LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17427.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.299 32 36 40 rVB 40930 45652 1.12% ©.100%
2 3.740 108 111 119 rBV 141094 208896 5.13% 0.458%
3 3.846 127 129 134 rVB2 15823 19730 0.48% 0.043%
4 3,928 138 143 148 rBV 70947 98086 2.41% 0.215%
5 4.046 160 163 170 rVB 22146 28922 0.71% 0.063%
6 4.193 183 188 194 rBV5 30697 50115 1.23% 0.110%
7 4.275 197 202 209 rVB3 25819 43126 1.06% ©.095%
8 4.434 225 229 233 rVB2 23232 33580 0.82% 0.074%
9 4,987 318 323 327 rBV 39361 58824 1.44% 0.129%
106 5.028 327 330 338 rVV2 23748 50161 1.23% 0.110%
11 5.534 410 416 418 rBv2 29823 49374 1.21% ©.108%
12 5.758 448 454 458 rVB2 13809 23541 0.58% 0.052%
13 5.863 468 472 476 rBV2 20863 28364 0.70% 0.062%
14 5.911 476 480 484 rVB 16514 26148 0.64% 0.057%
15 6.358 550 556 560 rBV 24526 40134 0.99% 0.088%
16 6.393 560 562 572 rVvvie 9542 21223 0.52% 0.047%
17 6.516 576 583 589 rBV5 19157 33899 0.83% 0.074%
18 6.799 626 631 636 rVB2 17095 27105 0.67% 0.059%
19 7.116 678 685 698 rBv 706399 1139166 27.97% 2.499%
20 7.299 707 716 725 rBV 540750 851539 20.90% 1.868%
21 7.481 737 747 756 rBV 741284 1212181 29.76% 2.660%
22 7.575 758 763 767 rBV3 13906 20820 0.51% 0.046%
23  7.846 805 809 813 rVB4 13876 20557 0.50% 0.045%
24 7.963 819 829 837 rBV 472995 751670 18.45%  1.649%
25 8.469 909 915 921 rVvv8 9072 18981 0.47% 0.042%
26 8.546 922 928 939 rVB6 17502 43085 1.06% ©.095%
27 8.681 942 951 961 rBV 829499 1368165 33.59% 3.002%
28 8.752 961 963 968 rVW6 13671 23912 ©0.59% 0.052%
29 8.840 968 978 983 rVWv2 60578 147120 3.61% 0.323%
30 9.122 1021 1026 1029 rBV 82421 118979 2.92% 0.261%
31 9.169 1029 1034 1040 rVB 662908 1015956 24.94%  2.229%
32 9.281 1049 1053 1058 rVB8 12408 20808 0.51% 0.046%
33 9.357 1062 1066 1073 rVB4 14964 27648 0.68% 0.061%
34 9.646 1108 1115 1124 rVB1e 21080 49403 1.21% ©.108%
35 9.887 1149 1156 1165 rVV 510692 849331 20.85% 1.864%
36 10.052 1175 1184 1187 rBVS8 15210 31285 0.77% 0.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP092023.MA.M
Title : SVOA CALIBRATION
37 10.310 1223 1228 1234 rVB9 10850 20011 0.49% 0.044%
38 10.416 1234 1246 1256 rBV 848652 1457876 35.79% 3.199%
39 10.504 1257 1261 1265 rVv4 18193 32936 0.81% 0.072%
40 10.569 1269 1272 1276 rVV6 13609 21014 0.52% 0.046%
41 10.616 1276 1280 1286 rVV5 16780 29650 0.73% 0.065%
42 10.687 1286 1292 1297 rVV 69611 113573 2.79% 0.249%
43 10.757 1297 1304 1306 rVV5 20608 45189 1.11% 0.099%
44 10.799 1306 1311 1317 rVV 608653 1032989 25.36% 2.266%
45 10.857 1317 1321 1329 rVB2 80767 142085 3.49% 0.312%
46 10.969 1330 1340 1349 rBV 619458 1048821 25.75% 2.301%
47 11.204 1376 1380 1389 rVB3 32603 60883 1.49% 0.134%
48 11.404 1403 1414 1415 rBvie 15715 35222 0.86% 0.977%
49 11.581 1437 1444 1449 rVBS 21800 54976 1.35% 0.121%
50 11.640 1449 1454 1458 rBvV7 21176 45712 1.12% 0.100%
51 11.734 1465 1470 1474 rBV 46653 63530 1.56% 0.139%
52 11.787 1474 1479 1484 rBv4 31547 59184 1.45% 0.130%
53 11.834 1484 1487 1493 rVBS8 14991 24028 0.59% 0.053%
54 11.940 1500 1505 1510 rBV5 36448 64814 1.59% 0.142%
55 12.004 1511 1516 1521 rBV2 50345 88310 2.17% 0.194%
56 12.146 1536 1540 1545 rVB 108778 143203 3.52% 0.314%
57 12.275 1559 1562 1564 rBV4 18147 19458 0.48% 0.043%
58 12.322 1565 1570 1579 rVB 216213 357812 8.78% 0.785%
59 12.469 1589 1595 1604 rVB3 80540 175939 4.32% 0.386%
60 12.551 1605 1609 1613 rBV2 33679 60587 1.49% 0.133%
61 12.687 1628 1632 1637 rVB 52314 76428 1.88% 0.168%
62 12.893 1664 1667 1671 rVB5 16611 23947 0.59% 0.053%
63 12.957 1675 1678 1685 rVV5 31369 55196 1.36% 0.121%
64 13.034 1686 1691 1696 rVV5 55027 109660 2.69% 0.241%
65 13.098 1698 1702 1709 rVB2 54151 97880 2.40% 0.215%
66 13.193 1714 1718 1726 rVB5 34683 63669 1.56% 0.140%
67 13.310 1735 1738 1742 rVB6 17481 21205 0.52% 0.047%
68 13.398 1742 1753 1758 rBV3 154357 362435 8.90% 0.795%
69 13.493 1762 1769 1778 rVV 588046 989150 24.28% 2.170%
70 13.798 1817 1821 1823 rBV4 34045 51103 1.25% 0.112%
71 13.963 1845 1849 1853 rBV3 44883 76444  1.88% 0.168%
72 14.016 1853 1858 1861 rVvV2 264449 397028 9.75% 0.871%
73 14.069 1861 1867 1874 rVB 1443230 2011046 49.37% 4.412%
74 14.351 1907 1915 1922 rBV 1780318 2954013 72.52% 6.481%
75 14.428 1922 1928 1933 rVB2 278903 428840 10.53% 0.941%

