LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acqg On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc :

ALS Vvial : 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132936.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.3e4 370 377 382 rBV 3871398 4832825 44.03% 9.493%
2 4.969 480 490 493 rBV 6328022 10976348 100.00% 21.560%
3 5.351 546 555 562 rVB 282137 244265 2.23% 0.480%
4 6.375 725 729 732 rBV 2624389 2230285 20.32% 4.381%
5 6.757 790 794 797 rBV 2138384 1675764 15.27% 3.292%
6 7.316 885 889 892 rBV 3882885 3166038 28.84% 6.219%
7 8.039 1008 1012 1015 rBV 2909018 2274423 20.72% 4.467%
8 8.351 1061 1065 1070 rVB 101865 113013 1.03% 0.222%
9 8.639 1110 1114 1117 rBV 149306 130246 1.19% 0.256%
10 9.116 1191 1195 1198 rBV 6725175 5443612 49.59% 10.692%
11  9.204 1206 1210 1214 rBV2 215364 209693 1.91% 0.412%
12 9.433 1246 1249 1251 rBV 331480 273121 2.49% 0.536%
13 9.733 1298 1300 1303 rBV 224857 175328 1.60% ©0.344%
14 9.792 1306 1310 1313 rVV 2960253 2304492 21.00% 4.527%
15 9.992 1337 1344 1347 rBV5 87422 137767 1.26% 0.271%
16 10.233 1382 1385 1388 rVB 230264 159829 1.46% 0.314%
17 10.457 1419 1423 1428 rBV2 107097 156440 1.43% 0.307%
18 10.504 1428 1431 1434 rVB 272098 244854  2.23%  0.481%
19 10.710 1463 1466 1471 rBvV2 257216 373665 3.40% 0.734%
20 11.157 1539 1542 1544 rBV 199686 173591 1.58% 0.341%
21 11.186 1544 1547 1551 rVB 170703 174853 1.59% 0.343%
22 11.274 1558 1562 1564 rBV 2569231 2036618 18.55% 4.000%
23 11.298 1564 1566 1568 rVB 191235 136591 1.24% 0.268%
24 11.580 1611 1614 1617 rBV 191845 148147 1.35% 0.291%
25 11.680 1628 1631 1636 rVB 453189 368789 3.36% 0.724%
26 11.810 1649 1653 1657 rBV2 310333 302881 2.76% ©.595%
27 12.363 1744 1747 1749 rBV 1689530 1554481 14.16% 3.053%
28 12.386 1749 1751 1754 rVB2 1343200 1041898 9.49% 2.047%
29 12.474 1763 1766 1771 rVB2 301954 315573 2.88% 0.620%
30 12.592 1783 1786 1792 rBV3 184798 291932 2.66% 0.573%
31 12.862 1828 1832 1835 rBV 5147986 4367606 39.79% 8.579%
32 13.110 1871 1874 1877 rVB 188000 167032 1.52% 0.328%
33 13.298 1903 1906 1910 rBvV2 156901 243126 2.21% 0.478%
34 13.451 1929 1932 1934 rBV 198531 169713 1.55% ©.333%
35 13.780 1984 1988 1994 rVB 348011 506370 4.61% ©.995%

36 13.909 2006 2010 2013 rBV 1780137 1595668 14.54%  3.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acqg On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vvial : 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.098 2039 2042 2045 rVB 223743 208074 1.90% ©.409%
38 14.404 2091 2094 2096 rBV 211723 215190 1.96% 0.423%

39 14.704 2142 2145 2151 rBV3 228766 357414 3.26% ©.702%
40 15.339 2249 2253 2257 rVB 1246765 1413148 12.87% 2.776%

Sum of corrected areas: 50910703
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\

BF132936.D
: 20 Apr 2023 13:43
: CG\JU
: 02388-01
: 4  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF132936.D\data.ms
4.969

7.316

4.304

6.375
6.757

5.351

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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132936.D\data.ms
9.116

12.862

11.274

PRIVVAS

8.351 8.639 2049433 9733 ¢ 0,10.233340,8GH0.710

0
Time-->

DN o — — — — — —
8.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132936.D\data.ms

