LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc :

ALS vial : 4 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 494 498 505 rVB 62491 72766 4.99% 0.637%
2 5.428 563 568 571 rBv 1372983 1241717 85.10% 10.872%
3 6.428 734 738 741 rBV 1418807 1234818 84.63% 10.812%
4 6.781 794 798 801 rBV 565266 423756 29.04%  3.710%
5 7.340 888 893 896 rBV 882990 816463 55.96%  7.149%

6 8.057 1011 1015 1018 rBV 699831 543201 37.23% 4.756%
7 8.392 1067 1072 1079 rBV3 8896 20538 1.41% 0.180%
8 9.134 1194 1198 1201 rBV 1736970 1459088 100.00% 12.776%
9 9.810 1310 1313 1317 rBV 604637 547265 37.51% 4.792%

10 10.022 1344 1349 1355 rBV2 12892 19616 1.34% 0.172%
11 10.604 1444 1448 1458 rBV 771686 689990 47.29% 6.042%
12 10.939 1497 1505 1506 rBVS5 9750 22168 1.52% 0.194%
13 10.969 1507 1510 1520 rVB5 15978 28480 1.95% 0.249%
14 11.304 1563 1567 1569 rBV 622848 496324 34.02%  4.346%
15 11.328 1569 1571 1574 rVV 107127 79746 5.47%  ©.698%
16 11.375 1574 1579 1583 rVB2 20322 19442 1.33% 0.170%
17 11.839 1654 1658 1668 rVB 251791 252903 17.33%  2.214%
18 11.916 1668 1671 1674 rBV 22080 20618 1.41% ©.181%
19 12.133 1705 1708 1712 rVB4 16801 18593 1.27% 0.163%
20 12.522 1770 1774 1777 rBV 228566 203553 13.95% 1.782%

21 12.627 1787 1792 1799 rBV2 103776 125977 8.63%
22 12.751 1808 1813 1816 rBV 177583 164748 11.29%
23 12.898 1834 1838 1841 rVB 1226059 1017114 69.71%

OO 0K K
O
[
[))
B

24 12.974 1846 1851 1854 rVB2 11728 16517 1.13% 145%
25 13.080 1867 1869 1873 rVB 25644 21575 1.48% 189%
26 13.186 1884 1887 1889 rBV2 18542 19185 1.31% ©0.168%
27 13.704 1970 1975 1978 rBV2 23477 29877 2.05% ©0.262%
28 13.804 1989 1992 1997 rVB3 17593 20846 1.43% ©.183%
29 13.874 2000 2004 2012 rVVe 27510 67005 4.59% 0.587%
30 13.957 2012 2018 2021 rVV2 468713 515760 35.35% 4.516%
31 13.980 2021 2022 2028 rVB 101024 73335 5.03% 0.642%
32 14.345 2081 2084 2087 rVB2 19500 18599 1.27% 0.163%
33 14.392 2087 2092 2095 rBV6 23311 42549 2.92% 0.373%
34 14.433 2096 2099 2103 rVB3 34483 40317 2.76% ©.353%
35 14.592 2123 2126 2131 rBV 69622 65222 4.47% 0.571%
36 14.816 2160 2164 2171 rVB4 44628 58319 4.00% 0.511%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.998 2191 2195 2198 rBV 90981 122078 8.37% 1.069%
38 15.086 2206 2210 2212 rBvV4 14662 18042 1.24% 0.158%
39 15.251 2234 2238 2243 rVB3 36976 53255 3.65% 0.466%
49 15.304 2243 2247 2253 rVB2 54869 68445 4.69% 0.599%
41 15.368 2254 2258 2263 rVB 73144 88424 6.06% 0.774%
42 15.433 2264 2269 2273 rBV 344555 411098 28.17% 3.600%
43 15.751 2319 2323 2328 rVB3 30444 45694 3.13% 0.400%
44 16.363 2422 2427 2432 rVB5 21442 45105 3.09% 0.395%
45 16.921 2516 2522 2529 rVB3 27997 60679 4.16% 0.531%
Sum of corrected areas: 11420810
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Dec 2023 17:37
¢ CG\JU
. 05914-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136690.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF136690.D\data.ms

5.428 6.428

7.340

6.781

5.016

\
(R LA DL LA L L L I L L L I L L L I L B L L L L L L I L L B N B B I

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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136690.D\data.ms
9.134

12.898

10.604
9.810 11.304

8.057

11.839 125

0
Time-->

23 751
11328 2.62
8.392 10.02 1mesp  11.375 .9162.133 byasase

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

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF136690.D\data.ms

13.957

16.363 16.921

T ‘ 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\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37

Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.016 3.43 ng 72766  1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 Butane 58 C4H1ie 000106-97-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 498 (5.016 min): BF136690.D\data.ms (-494) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.1 e e
‘ 83.1 4.60 4.80 5.00 5.20 5.40
OFrrrprrerrrrrr el et et M/Z 59.0@  59.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LB B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.19%
0\\\‘\\\\‘\\\?‘T“\.(\)\\“w\\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0“]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
R AR REET
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.99%
43.0
31.0 101.0
15.0 71.0 83.0
R R e e A RAEEaEEEEE L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane EmaaaE e S R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.76%
5000 29.0
15.0 w‘ 58.0
0 \H‘H‘\\‘HMHmimwm‘\m‘\m‘\m,\m‘\m‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 10.19 ng 252903  Phenanthrene-di10 11.304
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 96
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1658 (11.839 min): BF136690.D\data.ms (-1654) (- m/z 73.00 100.00%
43.1 73.0
5000
— ==
‘ 11.50 12.00
A — m/z 43.10 99.67%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 = =
129.0 11.50 12.00
213.0 m/z 60.00  84.55%
‘ ‘ (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\i}‘\\”\” \h\‘\‘””\H““H“”h “\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘H\‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0 = T
11.50 12.00
5000 129.0 m/z 57.05 77.80%
185.0
228.0
101.0
0 15.0 157.0
AN RRERS Lo o e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92069: Tridecanoic acid == T
73.0 11.50 12.00
43.0 m/z 41.05 75.12%
5000 129.0
171.0
‘ 214.0
o? = S
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\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.628 5.08 ng 125977  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 1792 (12.627 min): BF136690.D\data.ms (-1787) (- m/z 43.05 100.00%

43.0 73.0
5000
129.0
. w

S
| 12.50 13.00
_— m/z 73.00 88.05%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0

o

5000 129.0 1 T
12.50 13.00

m/z 57.05 74.81%

185.0 2410 284
Ot
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 73.0

1
12.50 13.00

5000 129.0 m/z 60.00 74.59%
199.0 242.0
0 158.0
T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid e e
73.0 12.50 13.00

m/z 41.10 63.31%

43.0
5000
129.0
185.0 228.0
“ ‘\ Il ‘ H“ HM‘ h“ M‘\ m ‘

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.874 2.60 ng 67005 Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
2 1-Heneicosanol 312 C21H440 015594-90-8 62
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 58
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 58
5 1-Octadecanol 270 C18H380 000112-92-5 58
Abundance Scan 2004 (13.874 min): BF136690.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
234.0
5000
— ——
‘ Tg 13.50 14.00
ol bR Y L m/z 55.00  85.81%
m/z--> 0 50 100150200 250 300 350400450 500550600650
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — ——
13.50 14.00
m/z 43.05 83.89%
oL ‘ 60196.0269.0
‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance
55.0
— ——
1350 14.00
5000 69.05 80.13%

125.0
0 196.0266.0
T T P P T [ T T T T T T T T T T T
m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ T
57.0 13 50 14.00
97.05  72.23%

FF, ) 20 5699

648.!
o=

m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.592 2.53 ng 65222  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 87
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 47
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 47
5 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 38
Abundance Scan 2126 (14.592 min): BF136690.D\data.ms (-2123) (- m/z 70.05 100.00%
70.0
149.0
5000 2611
] d
‘ ]f 189.2 ‘ 14.5
ol— \MM ! \Ml ) m;\ m \\ H‘“\ e e ‘HH“\‘ . m/z 149.00 75.36%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 670 i " :
' 261.0 :
m/z 261.15 51.14%
oq ||| |
0 \“\ ™ \‘“ ‘\ \“‘\ T \‘\ T T \\295\9\ | \‘\‘\ 7 \3\3\3\0‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
70.0
112.0 : A‘A ‘A : A‘ ‘ 1
167.0 261.0 14.50
5000 m/z 57.10 48.89%
0 205.0 304.0 361.0 M/\Vv’w
e i B BB e o
m/z--> 50 100 150 200 250 300 350
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester —— ‘
261.0 14.50
700 1120 m/z 112.05  48.82%
5000
167.0
0299‘“‘ H Y O I S U SN W, ‘
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl4.816 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.816 2.8 ng 58319 Perylene-dl2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 37

