LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc :

ALS Vvial : 31 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51617.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.032 88 92 105 rBvV2 30021 57942 1.75% 0.346%
2 6.170 449 456 466 rVB3 9358 18072 0.54% 0.108%
3 7.404 660 666 675 rV 97486 186975 5.64% 1.118%
4 7.580 689 696 703 rBV 66310 117031 3.53% 0.700%
5 7.797 723 733 745 rVB 89774 169845 5.12% 1.016%
6 8.273 806 814 821 rVB2 136969 266129 8.02%  1.591%
7 8.344 821 826 831 rVB5S 8276 17454 ©.53% 0.104%
8 8.467 842 847 852 rBv4 23222 40557 1.22% 0.243%
9 8.526 852 857 861 rvVve 11057 23027 0.69% 0.138%
10 8.825 904 908 922 rVB5 10953 32044 0.97% 0.192%
11 8.966 926 932 940 rBV2 126910 220321 6.64% 1.317%
12 9.178 964 968 977 rVB7 7403 18510 0.56% 0.111%
13 9.407 1002 1007 1008 rVv4 13348 21715 0.65% 0.130%
14  9.442 1008 1013 1019 rVV2 89227 157774 4.76%  0.943%
15 9.871 1080 1086 1091 rVB7 11043 20328 0.61% 0.122%
16 9.935 1091 1097 1101 rBV7 14966 28943 0.87% 0.173%
17 10.176 1130 1138 1143 rBV 82795 157472  4.75%  0.942%
18 10.288 1151 1157 1162 rVB6 9996 20546 0.62% 0.123%
19 10.717 1220 1230 1240 rVB2 117461 223451 6.74% 1.336%
20 11.110 1287 1297 1303 rW 185245 380749 11.48% 2.277%
21 11.163 1303 1306 1312 rVV 60736 106323 3.21% 0.636%
22 11.228 1312 1317 1321 rVV2 52039 106198 3.20% 0.635%
23 11.263 1321 1323 1330 rVV2 42631 56905 1.72% 0.340%
24 11.398 1342 1346 1353 rVB2 12403 25383 0.77% 0.152%
25 11.939 1433 1438 1445 rVB7 10762 21502 0.65% 0.129%
26 12.121 1462 1469 1473 rBV2 36748 61685 1.86% 0.369%
27 12.156 1473 1475 1481 rVv4 10139 18414 0.56% 0.110%
28 12.732 1566 1573 1585 rVB4 43916 104440 3.15% 0.625%
29 12.973 1605 1614 1622 rVB 40986 80817 2.44% 0.483%
30 13.448 1690 1695 1701 rVB 43498 67678 2.04%  0.405%
31 13.736 1736 1744 1752 rBV 17248 55171 1.66% ©.330%
32 14.071 1795 1801 1808 rVv3 20166 46473 1.40% 0.278%
33 14.230 1821 1828 1834 rVW2 51703 110238 3.32% 0.659%
34 14.294 1834 1839 1844 rVV 238553 362244 10.92%  2.166%
35 14.347 1844 1848 1850 rVV4 19534 31753 0.96% 0.190%
36 14.382 1850 1854 1858 rwv 44061 65623  1.98% ©.392%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc :

