56%
O T \“\ ‘\“‘ \“U‘ \H‘\ h‘ \H‘ \1-\ “ “\%\-8\:‘3\0’ 122\5\0\‘ \2\8\‘2;0‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
28.00 28.50
5000 m/z 85.10 51.91%
oL LI 101830 2050 2620
i e
miz--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane M A
57.0 28.00 28.50
m/z 55.15 31.29%
5000
9.0
1.0
b0 ||| 10802550 00
m/z--> 50 100 150 200 250 300 350 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BGO@52256.D

Acqg On : 2 Feb 2022 12:05
Operator : CG/JU

Sample ¢ N1307-12DL 2X

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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, 1-ethy... 7.617 2.1 ng/ul 21963 1 8.240 204770 20.0
Indane 8.616 4.3 ng/ul 43648 1 8.240 204770 20.0
Benzene, 2-ethe... 10.460 3.6 ng/ul 57415 2 11.071 321183 20.0
Benzo[b]thiophe... 12.176 3.1 ng/ul 50337 2 11.071 321183 20.0
2-Propanol, 1-(... 12.499 9.2 ng/ul 147126 2 11.071 321183 20.0
2-Propanol, 1-(... 12.558 10.1 ng/ul 161742 2 11.071 321183 20.0
Benzo[b]thiophe... 12.616 2.8 ng/ul 45334 2 11.071 321183 20.0
Phenol, 3,5-dic... 13.580 5.8 ng/ul 135333 3 14.878 469004 20.0
Phenol, 2,3,5,6... 15.418 23.2 ng/ul 543651 3 14.878 469004 20.0
Benzeneacetalde... 16.200 2.5 ng/ul 59249 3 14.878 469004 20.0
Benzene, 3,5-di... 16.905 2.9 ng/ul 74121 4 17.633 512051 20.0
9H-Fluorene, 1-... 16.975 2.2 ng/ul 55336 4 17.633 512051 20.0
2,3-Dihydro-1-o0... 17.827 2.8 ng/ul 70463 4 17.633 512051 20.0
(DEL) Alkane: S... 26.680 2.8 ng/ul 95191 6 25.417 679973 20.0
(DEL) Alkane: S... 28.172 2.9 ng/ul 99875 6 25.417 679973 20.0
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