LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\

Data File : BP@13245.D

Acqg On : 22 Dec 2022 14:34

Operator : CG/JU

Sample : N6015-04

Misc :

ALS Vvial : 12  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
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: Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120722.M
: SVOA CALIBRATION



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acqg On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc :

ALS Vvial : 12  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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 13.116 1684 1688 1697 rVv4 25131 47128 0.45% ©0.028%
38 13.328 1720 1724 1728 rBV7 13899 21084 ©0.20% 0.013%
39 13.404 1728 1737 1745 rVWV 96075 155741 1.49% 0.094%
40 13.569 1763 1765 1772 rVB7 18295 31167 0.30% 0.019%
41 13.769 1792 1799 1802 rBV9 11145 21745 0.21% 0.013%
42 13.916 1817 1824 1830 rBVS8 41232 86822 0.83% 0.052%
43 13.998 1830 1838 1846 rVV 4746937 6555456 62.73%  3.942%
44 14.057 1846 1848 1854 rVV4 30280 40371 0.39% 0.024%
45 14.110 1854 1857 1861 rVB6 17147 26989 0.26% 0.016%
46 14.181 1865 1869 1872 rVB 18890 25074 0.24% 0.015%
47 14.287 1880 1887 1897 rBV 5823663 8362297 80.02% 5.029%
48 14.475 1914 1919 1927 rVB 61312 100478 ©.96% 0.060%
49 14.593 1932 1939 1948 rVB 4815273 6998696 66.97% 4.209%
50 14.787 1966 1972 1991 rBV 1044391 1863102 17.83% 1.120%
51 14.945 1996 1999 2003 rVV6 21608 39147 0.37% 0.024%
52 14.993 2003 2007 2014 rVV5 49600 85841 0.82% 0.052%
53 15.381 2068 2073 2075 rVV6 17041 31893 0.31% 0.019%
54 15.428 2077 2081 2087 rVB3 28245 47806 0.46% 0.029%
55 15.587 2101 2108 2120 rBV 7228072 10340912 98.95% 6.218%
56 15.704 2122 2128 2136 rBV 1693173 2233801 21.37% 1.343%
57 15.828 2145 2149 2154 rVB3 39604 58850 ©0.56% 0.035%
58 15.951 2164 2170 2184 rVB 2919171 3837395 36.72% 2.308%
59 16.216 2212 2215 2220 rBV7 19900 29454 0.28% 0.018%
60 16.310 2225 2231 2236 rVW6 42853 99106 ©.95% 0.060%
61 16.451 2249 2255 2262 rBvie 19214 62106 ©.59% 0.037%
62 16.522 2262 2267 2274 rVWVJ2 65719 101637 0.97% 0.061%
63 16.734 2298 2303 2308 rBV6 45117 76012 0.73%  0.046%
64 17.092 2360 2364 2368 rBV 29808 44439  0.43% 0.027%
65 17.134 2368 2371 2374 rBV3 14290 20074 0.19% 0.012%
66 17.228 2383 2387 2391 rBV3 81459 111088 1.06% ©0.067%
67 17.298 2395 2399 2401 rBV3 39663 47763  0.46% ©0.029%
68 17.351 2401 2408 2418 rBV 5537346 8461988 80.97% 5.088%
69 17.445 2418 2424 2432 rVB2 6875856 9846633 94.22% 5.921%
70 17.622 2450 2454 2461 rBvV7 51825 90726 0.87% 0.055%
71 17.704 2465 2468 2470 rBV3 31417 39313 0.38% 0.024%
72 17.834 2487 2490 2492 rBvV3 26393 27232 0.26% 0.016%
73 18.004 2516 2519 2522 rVB4 32947 37127 0.36% 0.022%
74 18.104 2533 2536 2541 rVB4 65648 88503 ©0.85% 0.053%
75 18.163 2542 2546 2551 rBV 164737 250953  2.40% 0.151%

76 18.222 2551 2556 2567 rBV 1608952 2306654 22.07% 1.387%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acqg On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc :

ALS Vvial : 12  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_ P\Methods\SFAM-EPA-BP120722.M

Title : SVOA CALIBRATION

77 18.410 2582 2588 2593 rVB 615821 811136 7.76% 0.488%
78 18.469 2594 2598 2601 rBV 253060 320275 3.06% 0.193%
79 18.498 2601 2603 2608 rVB3 63522 83732 0.80% 0.050%
80 18.628 2621 2625 2632 rBV 442076 568904 5.44% 0.342%
81 18.722 2637 2641 2647 rVB 291750 360875 3.45% 0.217%
82 18.786 2647 2652 2657 rBV 1362757 1617544 15.48% 0.973%
83 19.122 2704 2709 2713 rBV2 514145 664542 6.36% 0.400%
84 19.251 2729 2731 2735 rVB2 101795 116289 1.11% 0.070%
85 19.333 2738 2745 2746 rBV3 206882 356863  3.41% 0.215%
86 19.451 2761 2765 2772 rBV 589462 832040 7.96% 0.500%
87 19.681 2798 2804 2816 rBV 7693713 10223152 97.82% 6.148%
88 19.828 2824 2829 2837 rBV 8803647 10450639 100.00%  6.284%
89 19.951 2846 2850 2857 rBV 292617 551975 5.28% 0.332%
90 20.175 2883 2888 2894 rVB2 1391712 1818727 17.40% 1.094%
91 20.410 2925 2928 2932 rBv4 135311 154870 1.48% 0.093%
92 20.669 2970 2972 2976 rVB 214379 209602 2.01% 0.126%
93 21.128 3046 3050 3061 rBV 1642994 2299914 22.01% 1.383%
94 21.433 3097 3102 3108 rBV 4469527 5957296 57.00% 3.582%
95 23.127 3386 3390 3396 rBV2 574303 893865 8.55% ©0.538%
96 23.751 3490 3496 3511 rVB2 4089955 9048744 86.59% 5.441%
97 23.910 3517 3523 3536 rVB2 3032856 6293270 60.22% 3.784%
98 24.533 3624 3629 3638 rVB 954229 2000175 19.14% 1.203%
99 26.439 3947 3953 3974 rVB 1365308 4603040 44.05% 2.768%
100 29.009 4382 4390 4402 rVB8 1594593 5476788 52.41% 3.293%

Sum of corrected areas: 166297131
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP013245.D\data.ms
8000000
6000000
4000000
10.763
10.381
7.475 7.946 8.658 9.116
7.1
2000000 7575 9.840
.899
77
03-334 31Dy gp3 5.040270 005 2785827101006 11.290 5B565
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP013245.D\data.ms
19.828
8000000 19.681
15.587 17.445
6000000 14.287 17.381
13.998 | 14.593
4000000
15.951
2000000 15.704 20.175
14.787
G .951/|20.411
AR5 MGG AT JHTRIIERLS 8 ,@@a&mmj
e e e e S
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013245.D\data.ms
8000000
6000000
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4000000

29.009
26.439
24.533
2000000 A
Ao N
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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SFAM-EPA-BP120722.M Fri Dec 23 16:08:02 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.951 10.97 ng/ul 3837400  Acenaphthene-d10 14.593
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2170 (15.951 min): BP013245.D\data.ms (-2164) (- m/z 105.00 100.00%
105.0
182.1
5000
o
29 16.00
Ofrorbide o A 266,93269 415947675349 /7 76.95  66.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 UL
16.00
m/z 182.10  58.09%
02?0 1 ]
\\\‘\‘\\‘\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
e
182.0 16.00
5000 ’ m/z 51.00 27.43%
Ofrrrrrer b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /k
Abundance #56922: Benzophenone — 1
105.0 16.00
m/z 181.05 9.57%
5000 182.0
027.0‘ il " I
e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS vial : 12

