LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54388.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.120 17 22 30 rVB 17778 32513 1.64% 0.357%
2 5.570 433 439 449 rBV 43318 76309 3.86% 0.837%
3 7.174 706 712 725 rBV2 43972 84497 4.27% 0.927%
4 7.991 844 851 860 rVB 85582 150426 7.60% 1.650%
5 9.154 1043 1049 1057 rVB2 28037 50515 2.55% ©.554%
6 10.799 1317 1329 1336 rBV 114466 227077 11.47% 2.491%
7 11.986 1525 1531 1539 rVB7 10288 20435 1.03% 0.224%
8 13.249 1738 1746 1757 rVB 94497 158070 7.99% 1.734%
9 13.443 1772 1779 1787 rVB4 14706 27087 1.37% 0.297%
10 14.513 1957 1961 1967 rBV2 19195 28706 1.45% 0.315%
11 14.624 1971 1980 1987 rBV 186777 326176 16.48%  3.578%
12 15.464 2118 2123 2128 rVB 26058 34837 1.76% 0.382%
13 15.6760 2151 2158 2163 rBV2 12460 24928 1.26% 0.273%
14 15.870 2189 2192 2202 rVB5 12215 21211 1.07% 0.233%
15 16.117 2225 2234 2241 rBV2 88045 148107 7.48% 1.625%
16 16.328 2265 2270 2272 rBV 25362 38205 1.93% 0.419%
17 17.115 2400 2404 2408 rVV 27188 34865 1.76%  0.382%
18 17.174 2409 2414 2424 rVB5 16120 39964 2.02% 0.438%
19 17.374 2440 2448 2452 rBV 240465 411496 20.79% 4.514%
20 17.415 2452 2455 2462 rW 84061 127886 6.46% 1.403%
21 17.503 2466 2470 2474 rVB 16499 23700 1.20% 0.260%
22 17.779 2512 2517 2521 rBV3 13151 20194 1.02% 0.222%
23 17.856 2526 2530 2534 rBV 31263 45168 2.28% ©0.495%
24 17.897 2534 2537 2542 rVB3 23980 28618 1.45% 0.314%
25 18.032 2554 2560 2566 rVB 543267 704958 35.62% 7.733%
26 18.255 2593 2598 2602 rBV3 41487 73986 3.74% 0.812%
27 18.296 2602 2605 2610 rVB 31380 47224 2.39% ©0.518%
28 18.373 2613 2618 2624 rBV6 11913 32499 1.64% 0.356%
29 18.443 2625 2630 2634 rBV4 25983 44670 2.26% 0.490%
30 18.549 2644 2648 2652 rBV 25975 32256 1.63% 0.354%

31 19.172 2748 2754 2756 rBV 1458606 1979268 100.00% 21.710%
32 19.201 2756 2759 2772 rVB2 1394043 1812914 91.60% 19.885%

33 19.331 2776 2781 2786 rVW 266312 327406 16.54%  3.591%
34 19.389 2788 2791 2792 rBV2 32722 37439 1.89% 0.411%
35 19.425 2792 2797 2803 rVB 193995 329539 16.65% 3.615%
36 19.695 2840 2843 2848 rVB4 30910 40266 2.03% 0.442%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS Vvial : 16 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_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.754 2850 2853 2855 rBV2 47212 63274 3.20% 0.694%
38 19.789 2855 2859 2866 rVB 159125 249509 12.61% 2.737%
39 19.977 2887 2891 2896 rBV 186513 247134 12.49% 2.711%
40 21.640 3167 3174 3179 rBV2 282490 585797 29.60% 6.425%

41 24.848 3715 3720 3729 rVB2 129384 327647 16.55%  3.594%

Sum of corrected areas: 9116776
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054388.D\data.ms

1400000
1200000
1000000
800000
600000
400000

200000
7.991 10.799

120 5570 7174 9.154 11.986
0\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\‘Y’\\’\\\\T\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054388.D\data.ms

