LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc :

ALS vial : 9 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-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13845.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.175 332 338 351 rBV 413241 580427 4.90% 1.209%
2 5.646 411 418 432 rBV 1407287 2151426 18.18% 4.481%
3 7.252 684 691 706 rVB 883092 1395888 11.79% 2.907%
4 8.105 830 836 843 rBV 487936 785664 6.64% 1.636%
5 9.281 1027 1036 1050 rBV 1893295 3136664 26.50% 6.533%

6 10.169 1171 1187 1196 rBV 136362 325764 2.75% 0.678%
7 10.934 1309 1317 1329 rBV 611523 1055894  8.92%  2.199%
8 13.369 1723 1731 1741 rBV 5228202 7601640 64.23% 15.832%
9 14.740 1958 1964 1973 rBV 958376 1476479 12.47%  3.075%
10 15.551 2096 2102 2112 rVB 276343 390345 3.30% ©0.813%

11 16.228 2211 2217 2234 rBV 4008593 5879991 49.68% 12.246%
12 17.492 2426 2432 2447 rBV 1251416 1894880 16.01% 3.946%
13 18.351 2573 2578 2586 rBV 423014 607266 5.13% 1.265%
14 19.575 2782 2786 2794 rBV 262677 392593 3.32% ©.818%
15 20.028 2858 2863 2869 rBV 9225799 11835671 100.00% 24.650%

16 21.251 3067 3071 3077 rBV 297546 458537 3.87%
17 21.575 3121 3126 3131 rBV 1719667 2316100 19.57%
18 21.692 3141 3146 3172 rBV 1900759 3196704 27.01%
19 24.127 3554 3560 3573 rVB2 1191425 2533100 21.40%
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Sum of corrected areas: 48015033
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013845.D\data.ms

8000000
6000000
4000000

9.281
2000000 5646
7.252

8.105 10.934
5175 10.169

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BP013845.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.175 14.78 ng 580427 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Tetraglyme 222 C10H2205 000143-24-8 25
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
Abundance Scan 338 (5.175 min): BP013845.D\data.ms (-332) (-) m/z 43.00 100.00%
43.0
5000
101.0
T
J ‘ 4.80 5.00 5.20 5.40
ol b 299,0 280.9340.7405.0 5042 m/z 58.95 62.56%
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 L L LN LR B B
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m/z 101.00  26.21%
101.0
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Abundance #100836: Tetraglyme
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Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- T
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m/z 41.05 8.90%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 3

R.T EstConc Area Relative to ISTD R.T.
18.351 6.41 ng 607266  Phenanthrene-di0 17.493
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2578 (18.351 min): BP013845.D\data.ms (-2573) (- m/z 73.00 100.00%

9.
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ol JMLM‘_‘H‘H“??%%ﬁ?ﬁ?u‘439%ﬂ$%7§43 m/z 60.00 77.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
18.00 18.50
H 213.0 m/z 43.05 71.63%
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Abundance #179089: Octadecanoic acid
73.0
18.00 18.50
5000 ITI/Z 57.10 65.49%
1850 2840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = —
73.0 18.00 18.50
m/z 55.00 58.77%
5000

199.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\

BP013845.D
: 17 Feb 2023 15:05
: CG/JU
: 01553-01
: 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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.
19.575 3.39 ng 392593  Chrysene-d12 21.575
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 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2786 (19.575 min): BP013845.D\data.ms (-2782) (- m/z 73.00 100.00%
5000 _ML
241.2
T \
‘ ‘ 1711 \ 19.50
ol hld |”'” Lbdled Ly %97‘5‘3‘5‘5?9‘"7291““9‘1‘9‘5‘4?" m/z 59.95 79.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — :
19.50
H 1850  284.0 m/z 43.05 73.00%
O\"\HH ‘f“\hlﬂ‘\h\\“‘\f\\ \\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
T \
19.50
5000 m/z 57.10 68.74%
129.0 242.0
oy,
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 67.13%
5000
L 228.0
143.0 ‘
0 “’ mhwl.m -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.251 3.96 ng 458537  Chrysene-d12 21.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3071 (21.251 min): BP013845.D\data.ms (-3067) (- m/z 83.05 100.00%

83.0
5000

207.0 P T
‘ }PkPZ ‘ 265.0 355.0 430.9488.9549 2109 2150
ol LR DR L 202t 5900 43094889940 m/z 57.18 91.73%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)- VkWWMWMIMWJ\wMMANMMMAV
58.0
5000 AL

T
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Abundance #104594: Cyclohexadecane
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o

5000 m/z 97.05 86.84%
5.0
} 224.0
okl b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene — 5 — i
57.0 21.00 21.50

m/z 43.00 85.02%

5000
125.0
| HH)¢4820 406.0

L A —— —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acq On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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.
21.692  27.60 ng 3196700  Chrysene-d12 21.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 33
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 9
Abundance Scan 3146 (21.692 min): BP013845.D\data.ms (-3141) (- m/z 277.10 100.00%
277.1
5000
77.0 199.0 —— ——
\ 13000 \ H ‘ 21.50 22.00
Ol 230U L | 3400 4168 4891547, ., 578 65 32.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — o —
21.50 22.00
77.0 199.0 m/z 199.00 20.06%
Ol‘-?\.o\\“‘\\\\\‘\\\\‘JI\\\L\u\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
— —
21.50 22.00
5000 m/z 77.00 19.14%
.0 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — —
277.0 21.50 22.00
m/z 201.00  18.82%
5000
77\'0 183.0
o_"w‘mw‘Jw‘mh“lhm,“h‘_Hwwwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021723\
Data File : BP@13845.D

Acqg On : 17 Feb 2023 15:05
Operator : CG/JU

Sample : 01553-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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-... 5.175 14.8 ng 580427 1 8.105 785664 20.0
n-Hexadecanoic ... 18.351 6.4 ng 607266 4 17.493 1894880 20.0
Octadecanoic acid  19.575 3.4 ng 392593 5 21.575 2316100 20.0
5-Octadecene, (E)- 21.251 4.0 ng 458537 5 21.575 2316100 20.0
Triphenylphosph... 21.692 27.6 ng 3196700 5 21.575 2316100 20.0
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