LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acqg On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc :

ALS Vvial : 32 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: BPO13265.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 35 rvB 121592 165458 ©.39% 0.101%
2 3.764 95 98 113 rBV 918464 1306334 3.09% 0.800%
3 4.087 149 153 159 rVB 41209 56751 ©.13% 0.035%
4 5.040 309 315 322 rVB2 55329 94906 ©.22% 0.058%
5 5.264 348 353 359 rVB 26001 47516 0.11% 0.029%
6 7.165 659 666 676 rVB 1746077 2754664 6.51% 1.688%
7 7.269 688 694 703 rBV 1439836 2257519 5.33% 1.383%
8 7.475 722 729 738 rBV 1895124 2902921 6.86% 1.779%
9 7.946 801 809 816 rBV 2271002 3529283 8.34% 2.162%
10 8.658 922 930 939 rBV 1913173 3062681 7.24% 1.876%
11 9.111 1000 1007 1017 rBV 1678285 2763387 6.53% 1.693%
12 9.510 1071 1075 1082 rVB 45843 74751 0.18% 0.046%
13 9.840 1123 1131 1146 rBV 1356160 2320062 5.48% 1.421%
14 10.375 1215 1222 1235 rBV 2030072 3504622 8.28% 2.147%
15 10.757 1278 1287 1295 rBV 2930343 4886302 11.55% 2.994%
16 10.899 1304 1311 1323 rBV 1532237 2744917 6.49% 1.682%
17 12.340 1552 1556 1560 rBV 34704 49804 0.12% ©.031%
18 13.404 1728 1737 1742 rBV3 55328 101371 0.24% 0.062%
19 13.993 1829 1837 1846 rBV 3256092 4481339 10.59% 2.746%
20 14.110 1852 1857 1863 rBV7 31545 50284 0.12% 0.031%
21 14.175 1863 1868 1872 rBV 41606 60137 0.14% 037%
22 14.281 1879 1886 1898 rVV 3815233 5535841 13.08% 392%
23 14.475 1915 1919 1925 rVB 32809 46713 0.11%

24 14.587 1931 1938 1945 rBV 3856805 5696932 13.46%
25 14.793 1967 1973 1991 rBV 730590 1300711 3.07%
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o
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26 14.993 2002 2007 2012 rVB4 45622 73030 0.17%
27 15.581 2100 2107 2114 rBV 4659213 6523551 15.42%
28 15.704 2121 2128 2139 rBV 789153 1149521 2.72%
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N
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B
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29 15.945 2158 2169 2179 rBV 3182019 4225237 9.98% 589%
30 16.451 2248 2255 2260 rBV1o 24538 65006 0.15% 0.040%
31 16.516 2261 2266 2274 rVV 169124 249990 0.59% ©.153%
32 16.728 2298 2302 2309 rBV7 54540 95684 ©0.23% 0.059%
33 17.228 2383 2387 2391 rBV3 65826 98335 0.23% 0.060%
34 17.345 2401 2407 2417 rVV 4251307 6059488 14.32%  3.712%
35 17.445 2417 2424 2432 rVV 4247687 5952595 14.07%  3.647%
36 17.698 2464 2467 2469 rBv4 40162 51625 ©0.12% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acqg On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc :

ALS Vvial : 32 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 17.863 2492 2495 2500 rVB3 46356 60608 0.14% 0.037%
38 18.104 2533 2536 2540 rVB3 46175 48148 0.11% 0.029%
39 18.157 2541 2545 2550 rBV 217654 314146 0.74% 0.192%
40 18.216 2550 2555 2570 rVV 1361579 1995146 4.71% 1.222%
41 18.498 2600 2603 2607 rBV5 52803 86613 0.20% 0.053%
42 18.551 2608 2612 2616 rVV2 89890 144411 0.34% 0.088%
43 18.628 2622 2625 2629 rBV5 47636 93989 ©.22% 0.058%
44 19.351 2738 2748 2753 rBvV2 314799 805079 1.90% 0.493%
45 19.445 2761 2764 2772 rBvV2 203847 292477 0.69% 0.179%
46 19.675 2798 2803 2815 rBV 5504091 7753906 18.32% 4.751%
47 21.128 3046 3050 3060 rBV 1373099 2038512 4.82% 1.249%
48 21.433 3097 3102 3107 rBV 5285720 6855072 16.20%  4.200%
49 23.751 3490 3496 3512 rVB2 4376427 9682120 22.88% 5.932%
50 23.916 3517 3524 3533 rVB2 3677461 7464456 17.64% 4.573%

