LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc :

ALS vial : 7 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-BF060524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138176.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 12 18 24 rBV 4518351 5545831 66.04% 8.335%
2 3.422 220 227 251 rBV 332715 792349 9.44% 1.191%
3 5.11e 511 514 523 rVB 309150 340198 4.05% 0.511%
4 5.516 577 583 586 rBV 6018085 6013952 71.61% 9.039%
5 6.440 733 740 748 rBV2 39971 87895 1.05% ©0.132%
6 6.516 748 753 756 rBV 6067999 6196043 73.78% 9.312%
7 6.716 784 787 793 rBV 450037 379866 4.52% 0.571%
8 6.893 814 817 821 rVB 2659533 2265259 26.97%  3.405%
9 7.457 908 913 916 rBV 4223567 3698407 44.04% 5.559%
10 7.704 952 955 959 rvB 156479 128414 1.53% 0.193%
11  8.175 1031 1035 1038 rBV 3797904 2993355 35.65% 4.499%
12 8.487 1084 1088 1097 rBV 533188 485906 5.79% 0.730%
13 9.251 1214 1218 1221 rBV 9232767 7432657 88.51% 11.171%
14  9.928 1330 1333 1337 rVB 3839668 3383377 40.29% 5.085%
15 10.033 1345 1351 1354 rBV 6563226 8397629 100.00% 12.621%

16 10.716 1463 1467 1470 rBV 4587962 3780575 45.02%
17 11.416 1582 1586 1589 rBV 3889499 3052457 36.35%
18 11.945 1671 1676 1686 rBvV2 482277 523382 6.23%
19 12.516 1767 1773 1781 rVB2 94753 108418 1.29%
20 12.727 1805 1809 1816 rBV 188096 201607 2.40%
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21 12.998 1851 1855 1859 rBV 6250204 5537498 65.94%
22 13.480 1933 1937 1951 rBV 565336 678544  8.08%
23 13.904 2005 2009 2018 rBV 144024 211571 2.52%
24 14.051 2030 2034 2046 rBV 2403571 2049166 24.40%
25 14.916 2177 2181 2186 rBV 251412 244133 2.91%
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26 15.527 2279 2285 2291 rBV 1661269 2006755 23.90% 3.016%

Sum of corrected areas: 66535244
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jun 2024 17:09
: CG\JU
. P2784-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
BF138176.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF138176.D\data.ms

5.516 6.516

2.193 7.457

6.893

6.716
3.422 5.110 6.4 7.7

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

8000000

6000000

4000000

2000000

TIC: BF138176.D\data.ms
9.251

10.033 12.998

10.716
8.175 9.928 11.416

8.487 11.945 L

0
Time-->

| | 12.5182.727

‘ T ‘
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

—
13.00

Abundance

8000000

6000000

4000000

2000000

Time-->

TIC: BF138176.D\data.ms

14.051
15.527

13.480

13.904) 14.916

T ‘ T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.193 48.96 ng 5545830 1,4-Dichlorobenzene-d4 6.893

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 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 18 (2.193 min): BF138176.D\data.ms (-12) (-) m/z 73.05 100.00%
73.0
5000 431 A
87'1 T ‘ T T T T ‘ T T T T ‘ T
‘ 91 2.20 2.40 2.60
Obrperperrrerbe R L 20LO L m/z 43.10 38.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L I LB B L
2.20 2.40 2.60
43.0 a
87.0 m/z 55.05 26.53%
h\ \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S S
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 25.33%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R ERAaanE e
73.0 2.20 2.40 2.60
m/z 41.05 12.71%
5000
55.0
27.0 41)0
obo [ esomso )|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 R-(-)-1,2-propanediol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.422 7.00 ng 792349 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 83
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propylene Glycol 76 C3H802 000057-55-6 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance Scan 227 (3.422 min): BF138176.D\data.ms (-220) (-) m/z 45.10 100.00%
45.1
5000 /k
R e e R
610 3.00 3.20 3.40 3.60 3.80
Obrrerrrrprerrrrereithi e O i a8 1219 sz 43,10 19.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 [Tr i i T rrrrrirrprri
3.00 3.20 3.40 3.60 3.80
29.0 m/Z 44.05 5.76%
0"l || a0
0 H\‘\i‘\\‘Hi\i‘\‘\H‘}\M‘H\‘\“H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
A e
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 5.70%
o, 150 3.0 11 610 759
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1085: Propylene Glycol R AN e
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 3.18%
5000
50 %0 | wo
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.110 3.00 ng 340198 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 Acetone 58 C3H60 000067-64-1 16
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 7

