LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc :

ALS Vvial : 36 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134139.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 18 rVB 1219005 1578999 66.05%  8.354%
2 2.252 24 28 37 rVB 46277 64138 2.68% 0.339%
3 5.093 506 511 520 rBV 66767 91296 3.82% 0.483%
4 5.481 573 577 586 rBV 2334655 2194837 91.80% 11.612%
5 6.487 743 748 767 rVB 2002588 2208036 92.36% 11.681%
6 6.846 805 809 817 rBV 829329 682660 28.55% 3.612%
7 7.4106 900 905 908 rBV 1514109 1373167 57.44% 7.265%
8 8.122 1023 1026 1030 rBV 977869 811406 33.94% 4.293%
9 9.204 1206 1210 1213 rBV 2833327 2390783 100.00% 12.648%
10 9.351 1232 1235 1238 rVB 33919 28727 1.20% 0.152%
11 9.739 1299 1301 1304 rVB 29551 27430 1.15% 0.145%
12 9.881 1322 1325 1329 rBV 933917 773172 32.34% 4.090%
13 10.304 1391 1397 1402 rBV4 27891 51958 2.17% 0.275%
14 10.398 1410 1413 1417 rBV 74417 63856 2.67% ©.338%
15 10.598 1442 1447 1454 rBV 208543 189944  7.94%  1.005%
16 10.675 1456 1460 1465 rBV 1389264 1230845 51.48% 6.512%
17 10.798 1477 1481 1486 rVB3 22262 35229 1.47% 0.186%
18 10.981 1509 1512 1516 rBV2 55947 51088 2.14% 0.270%
19 11.375 1576 1579 1582 rBV 724013 622816 26.05% 3.295%
20 11.404 1582 1584 1586 rVB 36273 29060 1.22% 0.154%
21 11.486 1595 1598 1601 rBV4 26524 28215 1.18% 0.149%
22 11.910 1666 1670 1674 rBV 438857 437293 18.29% 2.313%
23 12.204 1717 1720 1724 rBV3 69136 83055 3.47% 0.439%
24 12.457 1761 1763 1768 rBV2 76520 99187 4.15% ©.525%
25 12.598 1784 1787 1789 rBV 205415 175068 7.32% 0.926%
26 12.704 1802 1805 1812 rBV3 166611 217591 9.10% 1.151%
27 12.792 1818 1820 1822 rBV 61040 49473  2.07% 0.262%
28 12.827 1824 1826 1832 rVB 164267 163743 6.85% 0.866%
29 12.975 1845 1851 1855 rBV 1983229 1864888 78.00% 9.866%
30 13.175 1883 1885 1888 rvB4 112793 92504 3.87% 0.489%

31 14.039 2028 2032 2035 rBV2 625673 667620 27.92%  3.532%
32 15.551 2285 2289 2297 rVB 340226 524133 21.92% 2.773%

Sum of corrected areas: 18902217
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134139.D\data.ms

2500000 5481

2000000 6.487

1500000 7410

.140

1000000 6.846

500000

.252 5.093
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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 TIC: BF134139.D\data.ms
9.204

2500000
12.975

2000000

1500000 10.675

1000000 8.122 9.881

500000

0 —— —T —T B B B e S T — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134139.D\data.ms

2500000

2000000

1500000
14.039

1000000 15.551

500000

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 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\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 46.26 ng 1579000 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (2.140 min): BF134139.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
87.1 \\\‘\\\\‘\\H‘\\\\‘\\\\‘\
‘ 5% 0 2.202.302.402.50
Ol S ek 2088 m/z 43.05  43.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R RN AL R U B
43.0 2.202.302.402.50
87.0 m/z 55.00 30.47%
0 \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 P
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 25.73%
27.0
0 112.0 129.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- e RAREARREEEES SRS
73.0 2.202.302.402.50

m/z 41.05 14.89%

5000
55.0
\M T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50

Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.67 ng 91296 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12

4 Diacetamide 101 C4H7NO2 000625-77-4 9

5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
Abundance Scan 511 (5.093 min): BF134139.D\data.ms (-506) (-) m/z 43.00 100.00%

