LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138320.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 9 16 21 rBV 2536951 3149297 80.47% 8.874%
2 5.075 503 508 510 rBvV 36003 45105 1.15% 0.127%
3 5.104 510 513 522 rVB 201635 234734 6.00% 0.661%
4 5.510 577 582 585 rBV 3798439 3413202 87.21% 9.617%
5 6.516 748 753 756 rBV 3520864 3252352 83.10% 9.164%

6 6.886 812 816 819 rBV 1442292 1115164 28.49%
7 7.445 907 911 914 rBV 2396310 2044284 52.23%
8 8.169 1030 1034 1037 rBV 1610201 1327354 33.92%
9 8

9

o wuw
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N
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.475 1083 1086 1095 rBV 106839 103477 2.64%
.239 1212 1216 1220 rBV 4347487 3789268 96.82% 10.677%

11 9.922 1328 1332 1335 rBV 1764539 1308249 33.43%
12 10.016 1343 1348 1353 rBV 68436 88411 2.26%
13 10.710 1462 1466 1469 rBV 2669860 2121367 54.20%
14 11.410 1581 1585 1587 rBV 1562413 1317338 33.66%
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15 11.427 1587 1588 1592 rVB 190358 155167 3.96% 437%
16 11.510 1599 1602 1606 rBV2 44222 45482 1.16% ©0.128%
17 11.616 1617 1620 1623 rBV 136829 137281 3.51% ©.387%
18 11.857 1658 1661 1665 rBV2 52841 79906 2.04%  ©.225%
19 11.933 1671 1674 1681 rBV2 638687 577728 14.76%  1.628%
20 12.227 1722 1724 1727 rVB 52643 43729 1.12% 0.123%

21 12.621 1787 1791 1796 rBV 729375 707430 18.08%
22 12.716 1804 1807 1811 rBV 198158 195745 5.00%
23 12.851 1824 1830 1835 rVB 553520 609997 15.59%
24 12.992 1850 1854 1858 rVB 4348799 3913666 100.00% 1
25 13.680 1969 1971 1974 rVB 83702 74488  1.90%
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=
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26 13.892 2004 2007 2012 rBV 381656 466050 11.91%
27 14.045 2028 2033 2036 rBV2 1266424 1477254 37.75%
28 14.074 2036 2038 2043 rVB 349543 309378  7.91%
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N
R

29 14.674 2137 2140 2144 rBV 614309 677636 17.31% 909%
30 14.904 2176 2179 2186 rVB2 405700 473167 12.09% 333%
31 14.974 2188 2191 2195 rVB 386476 376260 9.61% 1.060%
32 15.092 2208 2211 2219 rVB 282261 603743 15.43% 1.701%
33 15.198 2226 2229 2236 rVB2 330320 449514 11.49% 1.267%
34 15.527 2281 2285 2289 rBV 689576 806472 20.61%  2.272%

Sum of corrected areas: 35489695
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jun 2024 20:12
¢ CG\JU
. P3609-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
BF138320.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138320.D\data.ms
4000000 5.510
6.516
3000000
2-181 7.445
2000000
6.886
1000000
5.104
0 5.0v5 L L
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF138320.D\data.ms
9.239 12.992
4000000
3000000
10.710
2000000
9.922
8.169 11.410
1000000 11.933 12.62% 5 g51
2.71
8.475 L 016 L "i%h§1a1sy 12227
0 ———7— A T L B e I T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138320.D\data.ms
4000000
3000000
2000000 14.045
1000000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12

Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.181 56.48 ng 3149300 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 16 (2.181 min): BF138320.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
e ERRAsaRsEEEEEIEECE
91 2.202.302.402.502.60
Ob et L 20101150 s 43,10 34.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRERRERRRRRRRRE)
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10 26.32%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.11%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AL RAREERREEIOE
73.0 2.202.302.402.502.60
m/z 41.05 11.31%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e 0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.21 ng 234734  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 513 (5.104 min): BF138320.D\data.ms (-510) (-) m/z 43.05 100.00%

43.0
59.0
5000
o AR
U 83.0 TR O SR I
L m/z 59.05 57.98%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R R R R
4.80 5.00 5.20 5.40
101.0 m/z 101.05 23.33%
27.0 | ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR AR RRE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.05 17.11%
SR | SO L2 1.
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R ARNRRA R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.20%
5000
58.0
1§0 " ‘ 100.0
O o L e S R A REEERE S R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF061224.M Tue Jun 25 13:52:48 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12

Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Phenol, 4-(1-methyl-1-pheny... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.616 2.08 ng 137281  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 99
2 Dimethyl diphenylsilane 212 C14H16Si 000778-24-5 83
3 2,4-Diphenyl-2-(2-hydroxyphenyl)... 302 C22H220 1000280-74-0 72
4 2,3-Dimethyl-4-biphenylamine 197 C14H15N 022750-87-4 62
5 Benzenemethanol, 2,3,4,5,6-penta... 212 C8H5F50 000830-50-2 59

