LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc :

ALS vial : 7 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19047.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 24 28 37 rVB 34079 44424  0.42%  0.065%
2 3.540 74 77 82 rBvV 13563 20402 0.19% 0.030%
3 3.670 95 99 117 rBV = 395624 583474 5.50% 0.860%
4 3,993 151 154 159 rvB2 9889 13346 0.13% 0.020%
5 5.128 340 347 361 rVB 5930117 8913317 84.06% 13.141%
6 6.993 656 664 676 rBV 509274 788772  7.44%  1.163%
7 7.158 685 692 705 rVB 401499 625486 5.90% 0.922%
8 7.346 717 724 735 rBV 498914 800697 7.55% 1.180%
9 7.705 777 785 790 rBV2 11472 20143 0.19% 0.030%
106 7.816 797 804 808 rBV 529885 861683 8.13% 1.270%
11 7.852 808 810 825 rVB 183711 255065 2.41% 0.376%
12 8.534 918 926 933 rBV 630219 1014906 9.57% 1.496%
13  8.593 933 936 941 rVB 18433 29487 0.28% 0.043%
14 8.981 994 1002 1010 rBV 448906 742496 7.00%  1.095%
15 9.105 1018 1023 1028 rBV3 11206 20452 0.19% 0.030%
16 9.552 1094 1099 1107 rVB3 19028 29644 0.28% 0.044%
17 9.646 1107 1115 1118 rBV 15083 27442 0.26% 0.040%
18 9.699 1118 1124 1138 rVB 379959 609232 5.75% 0.898%
19 10.240 1208 1216 1231 rBV 608174 1071049 10.10% 1.579%
20 10.534 1259 1266 1272 rBV 18754 38558 0.36% 0.057%
21 10.610 1272 1279 1287 rVB 669124 1093670 10.31% 1.612%
22 10.757 1293 1304 1316 rBV 579646 1087066 10.25% 1.603%
23 11.369 1402 1408 1414 rBV3 19563 41213 0.39% 0.061%
24 12.199 1543 1549 1557 rBV2 12088 21418 0.20% 0.032%
25 13.351 1736 1745 1749 rBV2 14750 24601 0.23% 0.036%

26 13.869 1826 1833 1840 rBV 1154810 1603416 15.12%
27 13.940 1840 1845 1850 rVB6 6915 14440  0.14%
28 14.146 1872 1880 1891 rBV 1347662 1978391 18.66%

P NMNNON
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R

29 14.451 1925 1932 1942 rBV 1035447 1524559 14.38% 248%
30 14.669 1962 1969 1983 rBV 381218 738693 6.97% 089%
31 14.875 2000 2004 2010 rVB9S 7619 13044 0.12% 0.019%
32 15.445 2094 2101 2116 rBV 1869296 2633547 24.84%  3.883%
33 15.569 2116 2122 2131 rBV 482200 669800 6.32% 0.987%
34 15.681 2138 2141 2151 rVB4 9550 19129 ©.18% ©0.028%
35 16.234 2231 2235 2241 rVB5 7714 12575 0.12% ©0.019%
36 16.610 2295 2299 2308 rBVS8 16232 36480 ©.34% 0.054%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc :

ALS vial : 7 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-BP120123.MA.M
Title : SVOA CALIBRATION

37 17.204 2393 2400 2406 rBV 1424457 1974478 18.62%  2.911%
38 17.298 2410 2416 2427 rVV 2001763 2922266 27.56% 4.308%

