LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BGO50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS Vvial : 12 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50591.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.796 386 393 402 rBV 461558 770632  2.55% 0.815%
2 7.400 658 666 676 rVB 293667 524837 1.74% 0.555%
3 9.433 1003 1012 1021 rBV 549837 1025089 3.39% 1.084%
4 11.084 1285 1293 1301 rBV 211579 392246 1.30% 0.415%
5 13.499 1698 1704 1713 rVB 1207419 1912551 6.33% 2.023%

6 14.874 1932 1938 1946 rBV 292150 482323 1 (%]
7 16.360 2185 2191 2199 rVB 953297 1512806 5 1
8 17.383 2356 2365 2379 rVB3 184738 704702 2.33% ©0.746%
9 17.536 2384 2391 2400 rVV3 183433 666522 2 0
10 17.618 2400 2405 2413 rVB 352803 594660 1 0

11 18.482 2545 2552 2572 rVB 954384 2713972 8.99%  2.871%
12 18.799 2589 2606 2619 rBV 2267073 12293029 40.71% 13.005%
13 18.957 2619 2633 2643 rVV 3714983 14788863 48.98% 15.645%
14 19.134 2643 2663 2667 rVB 7021878 30195889 100.00% 31.945%
15 19.245 2674 2682 2693 rVB 1098206 2629806 8.71%  2.782%

16 19.739 2755 2766 2789 rVB 960582 2905615 9.62% 3.074%
17 19.950 2796 2802 2810 rVB 651973 1307545 4.33% 1.383%
18 20.209 2840 2846 2853 rVB 2202817 2836059 9.39% 3.000%
19 20.779 2935 2943 2951 rVB 834281 1654010 5.48% 1.750%
20 21.484 3057 3063 3067 rBV 257001 530026 1.76% 0.561%
21 21.554 3067 3075 3077 rVV 456438 1018798 3.37% 1.078%
22 21.619 3077 3086 3095 rVV2 1674277 4092518 13.55% 4.330%
23 21.919 3131 3137 3149 rVB 364792 662955 2.20% 0.701%
24 22.524 3232 3240 3254 rBV2 791488 1890271 6.26% 2.000%
25 23.599 3413 3423 3434 rVW 651584 1801732 5.97% 1.906%
26 24.862 3627 3638 3650 rVB2 479338 1692238 5.60% 1.790%
27 25.332 3710 3718 3728 rVB4 249566 746483 2.47% 0.790%
28 26.355 3880 3892 3909 rVB3 290642 1248663 4.14% 1.321%
29 28.164 4191 4200 4216 rVB3 198341 930722 3.08% 0.985%
Sum of corrected areas: 94525562

8270-BG100621.M Fri Oct 15 16:08:26 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050591.D\data.ms
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3000000
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Abundance TIC: BG050591.D\data.ms
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Abundance TIC: BG050591.D\data.ms
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6000000
5000000
4000000
3000000
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1000000 23.599 24.862

25.332 26.355 28.164
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10

Operator : CG/JU

Sample : M4190-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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

Abundance Scan 2365 (17.383 min): BG050591.D\data.ms (-2356) (-

Peak Number 1 Adipic acid, 2-ethylhexyl o... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.383 23.70 ng 704702  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 81
4 Diisooctyl adipate 370 C22H4204 001330-86-5 72
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 49

