LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc :

ALS Vvial : 18 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133082.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.281 367 373 379 rBV 92492 111258 2.37% 0.294%
2 4.928 474 483 495 rVB 815310 1058035 22.51% 2.799%
3 5.351 549 555 558 rBV 4047086 4448920 94.64% 11.770%
4 5.740 615 621 627 rBV 64648 56477 1.20% 0.149%
5 6.375 723 729 732 rBV 4240747 4501214 95.76% 11.909%

6 6.734 786 790 793 rBV 1384920 1018819 21.67%
7 7.298 881 886 889 rBV 3275339 2883947 61.35%
8 8.016 1005 1008 1011 rBV 1790185 1388020 29.53%
9 9.098 1187 1192 1195 rBV 5159171 4700754 100.00% 12.

9.769 1302 1306 1309 rBV 2080246 1563569 33.26%

A NMNWIDN
a
~N
N
R

11 10.480 1423 1427 1431 rBV 218524 176387 3.75%
12 10.557 1435 1440 1443 rBV 3368954 3054253 64.97%
13 11.251 1554 1558 1560 rBV 1909398 1578401 33.58%

OO0 PO
=
N
)
B

14 11.269 1560 1561 1565 rVV 192111 137045 2.92% 363%
15 11.322 1565 1570 1573 rVB 99628 82557 1.76% 218%
16 11.786 1645 1649 1653 rBV2 453968 395723 8.42%  1.047%
17 11.857 1658 1661 1664 rBV 91905 93132 1.98% ©0.246%
18 12.298 1733 1736 1739 rBV 47018 52683 1.12% ©.139%
19 12.339 1739 1743 1744 rVV3 65369 88706 1.89% 0.235%
20 12.380 1747 1750 1755 rVV2 85839 155993 3.32% 0.413%
21 12.457 1759 1763 1767 rVB 768343 656831 13.97% 1.738%
22 12.569 1779 1782 1786 rBV3 85417 98645 2.10% 0.261%
23 12.610 1786 1789 1794 rVV2 49585 71245 1.52% 0.188%
24 12.686 1796 1802 1805 rVV 662476 675514 14.37% 1.787%
25 12.745 1807 1812 1816 rVB4 57017 90079 1.92% ©0.238%
26 12.839 1824 1828 1831 rBV 4815232 4234153 90.07% 11.202%
27 12.904 1835 1839 1843 rBV2 51613 69550 1.48% ©.184%
28 13.016 1855 1858 1861 rVB2 89789 94331 2.01% ©.250%
29 13.080 1866 1869 1872 rBV 95830 78762 1.68% 0.208%
30 13.116 1872 1875 1878 rBV 75096 73533 1.56% ©.195%
31 13.421 1924 1927 1930 rBV 74244 60207 1.28% ©.159%
32 13.516 1940 1943 1949 rVB 49785 58940 1.25% 0.156%
33 13.627 1958 1962 1965 rBV2 57279 70403 1.50% 0.186%
34 13.751 1981 1983 1986 rVB 73524 52951 1.13% ©.140%
35 13.804 1986 1992 1994 rBV5 54712 107748 2.29% ©.285%

36 13.880 2000 2005 2008 rBV2 1298416 1348935 28.70%  3.569%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS Vvial : 18 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.904 2008 2009 2012 rVB 223072 159509 3.39% 0.422%
38 14.068 2034 2037 2039 rVB2 74215 62926 1.34% 0.166%
39 14.368 2085 2088 2091 rBV3 54437 55886 1.19% ©.148%
40 14.668 2137 2139 2144 rVB2 51913 58314 1.24% 0.154%
41 14.898 2174 2178 2181 rBV 209476 323720 6.89% 0.856%
42 14.998 2191 2195 2200 rVB2 73543 89798 1.91% ©.238%
43 15.180 2223 2226 2231 rVB 117210 139669 2.97% 0.370%
44 15.239 2232 2236 2242 rBV 173809 198531 4.22% ©.525%
45 15.304 2242 2247 2250 rBV 962562 1086400 23.11% 2.874%
46 16.668 2474 2479 2487 rVB2 75193 146684 3.12% 0.388%
47 17.074 2544 2548 2556 rVB 48819 88156 1.88% ©.233%

Sum of corrected areas: 37797313
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Apr 2023 00:05
¢ CG\JU
. 02490-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
BF133082.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133082.D\data.ms

