LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc :

ALS vial : 5 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: BF133635.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.051 500 504 510 rBV 45407 54136 1.69% 0.231%
2 5.446 566 571 575 rBvV 2077389 2119948 66.06% 9.056%
3 6.463 738 744 747 rBV 2262664 2337114 72.83% 9.984%
4 6.834 803 807 810 rBV 1210131 946507 29.50% 4.043%
5 7.398 898 903 906 rBV 1765248 1468000 45.75% 6.271%

8.116 1022 1025 1029 rBV 1518295 1220877 38.05% 5
9.198 1204 1209 1212 rBV 3437893 3078599 95.94% 13.
9.875 1320 1324 1327 rBV 1669462 1313955 40.95% 5.613%
10.586 1442 1445 1449 rBV 394425 350814 10.93% 1
10 10.663 1454 1458 1462 rBV 2362610 2316668 72.19% 9

11 11.363 1573 1577 1580 rBV 1654959 1354992 42.22% 5
12 11.886 1663 1666 1677 rBV 186488 200089 6.24% ©
13 12.574 1777 1783 1787 rBV 230891 191369 5.96% ©.818%
14 12.804 1815 1822 1825 rBV 168354 167748 5.23% ©
15 12.957 1843 1848 1851 rBV 3334848 3208982 100.00% 13.

16 13.857 1997 2001 2004 rBV2 43983 51869 1.62%
17 13.898 2004 2008 2019 rVV5 68828 221106  6.89%
18 14.010 2022 2027 2029 rVV 983238 1007545 31.40%

[CRCINECR)
w
()
2
R

19 14.033 2029 2031 2038 rVB 81214 76570 2.39% 327%
20 14.480 2104 2107 2110 rBV 47845 43492 1.36% 186%
21 14.639 2130 2134 2138 rVB 520453 434600 13.54% 1.857%
22 14.863 2169 2172 2175 rBV 45799 45288 1.41% 0.193%
23 15.045 2199 2203 2206 rBV 54496 86341 2.69% 0.369%
24 15.127 2213 2217 2224 rVB 90915 106239 3.31% ©0.454%
25 15.345 2252 2254 2260 rVB 32573 37151 1.16% ©.159%
26 15.474 2270 2276 2280 rBV 716275 882997 27.52% 3.772%
27 15.945 2352 2356 2362 rVB2 58470 85242 2.66% ©.364%

Sum of corrected areas: 23408238

8270-BF052523.M Fri Jun 09 10:18:16 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 08 Jun 2023 11:25
¢ CG\JU
. 03016-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
BF133635.D

: 5 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc

ALS vial : 5 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 1 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.586 5.34 ng 350814  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 50
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 50
Abundance Scan 1445 (10.586 min): BF133635.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
R \
‘ | 1521 | 10.50 ]
ot e e e e m/z 77.05 63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
5L.0 m/z 182.10  47.68%
b 1520 )
O‘H\\“H\\‘\H‘\‘\\\\‘\H\‘\\H‘\H‘\‘\\H‘\H\‘\\H‘H\\‘\\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0

77.0 10.50
5000 m/z 51.00  29.65%

51.0

152.0
e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #133876: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-benzoylthio o ‘
77.0 105.0 10.50

m/z 50.00 9.31%

5000 51.0

0 m‘H ‘\\ Mh\H | 144.0 178.0 207.0 249.(
T T P T T T T [ T [T T T —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc

ALS vial : 5 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.886 2.95 ng 200089  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1666 (11.886 min): BF133635.D\data.ms (-1663) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
P —
1711  213.2
s L TR asea) juso o tece
Y whm”mw bk bbb b e m/z 73,00 94.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T ]
11.50 12.00
. 157.01g5 2130  256.0 m/z 60.00 89.34%
O,
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— e
11.50 12.00
5000 129.0 m/z 41.05 78.82%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 57.05 75.52%
5000
1290 242.0
199.0
| e
YO0 |0 T ok WP SO - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc

