LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS Vvial : 17 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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48483.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.653 387 394 404 rBV 395264 643962 3.19% 1.128%
2 7.251 659 666 676 rBV 420143 740783 3.66% 1.298%
3 8.103 803 811 819 rBV 251688 418705 2.07% ©.733%
4 9.272 1003 1010 1016 rBV 261966 459098 2.27% 0.804%
5 10.929 1280 1292 1298 rBV 317303 625970 3.10% 1.097%
6 13.368 1699 1707 1713 rBV 663982 1017663 5.03% 1.783%
7 14.631 1917 1922 1930 rBV 149017 204745 1.01% 0.359%
8 14.743 1931 1941 1948 rVV 482155 818495 4.05% 1.434%
9 15.583 2079 2084 2088 rVB 171467 226722 1.12% 0.397%
10 16.229 2187 2194 2202 rVB 516248 822694 4.07% 1.441%
11 16.441 2226 2230 2233 rBV 196987 279878 1.38%  0.490%
12 17.240 2361 2366 2370 rBV 202462 245431 1.21% 0.430%
13 17.498 2404 2410 2414 rBV 549861 848006 4.20% 1.485%
14 17.980 2488 2492 2496 rBV 181518 221468 1.10% ©0.388%
15 18.156 2517 2522 2528 rVB 3414118 4202619 20.79% 7.362%

16 18.385 2555 2561 2565 rBvV2 548395 809383 4.00% 1.418%
17 18.567 2587 2592 2596 rBV3 115983 210577 1.04% ©.369%
18 19.302 2710 2717 2720 rBV 14516356 20214022 100.00% 35.409%
19 19.337 2720 2723 2732 rVB2 12316244 15046655 74.44% 26.357%
20 19.455 2738 2743 2748 rVB 1771770 1996823  9.88%  3.498%

21 19.508 2748 2752 2755 rBV 774320 1107393 5.48%  1.940%
22 19.543 2755 2758 2767 rVB2 1254444 2000381 9.90%  3.504%
23 19.913 2817 2821 2829 rVB 657735 1012736 5.01% 1.774%
24 20.107 2849 2854 2858 rVB 1089726 1315322 6.51% 2.304%
25 20.401 2901 2904 2907 rBv2 176338 222075 1.10% ©.389%
26 20.542 2926 2928 2934 rBV2 149060 204282 1.01% ©.358%
27 21.787 3134 3140 3146 rBV2 507852 1171039 5.79% 2.051%

Sum of corrected areas: 57086927
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048483.D\data.ms
1.4e+07

1.2e+07
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Abundance TIC: BG048483.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.631 5.00 ng 204745  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1922 (14.631 min): BG048483.D\data.ms (-1917) (- m/z 57.10 100.00%
57.1

> J\N/WJ\\/\,N
I —
990 4410 240.9 47. 1450 1500
ol kb L], 18101820 24092810 347 . u3ie 77.67%
miz--> 50 100 150 200 250 300
Abundance #71393: Pentadecane
57.0
5000 T —
14.50 15.00
m/z 71.10 62.73%
99.0
0178\.& ‘!‘ \“‘\ ““ \“ \:‘!_\4\‘]“‘(‘)\ T \2‘1\‘2.\0\ T ‘ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
= =
14.50 15.00
5000 ITI/Z 85.10 50.88%
99.0 140.0
182.0
ol b | 2280
m/z--> 50 100 150 200 250 300
Abundance #48894: Decane, 2,3,5-trimethyl- T 5
57.0 14.50 15.00
m/z 41.10 50.39%
5000
99.0 141.0
oH“m‘““!uw‘_H:_‘H_H‘_HWHH — —
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.583 5.54 ng 226722  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 64
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 59
4 Tridecane 184 C13H28 000629-50-5 59
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2084 (15.583 min): BG048483.D\data.ms (-2079) (- m/z 57.10 100.00%
57.1
o W\/\/\Lt
1550 |
9.1 .
172 1 !
oAU iin 1721 2262 2791 3422381 ., 43,19  76.71%
mlz--> 50 100 150 200 250 300 350
Abundance #83024: Hexadecane
57.0
5000 S :
15.50
m/z 71.10 61.18%
0 L‘ | ‘ “\ i u\on 1‘41 0183.0226.0
\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #7554: 1,3-Dimethylcyclopentanol
43.0
T \
85.0 15.50
5000 m/z 85.05 51.46%
;
miz--> 50 100 150 200 250 300 350
Abundance #137565: Sulfurous acid, hexyl nonyl ester e ‘
85.0 15.50
m/z 41.10 44.58%
43.0
5000
‘ ‘ 127.0
0 m‘H“pm_m“‘_17910_‘H_m_m_m —
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@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.441 6.60 ng 279878  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 96
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Dodecane 170 C12H26 000112-40-3 87
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2230 (16.441 min): BG048483.D\data.ms (-2226) (- m/z 57.10 100.00%

