LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc :

ALS Vvial : 16 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@21181.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 29 32 39 rVB 34613 46841 0.97% ©0.103%
2 3.481 81 84 90 rBvV 6248 11334 0.23% 0.025%
3  3.628 107 109 116 rBV 17358 31308 0.65% 0.069%
4 3,899 151 155 161 rVB 12321 18918 ©0.39% 0.042%
5 4.269 216 218 222 rVB5 5853 5457 0.11% 0.012%
6 4.799 303 308 309 rBV5 4500 6725 0.14% 0.015%
7 4.828 310 313 318 rVB5S 7031 10789 0.22% 0.024%
8 5.740 462 468 470 rBV7 4038 7094 0.15% 0.016%
9 6.552 599 606 610 rVBS 2302 4929 0.10% 0.011%
106 6.869 654 660 674 rBV2 122540 268079 5.54% 0.588%
11 6.993 674 681 698 rVB 437396 785604 16.24% 1.723%
12 7.193 708 715 730 rBV 534474 956175 19.76% 2.098%
13 7.640 784 791 798 rBV 709793 1170774 24.20% 2.568%
14 7.7065 798 802 823 rVB 58179 169011 3.49% 0.371%
15 7.916 833 838 845 rBV1e 6352 15526 ©0.32% 0.034%
16 8.375 909 916 932 rBvV 417249 799089 16.51% 1.753%
17 8.805 982 989 1004 rBV 517271 997159 20.61% 2.188%
18 8.952 1010 1014 1021 rVB9 8815 18359 0.38% 0.040%
19 9.357 1078 1083 1094 rVB2 19263 38893 0.80% 0.085%
20 9.516 1103 1110 1127 rBV 419833 873609 18.05% 1.917%
21  9.834 1154 1164 1176 rBV 12854 42101 0.87% ©0.092%
22 10.069 1195 1204 1228 rBV 566200 1288638 26.63% 2.827%
23 10.410 1255 1262 1276 rBV 1005822 1614026 33.36% 3.541%
24 10.575 1283 1290 1303 rBV 161965 395709 8.18% 0.868%
25 10.981 1353 1359 1366 rVB 4241 9848 0.20% 0.022%
26 11.187 1386 1394 1403 rBV3 26194 79627 1.65% 0.175%
27 11.257 1403 1406 1411 rVB7 4931 9245 0.19% 0.020%
28 11.587 1457 1462 1463 rBV5 4635 5248 0.11% 0.012%
29 11.951 1521 1524 1528 rVB6 4241 5385 0.11% 0.012%
30 12.010 1528 1534 1542 rVB2 9965 21236 0.44% 0.047%
31 12.322 1582 1587 1591 rBvV8 7721 12583 0.26% 0.028%
32 12.393 1597 1599 1605 rVB6 5258 6388 0.13% 0.014%
33 12.604 1632 1635 1639 rBV6 2965 4892 0.10% 0.011%
34 12.645 1639 1642 1646 rVB6 4694 7291 0.15% 0.016%
35 13.381 1760 1767 1769 rBvV8 3132 6050 ©0.13% 0.013%
36 13.451 1775 1779 1785 rBV9S 3141 7018 0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc :

ALS Vvial : 16 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 13.687 1813 1819 1832 rBV 1207857 2030927 41.97%  4.455%
38 13.975 1859 1868 1883 rBV2 1503324 2374100 49.07% 5.208%
39 14.157 1896 1899 1903 rBV6 4399 6098 0.13% 0.013%
40 14.281 1913 1920 1932 rVB 1432278 2165196 44.75% 4.750%
41 14.616 1971 1977 1979 rBV3 48263 81422 1.68% 0.179%
42 14.728 1994 1996 2004 rVB6 17366 28714 0.59% 0.063%
43 15.063 2048 2053 2060 rBV7 10685 24277 0.50% 0.053%
44 15.128 2062 2064 2068 rVV4 6681 11302 0.23% 0.025%
45 15.163 2068 2070 2075 rVB6 7820 11241 0.23% 0.025%
46 15.292 2085 2092 2104 rBV 1882295 3084220 63.74% 6.766%
47 15.469 2116 2122 2132 rBV 588085 1005821 20.79% 2.207%
48 15.704 2160 2162 2167 rVB6 6723 8163 0.17% ©0.018%
49 15.869 2186 2190 2193 rBV6 6928 11943 0.25% 0.026%
50 17.016 2381 2385 2390 rVB 63702 7779 1.61% 0.171%
51 17.098 2393 2399 2410 rVV 1767440 2619607 54.14% 5.747%
52 17.198 2410 2416 2428 rVV2 1882772 3610704 74.62% 7.921%
53 17.404 2448 2451 2457 rVB4 17416 23635 0.49% 0.052%
54 17.498 2464 2467 2475 rBV6 27843 52168 1.08% 0.114%
55 18.039 2552 2559 2567 rBV 828477 1431815 29.59% 3.141%
56 18.933 2707 2711 2715 rBV 68418 89503 1.85% 0.196%
57 18.975 2716 2718 2722 rVB 40793 45147 0.93% ©0.099%
58 19.363 2779 2784 2797 rBV2 651540 1151692 23.80% 2.527%
59 19.592 2816 2823 2829 rBV 2882907 4394245 90.82% 9.640%
60 21.198 3092 3096 3105 rVB 245387 369490 7.64% 0.811%