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 32
3 Pyridine-3-carboxamide, oxime, N... 281 C13H1OF3N30 288246-53-7 18
4 Formic acid, (3,5-dinitrophenyl)... 341 C13H15N308 1000158-07-8 11
5 1,2,4-Benzenetricarboxylic acid,... 252 C12H1206 002459-10-1 10
Abundance Scan 2164 (14.816 min): BF136690.D\data.ms (-2160) (-} | m/z 221.10 100.00%
221.1
69.1
147.0
5000 355.1 J\A
429.0 e
88l0 503.1 14.50 15.00
0! : m/z 69.10  83.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0cta
221.0
73.0
5000 147.0 295.0 — :
14.50 15.00
369.0 m/z 73.00  79.99%
O\\\\’\\\\‘\\\\“\\\\“l\ \\’\u\‘\l\l‘ T \Jl\ \L‘l\ }l\4\3|]“0 \5\\0‘3\.\0\\ ‘ \5\\9\]_‘.\(
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
39 470 2210
P e
14.50 15.00
m/z 147.00 74.14%
5000 355.0
443.0
283.0
e T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174084: Pyridine-3-carboxamide, oxime, N-(2-trifluorom P —
69.0 244.0 14.50 15.00
m/z 355.10 47.17%
5000 161.0
0J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl5.251 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.251  2.59ng 53255  Perylene-dl2 15.433

Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 32
2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 25
3 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 14
4 4H-Pyrido[1,2-a]pyrimidine-3-car... 221 C11H15N302 064399-29-7 14
5 1,2,4-Benzenetricarboxylic acid,... 252 C12H1206 002459-10-1 14

Abundance Scan 2238 (15.251 min): BF136690.D\data.ms (-2234) (- m/z 73.05 100.00%
3.0

73. 221.1
147.0
5000 2811  gec

429.: — —
‘ ‘ ‘ 15.00 15.50
0 [ ‘\H\‘ i ‘\‘ gy M Ly h; ‘\‘ \‘H\}‘u\‘ : ’\\\H\‘\I‘ u‘|‘u‘ -k “u‘“‘ L ~ ‘h o ! : m/z 221.10 84.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo
73.0
147.0

5000 267.0 W — T
355.0 429/ 15.00 15.50

207.0 m/z 147.00  64.82%

O’
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73.0
147.0

—r—
15.00 15.50
5000 m/z 281.10  44.83%

221.0
013.0
T I B T I A R B R
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #290225: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trin T
73.0 147.0 15.00 15.50
m/z 355.00 40.57%

281.0
5000
2070 | 369.0
) NNV BB MNSNES ESEPUS SHMBIAS SRS SN

m/z--> 0 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37

Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.304 3.33 ng 68445  Perylene-di12 15.433
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 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2247 (15.304 min): BF136690.D\data.ms (-2243) (- m/z 252.10 100.00%
252.1
e
43.0 86.1 0 175.1211. 15 OO 15 50
] At J‘A‘HH tolally 355 m/z 250.10  34.55%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
1500 1550
m/z 253.05 2.42%
125.0
0390 830 | 2000
T ‘ L T T T ’ L ‘ T T T T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
252.0 Aﬂ J&
1500 1550
5000 m/z 125.00 4%
126.0
410 830 200.0
i T e L B aman o p e o
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0 1500 1550
m/z 251.10 %
5000
126.0
0390 870 f ‘\\ 161.0 200.0 ‘H
T A
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl5.751 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.751 2.22 ng 45694  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3(2H,4H)-Isoquinolinedione, 6,... 369 C20H19NO6 1000115-82-7 14
2 4H-Pyrido[1,2-a]pyrimidine-3-car... 221 C11H15N302 064399-29-7 14
3 Oxalic acid, monoamide, N-(4-eth... 221 C12H15NO3 1000309-57-9 12
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 11
5 7-Methylimidazo[1,2-a]pyrimidin-... 221 C1@H15N30Si 1010468-48-3 11

Abundance Scan 2323 (15.751 min): BF136690.D\data.ms (-2319) (- m/z 73.05 100.00%

73.0 2211
147.0
5000
355.1
281.0

429.(

T
} ‘ ‘ ‘ ‘ ‘ 15.50 16.00
ok ‘h\“u\‘ \‘\M\h“\\.“\ i1l h“h ‘H‘M‘\ Ly ’M‘\ b ! ‘w“‘ L‘ ‘“‘ Al ‘ ‘\‘ h — ‘\ “‘ !\ : m/z 221.10 87.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #278014: 1,3(2H,4H)-Isoquinolinedione, 6,7-dimethoxy-4
221.0