ALS vial : 5 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 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.39 ng 221106  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2008 (13.898 min): BF133635.D\data.ms (-2004) (- m/z 57.00 100.00%
97.1
5000
30.1178.1 13.50 14.00
LR LLET L 2300 2821 ' |
ob— ‘u“\ A \\Mm\um | uuu Ll H L \h‘\‘ T m/z 83.10 87.34%
miz-> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0 83.0
5000 — ——
13.50 14.00
25.0 m/z 43.10 87.29%
0 L ‘\ ‘ ‘M\ h\‘ \‘ h \ “ “‘ ‘“ T ‘\.\ T ‘ T T T ‘ T T T ‘?\’2\2.\0\
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— ——
13.50 14.00
5000 m/z 55.10 84.04%
onsg [1N11 e 1 1810 2220 2640 3080 _
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 13.50 14.00
m/z 69.10 78.64%
h mwﬁwadef\M“¢WA”W”N
RECEN \\ | | Ja00 O 1960 2690 3200
ety e — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
BF133635.D

: 08 Jun 2023 11:25
: CG\JU
: 03016-01

: 5

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

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 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.639 8.63 ng 434600  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 9-(2',2'-Dimethylpropanoilhydraz... 576 C30H42C12N403 1000111-04-6 25
4 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 25
5 Phthalic acid, 3,5-difluoropheny... 320 C17H14F204 1000314-96-0 22
Abundance Scan 2134 (14.639 min): BF133635.D\data.ms (-2130) (- m/z 70.05 100.00%
70.0
149.0
5000 261.1
— —
“ ‘ " ‘ | 14.50 15.00
o-ri Wb 112089 | | 827.0876.0 ' m/z 149.00  64.61%
mlz--> 100 150 200 250 300 350 400 450
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
261.
149.0 610
5000 — o
14.50 15.00
m/z 261.10 46.12%
m/z--> 100 150 200 250 300 350 400 450
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
— —
1490 261.0 14.50 15.00
5000 m/z 112.05 42 .59%
o"”*‘ Laso || w0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345471: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichlg —— —
149.0 14.50 15.00
m/z 57.05 40.92%
57.0
5000
{ ‘ { 279.0
I = R
m/z--> 50 100 150 200 250 300 350 400 450 14-50 15 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060823\
Data File : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc

ALS vial : 5 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.41 ng 106239  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 2217 (15.127 min): BF133635.D\data.ms (-2213) (-] | m/z 57.10 100.00%
57.1
- M
9.1 — —
‘ |[]|, 1552 2071 2681 aurs 15.00 15.50
Ol e m/z 71.05  63.75%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 m— R
15.00 15.50
m/z 43.10 62.80%
9.0
0 \‘ \L ‘\ H\ H\ H‘ | :‘l‘.4‘19 1830 225.0 268 0
\\\‘\\ \\\\\\\\’\\\1‘\\\\‘\\\\‘\\
miz--> 50 1oo 150 200 250 300 350
Abundance #141058: Octadecane
57.0
—— —
15.00 15.50
5000 m/z 85.10 46.61%
9.0
L[ 00 2540
[(ERUR A 1 Mwm,mWm_m_‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane — ——
57.0 15.00 15.50
m/z 55.05 23.81%
ol ‘L‘ L1l M | 14101830 225.0 267.0 309.0 _367.
gl - I B AL I H e B — —
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 : BF133635.D

Acqg On : 08 Jun 2023 11:25
Operator : CG\JU

Sample : 03016-01

Misc

ALS vial : 5 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|
Benzophenone 10.586 5.3 ng 350814 3 9.875 1313960 20.0
n-Hexadecanoic ... 11.886 3.0 ng 200089 4 11.363 1354990 20.0
1-Tricosene 13.898 4.4 ng 221106 5 14.010 1007550 20.0
1,4-Benzenedica... 14.639 8.6 ng 434600 5 14.010 1007550 20.0
Nonadecane 15.127 2.4 ng 106239 6 15.474 882997 20.0
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