51 24.527 3624 3628 3639 rVB 890340 1833816 4.33% 1.124%
52 27.462 4120 4127 4145 rVB2 1969473 7098706 16.78%  4.349%
53 28.509 4293 4305 4323 rVB2 10645763 42316277 100.00% 25.925%

Sum of corrected areas: 163222750
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

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

Abundance TIC: BP013265.D\data.ms
1.2e+07

le+07
8000000
6000000

4000000
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP013265.D\data.ms
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8000000
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4000000 14.2814.587
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Abundance TIC: BP013265.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.945 14.83 ng/ul 4225240  Acenaphthene-di0 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 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2169 (15.945 min): BP013265.D\data.ms (-2158) (- m/z 104.95 100.00%
105.0
182.1
5000
e
39 16.00
Ofroibed Lo A 280.93405402.6460.85190 /7 77.00  66.59%
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 182.05 57.70%
02?0 | |
\\\‘\‘\\I\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 50.95 28.44%
O b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone I
105.0 16.00
m/z 181.10 9.19%
5000 182.0
027.0‘ Al " I
R B B A Bamm s o AR —
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@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.216 6.59 ng/ul 1995150  Phenanthrene-d10 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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2555 (18.216 min): BP013265.D\data.ms (-2550) (- m/z 73.00 100.00%

73.0
5000
213.2 \ 7

[ ]
“H lL . 1800 18.50
- H*HwuH‘Lww?r?‘l‘?‘“355‘9““1‘5‘1““7‘53‘5‘31""‘3 m/z 43.05 95.96%
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 T
18.00 18.50
“ 213.0 m/z 60.00 88.85%
O‘\\\“ \I\MJI\N\H‘\\\!‘\‘\\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 m/z 41.10 75.87%

129.0
R FTPAAREER)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#143511: n-Hexadecanoic acid T —T
73.0 18.00 18.50

m/z 57.10 72.44%

256.0
5000
157.0
JHH le.}u Lid bl . : :

Y B T e —— = ‘
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP120722.M Fri Dec 23 16:19:08 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.128 5.95 ng/ul 2038510  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Cyclotetracosane 336 C24H48 000297-03-0 94
Abundance Scan 3050 (21.128 min): BP013265.D\data.ms (-3046) (- m/z 57.05 100.00%
57.0
5000 Jd\/&
\ ik 2o s
207.0 : :
282.1
bbbl H“‘um"H‘_H““““378?"9”4‘7‘?9‘5?14‘3 m/z 43.10 92.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155959: 1-Nonadecene
57.0
5000 e ——
21.00 21.50
1p>-0 266.0 m/z 55.05 85.12%
O‘\\\\ J“f’“'“'"\“[“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
—— —
21.00 21.50
5000 336.0 ITI/Z 83.05 78.90%
| ‘ | }1 30 2650
o b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 — —
57.0 21.00 21.50
m/z 69.05 69.80%
5000
125.0
0 { MMlgSO 308.0
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“‘H‘H‘w‘ o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP120722.M Fri Dec 23 16:19:09 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.527 4.91 ng/ul 1833820  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
4 2-Methylpentacosane 366 C26H54 000629-87-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3628 (24.527 min): BP013265.D\data.ms (-3624) (- m/z 57.10 100.00%
57.1