76 14.481 1933 1937 1940 rBV 167306 233656 5.74% ©.513%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP092023.MA.M
Title : SVOA CALIBRATION
77 14.575 1949 1953 1958 rBV3 82522 113187 2.78%  0.248%
78 14.657 1962 1967 1972 rBV 927810 1303813 32.01% 2.861%
79 14.892 2003 2007 2013 rBV 244942 425022 10.43% 0.933%
80 15.051 2030 2034 2038 rVB3 55569 106722 2.62% 0.234%
81 15.228 2061 2064 2065 rBV3 48129 51206 1.26% 0.112%
82 15.257 2066 2069 2076 rVB6 99228 152608 3.75% 0.335%
83 15.322 2077 2080 2087 rVB7 87025 171291 4.21% 0.376%
84 15.398 2088 2093 2097 rBV 247796 402458 9.88% 0.883%
85 15.439 2097 2100 2102 rBV 122060 128323 3.15% 0.282%
86 15.657 2132 2137 2145 rBV 2297519 3195918 78.46% 7.012%
87 15.839 2165 2168 2174 rVB2 136494 201417 4.94%  0.442%
88 16.004 2193 2196 2199 rBV2 75951 110419 2.71% 0.242%
89 16.322 2245 2250 2256 rBV 503040 897917 22.04% 1.970%
90 16.698 2311 2314 2324 rVB6 177345 316431 7.77% 0.694%
91 17.163 2389 2393 2398 rVB 510163 688117 16.89% 1.510%
92 17.445 2436 2441 2445 rBV 1138073 1654954 40.63% 3.631%
93 17.486 2445 2448 2452 rVB 461979 621264 15.25% 1.363%
94 17.545 2453 2458 2465 rBV 2218354 3363287 82.57% 7.379%
95 17.869 2511 2513 2518 rVB 424097 465570 11.43% 1.022%
96 18.292 2582 2585 2590 rBv4 526719 855357 21.00% 1.877%
97 19.286 2751 2754 2757 rBV 904643 1210438 29.72% 2.656%
98 19.469 2782 2785 2788 rVB 885520 982957 24.13%  2.157%
99 19.798 2837 2841 2845 rBV 2868829 4073391 100.00% 8.937%
100 20.204 2907 2910 2914 rVB2 1960459 2337392 57.38% 5.129%

