LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9054.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 29 rvB 338515 522479 1.99% 0.387%
2 3.552 91 96 112 rBV 663327 873587 3.33% 0.646%
3 5.399 403 410 427 rBV 2690860 4289311 16.36% 3.173%
4 6.993 672 681 698 rBV 2640402 4566052 17.42% 3.378%
5 7.804 812 819 829 rBV 793082 1288707 4.92% 0.953%

6 8.963 1009 1016 1038 rBV 1717715 3065520 11.69% 2
7 10.604 1287 1295 1301 rBV 1165502 1994551 7.61% 1
8 13.069 1707 1714 1721 rBV 4957103 7519197 28.69% 5.563%
9 14.445 1938 1948 1956 rBV 1780875 2748697 10.49% 2
10 15.945 2197 2203 2212 rBV 3465623 5294255 20.20% 3

11 17.204 2412 2417 2422 rBV 1980750 2957801 11.28% 2.188%
12 17.245 2422 2424 2430 rVB 337470 466736 1.78% ©0.345%
13 18.122 2560 2573 2592 rVB 7271850 17145907 65.41% 12.685%
14 18.933 2707 2711 2720 rBV 3161496 4532589 17.29%  3.353%
15 19.092 2729 2738 2744 rBV 626412 1902107 7.26% 1.407%

16 19.145 2744 2747 2749 rVWW 241817 311867 1.19% o
17 19.192 2749 2755 2758 rVV 1533270 3236105 12.35%  2.394%
18 19.221 2758 2760 2763 rVV 1587336 2317416 8.84% 1
19 19.269 2763 2768 2773 rVV 3525076 7908868 30.17% 5
20 19.363 2775 2784 2798 rVB 12273176 26212608 100.00% 19.392%

21 19.574 2816 2820 2829 rVB 795214 1179336 4.50% 0.872%
22 19.774 2848 2854 2861 rBV 6579118 8400231 32.05% 6.215%
23 20.857 3034 3038 3047 rBV 1051181 1272270 4.85% 0.941%
24 21.016 3062 3065 3072 rVB3 444169 655527 2.50% 0.485%
25 21.210 3095 3098 3102 rBV 563701 671051 2.56% ©0.496%

26 21.304 3108 3114 3118 rBV2 1832909 2687281 10.25% 1
27 21.421 3128 3134 3150 rBV 9815341 15465934 59.00% 11.
28 21.910 3215 3217 3227 rVB2 364924 510613 1.95% ©.378%
29 22.410 3298 3302 3310 rVB 509455 709587 2.71% o
30 22.962 3392 3396 3403 rBV3 615274 1074389 4.10% ©

31 23.592 3499 3503 3513 rVB 535619 1090157 4.16% ©.807%
32 23.704 3516 3522 3529 rVB2 1154588 2300100 8.77% 1.702%

Sum of corrected areas: 135170836
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2022 12:44
: CG/IU
¢ N1362-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009054.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009054.D\data.ms

5.399 6.993

8.963 10.604
b6 3552 7.804
I

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP009054.D\data.ms
19.863

18.122

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009054.D\data.ms

21.421

21.304
23.704
20,858, 21910 22410 22.962 23592

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.016 8.11 ng 522479 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (3.016 min): BP009054.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 /\\
e R RARARREREEL
‘ ‘ ‘ 3.103.203.30 3.40
ol iihl 16302231 296.8357.1417.04768536.1 1/, 43,00  27.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LB B R R B
3.103.203.30 3.40
1‘ ‘ m/z 87.10  27.92%
0 ‘\\“\‘\”“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R R RARRRRREREEE
3.103.203.30 3.40
5000 m/z 55.00 21.95%
0130
T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- e ARRRRREEERa
73.0 3.103.203.30 3.40
m/z 71.05 10.88%
5000 /\\
0 _J\“J“mwm_m‘mWm_m‘wwWm‘mw T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.552 13.56 ng 873587 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 96 (3.552 min): BP009054.D\data.ms (-91) (-) m/z 45.00 100.00%

45.0
5000 jk
T
3.20 3.40 3.60 3.80
Ol F16.91758 2680 356.0414.147245323  m/z 43.00  19.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L L B LI BN B
3.20 3.40 3.60 3.80
m/z 60.95 7.35%
O‘\\Ju\‘“\‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
o ARAEEAEEEEEEs R
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.47%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- D
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.69%

5000

-

0 . 104.0
B
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.122 115.94 ng 17145900  Phenanthrene-d1e 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2573 (18.122 min): BP009054.D\data.ms (-2560) (- m/z 73.00 100.00%

