LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BP@20902.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 41 45 54 rVB 47917 66713 1.31% 0.115%
2 3.528 88 92 103 rBvV 128438 188312 3.70% 0.323%
3 3.669 112 116 135 rBV 598350 921690 18.12%  1.582%
4 3,975 164 168 173 rVB 10430 16217 ©0.32% 0.028%
5 4.869 316 320 328 rBvV2 9050 15161 ©0.30% 0.026%
6 5.840 482 485 492 rVB4 3274 6447 0.13% 0.011%
7 6.911 659 667 683 rBV 805691 1441394 28.33% 2.475%
8 7.058 686 692 704 rVWW 692409 1097053 21.57% 1.883%
9 7.263 719 727 736 rBvV 889392 1464138 28.78% 2.514%
10 7.346 736 741 751 rVB 39754 84756 1.67% 0.146%
11 7.716 793 804 812 rBV 794650 1248191 24.54% 2.143%
12 7.793 813 817 822 rVB6 5955 11054 0.22% 0.019%
13 8.428 917 925 941 rBV 1077605 1839076 36.15% 3.157%
14 8.869 993 1000 1018 rBV 827620 1428897 28.09% 2.453%
15 9.028 1019 1027 1033 rVB 7015 18896 0.37% 0.032%
16 9.234 1058 1062 1068 rVBS8 6134 11589 0.23% 0.020%
17 9.428 1089 1095 1106 rBV2 54676 97445 1.92% 0.167%
18 9.581 1112 1121 1134 rBV 748341 1249644 24.57%  2.145%
19 10.122 1205 1213 1232 rBV 998444 1943140 38.20% 3.336%
20 10.493 1268 1276 1289 rBV 1179187 1818729 35.75% 3.122%
21 10.634 1292 1300 1313 rBV 907228 1778530 34.96% 3.053%
22 11.046 1363 1370 1380 rBV7 13287 41236 0.81% 0.071%
23 11.246 1396 1404 1424 rBV 168872 454985 8.94% 0.781%
24 12.075 1540 1545 1555 rVB3 14975 30268 0.60% 0.052%
25 12.940 1685 1692 1695 rBV9 3435 6776 0.13% 0.012%
26 13.151 1722 1728 1735 rBV9 3288 8073 0.16% 0.014%
27 13.310 1749 1755 1759 rBV8 6318 10385 0.20% 0.018%
28 13.763 1824 1832 1847 rBV 2209425 2952695 58.04% 5.069%
29 13.863 1847 1849 1855 rVB6 4380 6455 0.13% 0.011%
30 14.051 1867 1881 1896 rBV 2063599 3484267 68.49% 5.982%

31 14.240 1910 1913 1920 rVB7 4497 7066 0.14%
32 14.357 1923 1933 1942 rBV 1511239 2426784 47.71%
33 14.581 1961 1971 1990 rBV2 556437 2123744 41.75%
34 15.169 2064 2071 2075 rBV4 9586 18627 ©.37%
35 15.210 2075 2078 2081 rVB5 8803 10507 0.21%

[CICIETVIN N
o)
N
o)
R

36 15.363 2097 2104 2118 rBV 2921145 4234891 83.25% 7.271%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP071024.MA.M
Title : SVOA CALIBRATION
37 15.504 2122 2128 2142 rBV 735558 1238601 24.35% 2.127%
38 15.616 2143 2147 2153 rVB3 16682 30585 0.60% 0.053%
39 15.951 2199 2204 2209 rBV5 18583 35153 0.69% 0.060%
40 16.086 2224 2227 2231 rBV6 9125 13185 0.26% 0.023%
41 16.286 2254 2261 2264 rBV9 6400 13855 0.27% 0.024%
42 16.686 2326 2329 2333 rBV6 4065 6707 0.13% 0.012%
43 16.828 2349 2353 2356 rVB6 4898 6961 ©0.14% 0.012%
44 16.922 2365 2369 2371 rBV5 5981 7845 0.15% 0.013%
45 16.951 2371 2374 2378 rVV5 4664 7098 0.14% 0.012%
46 17.092 2393 2398 2404 rBVS8 11508 20190 0.40% 0.035%
47 17.169 2404 2411 2416 rBV 1852637 2679355 52.67% 4.600%
48 17.210 2416 2418 2422 rVV 113606 138459 2.72% 0.238%
49 17.269 2422 2428 2441 rVV2 2729645 4288072 84.29% 7.362%
50 17.386 2445 2448 2454 rVBS8 14444 29151 0.57% 0.050%
51 17.586 2477 2482 2483 rBV5 8236 10610 0.21% 0.018%
52 17.863 2524 2529 2535 rBV 52239 73026 1.44% 0.125%
53 18.104 2563 2570 2579 rBV2 230497 522244 10.27% 0.897%
54 18.275 2595 2599 2604 rBV5 14328 24233  0.48% 0.042%
55 18.604 2650 2655 2658 rBV5 11769 23616 0.46% 0.041%
56 19.198 2752 2756 2761 rBV2 41434 57074 1.12% 0.098%
57 19.304 2766 2774 2782 rVV2 191938 349326 6.87% 0.600%
58 19.433 2792 2796 2805 rBV5 73064 145860 2.87% 0.250%
59 19.651 2827 2833 2848 rBV 3383358 5087055 100.00% 8.734%
60 21.298 3108 3113 3119 rBV3 235006 406012 7.98% 0.697%
61 21.627 3163 3169 3175 rBV2 1573264 2698917 53.05% 4.634%
62 24.739 3690 3698 3709 rBV2 2099767 4919359 96.70% 8.446%

