LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc :

ALS Vvial : 18 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15753.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.052 144 147 154 rVB 14941 21477 1.30% 0.125%
2 4.158 162 165 170 rVB3 9225 13447 0.81% 0.078%
3 4.328 192 194 196 rVB3 3083 2279 0.14% 0.013%
4 4,393 200 205 214 rVB 28559 39824  2.41% 0.231%
5 4.822 274 278 283 rBvV3 7962 13057 ©0.79% 0.076%
6 4.893 288 290 292 rBV3 2935 2828 0.17% 0.016%
7 5.165 324 326 331 rVB3 5127 7754 0.47%  0.045%
8 5.622 412 414 419 rVB6 2082 3159 0.19% 0.018%
9 5.664 419 421 425 rWS5S 2466 2514 0.15% 0.015%
10 5.693 425 426 428 rVV2 2312 1792 0.11% 0.010%
11 5.734 431 433 437 rVW5 2921 3522  0.21% 0.020%
12 6.152 502 504 507 rBv3 2012 2227 0.13% 0.013%
13 6.328 529 534 538 rBvVS8 4282 6963 0.42% 0.040%
14 6.758 606 607 611 rVB4 2552 2577 0.16% 0.015%
15 6.805 611 615 616 rBv4 2163 2135 0.13% 0.012%
16 6.864 623 625 628 rBvV3 1519 1711 0.10% 0.010%
17 6.946 636 639 642 rVBS 1813 1760 0.11% 0.010%
18 7.187 679 680 683 rBvV3 2043 2105 0.13% 0.012%
19 7.246 683 690 708 rvv2 111011 343376 20.81% 1.993%
20 7.393 709 715 732 rVB 119303 239043 14.49% 1.387%
21  7.599 743 750 765 rBV 162986 337711 20.47%  1.960%
22 7.758 773 777 778 rBV4 1789 2121 0.13% 0.012%
23 7.840 790 791 794 rBV3 2481 2101 0.13% 0.012%
24 7.869 794 796 801 rVB6 1978 2995 0.18% 0.017%
25 7.916 801 804 807 rVB5S 1525 1698 0.10% 0.010%
26 7.946 807 809 812 rBv4 1372 1659 0.10% 0.010%
27 8.063 820 829 845 rBV 371715 730280 44.26% 4.239%
28 8.193 849 851 857 rVB7 3907 6074 0.37% 0.035%
29 8.628 923 925 929 rVB5 2096 2255 0.14% 0.013%
30 8.805 949 955 971 rBV2 123254 350081 21.22% 2.032%
31 8.922 971 975 989 rVB 41482 96507 5.85% 0.560%
32 9.128 1009 1010 1014 rVB4 1860 1797 0.11% 0.010%
33 9.258 1023 1032 1050 rBV 129613 321418 19.48%  1.866%
34 9.469 1066 1068 1070 rBV3 2199 2166 0.13% 0.013%
35 9.599 1088 1090 1094 rVB5 2761 3488 0.21% 0.020%
36 9.634 1094 1096 1099 rVB4 2483 2525 0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc :

