LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc :

ALS Vvial : 23  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_ F\Methods\8270-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137992.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 5 13 18 rVB2 36930 86281 3.14% 0.415%
2 2.381 41 50 56 rBV 1166390 1512166 55.01% 7.282%
3 5.657 602 607 610 rBV 2474848 2166679 78.82% 10.434%
4 6.645 770 775 778 rBV 2283690 2183508 79.43% 10.515%
5 7.034 837 841 844 rBV 1110911 838216 30.49% 4.036%
6 7.592 931 936 939 rBV 1695340 1426329 51.89% 6.869%
7 8.204 1037 1040 1048 rBV 47474 53444 1.94% 0.257%
8 8.316 1055 1059 1062 rBV 1460450 1128643 41.06% 5.435%
9 9.392 1238 1242 1245 rBV 3532932 2748820 100.00% 13.237%
10 9.457 1250 1253 1257 rVB 53081 41736 1.52% 0.201%
11  9.992 1340 1344 1347 rBV 105347 85314 3.10% 0.411%
12 10.081 1355 1359 1362 rBV 1485968 1256574 45.71% 6.051%
13 10.163 1369 1373 1380 rVB2 52594 74353  2.70% ©.358%
14 10.492 1423 1429 1432 rBV 143357 116561 4.24% 0.561%
15 10.710 1462 1466 1469 rBV 45029 47738 1.74% 0.230%

16 10.869 1489 1493 1496 rBV 1696221 1371332 49.89%

6.
17 10.969 1507 1510 1515 rBV 136942 176960 6.44% ©.852%
18 11.416 1583 1586 1589 rBV 124782 92156 3.35% ©.444%
19 11.445 1589 1591 1594 rVB2 43889 37563 1.37% 0.181%
20 11.575 1609 1613 1616 rBV 1217275 1045169 38.02% 5.033%
21 11.845 1656 1659 1662 rVB 98692 77667 2.83% ©.374%
22 12.074 1695 1698 17602 rBV 107113 116606 4.24%  0.562%
23 12.251 1725 1728 1733 rVB 73485 59974  2.18% 0.289%
24 12.645 1790 1795 1799 rVB 54016 49145 1.79% ©.237%
25 12.792 1816 1820 1825 rBV 34909 40118 1.46% ©.193%
26 13.016 1853 1858 1864 rVB2 53335 67042 2.44% 323%

27 13.157 1878 1882 1886 rBV 2308468 2044215 74.37%
28 13.627 1957 1962 1967 rBV 154457 168424 6.13%
29 14.057 2030 2035 2044 rBV8 48663 120053 4.37%
30 14.221 2059 2063 2067 rBV 999263 899768 32.73%

POOCULOO
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31 15.786 2323 2329 2336 rBV 460348 633387 23.04%  3.050%

Sum of corrected areas: 20765941
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 May 2024 22:15
¢ CG\JU
. P2539-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
BF137992.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Cyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.163 2.06 ng 86281 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 56
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 50
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 47
Abundance  Scan 13 (2.163 min): BF137992[Ndmarns(5)() m/z 56.10 100.00%
56.1
5000 41
69.1
RN aRa R
‘ 2.202.302.402.502.60
0 “‘ m‘ H RN N m/z 84.10 92.71%
miz--> 10 20 60 70 80 90
Abundance #1643.Cydohexane
560 84.0
5000 410 T[T T[T [ Tr [T rrt
69.0 2.202.302.402.502.60
m/z 41.10 50.78%
27.0 H
O\\‘\]_\5\()\‘\\\‘\‘“\\\\}\‘\\\i‘\”‘\‘\\\}’\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
A RRARNRRZES S SR
41.0 2.202.302.402.502.60
5000 m/z 55.05 38.91%
69.0 84.0
29.0 H
0 ‘w““‘u‘yk“ul‘t“wh TR I N
miz--> 10 20 40 50 60 70 80 90
Abundance #1679:0ydopmﬂane,nﬁﬂhyk RN S AR
56.0 2.202.302.402.502.60
m/z 69.10 34.80%
5000 41.0
69.0
84.0
27.0 ‘ ‘ |
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.381 36.08 ng 1512176 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 50 (2.381 min): BF137992.D\data.ms (-41) (-) m/z 73.10 100.00%

