LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc :

ALS Vvial : 16 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@47415.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.263 60 64 75 rBV 68192 108950 1.98% 0.278%
2 4.557 278 284 293 rBV 121123 177043 3.22% 0.452%
3 5.004 354 360 375 rBV 1942356 3000296 54.51% 7.666%
4 6.040 530 536 546 rVB 34051 58395 1.06% 0.149%
5 6.339 581 587 595 rBV 51339 81619 1.48% 0.209%

6.569 619 626 644 rBV 1721994 2971249 53.98%
7.339 751 757 769 rBV 799954 1281995 23.29%
8.492 945 953 970 rBV 1137068 1981411 36.00%
10.098 1218 1226 1243 rBV 943700 1645503 29.89%
10 10.874 1352 1358 1367 rBV 46273 108972 1.98%
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11 12.610 1645 1653 1668 rBV 3112074 4784272 86.92% 12.
12 13.380 1780 1784 1794 rBV3 28955 83369 1.51%
13 13.727 1831 1843 1856 rBV 50669 135343 2.46%
14 14.004 1884 1890 1899 rBV 1394190 2104411 38.23%
15 14.257 1925 1933 1939 rBV4 59377 142822 2.59%
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16 15.398 2119 2127 2136 rBV 106447 174285 3.17%
17 15.521 2141 2148 2169 rBV 1987193 3178145 57.74%
18 16.774 2355 2361 2366 rBV 1553155 2248461 40.85%
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19 16.815 2366 2368 2376 rVV 215894 307202 5.58% 785%
20 16.909 2380 2384 2391 rVB 68087 114421 2.08% 292%
21 17.656 2507 2511 2514 rBV 46298 65434 1.19% 0.167%
22 17.709 2515 2520 2529 rBV 617869 949766 17.25%  2.427%
23 17.845 2539 2543 2547 rBV2 57475 87506 1.59% 0.224%
24 18.592 2665 2670 2672 rBV 57315 97890 1.78% ©.250%
25 18.856 2710 2715 2722 rBV 464072 714040 12.97%  1.824%

26 19.009 2737 2741 2750 rBV 385306 598208 10.87%
27 19.221 2770 2777 2783 rBV = 448314 668573 12.15% 1.708%
28 19.439 2809 2814 2827 rVB 4592187 5504480 100.00% 14.065%
29 20.744 3032 3036 3042 rBV2 402371 502452  9.13%  1.284%
30 21.015 3076 3082 3087 rBV 1820116 2798468 50.84% 7.151%
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31 23.715 3535 3541 3549 rVB 1130416 2461526 44.72%  6.290%

Sum of corrected areas: 39136507
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc

ALS vial : 16 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 TIC: BM047415.D\data.ms
4000000
12.61C
3000000
5.004
2000000 6.569
8.492
1000000 7339 10.098
. 3.263 4.557 6.046.33 10.874
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047415.D\data.ms
19.439
4000000
3000000
21.015
2000000 15.521
16.774
14.004
1000000 20. 744
17.709 18@& 21
oL 13308.727/14257 15.3 589 §45 18592

Time--> 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 TIC: BM047415.D\data.ms

4000000

3000000

2000000 23.715

1000000

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

Time--> 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@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc

ALS vial : 16 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
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.557 2.76 ng 177043  1,4-Dichlorobenzene-d4 7.345

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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 Acetic acid, chloro-, 1,1-dimeth... 150 C6H11C102 000107-59-5 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 284 (4.557 min): BM047415.D\data.ms (-278) (-) m/z 43.10 100.00%
43.1
5000
101.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 4.20 4.40 4.60 4.80
Ol 30l 2381 1930 2210 /7 s9.10  60.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B LI B B
4.20 4.40 4.60 4.80
m/z 101.10  24.90%
‘ 101.0
O\\\\‘\“\H\\"H}\\w‘\\.\\“1\1\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
 Ramm At R
4.20 4.40 4.60 4.80
m/z 58.05 15.15%
5000 101.0
27.0 ‘
oHH‘“l”u“,”luL‘;mWH,uuu‘HH_Hwu_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9493: 3-Hexanol, 4-methyl- T
59.0 4.20 4.40 4.60 4.80
m/z 41.10 8.06%
5000
31.0
87.0
o u \ 115.0
e e A e EAaRRTE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.709 8.45 ng 949766  Phenanthrene-d1e 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2520 (17.709 min): BM047415.D\data.ms (-2515) (- | m/z 73.05 100.00%

.0
5000
129.1
213.2

1712‘ ‘ 256.3 1750 18.00
Ll b |

0 ‘MHquM‘JWW““ | 80193410 ./, 6e.e5 78.97%
miz> 50 100 150 200 250 300 350

Abundance #143510: n-Hexadecanoic acid

~
C

5000 — —

17.50 18.00
m/z 43.10 70.53%

171.0 213.0 256.0
I 1 Y
mi/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
.0

T —
17.50 18.00

5000 m/z 57.10 63.03%

129.0
9. 185.0 228.0
0 ‘um uh“\‘ ;M‘\‘ al ‘\ | L m‘\ “\‘ \‘ — ‘\‘ e
m/z--> 50 100 150 200 250 300 350

129.0

N
~
w

Abundance #92069: Tridecanoic acid TS ——
73.0 17.50 18.00
m/z 55.10 61.10%
5000 129.0
29 171.0
‘ 214.0
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@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc

ALS vial : 16 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 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.009 4.28 ng 598208 Chrysene-di12 21.015
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 70
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2741 (19.009 min): BM047415.D\data.ms (-2737) (- | m/z 73.10 100.00%
73.1
5000
1290 5001 VL
241.2
T T \
‘ ‘ 284.3 1900
ob-38 UL BN O TP T -2 B B =y E Y PR C WPV
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 19.00
m/z 60.05 77 .71%
29. 185.0 49 o 284.0
0 Hr“““\“‘l \“‘\ \‘ \“\ “ by \L’ T \“\ L
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T [
19.00
5000 129.0 m/z 57.10 73.36%
29.0
‘ 199.0 242.0
SERT R V0 N
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —
73.0 19.00
m/z 55.10 65.41%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58

Operator : RC/JU

Sample : P3797-01

Misc

ALS vial : 16 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 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 2- Chloropropionic acid, oc... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.744 3.59 ng 502452  Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 93

2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 3036 (20.744 min): BM047415.D\data.ms (-3032) (! | m/z 57.10 100.00%
57.1
5000 1111 /\/V\JL\M
229.1 — —
‘ ‘ 1682 ‘ o811 20.50 21.00
ol ARG5S | 281 3512 4320 - n/; 8310 88.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
5000 : —— —
20.50 21.00
m/z 69.10 82.98%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57
P o
1o 20.50 21.00
5000 ' ITI/Z 55.10 80.23%
0 i ‘ \‘\ d‘ 1‘\]167 0 222.0 278.0 378.0 N\,JLJW
B L s e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287613: Nonadecyl trifluoroacetate —— —
57.0 20.50 21.00
m/z 43.10 75.90%
111.0
5000
1] ‘ | |167.0 2380 311.0362.0
oL L, — —
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47415.D

Acqg On : 30 Aug 2024 20:58
Operator : RC/JU

Sample : P3797-01

Misc

ALS Vvial : 16 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 2.8 ng 177043 1 7.345 1282000 20.0
n-Hexadecanoic ... 17.709 8.4 ng 949766 4 16.774 2248460 20.0
Octadecanoic acid 19.009 4.3 ng 598208 5 21.015 2798470 20.0
2- Chloropropio... 20.744 3.6 ng 502452 5 21.015 2798470 20.0
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