5000
213.2
— T =
“‘ H \ & 18.00 18.50
Ol AL “u\uuu Ll L, P84.2342.0402.9 47505333 ' n/; Go.e0  75.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T N
18.00 18.50
2130 m/z 43.10 69.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
—— —
18.00 18.50
5000 ITI/Z 57.10 59.76%
199.0
0I.5.0 139.0
A B e SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid 7 T
60.0 18.00 18.50
m/z 55.05 59.44%
5000 129.0 Nﬁﬂ/jk\\
O}H,“rm S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 4 Cetene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.933  30.65 ng 4532590  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Cyclohexadecane 224 C16H32 000295-65-8 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2711 (18.933 min): BP009054.D\data.ms (-2707) (- m/z 83.10 100.00%

3

5000 J\J\A/AJJ&\
19.00
4.2 224.2 :
0k ‘H‘gmlpﬁmHWH‘??5&“355‘1‘41“?‘1“47?‘2_5%4‘ m/z 55.05 93.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104592: Cetene
43.0
5000 T
19.00
m/z 69.00 92.95%
‘ “ 2240
O‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
T
19.00
5000 ITI/Z 97.10 85.51%
125.0
210.0
O i e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 T
83.0 19.00
m/z 57.10 78.47%
5000
owﬁb{fﬂﬁ““%o‘ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Morpholine, 4-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.092 12.86 ng 1902110 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Ethanone, 1-[2-(dimethylamino)ph... 163 C10H13NO 010336-55-7 56
4 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 40
5 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 38
Abundance Scan 2738 (19.092 min): BP009054.D\data.ms (-2729) (- m/z 105.00 100.00%
105.0
163.1
5000
T T
410 19.00
bt ek 22212811 355.1415.2475.15359  1n/7 163.05  53.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — :
19.00
m/z 77.00 27.17%
210\ |
0\l\‘\‘i\‘\\\“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
163.0 19.00 |
5000 m/z 106.00 7.72%
ol4L0 220.0
T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38686: Ethanone, 1-[2-(dimethylamino)phenyl]- —
163.0 19.00
940 m/z 164.05 5.93%
) J\/\JL
oL UL L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 6 Methyl stearate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.145 2.11 ng 311867 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 94
4 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 80
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 80

Abundance Scan 2747 (19.145 min): BP009054.D\data.ms (-2744) (-] ' m/z 74.00 100.00%

74.0
5000

143.0 255.2 =T
\ “ | | | 19.00 19.50
bl L b Ly | 395.0 431.3489.1549. 7 87,00 70.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197273: Methyl stearate
74.0

o

5000 T 7
19.00 19.50
143.0 2550 m/z 43.05 32.22%
O‘\\J\l\”‘\L\l\‘\‘h“\“\‘\\\“\\\l\“\l\\\““\h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
= ‘
19.00 19.50
5000 m/z 55.00  24.39%

o

1430 2550
T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#143571: Pentadecanoic acid, methyl ester T
74.0 19.00 19.50

m/z 41.00 21.87%

5000
143.0 256.0
li?“hwwmml\‘\\M,\

O T b bt bbb e =
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 7 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.363 195.09 ng 26212600  Chrysene-d12 21.304
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Cyclohexanecarboxylic acid, decy... 268 C17H3202 093479-48-2 56
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46

Abundance Scan 2784 (19.363 min): BP009054.D\data.ms (-2775) (- m/z 73.00 100.00%

5000 241.2 L
= T
’ l | 17l 19.00 19.50
ob ML LI L3271 401046205200 0 4316 72,58
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ——
185.0 19.00 19.50
" m/z 60.00 72.01%
Ol‘l’ \’\h”\“\h\\“l\\‘\\‘\‘\L\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e S
19.00 19.50
5000 ITI/Z 57.05 64.78%
199.0
0 15.0 139.0
R R L e AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid = 7
73.0 19.00 19.50
m/z 55.05 62.94%
5000 185.0 J\\L
oLl [N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 8 Cinnamyl cinnamate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.857 9.47 ng 12722760  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 53
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 52
4 1,3-Phenylene, bis(3-phenylprope... 370 C24H1804 1000259-62-4 50
5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 50

Abundance Scan 3038 (20.857 min): BP009054.D\data.ms (-3034) (- m/z 131.00 100.00%
13

1.0
5000

219.1 T
51.0MJ 20.50 21.00

SO Lze  ser2 6735209y iison  37.71%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0

