LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acqg On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc :

ALS Vvial : 41 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: BPO13160.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 22 25 32 rVB 194799 249417 ©.73% 0.127%
2 3.764 95 98 112 rBV 1549862 2223374 6.49% 1.136%
3 3.870 113 116 122 rVW 119378 170357 ©.50% ©0.087%
4 3.999 133 138 145 rVB2 62351 103104 ©.30% 0.053%
5 4.093 151 154 160 rVB 39047 53265 ©0.16% 0.027%
6 5.040 308 315 324 rBV2 238865 364810 1.06% ©0.186%
7 7.111 660 667 678 rBV 2874694 4561872 13.31% 2.331%
8 7.281 689 696 707 rBV 2425797 3709259 10.82% 1.896%
9 7.481 723 730 738 rBV 2987516 4668609 13.62% 2.386%
10 7.952 803 810 817 rBV 1716451 2718284 7.93% 1.389%
11  8.663 924 931 942 rBV 2952051 4699627 13.71% 2.402%
12 8.787 947 952 960 rVB 82926 143063 0.42% 0.073%
13 9.122 1001 1009 1017 rBV 2744351 4446855 12.97% 2.273%
14  9.528 1072 1078 1084 rvB2 57811 95187 ©0.28% 0.049%
15 9.846 1122 1132 1145 rBV 2245657 3820777 11.15%  1.953%
16 10.069 1163 1170 1181 rVB6 35069 71757 0.21% 037%

17 10.387 1217 1224 1234 rBV 3400820 5653141 16.49%
18 10.769 1280 1289 1301 rBV 2228683 3758552 10.96%
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19 10.904 1304 1312 1326 rBV 2152333 3786857 11.05% 935%
20 11.557 1417 1423 1433 rBV 13459 34810 0.10% 018%
21 12.128 1514 1520 1524 rBV9 22514 38331 0.11% ©0.020%
22 12.351 1553 1558 1564 rVB 62306 95895 0.28% 0.049%
23 13.410 1734 1738 1744 rVB 40315 61789 ©0.18% 0.032%
24 13.587 1760 1768 1772 rVB5 20228 45871 0.13% 0.023%
25 14.004 1831 1839 1848 rBV 4973163 6995102 20.40%  3.575%

26 14.293 1880 1888 1897 rVV 6158492 9019462 26.31%
27 14.598 1932 1940 1947 rBV 2904039 4399001 12.83%
28 14.792 1966 1973 1988 rBV 1895123 3029969  8.84%
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29 14.945 1994 1999 2004 rBV2 72816 107035 0.31% 055%
30 15.010 2004 2010 2016 rVB5 69186 123241 0.36% 063%
31 15.592 2101 2109 2115 rBV 7226593 10581947 30.87% 5.408%
32 15.640 2115 2117 2122 rVV3 40719 62624 0.18% 0.032%
33 15.704 2122 2128 2145 rVV 2164513 2970331 8.66% 1.518%
34 15.828 2145 2149 2156 rVB2 37593 69554 0.20% ©.036%
35 15.957 2166 2171 2180 rVB 77730 132196 0.39% ©0.068%
36 16.734 2300 2303 2307 rVBS5 32787 38655 0.11% ©0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acqg On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc :

ALS Vvial : 41 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 16.886 2324 2329 2334 rVB2 37165 52143 0.15% 0.027%
38 17.234 2384 2388 2390 rBV3 53401 69773 0.20% 0.036%
39 17.257 2390 2392 2396 rVB3 43154 44153 0.13% 0.023%
40 17.351 2402 2408 2413 rBV 3300746 4605442 13.43% 2.354%
41 17.451 2419 2425 2433 rBV 6870303 9623457 28.07% 4.918%
42 17.534 2436 2439 2444 rVB 97836 132386 0.39% 0.068%
43 17.728 2468 2472 2485 rVB3 137462 259410 0.76% 0.133%
44 18.010 2517 2520 2524 rBv4 34309 43091 0.13% 0.022%
45 18.110 2534 2537 2542 rVB3 52326 68833 0.20% 0.035%
46 18.163 2543 2546 2551 rBV2 102077 128157 ©.37% 0.065%
47 18.222 2551 2556 2566 rBV 1258894 1734681 5.06% ©0.887%
48 18.557 2609 2613 2617 rBV2 54808 92557 0.27% 0.047%
49 18.633 2622 2626 2630 rBV 734309 806040 2.35% 0.412%
50 18.704 2634 2638 2643 rVV4 60894 101513 ©.30% 0.052%
51 19.051 2693 2697 2702 rBV 203514 283751 ©0.83% 0.145%
52 19.104 2702 2706 2715 rVB5 98833 192559 0.56% 0.098%
53 19.204 2721 2723 2727 rVB2 36411 35286 0.10% 0.018%
54 19.257 2729 2732 2737 rVB 125301 168529 ©.49% 0.086%
55 19.357 2738 2749 2754 rBvV2 372358 1035733 3.02% 0.529%
56 19.451 2761 2765 2777 rBV 482361 654254 1.91% 0.334%
57 19.680 2799 2804 2816 rBV 9041369 12874245 37.55% 6.580%
58 20.192 2883 2891 2893 rBV3 398412 803774  2.34% 0.411%
59 21.127 3046 3050 3061 rBV 1644268 2313242 6.75% 1.182%
60 21.439 3098 3103 3108 rBV 4246220 5563011 16.23% 2.843%
61 22.045 3204 3206 3219 rVB3 334873 759501  2.22% 0.388%
62 23.133 3387 3391 3397 rBv2 820197 1388803 4.05% 0.710%
63 23.763 3491 3498 3512 rVB2 7440351 15920148 46.44% 8.136%
64 23.921 3518 3525 3533 rVB 3004355 6103436 17.80% 3.119%
65 24.539 3625 3630 3640 rVB 1012844 2134756 6.23% 1.091%
66 26.457 3951 3956 3977 rVB3 1071826 3281715 9.57% 1.677%

67 27.468 4120 4128 4149 rVB3 1882545 7010502 20.45% 3.583%
68 28.515 4294 4306 4327 rVB3 8658043 34282224 100.00% 17.520%

Sum of corrected areas: 195671085
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

;41

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

: BP013160.D

: 20 Dec 2022 11:22
: CG/JU

: N6003-10

Sample Multiplier: 1

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

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP013160.D\data.ms
1e+07
8000000
6000000
4000000 10.387
7_17112;.1481 8.663 9.122
: 9.846 10106804
2000000 3.764 7.952
O3.334 -3@@3 5.040 B 787 9.528 |10.069 11.557
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP013160.D\data.ms
1e+07
19.680
8000000
15.592 17.451
14.293
6000000
14.004
4000000 17.381
14.598
15.704
4.792
2000000 18.222
18.633 J 20.192
12.178351 1343087 5015688757 16738847, 53472.&@&& lﬁ 49@%%#
I B e e o e L I e e e e e e e e e e I T B e e e e e e L AN B
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 1700 1750 18.00 1850 19.00 1950 20.00
Abundance TIC: BP013160.D\data.ms
1e+07 28.515
23.763
8000000
6000000
21.439
23.921
4000000
27.468
2000000 e 23133 2439 o
22.045 Aywwkuﬁﬁ,/ﬂ\WKA,KK,w‘J PN
AN
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 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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Data Path : Z:

Data File : B

Acq On : 2
Operator : C
Sample : N
Misc

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
P013160.D

0 Dec 2022 11:22

G/3U

6003-10

ALS Vial : 41  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
5.040 2.68 ng/ul 364810 1,4-Dichlorobenzene-d4 7.958
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
Abundance Scan 315 (5.040 min): BP013160.D\data.ms (-308) (-) m/z 43.00 100.00%