m/z 129.00 100.00%

129.0
57.0
5000
‘ 17.00 17.50
241.1 . :
ob— M‘w ! whh J h | w“ e m/z 57.00  62.79%
mlz--> 50 100 150 200 250 300 350
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 — —
241.0 17.00 17.50
57.0 m/z 55.00  48.51%
O+ \M ‘h‘\ ‘” \h‘\ }L \“‘\ | \“ T \1\9?\9\ T !‘ T b \29?9\ L
miz--> 50 100 150 200 250 300 350
Abundance  #279381: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
— —r
17.00 17.50
5000 m/z 70.0  47.70%
57.0
241.0
[ — ““‘ ‘H - “h‘ ‘ w“ L1990 ) 8130 371
miz--> 50 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester — —
129.0 17.00 17.50
57.0 m/z 71.00 39.69%
5000
241.0
oo LlLlgl 4L, 1990 | | s130 sroy T
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\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.536  22.42 ng 666522  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 68
2 Tetracosane 338 (C24H50 000646-31-1 64
3 Tridecane 184 C13H28 000629-50-5 62
4 Nonadecane 268 C19H40 000629-92-5 58
5 Heptadecane 240 C17H36 000629-78-7 55

Abundance Scan 2391 (17.536 min): BG050591.D\data.ms (-2384) (- m/z 57.00 100.00%
57.0

99.0 17:50 |
T1411 '
by M Jd gt 2l ez 4z 43.05  78.09%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 —— :
17.50
99.0 m/z 71.00 65.90%
olsol L LILL |40 1830 50 2se0
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—
17.50
5000 ITI/Z 85.00 47.16%
99.0
0 SN 4}0 183.0 225.0 267.0 338.i
““‘ Ad A
miz--> 100 150 200 250 300
Abundance #59028: Tridecane T ‘
57.0 17.50
m/z 41.00 31.02%
- /J\/\WW
5 | \H‘ i amoteo -
mlz--> 100 150 200 250 300 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.482 91.28 ng 2713970  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2552 (18.482 min): BG050591.D\data.ms (-2545) (-  m/z 73.00 100.00%
3.0 73.0

3 3

5

5000
129.0
213.1
| ‘ H‘ L 171.1 o561 18.50
o,WNH‘M“‘Hw“ﬂw:_uwHHH_‘WHu_huwl,ww m/z 43.00  96.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R

18.50
m/z 60.00 84.71%

1710 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
—
43.0 18.50
5000 129.0 m/Z 41.00 71.30%
171.0
0h ,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid T
73.0 18.50
43.0 m/z 55.00 68.52%
5000
129.0
185.0 228.0
Ol ol i —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10

Operator : CG/JU

Sample : M4190-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzamide, N-propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.799 413.45 ng 12293000 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 47
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47

5 1-Butanone, 3-methyl-2-nitro-1-p... 207 C11H13NO3

Abundance Scan 2606 (1
1

8.799 min): BG050591.D\data.ms (-2589) (-

059906-55-7 47

m/z 105.00 100.00%

°

o

°

°

05.0
5000 163.0
—— —
51.0 18.50 19.00
ol b b 207:1 2432 2811 m/z 163.00  44.19%
m/z--> 50 100 150 200 250 300
Abundance #38609: Benzamide, N-propyl-
105.0
5000 — —=
18.50 19.00
163.0 m/z 77.80  39.86%
51.0 ‘
O\\\‘i‘\\“\\“\\‘\“\‘\“\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance #38611: Morpholine, 4-phenyl-
105.0
—— —
163.0 18.50 19.00
5000 m/z 105.95 9.50%
51.0
o‘m;‘wum““”h_”H‘_H‘_HWH
m/z--> 50 100 150 200 250 300
Abundance #222380: 1,2-Bis(benzoyloxy)benzene P ——
105.0 18.50 19.00
m/z 51.00 8.49%
5000
51.0
0 |, ] 1370 1970 318.(
A e A A i e o B —— ——
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Morpholine, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.957 497.39 ng 14788900 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 72
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 64
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 46
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 43

Abundance Scan 2633 (18.957 min): BG050591.D\data.ms (-2619) (-  m/z 105.00 100.00%
1

05.0
163.0
5000
——
51.0 2071 19.00
bbb LI 29712392 2820 5 163,00 64.21%

m/z--> 50 100 150 200 250
Abundance #38614: Morpholine, 4-phenyl-
105.0
163.0
5000