13.909 15.339

14.704
13.78 ) 14.404
3451 14.098

Time-->

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\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.304 57.68 ng 4832830 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 377 (4.304 min): BF132936.D\data.ms (-370) (-) m/z 55.10 100.00%
55.1 83.1
5000
R R RRE T Rl
‘ 4.00 4.20 4.40 4.60
Ol 2070 /7 83,10 94.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B R L B R
4.00 4.20 4.40 4.60
29.0
m/z 43.05 42.58%
OH\\‘\“}H“ih\\Hi“l‘\H\“1\H“\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R R A RRREN
29.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 36.22%
0! =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-  AREmmEEEEE SRR
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.05 29.53%
5000
27.0
om‘ww‘m I NS | C—
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.969 131.00 ng 10976300  1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 490 (4.969 min): BF132936.D\data.ms (-480) (-) m/z 43.05 100.00%

3.0
5000
1011 L L NN B LA L B
‘ ‘ 4.60 4.80 5.00 5.20
Obrrrrrrefbrl®0 2070 n/z 59.05  56.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN LA B A LR I
4.60 4.80 5.00 5.20
m/z 101.10  18.26%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.10 17.49%
0 I \‘H ‘ 12\60
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate T T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.92%
5000
150 720 100.0
oAt N R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Longifolene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.433 2.37 ng 273121  Acenaphthene-di0 9.792

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 96
3 .beta.-Neoclovene 204 C15H24 056684-96-9 93
4 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 91
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 91
Abundance Scan 1249 (9.433 min): BF132936.D\data.ms (-1246) (-) m/z 91.05 100.00%
91.0
- T va
AR ERREE S
9.20 9.40 9.60 9.80
0 m/z 161.15 87.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80113: Longifolene
161.0
5000 189.0
9.20 9.40 9.60 9.80
m/z 105.05 77.16%
O' “\‘!“\\“‘\\\‘1‘\\‘\\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80509: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
161.0
T e
105.0 204.0 9.20 9.40 9.60 9.80
5000 79.0 m/z 41.05 73.00%
41.0 1330
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80172: .beta.-Neoclovene S RARRMEEEE
161.0 9.20 9.40 9.60 9.80
m/z 94.10 66.60%
5000
91.0
41.0 133.0 189.0
67.0
] e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzophenone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.504 2.13 ng 244854  Acenaphthene-di0 9.792
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1431 (10.504 min): BF132936.D\data.ms (-1428) (- m/z 105.05 100.00%
105.1
182.1
5000
51.1 I ‘
10.50
152.1
ol A T ) 2202 m/z 77.05 62.61%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 = :
10.50
510 m/z 182.10  52.38%
| 152.0 |
O T T ‘\ ‘\ ‘ T \“M\ T ‘ ‘\ T T T ‘h T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
Ly e
10.50
5000 182.0 m/z 51.10 24.79%
51.0
‘ 150.0
bt A
m/z--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- P ‘
105.0 10.50
m/z 181.05 8.53%
5000
51.0
ols0 . 1 1600 2810
T T i e
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.710 3.67 ng 373665 Phenanthrene-d10 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tridecane 184 C13H28 000629-50-5 93
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1466 (10.710 min): BF132936.D\data.ms (-1463) (- m/z 57.10 100.00%

57.1
5000 85.1

| 1132141 116911971 405 1050  11.00
i b T Aaat60 07 2408 TS 1 73,31

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123959: Heptadecane
57.0

5000 — e
85.0 10.50 11.00

m/z 71.10 56.17%

\ | L [39a1016901070 2400
\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH’HH’HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0

T T
10.50 11.00

o

o

5000 m/z 85.10 38.21%
85.0
29.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane : ! ! .
57.0 10.50 11.00

m/z 41.10 34.02%

5000 85.0
29.0
1]

| 13:0141.0169.0197.0 268.(

) S 0 S oL 217 .2 — —
miz--> 20 40 60 80 100120 140160180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.680 3.62 ng 368789  Phenanthrene-die 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86

Abundance Scan 1631 (11.680 min): BF132936.D\data.ms (-1628) (- m/z 74.10 100.00%
74.1