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.222 5.45 ng/ul 2306650  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2556 (18.222 min): BP013245.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000 »AAAkWHWN
213.2 —— —
“H \ 18.00 18.50
ob MLLES ) 2811340040104600 8490 10 43 10 0).67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 ] o
129.0 18.00 18.50
m/z 60.00 86.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 m/z 41.10 71.55%
129.0
AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 57.10 71.25%
5000 129.0
“H 213.0
I HMM\‘Hm,m‘,“m‘Hwww_ww_ o N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, hexaethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.787 3.82 ng/ul 1617540  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, hexaethyl- 246 C18H30 000604-88-6 86
2 Benzene, hexaethyl- 246 C18H30 000604-88-6 86
3 Pimpinellin 246 C13H1e05 000131-12-4 70
4 7H-Furo[3,2-g][1]benzopyran-7-on... 246 C13H1005 000482-27-9 62
5 7H-Furo[3,2-g][1]benzopyran-7-on... 246 C13H1005 000482-27-9 62
Abundance Scan 2652 (18.786 min): BP013245.D\data.ms (-2647) (- m/z 231.05 100.00%
231.1
5000 J\A
115.0 —— ——t
51.0 ‘ ‘ 18.50 19.00
NS RNY :‘ﬂ%‘(:ﬁﬁ'h"u 1.294.9355.0417.1  52L1  'm/z 246.16  85.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131068: Benzene, hexaethyl-
231.0
5000 T I JLA
18.50 19.00
m/z 203.05 39.19%

o

41.0 14]2
\\\f‘“\\\\l“\‘\‘T“Wll‘“\\l\Jlf‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131066: Benzene, hexaethyl-
231.0 K/\
—t —

18.50 19.00
5000 ITI/Z 115.00 20.66%
09.0 147.0
O et L,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130300: Pimpinellin T T
246.0 18.50 19.00
m/z 213.05 20.58%
5000
147.0
66.0
0! ¢$WMiJﬂJ“"H“_“W“H“H“H‘W“H“ e — ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
BP013245.D

: 22 Dec 2022 14:34
: CG/JU
: N6015-04

: 12 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Octadecanoic acid Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
19.451 2.79 ng/ul 832040  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2765 (19.451 min): BP013245.D\data.ms (-2761) (-

9.

m/z 43.10 100.00%

5000 129.0

%

241.2

| i =0
ol “wwm‘,mwm\‘ 34194007 4761 549. ' m/z 73.00  84.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ——
185.0 19.50
‘ M m/z 60.00 76.97%
O‘\\IT!"\‘1|\lhjl“\h\\1\“\\l\\L\‘\LrH‘HH‘\H\‘HH‘\H\‘HH‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%;

Abundance #179089: Octadecanoic acid
73.0
19.50
5000 ITI/Z 57.10 70.53%
185.0 284.0
o_m’“ L ““M‘M‘,‘m‘m\‘_HWH_WW_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid 7
43.0 19.50
m/z 55.05 67.56%
5000
12
“ 9.0 284.0
o_“‘ “WMW‘MP,*‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 4-(3-Fluoro-8-nitronaphthal... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.828 35.09 ng/ul 10450600  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 91
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20N20S 1000197-22-6 90
3 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 81
4 SH-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 72
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
Abundance Scan 2829 (19.828 mln) BP013245.D\data.ms (-2824) (- m/z 261.10 100.00%
61.1
5000
203 ‘ ‘ 19.50 20.00
obt ‘“M'M o gu"w“ whiadidll 1| 3269 41614751 849. ./, 576 19  78.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen-2-yl)morpholine
276.0
42.0 144.0
218.0
5000
19. 50 20 00
‘ m/z 233.05  35.54%
O' ‘H}lwl!\“l”'“’”“l 1“\‘\ ‘1\ T ‘ !l\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim
261.0
19.50 20 00
5000 ITI/Z 247.0 20.65%
310 163.0
AETTE Y | E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168756: 6H-Pyrido[4,3- b]carbazole 9-methoxy-5,11-dim
276.0 19. 50 20 00

m/z 231.10  20.21%

5000 N
138.0
o580 1380 2180

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 50 20. 00

T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.175 6.11 ng/ul 1818730  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 91
2 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
3 5-[4-(Diethylamino)phenyl]-4-eth... 276 C14H20N4S 1000476-62-2 64
4 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 64
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 62

