LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc :

ALS Vvial : 20 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133926.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.145 5 10 18 rVB 1033697 1363959 66.27% 7.016%
2 2.263 26 30 38 rVB 27524 41038 1.99% 0.211%
3 5.092 507 511 519 rBV 95842 118637 5.76% 0.610%
4 5.492 574 579 591 rBV 1968824 1818507 88.36% 9.355%
5 6.492 744 749 752 rBV 1989785 1784856 86.72% 9.182%
6 6.857 808 811 819 rBV 880250 665599 32.34%  3.424%
7 7.416 902 906 915 rBV 1229320 1180773 57.37% 6.074%
8 8.139 1025 1029 1032 rBV 889423 803037 39.02% 4.131%
9 9.216 1208 1212 1215 rBV 2472515 2058115 100.00% 10.587%
10 9.292 1221 1225 1228 rBvV 43470 38563 1.87% 0.198%
11  9.616 1275 1280 1282 rBv4 31828 46022  2.24% 0.237%
12 9.821 1313 1315 1320 rVB 56566 47314 2.30% 0.243%
13 9.892 1324 1327 1331 rW 923625 806861 39.20% 4.151%
14 10.145 1367 1370 1374 rBV4 20465 25212 1.23% 0.130%
15 10.327 1398 1401 1404 rVB 76117 60720 2.95% 0.312%
16 10.545 1433 1438 1444 rBV 35497 57256 2.78% 295%

17 10.610 1446 1449 1452 rVV 139945 110216 5.36%
18 10.686 1456 1462 1469 rBV 1253324 1078898 52.42%
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R

19 10.804 1479 1482 1490 rVB 86957 123623 6.01% 636%
20 11.251 1555 1558 1561 rBV 78660 64000 3.11% 329%
21 11.280 1561 1563 1569 rVB2 43826 46898 2.28% 241%
22 11.386 1578 1581 1584 rBV 796697 699151 33.97% 597%
23 11.680 1628 1631 1634 rBV 63370 49061 2.38%

24 11.786 1645 1649 1652 rBV 291233 259546 12.61%
25 11.915 1668 1671 1680 rBV 207203 215758 10.48%
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N
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R

26 12.092 1698 1701 1704 rBV2 56116 50900 2.47%
27 12.474 1763 1766 1768 rBV 1212857 1034611 50.27%
28 12.498 1768 1770 1777 rVB 722318 620408 30.14%
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R

29 12.580 1781 1784 1787 rBV 143135 114313 5.55% 588%
30 12.610 1787 1789 1791 rBV 46984 40867 1.99% 210%
31 12.709 1803 1806 1810 rBV2 66779 77139 3.75% 397%

32 12.862 1825 1832 1845 rVB2 391733 776510 37.73%
33 12.986 1849 1853 1856 rBV 1794278 1512970 73.51%
34 13.215 1889 1892 1894 rBV 47093 40073 1.95%
35 13.562 1948 1951 1954 rVB 39618 35815 1.74%
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36 13.898 2004 2008 2017 rBv4 94617 225249 10.94% 1.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.045 2029 2033 2037 rBV 672426 641500 31.17%  3.300%
38 14.209 2059 2061 2064 rBV 45325 45250  2.20% ©.233%
39 14.521 2111 2114 2116 rBV 51736 44578 2.17% 0.229%
40 14.839 2165 2168 2172 rBV 43748 44826 2.18% 0.231%
41 15.192 2225 2228 2232 rVB 73697 86921  4.22% 0.447%

42 15.556 2285 2290 2294 rBV 377786 484133 23.52%  2.490%

Sum of corrected areas: 19439683
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Jun 2023 04:42
¢ CG\JU
: 03352-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
BF133926.D

: 20 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133926.D\data.ms
2000000 5.492 6.492
1500000
7.416
145
1000000 6.857
500000
; 263 5.092
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF133926.D\data.ms
9.216
2000000 12,986
1500000
10.686 12.474
1000000 8.139 9.892
11.386 121498
500000
32710810 804 13.215
8292 06189871 1014932105451 218
R — R e e e = i
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: BF133926.D\data.ms
2000000
1500000
1000000
14.045
500000
, 14.521 14.839 15.192
1356, 13:898(14.200
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\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42

Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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.
2.145 40.98 ng 1363960 1,4-Dichlorobenzene-d4 6.857
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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 10 (2.145 min): BF133926.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 Jk

o I Js.o 1) 843-0

2.202.302.402.502.60

IR m/z 43.05 47.51%

Abundance #5054: Butane, 2-methoxy-2-methyl-
7’1

5000
43.0

2710 “ 88.0

miz--> 0 20 40 60 80 100 120 J\

2.202.302.402.502.60
m/z 55.10 30.92%

O\‘\\\\‘\“\\‘\\\\’\\\‘\’\\\\‘\\\\

Abundance #15764 2 2,4- Tnmethyl -3-pentanol
7’-1

: ‘ T T 17
miz--> 0 20 80 100 120 J\

2.202.302.402.502.60

5000 55.0 m/z 87.10  25.47%
39
0 I \‘ Al | 880 11201000
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R RRRE e Eaaanan
73.0 2.202.302.402.502.60
m/z 41.05 15.50%
5000
43.0
o R e Ao o N e
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42

Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9

R.T. EstConc Area Relative to ISTD R.T.
5.092 3.56 ng 118637 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 12
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 511 (5.092 min): BF133926.D\data.ms (-507) (-) m/z 43.00 100.00%
3.0
59.0
5000
Lo 480500520540
| ‘\ | ‘ 83.0 . . . . 9
Ol bl e e m/z 59.00 53.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B I BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.08%
3%ﬂ L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Crp
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 13.92%
20.0 101.0
o 20 Ll 730 850
g e pe e SR OEER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R RARNEEE SR
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.87%
5000
58.0
150 570 72.0 100.0
O e e e
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\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 12
R.T. EstConc Area Relative to ISTD R.T.
10.610 2.73 ng 110216  Acenaphthene-di10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1449 (10.610 min): BF133926.D\data.ms (-1446) (-} | m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
10 50 11 00
152.0
O A28OTOUT 2181 s 77,05  66.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 10.50 11.00
51.0 m/z 182.05  50.67%
o 2O | | 12701520
\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28215: Benzoylformic acid
105.0
77.0
10 50 11 00
5000 m/z 51.00 30.25%
51.0
0 27. O\ | ‘ iyl | 150.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32008: Acetophenone, 2-chloro-
105.0 10 50 11 00
m/z 50.00 10.67%
77.0
5000
51.0
oh.270. | L 154.0
R e A RERamEs s
m/z--> 20 40 60 80 100 120 140 160 180 200 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.804 3.54 ng 123623  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Nonadecane 268 C19H40 000629-92-5 74
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1482 (10.804 min): BF133926.D\data.ms (-1479) (. | m/z 57.05 100.00%
57.0
w0 M
99.1 1050 1100
ob A bl g 240 383 L 43.05  77.98%
miz-> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 — e
10.50 11.00
m/z 71.05 54.68%
99.0
0 \zqﬂ\) ‘\“‘ “\ ‘!‘ \“‘\ “‘ o \%4}.‘0\ :\1_8\4\0‘ L e
miz--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0
— ——
10.50 11.00
5000 m/z 41.05 37.37%
LU0 a0 1o
oLt b e
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane “ —
57.0 10.50 11.00
m/z 85.10 36.98%
5000
99.0
0 hH\L\JJ 141.0 183.0 225.0  282.0
e e e T e T ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.786 7.42 ng 259546  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1649 (11.786 min): BF133926.D\data.ms (-1645) (- m/z 74.00 100.00%
74.0
5000 43.0
143.1 T ‘ T T ‘ T
‘\ || ot 1852 2213 o0 11.50 12.00
Ol b bbb bbby | m/z 87.10 72.85%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T Ao
43.0 11.50 12.00
143.0 m/z 43.05 39.92%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.
O\‘HH‘HH‘H‘H‘\‘H\“HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