ALS Vvial : 18 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 9.658 1099 1100 1103 rBV3 1751 1761 0.11% ©0.010%
38 9.769 1116 1119 1122 rVB4 1584 2027 0.12% 0.012%
39 9.822 1124 1128 1129 rVB4 1683 1677 0.10% 0.010%
40 9.987 1146 1156 1173 rBV2 94093 275739 16.71% 1.600%
41 10.169 1185 1187 1190 rVB4 2281 2314 0.14% 0.013%
42 10.375 1218 1222 1223 rBvV3 2354 2552 0.15% 0.015%
43 10.563 1247 1254 1274 rBV2 88728 343290 20.80% 1.993%
44 10.893 1301 1310 1328 rBV 441913 918879 55.68% 5.333%
45 11.081 1333 1342 1360 rBV2 66484 258579 15.67% 1.501%
46 11.357 1387 1389 1393 rVB5 2423 3014 0.18% 0.017%
47 11.522 1416 1417 1420 rBV3 1798 2068 0.13% 0.012%
48 11.810 1461 1466 1467 rBV5 1748 2676 0.16% 0.016%
49 11.946 1488 1489 1493 rVB4 1649 1922 0.12% 0.011%
50 12.010 1498 1500 1503 rBV4 1374 1687 0.10% 0.010%
51 12.081 1507 1512 1519 rVB10 2433 3476 0.21% 0.020%
52 12.234 1535 1538 1539 rBv3 1433 1657 0.10% 0.010%
53 12.387 1559 1564 1565 rVB5 1504 1998 0.12% 0.012%
54 12.463 1576 1577 1581 rVB4 1758 1727 0.10% 0.010%
55 12.493 1581 1582 1585 rBV3 1555 1747 0.11% 0.010%
56 12.787 1627 1632 1634 rBV6 1505 2331 0.14% 0.014%
57 13.051 1676 1677 1683 rBV6 1766 2452 0.15% 0.014%
58 13.346 1725 1727 1729 rBV3 2272 1776 0.11% 0.010%
59 13.446 1741 1744 1748 rVB6 1512 2209 0.13% 0.013%
60 13.593 1766 1769 1775 rVB8 4871 7038 0.43% 0.041%
61 13.693 1780 1786 1792 rBVS5 10438 16596 1.01% 0.096%
62 14.128 1852 1860 1873 rBV 296959 547835 33.20% 3.180%
63 14.363 1897 1900 1901 rBV3 1939 1974 0.12% 0.011%
64 14.410 1901 1908 1922 rVV 383117 673239 40.80%  3.908%
65 14.716 1952 1960 1978 rBV 640940 1089386 66.02% 6.323%
66 14.881 1986 1988 1991 rVB4 1607 1717 0.10% 0.010%
67 15.022 2006 2012 2013 rBV3 25066 38358 2.32% 0.223%
68 15.540 2099 2100 2104 rVB4 4701 4539 0.28% 0.026%
69 15.716 2123 2130 2152 rBV 415159 813391 49.29% 4.721%
70 15.887 2153 2159 2171 rBV2 52535 145980 8.85% 0.847%
71 16.092 2188 2194 2201 rBV 31914 56095 3.40% 0.326%
72 16.563 2273 2274 2275 rBV 3109 1975 0.12% 0.011%
73 16.787 2310 2312 2315 rBv4 2324 2089 0.13% 0.012%
74 17.357 2405 2409 2413 rBV6 8766 13880 0.84% 0.081%
75 17.475 2423 2429 2441 rBV 757719 1300755 78.83% 7.550%

76 17.581 2441 2447 2472 rVB2 417439 834575 50.58% 4.844%

SFAM-EPA-BP062623.MA.M Wed Jun 28 11:56:49 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS Vvial : 18 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-BP062623.MA.M
Title : SVOA CALIBRATION

77 17.969 2511 2513 2517 rBV4 4300 4297 0.26% 0.025%
78 18.275 2561 2565 2570 rBVS5 18442 24901 1.51% 0.145%
79 18.328 2570 2574 2582 rBV 103284 168477 10.21% 0©.978%
80 19.481 2766 2770 2777 rVB 94025 149697 9.07% 0.869%
81 19.557 2780 2783 2789 rBv4 42878 65343 3.96% 0.379%
82 19.804 2820 2825 2837 rBV2 714340 1222130 74.06% 7.094%
83 21.563 3119 3124 3137 rVB 1019035 1636777 99.19% 9.500%
84 23.257 3408 3412 3417 rVB 208510 342059 20.73%  1.985%
85 23.939 3522 3528 3546 rVB2 554394 1488639 90.21% 8.640%
86 24.110 3551 3557 3570 rVB 717851 1650140 100.00% 9.578%

87 24.692 3653 3656 3665 rVB 275439 510880 30.96% 2.965%

Sum of corrected areas: 17228740
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jun 2023 18:37
: MA/JU
. 03085-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
BPO15753.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.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 N,N'-(4-Chlorobenzylidene)d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

8922 2.4 ng/ul 96567 1,4-Dichlorobenzene-dd  8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N,N'-(4-Chlorobenzylidene)dibenz... 364 C21H17CIN202 ©@15563-56-1 72