ALS Vvial : 31 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-BG121421.M
Title : SVOA CALIBRATION
37 14.471 1865 1869 1870 rVW4 13679 17541 ©0.53% 0.105%
38 14.606 1886 1892 1898 rBV 236555 380228 11.46% 2.274%
39 14.747 1911 1916 1920 rBV5 18646 29019 0.87% 0.174%
40 14.799 1920 1925 1933 rWv2 39648 65808 1.98% 0.394%
41 14.911 1933 1944 1950 rBV 306597 530388 15.99% 3.172%
42 15.070 1966 1971 1976 rBv2 95975 148566 4.48% 0.888%
43 15.222 1995 1997 2000 rVV4 13564 18805 0.57% 0.112%
44 15.299 2004 2010 2017 rVWW5 50663 95028 2.86% ©.568%
45 15.416 2026 2030 2034 rVB7 13192 23158 ©0.70% 0.138%
46 15.522 2044 2048 2053 rBV3 24408 43662 1.32% 0.261%
47 15.692 2071 2077 2081 rBV 62875 117547 3.54% 0.703%
48 15.845 2099 2103 2106 rBVv6e 17371 30577 ©0.92% 0.183%
49 15.898 2106 2112 2117 rVV 312064 473414 14.27% 2.831%
50 15.945 2118 2120 2123 rVV4 14893 17711 0.53% 0.106%
51 15.992 2124 2128 2134 rVB 61975 100018 3.02% 0.598%
52 16.057 2134 2139 2140 rBV5 13045 20342 0.61% 0.122%
53 16.086 2140 2144 2147 rVB2 25070 31693 0.96% 0.190%
54 16.145 2148 2154 2159 rBV2 42546 79994  2.41% 0.478%
55 16.239 2167 2170 2178 rVB1le 16894 36872 1.11% 0.220%
56 16.309 2178 2182 2184 rBV5 15809 21794 0.66% 0.130%
57 16.391 2193 2196 2200 rVvV3 29107 34286 1.03% 0.205%
58 16.626 2228 2236 2241 rVB 94522 159899 4.82% 0.956%
59 16.720 2248 2252 2257 rBv2 45474 75574 2.28% 0.452%
60 16.838 2269 2272 2275 rBv4 15665 20280 0.61% 0.121%
61 16.879 2275 2279 2283 rBV5 39818 53221 1.60% ©0.318%
62 16.920 2283 2286 2288 rBV2 17809 22236 0.67% 0.133%
63 17.002 2296 2300 2303 rBV6 23894 38407 1.16% 0.230%
64 17.108 2314 2318 2321 rBV2 21192 25523 0.77% 0.153%
65 17.278 2345 2347 2355 rBV2 16864 36998 1.12% 0.221%
66 17.449 2372 2376 2380 rBV2 38878 57705 1.74% 0.345%
67 17.537 2387 2391 2400 rVB2 29575 66095 1.99% ©.395%
68 17.654 2405 2411 2416 rW 375174 591725 17.84% 3.538%
69 17.701 2416 2419 2423 rVV 34498 54580 1.65% 0.326%
70 17.754 2423 2428 2435 rVB2 370585 553865 16.70%  3.312%
71 17.931 2455 2458 2466 rBV 47993 79099 2.38% 0.473%
72 18.007 2468 2471 2476 rVB2 23931 37660 1.14% 0.225%
73 18.307 2518 2522 2529 rVB7 29861 47880 1.44% 0.286%
74 18.524 2556 2559 2563 rBv4 30897 41832 1.26% ©0.250%
75 18.571 2565 2567 2574 rVB6 34047 62987 1.90% 0.377%
76 18.665 2578 2583 2584 rBV4 22368 31835 0.96% 0.190%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc :

ALS Vvial : 31 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-BG121421.M
Title : SVOA CALIBRATION

77 18.818 2607 2609 2613 rVB4 20169 21547 0.65% 0.129%
78 18.994 2635 2639 2644 rBV3 27629 66819 2.01% 0.400%
79 19.088 2652 2655 2661 rVB6 34200 50966 1.54% 0.305%
80 19.270 2683 2686 2691 rBV5 25260 38036 1.15% 0.227%
81 19.429 2709 2713 2718 rBV5 31112 60161 1.81% ©0.360%
82 19.628 2743 2747 2751 rVB2 63832 79173 2.39% 0.473%
83 19.904 2791 2794 2798 rVB2 37108 40524 1.22% 0.242%
84 20.028 2810 2815 2825 rBV 432911 649554 19.58%  3.884%
85 20.310 2860 2863 2867 rVB 45994 47821 1.44% 0.286%
86 20.545 2900 2903 2906 rVB4 22666 27815 0.84% 0.166%
87 20.938 2964 2970 2975 rVB 1324914 1686397 50.84% 10.084%
88 21.297 3029 3031 3037 rVB4 32698 39124 1.18% 0.234%
89 21.584 3076 3080 3084 rVB2 56401 79548 2.40% 0.476%

90 21.849 3119 3125 3132 rVB 2301347 3317311 100.00% 19.836%

91 21.972 3140 3146 3155 rVB2 337053 598045 18.03% 3.576%
92 22.142 3172 3175 3178 rBV3 21411 35253 1.06% 0.211%
93 22.665 3262 3264 3271 rVB 32275 50969 1.54% 0.305%
94 23.053 3326 3330 3334 rBV5 27327 51301 1.55% 0.307%
95 23.165 3343 3349 3363 rVB 94689 239287 7.21% 1.431%
96 24.099 3502 3508 3518 rBV2 40703 112308 3.39% 0.672%
97 24.886 3634 3642 3657 rVB2 64678 266988 8.05% 1.597%
98 25.227 3692 3700 3712 rVB2 198790 629929 18.99% 3.767%
99 25.473 3732 3742 3752 rBV2 191094 611286 18.43% 3.655%
100 27.294 4046 4052 4053 rBvV4 26811 49538 1.49% 0.296%
Sum of corrected areas: 16723284
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG051617.D\data.ms
2000000
1500000
1000000
500000
74’)965097 8.273 8.966 4% 10. 71
oL, 4032 6.170 §/8676.8250.1 1RA07 oeathd e %8 11542k 12132973
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ \\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051617.D\data.ms
21.849
2000000
1500000 20.938
1000000
20.028
500000 116554 2[1.972
30545 || 21.28%-584 H\z.uz 22.665
S I VNN,

V A
O A e e T A T e e e

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: BG051617.D\data.ms

2000000
1500000
1000000

500000
25. 250473

24009 24 SM 27.294

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\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.467 3.05 ng/ul 40557 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1-diethoxy- 118 C6H1402 000105-57-7 42
2 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 38
3 1-Pentanol, 5-methoxy- 118 C6H1402 004799-62-6 38
4 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 37
5 E-1-Methoxy-3-hexene 114 C7H140 121441-40-5 37

