LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS Vvial : 14 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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139101.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 10 17 24 rBV 993450 1552475 72.04%  8.852%
2 3.404 215 223 232 rBV 66839 157623 7.31% 0.899%
3 5.11e 505 513 521 rVB 82033 120001 5.57% 0.684%
4 5.510 575 581 586 rBV 1397481 1839881 85.37% 10.491%
5 6.516 745 752 757 rBV 1373634 1906349 88.45% 10.870%
6 6.716 779 786 792 rBV 60174 74928 3.48% 0.427%
7 6.898 811 817 822 rVB 463075 586502 27.21%  3.344%
8 7.457 905 912 917 rBV 890676 1183305 54.91% 6.747%
9 7.710 950 955 959 rVB 21358 24735 1.15% 0.141%
106 8.175 1029 1034 1039 rBV 601217 755185 35.04%  4.306%
11 8.487 1082 1087 1092 rBV 141213 174823 8.11% 0.997%
12 9.251 1211 1217 1222 rBV 1724289 2155165 100.00% 12.288%
13 9.933 1327 1333 1338 rBV 665231 841438 39.04%  4.798%
14 10.028 1343 1349 1355 rBV 602420 902606 41.88% 5.146%
15 10.716 1461 1466 1477 rBV 1002804 1267834 58.83% 7.229%
16 11.416 1580 1585 1590 rVB 603949 729162 33.83% 4.158%
17 11.816 1649 1653 1657 rVB 19805 23294 1.08% 0.133%
18 11.945 1669 1675 1685 rBV2 47055 75827 3.52% 0.432%
19 12.522 1767 1773 1780 rVB2 19085 29501 1.37% 0.168%
20 12.874 1822 1833 1843 rBV 80987 156909 7.28% 0.895%

21 13.004 1849 1855 1860 rVB 1127608 1389513 64.47%
22 13.904 2002 2008 2016 rBV2 109999 171178 7.94%
23 14.051 2028 2033 2041 rVB 352637 450597 20.91%
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24 14.539 2110 2116 2122 rBV 74285 110582 5.13% 631%
25 15.198 2223 2228 2238 rBvV2 35826 87538 4.06% 499%
26 15.280 2238 2242 2252 rVB 19421 32856 1.52% 0.187%
27 15.533 2279 2285 2291 rBV 349991 525815 24.40% 2.998%
28 16.039 2366 2371 2374 rBV 16795 28899 1.34% 0.165%
29 16.086 2374 2379 2387 rW 47798 98625 4.58% 0.562%
30 16.162 2387 2392 2400 rVB 14851 33409 1.55% 0.190%
31 17.262 2572 2579 2589 rBV9 7741 23481 1.09% 0.134%
32 17.639 2637 2643 2652 rBV6 12133 28246 1.31% 0.161%
Sum of corrected areas: 17538282
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139101.D\data.ms
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Abundance TIC: BF139101.D\data.ms
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Abundance TIC: BF139101.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
2.193 52.94 ng 1552480 1,4-Dichlorobenzene-d4 6.898

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 17 (2.193 min): BF139101.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1 T ‘ T T T ‘ T T T T ‘ T
‘ Lg 1 ‘ 2.20 2.40 2.60
Obr el 22 L m/z 43.05  41.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L B B B B B
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10 27.06%
29.0
M‘ \‘\“ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 A
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.53%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- 7
73.0 2.20 2.40 2.60
m/z 41.10 14.11%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Isopropyl Alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.404 5.38 ng 157623  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance Scan 223 (3.404 min): BF139101.D\data.ms (-215) (-) m/z 45.10 100.00%

45.1
5000 /k
R ARRERRRREES
61.0 3.00 3.20 3.40 3.60 3.80
o+t e e e e e m/z 43.10 20.08%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropyl Alcohol
45.0

5000 I L AL B
3.00 3.20 3.40 3.60 3.80
150 27.0 m/z 61.00 5.91%
il ‘ 59.0
O \\‘\}‘\\‘\\}\“\\\i“‘}}i\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0

3.00 3.20 3.40 3.60 3.80
5000 m/z 43.95 5.37%

2.
15.0 | B0 460
el T8
miz-> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- AR RRAREARERERESEEEE
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.58%

5000
29.0
T 810 760 89.0 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 4.09 ng 120001 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 513 (5.110 min): BF139101.D\data.ms (-505) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
4.80 5.00 5.20 5.40
ol 830 ;
-t m/z 59.10  55.12%
m/z--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B R
4.80 5.00 5.20 5.40
590 m/z 101.10  17.17%
27.0 83.0 101.0
0\\\‘\“\H\\“H}\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
EEEmmaEE TR
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.74%
101.0
41.0
NPT T - AR
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.60%
5000 41.0
o w0y
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\

Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc . S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.716 2.56 ng 74928 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83