-

5000
2450 |
7.1 .
o_"uu.Hﬁﬁh&,m%??:("‘,z‘gﬁ"lu‘“379;?””_4?9"‘1?4}' m/z 71.10  66.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000 —— |
24.50
m/z 43.10 60.17%
0 JJ1111FFZR.1910 282.0
‘\\\\[\1f\[1\\1’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320594: Heneicosane, 11-decyl-
57.0
T \
24.50
5000 ITI/Z 85.10 49,58%
295.0
} 127.0
197.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl- ——
43.0 24.50
m/z 55.10 22.16%
mL?;" 2250
o+t e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.462 19.02 ng/ul 7098710  Perylene-d12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 94
3 .beta.-Sitosterol 414 C29H500 000083-46-5 92
4 .beta.-Sitosterol 414 C29H500 000083-46-5 70
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 70

Abundance Scan 4127 (27.462 min): BP013265.D\data.ms (-4120) (-} | m/z 43.10 100.00%

43.1
107.1
5000 213.2

ol Ml \.“J

471.1 536.1
AL

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000

7.0 ——
414.0 27.50

213.0 303.0 m/z 57.10 57.99%

0
04 \.” M“ ““"Mlmh\mm iy \!‘l.‘m“‘ ‘h‘ ‘ ‘\ ‘L e ‘} ‘M‘ R RERSRRRRRERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.
41.0 107.0 394.0

283.0 ——
27.50
5000 ITI/Z 107.10 52.71%
213.0
0 lm\w"

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol T
43.0 27.50

m/z 145.05 51.01%

5000
107.0 414.0
‘ ‘ 213.0  303.0
\\“w JU H‘\ LJ“LMW.“"\\ \H‘ ‘\LI‘ Iy ‘\‘m ‘L‘ ks 1 J | M |

0 bl

T
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@13265.D

Acq On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.569 113.38 ng/ul 42316366 Perylene-di2 23.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 72
2 2-Amino-.alpha.-[2-chlorophenyl]... 273 C15H12C1NO2 1000254-08-5 59
3 6-(Trifluoromethoxy)-1H-indole-2... 273 C12H1OF3NO3 1000499-75-7 25
4 Phenol, 2,6-dimethyl-, phosphite... 394 C24H2703P 052830-49-6 25
5 2-{[(4-Methyl-2-pyridinyl)amino]... 256 C13H16N4Si 1010494-07-4 15

Abundance Scan 4305 (28.509 min): BP013265.D\data.ms (-4293) (- m/z 241.20 100.00%

241.2
95.1 425.4
5000
63.1 VRN ‘
Ji
11.3
ol3 ‘.\\‘\.AJ‘..WL ‘M%JL hirrreesd 1| 8349 ;57315 g7.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 <
28.50
89.0 m/z 95.10 59.60%
0+ iML‘ ‘[“‘\\u"\ “! I’"r \\\ “ t \‘\\?)\5‘?'9 \" T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #164710: 2-Amino-.alpha.-[2-chlorophenyl]cinnamic acid
3.0

%

T
28.50

27
96.0 165.0
5000 ITI/Z 425.40 57.15%
o ‘H'm'\""w'.““M“‘J\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164296: 6-(Trifluoromethoxy)-1H-indole-2-carboxylic aci P ‘
273.0 28.50
m/z 71.10 46.27%
5000
173.0
69.0 l
1Y SSOU U A WY U S —— AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122222\
Data File : BP@13265.D

Acqg On : 23 Dec 2022 03:00
Operator : CG/JU

Sample : N6015-14

Misc

ALS vial : 32 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 14.8 ng/ul 4225240 3 14.587 5696930 20.0
n-Hexadecanoic ... 18.216 6.6 ng/ul 1995150 4 17.345 6059490 20.0
(DEL) Alkane: S... 21.128 6.0 ng/ul 2038510 5 21.433 6855070 20.0
(DEL) Alkane: S... 24.527 4.9 ng/ul 1833820 6 23.916 7464460 20.0
.gamma.-Sitosterol 27.462 19.0 ng/ul 7098710 6 23.916 7464460 20.0
D:C-Friedo-B':A... 28.509 113.4 ng/ul 42316300 6 23.916 7464460 20.0
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