Abundance Scan 847 (8.467 min): BG051617.D\data.ms (-842) (-) m/z 45.15 100.00%

45.1
73.2
5000
Em AR
‘ ‘ 104.11273 8.20 8.40 8.60 8.80
o bl gl e m/z 73.15  56.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10037: Ethane, 1,1-diethoxy-
45.0
5000 73.0 \\\‘\\\\‘\\\A\/V{\\\\’\\\\
8.20 8.40 8.60 8.80
m/z 71.25 32.62%

o

103.0
\]-\5\’0\“}‘\\"!“\\\’\\\‘\’\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92152: 2,5-Diethoxy-3-methyl-3-vinylhexane
73.0

8.20 8.40 8.60 8.80

45.0
5000 m/z 43.15 29.69%
0 | ,, 1030 1390 214.0
D e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10046: 1-Pentanol, 5-methoxy- e e
45.0 8.20 8.40 8.60 8.80
m/z 57.15 29.30%
5000
71.0
O bl b 2990
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.825 2.41 ng/ul 32044 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 9
2 Acetamide, N-2-propenyl- 99 C5HO9NO 000692-33-1 9
3 2-Penten-1-o0l, (E)- 86 C5H100 001576-96-1 9
4 Borinic acid, diethyl- 86 C4H11BO 004426-31-7 9
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 9
Abundance Scan 908 (8.825 min): BG051617.D\data.ms (-904) (-) m/z 57.15 100.00%
57.1
5000
41.1 105.2 ‘,‘,/
M ﬂJ 83‘2 ‘ 8.60 8.80 9.00 9.20
Obrerrerrprrrrrrerrerblbe IO L L myz se.es 38.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000
27 8.60 8.80 9.00 9.20
m/z 41.15 21.10%
O 4P0 | | 711.0 86\.0
H\‘HH‘HH‘\H\‘HH‘\H\‘\1\1‘HH’\H\‘H\\’\H\‘HH‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3918: Acetamide, N-2-propenyl-
57.0
B EREEEE R
43.0 8.60 8.80 9.00 9.20
5000 m/z 105.15 20.46%
30.0
o280 | L mo®o w0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 r\
Abundance #1976: 2-Penten-1-ol, (E)- H“‘H‘ﬁ,ﬁu“‘u‘,mﬁ
57.0 8.60 8.80 9.00 9.20
m/z 55.15 17.40%
5000 29.0
H L, qi0 80
om‘HH_m‘mwH‘1}‘H‘;M‘1wHH,‘Mw,www e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.121 3.24 ng/ul 61685 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 64
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
4 Decane, 4-methyl- 156 C11H24 002847-72-5 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59

Abundance Scan 1469 (12.121 min): BG051617.D\data.ms (-1462) (- m/z 71.15 100.00%

71.2
43.1
5000
wavaWM\ AwaAMN
112.2 1200 1250
155.1
om_"‘Us‘u”u‘w“m“w‘H‘Mmwuwwm_ m/z 57.10  92.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
5000 LS i
12.00 12.50
m/z 43.15 76.03%
29'0‘ ‘ 850 113.0
O\\\‘\‘\‘\\‘\\\‘\‘\\H}\‘\\\\‘\\U\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
43.0 710
e o
12.00 12.50
5000 ITI/Z 41.15 40.02%
112.0
oasol Ll Ly T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74025: Decane, 2,3,5,8-tetramethyl- —— ——
57.0 12.00 12.50
m/z 56.15 20.73%
5000
290 85.0
1130  155.0 (“W\m
o | \“ N ‘ 198.0 WNWW i

m/z--> 20 40 60 80 100 120 140 160 180 200 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.448 2.55 ng/ul 67678  Acenaphthene-di0 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 53

Abundance Scan 1695 (13.448 min): BG051617.D\data.ms (-1690) (-  m/z 71.10 100.00%
7

1.1
43.1
5000
13.50
127.2 .
98.2 .
0 w‘i“ ol ol T i Y W TR ik ‘9‘1‘9?"2“ - m/z 57.10  94.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 R
13.50
29.0 113.0 m/z 43.15 56.99%
N W N X
O‘\\\\“‘\\\“\\w\“}\\\‘\\\‘\‘\\\\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
P
13.50
5000 ITI/Z 41.15 47.02%
85.0
29.0
N S S LI T ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- —
57.0 13.50
m/z 85.10 36.40%
5000
29.0 85.0
113.0
0 ‘AM‘W‘HHu‘m“w‘HW“NW‘W“_%§§R“%?$$?%QQP‘ i WMWJN}WM
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13736 2.08 ng/ul 55171  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7-methyl- 20 C17H36 626730-20-1 27

2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 27
3 Octyl tetracosyl ether 467 C32H660 1000406-39-0 27
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 27
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 27

Abundance Scan 1744 (13.736 min): BG051617.D\data.ms (-1736) (- m/z 43.15 100.00%