19.00
m/z 77.00 48.31%

15.0 s1.0
O\.\‘\‘\‘i‘\\‘\\"\\\‘\‘\“\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #38609: Benzamide, N-propyl-
105.0
——
19.00
5000 m/z 51.00 11.04%
163.0
51.0 ‘
) SR SN N PO SO
m/z--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate ——
105.0 19.00
m/z 106.00 10.37%
163.0
5000
o 51.0  207.0
T T T T ‘ T T ‘\ T ’ T T T T ‘ T T T T ‘ ‘\ T T T ‘ T T T T
m/z--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.134 1015.57 ng 30195900 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N,N-dimethyl- 149 C9H11NO 000611-74-5 78
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 50
3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 50
4 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 47
5 Benzamidomethyl benzoate 255 C15H13NO3 061652-83-3 43

Abundance Scan 2663 (19.134 min): BG050591.D\data.ms (-2643) (- m/z 105.00 100.00%

105.0 149.0
5000
51.0
—r —
‘ ‘ ‘ 179.0 19.00 19.50
ol L ARD 22502551 /7 149.00  90.36%
miz--> 50 100 150 200 250
Abundance #27340: Benzamide, N,N-dimethyl-
105.0
5000 — —
28.0 19.00 19.50
149.0 m/z 77.00  78.22%
i \‘ Zp
O\“\\‘\"\\m\\‘\‘\\‘\‘i\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
— —
19.00 19.50
5000 ITI/Z 51.00 26.34%
51.0
o180 [ | 1790
e
miz--> 50 100 150 200 250
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc e —
105.0 149.0 19.00 19.50
m/z 106.00 15.41%
5000
28.0 70#’ 179.0209.0  267.0
ol 20y Il A ] 1002090  267.0 L —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.245 88.45 ng 2629810 Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 74
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 64
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 59
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 38

Abundance Scan 2682 (19.245 min): BG050591.D\data.ms (-2674) (- m/z 105.00 100.00%
1

05.0
163.0
5000
51.0 5.9‘06 ‘19‘50‘
' 207.0 - :
o L ST 2562 8112 y; 163.00  75.67%
miz--> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 —— —
19.00 19.50
m/z 77.00  41.64%
59.0
05— \mi‘ “\ i “\‘i“\ ™ \‘\ T \2“03(\)2\4\2‘0\ L \3\4\3“
miz--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
—r —
163.0 19.00 19.50
5000 ITI/Z 51.00 9.69%
o 510 2070
L ‘ L ‘\ T ‘ T I T ‘ T T T ‘ ‘\ T 1 7T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl- — —
1200 163.0 19.00 19.50
m/z 164.00 8.71%
5000, 43-0
Lo ||
ottt — T
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.739 97.72 ng 2905620  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2766 (19.739 min): BG050591.D\data.ms (-2755) (- m/z 73.00 100.00%
43.0 73.0

5000
129.0

-

185.1 241.2
‘ M ‘ ‘ 284.1 19.50 20.00
ob—— “ \‘ ‘H‘H h ‘ H il M\ L) ‘\ . ‘ " “ . | L

b m/z 43.e0  98.59%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 T U

19.50 20.00

m/z 60.00 85.68%
D, TS e
I \ m\ 1 3

O T T T T ‘ \ ‘ \ \ T \ “ T T ‘\ \“ ‘ T T \“\
miz--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—— —
19.50 20.00
5000 129.0 m/z 41.00 72.52%
‘ ‘ 199.0 2420
ol H‘H‘n ll “H\H“ H\h‘\‘ il ‘\“1‘61-0;\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid P ——
60.0 19.50 20.00
m/z 55.00 72.49%
5000 129.0
7.0 1710 2130 256.0
oLb—— ‘M‘H‘H U!‘ Al ‘\ Hh”\ ‘H‘\ ul ‘ ‘ ‘ . \‘ “‘ - P —— ——
m/z--> 50 100 50 200 250 19.50 20.00

