LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc : 921-J-SD-0.5-1.0-081524

ALS vial : 5 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@21578.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 22 rVB 3962535 4881297 33.72% 5.703%
2 3.546 90 95 105 rBvV 172257 241113 1.67% 0.282%
3 4.934 326 331 337 rBV 247996 360292 2.49% 0.421%
4 5.399 403 410 423 rBV 4443793 6648377 45.93% 7.768%
5 6.969 669 677 690 rBV 4226110 6999463 48.36% 8.178%

.804 812 819 825 rBV 1283381 1980445 13.68%
.951 1004 1014 1027 rBV 2577684 4283415 29.59%
.510 1104 1109 1116 rBV 122748 192283 1.33%
10.593 1284 1293 1307 rBV 1503631 2776896 19.18%
10 11.334 1412 1419 1426 rBV 243972 473152 3.27%
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R

11 13.063 1705 1713 1727 rBV 5952641 8454127 58.40%
12 14.457 1940 1950 1957 rBV 2741472 3929065 27.14%
13 14.681 1979 1988 2002 rBV3 803548 2136928 14.76%
14 15.969 2201 2207 2217 rBV 5507376 8143631 56.26%

ToN A~
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©
~
3R

15 17.269 2421 2428 2434 rBV 3353228 5130030 35.44% 9947%
16 18.216 2583 2589 2598 rBV 490027 752908 5.20% ©.880%
17 19.204 2753 2757 2764 rVB4 128198 177889  1.23% ©.208%
18 19.398 2786 2790 2798 rBV 96485 167257 1.16% ©.195%
19 19.545 2812 2815 2820 rBV3 141387 204546  1.41% 0.239%

20 19.998 2886 2892 2899 rVB 9813002 14475026 100.00% 16.912%

21 21.404 3127 3131 3140 rBV 993708 1424693 9.84% 1.665%
22 21.733 3180 3187 3193 rBV 3708402 5881371 40.63%
23 25.168 3763 3771 3784 rVB 2117615 5877505 40.60% 6.867%
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Sum of corrected areas: 85591709
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc : 921-J-SD-0.5-1.0-081524

ALS vial : 5 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: BP021578.D\data.ms
le+07

8000000

6000000

5.399 6.969

4000000 p28

8.951

2000000
804 10.593

3.546 4.934 9.510 11.334
O\\\\‘A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BP021578.D\data.ms

le+07 19.998

8000000

6000000063 15.969

21.733

4000000 17.269

14.457

2000000 21.404

4.681
1 ST

L R e e = = ~tnas

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: BP021578.D\data.ms
le+07

8000000

6000000

4000000

25.168
2000000

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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

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

BP©21578.D
: 20 Aug 2024 18:51
: RC/JU
. P3643-12
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

921-J-SD-0.5-1.0-081524

: 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 49.30 ng 4881300 1,4-Dichlorobenzene-d4 7.804
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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
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): BP021578.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ ‘ ‘ 3.103.203.303.40
Ob it 1348 21622763 371.2432.2490.65481 1/ 43.10  27.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R RN R R
3.103.203.303.40
m/z 87.10 27.43%
O\\“\LU“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 21.98%
o\H“,
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 10.95%
5000 K
0HHM“‘\m‘\\\\‘\\\\‘\u\‘\\\\‘\\H‘\m‘\m‘\m‘uu‘\ N NS ENENE S AR
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 : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc 921-J-SD-0.5-1.0-081524

ALS vial : 5 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 2 Propylene Glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.546 2.43 ng 241113  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance  Scan 95 (3.546 min): BP021578.D\data.ms (-90) (-) m/z 45.05 100.00%

45.0
5000 }\\
T
3.20 3.40 3.60 3.80
Ol 1190 202.2 267.1327.9 4071 4933  m/z 43.e5 19.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1085: Propylene Glycol
45.0
5000 L L N L LA BN R I
3.20 3.40 3.60 3.80
m/z 60.95 7.76%
O‘\“\“J\“\‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol
45.0
R AN EER
3.20 3.40 3.60 3.80
5000 m/z 44.00 6.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1092: (S)-(+)-1,2-Propanediol e A RARSSREE
45.0 3.20 3.40 3.60 3.80
m/z 57.00 3.11%
h W
0‘\‘\“M“‘\u‘\\u‘\\u,\u\,u\\‘uu‘\m‘\m‘\m‘uu‘\ o REEAREAT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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©21578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

921-J-SD-0.5-1.0-081524

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

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.934 3.64 ng 360292 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202

2 2-Hexanol, 2-methyl- 116 C7H160
3 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202
4 1-Propen-2-o0l, acetate 100 C5H802

5 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603

000123-42-2 53
000625-23-0 38
1000306-64-7 33
000108-22-5 18
013429-07-7 17

Abundance Scan 331 (4.934 min): BP021578.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
5000
101.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.60 4.80 5.00 5.20
ol bid - 217.0281.1341.1401.8 4721 5456 n/; 59.05  66.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L R I B R
4.60 4.80 5.00 5.20
m/z 101.05 25.82%
101.0
O‘\L“f‘%[‘ \\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
P T T
4.60 4.80 5.00 5.20
5000 m/z 58.10 20.05%
o_uM“‘I N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9294: (2,3,3-Trimethyloxiranyl)methanol R e AR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000
OH *"‘JEP%{PHW‘,‘HwmwH_mwwmwm_ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP0O81324.M Wed Aug 21 08:22:06 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12