052 153.9
. — —
‘ ‘ ‘]ngl‘ ‘ ‘ 206.9 13.50 14.00
ob—I “‘M“”“,‘ Ll A m/z 57.15  71.27%
m/z--> 50 100 150 200 250 300
Abundance #123968: Hexadecane, 7-methyl-
57.0
5000 7 —
13.50 14.00
112.0 ITI/Z 71.15 59.40%
‘ ‘ ‘ 154.0
O\\‘\"H\“\‘\‘“\h" \“\h\\“‘\\\\‘\22\5\'9‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
— ]
13.50 14.00
5000 ITI/Z 55.15 47 .35%
98.0
AR R R
m/z--> 50 100 150 200 250 300
Abundance #330749: Octyl tetracosyl ether 7 T
57.0 13.50 14.00
m/z 41.15 42.75%
5000
97.0
oL h L 190 sss0 2250 g MR
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.230 4.16 ng/ul 110238  Acenaphthene-di10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 1828 (14.230 min): BG051617.D\data.ms (-1821) (-  m/z 156.15 100.00%

156.2
5000 f\
128.2 L LN
431 773 1 w o7 1 14.00 14.50
0 ‘H‘H"‘MmwW‘J‘meuwu,mU",m 2l m/z 141.10 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 MJ\ ]\/\ ‘j\
14.00 14.50
o 10 115.0 m/z 155.15 36.79%
O \\\‘2\7\\0\‘\\\\‘H\‘\H”“\\\\‘\\\‘\’\“!‘\\"‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0 /\ M m
i T A‘ T T T T ‘ T \A
14.00 14.50
5000 ITI/Z 157.15 22.73%
77.0
40 "0 10207 il
o) SRR WA i SN
m/z--> 20 40 60 80 100 120 140 160 180 200 M M
Abundance #33163: Naphthalene, 1,6-dimethyl- ‘M‘ LTt w
156.0 14.00 14.50
m/z 128.15 16.77%
5000
770 115.0 /\A
51.0 :
R TR SR N Y s VAL el
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.382 2.47 ng/ul 65623  Acenaphthene-di0 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Heneicosane 296 C21H44 000629-94-7 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1854 (14.382 min): BG051617.D\data.ms (-1850) (-  m/z 57.15 100.00%
57.1

5000

:

’ | ‘ ‘1412 14.00 14.50
il 1 ‘\ ‘

S B O m/z 43.15 81.60%
miz—> O 50 100 150 200 250 300 350

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

B

5000
14.00 14.50
m/z 71.15 80.17%
O L\ h\ I \‘ H‘ \ | 01830 2390 2960
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— —
14.00 14.50
5000 m/z 85.15 53.10%
9.0
B e e e e . R
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane T e
57.0 14.00 14.50
m/z 41.15 38.84%
5000

%

ol L H | 14191.8302250 281.0 337.0 394.
b I e aesee.) 2810 3370 394

‘\ T
m/z--> 0 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Tetraethylene glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.800 2.48 ng/ul 65808 Acenaphthene-di0 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol 194 C8H1805 000112-60-7 83
2 Tetraethylene glycol 194 C8H1805 000112-60-7 78
3 Triethylene glycol 150 C6H1404 000112-27-6 74
4 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 74
5 Tetraethylene glycol 194 C8H1805 000112-60-7 72

Abundance Scan 1925 (14.799 min): BG051617.D\data.ms (-1920) (-  m/z 45.15 100.00%
45.1

5000 AK\M
89.2 T ‘ T T ‘ T
14.50 15.00
67.0 ‘ 133.3
Obrrrprr ‘H AP, 28255157 1929 ) 89,15 25.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #69771: Tetraethylene glycol
45.0
5000
14.50 15.00
89.0 m/z 43.15 16.31%
0 150 ) | Ll 119'0 163.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #69769: Tetraethylene glycol
45.0
— —
14.50 15.00
5000 ITI/Z 44.15 15.91%
89.0
A0 01830
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27985: Triethylene glycol 7 7
45.0 14.50 15.00
m/z 57.15 8.96%
5000
89.0
ol 2oy b e VAR
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.299 3.58 ng/ul 95028  Acenaphthene-dile 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90

Abundance Scan 2010 (15.299 min): BG051617.D\data.ms (-2004) (-  m/z 170.15 100.00%
170.2

5000 M
padd /M "
15.00 15.50
ol m/z 155.05  93.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl- M
170.0
5000
15.00 15.50
128.0 m/z 168.05 54.59%
O‘”‘%ZPW?%9W7ﬁﬂ“‘2‘9LW$”W“ SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0 /\
A R AR ‘/\‘A‘ﬁ/
15.00 15.50
5000 ITI/Z 127.10 36.95%
128.0
e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #45536: Naphthalene, 1,6,7-trimethyl- W il
170.0 15. 00 15 50
m/z 43.15 25.34%
5000 M\’A\A/J\{b
510 76.0 o 128.0 ‘
0"”\”‘W‘NH\M”MW‘”\”‘M‘$”W”‘\”””\”‘w“”\” T ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Hexaethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.692 4.43 ng/ul 117547  Acenaphthene-di10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol 194 C8H1805 000112-60-7 59
2 Tetraethylene glycol 194 C8H1805 000112-60-7 53
3 Tetraethylene glycol 194 C8H1805 000112-60-7 53
4 Hexaethylene glycol 282 C12H2607 002615-15-8 53
5 2-Chlorophenethyl alcohol, methy... 170 C9H11ClO 1010365-11-6 50

