LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc :

ALS Vvial : 17 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135635.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.787 115 119 127 rBV 25618 44727 1.18% 0.129%
2 4.340 379 383 403 rBvV 150694 233193 6.16% 0.670%
3 4.975 484 491 510 rBV 2298512 3765870 99.56% 10.820%
4 5.381 556 560 578 rBV 3437382 3654779 96.62% 10.501%
5 5.763 621 625 632 rBV 108319 107487 2.84% 0.309%
6 6.392 728 732 758 rBV 3515990 3782600 100.00% 10.868%
7 6.598 764 767 783 rBvV2 17122 47400 1.25% 0.136%
8 6.739 787 791 801 rVB 1086396 951090 25.14% 2.733%
9 7.304 883 887 899 rBV 2308023 2454684 64.89% 7.053%
10 8.016 1004 1008 1017 rBV 1431814 1285062 33.97% 3.692%
11  9.098 1187 1192 1195 rBV 4040990 3711659 98.12% 10.664%
12 9.216 1208 1212 1222 rVB 200348 201844 5.34% 0.580%
13 9.775 1303 1307 1310 rBV 1605996 1371844 36.27% 3.942%
14 10.569 1438 1442 1458 rBV 2269161 2343499 61.95% 6.733%
15 11.269 1557 1561 1563 rBV 1618048 1368877 36.19% 3.933%
16 11.292 1563 1565 1569 rWW 219463 184160 4.87% 0.529%
17 11.345 1570 1574 1578 rVB 59542 61398 1.62% 0.176%
18 11.804 1649 1652 1658 rBV 354482 368360 9.74% 1.058%
19 11.886 1663 1666 1668 rBV 46815 41950 1.11% 0.121%
20 12.374 1743 1749 1753 rBV5 70113 103413 2.73% 0.297%

21 12.486 1765 1768 1773 rBV 405044 398763 10.54%
22 12.592 1784 1786 1792 rBV3 50637 78842 2.08%
23 12.721 1802 1808 1813 rVB 393979 430519 11.38%

O 00RO F
N
w
N
3R

24 12.863 1826 1832 1836 rBV 3113891 3037990 80.31% 729%
25 12.939 1841 1845 1850 rBvV2 40390 59067 1.56% 170%
26 13.051 1857 1864 1868 rBV2 93257 144699 3.83% 0.416%
27 13.121 1873 1876 1878 rVWV 68998 62614 1.66% 0.180%
28 13.157 1878 1882 1889 rVB3 64696 89581 2.37% ©.257%
29 13.251 1895 1898 1900 rBV 43258 38866 1.03% 0.112%
30 13.574 1950 1953 1958 rVB 46255 52869 1.40% 0.152%
31 13.680 1968 1971 1973 rBV 52661 50741 1.34% 146%
32 13.851 1994 2000 2006 rBVv4 43082 114863 3.04% 330%

33 13.927 2006 2013 2016 rVV2 1021488 1192516 31.53%

GRS
IN
N
o)
R

34 13.957 2016 2018 2026 rVB 291627 266946  7.06% 767%
35 14.398 2088 2093 2096 rBV6 41900 81253 2.15% 233%
36 14.498 2107 2110 2111 rBV 68398 60228 1.59% 0.173%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS Vvial : 17 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.557 2116 2120 2124 rBV 307727 343142 9.97% ©.986%
38 14.651 2133 2136 2137 rBvV2 59267 52876 1.40% ©.152%
39 14.680 2138 2141 2148 rVB 118097 227516 6.01% 0.654%
40 14.733 2148 2150 2153 rBV 60047 61821 1.63% 0.178%
41 14.821 2162 2165 2168 rVB2 44503 44004 1.16% 0.126%
42 14.974 2187 2191 2194 rBV 222815 331528 8.76% ©.953%
43 15.274 2238 2242 2248 rVB 133753 164946 4.36% 0.474%
44 15.339 2249 2253 2258 rBV 134794 166070 4.39% 0.477%
45 15.398 2258 2263 2268 rBV 669571 890208 23.53% 2.558%
46 15.839 2334 2338 2344 rBV2 39701 63402 1.68% ©0.182%
47 16.892 2511 2517 2522 rBvV2 54132 117960  3.12% ©.339%
48 17.339 2589 2593 2605 rVB 39127 96775 2.56% 0.278%
Sum of corrected areas: 34804501
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 06 Oct 2023 18:25
¢ CG\JU
: 04736-02