6.375
5.351

7.298

6.734

4.928

4.281 5.740

VAN A
L L L L L L L L L L L L L B L I B R R A R R I L L L L L L L B B L IR B IR

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
5000000

4000000

3000000

2000000

1000000

TIC: BF133082.D\data.ms
9.098 12.839

10.557

9.769

8.016 11.251

12.45%; 636

0
Time-->

11.786
J o ps  alesr rsVABIES
‘ T T U L A P F A L A R B

I T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF133082.D\data.ms

13.880

15.304

sod 8983809 16.668  17.074

‘ T T ‘ T T T T T ‘ T
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\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.281 2.18 ng 111258 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
Abundance Scan 373 (4.281 min): BF133082.D\data.ms (-367) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 98.1
A AR maERE T
4.00 4.20 4.40 4.60
i Il ‘ | 67.0 | 9
O+ e e e m/z 55.10 97.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B B R
290 43.0 98.0 4.00 4.20 4.40 4.60
' m/z 43.00 42.43%
|

o

67.0”’
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 4.00 4.20 4.40 4.60
5000 m/z 98.10 37.91%

98.0

M‘\ \\‘\ 67.0 |

owwwwwm T NN R

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- AR AN maEEE T

55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.00 31.10%

41.0
5000
27.0 98.0
15.0 ‘ 69.0
‘ ‘ Ay M‘ \‘\ |
L e B e

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\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
4.928 20.77 ng 1058040 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 483 (4.928 min): BF133082.D\data.ms (-474) (-) m/z 42.95 100.00%

43.0
5000
1011 UL B L R L L I IR |
‘ ‘ 4.60 4.80 5.00 5.20
ol d®t 2970 n/z 590106 53.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R R
4.60 4.80 5.00 5.20
m/z 101.10 17.97%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T ammE e ARRAR
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.75%
0 37\ \‘H 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.53%
5000
15.0 | 72.0 100.0
ottt T T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.480 2.26 ng 176387  Acenaphthene-di10 9.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1427 (10.480 min): BF133082.D\data.ms (-1423) (- m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.1 e
10.50
152.1
O e e 2L T m/z 77.10 63.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 1
10.50
510 m/z 182.10  49.45%
oL 210 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38966: Benzoyl isothiocyanate
105.0
-2
10.50
5000 77.0 m/z 51.16  25.80%
51.0
0 270 | 131.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate T
105.0 10.50
m/z 181.10 8.53%
77.0
5000
51.0
15.0 148.0 A
) M Y SN et N o Ll 4 e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.786 5.01 ng 395723  Phenanthrene-d10 11.251
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1649 (11.786 min): BF133082.D\data.ms (-1645) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
213.3 T T
‘ 157.1185.2 256.3 11.50 12.00
Y m/z 73.60  96.66%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 85.99%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/z 57.05 77 .98%
171.0
‘ 214.0
0?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add — P
73.0 11.50 12.00
43.0 m/z 41.05 72.26%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ = e
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\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.180 2.57 ng 139669  Perylene-di2 15.304
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[j]fluoranthene 252 C20H12 000205-82-3 97
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2226 (15.180 min): BF133082.D\data.ms (-2223) (| m/z 252.10 100.00%
25p.1
o M
125.0 - ——
67.0 h 200.1 365 15.00 1550
Ol 280 L 16810, W 2991 505+ /7 25e.10  27.49%
m/z--> 50 100 150 200 250 300 350
Abundance #138559: Benzo[e]pyrene
252.0
5000 e I
15.00 15.50
126.0 m/z 253.20  21.13%
0l 410 870 | \H‘ 163, 02000 |
\\\‘\\\\ \‘\ 11\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
— re
15.00 15.50
5000 m/z 125.00 17 .46%
126.0
ol 500 87.0 | 163.0200.0 ‘\
e Lo e T e o e
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]fluoranthene T —
252.0 15.00 15.50
m/z 126.10 13.77%
5000
126.0
0,380 870 \“ 163.0200.0 |
e e e P e
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\BF042623\
Data File : BF133082.D

Acqg On : 27 Apr 2023 00:05
Operator : CG\JU

Sample : 02490-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Penten-2-one,... 4.281 2.2 ng 111258 1 6.734 1018820 20.0
2-Pentanone, 4-... 4.928 20.8 ng 1058040 1 6.734 1018820 20.0
Benzophenone 10.480 2.3 ng 176387 3 9.769 1563570 20.0
n-Hexadecanoic ... 11.786 5.0 ng 395723 4 11.251 1578400 20.0
Benzo[e]pyrene 15.180 2.6 ng 139669 6 15.304 1086400 20.0
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