Sum of corrected areas: 45576447
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP017427.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000

8.681
1000000 71365481 _ 9.169 0.887 16,0 ro@69
e 13.299 3-34MBMe08834 HIWB  5.5WFHERL ©BHL6.799 AMA_ 57584b J%§g@j&@859646 10.050.3 11 2040EBT

\
Time--> 350 4.00 450 5.00 5.50 6.00 6.50 700 750 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP017427.D\data.ms
7000000

19.798

6000000 20.204

5000000
4000000 19.469

3000000

15.657

2000000

1000000

B
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP017427.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Butane, 2,3-dimethoxy-2-met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.928 2.61 ng/ul 98086 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-00-4 50
2 Silane, 2-butenyltrimethyl-, (Z)- 128 C7H16Si 017486-13-4 25
3 7-Methoxy-3,7-dimethyloctan-2-0l... 188 C11H2402 1000511-09-7 17
4 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 14
5 Silane, trimethyl(1l-methyl-1-pro... 128 C7H16Si 010111-13-4 12

Abundance Scan 143 (3.928 min): BP017427.D\data.ms (-138) (-) m/z 73.05 100.00%

3.0

—_—

5000
P T
208.0 3.60 3.80 4.00 4.20
ol 41 ]133.0 2080 28313411 42014892548 ./, 23,19  25.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16569: Butane, 2,3-dimethoxy-2-methyl-
73.0
5000 L L LR B R
3.60 3.80 4.00 4.20
m/z 41.00 12.83%
O‘\\‘\‘\”“HL\T\\\“]\-\S\]}.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14236: Silane, 2-butenyltrimethyl-, (2)-
73.0
R RRRERERE
3.60 3.80 4.00 4.20
5000 m/z 101.05 12.12%
0‘\H\u“‘H\\\‘\H\u‘mwm‘uu‘\\u‘\m‘\m‘mwm‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62668: 7-Methoxy-3,7-dimethyloctan-2-ol (isomer 1) TP ‘M‘ I

73.0 3.60 3.80 4.00 4.20
m/z 59.00 11.93%

5000

N

ol5:0/ |, 1410
S e S Sl b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP©92023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.687 2.20 ng/ul 113573  Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 Dodecane 170 C12H26 000112-40-3 87
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
5 Tetradecane 198 C14H30 000629-59-4 81

Abundance Scan 1292 (10.687 min): BP017427.D\data.ms (-1286) (- m/z 57.05 100.00%

57.0
5000

166.1 282.0 356.1 429.8 1050 1100
L4y, 166.1224.1282. 1 429.8490.3549.! .
e m/z 43.05 86.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45506: Decane, 3,6-dimethyl-
57.0

5000 — —
10.50 11.00

m/z 71.00 57.40%

41.0
\‘\\‘\J‘\‘r]\k\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45478: Dodecane
57.0

T —
10.50 11.00

5000 m/z 41.00 43.97%

ﬂ I 170.0
]
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #45494: Undecane, 5-methyl- T 7
43.0 10.50 11.00

m/z 85.05 32.11%

5000
12.0
L, ar00

L A Saa 0 i
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

: 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 14
R.T. EstConc Area Relative to ISTD R.T.
12.146  2.77 ng/ul 143203 Naphthalene-ds 16.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 29 C21Haa 054833-23-7 87

000638-36-8 87
000629-50-5 87
000544-76-3 83
018344-37-1 81

2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
3 Tridecane 184 C13H28
4 Hexadecane 226 C16H34
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44

Abundance Scan 1540 (12.146 min): BP017427.D\data.ms (-1536) (| | m/z 57.85 100.00%

