LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acqg On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc :

ALS Vvial : 10 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

Signal : TIC: BPO13243.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.334 21 25 33 rVB 146466 194075 ©.93% 0.085%
2 3.764 95 98 114 rBV 1596614 2430235 11.66% 1.063%
3 4.093 150 154 160 rVB 53417 79322 0.38% 0.035%
4 4.464 215 217 224 rVB5 29976 39447 0.19% 0.017%
5 5.040 307 315 321 rBV3 35069 75090 0.36% 0.033%
6 5.264 349 353 362 rBV 44842 83114 0.40% 0.036%
7 6.122 491 499 504 rBV 17320 41257 0.20% ©.018%
8 6.617 576 583 589 rvw2 50132 83198 0.40% 0.036%
9 7.105 658 666 679 rBV 2470329 3825734 18.36% 1.674%
10 7.275 689 695 702 rBV 1946053 2996412 14.38% 1.311%
11 7.475 722 729 738 rBV 2532648 3888996 18.66% 1.701%
12 7.946 800 809 816 rBV 2472998 3796197 18.22% 1.661%
13 8.658 922 930 944 rBV 2612792 4229415 20.30% 1.850%
14 9.116 1000 1008 1015 rBV 2352588 3764503 18.07% 1.647%
15 9.269 1028 1034 1040 rBV 74915 115940 0.56% 0.051%

16 9.516 1070 1076 1082 rVB 71842 113522 0.54%
17 9.840 1122 1131 1144 rBV 1966066 3232310 15.51%
18 10.375 1214 1222 1237 rBV 3103002 5106566 24.51%

P NMNNEO
N
w
N
3R

19 10.757 1278 1287 1295 rBV 3283639 5602685 26.89% 451%
20 10.899 1304 1311 1329 rVB 1559832 2758168 13.24% 207%
21 11.293 1372 1378 1385 rBV7 18046 36139 0.17% 0.016%
22 12.010 1495 1500 1505 rBvVe6 17462 32238 0.15% 0.014%
23 12.075 1505 1511 1514 rBV2 18821 31466 ©0.15% 0.014%
24 12.169 1522 1527 1535 rVB 44106 67626 ©0.32% ©0.030%
25 12.340 1552 1556 1560 rBV 46818 62987 ©0.30% ©0.028%
26 12.857 1638 1644 1649 rBV8 27906 52618 ©.25% 0.023%
27 13.328 1718 1724 1726 rBV7 26087 39839 0.19% 0.017%
28 13.404 1730 1737 1741 rW 90867 151058 ©.72% ©.066%
29 13.457 1741 1746 1751 rVV9 19876 44619 0.21% ©.020%
30 13.504 1751 1754 1759 rVV3 32460 62108 0.30% 0.027%
31 13.575 1762 1766 1771 rVB 58769 86078 ©0.41% ©.038%
32 13.910 1818 1823 1829 rVV7 40022 72128 ©.35% 0.032%
33 13.993 1829 1837 1845 rVV 4795667 6951182 33.36% 3.041%
34 14.057 1845 1848 1853 rVV3 45637 76633  0.37% 0.034%
35 14.110 1853 1857 1861 rVVé6 33413 56164 ©.27% ©.025%

36 14.281 1879 1886 1898 rBV 5850240 8527440 40.93% 3.731%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acqg On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc :

ALS Vvial : 10 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 14.475 1915 1919 1926 rVB 64365 97798 0.47% 0.043%
38 14.587 1929 1938 1945 rBV 5044969 7447465 35.74% 3.258%
39 14.651 1945 1949 1955 rVB6 35117 52037 0.25% 0.023%
40 14.787 1965 1972 1978 rBV 1532013 2477874 11.89% 1.084%
41 14.940 1995 1998 2002 rVB3 55667 65831 0.32% 0.029%
42 14.993 2002 2007 2012 rVV3 65281 100304 0.48% 0.044%
43 15.040 2012 2015 2025 rVB3 24530 46854 0.22% ©.020%
44 15.422 2077 2080 2084 rVB3 31414 47412 0.23% 0.021%
45 15.498 2088 2093 2097 rVB5 36130 50728 ©0.24% 0.022%
46 15.581 2101 2107 2117 rVV 7418852 10539404 50.58% 4.611%
47 15.698 2121 2127 2137 rBV 1971426 2618091 12.56% 1.145%
48 15.822 2144 2148 2155 rVB4 39794 66901 0.32% 0.029%
49 15.945 2159 2169 2181 rBV 2607409 3557126 17.07% 1.556%
50 16.151 2197 2204 2210 rVB 32610 72628 0.35% 0.032%
51 16.216 2211 2215 2221 rVW5 47980 70590 0.34% 0.031%
52 16.292 2224 2228 2236 r\V\V4 55490 123400 0.59% 0.054%
53 16.363 2236 2240 2245 rVV3 22955 44840 0.22% ©0.020%
54 16.434 2248 2252 2254 rBV5 37174 51550 ©0.25% 0.023%
55 16.475 2256 2259 2263 rVWV 58900 92749 0.45% 0.041%
56 16.516 2263 2266 2274 rVB2 85890 123014 ©.59% 0.054%
57 16.728 2298 2302 2312 rBV3 138741 222360 1.07% 0.097%
58 16.828 2315 2319 2325 rVB3 29672 61130 ©0.29% ©0.027%
59 17.092 2360 2364 2367 rBV4 43187 63527 0.30% 0.028%
60 17.228 2383 2387 2391 rBV 144923 187180 0.90% 0.082%
61 17.292 2395 2398 2401 rBV3 69957 81923 0.39% 0.036%
62 17.345 2401 2407 2417 rVV 5664800 8512619 40.85% 3.724%
63 17.445 2417 2424 2431 rVB 6971219 9926839 47.64% 4.343%
64 17.557 2440 2443 2449 rVB7 51447 64742 0.31% 0.028%
65 17.622 2451 2454 2459 rVB6 54785 80614 0.39% 0.035%
66 17.698 2464 2467 2482 rVB6 102792 210280 1.01% 0.092%
67 17.828 2486 2489 2492 rBV2 46845 52755 ©.25% 0.023%
68 17.869 2492 2496 2499 rBV5 28695 40884 0.20% 0.018%
69 18.004 2515 2519 2522 rBv4 68913 79712 0.38% 0.035%
70 18.045 2522 2526 2530 rBV3 65071 95435 0.46% 0.042%
71 18.104 2530 2536 2540 rBV 149218 248475 1.19% 0.109%
72 18.157 2541 2545 2550 rBV2 225944 327582 1.57% 0.143%
73 18.222 2550 2556 2569 rBV 3300305 4670052 22.41% 2.043%
74 18.410 2581 2588 2593 rVB 701447 943869 4.53% 0.413%
75 18.463 2593 2597 2601 rBV2 310427 439410  2.11% ©.192%
76 18.628 2621 2625 2630 rBV 373571 447996 2.15% 0.196%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acqg On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc :

ALS Vvial : 10 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 18.716 2638 2640 2647 rVB 113897 161963 ©.78% 0.071%
78 18.781 2647 2651 2658 rVB 247997 337586 1.62% 0.148%
79 19.122 2703 2709 2713 rBV2 539296 740258 3.55% 0.324%
80 19.251 2728 2731 2735 rVB3 117937 142677 0.68% 0.062%

81 19.310 2737 2741 2742 rBV 291518 332068 1.59% ©.145%
82 19.333 2742 2745 2747 rBV2 331743 395609 1.90% .173%
83 19.457 2760 2766 2786 rBV 12744625 17621922 84.57% 7.709%

()