Abundance Scan 514 (5.110 min): BF138176.D\data.ms (-511) (-) m/z 43.10 100.00%

43.1
65,0 101.1 4.80 5.00 5.20 5.40
ot e e e e e e e m/z 59.05 40.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
59.0 4.80 5.00 5.20 5.40
m/z 58.05 19.54%
15.0 101.0
‘ 2%\ Ly | 83.0 | ‘
O \\\’\\\\‘\\H‘\H\‘H\\’\{\\‘\\1\‘\H\‘H\\’\‘\\\‘\\H‘\\H‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #237: Acetone
43.0
R AREENENN Ry R
4.80 5.00 5.20 5.40
5000 m/z 101.05 14.29%
15.0
58.0
0 H‘?:9‘wu!w“21‘?‘{9‘m,‘!;H_‘H_m_m,w_ww_
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester R EaRRE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 5.95%
5000 57.0
29.0 101.0
15.0 ‘
0 \\\,\\\\‘\\‘u‘\u‘\“u\\“,11\\‘\m‘wu\‘\(u,\m‘\m‘uu‘\ T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.716 3.35 ng 379866 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47

4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39

Abundance Scan 787 (6.716 min): BF138176.D\data.ms (-784) (-) m/z 45.05 100.00%

45.0
5000
72.1

SV | G
M 104.1 207.0

I 6.40 6.60 6.80 7.00
Obrrr el 2970 /7 59.05 33.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0

5000 A e e
6.40 6.60 6.80 7.00

72.0 m/z 72.10 22.00%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38390: Diethyl carbitol
45.0

6.40 6.60 6.80 7.00

o

5000 72.0 ITI z 73.05 14.04%
. 150“‘ | 103.0
B S  REEE SR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2377: 2-Butanol, 3-methyl-
45.0 6.40 6.60 6.80 7.00

m/z 43.05 13.90%

5000
73.0
A T o

m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.487 3.25 ng 485906  Naphthalene-d8 8.175

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 93
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 1088 (8.487 min): BF138176.D\data.ms (-1084) (-) m/z 94.00 100.00%
94.0
5000
1521 \\\/\‘\\\\‘\\\\‘\\\\‘\\\\
45.1 h 1210 ‘ ' 8.20 8.40 8.60 8.80
Okl L BTOL ) 120 | 2069 .7 77.00  25.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 \\A‘_\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
152.0 m/z 152.05 17.67%
45.0
| \\‘ \‘ ‘ ‘1190 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
AmmmEEEEEE R
8.20 8.40 8.60 8.80
5000 m/z 78.10 14.33%
45.0 1520
0 erol Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester e
94.0 8.20 8.40 8.60 8.80
m/z 108.10  13.76%
43.0
5000
0 \H T 1210 1490 1930
"w“H"H“H"_“W‘H“H“_“w“u“u“u“ R ERERREEESSE T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 unknownl@.034 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.034 49.64 ng 8397630  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 16
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 11
3 5-Hexen-2-one, 5-methyl- 112 C7H120 003240-09-3 10
4 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 10
5 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10

Abundance Scan 1351 (10.033 min): BF138176.D\data.ms (-1345) (- m/z 43.10 100.00%
3.1

3

5000 1011 4374

70.1

10.00
197.2
170.1 m/z 57.05 57.63%
miz—> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

o

5000 — ‘
85.0 10.00

m/z 101.10  49.48%

29.0
0 \‘ il \‘ w\‘\ \‘ ‘\\12? 0 154.0 196.0224.0 269.(
‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
43.0
97.0 N ‘
10.00
5000 ITI/Z 97.05 44 .74%
0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #7388: 5-Hexen-2-one, 5-methyl- —
43.0 10.00
m/z 137.05 43.20%
5000