19.rm
1400000

1200000

1000000

800000

600000 18.032

400000

200000 14.624
13.249

16.117
13.443 14.513 15.464537016.328

Time--> 3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054388.D\data.ms

)

1400000
1200000
1000000
800000
600000
400000 24.848

200000 M&W

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 5
R.T. EstConc Area Relative to ISTD R.T.
3.120 4.32 ng 32513 1,4-Dichlorobenzene-d4 7.991

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17

4 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance  Scan 22 (3.120 min): BG054388.D\data.ms (-17) (-) m/z 73.05 100.00%

73.0
5000 431
55.1 87.1
e
3.20 3.40
Ob e L njz a3.10 39.54%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T T \\\\‘\W
43.0 320 3.40
550 87.0 m/z 55.10 29.23%
29.0 “
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
et
87.0 320 3.40
41.0 55.0 .
5000 ITI z 87.10 27.91%
29.0
15.0
o+ e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol e
73.0 320 3.40

m/z 41.10 12.63%

55.0
43.0
5000
27.0
w0 | I
I ‘ ‘ il ‘ | il |

m/z--> 10 20 30 40 50 60 70 80 90 100 320 3.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.464 2.14 ng 34837  Acenaphthene-die 14.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 68
2 Octacosane 394 (C28H58 000630-02-4 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2123 (15.464 min): BG054388.D\data.ms (-2118) (- | m/z 57.10 100.00%
57.1
5000
——
90 1441664 15.50
ol d, L Ay o 1 e m/z 43.10  80.90%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T
15.50
m/z 71.10 53.42%
0 [ H A u‘ I ]T4l 0183.0 268.0
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
——
15.50
5000 m/z 41.10 45.61%
99.0
0 141.0183.0225.0 281.0 337.0 394.
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane 7
57.0 15.50
m/z 85.10 40.27%
5000
0 “ I “ F u‘ Il JT41 0183 0 2400 /\\/‘4
T s B
m/z--> 50 100 150 200 250 300 350 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.856 2.20 ng 45168  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2530 (17.856 min): BG054388.D\data.ms (-2526) (- | m/z 57.05 100.00%
57.0
— —
99.1
h\ | 1551 199.12310 2759 17.50 18.00
oL—— \;\ il bl uh Ao R \H‘\‘n‘u‘\ e m/z 43.10 74.88%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 == —
17.50 18.00
m/z 71.10 57.10%
‘ | ) 990 141.0 268.0
O \Z\QLO‘\ ‘ ‘\ ‘ H‘ H‘ \ T \ \‘ ‘ T ?‘8\3\0‘ \22\5\0\ ‘ T \ T T ‘
m/z--> 50 100 150 200 250
Abundance
57.0
— —
17.50 18.00
5000 m/z 41.10 40.61%
ol 260 990 1410 1830 226.0
T e T
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane = T
57.0 17.50 18.00
m/z 85.10 40.12%
5000
99.0
0l15. q‘ L Ll 1410 1830 2250 296.(
el e e e — ——
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BG@54388.D

Acqg On : 25 Jul 2022 20:51

Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.032 34.26 ng 704958  Phenanthrene-di10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid, methyl ester
2 Methyl 11-methyl-dodecanoate

