LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47443.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.269 62 65 75 rBV 43271 81387 1.80% 0.221%
2 4.557 278 284 292 rBV 102079 149600 3.31% 0.407%
3 5.010 355 361 382 rBV 1575900 2442150 54.07% 6.640%
4 6.575 621 627 642 rBV 1284522 2369659 52.47% 6.443%
5 6.986 692 697 705 rBV2 30517 72891 1.61% ©.198%
6 7.339 750 757 767 rBV 862877 1369754 30.33% 3.724%
7 8.492 946 953 968 rBV 815816 1563225 34.61% 4.250%
8 10.098 1218 1226 1244 rBV 915044 1666645 36.90% 4.532%
9 10.874 1351 1358 1373 rBV2 70878 199699 4.42% 0.543%
10 12.610 1645 1653 1672 rBV 2104419 3502074 77.54% 9.522%
11 14.004 1884 1890 1898 rBV 1327253 2077705 46.01% 5.649%
12 14.068 1899 1901 1910 rVB 45263 76902 1.70% 0.209%
13 14.239 1925 1930 1931 rBV 77119 103694 2.30% 0.282%
14 14.257 1931 1933 1940 rVB2 85956 111015 2.46% 0.302%
15 15.080 2065 2073 2077 rBv4 24003 45665 1.01% 0.124%

16 15.527 2143 2149 2159 rBV 1594423 2558366 56.65%
17 15.774 2186 2191 2198 rVB7 21924 48640 1.08%
18 16.774 2355 2361 2366 rBV 1562454 2335492 51.71%
19 16.815 2366 2368 2377 rVV 252480 413432  9.15%
20 16.915 2380 2385 2391 rVB 72258 125394  2.78%
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21 17.474 2477 2480 2483 rBV3 36575 46089 1.02%
22 17.656 2506 2511 2515 rBV 90051 135115 2.99%
23 17.709 2515 2520 2528 rBV 533760 840797 18.62%
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N
00
o))
B

24 17.845 2539 2543 2547 rBV3 109808 185726 4.11% 505%
25 17.886 2548 2550 2557 rVB 67321 94846  2.10% 258%
26 18.168 2594 2598 2603 rBV 41885 58644  1.30% 159%

27 18.592 2666 2670 2674 rBV 75962 116605 2.58%
28 18.856 2710 2715 2723 rBV 661747 924871 20.48%
29 19.009 2737 2741 2750 rBV2 263335 430142  9.52%
30 19.221 2769 2777 2788 rBV 639015 1071589 23.73%
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31 19.439 2809 2814 2828 rVB 3655076 4516257 100.00% 12.
32 20.033 2912 2915 2919 rBV 75476 90171 2.00%
33 20.739 3032 3035 3042 rVB4 399468 540597 11.97%
34 21.021 3077 3083 3087 rBV2 2062275 3138811 69.50%
35 21.062 3087 3090 3095 rVB 386028 527163 11.67%
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36 23.727 3536 3543 3551 rBV 1248097 2747927 60.85%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc

ALS Vvial : 13  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_M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 36778739
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02

Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

500000

Time-->

1500000 6.575

1000000 7.339 8.492 10.098

TIC: BM047443.D\data.ms

12.61C

5.010

3.269 4-§57 6.986 10.874

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\m\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM047443.D\data.ms
19.439

21.021

15.527 16.774

20.724/062

18.8589.221 M
17.709

ole1s .00 20.033
915 174% ,168-8.592

Time-->

R R R L e e e e

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BM047443.D\data.ms

23.727

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02

Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

4.557 2.18 ng 149600 1,4-Dichlorobenzene-d4 7.339

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 284 (4.557 min): BM047443.D\data.ms (-278) (-) m/z 43.10 100.00%

43.1
5000 ﬁvﬂbwj\w\wﬁwax
101.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
4.20 4.40 4.60 4.80
Ob el 82 ol 14111649 1910 /7 s9.10  64.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B LI LR B
4.20 4.40 4.60 4.80
m/z 101.10 25.18%
101.0
O\‘\“1”\\"”}\\w‘\\.\\"\\1\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
D e
4.20 4.40 4.60 4.80
m/z 58.05 15.62%
5000 101.0
27.0 ‘
o‘_‘\W,Hl"!w‘HM,HH‘uHu_‘H_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester P e T
59.0 4.20 4.40 4.60 4.80
m/z 41.10 9.72%
- LWAW«AA/W\J\
0 3 \‘H 12\60
e R ma A AARRRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.874 2.40 ng 199699 Naphthalene-d8 10.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 64
4 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1358 (10.874 min): BM047443.D\data.ms (-1351) (+ | m/z 94.10 100.00%
94.1
5000 /\\\%
152.1
45.1 66.0 10.50 11.00
o b ) |1220 193.0 5
0ttt b e m/z 77.00 25.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000
1050 1100
152.0 m/z 152.05 18.74%
45.0
Ll | \H ‘\ ‘1190 ‘
O\\\‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19881: Ethanol, 2-phenoxy-
94.0
L ; “‘/\M‘A -\
10.50 11.00
5000 m/z 78.10 14.91%
138.0
70 510 (L
oHw‘Hu‘,H‘,m‘_H‘W‘H‘_Hu‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 1050 1100
m/z 108.0 12.98%
5000
45.0 152.0
660‘
o e P ot
m/z--> 20 40 80 100 120 140 160 180 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02

Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 3 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.709 7.20 ng 840797  Phenanthrene-die 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Anthracene, 2-methyl-
3 Tetradecanoic acid

4 Octadecanoic acid

5 Pentadecanoic acid

256 C16H3202
192 C15H12

228 C14H2802
284 C18H3602
242 C15H3002

000057-10-3 99
000613-12-7 91
000544-63-8 78
000057-11-4 70
001002-84-2 70

Abundance Scan 2520 (17.709 min): BM047443.D\data.ms (-2515) (- | m/z 73.10 100.00%
192.1
5000 129.0
—= —
‘ | ‘ H ‘ 256.3 ‘ 17.50 18.00
028 L Ll b | 8081 8540 6p 10 77.50%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N LT
17.50 18.00
m/z 43.10 74.48%
‘ 171.0 213.0 256.0
O ‘\ “h“‘ ;‘H“\ h} \‘ ‘ “\ \‘ \‘\ “ \“ T ‘\ T ‘ ‘\ T 1T ’ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #67023: Anthracene, 2-methyl-
192.0
—_— —
17.50 18.00
5000 m/z 57.05  63.15%
96.0
| 1390
ol el
m/z--> 50 100 150 200 250 300 350
Abundance #109283: Tetradecanoic acid = —
73.0 17.50 18.00
m/z 192.10 62.74%
5000 129.0
185.0
228.0
ST 1 Y O Y SO 11 B
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.009 2.74 ng 430142  Chrysene-di12 21.021
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2741 (19.009 min): BM047443.D\data.ms (-2737) (- | m/z 73.10 100.00%
73.1
5000 129.0 JW\/\
185.2 241.2
T \
28‘4.1 10/00
0 u““hﬂwe‘““‘m‘m L \M bbb 3820 wyz 4310 87.70%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8. 284.0 1
185.0 241.0 19.00
m/z 60.05 79.22%
0 ‘MJMMWWW‘ML‘M\ FIPU N U —
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
T T
19.00
5000 129.0 m/z 57.10 72.83%
29.
199.0 242.0
0 R
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid —
73.0 19.00
m/z 55.10 70.94%
5000
129.0
29. 185.0 228.0
m/z--> 50 100 150 200 250 300 350 19.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\

Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .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 5 Cyclopentadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.738  3.44ng 540597 Chryseme-diz 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentadecane 210 c1s3e 000295-48-7 97

959261-23-5 94
959092-08-1 94
074685-33-9 93
002004-39-9 93

2 Heptafluorobutyric acid, pentade... 424 C19H31F702
3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 3-Eicosene, (E)- 280 C20H40

5 1-Heptacosanol 396 C27H560

Abundance Scan 3035 (20.739 min): BM047443.D\data.ms (-3032) (- | m/z 57.10 100.00%

571
5000
5.1 —— ——
‘ ‘ 22?1 326.1386.1 20.50 21.00
0 ,u‘H_H!‘gmH_‘Mm_mw‘_mf“??“?"ﬁf‘?‘ m/z 83.10 93.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 7 —
20.50 21.00
m/z 43.10 91.53%
Il 20
0‘\\\ ’J\\f\“4\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

\ ujw

T
20.50 21.00
5000 m/z 55.10 86.47%

5.0
UL e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T —
57.0 20.50 21.00

m/z 97.10 83.01%

5000 JM
UL, 200

356.0
ot e A — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90424\
Data File : BM@47443.D

Acqg On : 04 Sep 2024 18:02
Operator : RC/JU

Sample : P3750-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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-... 4.557 2.2 ng 149600 1  7.339 1369750 20.0
1-Phenoxypropan... 10.874 2.4 ng 199699 2 10.098 1666650 20.0
n-Hexadecanoic ... 17.709 7.2 ng 840797 4 16.774 2335490 20.0
Octadecanoic acid 19.009 2.7 ng 430142 5 21.021 3138810 20.0
Cyclopentadecane 20.738 3.4 ng 540597 5 21.021 3138810 20.0
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