5000

43.1
143.2 L T
227.3 . .
M‘ | ais0 | 11111002723 5705 11.50 12.00
O bbb bl e e | M/Zz 87.10 73.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 r—r— ——
43.0 11.50 12.00
143.0 m/z 43.10  38.13%

MM‘MM@BO\ ﬂ10m90270 270.0

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

%

o

74.0
—— ——
11.50 12.00
5000{ 43.0 m/z 41.10  28.41%
‘ M\ \MH 110 139 1850 2270 2700 WM

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #126208: Methyl tetradecanoate — T
74.0 11.50 12.00
m/z 55.10  28.19%
5000
43.0
.O
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.97 ng 302881  Phenanthrene-di@ 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 64
Abundance Scan 1653 (11.810 min): BF132936.D\data.ms (-1649) (- m/z 43.10 100.00%
:. | AwMJJm“mAWWﬂwwwmﬂ
5000
129.0
213.3 T ]
| 71.2 256.3 11.50 12.00
Olrrrprrrl m/z 73.10 82.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
1710 2130 2560 m/z 60.00 80.41%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 = T
11.50 12.00
5000 129.0 m/z 55.10 70.63%
185.0
228.0
O‘H_duwumhwq
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 67.55%
5000 129.0
‘ 199.0 2420
0“WA‘AMWM‘WM‘ 198, — —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF041723.M Fri Apr 21 15:42:56 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 10,13-Octadecadienoic acid,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.363 15.27 ng 1554480  Phenanthrene-d10 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 95
Abundance Scan 1747 (12.363 min): BF132936.D\data.ms (-1744) (- m/z 67.10 100.00%
67.1
5000
09.1 — —
150.1 - 12.00 12.50
0 : 37L~’ ‘ H }u‘ ‘\‘HH“HH\’ \Hh\ L \‘H” " Hh‘ \“\ ‘M . “2?\6‘2‘ — ‘26‘%‘3 ‘29“4‘\: m/Z 81. 19 83 ‘0700
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 — I
09.0 294.0 12.00 12.50
29.0 ‘ ' 2530 4C m/z ss.10 75.57%
150.0 :
o l \HL i) sl 2200 T[T |
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
— —
12.00 12.50
5000 m/z 41.10 63.23%
I 262.0 294.0
oL—L
m/z--> 50 100 150 200 250
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — —
67.0 12.00 12.50
m/z 95.10 54.02%
5000
R7.0
0’ - —
m/z--> 50 100 150 200 250 12.00 12.50

8270-BF041723.M Fri Apr 21 15:42:57 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43

Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 16-Octadecenoic acid, methy... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.386 10.23 ng 1041900  Phenanthrene-d10 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91

Abundance Scan 1751 (12.386 min): BF132936.D\data.ms (-1749) (- m/z 55.10 100.00%
55.1
. ‘JQMJU,VMLAWﬁkNNN,
o6a. P e
WA23 2 1802 222.3 12.00 12.50
- H‘ (0 T P TPORUON RO ‘”‘ 2963 n/z 41.10  62.86%
miz-> 100 150 200 250 300
Abundance #194422. 16-Octadecenoic acid, methyl ester
55.0
5000 - T
87.0 12.00 12.50
264.0 m/z 69.10 57.35%
‘H 1230 1800 22‘2.0 206.0
0! I “\ il sl e by L R AT
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
P e
12.00 12.50
5000 m/z 74.10 53.33%
87.0
264.0
“ 23.0 180.0 222.0 ‘ 2960
o! Lo d mu . m BTN Wt R —— “‘ —
m/z--> 50 150 200 250 300
Abundance #194421: 14—Octadecenoic acid, methyl ester — o
55.0 12.00 12.50
m/z 83.10 43.86%
5000
87.0
264.0
H ‘250 1800 222.0 h 2960
0’ L‘M”Wm‘”““ A — ——
m/z--> 50 150 200 250 300 12.00 12.50