3 Hexadecanoic acid, methyl ester
4 Hexadecanoic acid, 2-methyl-

5 Methyl tetradecanoate

228 C14H2802
228 C14H2802
270 C17H3402
270 C17H3402
242 C15H3002

001731-88-0 96
1000336-45-1 93
000112-39-0 87
027147-71-3 81
000124-10-7 81

Abundance Scan 2560 (18.032 min): BG054388.D\data.ms (-2554) (- | m/z 74.10 100.00%
74.1
50001 431
227.1
143.1 — :
185.1 18.00
g |8 | 7
ol sl iz b L L m/z 87.10  77.05%
miz--> 50 100 150 200 250 300
Abundance #109335: Tridecanoic acid, methyl ester
74.0
5000 — :
18.00
43.0 143.0 m/z 43.10  40.54%
e
05 \“\ S “H\ “ih‘\m\ %I?lwl‘\o‘\ L - \‘\M‘ T \‘\.\ T T T
miz--> 50 100 150 200 250 300
Abundance
74.0
RN [
18.00
5000 ITI/Z 55.10 35.42%
143.0 1850
111.0 228.0
bl e e e
miz--> 50 100 150 200 250 300
Abundance #161211: Hexadecanoic acid, methyl ester e
74.0 18.00
m/z 41.10 33.70%
5000 43.0
185.0 :
L dazo, |
bl g b L L by —
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 unknownl8.255 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.255 3.60 ng 73986  Phenanthrene-d1e 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Pentadien-2-0l1, 2-methyl-5,5... 250 C18H180 057169-35-4 47
2 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 45
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 45
4 3,5 (4H,8H)-Dihydro-8-thia-1,3-d... 192 C9H8N20S 014346-25-9 45
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 45

Abundance Scan 2598 (18.255 min): BG054388.D\data.ms (-2593) (- | m/z 192.00 100.00%
192.0

s000| 431 731

=

Pty

7
18.00 18.50

o} m/z 191.00 61.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #136129: 3,4-Pentadien-2-ol, 2-methyl-5,5-diphenyl-
192.0
5000 59.0 Py e
18.00 18.50
m/z 73.10 50.97%
150 f32-0
O2’\7‘\.‘\(\)““\\‘\\“\‘HM‘H‘“\‘\‘h\\\“‘\‘\\hu“‘\\}‘\.’M\\1“\W“\’M‘\\‘mH‘M‘\‘H‘H‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
192.0
IVEA B R I TYRY
18.00 18.50
5000 ITI/Z 60.10 49,90%
115.0
027,0 63.0 163.0
T T P T T e T e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #67027: Anthracene, 9-methyl- ] by
192.0 18.00 18.50

m/z 43.10 48.79%

5000 L
280 630 940 1560 1630 |

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BG@54388.D

Acqg On : 25 Jul 2022 20:51

Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 6 Anthracene, 9-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.296 2.30 ng 47224  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 81

Abundance Scan 2605 (18.296 min): BG054388.D\data.ms (-2602) (- | m/z 192.00 100.00%
192.0
sy — ==
571 950 139.0 \ m 2269 2749 18.00 18.50
oL = . Py Ll - L Al ‘m‘ e P m/z 191.00 60.21%
miz--> 50 100 150 200 250
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 el —
18.00 18.50
m/z 189.00  25.86%
96.0
0270 630 o 1529 H‘
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
Abundance
192.0
s —
18.00 18.50
5000 m/z 193.00 17.67%
027.0 63.0 96.0 139.0
—— T
m/iz--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —t —
192.0 18.00 18.50
m/z 164.95 15.70%
- WWMM/M
0270 63.0 960 1390
T T T ‘ T T T T ‘ T T T T “ T = T L T L ‘ T T T T ‘ T T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

ION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.443 2.17 ng 44670  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 59
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 53
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 49
5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C10H7FN20 1000338-05-6 47

Abundance Scan 2630 (18.443 min): BG054388.D\data.ms (-2625) (- | m/z 190.00 100.00%
19p.0
5000 f/&wm
TLIVS R —
94.8
55.1 150.0 Mw 241.0 309.0 18.50
(LR T BRSO STV P G m/z 189.00  99.38%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 1
94.0 18.50
4. m/z 192.10  44.95%
0390 \‘\ 1370 |
T T T ‘ L ‘ L ‘ T T ‘ L ’ L ‘ T T T
miz-> 50 100 150 200 250 300
Abundance
450 190.0
: 146.0 i
18.50
5000 82.0 m/z 191.00 43.41%
Ol by Wb b W
m/iz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene ¥ —T
189.0 18.50
m/z 187.00 16.68%
5000
94.0
o
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BG@54388.D

Acqg On : 25 Jul 2022 20:51

Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 8 9,12-Octadecadienoic acid, Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.172  96.20 ng 1979270  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 95
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 95