57.0
5000

T —
12.00 12.50

135.0
0 H\‘ulu-""_um‘H‘2_29;%2‘53‘1;?‘“3‘5‘5-9‘4‘1‘5-‘9_H‘??‘Oc‘?_ m/z 43.85 79.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — —
12.00 12.50

m/z 71.05 64.59%

154.0
\\l\‘\II\\”\J“\J\‘l\\‘h\h\\2\%\]-\.\0\‘2\\8\]_\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

T —
12.00 12.50

o

5000 ITI/Z 41.05 44 ,33%
127.0
O‘J Mllejm\”}?%9‘%Q?p\”“ﬁ“W“”\‘”‘\”“W WﬁwwwﬂﬁwWAﬂquwwwmﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane T T
57.0 12.00 12.50

m/z 85.05 36.38%

h Jjﬁw\
J‘ | J 127.0184.0

O bk A o e e e s -
miz--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.322 6.93 ng/ul 357812 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 43
2 6-Isopropylquinoline 171 C12H13N 000135-79-5 38
3 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
4 Chloroxylenol 156 C8H9C10 000088-04-0 32
5 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 32

Abundance Scan 1570 (12.322 min): BP017427.D\data.ms (-1565) (| | m/z 156.00 100.00%
156.0

5000
78.0

— —
l | 12.00 12.50
bl L 222.9281.0 354.9416.1 480.3544.6 1y 115,00 47.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46499: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cya

o

156.0
5000 — L
12.00 12.50
m/z 158.00  32.53%
39.0 ‘
O‘\\“\L"L\h\‘%\y‘"q\l\l\ln“\!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46454: 6-Isopropylquinoline
156.0
— ——
12.00 12.50
5000 m/z 171.10 29.60%
150, 1° \
N —

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

Abundance #46836: Cyclopentanone, O-(trimethylsilyl)oxime — T
75.0 156.0 12.00 12.50

m/z 78.00  26.92%

5000

0 ls-Pl“ UM‘ b .‘i ok

\\’\\\ \\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T T ‘ T

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.398 5.56 ng/ul 362435  Acenaphthene-d10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
Abundance Scan 1753 (13.398 min): BP017427.D\data.ms (-1742) (- | m/z 57.10 100.00%
57.1
— ——
26.1 193.1 13.00 13.50
ob LI £281 19312500 35494159 5151 . 4310 ge.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0
5000 =L =
13.00 13.50
m/z 71.10 65.62%
“ L] \127.0 198.0
O\\\\“‘\‘\‘\h\“\”\“\V‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
— ——
13.00 13.50
5000 m/z 41.05 45.97%
SR cCR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59049: Undecane, 2,3-dimethyl- — —
43.0 13.00 13.50
m/z 85.05 43.89%
5000
140.0
oﬂ“ “M'\‘u‘lh‘m_m_m"‘H_Wwwww - -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:02 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 6 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.493 15.17 ng/ul 989150  Acenaphthene-di1e 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 Benzenamine, 4-propoxy- 151 CS9H13NO 004469-80-1 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50

Abundance Scan 1769 (13.493 min): BP017427.D\data.ms (-1762) (- m/z 43.00 100.00%
43.0 109.1

N

5000
1
JM] 69.1 2809 356.1414.8 514.8 1350
Ol bl T SRR P T 2 S m/z 109.10  85.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 R
13.50
m/z 151.05 51.80%
m 69.0
0‘\\“\\\‘flh\d\‘u\“\M[‘NT‘!H\’\\‘\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol
109.0
==
13.50
5000 ITI/Z 41.10 23.62%
43.0
O RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28936: Benzenamine, 4-propoxy- —
109.0 13.50