8270-BF041723.M Fri Apr 21 15:42:58 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Methyl stearate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.474 3.10 ng 315573 Phenanthrene-d10 11.274
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 70
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 58
5 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 58
Abundance Scan 1766 (12.474 min): BF132936.D\data.ms (-1763) (- m/z 74.05 100.00%
74.0
5000 43.1 202.1 M
143.1 R
‘ ‘3 255.3 ,gq 12.50
ol ‘u LAl PA Sl e L TR myz 87.05 72.93%
miz-> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 T
43.0 12.50
143.0 m/z 202.10  45.33%
h‘ || 1110, ‘ 1990 2550 298¢
O\\\\‘\‘\‘”\‘ \‘\\\“\\\‘\“\\\\‘\‘\\\“\
miz--> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
==
12.50
5000 m/z 43.10 44 ,32%
143.0 255.0
. ‘ 199.0 298.(
0““““ “““H‘h““““\“““i““‘ ‘\‘\‘m““\“
m/z--> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester ——
74.0 12.50
m/z 55.10 30.46%
5000
43.0
‘ 143.0
213.0 256.0
0 Ja) 4110, “““182 b —
m/z--> 100 150 200 250 300 12.50

8270-BF041723.M Fri Apr 21 15:42:59 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Octadecanoic acid Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
12.592 3.6 ng 201932 Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 octadecanoic acid 284 ClaH3602 000057-11-4 93

2 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74

5 n-Decanoic acid

172 C10H2002

000334-48-5 60

Abundance Scan 1786 (12.592 min): BF132936.D\data.ms (-1783) (- m/z 43.10 100.00%
3.1
5000 M
T \
12.50
[ — m/z 57.10  84.43%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — \
83.0 2840 12.50
185.0 241.0 : m/z 59.95 77 .41%
0! \\}M“H‘dl \‘\‘ ‘ L ‘L “\‘ “ . \‘ “\ ‘\‘ - o
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
peed, i
4,0 12.50
5000 129.0 m/z 73.85  74.39%
185.0
228.0
IO 1 R [ L1 1
NI 111 0 N O
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid T ‘
2
43.0 256.0 12.50
m/z 41.10 68.13%
5000
129.0
3.0 213.0
171.0 ‘
0! “1‘”“\‘“1 il ‘ “ “ “‘u\‘ - “‘ P —
m/z--> 50 100 150 200 250 300 12.50

8270-BF041723.M Fri

Apr 21 15:43:01 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.110 2.09 ng 167032  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 Cl6H34 000544-76-3 90
3 Tricosane 324 C23H48 000638-67-5 87
4 Decane, 1-iodo- 268 C1loH21I 002050-77-3 87
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
Abundance Scan 1874 (13.110 min): BF132936.D\data.ms (-1871) (- m/z 57.10 100.00%
57.1
5000 W
‘ 99.1 13.00 13.50
. 215.2 . .
141.1
- w“‘ 9 L Tk 2801 8243 0 4310 66.27%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —r ——
13.00 13.50
99.0 m/z 71.10 55.94%
01\5\0‘\ ‘\“ “‘\ ‘H‘ \‘H‘\ HL \“‘ \:‘1‘14}.‘9\ ]‘\-8\‘3\0‘ T \2\4(})‘0\ L e
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
—— —
13.00 13.50
5000 m/z 85.10 39.73%
99.0
o189 |1} 50 110 1530 2260
T et
miz--> 50 100 150 200 250 300
Abundance #229645: Tricosane T ——
57.0 13.00 13.50
m/z 41.10 24.38%
5000 WMJMMMWWWMAWWNAMWAMVW
99.0
‘ ‘ ‘ ‘ 141.0 1970 9530 324.0
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF041723.M Fri Apr 21 15:43:03 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.298 3.05 ng 243126  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 87
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 83
3 7H-[1,3,4]Thiadiazolo[3,2-a]pyri... 271 C9HIN303S2 1000350-95-4 35
4 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 22
5 Pisiferol 302 C20H3002 024035-36-7 22
Abundance Scan 1906 (13.298 min): BF132936.D\data.ms (-1903) (- m/z 271.25 100.00%
175.1 271.3
5000
69.1
Py et
13.00 13.50
M Liws Bl S8 L 2
oL M\ L dydyl ik Wmiu‘\hw\\‘h‘\‘ o el P m/z 175.1@ 86.25%
miz--> 100 150 200 250 300
Abundance #181948. 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 —— —
13.00 13.50
m/z 201.15 61.42%
69.0 133, 150 /
0 ‘Z‘Q‘q“‘\‘ “n‘\ ‘\\ Al \u M“ \\‘\ \‘ ' ‘\“‘ ““‘ )
miz--> 50 100 150 200 250 300
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
— —
175.0 13.00 13.50
5000 m/z 286.25 34.26%
43.0
328.0
\ \]‘-zﬁ ‘u\h mh‘\h \H \\‘ | \90 ‘ L L
oLl ly TSNS VR 1 VAN
m/z--> 50 100 150 200 250 300
Abundance #162501: 7H-[1,3,4]Thiadiazolo[3,2-a]pyrimidine-5-carbo — T
68.0 271.0 13.00 13.50
m/z 189.10 29.65%
5000
199.0
112.0
ol Mk boapoo) 4o VD
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF041723.M Fri Apr 21 15:43:05 2023 Page: 16



