LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc : 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 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@21579.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 23 rVB 2905573 3484073 30.73% 4.913%
2 3.546 91 95 105 rVB 155698 204846 1.81% 0.289%
3 4.940 327 332 343 rVB 205086 289792 2.56% 0.409%
4 5.399 403 410 420 rBV 3561059 5254734 46.35% 7.409%
5 6.969 669 677 687 rBV 3545792 5641352 49.76% 7.954%

.805 810 819 826 rBV 1209312 1894196 16.71%
.946 1006 1013 1023 rBV 1986186 3365087 29.68%
.510 1102 1109 1116 rBV 77650 132771 1.17%
10.593 1284 1293 1302 rBV 1490216 2664865 23.50%
10 11.328 1411 1418 1429 rBV 186011 356022 3.14%
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11 13.063 1705 1713 1728 rBV 3964986 6524921 57.55%
12 14.457 1940 1950 1958 rBV 2522655 3788463 33.42%
13 14.687 1980 1989 2000 rVB5 89690 243225 2.15%
14 15.975 2201 2208 2228 rBV 4153264 6551808 57.79%

oV e UV
w
N
w
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15 17.269 2421 2428 2435 rBV 2804822 4883781 43.08% 886%
16 18.210 2582 2588 2599 rBV 463793 758841 6.69% 1.070%
17 19.398 2786 2790 2797 rBV 218538 327092 2.89% 0.461%
18 19.545 2811 2815 2823 rBvV2 188956 299490  2.64% 0.422%
19 19.775 2850 2854 2860 rVB2 126558 209047 1.84%  0.295%
20 19.992 2884 2891 2900 rBV 7394076 11337583 100.00% 15.986%

21 21.410 3127 3132 3142 rBV 655829 959030  8.46% 1.352%
22 21.733 3180 3187 3193 rBV 3653296 5904893 52.08% 8.326%
23 25.186 3764 3774 3786 rVB2 2020680 5846678 51.57%  8.244%

Sum of corrected areas: 70922590
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 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: BP021579.D\data.ms
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021579.D\data.ms
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Abundance TIC: BP021579.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.028 36.79 ng 3484070 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
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 7 (3.028 min): BP021579.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1 A
5000
3.103.203.303.40
ob MLl 147220712671 3551412246895267 1/, 4310  27.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN AR RN RN R
3.103.203.303.40
‘ m/z 87.10  27.17%
OJH‘JI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 55.10 21.94%
o”J“ﬂ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ST
73.0 3.103.203.303.40
m/z 71.10 10.79%
5000 j{
0\\H\‘J“m\‘\\\\‘\m‘\m‘\m‘\m‘mWm‘mwm‘\ RN e RARRRY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\

Data File : BP©21579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: 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 Propylene Glycol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.546 2.16 ng 204846 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40

Abundance  Scan 95 (3.546 min): BP021579.D\data.ms (-91) (-) m/z 45.05 100.00%
45,

5.0

5000

—

UM & NE—
3.20 3.40 3.60 3.80
Ol 1150 202.1259.9 85394144 5055 m/z 43.05 19.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 LI L L L LA B L
3.20 3.40 3.60 3.80
m/z 60.95 7.93%
O‘\\Ju#“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #1091: R-(-)-1,2-propanediol
45.0
R A RRRRE RS
3.20 3.40 3.60 3.80
5000 m/z 44.05 5.84%
o‘JH‘A‘WH,‘HwHww_HwH_ww_ww_ m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #342: Isopropyl Alcohol e A RAREE R
45.0 3.20 3.40 3.60 3.80
m/z 42.05 3.51%
B w\/\/‘m
o‘MmeH‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘w‘ S
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\BP082024\

Data File : BP©21579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

4.940 3.06 ng 289792 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 37
3 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202 1000306-64-7 33
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32