Abundance Scan 2888 (20.175 min): BP013245.D\data.ms (-2883) (- m/z 261.10 100.00%
261.1

5000

e

A

‘ ‘
m 20.00 20.50

43.1 115.0 \
‘H‘MMNJ“HWWNWMWM‘ Ll 356.0416.0474.8536.2 1/ 276.10  77.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen-2-yl)morpholine

276.0
144.0

o

42.0
218.0

S

A

5000 — A
20.00 20.50

m/z 233.05 35.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168680: 3,5-di-tert-Butyl-4-hydroxycinnamic acid
261.0

—

A S—
20.00 20.50

5000 m/z 247.10  20.96%

57.0

115.0 187.0
b NI S e |

‘\\\\’\h\\\\\\\‘\\\\‘\\\\‘ ‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168283: 5-[4-(Diethylamino)phenyl]-4-ethyl-4H-1,2,4-tria
261.0

o

?

20.00 20.50
m/z 231.10  20.46%

5000
131.0

29.0

0 \l pdutd ) “ I\‘ Jll F fow I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.128  7.72 ng/ul 2299916  Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 CISH31F702  959261-23-5 94

2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94

Abundance Scan 3050 (21.128 min): BP013245.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1

5000

B

2100 2150
1 207.0
1%28“35,70,4889,, m/z 43.10 88.05%

m/z--> 0 50 100150200 250 300350400450 500550600650

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

o

%

5000
21.00 21.50

m/z 55.05 79.64%

l 169.0
T L.IJ | 255.0 406.0

‘HH‘HH‘\\H RN RN RN RN AN RN AR REREN A

m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este

o

%

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0 21.00 21.50

m/z 69.05 60.14%

57.0
21.00 21.50
5000 m/z 83.10 68.94%
0210
ol mF. 281.0 415.0 606.0

‘mwmwmmwmuu‘\m,uu‘uu,uu‘\m,uu‘m‘,u

m/z--> 0 50 100 150200 250 300 350400450500 550 600 650
= —T—

5000

0 | %Fn 25\20 369.0 648.(
_mwwmwwm‘Hwm,uwm,uwm,uu_m,u

m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS vial : 12

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
23.127  2.84 ng/ul 893865 perylene-dia 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 32 CosHs2 007225-64-1 93

2 Hexacosane 366 C26H54 000630-01-3 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3390 (23.127 min): BP013245.D\data.ms (-3386) (- m/z 57.10 100.00%
57.1

-

5000
— ‘
F 71 207.0 355 1 ‘ 23.00 23.50
o kb0 o 29513551 4104 48905470 0 21 10 62 .65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 \

T ‘
23.00 23.50
m/z 43.10 61.89%

239.0
O‘\H"\I\‘\X\J“:I.\‘FI.\\(‘)J\‘\!‘\‘r\\lr‘\1\3\0|\8\-9\‘\u\‘uu‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— —
23.00 23.50
5000 ITI/Z 85.05 50.43%
o \“‘ |10 197.0 2670 367.0
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane e T
57.0 23.00 23.50
m/z 55.10 24.07%
169.0
ol Ml T a0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.533 6.36 ng/ul 2000180  Perylene-di12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Eicosane 282 C20H42 000112-95-8 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
5 Eicosane 282 (C20H42 000112-95-8 93
Abundance Scan 3629 (24.533 min): BP013245.D\data.ms (-3624) (- m/z 57.10 100.00%
57.1
- JL
2450 |
17 281.1 '
ol bl ““ Lo 2ord <i- 896.0 43004891847 4/, 71,10  64.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = :
24.50
m/z 43.10 61.48%
il 239.0
O\\\J‘\‘\\\l‘\ﬁd\\\‘l\‘\f\TT\\W‘\12\9\6‘\0\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
T \
24.50
5000 m/z 85.10 49,38%
o L1]1,3270 1570 2820
‘“w“H“‘H“‘H“H“‘H“‘H‘,‘H“H“‘H“‘H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T
57.0 24.50
m/z 55.10 23.66%
- MﬂﬂwaWmej\jA\vVuxf\w
127.0
ol LIPS 2100 30660 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
BP013245.D