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Z:\
BF1
. 20
: CG\
. 023

4

hod :
le

ry

Library Search Compound Report

svoasrv\HPCHEM1\BNA_F\Data\BF042023\
32936.D

Apr 2023 13:43

Ju

88-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Tricosane, 2-methyl- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
13.451 2.13 ng 169713  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 83
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 1932 (13.451 min): BF132936.D\data.ms (-1929) (- m/z 57.10 100.00%
57.1

‘ 9.2 1350
ok w‘“ | J‘ML jdake 22 2774 383 47 43.10  64.68%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
13.50
m/z 71.10  60.07%
ol L) ‘\ “ }410183022502670 3230 3804
L ‘ L ‘ T ‘ T T T ‘ L ‘ L UL ‘ L

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

L

Abundance #246491: Tricosane, 2-methyl-
43.0
13.50
5000 ITI/Z 85.10 44 . 40%
5.0
ol | | 127.0169.0211.0253.0°%C 3380
— “‘“‘“‘“‘“““““““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #45490: Undecane, 3-methyl- ——
57.0 13.50
m/z 41.10 25.79%
- %WwﬂwaMNkaww“WﬂRﬂw
(JJ 9.0 141.0
S N —— —_—
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF041723.M Fri Apr 21 15:43:06 2023 Page: 17



Data Path :
Data File :
Acq On : 20

Apr 2023 13:43

Operator : CG\JU

Sample
Misc
ALS vial : 4

Quant Method :
Quant Title

TIC Library

. 02388-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Met

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
BF132936.D

hods\8270-BF041723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Tetracosane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
13.780 6.35 ng 506370  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Octadecane 254 C18H38 000593-45-3 92
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91

1010309-12-5 91
1000382-54-3 91

4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403

Abundance Scan 1988 (13.780 min): BF132936.D\data.ms (-1984) (- m/z 57.10 100.00%
57.1
5000 M
‘ ‘ 1350  14.00
41.1 2312 : .
- i ‘”‘ ‘“ Pllirer P07 2811 3523 . 43.10  78.58%
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 — e
13.50 14.00
m/z 71.10 57.73%
41.
DL o momsy o
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
—r —
13.50 14.00
5000 m/z 85.10  41.78%
9.0
0 \\‘ I “\ H‘ \‘ 1410 1830 2540
; —_———
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P —
57.0 13.50 14.00
m/z 41.10 37.73%
oL w ‘\u%“‘??‘“1‘-??9“,25?9‘,””_ S
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF041723.M Fri Apr 21 15:43:08 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.098 2.61 ng 208074  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Hexacosane 366 C26H54 000630-01-3 80
3 Pentacosane 352 (C25H52 000629-99-2 80
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2042 (14.098 min): BF132936.D\data.ms (-2039) (- m/z 57.10 100.00%
57.1
5000
9.1 231.1 14.00 14.50
155.2 296.1 : '
ok u““w L, ‘H bl b e 2208 m/z 43.10  63.44%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
14.00 14.50
9.0 m/z 71.10 62.43%
Olwswd\ !‘ \h‘\ h“ \“‘ \]T\4"‘1‘(‘)\1\8\3\?2\2\5\(\)‘ T \\29\6‘\0\ T T T
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
—— —
14.00 14.50
5000 m/z 85.10 38.92%
9.0
ol L)) 14101830225 0267.03000 3660
S — S eI e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane 7 —
57.0 14.00 14.50
m/z 55.10 23.57%
5000
9.0
““““““‘ R —— ;
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43