39 17.598 2459 2467 2473 rBV10 11167 27810 0.26% 0.041%
40 17.975 2527 2531 2538 rVB10O 8376 15376 ©0.14% 0.023%
41 18.092 2546 2551 2561 rBV 179609 271151 2.56% ©.400%
42 18.510 2618 2622 2625 rVB3 21901 24443 0.23% 0.036%
43 18.986 2701 2703 2708 rVB3 13365 15582 ©.15% 0.023%
44 19.116 2722 2725 2731 rBV2 33569 44064 0.42%  0.065%
45 19.186 2733 2737 2740 rBV 37399 53734 0.51% 0.079%
46 19.328 2757 2761 2766 rBV 73301 103845 0.98% 0.153%
47 19.539 2791 2797 2804 rBV 2865651 3786357 35.71% 5.582%
48 20.598 2974 2977 2980 rBv4 39527 56318 ©.53% ©0.083%
49 20.716 2993 2997 3001 rBV2 202213 250118 2.36% 0.369%
50 20.786 3006 3009 3014 rVB5 95725 119446 1.13% 0.176%
51 20.898 3024 3028 3033 rBV 2486165 3037805 28.65% 4.479%
52 21.016 3043 3048 3049 rBV 498364 645778 6.09%  0.952%
53 21.039 3049 3052 3057 rVB2 959489 1192340 11.24% 1.758%
54 21.251 3085 3088 3091 rVB2 181853 190541 1.80% ©.281%
55 21.292 3091 3095 3101 rVB 2075954 2597700 24.50%  3.830%
56 21.898 3195 3198 3199 rBV 95922 113384 1.07% 0.167%
57 21.927 3199 3203 3213 rVB 442244 784959  7.40% 1.157%
58 22.927 3369 3373 3379 rBV = 238961 356144  3.36% ©.525%
59 23.498 3464 3470 3483 rVB2 2131824 4326521 40.80% 6.379%
60 23.651 3490 3496 3514 rVB 1376108 2851118 26.89%  4.203%

61 25.039 3727 3732 3745 rVB = 412337 988736  9.32% 1.458%
62 27.186 4090 4097 4113 rVB3 790551 2452591 23.13% .616%
63 28.004 4224 4236 4251 rVB2 2875797 10604139 100.00% 15.634%

w

Sum of corrected areas: 67828861
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP019047.D\data.ms
5.128
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2000000
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Time--> 350 4.00 450 5,00 5.50 6.00 6.50 700 7.50 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP019047.D\data.ms

5000000
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3000000 19.539

2000000 15.445 17.298
4.146 17.204

13.869 | 14.451
1000000

4.669 569 )
12.199 13351 13,94 las7s  |ibest 162346610 17.5087-875°218.510 181986£682

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 1600 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP019047.D\data.ms
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28.004

3000000

2000000

1000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.092 2.75 ng/ul 271151  Phenanthrene-di10 17.204
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2551 (18.092 min): BP019047.D\data.ms (-2546) (- m/z 73.00 100.00%

73.0 '
5000
213.2
T \
o8 |, o sess
oy ‘%‘HMW“W oo 941514751 49 n/z 60.00  82.44%
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 A”
18.00
213.0 m/z 57.00 66.03%
O‘\\\\“‘ m’h“\\”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
4
30 256.0
I \
18.00
5000 ITI/Z 43.05 64.81%
129.0
0 194.0
o o e R B o e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ‘
73.0 18.00
m/z 55.05 62.15%
256.0
5000
“ 57.0
Ok JMMM, SeE
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\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.898  23.39 ng/ul 3037810 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a][1,3,5]tri... 136 C4H4N6 001489-04-9 38
2 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000362-66-7 35
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 27
4 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 25
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24 074806-55-6 22

Abundance Scan 3028 (20.898 min): BP019047.D\data.ms (-3024) (- m/z 136.00 100.00%

136.0
5000
50 205.2
: ‘ T T ‘ T
“H\H’ | 328.3 20.50 21.00
oL YL 2680 | 4021 47595350 /7 167.65  52.22%

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

Abundance  #18308: [1,2,4]Triazolo[1,5-a][1,3,5]triazin-7-amine
136.0

=

5000
20.50 21.00
53.0 m/Z 123.10 43.49%
O‘\\‘I\J\I“h\“\}\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
136.0
41.0
20.50 21.00
5000 m/z 81.05 40.39%
0 194.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18937: Benzenemethanol, 3,5-dimethyl- ———e N
136.0 20.50 21.00
m/z 95.05 38.67%
5000 77.
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\