43.0
5000

101.1
480500520540

207.0268.9 343.1402.3  509.3 )
o_Hk,“w’”H‘HH,mwH_m‘w_ww_m_ m/z 59.16  53.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.80 5.00 5.20 5.40

lloLO m/z 101.05 18.25%
O""
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
T T
4.80 5.00 5.20 5.40
5000 ITI z 58.10 13.83%
‘101.0
0‘“Muuuuﬂu‘w‘H‘V“W‘H‘_‘H‘H“_‘H‘H‘w“u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0 480500520540
m/z 41.05 9.60%

5000
101.0

L  ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22

Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 5

R.T EstConc Area Relative to ISTD R.T.
18.222 7.53 ng/ul 1734680  Phenanthrene-d10 17.351
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 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2556 (18.222 min): BP013160.D\data.ms (-2551) (- m/z 73.00 100.00%

73.0
5000
2132 ——

“ ’u L ull 18.00 18.50
AL N

mmbuwwmwmﬁﬁﬁﬁ%ﬁﬁﬁﬁﬁﬁ m/z 43.05 89.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 T T
129.0 18.00 18.50
m/z 60.00 85.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
—— =
18.00 18.50
5000 129.0 m/Z 57.05 70.39%

“ 213.0

0brrt ‘thwﬂﬂjﬂm_‘uwk‘H,“H,‘H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#143509: n-Hexadecanoic acid e o
43.0 18.00 18.50

m/z 41.05 68.98%

5000 256.0 \LL
129.0
UL st | ‘

YIS R L LS — = —
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\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 1Isopropyl palmitate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.634 3.50 ng/ul 806040  Phenanthrene-di0 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 72
2 Hexadecanoic acid, propyl ester 298 C19H3802 002239-78-3 50
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
5 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 38
Abundance Scan 2626 (18.633 min): BP013160.D\data.ms (-2622) (- m/z 43.10 100.00%
43.1
5000 102.1
256.1
— = —
H” N ‘ \ 18.50 19.00
o ,H“WM‘M ww b 342.14019 47515334 /7 59.95  60.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate
43.0
102.0 A
5000 et
256.0 18.50 19.00
” } m/z 41.10  50.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197318: Hexadecanoic acid, propy! ester
43.0
— —
18.50 19.00
5000 102.0 m/z 57.05 47.80%
239.0
‘ ‘ ‘ 298.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92123: n-Capric acid isopropyl ester T T
43.0 18.50 19.00
m/z 102.05 43.06%
5000
102.0
AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 11
R.T. EstConc Area Relative to ISTD R.T.
19.451 2.35 ng/ul 654254  Chrysene-d12 21.439
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 98
4 Octadecanoic acid 284 (C18H3602 000057-11-4 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2765 (19.451 min): BP013160.D\data.ms (-2761) (- m/z 73.00 100.00%
241 2 —
iz |1 s
ol illmww,u” b 2229 48L2 5391 n/z 43.10  98.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
V 284.0 m/z 57.05 84.37%
O ‘\\J’\ y‘ ‘ 1!‘“”l“‘\1’1ll1!ll1‘
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 60.00 82.31%
185.0
o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid T
43.0 19.50
m/z 55.00 70.73%
5000
129.0
“ 284.0
0 “ ,“W]M‘MHP,*‘ —
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\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 Fern-7-en-3.beta.-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.192 2.89 ng/ul 803774  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fern-7-en-3.beta.-ol 426 C30H500 004966-00-1 55
2 2,5,7-Trimethyl-4(1H)-quinolinon... 259 C15H21NOSi 1000497-22-6 25
3 Lanost-7-en-3-one, (9.beta.,13.a... 426 C30H500 055515-18-9 18
4 6-Fluoro-7-(4-methylpiperazin-1-... 259 C15H18FN3 1000409-37-0 15
5 4-(4-Fluorophenoxy)benzylamine,4... 259 C15H14FNO2 949201-55-2 14

Abundance Scan 2891 (20.192 min): BP013160.D\data.ms (-2883) (- m/z 57.10 100.00%

57.1
259.1
5000

133.0 411.4 . —
I A
oA LA : 4892548, n/z 43.10  90.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316512: Fern-7-en-3.beta.-ol
95.0 259.0
411.0

7 T
20.00 20.50

m/z 71.10 61.85%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #147048: 2,5,7-Trimethyl-4(1H)-quinolinone, TMS
259.0

7 T
20.00 20.50

5000

o

5000 m/z 259.15 53.22%
73.0
Y I U~ W N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316544: Lanost-7-en-3-one, (9.beta.,13.alpha.,14.beta., —= =
43.0 20.00 20.50

m/z 41.10 47.74%

5000
426.0
271 0 ‘
!

