LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc :

ALS Vvial : 49 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20941.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 41 45 51 rVB 34219 42923 0.83% 0.090%
2 3.346 59 61 66 rVB4 6096 5892 0.11% 0.012%
3 3.540 91 94 99 rVB2 5979 8338 0.16% ©0.018%
4 3.669 114 116 129 rBV 128490 199965 3.88% 0.420%
5 3.975 164 168 172 rVB 13562 17825 0.35% 0.037%
6 4.328 225 228 234 rVB4 9224 14268 0.28% 0.030%
7 4.387 234 238 242 rVB4 5593 7956 0.15% 0.017%
8 4.434 242 246 250 rBvV2 13236 17184 ©0.33% 0.036%
9 4.517 257 260 265 rVB6 3587 5990 0.12% 0.013%
106 4.869 316 320 328 rVB 11336 20294 0.39% 0.043%
11 5.752 465 470 474 rBV2 50009 72121 1.40% 0.152%
12 5.793 474 477 483 rVB3 10959 17723 0.34% 0.037%
13  6.158 534 539 543 rBVS8 2905 5960 0.12% 0.013%
14 6.781 638 645 649 rBV5S 7931 17983 0.35% 0.038%
15 6.828 649 653 656 rvw4 4356 6612 0.13% 0.014%
16 6.916 660 668 680 rVW 158684 300441 5.83% 0.631%
17 7.058 684 692 706 rBV 505919 807150 15.68% 1.696%
18 7.258 719 726 735 rBV 597786 1008877 19.59% @ 2.120%
19 7.405 748 751 758 rVB9 5606 11257 0.22% 0.024%
20 7.710 795 803 812 rBV 588916 947572 18.40% 1.991%
21 8.310 900 905 914 rBVS 7259 18677 ©0.36% 0.039%
22 8.428 917 925 938 rBV 490741 864609 16.79% 1.817%
23 8.599 951 954 962 rvVB10 2728 7018 0.14% 0.015%
24 8.863 992 999 1011 rBV 623787 1020991 19.83%  2.146%
25 9.016 1018 1025 1029 rBv4 18218 33708 0.65% 0.071%
26 9.222 1053 1060 1067 rBv2 11342 19482 0.38% 0.041%
27  9.422 1090 1094 1098 rBV7 4239 7061 0.14% 0.015%
28 9.575 1114 1120 1136 rBV 504767 868825 16.87% 1.826%
29 9.834 1157 1164 1172 rBV3 30809 72285 1.40% 0.152%
30 10.116 1203 1212 1227 rBV 610426 1304117 25.33% 2.741%
31 10.475 1262 1273 1285 rBV 742941 1244337 24.17%  2.615%
32 10.634 1293 1300 1313 rBV 442288 918460 17.84% 1.930%
33 11.140 1382 1386 1392 rBV7 4384 8940 0.17% 0.019%
34 11.240 1396 1403 1406 rBV3 13431 29108 ©0.57% 0.061%
35 11.293 1406 1412 1425 rVB 79000 168374 3.27% 0.354%
36 12.069 1539 1544 1552 rBV 11665 21035 0.41% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc :

ALS Vvial : 49 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 12.622 1633 1638 1641 rBV7 3260 5331 ©0.10% 0.011%
38 12.798 1661 1668 1669 rBV6 4198 7467 0.15% 0.016%
39 13.181 1727 1733 1745 rBV 759084 1039502 20.19% 2.185%
40 13.751 1820 1830 1842 rBV 1205536 2037630 39.57% 4.282%
41 13.845 1842 1846 1852 rVB9 4094 8501 0.17% ©0.018%
42 14.028 1863 1877 1891 rBV 1495075 2369469 46.02% 4.980%
43 14.340 1920 1930 1940 rBV 1056388 1604585 31.16% 3.372%
44 14.616 1971 1977 1992 rBV2 85979 236639 4.60% 0.497%
45 14.769 1997 2003 2011 rVv8 17245 45494 0.88% 0.096%
46 14.851 2015 2017 2023 rVB7 3348 5951 0.12% 0.013%
47 15.045 2047 2050 2056 rBV3 4467 8278 0.16% 0.017%
48 15.357 2093 2103 2111 rBV 2046576 3009280 58.44% 6.324%
49 15.422 2111 2114 2121 rVV9 13095 27814 0.54% 0.058%
50 15.492 2121 2126 2139 rVV 713300 1038040 20.16% 2.182%
51 15.598 2139 2144 2151 rVB5 11684 27246 ©0.53% 0.057%
52 15.698 2158 2161 2169 rVB1O 4455 9131 0.18% 0.019%
53 15.922 2193 2199 2200 rBV6 6008 8435 0.16% 0.018%
54 15.986 2206 2210 2214 rVB 8132 10574 0.21% 0.022%
55 16.151 2234 2238 2244 rVB8 5183 8350 ©0.16% 0.018%
56 16.239 2249 2253 2258 rBV7 9256 15580 0.30% 0.033%
57 16.539 2300 2304 2311 rBV 51672 78127 1.52% 0.164%
58 16.898 2363 2365 2368 rBV4 6459 6251 ©0.12% 0.013%
59 17.069 2390 2394 2397 rVB6 10487 14852 0.29% 0.031%
60 17.151 2399 2408 2417 rBV 1120730 1946696 37.81% 4.091%
61 17.257 2420 2426 2435 rVV2 2498706 3528236 68.52% 7.415%
62 17.328 2435 2438 2451 rVB6 36514 83669 1.62% 0.176%
63 17.663 2491 2495 2497 rBV5 8344 12735 0.25% 0.027%
64 17.816 2517 2521 2522 rBV4 7367 8549 0.17% ©0.018%
65 17.845 2523 2526 2535 rVB7 18030 30090 0.58% 0.063%
66 17.957 2540 2545 2549 rBV2 58287 91553 1.78% 0.192%
67 18.080 2560 2566 2577 rBV 442437 745738 14.48%  1.567%
68 19.098 2737 2739 2746 rVB 30051 37861 0.74% ©0.080%
69 19.186 2750 2754 2758 rBV 38907 55550 1.08% 0.117%
70 19.263 2763 2767 2769 rVV2 36497 55389 1.08% 0.116%
71 19.292 2770 2772 2781 rVB3 51873 96077 1.87% 0.202%
72 19.422 2790 2794 2805 rBV 232528 406077 7.89% 0.853%
73 19.639 2825 2831 2839 rBV 3167201 4433540 86.10% 9.318%
74 20.557 2984 2987 2992 rBV4 60944 93664 1.82% 0.197%
75 21.598 3159 3164 3177 rVB2 1499927 2291036 44.49%  4.815%

