LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30 Instrument :
Operator : CG/JU BNA_G

Sample : M1692-01 ClientSampleld :
Misc . FK-GF-02-069-A

ALS Vvial : 13  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-BG031621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48406.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.421 9 14 24 rVB3 19057 40776  1.17% 0.175%
2 5.195 309 316 323 rVB 43846 69563 2.00% 0.299%
3 5.665 388 396 407 rVB 1098608 1807114 51.95% 7.770%
4 7.258 658 667 677 rBV 1201410 2095358 60.24%  9.009%
5 8.116 806 813 820 rBV 282715 459424 13.21% 1.975%

6 9.279 1002 1011 1019 rBV 751917 1346440 38.71% 5.789%
7 10.936 1282 1293 1300 rBV 368580 644158 18.52% 2.770%
8 13.380 1702 1709 1716 rVB 1727373 2766964 79.54% 11.896%
9 14.197 1841 1848 1854 rBV 104165 152657 4.39% 0.656%
10 14.755 1936 1943 1950 rVB 562376 878687 25.26% 3.778%

11 16.241 2188 2196 2203 rBV 1495813 2317971 66.64%
12 17.234 2360 2365 2370 rBV9 20934 39952 1.15%
13 17.505 2404 2411 2415 rBV 665670 1018390 29.28%
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14 17.546 2415 2418 2425 rVVW 125774 186600  5.36% 802%
15 17.634 2427 2433 2438 rVB 39506 80414  2.31% 346%
16 18.380 2555 2560 2566 rBV 242982 355993 10.23% 1.531%
17 18.427 2566 2568 2573 rVB2 45026 56168 1.61% 0.241%
18 18.580 2587 2594 2597 rBv4 50811 105466 3.03% 0.453%
19 18.991 2660 2664 2669 rVB2 43757 63014 1.81% 0.271%
20 19.156 2689 2692 2698 rVB3 64823 88898 2.56% 0.382%
21 19.555 2754 2760 2765 rBV 456382 656746 18.88%  2.824%
22 19.649 2773 2776 2780 rBv4 67721 97212 2.79% 0.418%
23 19.884 2812 2816 2817 rBV 62160 76573 2.20% 0.329%
2.

24 19.913 2817 2821 2828 rVB 344446 482154 13.86%
25 20.113 2848 2855 2860 rBV 2741802 3478585 100.00% 14.956%

26 20.225 2872 2874 2876 rBV3 30087 37351 1.07%
27 20.501 2918 2921 2925 rBV 44922 58186 1.67%
28 21.423 3074 3078 3088 rVB6 225666 416057 11.96%
29 21.512 3089 3093 3098 rVB 131474 191292 5.50%
30 21.794 3133 3141 3146 rBV2 662850 1445339 41.55%
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31 21.841 3146 3149 3158 rVB 178423 311219 8.95% 1.338%
32 24.067 3523 3528 3538 rBV = 131823 448083 12.88%
33 25.143 3702 3711 3719 rBV3 340656 985985 28.34%  4.239%
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Sum of corrected areas: 23258789
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048406.D\data.ms
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Abundance TIC: BG048406.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown5.195 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.195 3.03 ng 69563 1,4-Dichlorobenzene-d4 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethadione 129 C5H7NO3 000695-53-4 36
2 3-Octanol 130 C8H180 000589-98-0 33
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 4,5-Dimethyl-3-heptanol 144 C9H200 019549-76-9 25
Abundance Scan 316 (5.195 min): BG048406.D\data.ms (-309) (-) m/z 43.10 100.00%
43.1
5000
101.1 Py e e
J ‘ 178.9 530. 4.80 5.00 5.20 5.40 5.60
Ol it 2ol 0 339 myz s9.10 66.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12814: Dimethadione
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\/\A\
4.80 5.00 5.20 5.40 5.60
129.0 m/z 101.10 20.65%
O‘\l\i\“ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13627: 3-Octanol
59.0
R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.86%
olH} —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 10.52%
5000
“ 116.0
owi!‘k“ “l“““,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.380 6.99 ng 355993  Phenanthrene-d10 17.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Undecanoic acid 186 C11H2202 000112-37-8 45
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2560 (18.380 min): BG048406.D\data.ms (-2555) (-  m/z 73.00 100.00%
3.0