5000 T
15.50 16.00
m/z 147.00 64.04%

77.0 1350 369.0
2650 3230
miz--> 50 100 150 200 250 300 350 400
Abundance
221.0

T
15.50 16.00

o

5000 ITI/Z 355.10 39.29%
g1.0 135.0
ot e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #100119: Oxalic acid, monoamide, N-(4-ethylphenyl)-, et
148.0 221.0 15.50 16.00
m/z 207.00 32.09%
5000 M”W\WWW
P9.0 77.0
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 10 unknownl6.363 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.363 2.19 ng 45105  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, monoamide, N-(4-eth... 221 C12H15NO3 1000309-57-9 35
2 1H-Indole-2-carboxylic acid, 6-(... 369 C22H27NO4 1000316-17-3 35
3 .alpha.-Tetraloxime, 5,6-dimethoxy- 221 C12H15NO3 023923-10-6 22
4 2-Hydroxy-5-morpholinomethyl-2,4... 221 C12H15NO3 1000242-00-2 18
5 1,2,4-Benzenetricarboxylic acid,... 252 C12H1206 002459-10-1 18
Abundance Scan 2427 (16.363 min): BF136690.D\data.ms (-2422) (| m/z 221.05 100.00%
221.1
o T MMA/\N/W
281.1 355.1 429 -
— —
‘h ‘ ‘ ‘ 16.00 16.50
ol— H‘\‘U M‘\Hh‘ H“\‘\‘I\H‘H‘ H‘H\“\‘\h‘ ‘H’ H‘L - ‘\ ‘\\h‘\ \\M‘ - ‘\‘ | ‘h‘ - “ _ J : m/z 73.00 53.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #100119: Oxalic acid, monoamide, N-(4-ethylphenyl)-, et
221.0
148.0
5000 — —
16.00 16.50
9.0 77.0 m/z 147.00 48.07%
0 \“\ e ‘\H“‘““\ “\‘ \“\‘l‘ TTTT "\ L L L B B BB
m/z--> 50 100 150 200 250 300 350 400
Abundance
221.0
— —
369.0 16.00 16.50
5000 m/z 355.10 33.68%
147.0
41.0 91.0 296.0
o N T I RS
m/z--> 50 100 150 200 250 300 350 400
Abundance #100064: .alpha.-Tetraloxime, 5,6-dimethoxy-
221.0 16.00 16.50
m/z 281.10 27.99%
5000
41.0
oo 100
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37

Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11 Dibenzo[def,mno]chrysene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.921 2.95 ng 60679  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 81
2 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 74
3 Benzo[ghi]perylene 276 C22H12 000191-24-2 58
4 2-Thiophenecarbaldehyde, 5-[5-(t... 276 C13H80S3 1000217-28-5 50
5 1H-Pyrazole-4-sulfonamide, 2TMS 291 C9H21N302SSi2 1000501-56-8 38

Abundance Scan 2522 (16.921 min): BF136690.D\data.ms (-2516) (-} | m/z 276.05 100.00%
276.1
5000
137.9 o o 4
17.00
390 74.1 ‘ 1711 225.0 M
g “““1079“““ et T o P m/z 274.10  21.75%
m/z--> 50 150 200 250
Abundance #168942: leenzo[def,mno]chryseﬂe
276.0
5000 \ ‘ i
1100
138.0 m/z 277.05  21.72%
0 \‘2\7“\0‘\“ ‘6‘(‘)‘0\ \9\3?\ T “L\ ‘1\68\(\)1\98‘(\) T \21\16‘0\ \”“‘\ T
miz--> 50 100 150 200 250
Abundance
276.0
\MMAW‘A“ AAM 0
1700
5000 m/z 137.90 21.05%
138.0
0 50.0 98.0 170.0 224.0
——
m/iz--> 50 100 150 200 250
Abundance #168935: Benzo[ghi]perylene
276.0 17.00
m/z 278.05 19.02%
5000
138.0
0 39.0 74.01050 | 174.0 211.0 2460 hh‘ “\AMA M
e e ‘
miz--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136690.D

Acqg On : 22 Dec 2023 17:37
Operator : CG\JU

Sample : 05914-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2-Pentanone, 4-... 5.016 3.4 ng 72766 1 6.781 423756 20.0
n-Hexadecanoic ... 11.839 10.2 ng 252903 4 11.304 496324 20.0
Octadecanoic acid 12.628 5.1 ng 125977 4 11.304 496324 20.0
Trifluoroacetox... 13.874 2.6 ng 67005 5 13.957 515760 20.0
1,4-Benzenedica... 14.592 2.5 ng 65222 5 13.957 515760 20.0
unknownl14.816 14.816 2.8 ng 58319 6 15.433 411098 20.0
unknown15.251 15.251 2.6 ng 53255 6 15.433 411098 20.0
Benzo[e]pyrene 15.304 3.3 ng 68445 6 15.433 411098 20.0
unknown15.751 15.751 2.2 ng 45694 6 15.433 411098 20.0
unknown16.363 16.363 2.2 ng 45105 6 15.433 411098 20.0
Dibenzo[def,mno... 16.921 3.0 ng 60679 6 15.433 411098 20.0
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