LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21618.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 20 rVB 2356825 3221551 38.25% 4.379%
2 3.546 91 95 107 rVB 253223 365570 4.34% 0.497%
3 4.940 325 332 339 rVB 210167 318403 3.78% 0.433%
4 5.399 402 410 422 rBV 3842029 5758590 68.37% 7.828%
5 6.964 668 676 692 rBV 3882074 6206972 73.69% 8.437%

.393 744 749 764 rVB 117230 193361 2.30%
.799 811 818 825 rBV 1265224 1981297 23.52%
.940 1002 1012 1024 rBV 2157701 3796187 45.07%
10.581 1283 1291 1307 rBV 1578044 2816704 33.44%
10 11.328 1410 1418 1433 rBV 312293 654525 7.77%
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11 13.057 1703 1712 1725 rBV 4116369 5975067 70.94%
12 14.446 1941 1948 1957 rBV 2435088 3722796 44.20%
13 14.681 1978 1988 1993 rBV 253752 622009  7.38%
14 15.963 2199 2206 2216 rBV 3777281 6255101 74.26%
15 17.257 2419 2426 2430 rBV 2973462 4522595 53.69%

R R G
0
I
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16 17.298 2430 2433 2441 rVW 286029 394958
17 17.392 2443 2449 2455 rVB 67143 150510
18 17.975 2545 2548 2554 rVB 114573 131302
19 18.157 2573 2579 2583 rBV4 45963 99096
20 18.210 2583 2588 2596 rBV2 531988 814070

.69%
.79%
.56%
.18%
.66%

ORRERLHD
POOO®
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21 18.363 2611 2614 2619 rBV2 67077 98637 1.17%
22 18.522 2636 2641 2646 rBV3 97271 169830 2.02%
23 19.198 2752 2756 2762 rVB6 103515 169826 2.02%
24 19.386 2783 2788 2795 rBV 1147042 1450535 17.22%
25 19.533 2810 2813 2819 rBV3 166458 238291 2.83%

Oroo0
N
w
=
R

26 19.763 2843 2852 2859 rBV 908618 1572626 18.67%
27 19.986 2885 2890 2896 rBV 6478492 8423032 100.00% 1
28 20.281 2937 2940 2946 rVB3 132261 200893 2.39%
29 20.392 2956 2959 2963 rBV 117760 155510 1.85%
30 21.392 3126 3129 3136 rVB 447593 635629  7.55%

OO0 N
N
~N
w
R

31 21.722 3178 3185 3191 rBV2 2992068 5625187 66.78%
32 21.769 3191 3193 3204 rVB 404607 595382 7.07%
33 24.333 3624 3629 3637 rVB 546396 1139302 13.53%
34 25.151 3759 3768 3778 rVB 1965185 5092999 60.47%
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Sum of corrected areas: 73568343
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021618.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

22

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
BP021618.D

Aug 2024 17:58

: RC/JU
: P3518-21

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

OU4-TS-11-080724

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 32.52 ng 3221550 1,4-Dichlorobenzene-d4 7.799
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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 7 (3.028 min): BP021618.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1 \
5000
‘ ‘ 3.103.203.303.40
b tl 1468207.02651  371.2429.1487.15458  n/z 43.10  28.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN RN
3.103.203.303.40
m/z 87.05 27.19%
O\\“\ll“‘l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ABARARREEEEE S
3.103.203.303.40
5000 m/z 55.10 22.49%
o\H“,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.40
m/z 71.10 10.69%
5000 /\
0HHM“‘\m\‘\\\\‘\\\\‘\\\\‘\u\‘\\u‘\m‘\m‘\m‘uu‘\ R RN S N RN RARRRY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\

Data File : BP©21618.D

Acqg On : 22 Aug 2024 17:58
Operator : RC/JU

Sample : P3518-21

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

3  Sample Multiplier: 1

OU4-TS-11-080724

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2 R-(-)-1,2-propanediol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.546 3.69 ng 365570 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

5 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 9

Abundance  Scan 95 (3.546 min): BP021618.D\data.ms (-91) (-) m/z 45.05 100.00%
45.