8270-BG100621.M Fri Oct 15 16:08:33 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.950 39.45 ng 1307550 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 86

Abundance Scan 2802 (19.950 min): BG050591.D\data.ms (-2796) (- m/z 57.00 100.00%
57.0

. //JL
9.0 0,00
20.00
I I ‘\ ih1ies2 23032811 m/z 43.00 70.64%
mlz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
20.00
m/z 71.05 70.57%
9.0 140.0
182.0
O\\\‘\“[ h"h“\‘\‘\h‘\1\‘\‘2\2\6\.(\)‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—r
20.00
5000 ITI/Z 85.05 48.20%
ok “\ “\\ H | 141-0183.0225.0267.0309.0 3650
B i
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 20.00
m/z 41.00 26.57%
5000 MﬂJﬂ//\\\ﬁJ\ﬂwﬂﬂﬂvwwv
41.0
SELIRN M [W01m0ms0 2060 -
m/z--> 50 100 150 200 250 300 350 20.00

8270-BG100621.M Fri Oct 15 16:08:33 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.779 49.90 ng 1654010 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2943 (20.779 min): BG050591.D\data.ms (-2935) (- m/z 57.00 100.00%
57.0

T ]
‘ 13.1 20.50 21.00
o4, 14 | 12091 2252 2051 3551 n/z 43.00 70.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 T ——
20.50 21.00
m/z 71.05 69.95%
0 ‘ ‘ uh\ h\ \ J\‘ \\ | 1\69 0 225.0 295.0 367.0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
T .
20.50 21.00
5000 ITI/Z 85.10 49.,04%
13.0
0 i uh\ h :h J\ h‘ \ 6\9 \0 I 2\2\5 Q 309 0 365 O 437 '
e e A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane TS =
57.0 20.50 21.00
m/z 41.00 25.72%
oL ‘ 114130 169.0 2250 281.0 337.0 394.0
““‘““‘“"H““““H““““H“““ —— —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

8270-BG100621.M Fri Oct 15 16:08:34 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown21.484 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.484 15.99 ng 530026 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 56
2 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 43
3 Phenylglyoxylic acid, butyl ester 206 C12H1403 1000453-46-6 38
4 Phenylglyoxylic acid, pentyl ester 220 C13H1603 1000453-46-0 38
5 N-(5-Pyrimidinyl)benzamide 199 C11H9N30 103854-65-5 38
Abundance Scan 3063 (21.484 min): BG050591.D\data.ms (-3057) (-  m/z 105.00 100.00%
105.0
5000 163.0 JAK
e
51.0 21.50
ol b 2000 2840 385 4z 163.00  38.06%
mlz--> 50 100 150 200 250 300 350
Abundance #38609: Benzamide, N-propyl-
105.0
5000 1
21.50
163.0 m/z 77.00  34.76%
51.0 ‘
O\\\‘i‘\\“\\‘\\‘\“\|\”\\\‘\\\\|\\\\‘\\\\|\
miz--> 50 100 150 200 250 300 350
Abundance #66353: Phenylglyoxylic acid, propyl ester
105.0
=
21.50
5000 m/z 106.00 7.37%
1.
0 o0 | _164.0
B e e I o e o
miz--> 50 100 150 200 250 300 350
Abundance #82278: Phenylglyoxylic acid, butyl ester =
105.0 21.50
m/z 51.00 6.86%
) M/\A
51.0
0 178.0 |

m/z--> 50 100 150 200 250 300 350 21.50

8270-BG100621.M Fri Oct 15 16:08:35 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.554 30.74 ng 1018800 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 38
5 Phenylglyoxylic Acid, 3-methylbu... 220 C13H1603 1000453-46-1 38

Abundance Scan 3075 (21.554 min): BG050591.D\data.ms (-3067) (- m/z 105.00 100.00%
1