57.1
5000
1650
131 .
ol d »hu]ﬂm 092 2402 3207 42L1 h; 43.10  72.51%
miz--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 L
16.50
m/z 71.10 62.29%
rany u\' 169.0 240.0
O\\‘\‘\“ !‘\‘\“\“\“‘\\\\‘\\\“\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
—
16.50
5000 m/z 41.10 48.07%
ol LLLTED 1090 ppa0280
miz--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- T
57.0 16.50
m/z 85.05 42.98%
) /xUV%ﬂWwWAﬂ\MWNWmeVL
183.0
13.0
oL LR ST a0 I
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.240 5.79 ng 245431  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 81
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2366 (17.240 min): BG048483.D\data.ms (-2361) (- m/z 57.10 100.00%

57.1
5000
1700 17.50
141.0182.0 : '
— I o‘“w““ Lafpnnen., 2442 8421388 n; 43.10  73.36%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 —— e
17.00 17.50
9.0 m/z 71.05 73.10%

“ H I u‘ i 141 0183.0 240.0

m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane

o
" =
!
o

17.00 17.50
5000 m/z 85.10 51.18%

o
—

]

lo

5

L [T0am0 a0
miz--> 50 100 150 200 250 300 350
Abundance #105903: Hexadecane, 7,9-dimethyl-

57.0 17.00 17.50

m/z 41.10 41.98%
5000
113.0155.0
oL LT, | ]107.0239.0 .

m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.980 5.22 ng 221468  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2492 (17.980 min): BG048483.D\data.ms (-2488) (- m/z 57.10 100.00%

57.1
5000
T

| (113116052101 2960 370.2 422.2 1800
ol b bel 13 FOODZ0 S 2900 87024222 m/z 43.10 82.02%

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

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

5000
18.00
m/z 71.05 75.92%
0 ‘ “\MJJ I 1830 239.0 296.0
‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0
T
18.00
5000 m/z 85.10 55.97%

} ﬁ | ,169.0 2250 296.0

o

&

P A A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0 18.00
m/z 41.10 48.21%
5000

13.0
o Ll AP as00  2e80

m/z--> 0 50 100 150 200 250 300 350 400 18.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.156  99.12 ng 4202620  Phenanthrene-d10 17.498
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 94
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 2522 (18.156 min): BG048483.D\data.ms (-2517) (- m/z 74.05 100.00%
74.0
5000
—— —
‘ ‘ 14‘3 12272 18.00 18.50
ol il [y 2763 3452 4283 0 Tey 05 74214
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 ‘ ‘ ‘
18.00 18.50
143.0 m/z 43.10 37.08%
‘ ‘ 227.0
O \\\‘\L\‘M\h“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
I =
18.00 18.50
5000 m/z 55.10 34.30%
143.0
T A
miz--> 50 100 150 200 250 300 350 400 450
Abundance #84485: Tridecanoic acid, methyl ester = =
74.0 18.00 18.50
m/z 41.10 31.40%
5000
143.0
H | ‘ 197 O
0 ol by I ‘

m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.385 19.09 ng 809383  Phenanthrene-die 17.498
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2561 (18.385 min): BG048483.D\data.ms (-2555) (- m/z 73.05 100.00%
3.0

