LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc :

ALS Vvial : 36 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-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17881.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.711 102 106 120 rBV 77922 190429 6.30% 0.567%
2 7.046 668 673 684 rBvV 98422 182438 6.03% 0.543%
3 7.222 697 703 717 rBV 447282 726374 24.03% 2.163%
4 7.399 727 733 746 rBV 446007 770952 25.50%  2.296%
5 7.511 749 752 758 rVvB8 3672 6885 0.23% 0.021%
6 7.875 807 814 830 rBV 563859 935004 30.93% 2.784%
7 8.605 929 938 951 rBV 303849 563219 18.63% 1.677%
8 9.087 1012 1020 1027 rBV 556805 943954 31.22%  2.811%
9 9.246 1044 1047 1050 rBV4 2769 4353 0.14% 0.013%
10 9.799 1134 1141 1154 rBV 468168 800055 26.46% 2.382%
11 9.922 1157 1162 1167 rVB7 5662 12885 0.43% 0.038%
12 9.969 1167 1170 1172 rBV4 2915 3438 0.11% 0.010%
13 10.328 1223 1231 1246 rBV 585656 1113456 36.83% 3.316%
14 10.575 1271 1273 1277 rVB4 2264 3406 0.11% 0.010%
15 10.704 1288 1295 1306 rBV 716466 1197791 39.62% 3.567%
16 10.881 1317 1325 1342 rBV 459306 913609 30.22% 2.720%
17 11.499 1427 1430 1433 rBV5S 2887 3638 0.12% 0.011%
18 11.534 1433 1436 1438 rVB4 2684 3172 0.10% 0.009%
19 11.769 1472 1476 1479 rBVS5S 3039 4045 0.13% 0.012%
20 12.304 1563 1567 1574 rBV3 8936 16391 0.54% 0.049%
21 12.528 1600 1605 1607 rBV7 2268 3123 0.10% 0.009%
22 12.881 1659 1665 1668 rBV8 3996 6798 0.22% 0.020%
23 13.134 1705 1708 1712 rBV6 5111 6539 0.22% 0.019%
24 13.416 1749 1756 1769 rBV 1058721 1683904 55.70% 5.014%
25 13.757 1810 1814 1817 rBV5 2639 4122 0.14% 0.012%
26 13.793 1817 1820 1823 rVB5 3095 3774 0.12% 011%

27 13.993 1847 1854 1866 rBV 1333143 1804586 59.69%
28 14.275 1894 1902 1913 rBV 1381354 2032115 67.22%

PO OUO®
[
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=
R

29 14.493 1936 1939 1941 rBV4 2403 3376 0.11% 010%
30 14.575 1946 1953 1961 rVV 1005300 1461047 48.33% 351%
31 14.651 1964 1966 1970 rVB5 3759 4245 0.14% 0.013%
32 14.857 1996 2001 2011 rBV3 23883 75382 2.49%  0.224%
33 14.975 2016 2021 2024 rVB7 7492 13757 0.46% 0.041%
34 15.322 2077 2080 2085 rVB7 5079 6925 0.23% 0.021%
35 15.363 2085 2087 2091 rVWV5 4741 6198 0.21% 0.018%
36 15.398 2091 2093 2100 rVB6 5926 9843 0.33% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc :

ALS Vvial : 36 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-BP101823.MA.M
Title : SVOA CALIBRATION
37 15.581 2117 2124 2134 rBV 1813012 2543786 84.14% 7.575%
38 15.728 2144 2149 2161 rBV 462482 681778 22.55% 2.030%
39 15.822 2163 2165 2170 rVB5 8062 9780 0.32% 0.029%
40 15.934 2182 2184 2187 rVB4 2775 3174 0.10% 0.009%
41 16.251 2234 2238 2243 rVB8 3319 6384 0.21% 0.019%
42 16.369 2255 2258 2263 rVB6 3015 5239 0.17% 0.016%
43 16.428 2263 2268 2278 rBV2 14618 40713 1.35% 0.121%
44 16.610 2293 2299 2307 rBV 20841 41295 1.37% ©0.123%
45 16.716 2313 2317 2326 rBV6 28673 57506 1.90% 0.171%
46 16.881 2342 2345 2348 rBV5 3236 4602 0.15% 0.014%
47 17.045 2366 2373 2375 rBvV8 5523 12384 0.41% 0.037%
48 17.098 2380 2382 2387 rVV6 3584 4543  0.15% 0.014%
49 17.228 2400 2404 2409 rVBS8 7453 11851 0.39% 0.035%
50 17.286 2412 2414 2420 rVB6 5137 5585 0.18% 0.017%
51 17.369 2422 2428 2438 rVV 1148602 1612543 53.34% 4.802%
52 17.469 2439 2445 2461 rVV2 1889875 2704146 89.45% 8.052%
53 17.992 2531 2534 2539 rVB3 16730 20738 0.69% 0.062%
54 18.104 2549 2553 2556 rVB6 6651 8713 0.29% 0.026%
55 18.222 2568 2573 2585 rBV 427427 630154 20.84% 1.876%
56 18.622 2638 2641 2647 rVB7 8068 13219 0.44% 0.039%
57 18.763 2663 2665 2672 rVB7 9599 13876 0.46% 0.041%
58 18.869 2680 2683 2689 rBV8 10647 20091 0.66% 0.060%
59 19.269 2749 2751 2753 rBvV3 12622 10996 0.36% 0.033%
60 19.298 2753 2756 2760 rVB2 21258 23713 0.78% 0.071%
61 19.363 2763 2767 2772 rVB2 109257 138884 4.59% 0.414%
62 19.469 2781 2785 2798 rBV2 134064 223480 7.39% 0.665%
63 19.728 2824 2829 2838 rBV 2279405 3023220 100.00% 9.002%
64 20.198 2906 2909 2912 rBV3 24875 34485 1.14% 0.103%
65 20.545 2966 2968 2973 rVB3 30835 34596 1.14% 0.103%
66 21.186 3073 3077 3088 rVB4 177047 344599 11.40% 1.026%
67 21.516 3128 3133 3142 rBV 1209533 1564300 51.74% 4.658%
68 23.904 3532 3539 3550 rVB2 1283373 2730471 90.32%  8.131%
69 24.074 3561 3568 3576 rVB 703281 1480982 48.99% 4.410%