[ |‘ \‘ H H‘ Hﬁ J“mm, Llhauy )., B4Lo

\ T
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\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 (DEL) Alkane: Cyclic21.127 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.127 8.32 ng/ul 2313240  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 97
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 3050 (21.127 min): BP013160.D\data.ms (-3046) (- m/z 57.10 100.00%
7.1

5
5000

==
L.l 228.1 21.00 21.50

oML 20, (3991 489 m/z 43.10  89.50%

[
m/z--> 0 50 100150200 250 300 350400 450 500 550 600 650
Abundance #87654: Cyclopentadecane

55.0

5000 T ——
21.00 21.50
m/z 55.05 78.90%
H J LF-O 210.0
O ‘HL ‘JH‘Y‘\ 4\Lq‘"\\\‘\‘1H\‘HH‘HH’HH‘HH’HH‘\H\’HH‘HH’H
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #155961: 1-Nonadecene
97.0
T —
21.00 21.50
5000 ITI/Z 83.10 68.35%
21-3 J ] he&o 266.0
o e e e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T T
57.0 21.00 21.50

m/z 69.05 62.80%

5000 J\f\
ol L] }F,O 2520 3690 648.1

A A T T T T
| l | | | | I ! | ! I ! I !

T —
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.045 2.73 ng/ul 759501  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 (C20H42 000112-95-8 90

Abundance Scan 3206 (22.045 min): BP013160.D\data.ms (-3204) (- m/z 57.10 100.00%
57.1

%

5000
22.00
7.1 207.0 283.0
OHl\Fﬁ”‘3551429‘14911 m/z 71.10  66.34%

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

Abundance #141058: Octadecane

57.0
5000 NEaa. ‘

22.00
m/z 43.10  63.36%

LTS, asp 07540

O‘\\\\‘\1!\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
22.00
5000 ITI/Z 85.10 43.71%
127.0
1970
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262012: Pentacosane —
57.0 22.00
m/z 41.05 23.05%
5000
352.0
267.0
O‘Htka‘ﬁﬁkﬂiﬂﬂﬂﬁkthum‘whu‘_‘u,u‘w‘u‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.539 7.00 ng/ul 2134760  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
Abundance Scan 3630 (24.539 min): BP013160.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1
- JL
24.50 |
169.2 :
0 “ Hhuh foyic225128503411 43645032 n/z 71.10  65.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 = :
24.50
m/z 43.10 60.58%
113.0
O \"\!J\[‘l\d\‘}\\l‘l\‘\\z\%s)\(\)\’\\\3\(‘)\9\\0\3‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
L \
24.50
5000 m/z 85.10 49, 36%
"~ 295.0
155.0
0k } \!»quww,w'w?ﬁ“‘ﬂ_‘H_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275547: Docosane, 11-butyl- T
43.0 24.50
m/z 55.05 22.99%
5000
} 9.0 210.0 309.0
Ot ses0 -
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\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 9 Hexadecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.457 10.75 ng/ul 3281720  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 11-Methylpentacosane 366 C26H54 015689-71-1 89
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 89
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 89
Abundance Scan 3956 (26.457 min): BP013160.D\data.ms (-3951) (- m/z 57.10 100.00%
57.1
5000 \V\//\J\\
207.0 ‘26‘50‘
145.1 : . 400.4 .
0t ‘J‘ “‘nlu‘u“\u“w by pﬁ?j bbb o e m/z 43.10 74.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 1
26.50
_0 m/z 71.10 70.03%
Ikt
O \“T\‘\11\‘11\\1\‘\\1\\‘\\\\‘\\\\‘\\?\5‘2\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
—
26.50
5000 m/z 85.10 50.34%
239 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275548: 11-Methylpentacosane —
57.0 26.50
m/z 55.10 31.08%
5000
168.0
ob L LD 2sn03st0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.468  22.97 ng/ul 7010500  Perylene-di12 23.921
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 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 .beta.-Sitosterol 414 C29H500 000083-46-5 78
5 Campesterol 400 C28H480 000474-62-4 53
Abundance Scan 4128 (27.468 min): BP013160.D\data.ms (-4120) (- m/z 43.10 100.00%
43.1
105.1
5000 213.2
——
I
ol b 4r505351  'm/z 55.10  63.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 07.0 T
414.0 27.50
” ‘ 2130 3030 m/z 57.10  56.46%
0 ‘Jl ‘\‘.‘ J“ ““"MlmhM\N 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 m/z 105.05 52.05%
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 51.65%
5000
107.0 414.0
s 2
R E 11 TP P VN SO ¥ B a—
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\BP121922\
Data File : BP@13160.D