BP019047.D
: 22 Dec 2023 19:27
: MA/JU
: 05835-10
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Pentacos-1-ene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.016 4.97 ng/ul 645778  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 3048 (21.016 min): BP019047.D\data.ms (-3043) (- m/z 57.05 100.00%
1.0
- MJ\“A
125.1 T T
‘ ‘ 207.0 21.00
bbb Ly £ 2830 357.0 430.0489.1548. /7 83.05  90.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
5000 = :
21.00
125.0 m/z 55.05 88.83%
oh L 1s50 2640 90
T ‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
LN \
21.00
5000 m/z 69.05 81.83%
125.0
o 182.0 378.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T ‘
57.0 21.00
m/z 43.10 80.64%
5000
125.0
ol { ‘I. 182.0 250.0308.0 378.0
HW‘H‘_‘H‘H‘W R e F
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.039 9.18 ng/ul 1192340  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 4-fluoro-N-(7-methyl-... 287 C14H1OFN30S 1000350-88-7 38
2 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 25
3 Phthalic acid, 2-fluorobenzyl is... 330 C19H19F04 1010371-07-2 22
4 Phthalic acid, butyl 4-fluoroben... 330 C19H19F04 1000377-74-3 14
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 14

Abundance Scan 3052 (21.039 min): BP019047.D\data.ms (-3049) (- m/z 123.10 100.00%
1238.1

5000
287.1

-

91.
oML L 2100

L L 35114168 8210 s 169,10 84.08%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #182326: Benzamide, 4-fluoro-N-(7-methyl-2H-[1,2,4]thia|
123.0

o

=

5000 2100
287.0 :
192.0 m/z 95.10 81.70%
il
O\\\\\I‘“\L\\\“\\‘\\"\‘\\\l‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
123.0
T T
41.0 21.00
5000 m/z 163.05 75.84%
O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #236780: Phthalic acid, 2-fluorobenzyl isobutyl ester =
109.0 21.00

m/z 149.05 71.83%

5000

206.0
40 | 3300

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

B

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.927 6.04 ng/ul 784959  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 n-Heptadecanol-1 256 C17H360 001454-85-9 81
5 1-Hexadecanol 242 C16H340 036653-82-4 81
Abundance Scan 3203 (21.927 min): BP019047.D\data.ms (-3199) (- m/z 83.10 100.00%
5000
{ i 22.00
208.0 :
267.0
ol AMLLIAT07, 17 267:03289 397.246115210 1/, 97.10  94.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 e ' T
22.00
m/z 55.00 89.20%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—
22.00
5000 m/z 69.05 81.13%
125.0
0 196.0 266.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecanol —
43.0 22.00
m/z 57.10 76.27%
5000
111.0
h ‘ | 2240
O b e e e =
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\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.927 2.50 ng/ul 356144  Perylene-d12 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
2 Heneicosane, 10-methyl- 310 C22H46 013287-25-7 87
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 87
4 9-Methylheneicosane 310 C22H46 070475-51-3 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3373 (22.927 min): BP019047.D\data.ms (-3369) (- m/z 57.10 100.00%

57.1
5000

ho71 2070 23.00

0l \'\H‘\\L\J‘\”\W‘u‘\ 2070 358.2 425249015491 ./, 71 65  70.58%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0

5000 T

m/z 85.10 55.00%

126.0183.0
0 ‘J\“L*Jj”\‘”‘\‘”‘\‘”‘\”“\”“W“‘W“‘W“W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

23.00
5000 m/z 43.10 52.00%
154.0
211.0 310.0
Ot T e T [T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- T
57.0 23.00
m/z 55.10  24.45%
5000

LT a0

o‘waw_m‘w_H""H_Ww_m‘w_ —
miz--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1,6-Naphthyridin-4-amine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.039 6.94 ng/ul 988736  Perylene-di2 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Naphthyridin-4-amine 145 C8H7N3 028593-08-0 58
2 1H-Indole, 5,7-dimethyl- 145 C10H11N 054020-53-0 53
3 Benzamide, N-[3-(1H-1,3-benzimid... 297 C17H16FN30 1000319-56-9 53
4 Indolizine, 2,6-dimethyl- 145 C1@H11N 000769-88-0 53
5 1H-Indole, 1,2-dimethyl- 145 C10H11N 000875-79-6 53