84 19.675 2798 2803 2816 rVB 7200037 10117296 48.56% 4.426%
85 19.828 2824 2829 2840 rBV 3688333 4341463 20.84% 1.899%
86 20.169 2883 2887 2894 rVB4 674202 1031340 4.95% 0.451%
87 20.498 2940 2943 2949 rVB4 180820 301566  1.45% ©.132%
88 21.128 3045 3050 3064 rBV2 2337751 5876618 28.20% 2.571%
89 21.433 3097 3102 3107 rBV 4911399 6925150 33.24% 3.030%
90 22.039 3202 3205 3207 rBV 402804 502756 2.41% ©0.220%
91 22.069 3207 3210 3220 rVB2 743829 1194547 5.73% ©.523%
92 23.122 3385 3389 3395 rBV 1164327 1793615 8.61% ©.785%
93 23.745 3489 3495 3510 rVB2 4388163 9503682 45.61% 4.158%
94 23.910 3516 3523 3536 rVB2 3167987 6693721 32.13% 2.928%
95 24.527 3622 3628 3636 rVB 1957496 4188066 20.10% 1.832%
96 24.627 3640 3645 3660 rVB2 1479061 4065949 19.51% 1.779%
97 25.198 3737 3742 3752 rVB 1021497 2428443 11.65% 1.062%
98 26.439 3944 3953 3972 rVB 2713863 9034818 43.36% 3.952%
99 27.451 4117 4125 4137 rBV2 1945729 6707264 32.19%  2.934%
100 29.004 4378 4389 4416 rVB9 3980577 20836386 100.00% 9.115%

Sum of corrected areas: 228585252

SFAM-EPA-BP120722.M Fri Dec 23 16:07:00 2022 3



Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

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

. BP@13243.D

: 22 Dec 2022 13:22
: CG/JU
: N6015-02

: 10 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters: LSCINT.P

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Time-->

1.2e+07
1le+07
8000000
6000000
4000000

2000000

3.764 215 899
0 3334 || 4.0934.464 5. 040264 6.122 6.617 J\ .269.516 - 11.293

Abundance

TIC: BP013243.D\data.ms

350 4.00 450 5. OO 5. 50 6.00 650 7. OO 7. 50 8. 00 850 9.00 950 10.00 1050 11.00 11.50

Time-->

Abundance

1.2e+07
1le+07
8000000
6000000
4000000

19.828
18.222
15.945
15.698
4.787
JL 20.169, ,
o RARVBSA0 12,857 13EHAHASS : 5543 . 2235 58 )
I

2000000

TIC: BP013243.D\data.ms
19.457

19.675
15.581 17.445

14.281 17.345

1

2.00 12.50 1300 13.50 1400 14.50 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Time-->