05.0
163.0
5000
T

51.0 21.50

207.0 |
ol b 1 20072422 2830 3400 p/; 163.00  54.71%
miz--> 50 100 150 200 250 300
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 . ‘
21.50

m/z 77.00 36.62%

51.0
O\‘\‘\i“\”\“\\“‘\‘\\‘\‘\H\\\’\\\\‘\\\\‘\\\\
miz> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
T

163.0 21'50
5000 m/z 106.00  8.24%
510 | 207.0
okt iii A i i
miz-> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl- = ‘
163.0 21.50

120.0
m/z 51.00 7.72%

5000/ 430 77.0 MK
0 ! ‘ I \“ ‘\ ‘

m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Phenyl(2-phenyl-1,3-dioxola... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.619 123.46 ng 4092520 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 83
3 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10OH11NO3 1000411-48-9 78
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 72
5 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 72

Abundance Scan 3086 (21.619 min): BG050591.D\data.ms (-3077) (- m/z 105.00 100.00%

105.0
149.0
5000

21 50 22 00
ol L1 19192311 2721 p/z 149.00  79.71%
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0
149.0
5000
21 50 22 00

m/z 77.00 56.96%

51.0
ol bl |, 2070 25002830
L ‘ T T ‘ T T TT L \ ‘ \ L ‘ L ‘ T
miz—-> 50 100 150 200 250 300
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0

105.0 21 50 22 00
0 510 1 | 197.0 239.0
e e e e T e T
m/z--> 50 100 150 200 250 300
Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr
105.0 1490 21 50 22 00

m/z 106.00 9.00%

5000
51.0
159 TR I T W \ ‘1930

m/z--> 50 100 150 200 250 300 21 50 22 00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.524 57.03 ng 1890270 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 87
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

Abundance Scan 3240 (22.524 min): BG050591.D\data.ms (-3232) (- m/z 57.00 100.00%
57.0

9.0 U \
22.50
410
- A | |30 19722302 30943550 ., 71,05  72.99%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = i
22.50
m/z 43.00 68.04%
O]-\ \q ‘ H‘ \h‘\h“ \H‘ \]ﬂ “ ‘(‘)\]-\8\3\()‘2\2\5\\0‘ T \\29\6‘(\)\ T ’ L
m/z--> O 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
U \
22.50
5000 ITI/Z 85.05 51.05%
ol \ | | F ‘1‘410183022502670 323.0 380.(
B e B i e S
miz--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl- T
43.0 22.50
m/z 55.00  26.83%
5000 85.0 WAMWJKNwJ/\WﬂjuwwwWW
‘ 127.0 197.0
o — "m“mWHw_m_m_m,‘m —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 15 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.599 54.35 ng 1801730 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane, 3-methyl- 296 C21H44 006418-46-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3423 (23.599 min): BG050591.D\data.ms (-3413) (- m/z 57.00 100.00%

57.0
5000

L2 =
‘ \ 970 141.1 183.1 2252 281.0 2359 2499
“Jw‘”‘h‘ | 47re 382 eene 2810 3372 0 sz 71.00  71.66%

m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0

5000 . =
23.50 24.00

m/z 43.05 68.20%

90 1540
0 ‘\“ T ““‘ \‘h‘\ h‘ \h‘ it h h 1\97 \0 \2\3\9 ‘0\2\8\1\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

23.50 24.00

o

5000 m/z 85.00 47 .44%
99.0
ol WMHM1“91%02%OZWO3WO 367.(
i i e n m
miz--> 50 100 150 200 250 300 350
Abundance #194592: Eicosane, 3-methyl- T T
57.0 23.50 24.00

m/z 55.00  25.82%

- w\/\w
99.0 267.0

ol | [ 141.0183.0 2250 |
B A — —

m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 16 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.862 45.34 ng 1692240 Perylene-di2 25.326
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3638 (24.862 min): BG050591.D\data.ms (-3627) (- m/z 57.00 100.00%
57.0