Abundance Scan 3732 (25.039 min): BP019047.D\data.ms (-3727) (- m/z 145.05 100.00%

145.1
5000
——
25.00

55.0 378.3
e "“" | 2382 3083 SI0°  489.1549, 157.10  16.05%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24827: 1,6-Naphthyridin-4-amine
145.0
2500

o

5000 \

m/z 144.05 15.52%

52.0
O\\‘\‘}‘\I\‘\\‘“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
145.0
NN \
25.00
5000 m/z 146.00 14.56%
39.0
bbbl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195351: Benzamide, N-[3-(1H-1,3-benzimidazol-2-yl)prc =
145.0 25.00

172.10 10.92%

5000
44.0
2970
0 \ Ll \‘ H

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 9 D-Friedoolean-14-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.186  17.20 ng/ul 2452590  Perylene-d12 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 56
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 46
4 1R,4S,7S,11R-2,2,4,8-Tetramethyl... 204 C15H24 1208118-28-8 41
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 38

.\JM“ A
A AR AR SRR AR

Abundance Scan 4097 (27.186 min): BP019047.D\data.ms (-4090) (- m/z 204.20 100.00%
204.2
133.0 285.1
55.0
5000
U ‘ ‘ 409.3 27.00 27.50
MLl saz0 || 7415349 m/z 133.00  84.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 69.0

o

— —
424.0 27.00 27.50

m/z 285.15 81.50%

] n”"\.ﬂh,m\ ‘J\‘ \‘ﬂ‘\\“\‘ H T | ‘\‘ SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
285.0

T T
27.00 27.50

5000 m/z 300.15 72.87%
217.0

o

41.0
115.0

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

Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapl —r ——
204.0 27.00 27.50

m/z 205.15 62.31%

ng.M. \.u‘m I J\JM

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.50

o

o

SFAM-EPA-BP120123.MA.M Mon Dec 25 01:04:20 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.004 74.39 ng/ul 10604100  Perylene-di12 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
3 5-Bromo-4-oxo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
4 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 90
5 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 70
Abundance Scan 4236 (28.004 min): BP019047.D\data.ms (-4224) (| m/z 205.15 100.00%
205.2
95.0
5000
313.1 FANES :
e
ol 3L U«“MHMAl k‘ww bttt 5349 n/z 95.05  75.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
50001 41. U [
28.00
} 313.0 424.0 m/z 109.05 75.20%
Ot f \\ ‘“\‘\IH‘ “ “\"\”‘\H \\“‘\\h\ “‘J“J}l J\‘\ \“H‘\ \J'\‘\"‘ Jl\ T “\J\ 7 T ‘} \‘\ ERAREERERREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0 205.0
U
28.00
5000/ 41-0 m/z 81.10  68.22%
313.0 424.0
I R T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan L ‘
109.0 28.00
450 m/z 107.10  65.82%
218.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019047.D

Acqg On : 22 Dec 2023 19:27
Operator : MA/JU

Sample : 05835-10

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
n-Hexadecanoic ... 18.092 2.8 ng/ul 271151 4 17.204 1974480 20.0
unknown-01 20.898 23.4 ng/ul 3037810 5 21.292 2597700 20.0
Pentacos-1-ene 21.016 5.0 ng/ul 645778 5 21.292 2597700 20.0
unknown-02 21.039 9.2 ng/ul 1192340 5 21.292 2597700 20.0
n-Nonadecanol-1 21.927 6.0 ng/ul 784959 5 21.292 2597700 20.0
(DEL) Alkane: S... 22.927 2.5 ng/ul 356144 6 23.651 2851120 20.0
1,6-Naphthyridi... 25.039 6.9 ng/ul 988736 6 23.651 2851120 20.0
D-Friedoolean-1... 27.186 17.2 ng/ul 2452590 6 23.651 2851120 20.0
Lup-20(29)-en-3... 28.004 74.4 ng/ul 10604100 6 23.651 2851120 20.0
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