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

o

TIC: BP013243.D\data.ms

21.433 23.745 29.004

3.910 26.439
21.128 24527 27.451
f} 23.122 u 198

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 1 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.945 9.55 ng/ul 3557130  Acenaphthene-d10 14.587
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 90
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
Abundance Scan 2169 (15.945 min): BP013243.D\data.ms (-2159) (- m/z 105.00 100.00%
105.0
182.1
5000
e
2 ) 16.00
Of bl o L 2490 324.9  429.1487.15451 /7 77.00  67.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T T
16.00
m/z 182.10  58.03%
02?0 | |
\\\‘\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
T
182.0 16.00
5000 ’ m/z 51.00 28.23%
Ofr b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\
Abundance #56922: Benzophenone T
105.0 16.00
m/z 49.95 9.48%
5000 182.0
027.'0‘ il | ._A_,/\
R B B m e  ASEREEES B —
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@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 2 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.222 10.97 ng/ul 4670050  Phenanthrene-die 17.345
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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2556 (18.222 min): BP013243.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 J@
213 2 T ‘ T T ‘ T
m } a) \ 18.00 18.50
ol WwwMH??‘1“1“‘355‘9‘_““‘?99“"5?15‘3 m/z 43.16  92.66%
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 R
18.00 18.50
“ 213.0 m/z 59.95 87.14%
O‘\\\ ‘H \l\‘ulh\“}\l \1!\\]\\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
— —
18.00 18.50
5000 ITI/Z 57.05 72.90%
129.0
R A E—
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
m/z 55.10 72.82%
5000 256.0
129.0
IO N B YISO
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@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 3 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.410 2.22 ng/ul 943869  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,6-bis(1-methylpropyl)- 206 C14H220 005510-99-6 41
2 Phenol, 2-(1,1-dimethylethyl)-4-... 206 C14H220 052184-13-1 38
3 1,3-di-n-Propyladamantane 220 C16H28 040002-47-9 38
4 Phenol, 2,5-bis(1-methylpropyl)- 206 C14H220 054932-77-3 38
5 4-Phenylisoquinoline 205 C15H11N 019571-30-3 35
Abundance Scan 2588 (18.410 min): BP013243.D\data.ms (-2581) (- m/z 205.05 100.00%
205.1
53‘ 0 H 18 50
bbbty L | 2710 341140184608 549 1/, 177,10  78.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82752: Phenol, 2,6-bis(1-methylpropyl)-
177.0
5000
18 50
m/z 248.10  25.79%
117.0
57.0 | h ‘
O \\‘\1“”\\‘\\“‘\l\‘\J\l‘\J\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82793: Phenol, 2-(1,1-dimethylethyl)-4-(1-methylpropyl)
177.0
18 50
5000 m/z 53.05 16.22%
57.0
oo L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99423: 1,3-di-n-Propyladamantane
177.0 18 50
m/z 109.10 13.76%
5000
93.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 4 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.457 50.89 ng/ul 17621900  Chrysene-d12 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 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2766 (19.457 min): BP013243.D\data.ms (-2760) (| m/z 73.00 100.00%
73.0
5000
241.2
‘I \ 171{ \ ‘ 19 50
ol HJW bhbd Ly 3272 403.2 47685351 '\ "n 7 43.05  98.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000
19 50
M‘ 1850 284.0 m/z 60.00 85.92%
O‘\\"\U’ "1'\'[““!“1\‘\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
19 50
5000 284.0 m/z 57.05 81.83%
185.0
ob ‘Mh\“ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0 19 50
m/z 55.10 73.76%
5000 129.0
284.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 50

SFAM-EPA-BP120722.M Fri Dec 23 16:07:03 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.828 12.54 ng/ul 4341460  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 93
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20N20S 1000197-22-6 89
3 5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 72
4 5,6,7,8-Tetrahydrothieno[2,3-b]q... 276 C14H20N2SSi 1000496-40-4 68
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 68

Abundance Scan 2829 (19.828 mln) BP013243.D\data.ms (-2824) (-} ' m/z 261.10 100.00%

61.1
5000
‘ 203 ‘ 19.50 20.00
ol it “M'H'J i ”“ Al 3551 429149015481 ./, 776.05 80.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen-2-ylymorpholine
276.0
420 1440
218.0
5000 — e
19.50 20.00
‘ m/z 233.10  33.83%
O' ‘H}h;ﬂ““l““'“’”“l ‘J\ T ‘L \ ‘ u TTT ‘ 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 m/z 247.10 20.21%
31.0 163.0
ool
m/z--> 50 100 150 200 250 300 350 400 450 500 550
e

Abundance #168164: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydrox =
261.0 19.50 20.00

m/z 231.05 18.95%

5000

43.0 105.0 ZOT 0
M\ Wl Jl e gl Jm I m I \ i h Iy

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 (1H)Pyrrole, 3,4-dimethyl-5... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.169 2.98 ng/ul 1031340  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 92
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20N20S 1000197-22-6 87
3 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 80
4 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
5 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 68

Abundance Scan 2887 (20.169 mln) BP013243.D\data.ms (-2883) (- m/z 261.10 100.00%

61.1
5000
s I
H T H 20.00 20.50
ol ‘“L‘“K‘\LM““ b “”‘”“HJ“ L 30 4123474.0 549 /5 276,10 75.58%
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 SN R
20.00 20.50
233.10 34.93%

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

20.00 20.50
5000 231.10  20.21%
31.0 163.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168756: 6H-Pyrido[4,3- bjcarbazole, 9-methoxy-5,11-din
276.0 20 00 20 50

