LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc :

ALS Vvial : 21  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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126578.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.993 491 494 505 rVB 58407 78079 3.11% 0.400%
2 5.392 557 562 565 rBvV 2416480 2477347 98.77% 12.680%
3 6.410 729 735 738 rBV 2243000 2508078 100.00% 12.837%
4 6.769 792 796 799 rBV 668996 527592 21.04% 2.700%
5 7.334 886 892 895 rBV 1593037 1688917 67.34% 8.644%

6 7.957 994 998 1006 rBV 171539 149623 5.97% 0.766%
7 8.051 1010 1014 1017 rBV 832916 707428 28.21%  3.621%
8 9.133 1192 1198 1201 rBV 2480992 2322184 92.59% 11.886%
9 9.810 1308 1313 1316 rBV 759084 693983 27.67%  3.552%

9.839 1316 1318 1321 rVB 36467 26295 1.05% ©.135%

11 10.598 1440 1447 1450 rBV 1486901 1292611 51.54%
12 11.292 1561 1565 1567 rBV 691012 565575 22.55%
13 11.316 1567 1569 1572 rVV 208111 158717 6.33%

OO O NI
(o]
iy
N
R

14 11.369 1575 1578 1582 rVB 41018 36041 1.44% 184%
15 11.527 1600 1605 1611 rBV2 15788 25265 1.01% 129%
16 11.798 1648 1651 1654 rBV2 19644 28628 1.14% 0.147%
17 11.833 1654 1657 1662 rVV2 84120 91118 3.63% 0.466%
18 11.910 1667 1670 1672 rBV 33894 32094 1.28% 0.164%
19 12.280 1730 1733 1741 rBV5 19955 42947 1.71% 0.220%
20 12.345 1741 1744 1756 rBV 1609344 1781324 71.02% 9.117%
21 12.510 1768 1772 1775 rVB 247420 221959 8.85% 1.136%
22 12.621 1788 1791 1795 rBV 68866 78138 3.12% 0.400%
23 12.663 1795 1798 1802 rVB 60762 63261 2.52% 0.324%
24 12.733 1805 1810 1813 rBV 226173 243626  9.71%  1.247%
25 12.886 1832 1836 1839 rVB 1659142 1464387 58.39%  7.495%
26 12.945 1844 1846 1852 rVB4 38917 51880 2.07% ©0.266%
27 13.068 1862 1867 1869 rVB2 42267 60978 2.43% 0.312%
28 13.133 1870 1878 1881 rBv4 30585 62072 2.47% ©.318%
29 13.192 1886 1888 1892 rVB5 23825 28366 1.13% 0.145%
30 13.263 1898 1900 1903 rVB2 33479 33098 1.32% 0.169%
31 13.792 1987 1996 1998 rVB2 130459 180389 7.19% ©.923%
32 13.939 2010 2015 2018 rBV2 539308 591416 23.58% 3.027%
33 13.963 2018 2019 2025 rVB 97550 68354 2.73% 0.350%
34 14.039 2028 2032 2037 rBV2 82961 103192 4.11% ©.528%
35 14.427 2096 2098 2102 rBV3 39174 48060 1.92% ©.246%
36 14.592 2123 2126 2129 rBV2 35065 44738 1.78% 0.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS Vvial : 21  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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.980 2189 2192 2200 rVB 114238 221487 8.83% 1.134%
38 15.274 2239 2242 2248 rVB 68282 91795 3.66% 0.470%
39 15.333 2249 2252 2258 rVB 88134 102362 4.08% 0.524%
40 15.398 2258 2263 2267 rBV 372561 468516 18.68% 2.398%
41 16.809 2500 2503 2515 rVB2 34939 76023 3.03% 0.389%

Sum of corrected areas: 19537943
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 10 Jan 2022 20:35

: N1e80-02

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
BF126578.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF126578.D\data.ms
5.392