5.0

5000

o —

IS § NE—
3.20 3.40 3.60 3.80
Ol 2051 169.2230.2 296.3354.8 4504 5253 m/z 43.e0  19.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 LI L L LA LA B A
3.20 3.40 3.60 3.80
m/z 60.95 7.43%
O‘\”\”\L\J‘l\‘\\\‘HH‘\\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\

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

Abundance #1085: Propylene Glycol
45.0
A RARRA RSy e
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.66%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #342: Isopropyl Alcohol T
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.45%
h LJW\N
o_H“JMm‘uwm,‘HWm_m‘uwawm_ A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58
Operator : RC/JU

Sample : P3518-21

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

OU4-TS-11-080724

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4040 321ng 318463  1,4-Dichlorobenzene-d4  7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59

016504-58-8 43
000143-24-8 28
053951-43-2 25
001191-87-3 25

+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2
etraglyme 222 C1eH2205
,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203
,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606

uipHh wWN R
N —A~N

Abundance Scan 332 (4.940 min): BP021618.D\data.ms (-325) (-) m/z 43.05 100.00%

43.0

5000

aat L BRI
| $o 4.60 4.80 5.00 5.20

ol A4 30016022209 3261 4075 475.05364 ./, 59,5  66.28%

miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B B
4.60 4.80 5.00 5.20
‘ 101.0 m/z 100.95 28.23%
O‘\\”\H\"\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
R RN A NREERREE S
4.60 4.80 5.00 5.20
m/z 58.05 19.39%
5000 101.0
ONWJm_m_MVHWHWHWHWHWHWHW
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100837: Tetraglyme T
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.43%
5000
133.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.328 4.65 ng 654525 Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1418 (11.328 min): BP021618.D\data.ms (-1410) (| m/z 94.05 100.00%
94.0
5000 /k
M 15\2.1 11.00 11.50
ol SORULLLL, | 2291 3192 3904  489.9549. /7 77.e0  25.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50
152.0 m/z 78.05 14.64%
s1g 1]
O‘\\\‘\\ﬁ‘\ll\tW“1‘!\\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. 00 11 50
5000 m/z 108.05 14.19%
152.0
O Mﬁ“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 11. 00 11 50
m/z 152.05 13.88%
5000
A
_‘H,H"_‘H‘H‘w"H‘H‘W‘H“H‘W‘H‘_“W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 unknownl4.681 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.681 3.34 ng 622009  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane-1,2,3-triamine, N,N'-dia... 173 C7H15N302 1000500-54-4 22
2 Succinic acid, hept-2-yl 1-cyclo... 312 C18H3204 1010391-41-2 14
3 Succinic acid, tridec-2-yn-1-yl ... 380 C23H4004 1000390-69-6 14
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 11
5 Succinic acid, hept-2-yl 4-octyl... 328 C19H3604 1000389-56-0 10

Abundance Scan 1988 (14.681 min): BP021618.D\data.ms (-1978) (- m/z 43.10 100.00%

43.1
1011
5000

T T
’ } ‘ 14.50 15.00
LI 267 1 355. 1415 1 476 9538.1 m/z 57.10 67.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48569: Propane-1,2,3-triamine, N,N'-diacetyl-

"

o

101.0
43.
5000 = P
14.50 15.00
m/z 101.05  66.39%
|| atho
O‘\\\\J’MWJ‘\’\ \l\‘\\‘\E\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214522: Succinic acid, hept-2-yl 1-cyclopentylethyl este

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

Abundance #287806: Succinic acid, tridec-2-yn-1-yl 2-hexyl ester
101.0 14.50 15.00

m/z 137.05 50.46%

97.0
- —
14.50 15.00
5000 m/z 97.10 63.93%
H ‘ 199.0
029 hlwl\
o]
S S

5000
43.0

Olr‘[dm‘l7902960 ‘

ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

il

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP©21618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

OU4-TS-11-080724

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 6 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18210 .60 ng 814070 Phenanthrene-dio 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98