Abundance Scan 2754 (19.172 min): BG054388.D\data.ms (-2748) (- | m/z 67.10 100.00%
67.1
5000
09.1
— =
150.1 263.1 19.00 19.50
H“\h\um\‘ | %29'1 | L 327.0 S
0! bl bty L SEED 0 m/z 81.05  83.20%
miz--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 —— —
19.00 19.50
29. 09.0 m/z 55.10  68.22%
150.0 294.0
0- “ ‘l“ — ‘2\2\3\0\ T T \“ L
miz--> 50 100 150 200 250 300 350
Abundance
67.0
—= =
19.00 19.50
5000 m/z 41.10 58.17%
109.0
150.0 20,0 294.0
]
m/z--> 50 100 150 200 250 300 350
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ==
67.0 19.00 19.50
m/z 95.10 56.69%
5000
09.0 294.0
150.0 ’
M\Mm b 220.0
0l bbb S —— ——
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.201 88.11 ng 1812910  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 97
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 90
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87

Abundance Scan 2759 (19.201 min): BG054388.D\data.ms (-2756) (- | m/z 55.10 100.00%

P

= T
19.00 19.50

N 829.0867. .7 41.10  69.16%

m/z--> 50 100 150 200 250 300 350
Abundance #194442: 9-Octadecenoic acid (Z)-, methyl ester
74.0

5000

5000 264.0 =1 T 7
11.0 19.00 19.50
1500 2220 m/z 69.10  66.42%
ok \‘ \“‘H“n‘ h - }\“‘\‘ ‘ ““ : ‘\‘ e
miz--> 50 100 150 200 250 300 350
Abundance
55.0
e o
19.00 19.50
5000 m/z 74.10 55.97%
97.0
264.0
138.0 180.0 222.0
oL b M M A o o A
m/z--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester — -
. 19.00 19.50

m/z 83.10 52.42%

5000

= =
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.331 15.91 ng 327406  Phenanthrene-d10 17.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 95
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 89
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 74
Abundance Scan 2781 (19.331 min): BG054388.D\data.ms (-2776) (- | m/z 74.10 100.00%
74.1
5000
255.1 /\A
143.1 199.1
‘ | ‘ | 208.1 19.00 10.50
ob m‘w“ d b b L L3549 T e 6 87.06%
m/z--> 50 100 150 200 250 300 350
Abundance #197273: Methyl stearate
74.0
5000
19. 00 19 50
143.0 m/z 43.10 49.60%
‘ 199.0 255.0 208.0 /
0 \\“\‘\“‘\‘\‘\‘“‘\““\‘\‘\\‘\\\‘\“\\\\“\‘\\\“\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance
74.0
= —
19.00 19.50
5000 m/z 55.10 38.99%
143.0
29.0 213.0256.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester — B
74.0 19.00 19.50
m/z 255.05 35.90%
5000
143.0 298.0
0 |l 1990 2950
owm_H“‘MwHw_m_m_m_m ‘ ——
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72522\
Data File : BGO54388.D

Acqg On : 25 Jul 2022 20:51
Operator : CG/JU

Sample : N3855-03 5X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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... 3.120 4.3 ng 32513 1 7.991 150426 20.0
Nonadecane 15.464 2.1 ng 34837 3 14.624 326176 20.0
Hexadecane 17.856 2.2 ng 45168 4 17.374 411496 20.0
Tridecanoic aci... 18.032 34.3 ng 704958 4 17.374 411496 20.0
unknown18.255 18.255 3.6 ng 73986 4 17.374 41149 20.0
Anthracene, 9-m... 18.296 2.3 ng 47224 4 17.374 411496 20.0
4H-Cyclopenta[d... 18.443 2.2 ng 44670 4 17.374 411496 20.0
9,12-Octadecadi... 19.172 96.2 ng 1979270 4 17.374 411496 20.0
9-Octadecenoic ... 19.201 88.1 ng 1812910 4 17.374 411496 20.0
Methyl stearate 19.331 15.9 ng 327406 4 17.374 411496 20.0
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