Abundance Scan 1620 (11.616 min): BF138320.D\data.ms (-1617) (- m/z 197.10 100.00%
197.1
5000
103.0 —— ——
“ ‘ 11.50 12.00
ol Ll M I ‘2‘39‘92‘67‘?‘ 3281 ns7 212,10 17.36%
miz--> 50 100 150 200 250 300
Abundance #90160: Phenol4(1rnemyllphenWemyD
197.
5000 T + f
11.50 12.00
103.0 m/z 103.00 16.81%
152.0 ‘
O T \7\0‘\‘ “ \“\H\‘ ‘\“ “\“\ ‘\‘\ h‘ \“\ “\H T " \‘\ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #90082: Dimethyl diphenylsilane
197.0
A P g gy
11.50 12.00
5000 m/z 198.10 15.84%
430 1050
m/iz--> 50 100 150 200 250 300 W
Abundance  #202463: 2,4-Diphenyl-2-(2-hydroxyphenyl)butane S VLA T e
197.0 11.50 12.00
m/z 91.00 15.62%
5000
91.0
ol 510 | 1520 %080
e e o P
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12

Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.933 8.77 ng 577728 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Undecanoic acid 186 C11H2202 000112-37-8 87

Abundance Scan 1674 (11.933 min): BF138320.D\data.ms (-1671) (| m/z 73.00 100.00%
73.0
5000 129.1 A\
213.2 . -
12.00
ol ‘\ M‘n} I : H ;.L\J“.\‘ “\‘ \‘?S‘F"l‘ ‘?"]‘-5‘9‘ — “‘”‘-5“9 m/z 43.05 83.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 T
12.00
185.0 m/z 59.95 82.57%
29.
ok ‘\J‘ W’u‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
.
12.00
5000 m/z 57.10 69.02%
129.0
29. 228.0
ol ““ I W“ i ‘\‘A@?LR - \ N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —
73.0 12.00
m/z 41.10 67.32%
5000 129.0
2
7 199.0
U R O =
m/z--> 50 100 150 200 250 300 350 400 12.00

8270-BF061224.M Tue Jun 25 13:53:01 2024
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
BF138320.D
: 24 Jun 2024 20:12

Operator : CG\JU

Sample
Misc
ALS vial : 21

Quant Method
Quant Title

TIC Library

. P3009-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT 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 5 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.716 2.97 ng 195745  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Heptadecanoic acid 270 C17H3402 000506-12-7 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 60

Abundance Scan 1807 (12.716 min): BF138320.D\data.ms (-1804) (- m/z 73.00 100.00%
73.0
5000 129.0 NMNWWWWJKA\$MMJLMMM
18512411 e L mahe
“ H ‘ ‘ o 18 ‘ 12.50 13.00
o “‘N ”““J mﬂ\\}‘,w .M Ly u\lh Lok HM“\“\‘ i 1‘ = \Hh “K‘%‘O‘J“ ‘4‘8‘4‘ m/z 43.05 91.52%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 —— —
185.0 12.50 13.00
”‘ m/z 57.10 83.13%
O ‘h"f‘l“\hTT\ ‘\\‘\\“\l\\\f“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161156: Heptadecanoic acid
43.0
—— —
12.50 13.00
m/z 59.95 79.81%
5000 270.0
129.0
0 ““‘p ‘ “‘Ml,\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid e T
73.0 12.50 13.00
m/z 55.10 72.46%
5000 129.0
242.0
185.
0! —r— —
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 11H-Benzo[a]fluoren-11-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.892 6.31 ng 466050  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 59
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 25
3 o-Terphenyl 230 C18H14 000084-15-1 11
4 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 11
5 Benzo(b)phenazine 230 C16H10N2 000257-97-6 11
Abundance Scan 2007 (13.892 min): BF138320.D\data.ms (-2004) (- m/z 57.10 100.00%
511 230.0
5000
— ——
Ll d{ 302.1  406.4463.3 13,50 14.00
ol Ak JH LigHAA ), 8021 406.44633520. ./, 23p.00  81.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 = =5
13.50 14.00
101.0 m/z 43.10 80.80%
A
O\\‘\i\‘\‘\\‘\\\\{\\I‘\\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111825: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 m/z 83.10 67.71%
101.0
S| g
AL B B B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111840: o-Terphenyl — —
230.0 13.50 14.00
m/z 55.10 66.33%
o /M%AwMMWVMﬁMMwMMNmMN
114.0
NIV, 1) S, S
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.674 9.17 ng 677636  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 76
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 52
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 43
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43

Abundance Scan 2140 (14.674 min): BF138320.D\data.ms (-2137) (- m/z 70.10 100.00%