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
BF135635.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF135635.D\data.ms

5.381 6.392

4.975 7.304

6.739

2787 4.340

Time-->

5.763 @598

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

8.016

9.098

9.775

TIC: BF135635.D\data.ms

10.569

L

12.863

11.269

12.4862.72

11.804
12 37 2 59

111292
.345 MSG

12 gErs:

0
Time-->

10.00

10.50 11.00

11.50 12.00 12 50 13. 00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

05

13.927

15.398

14.557

131957
13504805 w

374 138340

TIC: BF135635.D\data.ms

15.839

16.892

17.339

Time-->

13. 50 14 OO 14 50

15 00 15 50

16 00 16.50

‘ T T ‘ T T ‘ T
17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3-Hexen-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.340 4.90 ng 233193  1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H1e0 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
Abundance Scan 383 (4.340 min): BF135635.D\data.ms (-379) (-) m/z 55.05 100.00%

55.0 83.0
5000 43.0
08.1

‘ 4.00 4.20 4.40 4.60
I

Obreprrrr et 8T0 L m/z 83.e0  85.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 N R L R

98.0 4.00 4.20 4.40 4.60
m/z 43.00 43.39%

15.0
’67.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0

4.00 4.20 4.40 4.60

o

m/z 98.10 32.96%
5000 - 43.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3775: 2-Pentene, 2,4-dimethyl- P T
55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.10  29.70%

5000 41.0
270 98.0
i TR Y
| I 1l I |

\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L B A R

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.975 79.19 ng 3765870  1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 491 (4.975 min): BF135635.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
e AREREERREES R
‘ 83.0 1011 4.60 4.80 5.00 5.20
Ot bl 7RO 2SE L m/z 59.18 57.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L BN B R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 15.86%
031.01183.0101-0’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.23%
410 101.0
27.0 '
ob 220 Tl Ul 710 B30 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- ‘_““‘H““‘W““W
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.00%
5000 41.0
29.
87.0
H“H“H‘w“H“H“H‘w“u“u“u‘w“u“u‘,‘ e REEEERREES S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.763 2.26 ng 107487 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 27
4 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
5 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 23
Abundance Scan 625 (5.763 min): BF135635.D\data.ms (-621) (-) m/z 42.95 100.00%
3.0
73.1
5000
1151 f e e

| 56.0 86.0 100.0 | - 5.40 5.60 5.80 6.00
ob vy v et e R m/z 73.10  79.21%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 L L L B R B B

5.40 5.60 5.80 6.00
m/z 115.10  11.30%

115.0
O \\\‘%?\.\O‘\\zf‘%[.(\)\\\‘[‘1}‘\\‘\5\‘6}.\()‘\\\\‘\}\\‘\\\\‘\\]-\(\)}o\'\()\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
A
5.40 5.60 5.80 6.00
5000 58.0 ITI/Z 41.05 10.22%
15.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0 5.40 5.60 5.80 6.00
m/z 55.00 6.18%
5000
27.0 430 560
0 Lo il il \, 86.0 101.0 11\5'0
A L s E e A AAARRS P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.216 2.94 ng 201844  Acenaphthene-die 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
5 (-)-1e-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 45
Abundance Scan 1212 (9.216 min): BF135635.D\data.ms (-1208) (-) m/z 43.00 100.00%
3.0
109.1
5000 151.1
RERRNREERSESEES SEnEs
‘ 85.0 8.80 9.00 9.20 9.40 9.60
Obrr J,wh‘q s Nnﬂt b e ey | M/Z 10910 59.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 DL B RN B R
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 37.74%
0 ;\5\.9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
s BaR T o
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 18.55%
oL 220 T80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol S e e T T T
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 12.90%
5000 151.0
43.0 80.0
0 ??9H“ﬂuﬂ‘ww‘wk‘H,‘NH"H“Hl“u“_“W“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25

Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.804 5.38 ng 368360 Phenanthrene-d10 11.269
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 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1652 (11.804 min): BF135635.D\data.ms (-1649) (-

43.05 100.00%

43.0 73.0
5000 192.1
129.0
= S
I H\ B0 | P, pereze 11801290
YU 7 T A PO P i i m/z 73.08  92.15%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 - e
129.0 11.50 12.00
213.0 59.95 87.28%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ \\H\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— e
11.50 12.00
5000 129.0 57.05  79.68%
99.0
| H\ e |
EETTIN 1 O O P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid et T
73.0 11.50 12.00
43.0 41.05 68.44%
5000 129.0
185.0
H 228.0
0;§RWAMNJWmwk%_ﬁuLM‘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\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.051 2.43 ng 144699  Chrysene-di12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 92
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68
Abundance Scan 1864 (13.051 min): BF135635.D\data.ms (-1857) (- m/z 216.10 100.00%
216.1
5000 j\
107.7 = I ‘
' 13.00
63.0 . 187.0 m
b0 e J‘u_“\H_‘1‘3‘?‘9‘wum,wwwu: e m/z 215.05  84.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 A - ‘
13.00
m/z 213.05 19.73%
95.0 189.0
oL.270 63.0 | 1220 1630 | ||
H\‘\H\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘W\H’\\\\‘H\ ‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzol[b]fluorene
e | Dl
: e
13.00
5000 m/z 217.05 16.70%
108.0
0 57'0 I \“ . 16§018\\?0 h‘\ ‘\
R REaE R Raa A o T RN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 W\J\
Abundance #94579: Fluoranthene, 2-methyl- x“ﬂﬁﬂ —4 el
216.0 13.00
m/z 107.70  16.59%
5000
108.0
o390 740 " 1340163010 | e
R R L L RRRARA R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25

Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier:

Quant Method
Quant Title

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

1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 7 1,4-Benzenedicarboxylic aci...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.557 5.75 ng 343142  Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 46
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 43
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 43
5 Terephthalic acid, but-3-enyl oc... 332 C20H2804 1000356-33-8 38

Abundance Scan 2120 (14.557 min): BF135635.D\data.ms (-2116) (- m/z 70.05 100.00%
70.0 149.0
5000 261.1
T \
Ly
ol A A Ui209 8, | 11899 ] 3031 n/7 149.00  88.07%
miz--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 — ‘
14.50
m/z 261.15 51.38%
O+ \M‘h‘\‘ ‘\‘h\““\‘\“ — J \‘\1\8\9.‘0\ T T 13\0‘4\9\ \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 — ‘
167.0 261.0 14.50
5000 m/z 57.05 49,79%
o M h‘ 0 ‘ . 2170 | 3040 3610
L B P B S
m/z--> 50 100 150 200 250 300 350
Abundance #295634: Terephthalic acid, di(4-octyl) ester — ‘
261.0 14.50
m/z 112.05 45.59%
167.0
5000
112.0
70.0
AP R P T N ) E— -~
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF091123.M Mon Oct @9 13:52:55 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 8 Phthalic acid, nonyl 2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.680 5.11 ng 227516  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, nonyl 2-propylpen... 404 C25H4004 1000377-92-5 50
2 Phthalic acid, 4-methylhept-3-yl... 390 C24H3804 1000377-94-3 50
3 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 50
4 Phthalic acid, 5-methylhex-2-yl ... 390 C24H3804 1000371-08-5 50
5 Phthalic acid, 3,3-dimethylbut-2... 306 C18H2604 1000357-00-1 50

Abundance Scan 2141 (14.680 min): BF135635.D\data.ms (-2138) (- m/z 149.00 100.00%

149.0
5000 57.1

293.1 1450 1500

7.1 1450 1500
191.0

- OO0 240 | h, 7.0 42.97%

|
miz--> 50 100 150 200 250 300
Abundance  #304950: Phthalic acid, nonyl 2-propylpentyl ester
149.0