%}0 97.0
1l \‘ ‘

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.43 ng 523382  Phenanthrene-d10 11.416
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 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 1676 (11.945 min): BF138176.D\data.ms (-1671) (- m/z 73.05 100.00%
73.0
5000 129.1 k
213.2 o
39)1 h 171.1 ‘ 256.1 12.00
0 Aldlab g LI L ST 3296 43 10 95.69%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
1710 2130 256.0 m/z 59.95 85.28%
O' ‘\SM‘H‘P;‘““\M} \‘ ‘ “\ \‘ \‘\ “ \“\ ‘\ T “\ L T ‘ L L
miz-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
=
12.00
5000 m/z 57.05 75.91%
129.0
29. 185.0 228.0
0 LM ;M‘\‘u} ‘\ | L m‘\ “\‘ \‘ —_ ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid T
73.0 12.00
m/z 55.05 71.62%
5000 129.0
29. 185.0 410 284.0
0 Ly b J“m_m “‘_H‘u_‘” e
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.480 6.62 ng 678544  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 96
2 Palmitoleamide 253 C16H31NO 106010-22-4 70
3 cis-11-Hexadecenal 238 C16H300 053939-28-9 41
4 E-9-Hexadecenal 238 C16H300 1000130-90-3 41
5 2,7-Dioxatricyclo[4.4.0.0(3,8)]d... 155 C8H13NO2 040076-28-6 25
Abundance Scan 1937 (13.480 min): BF138176.D\data.ms (-1933) (- m/z 59.05 100.00%
59.0
5000 ﬂvk
A AL
122.1
13.50
150.1178.1 220.2
o_m\‘!”“”‘u 2643 m/z 72.05 66.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #174777: 9-Octadecenamide, (Z)-
59.0
5000 1
13.50
0126.0 m/z 55.10 61.17%
LT pseoasae 2o amc
O‘HH“\H‘HHH“MH‘MH\“‘\1\MH‘\‘\‘HHMH\‘HH‘HH“HH‘HH“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #139496: Palmitoleamide
59.0
e
13.50
5000 m/z 41.10 50.66%
020 B0 o gai00 2550
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121289: cis-11-Hexadecenal .
55.0 13.50
m/z 43.10 36.11%
- JUL
220.0
0 ‘Jﬁf%ﬁ%?}mH_m_m_m_‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample : P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 9 Carbonic acid, hexadecyl pr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.06 ng 211571  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 91
4 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
Abundance Scan 2009 (13.904 min): BF138176.D\data.ms (-2005) (- m/z 57.05 100.00%
57.0
- ML
s
ol bk “‘ ‘”“ “” A8 BB 35 o 4310 74.88%
miz--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 T
14.00
m/z 71.10  59.33%
O \“\ ‘\“‘ “‘ “ “ \‘“ \;\4.(\) 0\ T \1-96‘9\ T ‘2\6\9.\0\ ‘ L ‘ T
miz--> 50 100 200 250 300 350
Abundance #264109: Carbonic aC|d, octadecyl prop-1-en-2-yl ester
57.0
—
14.00
5000 m/z 55.00 43.05%
oL ‘w u ‘\u 1990 1820 2240 2070
m/z--> 50 100 150 200 250 300 350
Abundance #217604: Ethanol, 2-(octadecyloxy)- e
57.0 14.00
m/z 85.05 42.04%
5000
1] ] ;410 183.0 2240 283.0
0 Mw”““ e st NI N S
m/z--> 50 100 150 200 250 300 350 14.00
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Data Path : Z:\
Data File : BF1

Acqg On : 10
Operator : CG\
Sample . P27

Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_F\Data\BF061024\
38176.D

Jun 2024 17:09

Ju

84-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524 .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 10 Supraene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.916 2.43 ng 244133  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83

4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 CAQH66 000502-62-5 83

5 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
Abundance Scan 2181 (14.916 min): BF138176.D\data.ms (-2177) (| m/z 69.10 100.00%
69.1
5000
P
‘ 137.1 15.00
ol b hdduddy, 2070 2810 3413 g1 0 49.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T T
15.00
m/z 41.10 22.51%
137.0
0270 )y ) 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
P
15.00
5000 m/z 95.10  13.37%
137.0
07. ‘ “ h | “ 192.0 2470 316.0
ol by
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —
69.0 15.00
m/z 68.05 11.81%
) /\/L
137.0
027‘4 O P Y ot
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061024\
Data File : BF138176.D

Acqg On : 10 Jun 2024 17:09
Operator : CG\JU

Sample . P2784-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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... 2.193 49.0 ng 5545830 1 6.893 2265260 20.0
R-(-)-1,2-propa... 3.422 7.0 ng 792349 1  6.893 2265260 20.0
2-Pentanone, 4-... 5.110 3.0 ng 340198 1 6.893 2265260 20.0
Ethanol, 2-(2-e... 6.716 3.4 ng 379866 1 6.893 2265260 20.0
1-Phenoxypropan... 8.487 3.3 ng 485906 2 8.175 2993360 20.0
unknown10.034 10.034 49.6 ng 8397630 3 9.928 3383380 20.0
n-Hexadecanoic ... 11.945 3.4 ng 523382 4 11.416 3052460 20.0
9-Octadecenamid... 13.480 6.6 ng 678544 5 14.051 2049170 20.0
Carbonic acid, ... 13.904 2.1 ng 211571 5 14.051 2049170 20.0
Supraene 14.916 2.4 ng 244133 6 15.527 2006760 20.0

8270-BF060524 .M Tue Jun 11 ©9:12:18 2024 Pag 13