. JL
2450 2500
141.0 . :
- \L“ w‘h‘ h H‘ Lo 188.1225.22671 3233 m/z 71.05 72.63%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
24.50 25.00
m/z 43.00 69.14%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
24.50 25.00
5000 ITI/Z 85.05 50.62%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #246481: Tetracosane o —
57.0 24.50 25.00
m/z 55.00 24.22%
o J\W
9.0
A e e — —
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 17 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.355 33.45 ng 1248660 Perylene-di2 25.326
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3892 (26.355 min): BG050591.D\data.ms (-3880) (-  m/z 57.00 100.00%

57.0 ' '
5000
9.0 — —
h “ }411 1971 26.00 26.50
bbb 33 1971 2531204.3387.4379. 1/, 7100 70.12%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — —r—
26.00 26.50
m/z 43.00 70.11%
\\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
26.00 26.50
5000 m/z 85.10 50.31%
‘ 9.0
41.0
o5 |11 1100050 260
m/z--> 0 100 150 200 250 300 350
Abundance #246481: Tetracosane — 7
57.0 26.00 26.50
m/z 55.00 23.41%
- ‘)VW)/\/\/A_
9.0
oL Ll L[] 141018302250267.0 3380
““““‘“““““““,““,““,““ — —
mlz--> 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BG@50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 18 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
28.164 24.94 ng 930722 Perylene-di2 25.326
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 4200 (28.164 min): BG050591.D\data.ms (-4191) (- m/z 57.00 100.00%
57.0

-

5000
2800 28.50
7.1 2251 : '
o‘Hw‘wfgfurm‘WH?‘?9?}H‘HH‘H‘WH‘W‘HW‘HW‘H m/z 71.05 73.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — -
28.00 28.50
m/z 43.05 61.85%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
—— ——
28.00 28.50
5000 ITI/Z 85.00 47 .39%

JJWF%?19102670 365.0

-

O A A e T e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane T —
57.0 28.00 28.50
m/z 55.00  23.97%
5000

-

0 J‘JJffﬂ?;9102610 351.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101421\
Data File : BGO50591.D

Acqg On : 14 Oct 2021 17:10
Operator : CG/JU

Sample : M4190-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Adipic acid, 2-... 17.383 23.7 ng 704702 4 17.618 594660 20.0
Heneicosane 17.536 22.4 ng 666522 4 17.618 594660 20.0
n-Hexadecanoic ... 18.482 91.3 ng 2713970 4 17.618 594660 20.0
Benzamide, N-pr... 18.799 413.4 ng 12293000 4 17.618 594660 20.0
Morpholine, 4-p... 18.957 497.4 ng 14788900 4 17.618 594660 20.0
Diethylene glyc... 19.134 1015.6 ng 30195900 4 17.618 594660 20.0
1-Propanol, 2-[... 19.245 88.5 ng 2629810 4 17.618 594660 20.0
Octadecanoic acid 19.739 97.7 ng 2905620 4 17.618 594660 20.0
Dodecane, 2-met... 19.950 39.5 ng 1307550 5 21.919 662955 20.0
Hentriacontane 20.779 49.9 ng 1654010 5 21.919 662955 20.0
unknown21.484 21.484 16.0 ng 530026 5 21.919 662955 20.0
Oxybis(propane-... 21.554 30.7 ng 1018800 5 21.919 662955 20.0
Phenyl(2-phenyl... 21.619 123.5 ng 4092520 5 21.919 662955 20.0
Heptacosane 22.524 57.0 ng 1890270 5 21.919 662955 20.0
Eicosane, 1@0-me... 23.599 54.4 ng 1801730 5 21.919 662955 20.0
Octacosane 24.862 45.3 ng 1692240 6 25.326 746483 20.0
Hexacosane 26.355 33.5 ng 1248660 6 25.326 746483 20.0
Tetratetracontane 28.164 24.9 ng 930722 6 25.326 746483 20.0
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