76 21.869 3205 3210 3217 rVB 654729 1062119 20.63% 2.232%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS Vvial : 49 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-BP071024.MA.M
Title : SVOA CALIBRATION

77 22.327 3284 3288 3294 rVB 218706 356079 6.92% ©.748%
78 23.380 3460 3467 3478 rVB2 1208548 2834315 55.05% 5.957%

79 24.704 3683 3692 3706 rVB2 1734083 5149042 100.00% 10.821%
80 24.933 3723 3731 3741 rBV 972030 2498689 48.53% 5.251%

Sum of corrected areas: 47582589
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
BP020941.D

: 12 Jul 2024 20:11

: MA/JU

. P3231-01

: 49  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->
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2000000
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP©20941.D

Acqg On : 12 Jul 2024 20:11

Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .MA.M
: 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 Nonanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.293 2.71 ng/ul 168374  Naphthalene-d8 10.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 91
3 Nonanoic acid 158 C9H1802 000112-05-0 86
4 Nonanoic acid 158 C9H1802 000112-05-0 78
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 64

Abundance Scan 1412 (11.293 min): BP020941.D\data.ms (-1406) (-
60.0

m/z 59.95 100.00%

—

5000
129.0 T 7 T i
H ‘ ‘ 11.00 11.50
obMldh il 1929 2810 3632 45815210 ./, 72.95 82.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
5000 —r= e
11.00 11.50
\‘ ]fgo ITI/Z 57.05 57.87%
O T \"# U“ I}\l \‘h‘\ J‘I TT ‘\ T “\ L ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

—

Abundance #35300: Nonanoic acid
60.0
sy ]
11.00 11.50
5000 ITI/Z 41.05 44 .,93%
1F90
OHJJM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35296: Nonanoic acid T —
60.0 11.00 11.50
m/z 55.10 38.73%
5000
‘ 1f90
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 2 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.181 12.96 ng/ul 1039500  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 90
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
5 Hexestrol 270 C18H2202 000084-16-2 72
Abundance Scan 1733 (13.181 min): BP020941.D\data.ms (-1727) (- | m/z 135.05 100.00%
135.1
5000
—— —
77.0 13.00 13.50
b dpibllly L 1928 2620 340.8 406.1 4893549 ./, 197 00  44.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 U
13 00 13.50
m/z 95.05 10.40%
77.0
OI‘-\\\\"WMI‘%TJ‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
——
13 00 13.50
5000 m/z 76.95 10.11%
41.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl- —
135.0 13 OO 13.50
m/z 136.00 9.93%
5000
77.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.081 7.66 ng/ul 745738  Phenanthrene-di10 17.151
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2566 (18.080 min): BP020941.D\data.ms (-2560) (- m/z 73.00 100.00%
73.0
5000 \—JLV
2132 = :
s ], e
ob—- ML LTI | \w?w 356,9 4300 5191 4/, 43.e5 87.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
‘ 57.0 m/z 60.00 84.59%
O‘\\Jf “H “‘“‘h“’\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
=T \
18.00
5000 m/z 57.10 76.90%
129.0
I 1AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid I
60.0 18.00
m/z 55.10 74.00%
5000 129.0
“ 213.0
- ‘l“u‘«\ww,\‘mew\w_‘WWWWWW TSR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 4 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.422 3.54 ng/ul 406077  Chrysene-d12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# 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 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2794 (19.422 min): BP020941.D\data.ms (-2790) (| | m/z 73.00 100.00%
3.0