ey

74.0
11.50 12.00
5000/ 43.0 m/z 55.00 30.34%
Lo 180 g0 220 oo
\‘HH‘\H\‘HH‘\H\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 28.82%
50001 43.0
oo PO 1850 g0
e e e e e e e e —— —
m/z--> 20 40 60 80 100120140160 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\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.915 6.17 ng 215758  Phenanthrene-di10 11.386
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1671 (11.915 min): BF133926.D\data.ms (-1668) (| m/z 43.85 100.00%
43.0
73.0
5000
129.0
—
| H‘ 157.11g52%132  ,ee s 12.00
oWw““m‘!wWM‘m‘w‘:mum‘_“u_mW_MMJ_ m/z 60.00 84.10%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 72.95 82.84%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 e S d s
12.00
5000 129.0 m/z 41.05 70.80%
185.0
|
0%?Rduwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 57.05 68.62%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.474  29.60 ng 1034610  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1766 (12.474 min): BF133926.D\data.ms (-1763) (- m/z 67.10 100.00%
611
5000 Ath
09.1 i
12.50
oL— ‘H \‘\Hh\‘ H‘L \Hh H\ N ‘1‘87‘ 12‘2‘0‘2‘ ‘26“3‘3‘29‘4‘3 m/z 81.05 82.04%
miz--> 50 100 15 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 LN
12.50
09.0 m/z 55.05 76.11%
ol ‘MHH IL ”kﬂhwu” U ‘35%92949‘
miz--> 50 100 150 200 250 300
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
==
12.50
5000 ITI/Z 41.10 66.31%
09.0 294.0
27.0‘ “ 263.0
ol LI Il 4 ‘umdwu‘ \1“ ‘\‘1‘&‘1‘0 2200 | 1
miz--> 50 100 150 200 250 300
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester ==
67.0 12.50
m/z 95.05 55.08%
5000
290 09.0
294.0
150.0
‘ 220 0 2630
N i) as20 2200 T L e
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\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 6-Octadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.498 17.75 ng 620408  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
Abundance Scan 1770 (12.498 min): BF133926.D\data.ms (-1768) (- m/z 55.00 100.00%
55.0
- i JaﬂgﬁLARwNAﬁ
==
231 1ggq 2222 2643 1250
0! | ‘\‘Hu‘m”\‘wh m ‘!\ —— “L o ‘H‘ ‘296‘ 1 m/z 41.10 68.77%
miz--> 50 100 150 200 250 300
Abundance #194443: 6-Octadecenoic acid, methyl ester, (2)-
54.0
96.0
5000 =T
12.50
m/z 69.10 56.28%
‘ 37.0 180.0 222.0 2640
01‘5 ‘q‘ Hu 1 H\‘M\ un ‘\\\‘ ! . }\L e ““ ‘2‘96‘ 0
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
.
12.50
5000 87.0 m/z 74.00  46.77%
23.0
180.0 222.0 264.0
ok “ ‘ - \\‘H\H‘u\“\‘h u‘H\ N ] ‘”‘ ‘2‘96‘0
m/iz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester =
55.0 12.50
m/z 83.10 45.25%
5000
87.0
264.0
LUl om0 e
ok ‘h‘ “ ‘ ‘HM\ \w‘\ ‘\\“Hu‘ \H‘M TN — 1“‘\ . “‘ — et
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Methyl stearate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.580 3.27 ng 114313  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 97
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1784 (12.580 min): BF133926.D\data.ms (-1781) (- m/z 74.10 100.00%
74.1
5000
411
143.2 UL 1
h | 111 ‘ 1991 25"53 208.1 12.50
0l Ll A bbb L TR m/z 87.00 77.81%
miz--> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 —h— :
143.0 255.0 298.0 12.50
199.0 m/z 43.05 44.88%
04 “ \““‘\‘ﬁlﬂlw}‘.\oh \‘“\ ] \‘\ L‘ \‘\‘\ \‘ “\ “‘r T “ T
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R \
12.50
5000 m/z 55.10 34.01%
28.0
143.0 255.0 298.0
jo [ w0 T
Ol b bbb ‘, TR T -
m/iz--> 50 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester == ‘
74.0 12.50
m/z 41.10 29.26%
5000
‘ 143.0
3.0 256.0
A AL B0, ““‘1“8‘0“0“ T SR/
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.21 ng 77139  Phenanthrene-di1e 11.386
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 89
3 Dodecanoic acid 200 C12H2402 000143-07-7 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 1806 (12.709 min): BF133926.D\data.ms (-1803) (- m/z 43.00 100.00%

43.0
5000

T T
12.50 13.00

0’ m/z 73.00 78.46%

m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0

A,
5000 M e
129.0 12.50 13.00
185.0 Jalo 2840 m/z 59.95 73.50%
0 - WM‘\“W \‘ T . \‘ T ‘[ Ty \“ T \L\ T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
410
12.50 13.00
5000 129.0 m/z 41.00 70.02%
‘ 199.0 2420
0L— ‘\‘ ‘; \‘ ‘ L,M HMU\ M\‘ u} “‘ ‘1&‘67‘[9“ L S — “\ T
m/z--> 50 100 150 200 250 300
Abundance #75718: Dodecanoic acid T ==
73.0 12.50 13.00