6.410

7.334

6.769

4.993

Time-->
Abundance

2000000

1500000

1000000

500000

\\‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘LHH‘HH‘HH‘HH‘HH‘HH‘H\

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

TIC: BF126578.D\data.ms

9.133

12.345 12.886

10.598

8.051
9.810 11.292

11,316
2711,

L

0
Time-->
Abundance

2000000

1500000

1000000

500000

9,839
A — T

10.00 10.50 11.00
TIC: BF126578.D\data.ms

3695
s
11.50

e —T
12.00 12.50 13.00

13.939

14.980
13.792)a6839 14.422.592 183343

16.809

Time-->

8270-BF122921

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ 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\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.992 2.96 ng 78079 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 3-Hexanol 102 C6H140 000623-37-0 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 494 (4.992 min): BF126578.D\data.ms (-491) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 L
83.0 4.60 4.80 5.00 5.20 5.40
Ol bl i b m/z 5895 63.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LB B I
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00  20.45%
101.0
27.0
O\\‘\\\\‘\\H\“‘\\\\“w}\\‘\\w\‘\\\7\0‘.9\\?%\-(\)\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 18.24%
29.
87.0
obtso UL Ll L tee | w0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- Rmaas A R E s
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.92%
41.0
5000
86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.957 4.23 ng 149623  Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 998 (7.957 min): BF126578.D\data.ms (-994) (-) m/z 57.10 100.00%
57.1
5000
e 760780800820
39 101.1 : : : :

0 “ﬁ M m““‘ AL f-m—— ‘1‘3‘2‘1‘ e m/z 45.10  97.09%

m/z--> 20 40 60 80 100 120 140 160

Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-

57.0
5000 L L BN B LI BN B
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.10 33.82%
O \\\‘\‘H“\‘\“‘H‘\\MH\\‘M‘\‘\‘1‘\1\0}0‘\0\\\‘\]—\312\0‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e R e
7.60 7.80 8.00 8.20
5000 m/z 75.10 18.09%
29.0 75.0
100.0
0 T O T .
miz--> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- R RamE A RRARER
45.0 7.60 7.80 8.00 8.20

m/z 56.00 17.08%

5000
89.0

oLl M\‘\‘_\\1\1?9“1349\_”
m/z--> 20 40 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF122921.M Tue Jan 11 13:17:54 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.833 3.22 ng 91118 Phenanthrene-d1e 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1657 (11.833 min): BF126578.D\data.ms (-1654) (1 m/z 73.00 100.00%
43.0 73.0

5000
129.1

L

AM K Mo

—
157-0‘185-121‘3'2 P 11.50 12.00

“ m/z 43.00 89.37%

0 ‘HH‘“\H‘\\

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 N T

11.50 12.00
m/z 60.00  83.49%

157.0 185.0 213.0 256.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0 - T
11.50 12.00
5000 m/z 57.05 72.73%
129.0
185.0 228.0
0k ““‘ ‘\“;\‘ Hﬂ‘ ‘M‘\ . ‘\‘]"‘SI'%‘ - “\‘ b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid — —
430 73.0 11.50 12.00
m/z 41.00 59.02%
5000 129.0
199.0 242.0
7 "
0 ““H‘i‘;\”\\‘u“\}““HH‘T“\H\h\‘}“u‘\‘“‘m“‘H“““m‘m\w””‘”H“ — ——
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\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35

Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 4 Cyclohexadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.345 62.99 ng 1781320 Phenanthrene-d1e 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 Cl6M32 000295-65-8 94

2 1-Octadecanol
3 n-Heptadecanol-1
4 n-Nonadecanol-1

5 Bromoacetic acid,

270 C18H380

256 C17H360

284 C19H400
pentadecyl ester 348 C17H33Br02

Abundance Scan 1744 (12.345 min): BF126578.D\data.ms (-1741) (-

000112-92-5 94
001454-85-9 94
001454-84-8 94
131143-01-6 94

m/z 55.05 100.00%

55.0 83.0
5000
111.1
— —
12.00 12.50
139.1
[— “‘ BPriesl 2061 o 4305 o1.14%
m/z--> 20 40 60 80 100120140160180200220240
Abundance #104594: Cyclohexadecane
55.0 83.0
5000
29.0 111.0 12. 00 12 50
m/z 83.05 88.29%
139.0 224.0
O\\\‘\‘M\‘i‘\\\“’\‘\H‘\‘\\\‘HH‘}“\HWH\‘\1‘6\\7\(\)‘\]-\9\}6‘\()\\\‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161350: 1-Octadecano
43.0, 83.0
1200 1250
111.0
0 ‘M \“ I ‘ “ \‘ \“13?0\\168019602240252(
HWH‘WH‘,HH‘H‘_HW‘HWHH‘HH_‘H_HW‘HWH‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143654: n-Heptadecanol-1
55.0 83.0 1200 1250
m/z 69.05 78.40%
5000 111.0
29.0
bbb b L, (13901680 21002380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35