5000 e e
14.50 15.00

m/z 71.10 36.01%

57.0 112.0 293.0
O \“‘“‘\ ‘” T “\‘ T l T ‘\ LI L A B B N \“ 1
m/z--> 50 100 150 200 250 300
Abundance  #295725: Phthalic acid, 4-methylhept-3-yl octyl ester
149.0

T —
14.50 15.00

o

5000 m/z 43.05 24.63%
570 1120 279.0 WM
0 b—— ‘\\‘ I IS l M L e
miz--> 50 100 150 200 250 300
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester — ——
149.0 14.50 15.00

m/z 85.10  22.28%

s000 M
57.0 gg9 | 293.0

ol e e — —
miz--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.274 3.71 ng 164946  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2242 (15.274 min): BF135635.D\data.ms (-2238) (- m/z 252.10 100.00%
252.1
5000
12"5 1 L7 15.00 15.50
0/ 510 870 | | 1631197.9 , [ 3020340 ./, 356,10  32.02%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 S P
15.00 15.50
m/z 253.10 22.72%
125.0
0l 50.0 830 | 1580 2000 . |
T ‘ T T 1T ‘ T T T LI ‘ L L ‘ T T T 7T
m/z--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0
= =
15.00 15.50
5000 m/z 125.05 15.44%
126.0
0,500 870 | 16302000 w‘l«‘ S
miz--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene T 7
252.0 15.00 15.50
m/z 126.05 11.39%
5000
126.0
039.0 870 | ‘\\ 161.0 2000 “H‘
e s s
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 11 Dibenzo[def,mno]chrysene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.339 2.17 ng 96775  Perylene-di12 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 94
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 93
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 83
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 72
5 Phosphoric acid, 4-methoxy-2-(me... 276 C11H1706P 094420-71-0 50

Abundance Scan 2593 (17.339 min): BF135635.D\data.ms (-2589) (- m/z 276.10 100.00%

276.1
5000
138.0
410 75.0 ‘ 190.1224.1 h 17.00 1750
ol A0 e AR m/z 277.10  26.89%
miz--> 50 100 150 200 250
Abundance #168942: Dibenzo[def,mno]chrysene
276.0
5000
17.00 17.50
138.0 m/z 138.00  24.00%
oL L0000 980 | om0 240 |
miz--> 50 100 150 200 250
Abundance #168932: Benzo[ghi]perylene
276.0

17.00 17.50
5000 ITI/Z 274.05 23.25%
138.0
0 500 910 ‘“ 1700 2220 I
I A e e I e L B A e B
m/z--> 50 100 150 200 250
Abundance #168939: Indeno[1,2,3-cd]pyrene
276.0 17.00 17.50
m/z 137.00 19.17%
5000
138.0
28.0
0 ‘\ 91.0 1 “ 224.0 | h‘
L e e e e — —
m/z--> 50 100 150 200 250 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135635.D

Acqg On : 06 Oct 2023 18:25
Operator : CG\JU

Sample : 04736-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
3-Hexen-2-one 4.340 4.9 ng 233193 1 6.739 951090 20.0
2-Pentanone, 4-... 4.975 79.2 ng 3765870 1 6.739 951090 20.0
2-Pentanone, 4-... 5.763 2.3 ng 107487 1 6.739 951090 20.0
2,4,7,9-Tetrame... 9.216 2.9 ng 201844 3 9.775 1371840 20.0
n-Hexadecanoic ... 11.804 5.4 ng 368360 4 11.269 1368880 20.0
Pyrene, 1-methyl-  13.051 2.4 ng 144699 5 13.927 1192520 20.0
1,4-Benzenedica... 14.557 5.8 ng 343142 5 13.927 1192520 20.0
Phthalic acid, ... 14.680 5.1 ng 227516 6 15.398 890208 20.0
Benzo[e]pyrene 15.274 3.7 ng 164946 6 15.398 890208 20.0
Dibenzo[def,mno... 17.339 2.2 ng 96775 6 15.398 890208 20.0
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