5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 27
Abundance Scan 332 (4.940 min): BP021579.D\data.ms (-327) (-) m/z 43.05 100.00%
3.0
5000
101.1
PETTT O e e
4.60 4.80 5.00 5.20
oAby 2031 2811 36484288 5077 nm/z 59.85  65.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R R R
4.60 4.80 5.00 5.20
101.0 m/z 101.05  27.30%
O\\H\H\‘“ \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
T T e e
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 19.75%
116.0
o“""““\ L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9294: (2,3,3-Trimethyloxiranyl)methanol R e RREARNEEN
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.43%
5000
o‘* Mﬂp"lf(‘)"""‘_""‘m"‘wawm‘w_ L
m/z--> 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\BP082024\
Data File : BP021579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.328 2.67 ng 356022 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 DL-Gabaculine 139 C7H9ONO2 059556-18-2 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59

Abundance Scan 1418 (11.328 min): BP021579.D\data.ms (-1411) (| | m/z 94.00 100.00%

94.0
5000

152.1 11,00 11.50
ol Ll | 2212 3271303045125166 ./ 77.00  23.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50

m/z 78.05 14.67%

31 ’ 152.0
‘ ‘L[' f“\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0

o

1100 1150
5000 m/z 152.05 13.70%
152.0
SLT \
0“JHWUw‘pLu“H“_“w“‘w“u“u“‘H“H“_“‘_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy-

94.0 1100 1150

m/z 108.10  12.84%

5000
152.0
31.0 { \\
0 [

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\BP082024\
Data File : BP©21579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

921-J-SD-0.5-1.0-081524-FD

: 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 5 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.210 3.11 ng 758841  Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2588 (18.210 min): BP021579.D\data.ms (-2582) (- m/z 73.00 100.00%

73.0
5000

213 2 | ==
“ “J PL 18.00 1850
ol \

LEE ngu‘??%%‘3549‘4?9?49%9549 m/z 60.00 74.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid

o

73.0

256.0
5000 —— —_—
18.00 18.50

H 57.0 m/z 43.10 60.77%
I

\\ \h\ul\\‘\\J\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

o

18.00 18.50
5000 m/z 57.10 56.62%
185.0 284.0
Ow*w‘ﬂ ‘“HAVjw”w*”M**k\*w*\*w*\w**w***w**w*
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid e e
73.0 18.00 18.50

m/z 55.10 56.60%

5000

199.0

dsollllLizo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14

Misc

ALS vial : 6 Sample Multiplier: 1

921-J-SD-0.5-1.0-081524-FD

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: 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 Dichloroacetic acid, heptad... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.410 3.25 ng 959030  Chrysene-di12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 3132 (21.410 min): BP021579.D\data.ms (-3127) (- m/z 83.10 100.00%

5000 \/JL
2150
207.1 :
oLl ‘\%lf‘hp‘ k2831 85514151 5052 n/; s57.05  92.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — 1
21.50
50 m/z 97.85  89.60%
‘ ‘ 238.0
O‘\\J‘Tm\l‘”\\‘l\\‘\“\i\‘}l\‘\.‘l\l\\\‘i\\u\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #179253: n-Nonadecanol-1
83.0
—
21.50
5000 ITI/Z 55.05 84 .38%
ool ||| | pseo_ 2300
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292190: Trichloroacetic acid, hexadecyl ester e
43.0 21.50
m/z 69.10 83.64%
5000
111.0
o“w‘l‘ﬂmxlgfs'o" R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021579.D

Acqg On : 20 Aug 2024 19:34

Operator : RC/JU

Sample : P3643-14 :

Misc : 921-J-SD-0.5-1.0-081524-FD

ALS vial : 6 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 36.8 ng 3484070 1  7.805 1894200 20.0
Propylene Glycol 3.546 2.2 ng 204846 1  7.805 1894200 20.0
2-Pentanone, 4-... 4.940 3.1 ng 289792 1 7.805 1894200 20.0
1-Phenoxypropan... 11.328 2.7 ng 356022 2 10.599 2664870 20.0
n-Hexadecanoic ... 18.210 3.1 ng 758841 4 17.269 4883780 20.0
Dichloroacetic ... 21.410 3.3 ng 959030 5 21.733 5904890 20.0
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