70.1 1490
261.1
5000

=
“ ‘ e 60 14.50 15.00
ALl 11205 | | 3601 428.7 4973 .. 140 08  86.50%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0

5000 T
14.50 15.00
m/z 261.10 55.92%

\\\““‘\‘J\J\““\IJWJ\}ngzgs\.\o\\" Lf’\\\3\‘6\]-\.\01’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

T
14.50 15.00

o

o

5000 149.0 261.0 m/z 112.10 49,38%
0 J"JJ*“\ \‘m,\?’\47‘79”,””‘””_”\,\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester = e
261.0 14.50 15.00

70.0 m/z 57.10  40.28%

5000
149.0 jLwM/J}%W}quKKALVJ

0 \h“l“ x“

7 \
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00

8270-BF061224.M Tue Jun 25 13:53:07 2024 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
BF138320.D

: 24 Jun 2024 20:12
¢ CG\JU
. P3609-01

021

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT 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 8 Squalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.904 11.73 ng 473167  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

qualene 410 C30H50 000111-02-4 92
upraene 410 C30H50 007683-64-9 87
»9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
»5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 72
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

uih wNnPE
Nk hA~oon

Abundance Scan 2179 (14.904 min): BF138320.D\data.ms (-2176) (- m/z 69.10 100.00%
69.1
o WL
LS 15.00
ol bplilydl 19612541 3411 4524 5384 . g1 19 52.31
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 T T
15.00
m/z 41.10 21.67%
137.0
O TTT \ “‘\‘ ‘“\n‘l“\ \“\“\J‘ \ \\29‘3\ \CJ\ \‘2\7\3\ 9 \3\\4.\1-‘\0\ \4\.:‘L\0\\0\ ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
——
15.00
5000 ITI/Z 95.10 13.45%
1370 M/\MM
Obobiebddai 142030 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra T
69.0 15.00
m/z 137.05 12.19%
5000
\1370
ooyl 2mome0 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Octadecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.974 9.33 ng 376260  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 1,19-Eicosadiene 278 C20H38 014811-95-1 90
4 Hexacosanal 380 C26H520 026627-85-0 87
5 9-Octadecen-1-0l, (E)- 268 C18H360 000506-42-3 83
Abundance Scan 2191 (14.974 min): BF138320.D\data.ms (-2188) (- m/z 57.10 100.00%
57.1
5000
4.1 L,
15.00
207.1264.1 362.2
o‘H ﬂ'\hw,,,‘m“%f’ m/z 82.05 99.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158569: Octadecana
43.0
5000 IR
15.00
109.0 m/z 43.10  79.32%
%i 0222.0
O‘\\J!“\\ \’\\\“\l“\‘\-‘\\’\\“\\}\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141014: Heptadecana
43.0
——
15.00
5000 m/z 96.10 72.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171302: 1,19-Eicosadiene T
55.0 15.00
m/z 55.10 58.71%
5000
ol|~,M18°92500,, -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12

Operator : CG\JU

Sample : P3009-01

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT 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 10 1-Tetracosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.198 11.15 ng 449514  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 86

Abundance Scan 2229 (15.198 min): BF138320.D\data.ms (-2226) (-} | m/z 97.10 100.00%
97.1
252.1
5000
1500 1550
39 371.2 ' :
ol b L I vidkelin "‘} W SROLSLS 40379285 n/z 83.10  88.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244231:; 1-Tetracosene
43.0
111.0
5000 T T i
15.00 15.50
m/z 55.10 86.37%
\“\.\“1‘\'1820 336.0
O‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #232316: Behenic alcoho
83.0
— —
15.00 15.50
5000 m/z 69.10 77 .69%
099 m“%??.o 222.0280.0
A e

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

Abundance #273799: 1-Hexacosene 7 —
57.0 15.00 15.50
m/z 57.10 76.83%
5000
364.0
ol e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138320.D

Acqg On : 24 Jun 2024 20:12
Operator : CG\JU

Sample : P3009-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Butane, 2-metho... 2.181 56.5 ng 3149300 1 6.886 1115160 20.0
2-Pentanone, 4-... 5.104 4.2 ng 234734 1 6.886 1115160 20.0
Phenol, 4-(1-me... 11.616 2.1 ng 137281 4 11.410 1317340 20.0
n-Hexadecanoic ... 11.933 8.8 ng 577728 4 11.410 1317340 20.0
Octadecanoic acid 12.716 3.0 ng 195745 4 11.410 1317340 20.0
11H-Benzo[a]flu... 13.892 6.3 ng 466050 5 14.045 1477250 20.0
1,4-Benzenedica... 14.674 9.2 ng 677636 5 14.045 1477250 20.0
Squalene 14.904 11.7 ng 473167 6 15.527 806472 20.0
Octadecanal 14.974 9.3 ng 376260 6 15.527 806472 20.0
1-Tetracosene 15.198 11.2 ng 449514 6 15.527 806472 20.0
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