43.0
5000 59.0
1011 LN L L L L L RO B B
83.0 4.80 5.00 5.20 5.40

om"m"m"mu‘::H"‘M‘m_Muruw:ww m/z 59.00  48.86%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 UL L B R B LR
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 17.64%
O\\\‘\\‘\.\‘\\\?“]I\.\O\\“Hi\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R
4.80 5.00 5.20 5.40
5000 m/z 57.95 12.87%
101.0
ol 150 310 80 700 860
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate e EENmEa
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.88%
5000
15.0 >80
: 72.0 100.0
0\\\‘\1‘\\‘\Z\Zf?\\\\“‘11\\‘\\m‘\\H‘lm‘\m‘\m}\m‘\ Hv‘uv\‘uu‘mu’ur\/»‘\m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.598 4.91 ng 189944  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 49
4 Ethanone, 2,2-dihydroxy-1-phenyl- 152 C8H803 001075-06-5 47
5 Benzoylformic acid 150 C8H603 000611-73-4 47
Abundance Scan 1447 (10.598 min): BF134139.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.0
Ol et b b 22 mjz 77.05 64.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 ot =
10.50 11.00
510 m/z 182.10  46.51%
0 2?.0 | | 152.0 |
\\\‘\\\\‘\\\\’\\\‘\“\\\\‘\\\\‘\\\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
— —
10.50 11.00
5000 77.0 m/z 50.95 32.20%
51.0
0 27.0 155.0 183.0
R R B R a R RARARRRREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- e Ay
105.0 10.50 11.00
m/z 50.00 10.48%
5000 77.0
51.0
0L.27:0 | ) | 231.0 [V A
R L o B R ettt o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
11.910 14.04 ng 437293  Phenanthrene-d10 11.375
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 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86

Abundance Scan 1670 (11.910 min): BF134139.D\data.ms (-1666) (- m/z 43.00 100.00%

43.0 73.0
5000
129.0
I

M ‘ H“ | 1712\ || %8186 12.00
0 bt ML “WJMNmwwmw‘uwulqum,ﬂu_‘ﬂ_u‘_u: m/z 73.00 97.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
97.0 1o 2130 2560 m/z 59.95 86.06%
O ’HH“}‘HH!H \H‘\\‘H\‘\\‘}h““\\”‘\“\“\‘\\‘\\H‘\\H‘\H\‘\H‘\’HH‘\H!‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
=
43.0 12.00
5000 129.0 m/Z 41.05 85.05%
171.0
214.0
L R RSN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid —
3
43.0 73.0 12.00
m/z 55.05 78.98%
5000 129.0
0, T T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phenol, 2-[(4-hydroxyphenyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.67 ng 83055  Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 87
2 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 76
3 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 68
4 2,2'-Methylenediphenol, diacetate 284 C17H1604 038782-65-9 64
5 Benzeneacetic acid, 4-hydroxy- 152 C8H803 000156-38-7 38

Abundance Scan 1720 (12.204 min): BF134139.D\data.ms (-1717) (- m/z 107.10 100.00%

1or.1
200.1
5000
152.1

4o, 1 77.0 ——
12.00 12.50
‘h L ‘\MM T \““\ 1 “h I H i 230.2261.1

,‘H“J‘H”J“;HEH““‘!‘H‘M“ bl d BETRE SRS m/z 200.05  70.45%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75933: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107.0
200.0

5000 oo A,
12.00 12.50

m/z 94.00 34.64%

320 70 152.0
’H1\‘Hw\“\‘\\1‘”‘”\\\\‘\!H‘\\\\‘H1‘\‘\H\’M}\\\“‘\\H‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
107.0

200.0 L - L -

o

o

12.00 12.50
5000 m/z 152.05 27 .94%
152.0
77.0
0 27.0
T T T T T T e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75909: Phenol, 4,4'-methylenebis- —— ——
107.0 12.00 12.50