Operator Ju/caG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12621 2.64ng 78138  Chrysene-diz 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 Cl8H3602 000057-11-4 97

2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1791 (12.621 min): BF126578.D\data.ms (-1788) (-]

m/z 73.00 100.00%

43.0 73.0
5000 128.9
185.1
‘ ‘ 2412 284.. 12.50 13.00
O b b b L myz 43.05  94.76%
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — —
129.0 12.50 13.00
m/z 57.05 81.29%
185.0 284.(
241.0
ok ‘\“ \“\ M\\ ‘1‘““ Al . S ‘L — ““
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/Z 60.00 79.79%
‘ 199.0 2420
ol W,HL il HHM“H H\h‘\‘ il ‘\“1‘61.0{\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid T N
73.0 12.50 13.00
43.0 m/z 55.00 68.42%
171.0
n
oL “\‘ H‘\’u“‘h!“ “\M‘ “‘H‘h I “ ‘n“ I “‘ | “\‘ —— —— —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknownl2.663 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.663 2.14 ng 63261 Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Cycloheptatrien-1-one, 2-a... 121 C7H7NO 006264-93-3 43
2 5-(4-Methoxyphenyl)pentanoic acid 208 C12H1603 007508-04-5 35
3 Methyl trans-3,4,5-trimethyl-4-c... 240 C13H2004 1000243-12-5 35
4 4-Methoxybenzyl alcohol, 3-methy... 208 C13H2002 1000394-77-7 35
5 Benzenamine, 2,3-dimethyl- 121 C8H11N 000087-59-2 25

Abundance Scan 1798 (12.663 min): BF126578.D\data.ms (-1795) (-  m/z 121.05 100.00%

121.1
5000 208.1
79.0
161.1 W M
39.0 ‘ ‘ 256.1 12.50 13.00
0 T ‘M‘MW 18020 7 2e8.10  42.40%
miz--> 50 100 150 200 250 300
Abundance #10860: 2,4,6-Cycloheptatrien-1-one, 2-amino-
121.0
5000 —
12.50 13.00
66.0

m/z 91.00  32.65%

I \‘””"m“ ‘T \M‘ T \‘\ L L B B B B
miz-> 50 100 150 200 250 300
Abundance #84746: 5-(4-Methoxyphenyl)pentanoic acid
121.0

o

12.50 13.00
5000 ITI/Z 120.00 32.48%
208.0
450 110 | 1620
e e e
miz--> 50 100 150 200 250 300
Abundance #123187: Methyl trans-3,4,5-trimethyl-4-cyclohexene-1,tri o oy ‘M*‘“/\V‘“
121.0 12.50 13.00
m/z 134.00 27.82%
180.0
5000
0.0 ‘ 240.0
PN O N s N B 2
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.06 ng 60978  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 53
Abundance Scan 1867 (13.068 min): BF126578.D\data.ms (-1862) (1  m/z 216.10 100.00%
216.1
5000 ﬂA
107.5 ‘ ﬂﬂ ALIFLI—
67.0 149.0 187.1 253.: 13.00
Obrrrprorl m/z 215.05  75.72%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 AA/\/\"A"A : MWM
13.00
108.0 ITI/Z 213.10 27.69%
s | o190 |
H\‘HH‘\H\‘HH‘H\\‘\\\\‘HH‘HH‘HH‘HH‘H\ ‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94566: Pyrene, 1-methyl-
216.0
13.00
5000 m/z 107.50 25.30%
94.0 189.0
ol 270 630 “ lizz01500 | ||
R RRRA e e e e AR RRARERAREEEAES S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94573: 11H-Benzo[a]fluorene PR
216.0 13.00
m/z 106.80  23.12%
5000
107.0
oL 270 630 | 1300 1890 |
T RARA R e R sanaRnEsas S e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Fluoranthene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.10 ng 62072  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1878 (13.133 min): BF126578.D\data.ms (-1870) (-  m/z 216.10 100.00%
216.1
5000 /\ M
107.8 ‘/\_m‘qm
57.0 0 ‘ 1500 1890 13.00 13.50
0“MMHJ‘HM‘WVWMJh11uﬂu“m‘wu“_M‘WWu‘“H‘ m/z 215.10  93.34%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 “AJ\ ‘ MAMM\“
13.00 13.50
108.0 m/z 213.10  24.28%
o510, 80 | oo 0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #94575: 11H-Benzol[a]fluorene
216.0
13.00 13.50
5000 m/z 107.80 21.47%
108.0
ol 500 810 137.0 1630 1890 |
R R A EaEEEa R ARRR RS
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #94574: 11H-Benzo[b]fluorene
216.0 13 00 13 50
m/z 217.05 15.54%
108.0
5000
81.0 ‘ 187.0 [\ [\m
0 5%0\\ u‘u‘ 13901630 Il \MJ ‘Mn‘ . .