247.10  18.72%

) M
138.0
o 580 1380 2180

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 00 20 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.128 16.97 ng/ul 5876620  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
2 1-Tetracosene 336 C24H48 010192-32-2 96
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 n-Tetracosanol-1 354 (C24H500 000506-51-4 91
Abundance Scan 3050 (21.128 min): BP013243.D\data.ms (-3045) (- m/z 57.10 100.00%
57.1
o J/—J\
1%5.1 == —
21.00 21.50
207 0
b4, ‘\ w“,l!wf‘u" s 27213402 4133 4891 yu 4310 92.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate
57.0
5000 = ——
21.00 21.50
125.0 m/z 55.10 89.82%
|11, 2900 2980
O‘\\\ ‘\\\\]1\\‘\‘”\I\\\‘\\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
55.0
— —
21.00 21.50
5000 m/z 83.10 77 .97%
125.0
336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227238: 9-Tricosene, (Z)- = —
57.0 21.00 21.50
m/z 69.10 76.02%
5000
125.0
322.0
ol i 2280 2640 | ) N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

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

Library Search Compound Report

BP013243.D
1 22
: CG/JU

: N6015-02

. 10

Quant Method :

Quant Tit

TIC Libra

le

ry

Dec 2022 13:22

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 1-Heneicosanol Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
22.069 3.45 ng/ul 1194550  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Docosene 308 C22H44 001599-67-3 89

Abundance Scan 3210 (22.069 min): BP013243.D\data.ms (-3207) (- m/z 83.10 100.00%

o vL
{ i 207.0 ézbd
281.1341.1 :
o_ml,w{w “Lﬁ}?”HJ‘HwH‘WHwmf“lf?‘z‘_ﬁ‘?‘l‘?w m/z 55.05 96.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 e :
22.00
{ 5.0 m/z 97.10 84.78%
O‘\\h‘\l"\\\\“\l\ll\]\‘“\.\]_\9\6‘\0\\\2‘6\6\\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0 \MMAwa
——
22.00
5000 ITI/Z 69.10 79.07%
125.0
m 196.0 269.0
O A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #155961: 1-Nonadecene T ‘
97.0 22.00
m/z 43.10 74.47%
5000
29.0
0 J ’ }pG?O 266.0
— e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
BP013243.D
1 22 Dec 2022 13:22

Operator : CG/JU

Sample
Misc

ALS vial : 10

Quant Method :

Quant Title

TIC Library

: N6015-02

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

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

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
23.122 5.36 ng/ul 1793620  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3389 (23.122 min): BP013243.D\data.ms (-3385) (- m/z 57.10 100.00%

57.1
5000

23.00 23.50
127.1  207.0
ol ALLLEIE 2070 2811 35134083 47605380 4/, 71.10  65.75%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0

5000 — —
23.00 23.50

m/z 43.10 64.50%

127.0
\\J\‘\‘\‘I‘J‘\J‘\‘I\J\TI“\%]-\gT.\(\)\\‘\\\\‘\%??;(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0

23.00 23.50

o

5000 m/z 85.10 47 .48%
o \J‘[ 1270 197.0 2670  367.0
“H“H"“w‘H“H‘w“u‘u“_‘u“u‘_“w‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T =
57.0 23.00 23.50