2 Diethyl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 38
Abundance Scan 786 (6.716 min): BF139101.D\data.ms (-779) (-) m/z 45.10 100.00%
45.1
5000
59.1
i 40 650 650 750
104.0 : : . :
Obrrrererrerrr el e e 820 2040 n/z s9.10 33.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\/\\\‘\\\\‘/\\\\\’\\\\‘
31.0 9.0 790 6.40 6.60 6.80 7.00
m/z 72.10 22.86%
104.0
O H‘\\]-\8\‘(\)\\‘1‘[\\\\‘IHI\‘\H\‘H\\‘\‘\\\’\\8\\9‘\0\\\‘\‘1\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38390: Diethyl carbitol
45.0
A AANEARRREES
6.40 6.60 6.80 7.00
5000 59.0 72.0 ITI/Z 43.10 14 .85%
31.0
o 15.0 M‘ M 89.0 103.0116.0
e A RA AR ARAR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)- R RRE L A RRRRRRR
45.0 6.40 6.60 6.80 7.00
m/z 73.10 12.42%
5000 31.0 59.0
75.0 89.0
oH_‘H_‘:M;WH"_H!_"“Hm,‘mwml‘?%”,w_” PR AT A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
8.486 4.63 ng 174823  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 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1087 (8.486 min): BF139101.D\data.ms (-1082) (-) m/z 94.10 100.00%
94.1
5000
77.1

e AREmERREES

511 152.1 8.20 8.40 8.60 8.80
I A X 5
0““““‘ﬂ“‘“‘“‘,“w“‘h“w“““““ m/z 77.10  28.16%

m/z--> 20 100 120 140

Abundance #30123 1- Phenoxypropan -2-0

94.0
5000 \\\A‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 1520 Mz 78.18  17.00%
O\ \1\5\?\ \ T \““‘\‘\“\ T ‘ﬂ‘\ T ’ T \‘\ ‘ T !\]-]\_g‘\()\ T ‘ T \‘\ ‘
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
AEEmEEEEESEE R
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.28%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- e ERARREEEEE T
94.0 8.20 8.40 8.60 8.80
m/z 51.10 15.06%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R RRRERRREEEE RS
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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©.028 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.028 21.45 ng 902606  Acenaphthene-dile 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 32
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 1-Hexadecanol 242 C16H340 036653-82-4 14
4 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 10
5 1-Tridecene 182 C13H26 002437-56-1 10

Abundance Scan 1349 (10.028 min): BF139101.D\data.ms (-1343) (- m/z 43.05 100.00%

3

5000
101.1 1371
70.1 — ‘
[ 2
I w‘w‘wwm_m‘w_m_ww m/z 57.18 51.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 j !
10.00
101 m/z 101.10 39.63%
9.0
0 \‘\h Mu b “ 1250 167.0 1960 227.0
\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
R \
10.00
5000 ITI/Z 97.10 39.43%
15.0 71.0 101.0
‘ 144.0
o‘m_”w:Hu“”““wm_mu_m‘!m‘wwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126374: 1-Hexadecanol e ‘
43.0 10.00
69.0 m/z 59.10  38.33%
97.0
5000
0 \ \‘\ “ \' \\1540 1960 224.0
R RARRARALARESY “W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 12
R.T. EstConc Area Relative to ISTD R.T.
11.945 2.08 ng 75827  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Lactose 342 C12H22011 000063-42-3 50

Abundance Scan 1675 (11.945 min): BF139101.D\data.ms (-1669) (- m/z 73.00 100.00%

430 730
5000
129.1
. ‘ —n n

213.2 Pt
‘1?1 1‘ 157.0185.1 256.3 12.00
0 A L e m/z 4305 84.10%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00

157.01g5 02130  256.0 m/z 60.00 78.82%

0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 AN
12.00
5000 ITI/Z 57.05 66.61%
129.0
H ‘ 171.0 214.0
0‘H‘N‘AMNMM“HMM?“H_wupumuukwh‘W‘HL_H‘_‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid O ——
43.0 73.0 12.00
m/z 41.05 65.35%
5000 129.0
199.0
e e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.874 6.96 ng 156909  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 78
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 68
4 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H1203 000553-19-5 58
5 6-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-43-1 53
Abundance Scan 1833 (12.874 min): BF139101.D\data.ms (-1822) (- m/z 213.10 100.00%
2138.1
5000 JL
119.0
65‘ 0 ‘ 165.0 | | 1250 13.00
O bbb e e m/z 119.00  21.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
12. 50 13 OO
119.0 m/z 214.10 15.80%
\H‘HH‘HH‘\\\\‘\\\\‘HH‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\H\’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109402: 3,4'- Bomﬂpyhdenedmhenm
13.0
12. 50 13 OO
m/z 228.10  15.14%
5000 119.0 /
165 0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
213.0 12. 50 13 OO
m/z 91.00 13.96%
5000
119.0
0., 290 650 | 165.0 | 270.C -
R RO RN A e a e na s e A e e R e R s ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 12. 50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 7.60 ng 171178  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2008 (13.904 min): BF139101.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0
- J\LR
—r=
‘ hr) ’ 207.0 302.1 14.00
o L e e e e e m/z 43.05 94.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 T
14.00
5.0 m/z 55.05  80.36%
ol LU { H“ 1196.0 292.0364.0
TTT ‘\TH HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #308225: Octacosanol
57.0
—
14.00
5000 m/z 83.10 72.11%
ol 1L Hh ,195.0 2920 392.0
H‘W‘H‘_‘H‘H‘W‘H"H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester —
57.0 14.00
m/z 69.10 63.38%
5000
ob h,” 2520 3690 648,
‘H‘_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 10 Carbonic acid, eicosyl viny... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.539 4.91 ng 110582  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
5 Tritetracontane 605 C43H88 007098-21-7 91