Sum of corrected areas: 33583054
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Nov 2023 12:09
: MA/JU
: 04996-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017881.D

: 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP017881.D\data.ms
2000000
1500000
1000000
10.704
7.8 9.087 10.328
500000 7.22399 9.799 0.881
8.605
3.711
0\\\ﬁ‘~J\u_A .246 0.5 1L 4FBL 7
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP017881.D\data.ms
19.728
2000000 17.469
15.581
1500000
13.994-275
17.369
13.416 14.575
1000000
500000 15.728 18.222
- ﬂéflg 9 20.198
oL 12:325282.883.134 1R750B| | 1410851857 SHRRRE 1 5.6 22316l BeRas 16. 128 1816RREHO
e e L e e e TN
Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP017881.D\data.ms
2000000
23.904
1500000 21.516
4.074
1000000
500000 21.186 k@lN,WMJ»u-Aﬁ/A~”~"”’“’N”““”*'/“j
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 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\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.416  23.05 ng/ul 1683900  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 Benzenamine, 4-propoxy- 151 CSH13NO 004469-80-1 53
Abundance Scan 1756 (13.416 min): BP017881.D\data.ms (-1749) (- | m/z 43.05 100.00%
43.0
109.2
5000
——
| H\ ‘H 6922071 327.3 4012  497.9 1350
T i . m/z 109.20  85.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13 50
m/z 151.15 55.53%
| ’ ‘ 69.0
‘\\“\\\‘fdl\d\‘u\“m“‘l\‘\H\‘\\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol
109.0
13 50
5000 m/z 41.05 26.90%
43.0
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 13 50
m/z 69.10 17.49%
5000 /\\
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017881.D

Nov 2023 12:09

: MA/JU
: 04996-15

: 36

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2

R.T. EstConc Area Relative to ISTD R.T.
18.222 7.82 ng/ul 630154  Phenanthrene-di10 17.369
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2573 (18.222 min): BP017881.D\data.ms (-2568) (- m/z 73.10 100.00%

73.1
5000
213.3 —— =
Mgz,
0l H\Hw “H‘w“““2‘79“3”‘3‘55”3““1‘7?‘ﬁ???w m/z 43.05 81.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 == ——
129.0 18.00 18.50
m/z 59.95 77.10%
\M MMMm\‘%$ﬂb

‘H\‘ I T H\!‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

Abundance #143511: n-Hexadecanoic acid
73.0
—— —
256.0 18.00 18.50
5000 ' m/z 41.10  72.68%
“ 57.0
b HM‘H “WHwHH_‘H_wwww‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid Pl —
60.0 18.00 18.50

m/z 55.10 62.47%

5000 129.0 WL
213 0
| m ’n L | ‘

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\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.469 2.86 ng/ul 223480  Chrysene-di2 21.516
Hit# of 5 Tentative ID MW MolForm CASH# 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 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2785 (19.469 min): BP017881.D\data.ms (-2781) (- m/z 73.10 100.00%

9.

5000

F

241 4

iivall w12 o
L wMukmm“w"499“1‘4?‘1“1“?5‘3 m/z 43.10  78.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —
185.0 19.50

m/z 60.00 76.93%

Hﬂnl A |

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

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

Abundance #179091: Octadecanoic acid
43.0
=
19.50
5000 129.0 m/z 57.10 62.85%
284.0
\‘M “‘MMM\ \m " ‘\
——

Abundance #179090: Octadecanoic acid
43.0 19.50
m/z 41.05 62.46%
5000
12
T 0 284.0
‘ nHHIthlm\Px \\ L e

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\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.186 4.41 ng/ul 344599 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92

Abundance Scan 3077 (21.186 min): BP017881.D\data.ms (-3073) (- m/z 83.10 100.00%

83.1
5000

2072 . i
W_ 21.00 21.50
W ol

282.1342. 463.2 o
J_‘H,H“_‘H‘H“_3H‘§499?H?§‘w5§§§ m/z 55.10 98.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0

5000 T —
21.00 21.50
5.0 m/z 69.10 95.42%
h{ }1\1.19602660
‘\\\1‘\\\\\\\\’\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0
— —
21.00 21.50
5000 m/z 43.10 90.77%
il [[10 0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87654: Cyclopentadecane T —
55.0 21.00 21.50
m/z 97.15 88.57%
5000
I v
| \
: —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP017881.D

Acqg On : 02 Nov 2023 12:09
Operator : MA/JU

Sample : 04996-15

Misc

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
2,4,7,9-Tetrame... 13.416 23.1 ng/ul 1683900 3 14.575 1461050 20.0
n-Hexadecanoic ... 18.222 7.8 ng/ul 630154 4 17.369 1612540 20.0
Octadecanoic acid  19.469 2.9 ng/ul 223480 5 21.516 1564300 20.0
1-Heneicosanol 21.186 4.4 ng/ul 344599 5 21.516 1564300 20.0
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