: 22 Dec 2022 14:34
: CG/JU
: N6015-04

: 12 Sample Multiplier: 1

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
26.439 14.63 ng/ul 4603040  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 95
2 Tricosane 324 C23H48 000638-67-5 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Triacontane 422 (C30H62 000638-68-6 93
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93

Abundance Scan 3953 (26.439 min): BP013245.D\data.ms (-3947) (- m/z 57.10 100.00%
57.1
- LJL\
26.50
1 .
183.2
oHw_kw”*me"m"2‘{39_3‘”_3?‘2‘?““““4_2‘”‘5‘3‘3\1‘ m/z 71.10  67.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262016: 2-Methyltetracosane
57.0
5000 R
26.50
309.0 m/z 43.10 65.74%
v
O\‘\\‘\\\\‘\\M\‘\\\\H\MH‘\‘\\\\‘\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229644: Tricosane
57.0
—
26.50
5000 m/z 85.10 47 .31%
1 324.0
]f 197.0 267.0
0 'uHHw\w*""‘HWWHWWW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- —
57.0 26.50
m/z 55.10 24.95%
5000
| |1F70 2100 309.0545
0b """"""""w""""‘HWWHWWW ——
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acq On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.009 17.41 ng/ul 5476790  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
2 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 56
3 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 38
4 Pregnan-18-0l, (5.alpha.)- 304 C21H360 056053-09-9 30
5 Lupeol 426 C30H500 000545-47-1 30
Abundance Scan 4390 (29.009 min): BP013245.D\data.ms (-4382) (- m/z 95.10 100.00%
93.1 273.1
425.4
5000 159.1
rl 2860 28.80 29.00
3 “ 355.1 . : : :
oA 4902548 n/z 55.10  95.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 | L L B
28.60 28.80 29.00
m/z 69.05 94.58%
O"H'“” Wl\m"‘\r“\d;‘\‘l\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164475: Imidazolo[1,2-a]pyridine, 6-chloro-2-(4-nitrophe
273.0
i
89.0 28.60 28.80 29.00
5000 ' m/z 273.15 83.93%
‘ 192.0
033MM~}M HH ‘\u B —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165687: 9-Thiabicyclo[3.3.1]nonane, 2,6-bis(1H-imidaza R I
95.0 28.60 28.80 29.00
m/z 109.10 78.87%
241.0
5000
151.0
NI YT 1 T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.60 28.80 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13245.D

Acqg On : 22 Dec 2022 14:34
Operator : CG/JU

Sample : N6015-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
Benzophenone 15.951 11.0 ng/ul 3837400 3 14.593 6998700 20.0
n-Hexadecanoic ... 18.222 5.5 ng/ul 2306650 4 17.351 8461990 20.0
Benzene, hexaet... 18.787 3.8 ng/ul 1617540 4 17.351 8461990 20.0
Octadecanoic acid 19.451 2.8 ng/ul 832040 5 21.433 5957300 20.0
4-(3-Fluoro-8-n... 19.828 35.1 ng/ul 10450600 5 21.433 5957300 20.0
3,5-di-tert-But... 20.175 6.1 ng/ul 1818730 5 21.433 5957300 20.0
Heptafluorobuty... 21.128 7.7 ng/ul 2299910 5 21.433 5957300 20.0
(DEL) Alkane: S... 23.127 2.8 ng/ul 893865 6 23.910 6293270 20.0
(DEL) Alkane: S... 24.533 6.4 ng/ul 2000180 6 23.910 6293270 20.0
(DEL) Alkane: S... 26.439 14.6 ng/ul 4603040 6 23.910 6293270 20.0
5-Bromo-4-oxo-4... 29.009 17.4 ng/ul 5476790 6 23.910 6293270 20.0
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