2 Propan-1-one, 3-nitro-1-phenyl- 179 C9HONO3 062847-52-3 72
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 72
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 72
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 72
Abundance Scan 975 (8.922 min): BP015753.D\data.ms (-971) (-) m/z 104.95 100.00%
105.0
5000
R A RS
430 ’ 207.0 8.60 8.80 9.00 9.20
o llad TS 28L9 36894320 8028 n/p 77.00  77.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #273430: N,N'-(4-Chlorobenzylidene)dibenzamide
71.0
5000 L L B R I R B |
8.60 8.80 9.00 9.20
m/z 50.95 31.92%
oha | 13§.0 259.0
\\‘\‘l\\\\‘f‘f‘\\‘\\\\‘\\\\‘1‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54205: Propan-1-one, 3-nitro-1-phenyl-
105.0
D
8.60 8.80 9.00 9.20
5000 m/z 120.00 17 .44%
039“\1\ | 1790
ke e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24907: Benzenepropanenitrile, .beta.-oxo-
105.0 8.60 8.80 9.00 9.20
m/z 49.95 15.50%
) WWWWWMWAMJKMMMJWI\WM
0 44‘011 |
e e e e e O g
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.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 2 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.328 2.59 ng/ul 168477  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2574 (18.328 min): BP015753.D\data.ms (-2570) (-
73.0

m/z 73.00 100.00%

%

5000
‘ L 213.2 — —
H 18.00 18.50
82.0
ol H%'Jnnuh“mHfuW‘?’55‘9“4?9‘7”‘59“‘9“‘ m/z 43.05 83.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N T
18.00 18.50
m’ 213.0 m/z 59.95 81.33%
O‘\\\‘ \\l‘\ll\”\l“\\\r‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
-
18.00 18.50
5000 ITI/Z 57.05 67 .88%
129.0
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 41.00 66.22%
5000
L 228.0
0"‘M“ﬁﬁ\“ — —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP062723\

Data File : BP@15753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.257 4.15 ng/ul 342059  Perylene-d12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
2 2-Methylhentriacontane 451 C32H66 001720-12-3 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 86

Abundance Scan 3412 (23.257 min): BP015753.D\data.ms (-3408) (- m/z 57.00 100.00%

57.0
5000

23.00 23.50
|12/l 1920 2831
O ‘w\Lfu‘mw‘H"‘H""?’55?‘9““““?9‘*‘3“‘5‘35‘9 m/z 71.00  71.45%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0

5000 — —
23.00 23.50

m/z 43.00 60.74%

113.0 210
I 7T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325760: 2-Methylhentriacontane
57.0

T —
23.00 23.50

5000 m/z 85.05 51.50%

407.0

| ‘ M 197.0 267.0 337.0 |
o‘mmwum%w«'m s A

miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #307033: Octacosane, 2-methyl- — —
57.0 23.00 23.50

m/z 41.00  23.35%

- WWWAVWMNW]\ﬁxWWAMNWW

0l }\]1\“‘1‘970 267.0 3650
A e e —

‘ T
m/z--> 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\BP062723\
Data File : BP@15753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.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 1
R.T. EstConc Area Relative to ISTD R.T.
24.692 6.19 ng/ul 510880 Perylene-di2 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 96
2 Dotriacontane, 2-methyl- 465 C33H68 001720-11-2 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3656 (24.692 min): BP015753.D\data.ms (-3653) (- m/z 57.00 100.00%

57.0
5000

_—
|| fg71 2070 281.1 24.50 25.00
AL

L 3809 47585330 0 71 00 72.37%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

5000 T
24.50 25.00
m/z 43.00 57.03%

ol L1270 1970 2810  394.0
\\1\‘\T\\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330177: Dotriacontane, 2-methyl-

57.0

T
24.50 25.00

o

5000 m/z 85.10 46.24%
127.0 421.0
fo “ il \} ‘ ﬁ | 1 \lx9\7'.0 295.0 364.0 \\ |
R I B B AR A S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane T —T
57.0 24.50 25.00

m/z 55.00  23.94%

- Mh

0 “ | “‘I Lis 1‘69'0 296.0
R R R L AR —

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15753.D

Acqg On : 27 Jun 2023 18:37
Operator : MA/JU

Sample : 03085-18

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.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|
N,N'-(4-Chlorob... 8.922 2.6 ng/ul 96507 1 8.063 730280 20.0
n-Hexadecanoic ... 18.328 2.6 ng/ul 168477 4 17.475 1300760 20.0
(DEL) Alkane: S... 23.257 4.2 ng/ul 342059 6 24.110 1650140 20.0
(DEL) Alkane: S... 24.692 6.2 ng/ul 510880 6 24.110 1650140 20.0
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