Misc

ALS vial : 5 Sample Multiplier: 1

921-J-SD-0.5-1.0-081524

Quant Method

Quant Titl

e

TIC Library

: 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 4 1-Phenoxypropan-2-ol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.334 3.41 ng 473152  Naphthalene-d8 10.593
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 90
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 58

Abundance Scan 1419 (11.334 min): BP021578.D\data.ms (-1412) (| | m/z 94.85 100.00%

94.0
5000

1521 1100 11.50

0 h l‘lw,\mz“lp“l‘ 281.0339.2403.5461.6521.8 /7 77.e5  24.03%

‘ Pl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol

94.0

5000
1100 1150
m/z 78.00 14.69%
31ﬂ|h ‘ 152.0
O‘ L[ !‘11\\’\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
1100 1150
5000 m/z 152.05 13.35%
152.0
OILTM‘,
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 108.00  12.94%

5000
152.0
31.0 ‘ \
0 [l

R e o e o e e e e S AN
50 100 150 200 250 300 350 400 450 500 550 1100 1150

m/z--> 0

8270E-BP081324.M Wed Aug 21 08:22:08 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc 921-J-SD-0.5-1.0-081524

ALS vial : 5 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 2
R.T. EstConc Area Relative to ISTD R.T.
14.681 10.88 ng 2136930  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
2 Succinic acid, tridec-2-yn-1-yl ... 392 C24H4004 1000390-06-3 14
3 Mesityl oxide semicarbazone 155 C7H13N30 003780-62-9 14
4 1-(2-Furyl)-3-buten-1-o0l 138 C8H1002 1000311-94-9 11
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 11

Abundance Scan 1988 (14.681 min): BP021578.D\data.ms (-1979) (- m/z 43.05 100.00%

43.0
101.1
5000
S e
HH ||| 1072 14.50 15.00
ol AL ‘x A 281.0341.2402.8461.15228 ' m/z 57.05 63.00%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24162: 2-Pentanol, 2-methyl-, acetate
43.0
5000 101.0 — —
14.50 15.00
‘ \ m/z 101.85  62.92%
0‘\\“\\\’Jl\\\\‘l\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296992: Succinic acid, tridec-2-yn-1-yl cis-4-methylcycla

4>

97.0
- —
14.50 15.00
5000 ITI/Z 97.10 60.34%
oL 0 weo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32500: Mesityl oxide semicarbazone — —r—
97.0 14.50 15.00
m/z 137.15 47.69%
5000 155.0 J
oj},m\“““‘ -~ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BP081324.M Wed Aug 21 08:22:09 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc 921-J-SD-0.5-1.0-081524

ALS vial : 5 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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.216 2.94 ng 752908  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Isopropyl palmitate 298 C19H3802 000142-91-6 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2589 (18.216 min): BP021578.D\data.ms (-2583) (- m/z 73.00 100.00%

73.0
5000
_——-

2132 L
W ‘\ JlL 810 18.00 18.50
ol HHMMHAm“?” 085614152 5216 /7 59.95 73.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —r=—
129.0 18.00 18.50
m/z 57.05 59.06%
I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0

T —
18.00 18.50
5000 ITI/Z 43.10 57.59%
‘ 143.0 242.0
A O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197283: Isopropyl palmitate T —T
43.0 18.00 18.50
102.0 m/z 55.10 54.51%
5000 256.0
l“ Wil
o_ml‘H‘JM‘WHwMwm‘WWHWWWW S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP0O81324.M Wed Aug 21 08:22:10 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc : 921-J-SD-0.5-1.0-081524

ALS vial : 5 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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.404 4.84 ng 1424690  Chrysene-d12 21.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Nonacos-1-ene 406 C29H58 018835-35-3 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3131 (21.404 min): BP021578.D\data.ms (-3127) (- | m/z 83.10 100.00%
5000 \JL
21550
207 1 . :
ol ALl ars 207126700200 4152 4890547 1/, o710 87.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 R
21.50
m/z 57.10 85.65%
0 ‘ L.l[54 0 238 0
‘ \\‘\\\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
——
21.50
5000 m/z 69.10 82.26%
5.0
0 \‘\ I } Il 1 ‘1950 4060
‘H“‘““H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester P
57.0 21.50
m/z 55.10 81.90%
5000
UL 2o
ob MLy 2 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP081324.M Wed Aug 21 08:22:11 2024 Page: 9



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021578.D

Acqg On : 20 Aug 2024 18:51

Operator : RC/JU

Sample : P3643-12 :
Misc : 921-J-SD-0.5-1.0-081524

ALS vial : 5 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 49.3 ng 4881300 1  7.804 1980450 20.0
Propylene Glycol 3.546 2.4 ng 241113 1  7.804 1980450 20.0
2-Pentanone, 4-... 4.934 3.6 ng 360292 1 7.804 1980450 20.0
1-Phenoxypropan... 11.334 3.4 ng 473152 2 10.593 2776900 20.0
unknownl14.681 14.681 10.9 ng 2136930 3 14.457 3929070 20.0
n-Hexadecanoic ... 18.216 2.9 ng 752908 4 17.269 5130030 20.0
n-Nonadecanol-1 21.404 4.8 ng 1424690 5 21.733 5881370 20.0
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