3.1
5000
43.0
87.1
L W
91 ‘ 2.20 2.40 2.60 2.80
oH_Mw“‘mww‘HHMHWHWwawww m/z 43.85 34.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 I L L
43.0 2.20 2.40 2.60 2.80
87.0 m/z 87.10  26.79%
29.0
0 | mo |
O\\‘\H\‘\H\‘Hf\‘Hf\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -
2.20 2.40 2.60 2.80
5000 410 55.0 m/z 55.10 25.75%
27.0
0 I ‘ ‘ 112.0 129.0
H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- e W
73.0 2.20 2.40 2.60 2.80
m/z 41.10 11.07%
5000
45.0
29.0
ool 590 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.969 3.39 ng 176960  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1510 (10.969 min): BF137992.D\data.ms (-1507) (- m/z 57.10 100.00%
57.1
- m
=
‘ S s, 11971 L0
ol d b ddly, 1953 197.1 2408 383, . 7119 69.95%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 T
11.00
99.0 m/z 43.05 66.37%
01\5.\Q‘\ ‘\“ : “ H‘ H‘ \“‘ \%4“1 ?\ ]\-8\3\0’ T \2\4?.‘()\ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
=
11.00
5000 m/z 85.05 46.58%
99.0
g0 ) || 0 mormozme
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester =
57.0 11.00
m/z 41.10 32.23%
oL ‘L“ un d I 1410 1820 2520 325.0 e
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.075 2.23 ng 116606  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Nonanoic acid 158 C9H1802 000112-05-0 49

Abundance Scan 1698 (12.074 min): BF137992.D\data.ms (-1695) (- m/z 73.05 100.00%

43.0 73.0
5000
129.1

213.1 T T
157.1185.2 256.1 12.00

0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
\

5000 T
213.0 12.00
‘ 157.0 185.0 m/z 60.10 82.21%
O ’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 ) .
; — b
12.00
5000 m/z 57.10 73.23%
129.0
‘ ‘ 1710 2140
o ALz
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid P
73.0 12.00

m/z 41.10 69.43%

43.0
5000
129.0
185.0 228.0
“ ‘\ | ‘ H“ HM‘ ?‘ M‘\ m | 70\ ‘ ‘

7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 5 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.627 3.74 ng 168424  Chrysene-di12 14.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 91
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 72
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Octadecanamide 283 C18H37NO 000124-26-5 59
Abundance Scan 1962 (13.627 min): BF137992.D\data.ms (-1957) (| m/z 59.10 100.00%
59.1
5000 N
—— —
126.1 13.50 14.00
ol MLy, 18412211 2810 3271 75 19 71.15%
miz-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —— —rer
13.50 14.00
m/z 55.05 40.00%
98.0
0718. Mh ‘\‘H \a‘\ \ ‘0\ ]\-8\4\0‘ T \2\38\‘0\2\8\1 \0‘ L
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
— —
13.50 14.00
5000 m/z 41.10 34.16%
ob— \‘\h JM “‘ H\\ Mh ‘\‘M\“\ af 1‘68‘9‘2‘1‘0‘0‘ 2‘5‘3‘0‘ e
miz--> 50 100 150 200 250 300
Abundance #46324: Heptanamide, 4-ethyl-5-methyl- — —
59.0 13.50 14.00
m/z 43.10 25.36%
5000
114.0
otso [l L amo andiatuindl
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 6 Pentacos-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.057 2.67 ng 120053  Chrysene-di12 14.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 95
2 1-Tricosene 322 C23H46 018835-32-0 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 1-Tetracosene 336 (C24H48 010192-32-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2035 (14.057 min): BF137992.D\data.ms (-2030) (- m/z 57.05 100.00%
57.0
97.0
5000
I \
‘ H 3921767 2301 8313199 14.00
ol WAL m/z 83.10  95.99%
miz--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene
55.0
7.0
5000 —— :
14.00
m/z 55.10 92.36%
O T “\ ‘ “ T T H“ ‘H‘ ﬂ&sﬁl‘(‘)\ ‘\ ?—9\5‘.0\ T \2‘6\4\.()\ T ’ T \3\5}‘0.\0\
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.00 83.0
I \
14.00
5000 m/z 97.05 82.09%
25.0
LT s
O T I T T S R SO
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 97.0 14.00
m/z 69.10 74.62%
5000
39.0
ol LLLLL LI 1810 2380 2020 e -
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137992.D

Acqg On : 21 May 2024 22:15
Operator : CG\JU

Sample : P2539-01

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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|
Cyclohexane 2.163 2.1 ng 86281 1 7.034 838216 20.0
Butane, 2-metho... 2.381 36.1 ng 1512170 1 7.034 838216 20.0
Heptadecane 10.969 3.4 ng 176960 4 11.575 1045170 20.0
n-Hexadecanoic ... 12.075 2.2 ng 116606 4 11.575 1045170 20.0
9-Octadecenamid... 13.627 3.7 ng 168424 5 14.221 899768 20.0
Pentacos-1-ene 14.057 2.7 ng 120053 5 14.221 899768 20.0
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