m/z 55.10  23.53%

oL 1111 L 1270 1970 2810 3040
L 970 2810 3940

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24,527 12.51 ng/ul 4188070  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 2-Methyltetracosane 352 (C25H52 001560-78-7 94
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
Abundance Scan 3628 (24.527 min): BP013243.D\data.ms (-3622) (- m/z 57.10 100.00%
57.1
- AJ\/\V
LN \
‘ ‘1 1975 24.50
ol AMALLE 2972 | 2951 36544291 5041 /2 7110 66.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 —— :
24.50
m/z 43.10 61.73%
\\\‘\\\\\\\1‘\1\\‘f\\T’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
LN T
24.50
5000 m/z 85.10 50.20%
oL HALfRTS 070 2880
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ‘
57.0 24.50
m/z 55.10  23.38%
ol ‘ | | 270 197.0 2670 3670
H"H“_"w"H"H‘,H“_“w“u,‘u“u“_“w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.627 12.15 ng/ul 4065950  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
2 Octacosanol 410 C28H580 000557-61-9 60
3 Triacontyl acetate 480 C32H6402 041755-58-2 60
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 58
5 Triacontan-15-o0l 438 (C30H620 031849-26-0 58
Abundance Scan 3645 (24.627 min): BP013243.D\data.ms (-3640) (- m/z 83.10 100.00%
3.1
T —
| ‘15‘7 pprq 2973 24.50 25.00
oAbl [ 2201 7736141514750 548 . 57 10 o1.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 = e
24.50 25.00
1b5.0 m/z 43.10  75.80%
111
O‘\U\“\’\f\\‘\\‘I\!l‘l\Lf\‘\\‘%5‘\8\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosano
57.0
—— —
24.50 25.00
5000 m/z 97.10 75.42%
125.0
ol IW 190 2020 3020
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334198: Triacontyl acetate — —
43.0 24.50 25.00
m/z 55.10 64.61%
oL || |1} 1810 250.0 334.0 420.0480.0
_“,H‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H“ P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 12 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.198 7.26 ng/ul 2428440  Perylene-di12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Cyclohexanedicarboxylic acid... 332 C20H2804 1000339-61-4 35
2 1,2-Cyclohexanedicarboxylic acid... 332 C20H2804 1000339-94-0 35
3 Sarcosine, N-(1-naphthoyl)-, hex... 327 C20H25NO3 1000321-40-4 30
4 4-(Decanoyloxy)benzoic acid 292 C17H2404 086960-46-5 27
5 Sarcosine, N-(1-naphthoyl)-, iso... 327 C20H25NO3 1010321-40-3 25
Abundance Scan 3742 (25.198 min): BP013243.D\data.ms (-3737) (| m/z 155.10 100.00%
431 155.1
271.1
5000 211.2
327.1 T ‘ T T ‘ T
U] 3953 B o
ol A bt D dthy il 4 3993 46195191 1y, 43,10 81.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239401: 1,2-Cyclohexanedicarboxylic acid, butyl 3,5-diry
155.0
5000 — —
211.0 25.00 25.50
810’ m/z 271.15 59.31%
O \‘\\“‘\\J\‘H\‘H\\‘\\\\‘f\\\\‘1\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239400: 1,2-Cyclohexanedicarboxylic acid, butyl 2,5-dir
155.0
—r— —
25.00 25.50
5000 211.0 m/z 57.10 47 .32%
81.0
A N[
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #233115: Sarcosine, N-(1-naphthoyl)-, hexyl ester — ——
155.0 25.00 25.50
m/z 211.20 45.41%
5000
327.0
0l430 | 25.0 ‘
A B o AR B R a R T T
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.439  26.99 ng/ul 9034820  Perylene-di12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Tetracosane 338 C24H50 000646-31-1 93
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93
5 2-Methylpentacosane 366 C26H54 000629-87-8 93
Abundance Scan 3953 (26.439 min): BP013243.D\data.ms (-3944) (- m/z 57.10 100.00%
57.1
- Lé//L\\
2650
127.1  207.0 :
o"u“‘“u‘vH‘ﬁmmMw"“‘3‘1‘5“3"‘““‘9?““”““7‘?1‘?3?‘9 m/z 71.10 67.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 L U
26.50
m/z 43.10 64.04%
239.0
O\\\J‘\}\\WI‘J.WF\J\\J‘l\l\W\[f\\1‘\12!9\6‘T0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
—
26.50
5000 m/z 85.10 50.41%
o J\ ‘ |, 1270 197.0 267.0 338.0
‘HW‘H‘_‘H‘H‘WH‘W‘H‘“‘H‘HH,H‘W‘H‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- —
57.0 26.50
m/z 55.10  25.32%
5000
ol |,2250"% %230.0 3990 76,
— _‘H‘HH‘H‘W‘H‘_‘H“‘H‘H‘W‘H‘_H‘_‘H“ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 14 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.451  20.04 ng/ul 6707260  Perylene-di12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 58
3 Sebacic acid, 2,5-difluorobenzyl... 356 C19H26F204 1000380-76-0 38
4 (3S,8S,9S,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 15
5 5-(4-Chloroanilino)-5-oxopentano... 241 C11H12C1NO3 040828-92-0 11
Abundance Scan 4125 (27.451 min): BP013243.D\data.ms (-4117) (|  m/z 43.10 100.00%
43.1
127.1
5000
243.2
” \ 3 4144 2750
0br WM hl ““”W‘J NMWM_H"‘“ﬂwf“‘?ﬁ’lf"‘g m/z 57.10  85.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 T
414.0 27.50
” ‘ 2130 303.0 m/z 55.05 58.68%
0 ‘Jl A J MH““Amm, ‘\!‘I‘u“‘ ‘h‘ ‘ ‘ ‘ ‘ - H}‘ 1 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
——
27.50
5000 m/z 127.10 57.42%
107.0 414.0
‘ H ‘ 213.0 303.0
0h q“w”‘\If‘\“”‘m"”“H“““‘”‘“ WOV T TN 1 SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265491: Sebacic acid, 2,5-difluorobenzyl ethyl ester —=
127.0 27.50
m/z 41.10 39.47%
213.0
5000
\ 311.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13243.D