3

5000 J‘\/‘
185.1 ——
Dol
ol hw“m‘p Libilio, | 34204000 4763 549, /0 4310 04.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 R
19.50
’ M‘ 1850  284.0 m/z 60.00 88.34%
O‘\\‘\HH ‘ ‘1'\'[“%“!“1\‘\!\\‘\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #179091: Octadecanoic acid
43.0
19.50
5000 129.0 m/z 57.85 82.33%
284.0
o Ml 0]
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid —
73.0 19.50
m/z 55.05 73.72%
5000 284.0
185.0
olil,‘h“m\mw —
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\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1,2-Cyclohexanedicarboxylic... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.869 9.27 ng/ul 1062120  Chrysene-d12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 000084-71-9 80
2 1,2-Cyclohexanedicarboxylic acid... 312 C18H3204 1000339-55-6 53
3 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 000084-71-9 53
4 1,2-Cyclohexanedicarboxylic acid... 438 C27H5004 1000339-46-0 50
5 1,2-Cyclohexanedicarboxylic acid... 300 C16H2805 1000339-90-7 49

Abundance Scan 3210 (21.869 min): BP020941.D\data.ms (-3205) (- m/z 155.10 100.00%
155.1

57.0
5000
‘ ‘ “‘ } ‘ 2150 22100
‘ 267.1 : :
o‘Hm‘w\w‘b_’m,uJ‘wm_aH_‘?’55‘11‘“““3%-‘1‘”5??-?_ m/z 57.05 52.43%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299628: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhe
155.0
5000{ ©°7.0 7 e
21.50 22.00
m/z 70.05  36.15%
| M ‘ \‘ ‘le Ll 22302850 3960
O‘\\f\[!\\\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #214557: 1,2-Cyclohexanedicarboxylic acid, di(2-methylb
155.0

= e
21.50 22.00
5000 m/z 71.10 35.11%
71.0

225.0
| Jl | ‘\ | }\ | \\ , 3120

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299626: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhe = FT
155.0 21.50 22.00
m/z 81.10 30.02%

o

-

5000

-

‘ ’ \ ‘ 285.0
0 Ll . 396.0
R R RA R Rs ma m e o A =

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.327 3.11 ng/ul 356079 Chrysene-d12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 47
2 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 47
3 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 38
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 27
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 27
Abundance Scan 3288 (22.327 min): BP020941.D\data.ms (-3284) (| | m/z 70.00 100.00%
710.0
127.1
5000 /\»”A
__
‘ 1 L 20\7 OFG7 0 341 O 430.7489.1547. 2200 2250
orr bbb RSS2 m/z 57.10 97.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecyl ester
57.0
5000 o ~
22.00 22.50
m/z 127.10 72.85%
| apso 2100
O \‘\\‘\\1\‘\\1!‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester
57.0
P e
22.00 22.50
5000 m/z 71.10 68.36%
RERINCE 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecyl ester — —
57.0 22.00 22.50
m/z 112.10 53.76%
5000
154,
NPT T 7 S U0 | NN | IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP071024.MA.M Mon Jul 15 02:06:06 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.380 22.69 ng/ul 2834320  Perylene-d12 24.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 89
2 Supraene 410 C30H50 007683-64-9 83
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 68
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64

Abundance Scan 3467 (23.380 min): BP020941.D\data.ms (-3460) (- m/z 69.10 100.00%

69.1
5000

2300 2350

Ll ) u 4\ \ 203.2 273.1 341.2 410.4 475.3534.9

0 ek e gt e e e m/z 81.10 52.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000

2300 2350
‘ m/z 41.10  25.85%

137.0
ot ibilil] ), 2030 2730 3410 4100
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

2300 2350
5000 m z 95.10 14.26%
137.0
NIy |, 203.0 273.0 341.0 410.0
et e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-

69.0 23. 00 23 50

m/z 68.05 12.49%

5000
136.0
0 [l l’ i h iyl “ 248 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2300 2350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020941.D

Acqg On : 12 Jul 2024 20:11
Operator : MA/JU

Sample : P3231-01

Misc

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
Nonanoic acid 11.293 2.7 ng/ul 168374 2 10.475 1244340 20.0
Phenol, 4-(1,1-... 13.181 13.0 ng/ul 1039500 3 14.339 1604590 20.0
n-Hexadecanoic ... 18.081 7.7 ng/ul 745738 4 17.151 1946700 20.0
Octadecanoic acid 19.422 3.5 ng/ul 406077 5 21.598 2291040 20.0
1,2-Cyclohexane... 21.869 9.3 ng/ul 1062120 5 21.598 2291040 20.0
unknown-01 22.327 3.1 ng/ul 356079 5 21.598 2291040 20.0
Squalene 23.380 22.7 ng/ul 2834320 6 24.933 2498690 20.0
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