Abundance Scan 2077 (15.692 min): BG051617.D\data.ms (-2071) (-  m/z 45.15 100.00%
45.1

73.2
5000
170.2 1550 16,00
119.1 ' < : :
o‘H‘wyhm“_w‘ww,u‘!‘uwuwwH‘Hu“,uw“u_‘2«99“2“_23“",7 m/z 73.15 71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69771: Tetraethylene glycol
45.0
5000 t P
15.50 16.00
89.0 m/z 43.15 20.21%
O]\-\5‘\.‘()\”\“\\“!‘\\\H‘\\\‘\’\w‘\\‘\\:L\]\-?\.(\)W\‘\\\]-\6’\3\.\0\‘\H\‘\\H‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69770: Tetraethylene glycol
45.0
— —
15.50 16.00
5000 m/z 89.05 16.27%
89.0
Obrrrpeb bbby e b 830
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69772: Tetraethylene glycol
45.0 15.50 16.00
m/z 44.10 10.03%
5000
89.0
LSRRI - MU A 4 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.145 3.02 ng/ul 79994  Acenaphthene-dile 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Tridecane 184 C13H28 000629-50-5 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heptacosane 380 C27H56 000593-49-7 64
5 Pentacosane 352 C25H52 000629-99-2 59

Abundance Scan 2154 (16.145 min): BG051617.D\data.ms (-2148) (- m/z 57.10 100.00%
57.1

-

5000
184.1 16.00 16.50
o gt e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T ——
16.00 16.50
m/z 43.15 48.92%
0 M g ‘\ ] }410183022502670 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
— —
16.00 16.50
5000 m/z 41.15 29.06%

% “ 141.0 184.0
H 1

LS-CJ 1]

%

0 — —
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0 16.00 16.50
m/z 85.15 24.74%
5000

R 141:0183.02250267.03090 3660

m/z--> 50 100 150 200 250 300 350 16.00 16.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.626 5.40 ng/ul 159899  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 2236 (16.626 min): BG051617.D\data.ms (-2228) (- m/z 57.15 100.00%
57.1

%

5000
85.2
H ‘11‘3 2 18T 2 7202 16.50 17.00
0 ,w\‘mu_m‘um_Muhm_‘:mw‘mwmwwww m/z 71.15 87.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 s St
16.50 17.00
85.0 o
113.0 ITI/Z 43.15 66.65%
29.0 183.0
oLl a0 T 50030
’\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
— —
71.0 16.50 17.00
5000 m/z 41.15 33.15%
113.0

o d b oL IS0 pnozero
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl- —— ——
57.0 16.50 17.00

m/z 85.15 29.04%

?

5000

113.0

0
obd bl H‘ 1550 s 09ss0
ool e b e 22502530

m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

29.0 H

[e2]
(4]
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.720 2.55 ng/ul 75574  Phenanthrene-d1e 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Adamantyl methyl ketone 178 C12H180 001660-04-4 43
2 (3-Methoxyphenyl)[4-(pyridin-3-y... 312 C18H20N203 1000482-00-4 43
3 m-Anisic acid, pent-2-en-4-ynyl ... 216 C13H1203 1000292-59-3 43
4 (4-Methylphenyl) methanol, tert.... 178 C12H180 1000374-66-0 38

5 3'-Methoxy-N-methyl-2-oxo-2-phen... 325 C13H12F5NO3 1000099-92-9 38

Abundance Scan 2252 (16.720 min): BG051617.D\data.ms (-2248) (-  m/z 105.10 100.00%

105.1
5000
411 16.50 17.00
. 232.2 : :
oLl u‘w“wuHW?'? L132 L en 288z 135.10  54.13%
miz--> 50 100 150 200 250 300
Abundance #52815: 1-Adamantyl methyl ketone
135.0
5000 L Y
79.0 16.50 17.00
43.0 m/z 91.15 21.86%
‘ | 178.0
O \‘\ h\ ‘\“ “H\“‘\ ‘w‘ \‘h‘ T T \‘\ ‘ T T T T ‘ T T T T ‘ T T T T ’ T T
miz--> 50 100 150 200 250 300

Abundance #214353: (3-Methoxyphenyl)[4-(pyridin-3-yloxy)piperidin-;
135.0

=

T T
16.50 17.00

5000 m/z 107.15 13.44%
77.0 218.0
N Lo T 812
T T e B i B o SRR
miz--> 50 100 150 200 250 300
Abundance #94254: m-Anisic acid, pent-2-en-4-ynyl ester 5 ——
135.0 16.50 17.00
m/z 106.15 12.74%
5000

