LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc :

ALS vial : 6 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 593672 708288 23.94%  2.993%
2 5.057 502 505 513 rVB 38426 46212 1.56% 0.195%
3 5.451 567 572 575 rBV 2638372 2531566 85.56% 10.698%
4 6.463 738 744 747 rBV 2586140 2657324 89.81% 11.229%
5 6.834 803 807 810 rBV 1205714 901538 30.47% 3.810%

6 7.398 898 903 906 rBV 1981533 1747593 59.07% 7.385%
7 8.116 1021 1025 1029 rBV 1444982 1182436 39.96% 4.997%
8 9.198 1204 1209 1212 rBV 3194236 2958740 100.00% 12.503%
9 9.874 1320 1324 1327 rBV 1589886 1252829 42.34% 5.294%
10 10.251 1385 1388 1391 rBV 52100 39242 1.33% 0.166%

11 10.586 1442 1445 1449 rBV 495151 405371 13.70%
12 10.663 1454 1458 1461 rBV 2203991 1906547 64.44%
13 11.363 1573 1577 1580 rBV 1588180 1295497 43.79%
14 11.892 1663 1667 1678 rBV 223674 242234
15 12.574 1779 1783 1786 rBV 169913 146766  4.96%
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16 12.674 1797 1800 1804 rBV2 29820 33112 1.12%
17 12.804 1814 1822 1825 rBV 125128 123974 4.19% ©.524%
18 12.951 1843 1847 1851 rBV 2648214 2619303 88.53% 11.068%
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19 13.857 1997 2001 2003 rBvV2 39540 41687 1.41% 0.176%
20 13.892 2003 2007 2018 rVV5 66384 216086 7.30% 0.913%
21 14.004 2022 2026 2029 rVV 914130 915026 30.93% 3.867%
22 14.027 2029 2030 2038 rVB 59494 50668 1.71% 0.214%
23 14.480 2104 2107 2110 rVB 47759 40417 1.37% 0.171%
24 14.639 2130 2134 2139 rVB 597962 516952 17.47% 2.184%
25 14.862 2169 2172 2175 rVB 36705 31790 1.07% 0.134%
26 15.039 2199 2202 2209 rBV 42805 72638 2.46% 0.307%
27 15.127 2213 2217 2223 rVB 72580 95565 3.23% 0.404%
28 15.468 2270 2275 2279 rBV 659573 815216 27.55% 3.445%
29 15.939 2352 2355 2361 rVB3 45441 70219 2.37% 0.297%
Sum of corrected areas: 23664836
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\

BF133636.D
: 08 Jun 2023 11:56
: CG\JU
: 03016-03
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF133636.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56

Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.122 15.71 ng 708288 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 6 (2.122 min): BF133636.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 K
ST
‘ J 8$ 0 2.202.302.402.50
ol i 580 Il 880wz 43.18 45.76%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T I T T[T T TTTT 1
43.0 2.202.302.402.50
‘ m/z 55.00 29.99%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T A
2.202.302.402.50
5000 55.0 m/z 87.10 26.14%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
m/iz--> o 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R RaRa R
73.0 2.202.302.402.50
m/z 41.05 15.21%
5000
43.0
o R e Ao o T T T T
m/z--> 0 20 40 60 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.586 6.47 ng 405371  Acenaphthene-d10 9.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 50
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 50
Abundance Scan 1445 (10.586 min): BF133636.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
5000 182.1
51.0
R \
152.1 10.50
) R WU S i i m/z 77.00  66.19%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
10.50
510 m/z 182.10  47.40%
| 152.0 |
O\\‘\‘\‘\\”M\\“\\\\“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #56777: Azobenzene
77.0
R \
182.0 10.50
5000 m/z 51.00 30.05%
ol 390 | 1{15.0 1520 |
e
miz--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one — ‘
105.0 10.50
m/z 50.00 9.21%
5000
51.0
o0l L 1470 283.(
A= —
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.74 ng 242234  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 1667 (11.892 min): BF133636.D\data.ms (-1663) (- m/z 43.10 100.00%
43.1 73.1
5000 129.1 lfv
213.2 - —
| 157.1185.1 256.1 | 11.50 12.00
0“WH‘¢W‘ m/z 73.10 98.81%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 89.98%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— =
11.50 12.00
5000 129.0 m/z 55.00 76.00%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid = —
73.0 11.50 12.00
43.0 m/z 57.10 75.36%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ == —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 5 1-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.72 ng 216086  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 1-Tricosene 322 C23H46 018835-32-0 93
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
4 9-Nonadecene 266 C19H38 031035-07-1 83
5 1-Docosene 308 C22H44 001599-67-3 74
Abundance Scan 2007 (13.892 min): BF133636.D\data.ms (-2003) (- m/z 43.00 100.00%
43.0
83.1
5000
25 . 5
ob— H\‘H L. \MH\ il um i A h‘\‘ u‘\‘ ??\‘ ‘\ ‘2‘8‘\2"0‘ e m/z 55.00 93.11%
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
51.0 970
5000 — ——
13.50 14.00
m/z 57.00 91.20%
oL Ldd m‘ n “““‘8‘1‘0 (2380 2020 364
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
— ——
13.50 14.00
5000 ITI/Z 83.10 81.20%
25.0
‘ ‘ | 166.0 322.0
ol AR R 8220
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — —
57.0 13.50 14.00
97.0 m/z 69.05 73.06%
h wwﬁwmyﬂdef\wMthWhWW
o501 ||} ‘\ | 14001820 2550 3060
“““ At P P
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 1,3-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.639 11.30 ng 516952  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 74
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
3 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 50
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 49
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 2134 (14.639 min): BF133636.D\data.ms (-2130) (- m/z 70.05 100.00%
70.0
149.0
261.1
5000
—r— —
“ h ‘ | 14.50 15.00
ol LU AeL, | | 2041 | 13041 8723 v 7 149.00  72.54%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 1 T
14.50 15.00
m/z 261.10 55.75%
029# h J H‘ 2070 | |3040347.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 - —
14.50 15.00
5000 m/z 112.10 46.27%
67.0
261.0
4 ).
S A = T N S =Y T
m/z--> 50 100 150 200 250 300 350
Abundance #257911: Isophthalic acid, 3-methylbut-2-yl octyl ester e —e=
261.0 14.50 15.00
m/z 57.10 43.37%
5000
70.0 167.0
0200 | 1210, 2190 | 3040
A e e e e e e e T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.34 ng 95565  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 (C28H58 000630-02-4 76
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 74
4 Heptacosane 380 C27H56 000593-49-7 68
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 64
Abundance Scan 2217 (15.127 min): BF133636.D\data.ms (-2213) (-] | m/z 57.05 100.00%
57.0
o ﬂwaMNMNJKMWNAWA~
9.1 —r= T
15.00 15.50
155.2 211 1
ol u“ “‘ LA \“ L2 2 2970 .809.13992 0 43,00 64.80%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
15.00 15.50
m/z 71.05 54.42%
Ol\ \d\ ‘ “‘ \“‘\ h“ \“‘ \%%%‘9%8\3\0‘2\2\5\9‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T —
15.00 15.50
5000 m/z 85.10 45.75%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T —
57.0 15.00 15.50
m/z 41.10 23.11%
5000
183.0
ol L 0o a0 .
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133636.D

Acqg On : 08 Jun 2023 11:56
Operator : CG\JU

Sample : 03016-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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... 2.122 15.7 ng 708288 1 6.834 901538 20.0
Benzophenone 10.586 6.5 ng 405371 3 9.874 1252830 20.0
n-Hexadecanoic ... 11.892 3.7 ng 242234 4 11.363 1295500 20.0
1-Hexacosene 13.892 4.7 ng 216086 5 14.004 915026 20.0
1,3-Benzenedica... 14.639 11.3 ng 516952 5 14.004 915026 20.0
Heneicosane 15.127 2.3 ng 95565 6 15.468 815216 20.0
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