LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acqg On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc :

ALS Vvial : 19 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO14332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.1e5 317 326 340 rBV 336701 504037 3.28% ©.997%
2 5.569 399 405 422 rBV 1156496 1777944 11.56% 3.515%
3 7.187 673 680 694 rBV 596887 1075171 6.99% 2.126%
4 8.022 812 822 835 rBV 444739 717518 4.67% 1.419%
5 9.199 1014 1022 1042 rBV 1603864 2768143 18.00% 5.473%

6 10.846 1295 1302 1318 rBV 520971 947483 6.16% 1
7 13.293 1711 1718 1736 rBV 4202449 6018321 39.13% 11.
8 14.669 1944 1952 1966 rBV 768810 1213457 7.89%  2.399%
9 16.163 2199 2206 2228 rBV 3238444 4804358 31.24% 9
10 17.428 2415 2421 2435 rBV 1021597 1519953 9.88% 3

11 18.292 2563 2568 2589 rBV 597046 1118593  7.27% 2.212%
12 19.516 2772 2776 2789 rBV 210200 418756  2.72%  0.828%
13 19.969 2848 2853 2865 rBV 6597793 7897367 51.35% 15.614%
14 21.198 3058 3062 3072 rBV3 201534 424901 2.76%  ©.840%
15 21.510 3110 3115 3121 rBV 1318808 1823235 11.85% 3.605%

16 21.633 3130 3136 3155 rBV 10126757 15379732 100.00% 30.408%
17 22.774 3327 3330 3336 rVB2 145880 202857 1.32% 0.401%
18 24.027 3536 3543 3554 rVB2 895932 1966827 12.79%  3.889%

Sum of corrected areas: 50578653
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP014332.D\data.ms
1le+07

8000000
6000000
4000000

2000000 9.199
5.569

5.105 7.187 8.022 10.846

O \\‘\\\\‘\\\\‘\\\\’/\\\ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP014332.D\data.ms
1le+07

8000000
19.969
6000000
13.293

4000000
16.163

2000000

14.669 17.428 18292

19.516
L I T T e e e e B

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP014332.D\data.ms
16407 21.633

8000000
6000000
4000000

2000000 21.51 24.007
21.198 22.774 J\

0\ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T
Time--> 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\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.105 14.05 ng 504037 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 326 (5.105 min): BP014332.D\data.ms (-317) (-) m/z 43.00 100.00%

43.0
5000
101.0

SURMSNSY & N —
| ‘ 4.80 5.00 5.20 5.40
1 191.1 281.0342.8 428.8 508.6 =5 95 65 33%

Ol e T R T A e T R P e m/z
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T [T T T T [TTTT]

4.80 5.00 5.20 5.40
m/z 101.00 23.53%

101.0
O‘\\"f“\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
T
4.80 5.00 5.20 5.40
5000 ITI z 58.00 14.72%
101.0
T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R T
59.0 4.80 5.00 5.20 5.40

m/z 41.05 9.70%

5000
’ ] 126.0
0 |

)
(LA L L L L I L I B L B I BRI B TT I T[T T T[T rTTr]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS vial : 19

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.292 14.72 ng 1118590  Phenanthrene-d10 17.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Octadecanoic acid 284 (C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2568 (18.292 min): BP014332.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
5000
213.2 I ~—
“H 0| \ . 18.00 1850
- ‘J‘J‘HHW |11, A77,0340.94020 48885471 ./, cp 0o  81.81%

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— ——
129.0 18.00 18.50
m/z 43.05 79.34%
0 I ‘\ mﬂh AMHH nl H'?ﬂb l
‘\\\[ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

B

Abundance #109281: Tetradecanoic acid
73.0
18.00 18.50
5000 ITI/Z 55.00 65.40%
L 228.0
o2 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid = T
73.0 18.00 18.50
m/z 57.05 65.09%
5000
H 185.0  284.0
o_w“\“‘ ‘J’w‘l«“‘hmm_mw“ww_m_m_m_m_ — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\