=

65.0 216.0
Qoo 1| ano et

e
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzene, (1-methylundecyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.537 2.23 ng/ul 66095  Phenanthrene-dio 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 60
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53
3 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 49
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 49
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 46

Abundance Scan 2391 (17.537 min): BG051617.D\data.ms (-2387) (- m/z 105.15 100.00%

105.2
5000
F |
> ] 1561 2092 246.2 17.50
O bl st e b e e m/z 91,15 14.42%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #131093: Benzene, (1-methylundecyl)-
105.0
5000 ‘17\50‘ \
m/z 106.15 14.04%
41.0
o I, 770 | 1470 187.0 218.0%460
\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #131092: Benzene, (1-methylundecyl)-
itnlah v
i -
17.50
5000 ITI/Z 97.20 9.35%
41.0
Obregrempesie i e 14701890 PIP0 WMMWW
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #131106: Benzene, (1,3,3-trimethylnonyl)- ——
105.0 17.50
m/z 57.15 8.64%
5000
57.0
oL 220 ||| si0jep 260 -
m/z--> 20 40 60 80 100120 140160180 200220240260 17.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:53:39 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Butane, 2-ethoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.931 2.67 ng/ul 79099  Phenanthrene-d1e 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-ethoxy- 102 C6H140 002679-87-0 64
2 Butane, 2-ethoxy- 102 C6H140 002679-87-0 64
3 1H-Pyrimidine-2,4-dione, 1-(1l-et... 202 C8H11FN203 1010310-13-3 64
4 Heptaethylene glycol 326 C14H3008 005617-32-3 59
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 59

Abundance Scan 2458 (17.931 min): BG051617.D\data.ms (-2455) (-  m/z 45.15 100.00%

45.1
73.2
5000
18.00
0‘HW‘H‘wmwwwmewﬁ%%%u‘Wm}ﬁ%ﬁq%gﬁﬁuuﬁgﬁﬁ‘ m/z 73.15 74.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4977: Butane, 2-ethoxy-
45.0
5000 730 o ) e
18.00
m/z 89.15 18.26%
15.0‘ ‘
O\H“\‘\‘HH“H“HW“H\‘\‘\‘\:\L\O‘z\.\(\)\‘\H\‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4988: Butane, 2-ethoxy-
45.0
18.00
5000 73.0 m/z 43.15  16.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78272: 1H-Pyrimidine-2,4-dione, 1-(1-ethoxyethyl)-5-fluc e
45.0 18.00
m/z 44.10 12.84%
73.0
5000
|, | 114.0 1570 202.0
Ottt e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 16 1H-Indene, 2-phenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.571 2.13 ng/ul 62987  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64
2 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 64
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 58

Abundance Scan 2567 (18.571 min): BG051617.D\data.ms (-2565) (-  m/z 192.05 100.00%
192.1

5000

=

94.3 1942 165.2

54.3 236.2 18.50

0’ m/z 191.05 51.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
Wwwwvm

5000 e :
18.50

m/z 189.15 32.09%

165.0
270 G0gots0 T |
\‘\\\\‘\\‘\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\“\\\\‘W‘\\\‘\W \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67017: 1H-Indene, 1-phenyl-
192.0
a4l |
18.50
5000 ITI/Z 207.15 21.49%
165.0
0 280 630 89@)11?0 | ‘w WNMW%WMMwaVMMJJbAWW
A ma A LR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —— ‘
192.0 18.50
m/z 94.35 18.04%
5000
165.0
o270 630 90 1390 | |
A ma s e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 17 unknown-@3 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.994 2.26 ng/ul 66819  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[h]isoquinoline 179 C13HSN 000229-71-0 49
2 2,6-Pyridinedicarboxylic acid, b... 381 C18H17C12N0O4 1000369-10-4 47
3 Benzoic acid, 4-(dimethoxymethyl... 210 C11H1404 042228-16-0 47
4 2-(2-Chlorophenyl)oxazole 179 C9H6CINO 062881-98-5 47
5 1,1'-(4-Hydroxy-6-isopropyloxy-1... 236 C13H1604 1000454-72-6 47

Abundance Scan 2639 (18.994 min): BG051617.D\data.ms (-2635) (- m/z 179.15 100.00%

179.2
5000
135.1
——
411 219.9 19.00
\ i \‘\ o ] | 29\1.8 369. %
O bt g iyt m/z 135.10  34.83%
miz--> 50 100 150 200 250 300 350
Abundance #53944: Benzo[h]isoquinoline
179.0
5000

—
19.00
m/z 107.10  20.39%

760 1200]