=

5000
129.1
213.2 -
‘ 1711 ‘ 256.1  18.00 18.50
0 ““H 1 L L] ““M Ll “w 23001 408 n/z 43.10  81.85%
m/z--> 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
5000 129.0 T T
18.00 18.50
H 171.0213.0256.0 m/z 55.10 78.52%
0! H‘ﬂhww “ﬂ“‘h} \“‘ “ “ \ “\‘\‘ . “\‘ R e
m/z--> 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid
73.0
- =
18.00 18.50
5000 ITI/Z 41.10 74 .59%
129.0
29. 185.0228.0
0 ““ w‘u‘\ Mum ‘“‘\ ‘ML‘H} ‘\‘\‘m‘\ “\‘ \‘ e R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #72646: Tridecanoic acid = T
73.0 18.00 18.50
m/z 60.05 74.41%
5000
29.
‘ 171 0214 0
oLt wth‘\‘ o L
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.567 4.97 ng 210577  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 43
5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40

Abundance Scan 2592 (18.567 min): BG048483.D\data.ms (-2587) (- m/z 189.10 100.00%

189.1
5000
94.6 T \
50.1 | 144 ‘ 231.1 282.0 327.1369.1 150
ol el 2440 (R 2311 282032713691 ) 196,10 92.92%
mlz--> 50 100 150 200 250 300 350
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e :
940 18.50
’ m/z 192.10 51.67%
ol 390 \h 137.0, |
\\\\[\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
1T \
18.50
5000 ITI/Z 191.10 40.88%
94.0
0 N —
miz--> 50 100 150 200 250 300 350
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) — ‘
189.0 18.50
m/z 187.00 20.12%
5000
42.0 122.0
0 \\MNWW“iwﬂ‘Md\\ﬁ ww\ e A e
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.302 476.74 ng 20214000 Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 2717 (19.302 min): BG048483.D\data.ms (-2710) (- m/z 67.10 100.00%
67.1

- ﬂ&Aﬂx
“ F 19.00 19.50
‘ 64.1 263.1 : :
220 2
ol M Ll “Ju““““njﬂp b BE7C | 308.1395.0 408.1 /7 1.1 87.80%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — e
19.00 19.50
m/z 55.10 67.64%
294.0
i | T |
O H\M\‘“‘“\ \‘“\“\11‘6\\\\2\2\3\0\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
—— Y
19.00 19.50
5000 m/z 95.10 64.58%
oL A LI A m‘? 0 ;0
miz--> 50 100 150 200 250 300 350 400
Abundance #139727: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester et —
67.0 19.00 19.50
m/z 41.10 56.15%
5000
294.0
R T A U
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.337 354.87 ng 15046700 Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2723 (19.337 min): BG048483.D\data.ms (-2720) (- m/z 55.10 100.00%

55.1
5000
264.1 — S
180 2 | h 19.00 19.50
ol bobbersd o | 3341 397.34485 L0 g9 19 74.50%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
53.0
5000 — L\
19.00 19.50
m/z 41.10 70.58%
‘ | 1800 2640
0 ‘L‘ ‘\‘ u“‘ﬂ‘w‘l“l\‘ﬂh“\w‘ﬂ\‘\\‘ - = V‘\ - ‘I‘ . “’ R R mm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
— e
19.00 19.50
5000 ITI/Z 74.10 63.71%
264.0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141284: 12-Octadecenoic acid, methyl ester - L
55.0 19.00 19.50
m/z 83.10 61.93%
5000
264.0
11.0
180.0
oL L Ll — A
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BG@48483.D

Acqg On : 23 Mar 2021 23:54

Operator : CG/JU

Sample : M1768-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.455 47.09 ng 1996820  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80