Library Search Compound Report

Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS vial : 19

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Octadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.516 4.59 ng 418756  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2776 (19.516 min): BP014332.D\data.ms (-2772) (-
73.0

m/z 73.00 100.00%

%

5000
185.1
‘ ‘} l \ 19.50
ol “thnh M‘Mw*w‘_34ﬁzu4%49‘53%?§47 m/z 43.10 90.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 —— ‘
19.50
‘} 1850  284.0 m/z 57.05 76.23%
O‘\\"\UH ‘\“\'l“\“\h“\”h\\“‘\r‘\\\‘]\\‘\\\‘\\\‘\‘H\\‘\H\‘\\H‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid

73.0

—

19.50
5000 m/z 59.95 74.90%

199.0

solllasso |

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

Abundance #92068: Tridecanoic acid = ‘
73.0 19.50
m/z 55.00 67.05%
5000
‘ L 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 2-Methyl-2-docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.198 4.66 ng 424901  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-2-docosene 322 C23H46 1000131-16-9 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 Cyclotetracosane 336 C24H48 000297-03-0 95
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
5 1-Tricosene 322 C23H46 018835-32-0 95
Abundance Scan 3062 (21.198 min): BP014332.D\data.ms (-3058) (- m/z 83.10 100.00%
83.1
o »_\L/\
207.0 S i
7.0 ‘ 280.0 355.0 21.00 21.50
o‘ukp‘uM&%wmeanu‘u»C_‘Hpu“ﬁ?%?u‘w5§5ﬂ m/z 55.05 95.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227239: 2-Methyl-2-docosene
69.0
5000 —r ——
21.00 21.50
322.0 m/z 69.00 94.22%
O\\\\“‘\ l”‘l‘llﬁng.0196‘0264.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
— —
21.00 21.50
5000 m/z 57.10 87.66%
Al
o dlbllLil, 1820 2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane — —
83.0 21.00 21.50
m/z 97.05 85.01%
5000 336.0 WJLM
153.0
R e R N P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.633 168.71 ng 15379700  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17

Abundance Scan 3136 (21.633 min): BP014332.D\data.ms (-3130) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —— —
| ‘ _ \ H 21.50 22.00
Ok 2220 L4 3410 429.0487.65458 /7 378.10  33.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — ——
21.50 22.00
77.0 199.0 m/z 77.00 21.28%
14.0 ‘
O‘\\\\“‘\\‘\\‘\\\\‘JI\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

%

—— —
21.50 22.00
5000 m/z 199.00 21.21%
77.0

183.0

J \\\HnMILL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

—

—— —
21.50 22.00
m/z 201.05 20.05%

5000

~
o
=
[ee]
w
o

; il

—— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acq On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.774 2.06 ng 202857  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 95
2 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 76
3 Supraene 410 C30H50 007683-64-9 68
4 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
Abundance Scan 3330 (22.774 min): BP014332.D\data.ms (-3327) (- m/z 69.05 100.00%
69.0
5000 AJL
—= ==
’ ki 20‘7'0 2810, P 2250 23.00
obotddibbd Ly by 33194020 47125350 0 g1 16 53.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 S =
22.50 23.00
m/z 41.00 21.69%
137.0
O \\l\“d\ “\ \‘”““\ \H\ll\d‘\\\29‘3\\()\\‘2\7\3\\()‘\3\\4'\].‘9\ \4\1‘-\0\\0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosaf
69.0
—— —
22.50 23.00
5000 m/z 207.00 15.43%
A A PN A A A
\ A ] “ 205.0 273.0 342.0
O‘uMMWMy‘ \Mupu‘w‘u‘wu‘_‘H‘H‘W‘H‘_H‘_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene T ——
69.0 22.50 23.00
m/z 68.05 13.65%
5000
137.0
ol Ly |, 203.0 273.0 341.0 410.0
et A e T e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14332.D

Acqg On : 28 Mar 2023 02:17
Operator : CG/JU

Sample : 02055-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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|
2-Pentanone, 4-... 5.105 14.1 ng 504037 1 8.022 717518 20.0
n-Hexadecanoic ... 18.292 14.7 ng 1118590 4 17.428 1519950 20.0
Octadecanoic acid 19.516 4.6 ng 418756 5 21.510 1823240 20.0
2-Methyl-2-doco... 21.198 4.7 ng 424901 5 21.510 1823240 20.0
Triphenylphosph... 21.633 168.7 ng 15379700 5 21.510 1823240 20.0
Squalene 22.774 2.1 ng 202857 6 24.027 1966830 20.0
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