m/z 69.00 17.60%

5000

N
~
o

0 “MJ

‘\‘\\\‘\\\\“ \\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:03 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 7 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.016 6.09 ng/ul 397028 Acenaphthene-d10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 37
4 3H-3,10a-Methano-1,2-benzodioxoc... 226 C13H2203 095906-83-5 36
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 36
Abundance Scan 1858 (14.016 min): BP017427.D\data.ms (-1853) (| m/z 193.15 100.00%
198.2
I M
T \
" \Meﬂ {
ol LLIAERY 1. 2809 3602 44105026 ./, go.10  42.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 —— :
14.00
m/z 123.10 36.84%
ifeee
0 \\‘II\\y”wlw‘ur‘\“‘d\l\JL\M\"l\\”H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
198.0
T \
14.00
5000 m/z 41.10 36.15%
123.0
55.0 ‘ ‘
302.0
0"HMMWHPHMpuHHH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene —— ‘
193.0 14.00
m/z 83.10 34.84%
123.0
5000
55.
0,"‘,\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:04 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 8 unknown-03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.428 6.58 ng/ul 428840  Acenaphthene-d10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 35
3 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1010298-97-4 32
4 3-((2S,5S5)-7-(Methylsulfonyl)-1-... 272 C12H20N203S 1465868-22-7 27

5 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 16

Abundance Scan 1928 (14.428 min): BP017427.D\data.ms (-1922) (- m/z 193.15 100.00%

198.2
69.1
5000

AN
kg, |, asso
ALUNEERR L, || 2669 3408 415847518386 ./, 69.10  80.62%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 T
55, 14.50

m/z 97.10 61.67%

\\\“\“\“L"\“‘j‘\“\\‘\\\‘\\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 193.0

o

o

410 14.50 ;
5000 m/z 41.10 60.34%
0 HHLW”M‘|\'l mﬁNmMmﬁﬂmAﬂyﬂuﬂWwﬂﬂ
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121308: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-deca 7
193.0 14.50
41.0 m/z 109.10 56.60%
109.0
5000
0' W T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:06 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP©92023.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.481 3.58 ng/ul 233656  Acenaphthene-di10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1937 (14.481 min): BP017427.D\data.ms (-1933) (| | m/z 57.85 100.00%
57.0

-

5000
——
140.1 207.1 14.50
obr LLLL[ 2401 207.12660 355.14148 4901549 /. 4316  g6.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
14.50
m/z 71.10  68.07%
140.0
Wi, | 226.0
O‘\\\\’\\\\[1\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #158598: Nonadecane
57.0
—
14.50
5000 ITI/Z 85.10 44.02%
o U fEO gm0 00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90192: Pentadecane —
57.0 14.50
m/z 41.10 43 .45%
. MNM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:08 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 10 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.257 2.34 ng/ul 152608  Acenaphthene-di10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 47
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 43
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
4 Neopentylidenecyclohexane 152 C11H20 039546-80-0 35
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 35

Abundance Scan 2069 (15.257 min): BP017427.D\data.ms (-2066) (- m/z 123.10 100.00%
128.1 198.2

—

il 2551 ” 15.00 1550
Adllbliay 2551 3339 4294 8394 .. 193 15  98.95%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

5000 — e
15.00 15.50

m/z 155.10  81.46%

\\\\f??}zl‘\o‘\\\‘\J\L‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

— —
15.00 15.50

o

o

5000 m/z 170.05 78.53%
s L.
0‘”‘LMWW‘”ALM”\”‘W‘”‘W“W‘”‘W‘”\”‘W‘”‘W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0 15.00 15.50

69.0
m/z 109.10  75.81%

\‘ \‘ l‘ Ilm\ a

.0
B A R S  RAARE SRS SRR SR A R T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 11 unknown-©5 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.322 2.63 ng/ul 171291  Acenaphthene-di10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 35
3 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 35
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 27

Abundance Scan 2080 (15.322 min): BP017427.D\data.ms (-2077) (- m/z 193.15 100.00%

193.2
69.1
5000
— ——
| } # ]H’ “ 261.9340.7 15.00 15.50
Ol LHE L, 281-9340.7 405.0 4750 6442 1)y 69 19 66.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — e
15.00 15.50
m/z 55.00 62.46%
0‘\\‘\&"\\J\l\‘l‘l\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68105: [1,1'-Biphenyl]-4-acetonitrile
193.0
— ——
15.00 15.50
5000 m/z 41.10 61.77%
82.0