T T ‘ T T ‘ LI ‘ T T ‘ L ‘ L ‘ L ‘ L

m/z--> 50 100 150 200 250 300 350

Abundance #288160: 2,6-Pyridinedicarboxylic acid, butyl 3,5-dichloro
179.0

T
123.0 19.00

5000 ITI/Z 180.05 12.08%
77.0 ‘ ‘ 280.0
O%uQVM‘&‘uH‘ﬂ‘w¢$M “%??p““b““““‘
miz--> 50 100 150 200 250 300 350 NM WM
Abundance #86934: Benzoic acid, 4-(dimethoxymethyl)-, methyl estel ‘ A
179.0 19.00
m/z 219.95 8.63%
5000
75.0
ET RN L B E— 1] i
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 18 Phenanthrene, 2,5-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

19.429 2.03 ng/ul 60161 Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 78
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 78
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 64
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 64
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 60

Abundance Scan 2713 (19.429 min): BG051617.D\data.ms (-2709) (- m/z 206.05 100.00%

206.1
5000
19.50
0! m/z 191.05 52.21%
miz--> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
19.50
101.0 m/z 242.15 49.93%
' 165.0 ‘
0 \2\7\0\ ‘6?’.9‘\ “\Mh‘\ L — “ \‘\‘”\ !‘ i‘h“\ LA e B B B
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene
206.0
[TviRina /’M‘A It — e
19.50
5000 m/z 91.15 47.63%
89.0
165.0 ‘ m
01‘4.‘0“ ‘5]‘\'9\ ‘\\h‘h\“}‘\\ ‘1‘2K0‘ gl H“ R MMW’N
miz-> 50 100 150 200 250
Abundance #82933: 9,10-Dimethylanthracene —
206.0 19.50
m/z 117.00 28.62%
5000
89.0
51.0 | 127.0 1650 m
T e o e S R R —
miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 19 cyclohexane, [1,1'-biphenyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.628 2.68 ng/ul 79173  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 89
2 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 53
3 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 43
4 3-(4-Methylbenzylidene)-2-benzof... 236 C16H1202 1000332-19-8 38
5 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 38

Abundance Scan 2747 (19.628 min): BG051617.D\data.ms (-2743) (- m/z 236.10 100.00%

236.1
180.1
5000
55.1 | iggd éObd
. 111.2 . .
285.1 A
0 L—"‘—‘—W—r‘—v—'—gifo—v—r‘—v* m/Z 180.10 56.44%
mlz--> 50 100 150 200 250 300 350
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000
19.50 20.00
152. m/z 178.10 49.88%
41.0 47 115.0 ‘ ‘
O\\‘\“\\‘\‘\"\\“\‘\“‘ ‘h\\{‘\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #118772: 9,10-Anthracenedione, 2,3-dimethyl-
236.0
165.0 —— Stk
19.50 20.00
5000 m/z 165.05  49.51%
76.0
OH“ Hu L \‘h\ u “\‘MH”“M‘““ ‘h “ ‘\\‘L““““““‘
miz--> 50 100 150 250 300 350
Abundance #118768: 9,10—Anthracened|one, 2,3-dimethyl- — —
236.0 19.50 20.00
m/z 167.10 41.75%
) 1, M
410 \ \
NIRRT T N S Y g oW e P
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.584 2.66 ng/ul 79548  Chrysene-d12 21.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 78
2 Docosyl nonyl ether 452 C31H640 1000406-37-9 74
3 Nonyl octacosyl ether 537 C37H760 1000406-38-2 74
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60
5 1-Pentadecene 210 C15H30 013360-61-7 55

Abundance Scan 3080 (21.584 min): BG051617.D\data.ms (-3076) (- m/z 57.15 100.00%
57.1

5000

149.1 ==5 :
2221 282.1 341.1 429. 21.50
o~k 43.15 83.28%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209740: 1-Docosene
57.0

5000 11.0
21 50

308.0
55.15 70.26%

O T ‘\ “ ‘ “ T“ ‘h‘ ‘ \‘hT W“ \“‘ 4 \ \\0‘ T } T ‘ ‘\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #326488: Docosyl nonyl ether
57.0

2150
5000 m/z 41.20 65.54%
11.0
309.0
ok ibll L asmo o 200
mlz--> 50 100 150 200 250 300 350 400
Abundance #342513: Nonyl octacosyl ether == ‘
57.0 21.50
m/z 71.15 53.97%
5000
127.0
bbb HLLL L, 1550 2390 250 3990 -
m/z--> 5 100 150 200 250 300 350 400 21.50
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Data Path :

Data File : BGO51617.D
Acqg On : 18 Dec 2021
Operator : CG/JU
Sample : M5121-10
Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\

5:11

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 21 Didecyl phthalate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.099 3.67 ng/ul 112308 Perylene-di2 25.473
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Didecyl phthalate

446 C28H4604

2 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404
3 Phthalic acid, heptyl octyl ester 376 C23H3604
4 Phthalic acid, butyl tetradecyl ... 418 C26H4204
5 Phthalic acid, dec-2-yl hexyl ester 390 C24H3804