192.1
5000
- =
256.1 35 2 18.00 18.50
ol 255 49 ., 43.10 91.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 59.95 91.62%
O \\i‘[ ‘ \“J\“h‘“;\“‘\“}\“\\J\\\“ \\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid
73.0
‘ T T /“\ T ‘ T
18.00 18.50
5000 129.0 m/z 55.05 86.35%
‘ ‘ ‘ 214.0
oLl
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50053: Undecanoic acid _— T
60.0 18.00 18.50
m/z 57.10 80.19%
5000
129.0
‘ ‘ ‘ ‘ 186.0
0m‘”“;“":‘”“”M‘H“wﬁH“‘HH_m‘uu‘mwuw‘m il e
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@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.580 2.07 ng 105466  Phenanthrene-die 17.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 59
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 6,7-Methylenedioxy-4(3H)-quinazo... 190 C9H6EN203 028310-11-4 43
4 4-(4-Methyl-piperidin-1-yl)-phen... 190 C12H18N2 342013-25-6 40
5 Pyrimidine, 2-chloro-5-phenyl- 190 C1OH7CIN2 022536-62-5 35

Abundance Scan 2594 (18.580 min): BG048406.D\data.ms (-2587) (- m/z 190.10 100.00%

190.1
5000
57.1

18.50
141. 304.0 .
oﬂ"“*%'?g%%sl%g“ m/z 189.00  94.62%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #53203: 4H- Cydopenuﬂdeﬂphenanﬂnene
190.
5000

00 18.50
4. m/z 192.05  34.96%

O\\\‘\\\l\“\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
i Moot

B

18.50
5000 m/z 190.95 33.74%
94.0
o} S —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53596: 6,7- Memymnedmxy4(3H)qumazmone kg ‘
190. 18.50

5000
77.0
PN O ariad
|

LR —
miz--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.424 5.76 ng 416057 Chrysene-d12 21.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 1-Octadecene 252 C18H36 000112-88-9 94
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
4 3-Octadecene, (E)- 252 C18H36 007206-19-1 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3078 (21.423 min): BG048406.D\data.ms (-3074) (- m/z 55.10 100.00%
1

55.
5000 \/\M\AJLW
111.1
P
207.0  280.1 21.50
b H‘}‘ ! «‘WwwmM i 202 4281 sz 69,10 95.77%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #174179: Cyclotetracosane
43.0
7.0
5000 T
21.50
m/z 43.10 95.23%
O\ J ‘ “ T “\‘ \ ‘\‘\‘]-,“IS‘\%.“‘O“Z‘]'Q"(‘) \2‘6\5\.\0\ ‘ \?’\?\’?‘o\ TTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57.0
P
21.50
5000 ITI/Z 83.05 92.15%
111.0
oLl Ll pese 220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104186: 5-Octadecene, (E)- ——
55.0 21.50
m/z 57.10 88.02%
5000
111.0
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.512 2.65 ng 191292 Chrysene-d12 21.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 76
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 50
5 3-Benzoyl-2-t-butyl-4-methyl-4-v... 287 C17H21NO3 109918-61-8 38

Abundance Scan 3093 (21.512 min): BG048406.D\data.ms (-3089) (-  m/z 105.00 100.00%
105.0

N

5000
230.0
T
450 74 307.1363.2  470.5 534 2450
ol M0y b AN L 30713632 4705534. ./, 149.05  77.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
77.0
5000 =
21.50
m/z 77.05 60.98%
0 Liho Lo || 2110 287.0
‘\\\\‘\\\1‘1\\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156211: Diethylene glycol dibenzoate
105.0
T
21.50
5000 m/z 230.00 28.75%
ol 450, | 1630 2380 3140
R e T R L e R SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy 1 ‘
105.0 21.50
m/z 51.00 14.86%
) wwwmkAWWMWNMM
0,450, ’ 1179.0236.0 s 4y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

8270-BGO31621.M Thu Mar 18 06:34:59 2021 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48406.D

Acqg On : 17 Mar 2021 20:30
Operator : CG/JU

Sample : M1692-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown5.195 5.195 3.0 ng 69563 1 8.116 459424 20.0
n-Hexadecanoic ... 18.380 7.0 ng 355993 4 17.505 1018390 20.0
4H-Cyclopenta[d... 18.580 2.1 ng 105466 4 17.505 1018390 20.0
Cyclotetracosane 21.424 5.8 ng 416057 5 21.799 1445340 20.0
Benzoic acid, 2... 21.512 2.6 ng 191292 5 21.799 1445340 20.0

8270-BGO31621.M Thu Mar 18 06:34:59 2021 Pag 8