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

Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl- P ——
193.0 15.00 15.50

m/z 97.10 61.22%

95.0
5000

3

27.
0 h\ﬂlMM$li J

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:10 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 12 4-Fluorobenzoic acid, 3-tri... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.398 6.17 ng/ul 402458  Acenaphthene-d10 14.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31F02 1000280-67-9 50
2 3-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-8 49
3 N-Benzyl-4-fluorobenzamide, N-tr... 325 C16H11F4NO2 1000492-36-8 43
4 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
5 4-Diacetylamino-3-methylphenyl a... 249 C13H15NO4 1000432-47-5 43
Abundance Scan 2093 (15.398 min): BP017427.D\data.ms (-2088) (- m/z 123.10 100.00%
123.1
. ‘J\L;
55. 207.2
P P
| ‘ “ | | 15.00 15.50
ol dlbbLiL Ly )| 2819 3548414.047155282 ./, 69.19  39.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227122: 4-Fluorobenzoic acid, 3-tridecyl ester
123.0
5000 — —
41.0 15.00 15.50
m/z 95.05 36.41%
a2
0\\\\l‘l‘\‘\H\‘]‘\‘i‘\l\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102503: 3-Fluorobenzoic acid, 2,2,2-trifluoroethyl ester
123.0
P P
2920 15.00 15.50
5000 ’ m/z 109.10 35.88%
0 20.0) V%wmehAAkawMumw
R R R R R RIRERRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229982: N-Benzyl-4-fluorobenzamide, N-trifluoroacetyl- — —
123.0 15.00 15.50
m/z 81.10 33.65%
- WV\A/\W“
ob..829, 202.0 325.0
\\\\‘\\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:12 2023 Page: 16



Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
017427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP©92023.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.322 10.85 ng/ul 897917 Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 91
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90

Abundance Scan 2250 (16.322 min): BP017427.D\data.ms (-2245) (| | m/z 57.10 100.00%
57.1
1600 1650
7.1 2011 : :
ol ! Au-\‘ﬁﬁh Fri ot 28370.1  479.05353 /7 71.10 83.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
16.00 16.50
m/z 43.10 67.58%
0 VL1, 2420 211.0 281.0
TTT ’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
— —r
16.00 16.50
5000 ITI/Z 85.10 37.41%
141.0
obobll ot 280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane “ T
57.0 16.00 16.50
m/z 41.10 32.38%
w M\//V\/\W
ol \ | 2270 197.0 267.0 380.0
et e R T e S e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP@92023.MA.M Fri Sep 29 20:16:13 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.163 8.32 ng/ul 688117  Phenanthrene-di10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2393 (17.163 min): BP017427.D\data.ms (-2389) (- m/z 57.10 100.00%

57.1
5000

| H [ ‘ 1972 ‘ i?.Od 17.50
[N o 282.0 377.1 490.2547.i m/z 71.10 87.28%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — e
17.00 17.50

m/z 43.10 52.90%

o

O‘JLIA‘WJw‘W‘”T?‘%QKQW“W‘”‘W‘”\”‘W‘”‘W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
17.‘00 17.‘50
5000 ITI/Z 85.10 49, 34%
ob-HLEEL go70 2670 3570 MJM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- P P
57.0 17.00 17.50

m/z 41.10 30.86%

2000 W/\/\’VMM\/\N
I

0 \‘ |J\| ‘ Jl 1970 282.0
\\H’\\H‘\H\’HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH‘\

\ \ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.869 5.63 ng/ul 465570  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2513 (17.869 min): BP017427.D\data.ms (-2511) (- | m/z 57.10 100.00%
57.1
5000
— ——
‘ “ 167.1 17.50 18.00
ol b gt 2631 356,94150475.0 549 /7 71.10  75.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 — ——
17.50 18.00
m/z 43.10 72.42%
L1270 se70 2680
‘\\\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— ——
17.50 18.00
5000 ITI/Z 85.10 49,15%
70 1970 20 se70
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane “ —
57.0 17.50 18.00
m/z 41.10 35.97%
5000
7.0 226.0
0"mvyﬂJﬂﬁﬁhmu\H,HM‘_“W‘H“H“_‘H“H“H‘W‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

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-BP©92023.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 16 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.292 10.34 ng/ul 855357  Phenanthrene-di10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2585 (18.292 min): BP017427.D\data.ms (-2582) (- m/z 73.00 100.00%
73.0
5000
— —
M 2041 18.00 18.50
o WAL 1356.1 430.0 519.8 m/z 43.10 97.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
18.00 18.50
“ 213. m/z 55.10 88.32%
O‘\\\‘H \‘l\‘i“‘{”\“\\"\WJ\\\%\“\l\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 m/z 60.00 84.63%
129.0
o Ml s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid — ==
73.0 18.00 18.50
m/z 41.10 76.83%
5000
171.0
o“\ JMJ”'J'MM — —
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\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 17 di-p-Tolylacetylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.286 14.63 ng/ul 1210440  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 93
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 91