m/z 77.00  21.88%

200.0
- WWM
77.0 152.0

39.0 ‘ ‘
M el M il ‘ L \h\ m ‘
,m"HH“‘H‘m"mw‘m"m‘H",mw‘m“m_m_m,uu

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phenol, 2,2'-methylenebis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.457 3.19 ng 99187  Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 95
2 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 94
3 2,2'-Methylenediphenol, diacetate 284 C17H1604 038782-65-9 83
4 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 81
5 1,3-Benzenediol, 4-(phenylmethyl)- 200 C13H1202 002284-30-2 50
Abundance Scan 1763 (12.457 min): BF134139.D\data.ms (-1761) (- m/z 107.10 100.00%
107.1 200.1
5000
55.0 —
165.1 1250
2342 2831
0 E%wafﬁa+ww%4ﬁf m/z 200.05 92.07%
miz-> 50 100 150 200 250 300
Abundance #75902: Phenol, 2,2'-methylenebis-
107.0
200.0
5000
12.50
m/z 199.10 38.03%
152.0
oL270 630 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance
107.0
—
200.0 12.50
5000 m/z 183.05 22.09%
55.0 152.0
ol il by ool b
miz--> 50 100 150 200 250 300
Abundance #178780: 2,2'-Methylenediphenol, diacetate —
107.0 12.50
m/z 77.00 20.60%
200.0
5000 43.0
152.0 ‘ 266.0
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.704 6.99 ng 217591  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 1805 (12.704 min): BF134139.D\data.ms (-1802) (- m/z 43.05 100.00%

¥

5000
—— —
12.50 13.00
0! m/z 72.95 89.32%
mi/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
129.
000 " s 1300
185.0 / 59 95 7% 119
29. 2280 m/z . .11%
05 \“\ ‘\”‘H’L ‘\ML\‘} \“‘\‘\‘ oy “ T \“\ L B
m/z--> 50 100 150 200 250 300
Abundance
43.0
e =
12.50 13.00
5000 ITI/Z 55.05 75.35%
129.0
83.0 284.0
185.0 241.0
0L e e e e
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid —— —
73.0 12.50 13.00
m/z 41.00 73.93%
5000 129.0
29.
199.0 242.0
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\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 (1R,4aR,4bs,7S,10aR)-1,4a,7... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.175 2.77 ng 92504  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,4bS,7S,10aR)-1,4a,7-Trim... 286 C20H300 001686-63-1 68
2 Methyl 10,12-pentacosadiynoate 388 C26H4402 1000342-58-7 35
3 i-Propyl 5,8,11,14,17-eicosapent... 344 C23H3602 1000336-72-2 27
4 4,5-Diphenylocta-1,7-diene(dl) 262 C20H22 1010215-92-8 25
5 4-(3,5-Dimethyl-1H-pyrazol-1-yl)... 187 C11H13N3 052708-32-4 22
Abundance Scan 1885 (13.175 min): BF134139.D\data.ms (-1883) (- m/z 131.00 100.00%
91.0 131.0
187.2
41.1
5000
257.1
— —
315.4 13.00 13.50
0 m/z 91.05 94.32%
miz--> 50 100 150 200 250 300 350
Abundance #181956: (1R,4aR,4bS,7S,10aR)-1,4a,7-Trimethyl-7-vin
91.0 131.0 187.0
41.0
5000 — —
13.00 13.50
286.0 m/z 105.10  86.69%
‘ 243T ‘
O' H“‘\“\‘\‘\“\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
41.0
91.0 . —
13.00 13.50
5000 m/z 187.15 82.00%
133.0
0 173.0 232.0 287.0 357.(
i B e e e ARG e
m/z--> 50 100 150 200 250 300 350
Abundance  #253742: i-Propyl 5,8,11,14,17-eicosapentaenoate e ——
79.0 13.00 13.50
m/z 79.05 77 .48%
5000 19.0
ﬁslozolo
0 b 2020 SO0 e
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134139.D

Acqg On : 07 Jul 2023 15:50
Operator : CG\JU

Sample : 03392-03

Misc

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.140 46.3 ng 1579000 1 6.846 682660 20.0
2-Pentanone, 4-... 5.093 2.7 ng 91296 1 6.846 682660 20.0
Benzophenone 10.598 4.9 ng 189944 3 9.881 773172 20.0
n-Hexadecanoic ... 11.910 14.0 ng 437293 4 11.375 622816 20.0
Phenol, 2-[(4-h... 12.204 2.7 ng 83055 4 11.375 622816 20.0
Phenol, 2,2'-me... 12.457 3.2 ng 99187 4 11.375 622816 20.90
Tetradecanoic acid 12.704 7.0 ng 217591 4 11.375 622816 20.0
(1R,4aR,4bs,7S,... 13.175 2.8 ng 92504 5 14.039 667620 20.0
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