Acq On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vial : 41  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 1Imidazolo[1,2-a]pyridine, 6... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.515 112.34 ng/ul 34282208  Perylene-di2 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 56

2 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 53
3 16,22-Epoxycoprostan-3.beta.,26,... 434 C27H4604 122337-91-1 30
4 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2 031060-64-7 25
5 Lupeol 426 C30H500 000545-47-1 15

Abundance Scan 4306 (28.515 min): BP013160.D\data.ms (-4294) (- m/z 241.20 100.00%

241.2
95.1
425.4
5000
59.1

2850
slg AL 283
ol ‘JJ‘{JM\MHJM l.m‘\‘l‘H"_m’”\”\_“yf‘i?“l?f&‘}f m/z 273.15  86.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164475: Imidazolo[1,2-a]pyridine, 6-chloro-2-(4-nitrophe
273.0
89.0
5000 LN ‘
192.0 28.50

m/z 95.10 64.31%

03\3\1\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
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
U \
28.50
5000 109.0 m/z 425.40  56.54%
Fsg .0
| | JJM ! hx lposssol ||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #319795: 16,22-Epoxycoprostan-3.beta.,26,27-triol = ‘
273.0 28.50

m/z 71.10  53.26%

55.0
5000 160.0
331.0
‘h ‘ 416.0
| \ml\hn\.\mh Lol

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28 50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13160.D

Acqg On : 20 Dec 2022 11:22
Operator : CG/JU

Sample : N6003-10

Misc

ALS Vvial : 41 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|
2-Pentanone, 4-... 5.040 2.7 ng/ul 364816 1 7.958 2718280 20.0
n-Hexadecanoic ... 18.222 7.5 ng/ul 1734680 4 17.351 4605440 20.0
Isopropyl palmi... 18.634 3.5 ng/ul 806040 4 17.351 4605440 20.0
Octadecanoic acid  19.451 2.4 ng/ul 654254 5 21.439 5563010 20.0
Fern-7-en-3.bet... 20.192 2.9 ng/ul 803774 5 21.439 5563010 20.0
(DEL) Alkane: C... 21.127 8.3 ng/ul 2313240 5 21.439 5563010 20.0
(DEL) Alkane: S... 22.045 2.7 ng/ul 759501 5 21.439 5563010 20.0
(DEL) Alkane: S... 24.539 7.0 ng/ul 2134760 6 23.921 6103440 20.0
Hexadecane, 1-i... 26.457 10.8 ng/ul 3281720 6 23.921 6103440 20.0
.gamma.-Sitosterol 27.468 23.0 ng/ul 7010500 6 23.921 6103440 20.0
Imidazolo[1,2-a... 28.515 112.3 ng/ul 34282200 6 23.921 6103440 20.0
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