Abundance Scan 2754 (19.286 min): BP017427.D\data.ms (-2751) (- m/z 206.10 100.00%
206.1

-

5000
— ‘
391 102.0 19.00 19.50
b 22 Rl b fL 1, 284.13452 4301 822.3 /7 191,10  35.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene
206.0
5000 7 —
19.00 19.50
m/z 189.10  28.90%
oL 3001020 |
‘\\\\[\\!1[!\\1[\\\1’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
—— —
19.00 19.50
5000 ITI/Z 205.10 27.75%
102.0
LN DU § E——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82924: di-p-Tolylacetylene T 7
206.0 19.00 19.50
m/z 207.10  16.85%
5000 NAWN/VVNAfAfVJMf,wﬁfJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 18 Retene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.204  20.00 ng/ul 2337390  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 Retene 234 C18H18 000483-65-8 98
3 Retene 234 C18H18 000483-65-8 94
4 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 93
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 52

Abundance Scan 2910 (20.204 min): BP017427.D\data.ms (-2907) (- m/z 219.10 100.00%

219.1
5000

299.9 T R

M ‘ 20.00 20.50
o_?’?ﬁmlm?Q Al | 3611 4613 830.3 ;532 50 57.20%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116389: Retene
210.0
5000 s [
20.00 20.50

m/z 204.10  34.72%

102.0 1
\?759{”'*w&”‘}?;WdMM“*‘\“"1‘H*!****\“‘w““\““\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116390: Retene
219.0

T
20.00 20.50

o

5000 m/z 203.10 28.14%
102.0
o‘w_m{i‘tmﬁmdh\“‘ww,‘H‘,w_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116388: Retene T ——
219.0 20.00 20.50

m/z 202.10  23.09%

) L
102 0
0 \ \”“ ! 1 d‘\ m I 7 7 [

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092823\
Data File : BP@17427.D

Acqg On : 28 Sep 2023 23:10
Operator : MA/JU

Sample : 04417-39

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Butane, 2,3-dim... 3.928 2.6 ng/ul 98086 1 7.963 751670 20.0
(DEL) Alkane: S... 10.687 2.2 ng/ul 113573 2 10.804 1032990 20.0
(DEL) Alkane: S... 12.146 2.8 ng/ul 143203 2 10.804 1032990 20.0
unknown-01 12.322 6.9 ng/ul 357812 2 10.804 1032990 20.0
(DEL) Alkane: S... 13.398 5.6 ng/ul 362435 3 14.657 1303810 20.0
2,4,7,9-Tetrame... 13.493 15.2 ng/ul 989150 3 14.657 1303810 20.0
unknown-02 14.016 6.1 ng/ul 397028 3 14.657 1303810 20.0
unknown-03 14.428 6.6 ng/ul 428840 3 14.657 1303810 20.0
(DEL) Alkane: S... 14.481 3.6 ng/ul 233656 3 14.657 1303810 20.0
unknown-04 15.257 2.3 ng/ul 152608 3 14.657 1303810 20.0
unknown-05 15.322 2.6 ng/ul 171291 3 14.657 1303810 20.0
4-Fluorobenzoic... 15.398 6.2 ng/ul 402458 3 14.657 1303810 20.0
(DEL) Alkane: S... 16.322 10.9 ng/ul 897917 4 17.445 1654950 20.0
(DEL) Alkane: S... 17.163 8.3 ng/ul 688117 4 17.445 1654950 20.0
(DEL) Alkane: S... 17.869 5.6 ng/ul 465570 4 17.445 1654950 20.0
n-Hexadecanoic ... 18.292 10.3 ng/ul 855357 4 17.445 1654950 20.0
di-p-Tolylacety... 19.286 14.6 ng/ul 1210440 4 17.445 1654950 20.0
Retene 20.204 20.0 ng/ul 2337390 5 21.580 2337390 20.0
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