Operator : CG\JU

Sample : 02388-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Nonadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.404 2.70 ng 215190  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptacosane 380 C27H56 000593-49-7 96
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2094 (14.404 min): BF132936.D\data.ms (-2091) (- m/z 57.10 100.00%
57.1
5000
9.1 14:50
1411 2112 268.1 :
ol bl L 2112 2681 52703714 L 434e  63.34%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 L
14.50
m/z 71.10 62.12%
OJMWmMFWBWQWm“
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
14.50
5000 ITI/Z 85.10 43.38%
ol L \ | F ‘1‘4‘10183022502670 3230 3800
iy e T T
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane T
57.0 14.50
m/z 41.10 24.22%
5000
9.0
oL b L) | 14101830225.026703000 3660
e s i e ——
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\BF042023\
Data File : BF132936.D

Acq On : 20 Apr 2023 13:43

Operator : CG\JU

Sample : 02388-01

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 Eicosane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
14.704 5.06 ng 357414  Perylene-d12 15.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 96
3 Nonadecane 268 C19H40 000629-92-5 94
4 Heptacosane 380 C27H56 000593-49-7 93
5 Octadecane 254 C18H38 000593-45-3 93

Abundance Scan 2145 (14.704 min): BF132936.D\data.ms (-2142) (- m/z 57.10 100.00%
57.1

5000
1450  15.00
13 1 256.1 : :
169.1
ol “‘, | J‘M bl 20 R S, 3L S22 s 4310 69.22%
miz—-> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 e ——
14.50 15.00
m/z 71.10 62.31%
\\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #211086: Tridecane, 1-iodo-
57.0
— —
14.50 15.00
5000 ITI/Z 85.10 45 .,94%
1830
130
oL b 3100
m/z--> O 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T ——
57.0 14.50 15.00
m/z 55.10 22.53%
5000
H 130 169.0 99402680
oL LML 1690 22002080 S
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132936.D

Acqg On : 20 Apr 2023 13:43
Operator : CG\JU

Sample : 02388-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.304 57.7 ng 4832830 1 6.757 1675760 20.0
2-Pentanone, 4-... 4.969 131.0 ng 10976300 1 6.757 1675760 20.0
Longifolene 9.433 2.4 ng 273121 3 9.792 2304490 20.0
Benzophenone 10.504 2.1 ng 244854 3 9.792 2304490 20.0
Heptadecane 10.710 3.7 ng 373665 4 11.274 2036620 20.0
Hexadecanoic ac... 11.680 3.6 ng 368789 4 11.274 2036620 20.0
n-Hexadecanoic ... 11.810 3.0 ng 302881 4 11.274 2036620 20.0
10,13-Octadecad... 12.363 15.3 ng 1554480 4 11.274 2036620 20.0
16-Octadecenoic... 12.386 10.2 ng 1041900 4 11.274 2036620 20.0
Methyl stearate 12.474 3.1 ng 315573 4 11.274 2036620 20.0
Octadecanoic acid 12.592 3.7 ng 291932 5 13.910 1595670 20.0
Hexadecane 13.110 2.1 ng 167032 5 13.910 1595670 20.0
2-Phenanthrenol... 13.298 3.0 ng 243126 5 13.910 1595670 20.0
Tricosane, 2-me... 13.451 2.1 ng 169713 5 13.910 1595670 20.0
Tetracosane 13.780 6.3 ng 506370 5 13.910 1595670 20.0
Heneicosane 14.098 2.6 ng 208074 5 13.910 1595670 20.0
Nonadecane 14.404 2.7 ng 215190 5 13.910 1595670 20.0
Eicosane 14.704 5.1 ng 357414 6 15.339 1413150 20.0
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