Acq On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc

ALS Vial : 10 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 15 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.004 62.26 ng/ul 20836400  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 40
2 (1R,4aR,5S)-5-((E)-5-Methoxy-3-m... 318 C21H3402 1000495-78-7 25
3 1-(4-Methyl-6-chloro-quinolin-2-... 273 C14H12CIN30 111784-26-0 25
4 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 22
5 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 22

Abundance Scan 4389 (29.004 min): BP013243.D\data.ms (-4378) (- m/z 95.10 100.00%

95.1
273.1
425.4
5000 63.1
e
355.1 28.60 28.80 29.00
o370 504.0 m/z 69.10 98.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96818: 7-Isopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahy
218.0

147.0

-

9.

u HH‘I !

‘ Tl ’1 T WWWWWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #222647: (1R,4aR,5S)-5-((E)-5-Methoxy-3-methylpent-3-
81.0

5000

28.60 28.80 29.00
m/z 55.10 93.18%

o

E

28.60 28.80 29.00
5000 m/z 71.05 80.98%

7.0
’ ‘ 257.0
isof 3180

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

Abundance #164513: 1-(4-Methyl-6-chloro-quinolin-2-yl)-3-methyl-py e mann
273.0 28.60 28.80 29.00

m/z 273.15 77.65%

o

=

5000

:I—‘
~
~
o

i

] e ANEL
miz--> 0 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@O13243.D

Acqg On : 22 Dec 2022 13:22
Operator : CG/JU

Sample : N6015-02

Misc :

ALS vial : 10 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 15.945 9.6 ng/ul 3557130 3 14.587 7447470 20.0
n-Hexadecanoic ... 18.222 11.0 ng/ul 4670050 4 17.345 8512620 20.0
unknown-01 18.410 2.2 ng/ul 943869 4 17.345 8512620 20.0
Octadecanoic acid  19.457 50.9 ng/ul 17621900 5 21.433 6925150 20.0
4-(3-Fluoro-8-n... 19.828 12.5 ng/ul 4341460 5 21.433 6925150 20.0
(1H)Pyrrole, 3,... 20.169 3.0 ng/ul 10313406 5 21.433 6925150 20.0
1-Heneicosyl fo... 21.128 17.0 ng/ul 5876620 5 21.433 6925150 20.0
1-Heneicosanol 22.069 3.5 ng/ul 11945560 5 21.433 6925150 20.0
(DEL) Alkane: S... 23.122 5.4 ng/ul 1793620 6 23.910 6693720 20.0
(DEL) Alkane: S... 24.527 12.5 ng/ul 4188070 6 23.910 6693720 20.0
Ethanol, 2-(tet... 24.627 12.2 ng/ul 4065950 6 23.910 6693720 20.0
unknown-02 25.198 7.3 ng/ul 2428440 6 23.910 6693720 20.0
(DEL) Alkane: S... 26.439 27.0 ng/ul 9034820 6 23.910 6693720 20.0
.gamma.-Sitosterol 27.451 20.0 ng/ul 6707260 6 23.910 6693720 20.0
unknown-03 29.004 62.3 ng/ul 20836400 6 23.910 6693720 20.0
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