61 21.551 3150 3156 3169 rBvV2 1783327 2941561 60.79%  6.453%
62 24.627 3671 3679 3696 rVB 1801988 4838657 100.00% 10.615%
63 24.862 3710 3719 3733 rVB 1074473 3342214 69.07% 7.332%

Sum of corrected areas: 45582610
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc

ALS vial : 16 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: BP021181.D\data.ms
3000000

2500000
2000000

1500000

10.41
1000000 0.410

7.640

93
500000 6.96 8.375 080
575
N 3.173.850288994.269  4.72B 5.740 6. 552 779%16 .9529.357 9. 834 /\ 109811847 . 58TI2IGIRBALTNG

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: BP021181.D\data.ms
3000000 19.592

2500000
21.551

2000000 15.292 17170- }38

13.9
1500000 {2281
13.687

1000000 18.039 19.363
15.469 21.198

1B
150831 14.157146708E SJEMJU@MS

O i o L e e e e L R e L. e

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: BP021181.D\data.ms
3000000

500000

2500000
24.627

2000000

%
1500000 p4-862
1000000

500000 w

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SFAM-EPA-BP071024.MA.M Mon Jul 29 07:37:59 2024 Page: 3



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP072624\

Data File : BP©21181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

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 1 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.705 2.89 ng/ul 169011 1,4-Dichlorobenzene-d4 7.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53

Abundance Scan 802 (7.705 min): BP021181.D\data.ms (-798) (-) m/z 57.10 100.00%
57.1

S

5000
T T
‘ H 7.40 7.60 7.80 8.00
o 141319 2090 282.0 359.2 4414 5136 nm/z 41.10  34.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 U L I R R R R
7.40 7.60 7.80 8.00
‘ m/z 43.10 28.61%
O‘I’J‘JJ“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
A ARE AR RE ST
7.40 7.60 7.80 8.00
5000 ITI/Z 55.10 27.03%
o"J’L,JHJ‘mH‘wH_H‘_m,‘ww_m‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15685: 1-Hexanol, 2-ethyl- R
57.0 7.40 7.60 7.80 8.00
m/z 56.10 20.70%
H 30.0
0"‘m“,‘k"J“]‘JH“mwuH“H"mWm‘mwuu‘mw T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
BP021181.D

Jul 2024 23:12

: MA/JU
. P3300-15

. 16

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 1

R.T. EstConc Area Relative to ISTD R.T.
18.039 10.93 ng/ul 1431820  Phenanthrene-d10 17.098
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2559 (18.039 min): BP021181.D\data.ms (-2552) (- m/z 73.00 100.00%

73.0
5000
213.2 — :
llessa
- ‘%‘mewm‘2‘7‘4‘0“3‘459“‘939““7‘5‘1‘5‘3‘5“?‘ m/z 43.10 91.76%
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 \
18.00
“ 213.0 m/z 60.00 88.68%
0‘\\\\“‘ \L"}l\“}\l\1r!\]\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143511: n-Hexadecanoic acid
73.0
UL T
256.0 18.00
5000 ITI/Z 57.10 72.43%
“ 57.0
i J”“HH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T
3
43.0 256.0 18.00
m/z 55.05 70.84%
5000
129.0
RO E— !
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\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc

ALS vial : 16 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.363 7.83 ng/ul 1151690  Chrysene-d12 21.551
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2784 (19.363 min): BP021181.D\data.ms (-2779) (- | m/z 43.10 100.00%
43.1
5000 129.0 WL
241.2 — -
‘ H | ‘ ‘ 19.00 19.50
ob A A g )y | 343.14021 4749 S48 T os an g7 5oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 = ——
19.00 19.50
H 1850 284.0 m/z 57.10 82.54%
O‘\\"\UH ‘f"\'[‘l{“\hl\\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
— —
19.00 19.50
5000 284.0 m/z 60.00  81.99%
185.0
oh p ‘h\hm\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid — ]
43.0 19.00 19.50
m/z 55.10 75.72%
5000 129.0
284.0
i o) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.198 2.51 ng/ul 369490 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 93
2 1-Tricosene 322 C23H46 018835-32-0 91
3 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 87
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87

Abundance Scan 3096 (21.198 min): BP021181.D\data.ms (-3092) (- m/z 57.10 100.00%

57.1
5000

S S
1%51 208.0 21.00 21.50
283.1 355.1

ob- .(\‘n..,l\...u.d oD A59475.1538.9  nyz 43.10  83.52%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121337: 1-Heptadecene
43.0

5000

T
21.00 21.50
m/z 55.10  73.27%

0 ‘ |1680 238.0
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene

7.0

T
21.00 21.50
5000 m/z 83.05 65.58%

1%50

322.0
oL 20 a0 5220
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester — ‘
43.0 21.00 21.50

m/z 97.10 53.51%

5000
111.0
‘
[

131

S 269.0
oL LLLLL, 2900, 20003320

T \ \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021181.D

Acqg On : 26 Jul 2024 23:12
Operator : MA/JU

Sample : P3300-15

Misc

ALS Vvial : 16 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|
1-Hexanol, 2-et... 7.705 2.9 ng/ul 169011 1 7.640 1170770 20.0
n-Hexadecanoic ... 18.039 10.9 ng/ul 1431820 4 17.098 2619610 20.0
Octadecanoic acid 19.363 7.8 ng/ul 1151690 5 21.551 2941560 20.0
(DEL) Alkane: S... 21.198 2.5 ng/ul 369490 5 21.551 2941560 20.90
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