Abundance Scan 2743 (19.455 min): BG048483.D\data.ms (-2738) (- m/z 74.05 100.00%
74.0
5000 ”M
143.0 SLE
oo 25‘5'2 19.50
0 Mt b Uy L8094 4194 0 8710 75.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #143130: Methyl stearate
74.0
5000 T
19.50
143.0 m/z 43.10 41.57%
‘ 199.0 255.0
O\\\\‘\‘\‘I‘\J“‘\‘\\\‘\\\‘\“\\\\’\\\\\‘\\\\’\\\\‘\\\\’
m/z--> 100 150 200 250 300 350 400
Abundance #143190. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
s
19.50
5000 m/Z 55.10 35.46%
143.0 255.0
l 199.0
miz--> 50 100 150 200 250 300 350 400
Abundance #95862: Methyl tetradecanoate =
74.0 19.50
m/z 41.10 31.41%
5000
143.0 242.0
owﬁﬂ\w\wl\ow A
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.401 3.79 ng 222075 Chrysene-d12 21.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 70
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 52
4 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 52
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 50

Abundance Scan 2904 (20.401 min): BG048483.D\data.ms (-2901) (- m/z 216.10 100.00%

216.1
57.1
5000
“ Poso 20.00 20.50
V161, 273.1 | : :
ob e A a2 b B0 3462 4083 47400 515,00 73.90%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 = -

20.00 20.50
m/z 57.10 58.82%

107.0
50.0 i J“ 16301

O‘\\\\‘\\\\‘\\\\‘\\\‘1’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74411: Pyrene, 1-methyl-
216.0
— —
20.00 20.50
5000 ITI/Z 43.10 45.26%
95.0
ANE-L NI L0 S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74425: Fluoranthene, 2-methyl- — —
216.0 20.00 20.50
m/z 71.10 44.43%
5000
108.0
0 39.0 Ll \“ 16130“ i
A e B N R — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Eicosanoic acid, methyl ester  Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.542 3.49 ng 204282 Chrysene-d12 21.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
2 Methyl stearate 298 C19H3802 000112-61-8 89
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 81
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 74
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 72

Abundance Scan 2928 (20.542 min): BG048483.D\data.ms (-2926) (- 74.10 100.00%
74.1
5000 J\L
143.1 2321
‘ | \ ‘ 262 20.50
0 w_! bbbl un_‘\HWQ?W_““??;‘ 87.10  76.50%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
20 50
‘ 143.0 326.0 m/z 43.10  49.68%
O]_\\Q\J‘H\L‘\m\l“\‘\‘\ \“\\]\-??\(\)\\2‘\6\9\9“\\L\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143130: Methyl stearate
74.0
T \
20.50
5000 m/z 55.10 33.91%
143.0
| ‘ 199.0 255.0
0 HH_JMM‘_‘H_m_m_m‘mWm_m
miz--> 0 100 150 200 250 300 350 400 450
Abundance #131297: Heptadecanoic acid, methyl ester —— ‘
74.0 20.50
m/z 41.10 29.28%
5000
143.0
284.0
5oy, | o -
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48483.D

Acqg On : 23 Mar 2021 23:54
Operator : CG/JU

Sample : M1768-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentadecane 14.631 5.0 ng 204745 3 14.743 818495 20.0
Hexadecane 15.583 5.5 ng 226722 3 14.743 818495 20.0
Heptadecane 16.441 6.6 ng 279878 4 17.498 848006 20.0
Tetradecane 17.240 5.8 ng 245431 4 17.498 848006 20.0
Heptadecane, 2,... 17.980 5.2 ng 221468 4 17.498 848006 20.0
Hexadecanoic ac... 18.156 99.1 ng 4202620 4 17.498 848006 20.0
n-Hexadecanoic ... 18.385 19.1 ng 809383 4 17.498 848006 20.0
4H-Cyclopenta[d... 18.567 5.0 ng 210577 4 17.498 848006 20.0
9,12-Octadecadi... 19.302 476.7 ng 20214000 4 17.498 848006 20.0
9-Octadecenoic ... 19.337 354.9 ng 15046700 4 17.498 848006 20.0
Methyl stearate 19.455 47.1 ng 1996820 4 17.498 848006 20.0
11H-Benzo[b]flu... 20.401 3.8 ng 222075 5 21.793 1171040 20.0
Eicosanoic acid... 20.542 3.5 ng 204282 5 21.793 1171040 20.0
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