Abundance Scan 2116 (14.539 min): BF139101.D\data.ms (-2110) (- m/z 57.05 100.00%

57.0
5000
\ \ ‘

T
14.50

M \‘h\ \“ M‘ H \1411 197.2 281. 1

ob— Pyt 8884 m/z 43.05  76.73%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
‘ \

—
14.50
m/z 71.10 62.40%

] L‘ \ L d I \1410 1820 252.0 325.1
T T ‘ L T L ‘ L ‘ T L
m/z--> 50 100 200 250 300
Abundance #264109: Carbonic aC|d, octadecyl prop-1-en-2-yl ester
57.0
AL

5000
\‘

o

14.50
5000 ITI/Z 85.10 43.98%
ok \L ‘\‘ \\ “ ‘H 1139 O . 182 ‘O 224 0‘ — 2‘97‘9 —
miz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester n /\ e Y A
57.0 14.50

5000
7.0
\“ﬂ | 1400 1960 269.0
T

obsy ‘ T e ——
miz--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05

Misc

ALS vial : 14 Sample Multiplier: 1

S-857-J-S0-4-4.5-072024

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 11 Hexacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.198 3.33 ng 87538  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2228 (15.198 min): BF139101.D\data.ms (-2223) (- m/z 57.05 100.00%
57.0
5000
— —
‘ J Hl 71 15.00 15.50
Obrrrkdbbl iy 2000 28LY e M/Z 43.05  68.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 —r— —
15.00 15.50
m/z 71.05 68.65%
ohd ‘ || 1270197.0267.0 3670
‘\\\\‘\\H‘\\\\‘\\\\’H\\‘\\H‘W\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
15.00 15.50
5000 m/z 85.10 50.53%
ol [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 /\
Abundance #194590: Heneicosane VAT YA . QAAAf
57.0 15.00 15.50
m/z 55.00 26.43%
5000
ol ‘ 1701970 2060
e A e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc S-857-J-S0-4-4.5-072024

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 12 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.086 3.75 ng 98625  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 Octacosanol 410 C28H580 000557-61-9 93

Abundance Scan 2379 (16.086 min): BF139101.D\data.ms (-2374) (- m/z 83.10 100.00%

43.1 83.1
5000
25.1 e e o
| | ‘ 207.1 282.1 16.00
oh I )WWW‘WH“‘ R e LA B B e m/z 55.10 94.75%
mi/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 ——
16.00
m/z 57.10 90.86%
‘ %390
0 ]\-Q\.Q ‘\“ “ ‘\ \‘ \‘ \H’ ‘H‘ \‘H‘\ ‘h‘ "h \:!-\8\‘]"\0‘ 2\2\2.\0\ ‘26\4\.()\ \3?8\.\0 T
mi/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
T \
16.00
5000 m/Z 43.10 90.33%

o

39.0
o0 L LLLLLE a0 song zoe0
miz--> 50 100 150 200 250 300

Abundance #232316: Behenic alcohol —
83.0 16.00
m/z 69.05 80.80%

T JJ\/\IK
167.0 210.0 280.0

m/z--> 50 100 150 200 250 300 16.00

43.0

5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139101.D

Acqg On : 21 Aug 2024 14:51

Operator : RC/JU

Sample : P3357-05 :
Misc : S-857-J-S0-4-4.5-072024

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 52.9 ng 1552480 1 6.898 586502 20.0
Isopropyl Alcohol 3.404 5.4 ng 157623 1 6.898 1586502 20.0
2-Pentanone, 4-... 5.110 4.1 ng 120001 1 6.898 586502 20.0
Ethanol, 2-(2-e... 6.716 2.6 ng 74928 1 6.898 586502 20.0
1-Phenoxypropan... 8.486 4.6 ng 174823 2 8.175 755185 20.0
unknown10.028 10.028 21.4 ng 902606 3  9.933 841438 20.0
n-Hexadecanoic ... 11.945 2.1 ng 75827 4 11.416 729162 20.0
Phenol, 4,4'-(1... 12.874 7.0 ng 156909 5 14.051 450597 20.0
1-Hexacosene 13.904 7.6 ng 171178 5 14.051 450597 20.0
Carbonic acid, ... 14.539 4.9 ng 110582 5 14.051 450597 20.0
Hexacosane 15.198 3.3 ng 87538 6 15.533 525815 20.0
n-Tetracosanol-1 16.086 3.8 ng 98625 6 15.533 525815 20.0
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