m/z 57.05 62.40%

5000
129.0
L JLW
H u“ ul ‘HM\‘ \h\“\ L “‘ ‘ |

‘ ‘ T
m/z--> 50 100 150 200 250 300 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.862 24.21 ng 776510  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 78
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
4 Diphenolic acid 286 C17H1804 000126-00-1 72
5 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 62
Abundance Scan 1832 (12.862 min): BF133926.D\data.ms (-1825) (- m/z 213.10 100.00%
2138.1
5000 //\\A
119.0
65.0 ‘ 1651 12.50 13.00
S TR I “ T DO R i 25312881  n/z 119.00  21.74%
miz--> 50 100 150 200 250 300
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
1250 1300
119.0 m/z 228.15 15.66%
65.0 | 165.0 ‘ ‘
O\\\\‘\‘\‘\\“‘\}\‘\“\‘\\\‘\\‘\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #109402: 3,4'-Isopropylidenediphenol
218.0
1250 1300
m/z 214.10 14.49%
5000 119.0 /
165.0
0 ‘2‘7‘ f ‘w‘\“ L. d‘n‘ ‘ L \‘ b ‘h“\\‘ ot ‘\H‘ “‘ - e
m/iz--> 50 100 150 200 250 300
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
213.0 1250 1300
m/z 91.05 13.16%
5000
119.0
ol 290 65.0 | ¥ 165.0 | 270.0
e e e e
m/z--> 50 100 150 200 250 300 1250 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 12 Octadecane, 1-(ethenyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.898 7.02 ng 225249  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 89
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 74
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 74
4 1-Docosanethiol 342 C22H46S 007773-83-3 60
5 Cyclotetracosane 336 C24H48 000297-03-0 60

Abundance Scan 2008 (13.898 min): BF133926.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1

5000 w
- e
’ ‘ ‘ ‘ 230.1 302.1 358.2 13.50 14.00
(o — Al L, M sbtpped w205 m/z 43.05  85.58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194562: Octadecane, 1-(ethenyloxy)-
57.0
5000 — e
13.50 14.00
110 m/z 55.10 59.62%
|‘ J | |, 166.0222.0 281.0
O’\\\‘"\!\I\H\!‘\\T\‘f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

%

——
13.50 14.00
5000 m/z 71.10  53.82%

\‘m M‘uj 196.0 269.0

g

O+ R i LA I B e e e I R S
m/z--> 6 50 100 1%0 260 2%0 360 35‘0 460 4.."‘30
Abundance #339001: Octacosyl trifluoroacetate P
57.0 13.50 14.00
m/z 83.05 47 .47%
5000
111.0

ob L ‘\‘u L 1l1,67022202780 364.0 437.0489.(
N - e M Ml s —

m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 13 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.192 3.59 ng 86921  Perylene-di12 15.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 89
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2228 (15.192 min): BF133926.D\data.ms (-2225) (- m/z 57.10 100.00%

57.1
5000

—
1500 1550
2020 2681 326.1
0 A ‘ ! “““‘}571‘@“ 20 SR B02  wiz 43.10 74.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0

5000

m/z 71.05 59.10%

L L11H39 16m0 g5 co690
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0

—
15.00 15.50

——
15.00 15.50
H\ L i \‘ d |

o

5000 m/z 85.10 40.47%
olg | L1 1090 2250 o0
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #141075: Hexadecane, 7,9-dimethyl- —— ——
57.0 15.00 15.50

m/z 41.10  23.19%

T

112.0155.0
M 239.0

T T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133926.D

Acqg On : 23 Jun 2023 04:42
Operator : CG\JU

Sample : 03352-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.145 41.0 ng 1363960 1 6.857 665599 20.0
2-Pentanone, 4-... 5.092 3.6 ng 118637 1 6.857 665599 20.0
Benzophenone 10.610 2.7 ng 110216 3 9.892 806861 20.0
Tridecane 10.804 3.5 ng 123623 4 11.386 699151 20.0
Hexadecanoic ac... 11.786 7.4 ng 259546 4 11.386 699151 20.0
n-Hexadecanoic ... 11.915 6.2 ng 215758 4 11.386 699151 20.0
9,12-Octadecadi... 12.474 29.6 ng 1034610 4 11.386 699151 20.0
6-Octadecenoic ... 12.498 17.8 ng 620408 4 11.386 699151 20.0
Methyl stearate 12.580 3.3 ng 114313 4 11.386 699151 20.0
Octadecanoic acid 12.710 2.2 ng 77139 4 11.386 699151 20.0
Phenol, 4,4'-(1... 12.862 24.2 ng 776510 5 14.045 641500 20.0
Octadecane, 1-(... 13.898 7.0 ng 225249 5 14.045 641500 20.0
Nonadecane 15.192 3.6 ng 86921 6 15.556 484133 20.0
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