5000 T
20.50 21.00
m/z 117.05 33.68%

219.0
0 |
T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131.0

=
20.50 21.00

o

o

5000 m/z 103.00 29.74%
0 510 254.0
I R B & & R S S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one = =
131.0 20.50 21.00

m/z 77.00  21.20%

5000
41.0 l 188.0
J\‘HHH‘J \

Oh b et e d e e = st
miz--> 50 100 150 200 250 300 350 400 450 500 550  20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Pentadecafluorooctanoic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.015 4.88 ng 655527  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 89
Abundance Scan 3065 (21.016 min): BP009054.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1
5000
21.00 |
281.0 :
(" 855.1426.1 502.9 m/z 43.05 82.21%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.00
m/z 83.00 76.17%
O JFF;?‘ZSF.O-648.'
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance
83.0
T 1 \
21.00
5000 m/z 55.05 72.78%
0 153.0 280.0
Ramaaea e e RARARRasamaEsEs SRR T S
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #155961: 1-Nonadecene T ‘
97.0 21.00
m/z 69.05 68.24%
5000
0 24- DL l 68.0 266.0
e e e e e e e ——
m/z--> 0 50 100150200250 300 350400450500550600650 21.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 10 Triphenylphosphine oxide Conce
R.T. EstConc Area Relative to IS
21.421 1151108 15465000 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30

arch Compound Report

-BP020722.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 3

D R.T.

""""" 21.304
CASH# Qual

000791-28-6 96
1000483-83-4 91
015990-54-2 47
1000460-07-9 28
1000397-10-2 9

Abundance Scan 3134 (21.421 min): BP009054.D\data.ms (-3128) (-
277.1

m/z 277.10 100.00%

—

T
21.50

m/z 278.10  34.29%

—

21.50

5000
770 199.0
ok | ‘139&0.“1“‘ 355.1416.1474.1536.3
R R R L e e B e e e A R A ARRLEARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000
7.0 199.0
14.0 ‘
0‘\\\\“‘\\‘\\‘\\\\“\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

277.0

m/z 199.00  19.63%

——

21.50

5000

77.0 183.0

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 201.10  18.80%

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

%

21.50

5000

77.0 183.0

m/z 183.00 17.88%

—

0 “Hul\ | hWI L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 11 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.910 3.80 ng 510613 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3217 (21.910 min): BP009054.D\data.ms (-3215) (- | m/z 57.10 100.00%
57.1
—
‘ | ’1F7-1 208.0 2g81.0 22.00
obr bl L Ll D773381400.14610 5263 s 71 10 84.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 1
22.00
m/z 85.10 68.95%
127.0
O\\J\‘\“\L‘\'\'l‘\‘F\l\\‘“\\]-\9\7‘70\\2\5“4\.-\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—
22.00
5000 m/z 43.10 61.69%
239.0
A R e AR RS manas R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane 7
57.0 22.00
m/z 55.00  29.64%
127.0
338.0
o"‘u_“m\u\"aﬁtA‘u‘xl‘«gf'f?ﬁf??‘?_Hu_WH_MW_ _—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0G@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 12 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.410 5.28 ng 709587  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetracosane 338 (C24H50 000646-31-1 94
3 11-Methylpentacosane 366 C26H54 015689-71-1 94
4 Octacosane 394 (C28H58 000630-02-4 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
Abundance Scan 3302 (22.410 min): BP009054.D\data.ms (-3298) (- m/z 57.10 100.00%
57.1
‘ 22:50
l .
197.1256.1
o"uwHH“‘mwwm‘ Seool84151 5120 0 n/; 7110 78.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 T
22.50
m/z 43.10 59.63%
127.0
O\\J\\‘\L‘\‘\'l‘\F\\\‘\\J-\g\z\q\z\s‘%\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
22.50
5000 m/z 85.05 58.48%
0 127.0 197.0 267.0 338.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275548: 11-Methylpentacosane —
57.0 22.50
m/z 41.10 23.27%
5000
1680
AR == o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9054.D

Acqg On : 08 Feb 2022 12:44
Operator : CG/JU

Sample : N1362-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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... 3.016 8.1 ng 522479 1 7.804 1288710 20.0
Propylene Glycol 3.552 13.6 ng 873587 1 7.804 1288710 20.0
n-Hexadecanoic ... 18.122 115.9 ng 17145900 4 17.204 2957800 20.0
Cetene 18.933 30.6 ng 4532590 4 17.204 2957800 20.0
Morpholine, 4-p... 19.092 12.9 ng 1902110 4 17.204 2957800 20.0
Methyl stearate 19.145 2.1 ng 311867 4 17.204 2957800 20.0
Octadecanoic acid 19.363 195.1 ng 26212600 5 21.304 2687280 20.0
Cinnamyl cinnamate 20.857 9.5 ng 1272270 5 21.304 2687280 20.0
Pentadecafluoro... 21.015 4.9 ng 655527 5 21.304 2687280 20.0
Triphenylphosph... 21.421 115.1 ng 15465900 5 21.304 2687280 20.0
Heptadecane, 9-... 21.910 3.8 ng 510613 5 21.304 2687280 20.0
Octadecane 22.410 5.3 ng 709587 5 21.304 2687280 20.0
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