000638-53-9 83
000057-11-4 81
000544-63-8 80
001002-84-2 72

2 Tridecanoic acid 214 C13H2602
3 Octadecanoic acid 284 C18H3602
4 Tetradecanoic acid 228 C14H2802
5 Pentadecanoic acid 242 C15H3002

Abundance Scan 2588 (18.210 min): BP021618.D\data.ms (-2583) (- m/z 73.00 100.00%

73.0
5000
129.1

192.1 T T
H\ ‘ \ 256.3 18.00 18.50
of MM LU L CTIT 354.8415.34749 5871 s 66 0p  80.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 CT R
129.0 18.00 18.50

m/z 43.10 65.08%

O“er‘hm\mll\‘\‘”’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid
73.0

T —
18.00 18.50

5000 ITI/Z 57.10 61.71%
P 2140
o\\wwmn\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid S ]
73.0 18.00 18.50
m/z 55.05 59.08%
5000
H 185.0  284.0
ol Lo e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 7 Pentacos-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.392 2.26 ng 635629  Chrysene-di12 21.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3129 (21.392 min): BP021618.D\data.ms (-3126) (- m/z 83.10 100.00%
P

3

5000

-

229.1 7

] | sc61 21.00 21.50
okl LEE22, | 20603561 4611 5371, 97,19  83.27%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #259982: Pentacos-1-ene

a
[3x1
o

5000 T
21.00 21.50
125.0 m/z 57.10 83.20%
350.0
‘\\\ \f\‘1\\1’\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289619: 1-Hexacosano
43.0
— ——
21.00 21.50
5000 m/z 69.10 76.90%
0 J | ‘” \1.. 182.0 2520 3640
_““‘H““V““H“H“_‘H“H“H‘w“u“u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecy! ester — —
43.0 21.00 21.50
m/z 55.10 75.10%
01960 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP©21618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21

Misc

ALS vial : 13  Sample Multiplier: 1

OU4-TS-11-080724

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 8 Eicosane, 10-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.333 4.47 ng 1139300 Perylene-di12 25.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 83
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 83

Abundance Scan 3629 (24.333 min): BP021618.D\data.ms (-3624) (- m/z 57.10 100.00%
57.1
5000 L
252.1 e ——
‘ ’ h 1602 _ 24.00 24.50
oAb 'J'H_m_m;um_“3‘5“4"3“4‘2“?‘1?““9‘1‘-‘1‘5‘4?: m/z 71.10 80.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 = T
24.00 24.50
m/z 85.10 56.63%
O \\‘\\\J\J“\ﬁ\l\\‘h\h\\z\%\]-\(\)\‘z\\S\]_\‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
— —r
24.00 24.50
5000 m/z 43.10 50.66%
L] B0 . 2100 3000544
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320591: Hentriacontane “ —
57.0 24.00 24.50
m/z 55.10 23.30%
0 . ﬁﬁhi \\92250 309.0365.0 437.0
H“H“H‘w"H“H‘_“w“u‘u“_‘u“u“u‘w‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021618.D

Acqg On : 22 Aug 2024 17:58

Operator : RC/JU

Sample : P3518-21 :
Misc : OU4-TS-11-080724

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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|
Butane, 2-metho... 3.028 32.5 ng 3221556 1 7.799 1981300 20.0
R-(-)-1,2-propa... 3.546 3.7 ng 365570 1  7.799 1981300 20.0
2-Pentanone, 4-... 4.940 3.2 ng 318403 1 7.799 1981300 20.0
1-Phenoxypropan... 11.328 4.7 ng 654525 2 10.581 2816700 20.0
unknownl14.681 14.681 3.3 ng 622009 3 14.445 3722800 20.0
n-Hexadecanoic ... 18.210 3.6 ng 814070 4 17.257 4522600 20.0
Pentacos-1-ene 21.392 2.3 ng 635629 5 21.722 5625190 20.0
Eicosane, 10-me... 24.333 4.5 ng 1139300 6 25.151 5093000 20.0
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