Abundance Scan 3508 (24.099 min): BG051617.D\data.ms (-3502) (-
1

4

9.1

000084-77-5 72
000089-18-9 72
088216-58-4 72
1000308-91-3 72
1000356-94-2 72

m/z 149.05 100.00%

5000
43.1 A LT
24.00 24.50
85.2 207.1 293.1
- u““““ P i pph L 290AEE  SSTL sz 43,15 15.81%
m/z--> 50 100 150 200 250 300 350
Abundance #324471: Didecyl phthalate
149.0
5000 — —
24.00 24.50
m/z 57.15 14.23%
4?(?‘ 04.0 30‘7.0
O\‘\‘\“‘\m‘\”\“\\\\ L e e
m/z--> 50 100 150 200 250 300 350
Abundance #271976: 1,2-Benzenedicarboxylic acid, butyl 8-methylno
149.0
—— —
24.00 24.50
5000 ITI/Z 41.15 13.22%
41.0 223.0
o d B0 L sre
m/z--> 50 100 150 200 250 300 350
Abundance #284730: Phthalic acid, heptyl octyl ester —— ‘
149.0 24.00 24.50
m/z 150.05 10.26%
5000
57.0
ol L., 1040 | 2509 376
A e bl e
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 Phthalic acid, isohexyl pen... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.886 8.74 ng/ul 266988  Perylene-d12 25.473
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isohexyl pentyl e... 320 C19H2804 1000308-95-8 72
2 Phthalic acid, decyl hept-3-yl e... 404 C25H4004 1000356-99-4 72
3 Phthalic acid, butyl 4-methylhep... 334 C20H3004 1000377-93-9 72
4 Phthalic acid, pentyl 2-propylpe... 348 C21H3204 1000377-92-1 72
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 72

Abundance Scan 3642 (24.886 min): BG051617.D\data.ms (-3634) (-  m/z 149.05 100.00%

149.1
5000
43.1 24‘50‘ ‘25‘00‘
' 104.1 279.1 ’ :
ob i | 1919 2349 2105 8850 47 15e.05  10.47%
mlz--> 50 100 150 200 250 300 350
Abundance #224626: Phthalic acid, isohexyl pentyl ester
149.0
5000 - -
24.50 25.00
m/z 43.15 10.25%
430 g50 237.0
O\”\‘\h“h\‘\‘\‘\“‘\\\\‘\\\\‘\‘\\‘\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #304909: Phthalic acid, decyl hept-3-yl ester
149.0
— —
24.50 25.00
5000 ITI/Z 41.15 9.75%
307.0
oL 0 smo | 265,0 W
P e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #241822: Phthalic acid, butyl 4-methylhept-3-yl ester P ——
149.0 24.50 25.00
m/z 57.15 7.97%
. MMM
205.0
57.0 112.0 \
ok oo e — e
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51617.D

Acqg On : 18 Dec 2021 5:11
Operator : CG/JU

Sample : M5121-10

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
unknown-01 8.467 3.0 ng/ul 40557 1 8.273 266129 20.0
(DEL) Alkane: S 8.825 2.4 ng/ul 32044 1 8.273 266129 20.0
(DEL) Alkane: S... 12.121 3.2 ng/ul 61685 2 11.110 380749 20.0
(DEL) Alkane: S... 13.448 2.5 ng/ul 67678 3 14.911 530388 20.0
(DEL) Alkane: S... 13.736 2.1 ng/ul 55171 3 14.911 530388 20.0
Naphthalene, 2,... 14.230 4.2 ng/ul 110238 3 14.911 530388 20.0
(DEL) Alkane: S... 14.382 2.5 ng/ul 65623 3 14.911 530388 20.0
Tetraethylene g... 14.800 2.5 ng/ul 65808 3 14.911 530388 20.0
Naphthalene, 2,... 15.299 3.6 ng/ul 95028 3 14.911 530388 20.0
Hexaethylene gl... 15.692 4.4 ng/ul 117547 3 14.911 530388 20.0
(DEL) Alkane: S... 16.145 3.0 ng/ul 79994 3 14.911 530388 20.0
(DEL) Alkane: S... 16.626 5.4 ng/ul 159899 4 17.654 591725 20.0
unknown-02 16.720 2.5 ng/ul 75574 4 17.654 591725 20.0
Benzene, (1-met... 17.537 2.2 ng/ul 66095 4 17.654 591725 20.0
Butane, 2-ethoxy- 17.931 2.7 ng/ul 79099 4 17.654 591725 20.0
1H-Indene, 2-ph... 18.571 2.1 ng/ul 62987 4 17.654 591725 20.0
unknown-03 18.994 2.3 ng/ul 66819 4 17.654 591725 20.0
Phenanthrene, 2... 19.429 2.0 ng/ul 60161 4 17.654 591725 20.0
cyclohexane, [1... 19.628 2.7 ng/ul 79173 4 17.654 591725 20.0
(DEL) Alkane: S... 21.584 2.7 ng/ul 79548 5 21.972 1598045 20.0
Didecyl phthalate 24.099 3.7 ng/ul 112308 6 25.473 611286 20.0
Phthalic acid, ... 24.886 8.7 ng/ul 266988 6 25.473 611286 20.0
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