LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021924\
Data File : BP019771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc :

ALS Vvial : 15 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19771.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.411 220 225 233 rBV 55720 78683  1.27% 0.312%
2 5.017 319 328 339 rBvV 349910 514917 8.31% 2.045%
3 5.475 398 406 416 rBV 638737 991729 16.00%  3.939%
4 7.069 670 677 688 rBV 1369798 2269769 36.61% 9.015%
5 7.899 810 818 825 rBV 305398 485725  7.84%  1.929%

6 9.069 1009 1017 1034 rBV 954900 1648813 26.60% 6.548%
7 10.699 1286 1294 1308 rBV 372889 669513 10.80%  2.659%
8 13.163 1703 1713 1726 rBV 2530999 4012062 64.72% 15.934%
9 14.534 1938 1946 1953 rBV 590618 901986 14.55%  3.582%
10 16.028 2193 2200 2220 rBV 771514 1287135 20.76% 5.112%

11 17.286 2408 2414 2419 rBV 695953 1090246 17.59% 4.330%
12 17.334 2419 2422 2428 rVB 94905 137138 2.21%  ©.545%
13 18.186 2558 2567 2576 rBV2 292752 465386  7.51% 1.848%
14 19.298 2750 2756 2763 rBV 283510 411561 6.64% 1.635%
15 19.422 2773 2777 2786 rBV3 109152 155632 2.51% ©.618%
16 19.651 2808 2816 2825 rBV 265957 436434 7.04% 1.733%

17 19.857 2845 2851 2864 rBV 5109613 6199382 100.00% 24.621%

18 21.104 3059 3063 3070 rBV2 271990 348709 5.62% 1.385%
19 21.380 3104 3110 3114 rBV2 904381 1436959 23.18% 5.707%
20 21.416 3114 3116 3125 rVB 173885 250247 4.04%  0.994%
21 23.063 3392 3396 3401 rBV 121064 266286 4.30% 1.058%

22 23.798 3516 3521 3530 rVB 552715 1120595 18.08% 4.451%

Sum of corrected areas: 25178907
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021924\
BPO19771.D

: 19 Feb 2024 19:44
: MA/JU
. P1505-09

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E

Quant Title

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

-BPO13124.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

5.475
5017
4.411

TIC: BP019771.D\data.ms

7.069
9.069

7.899 10.699

350 400 450 500 550 6.00 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
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5000000

4000000

3000000

2000000

1000000

13.163

14.534

TIC: BP019771.D\data.ms
19.

16.028 17.286

857

18.186 19,2989.65

S

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00

1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BP019771.D\data.ms

Time-->

21.00 21.50 22.00 2250 23.00 23.50 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\BP021924\
Data File : BP@19771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.411 3.24 ng 78683  1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 225 (4.411 min): BP019771.D\data.ms (-220) (-) m/z 83.00 100.00%

83.0
5000 JM

4.00 4.20 4.40 4.60 4.80

by 1769 266,6328.1 4009 5147 /7 s5.05  87.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0

o

5000 AR
4.00 4.20 4.40 4.60 4.80
\ m/z 98.05 32.82%
0‘\\‘\\xil\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
[ T
4.00 4.20 4.40 4.60 4.80
5000 m/z 39.05 26.91%
0‘“M;M‘wH‘w‘HH_H‘_H‘,w,w,www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3814: 2-Pentene, 4,4-dimethyl-, (Z)- R R aaaan
83.0 4.00 4.20 4.40 4.60 4.80

m/z 43.05 25.54%

M‘ WMWWWWWWAWMMMNWMM

|

o‘H‘wmwHH‘HH‘HH_H‘_H“w‘w‘ww‘_ NSRS
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550  4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021924\
Data File : BP@19771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.017 21.20 ng 514917 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47
4 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 35
Abundance Scan 328 (5.017 min): BP019771.D\data.ms (-319) (-) m/z 43.00 100.00%
43.0
5000
101.1
RRRREREEESEE RS SRR
J 4.60 4.80 5.00 5.20 5.40
Ol il 2089, 2811 3551 421.9485.0543.5 /2 59.10  67.08%
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 BRI B e e e
4.60 4.80 5.00 5.20 5.40
m/z 101.10  28.43%
101.0
0‘\\"f“\“\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
Rmaas e A REE R
4.60 4.80 5.00 5.20 5.40
m/z 58.00 16.11%
5000 101.0
O‘m‘“!‘l S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- EERREEEEEE SRS
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 10.06%
5000

0«01“%0,

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021924\
Data File : BP@19771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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.
18.186 8.54 ng 465386  Phenanthrene-d10 17.292
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 2567 (18.186 min): BP019771.D\data.ms (-2558) (- m/z 73.00 100.00%

73.0
5000
213.2

[ L —
m} | \ £81.0 354. 18.00 18.50
Nt “k“M‘H Lol 781.0 3549 4291 5191 n/z 59.95  82.46%

ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— —
18.00 18.50

‘ 157.0 m/z 43.05 72.58%
“ }“ JI I

\\\\\\“Lj\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

o

T ]
18.00 18.50
5000 m/z 55.10 67.65%
171.0
O}J ‘%Mllil\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid T T
73.0 18.00 18.50
m/z 57.05 64.27%
5000
L ‘ 199.0
LAY “Mépwl‘ ) e
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:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021924\

Data File : BP@19771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.422 2.17 ng 155632  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2777 (19.422 min): BP019771.D\data.ms (-2773) (- | m/z 73.10 100.00%
73.1
241.2
——
Wi srssssosies s
ol ALl H\‘MWHH‘H‘ 2R7.935004169 S031  m/z ee.00  73.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 s
185.0 19.50
H m/z 43.05 70.44%
0f| \’\l‘\\”\\ull[‘\\l\\‘\‘\L\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
——
19.50
m/z 57.10 66.38%
5000 284.0 /
129.0
Ol ..}Hm\\x\mo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.05 65.07%
5000
L 228.0
““I’ }MIHMM \\u \
O o e e
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\BP021924\
Data File : BP@19771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.104 4.85 ng 348709  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 92

5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 3063 (21.104 min): BP019771.D\data.ms (-3059) (- m/z 57.05 100.00%

57.0
5000 226.1
125.1 — T T
538.2 21.00 21.50
b M sl 3992 4383 5031 /7 83,10 96.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 — ——
21.00 21.50
29.0 m/z 43.10 91.06%
il
‘\\

0 1 ‘\ 1680 266.0
\’1 \‘1!\1[\\f\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane

58.0

—

21.00 2150

5000 m/z 55.10  88.70%
1%”-0 210.0

\‘ I.”JH. L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecyl heptafluorobutyrate —
57.0 21.00 21.50
m/z 97.10 86.53%

5000
e o
\‘ Lidy ) \

. |

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021924\
Data File : BP019771.D

Acqg On : 19 Feb 2024 19:44
Operator : MA/JU

Sample : P1505-09

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
3-Penten-2-one,... 4.411 3.2 ng 78683 1 7.899 485725 20.0
2-Pentanone, 4-... 5.017 21.2 ng 514917 1 7.899 485725 20.0
n-Hexadecanoic ... 18.186 8.5 ng 465386 4 17.292 1090250 20.0
Octadecanoic acid 19.422 2.2 ng 155632 5 21.380 1436960 20.0
1-Nonadecene 21.104 4.8 ng 348709 5 21.380 1436960 20.0
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