63 24.980 3729 3739 3748 rBV2 1032306 2849599 56.02% 4.892%

Sum of corrected areas: 58245979
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

Abundance TIC: BP020902.D\data.ms

3000000
2500000
2000000

1500000

8.428 10 12]2.0.493
7.263 14 1p.634
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3.669
500000
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020902.D\data.ms

19.651

3000000 15.363
17.269

2500000

13.763
14,051
2000000 17.169 21.627

1500000 14.357

1000000
15.504

4.581 21.298

9815310 13.8684.240 115@ 6115 8BR64 6l GEEAT7 $86E68638.218.604 19.

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020902.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 1 Isopropyl Alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.528 3.02 ng/ul 188312 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Propylene Glycol 76 C3H802 000057-55-6 37
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 92 (3.528 min): BP020902.D\data.ms (-88) (-) m/z 45.05 100.00%

45.0
5000

T T
3.20 3.40 3.60 3.80

ol 2092 1931 2669 3550 44545124  m/z 43.00 20.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcohol
45.0

5000 T T [ VT[T Trir]
3.20 3.40 3.60 3.80
m/z 61.00 6.88%
0‘\‘H\“\H\i“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol
45.0
R A RARNREEEE N
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.55%
o_iU‘wm_‘H,‘H‘_Hww‘HH_ww_m,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1093: (S)-(+)-1,2-Propanediol R R
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.49%

5000 /\\k
0 i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 2 1-Phenoxypropan-2-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.246 5.00 ng/ul 454985  Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87

Abundance Scan 1404 (11 246 min): BP020902.D\data.ms (-1396) (- m/z 94.00 100.00%

94.0
5000

1521
T ’ | 11,00 1150
ML 2222 204.6355.1416.8480.3 548/, 77 09 27.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
—=

o

5000
11.00 1150
152.0 m/z 152.05 18.68%
0311‘ﬂ#“’¥f’1[\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
——
11.00 1150
5000 m/z 78.00 16.84%
' 152.0
o H\WH‘u’wH‘\"H,‘wHH‘w_mw_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30125: 1-Phenoxypropan-2-ol e TR
94.0 11.00 11.50

m/z 108.00  15.40%

5000
152.0
0 il | —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.104 3.90 ng/ul 522244  Phenanthrene-d10 17.169
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 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2570 (18.104 min): BP020902.D\data.ms (-2563) (- m/z 73.00 100.00%
73.0
5000 JL/
213.2 == —
“H 22 \ 611 s551 ) 18.00 18.50
obMMALLEITTT | 1, 2811 355141404754 5435/, 43 05  87.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
“ 213.0 m/z 60.00 83.45%
O‘\\\ “‘ \thh\“}\l \1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— —
18.00 18.50
5000 m/z 57.05 67.27%
129.0
RN TN N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid YT —
43.0 18.00 18.50
m/z 55.10 65.02%
5000 256.0
129.0
IR O BN
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\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 4 Octacosyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.298 3.01 ng/ul 406012  Chrysene-di12 21.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 96
2 1-Tricosene 322 C23H46 018835-32-0 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3113 (21.298 min): BP020902.D\data.ms (-3108) (- m/z 57.10 100.00%
571
5000 \’—J\WV
‘ 125.1 . e i
21.00 21.50
209 355.1
o_m,‘HJ_“h"mwWH‘u‘m_Hf“lﬁ‘?f“???_?f‘?‘ m/z 55.10  95.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate
43.0
5000 1.0 —— —r—
21.00 21.50
m/z 83.10  89.96%
b L ‘ | 181.0 250.0 320.0 392.0452,0
‘\\1 ’\!1\[1IWY‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.0
— —
21.00 21.50
5000 111.0 m/z 43.10 89.89%
oL L0 220
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50
m/z 69.05 78.66%
5000
5.0
ol 1l 1 ‘ L ‘\ |, 1960 2920 3640
A R N e e AR RN — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP@71024.MA.M Fri Jul 12 18:32:44 2024 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071124\
Data File : BP020902.D

Acqg On : 11 Jul 2024 13:45
Operator : MA/JU

Sample : P3088-02

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 3.528 3.0 ng/ul 188312 1 7.716 1248190 20.0
1-Phenoxypropan... 11.246 5.0 ng/ul 454985 2 10.493 1818730 20.0
n-Hexadecanoic ... 18.104 3.9 ng/ul 522244 4 17.169 2679360 20.0
Octacosyl acetate 21.298 3.0 ng/ul 406012 5 21.627 2698920 20.0
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