m/z--> 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.792 6.10 ng 180389 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1990 (13.792 min): BF126578.D\data.ms (-1987) (- m/z 57.10 100.00%
57.1
5000 /kaju
51 —— :
1 h 2151 13.50 14.00 .
0 BRI b n sy m/z 43.05  86.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — —
13.50 14.00
5.0 m/z 83.10 70.52%
O ‘\J\lL\\1‘\\\‘L‘\“l\‘\\\“z??‘.eH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
—— —
13.50 14.00
5000 m/z 55.05 69.02%
%5.0
ol 280 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7 —
57.0 13.50 14.00
m/z 97.10 68.96%
5000
>0 252.0
ol e 77 3690 648
S e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.039 3.49 ng 103192  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 1H-Indole, 3-(2-pyridin-3-yl-thi... 277 C16H11N3S 1000304-17-8 38
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 28
Abundance Scan 2032 (14.039 min): BF126578.D\data.ms (-2028) (1  m/z 277.10 100.00%
2771
5000
77.0 201.0 = ‘
b ‘ 113.0 152.0 | H | 14.00
ol 220 bbb 2441 Ly 278010 32.75%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 - —
14.00
77.0 199.0 m/z 77.00  24.13%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T T
14.00
5000 m/z 201.00 20.14%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00
m/z 199.00  19.55%
5000
o 183.0
131.0
PR T PV . T PN NI U P T
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.274 3.92 ng 91795  Perylene-di12 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2242 (15.274 min): BF126578.D\data.ms (-2239) (-1 m/z 252.10 100.00%

25p.1
o M\
125.0
1500 1550
81.0 ‘ 224.0 M
oHff‘ﬁ?wwww!w1“Hﬁ‘r"ﬁ?“l‘??hH‘wmw 28LL /7 250.05  28.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138563: BenzolK]fluoranthene
252.0
5000 — Tt j\ —t
15.00 15.50
126.0 m/z 253.10 22.51%
\\‘HH‘HH‘HH‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘\ \‘HH‘H\
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
/M
1500 1550
5000 ITI/Z 125.00 22.26%
125.0
0 63.0 98.0, | 1740 2240 |
R Ra e AR AARAas E e R R
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138562: Benzo[b]fluoranthene — ——
252.0 15.00 15.50
m/z 126.00  15.28%
5000
126.0
0 63.0 99.0, ﬂ 1740  224.0 hH Pyt

\\‘HH‘HH‘HH‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\‘H\\‘H\ L LR

m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126578.D

Acqg On : 10 Jan 2022 20:35
Operator : JU/CG

Sample : N1080-02

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-... 4.992 3.0 ng 78079 1 6.769 527592 20.0
Ethanol, 2-(2-b... 7.957 4.2 ng 149623 2 8.051 707428 20.0
n-Hexadecanoic ... 11.833 3.2 ng 91118 4 11.292 565575 20.0
Cyclohexadecane 12.345 63.0 ng 1781320 4 11.292 565575 20.0
Octadecanoic acid 12.621 2.6 ng 78138 5 13.939 591416 20.0
unknownl2.663 12.663 2.1 ng 63261 5 13.939 591416 20.0
11H-Benzo[b]flu... 13.069 2.1 ng 60978 5 13.939 591416 20.0
Fluoranthene, 2... 13.133 2.1 ng 62072 5 13.939 591416 20.0
Dichloroacetic ... 13.792 6.1 ng 180389 5 13.939 591416 20.0
Triphenylphosph... 14.039 3.5 ng 103192 5 13.939 591416 20.0
Benzo[e]pyrene 15.274 3.9 ng 91795 6 15.398 468516 20.0
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