LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc :

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_ G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO6110@3.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.148 22 27 39 rvB 261903 429261 19.49%  4.086%
2 3.671 111 116 128 rVB 28746 43219 1.96% 0.411%
3 5.522 424 431 443 rVB 490903 783442 35.58% 7.458%
4 7.108 693 701 714 rVB 540954 904159 41.06% 8.607%
5 7.930 834 841 848 rBV 93089 157127 7.14%  1.496%

6 9.088 1030 1038 1048 rBV 326342 579572 26.32% 5
7 10.727 1308 1317 1324 rBV 127819 220111 10.00% 2
8 11.467 1437 1443 1451 rBv4 10782 22748 1.03% 0.217%
9 13.183 1728 1735 1742 rBV 888597 1361224 61.81% 12.
10 14.564 1962 1970 1976 rVB 207016 325756 14.79% 3

11 14.775 1999 2006 2014 rBv4 14906 37468 1.70% ©.357%
12 15.845 2175 2188 2195 rBV8 46700 208003 9.45%  1.980%
13 16.050 2217 2223 2231 rVB 917798 1371706 62.29% 13.058%
14 17.308 2430 2437 2442 rBV 256315 387142 17.58% 3.685%
15 18.207 2584 2590 2598 rBV 143872 210042 9.54%  1.999%

16 19.364 2783 2787 2793 rVB2 17272 24085 1.09% 0.229%
17 19.482 2803 2807 2818 rBV2 52887 78799 3.58% ©.750%
18 19.717 2840 2847 2856 rBV3 13442 33054 1.50% ©0.315%
19 19.928 2877 2883 2890 rBV 1759918 2202184 100.00% 20.964%
20 20.228 2927 2934 2944 rBVS5 33689 97953  4.45% 0.932%
21 20.651 3002 3006 3009 rBv4 16262 27656 1.26% ©.263%
22 21.238 3101 3106 3113 rBV4 44854 93174 4.23% 0.887%
23 21.350 3121 3125 3129 rBV6 10778 22946 1.04% 0.218%
24 21.567 3154 3162 3173 rBV 276955 505760 22.97% 4.815%
25 21.767 3194 3196 3202 rVB4 19032 28205 1.28% ©.268%
26 22.366 3295 3298 3303 rVB3 17567 25476 1.16% 0.243%

27 24.681 3684 3692 3700 rBV 106792 324558 14.74%  3.090%

Sum of corrected areas: 10504830
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061103.D\data.ms

1600000
1400000
1200000
1000000

800000

600000 5522 7.108

400000 9.088
B8.148

200000 7.930 10.727

3.671 I 11.467

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG061103.D\data.ms

19.928
1600000

1400000
1200000
1000000 16.050

13.183
800000

600000

400000 21.567

17.308
200000 14.564 18.207

. )LH“ 15.84 199182717 20.2280.651 2b23B®1.767 22.366
e e e e e e
Time-> 13.00 13.50 14.00 14.50 15.00 1550 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: BG061103.D\data.ms

1600000

1400000

1200000

1000000

800000

600000

400000

200000 24.681

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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.
3.148 54.64 ng 429261 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 50
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25
Abundance  Scan 27 (3.148 min): BG061103.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1
T
H ‘ 00 | 320 3.40
Ot e e e /2 43,000 64.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B B
43.0 3.20 3.40
‘ 87.0 m/z 55.05 40.22%
29.0
0 \‘H\\“HH“!\!\‘\!\!9‘\0\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15755: 3-Hexanol, 2,4-dimethyl-
73.0
45'0 \\\‘\\\\‘\\\\‘\
3.20 3.40
5000 87.0 m/z 87.10  28.86%
29.0 %
0,,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 3.20 3.40
87.0 m/z 41.00 21.04%
5000 41.0 55.0
27.0
0 Ik ‘ 112.0 129.0
wu‘wH‘w‘Hw‘uw‘H‘_H‘WH‘_‘HM‘H_‘H‘HH‘HH iR e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 340
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 (S)-(+)-1,2-Propanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.671 5.50 ng 43219 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 Propylene Glycol 76 C3H802 000057-55-6 64
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
4 Formamide 45 CH3NO 000075-12-7 5
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 116 (3.671 min): BG061103.D\data.ms (-111) (-) m/z 45.00 100.00%

45.0
5000 /k
Ammma R
52961.0 3.40 3.60 3.80 4.00
O brrprrr e e e m/z 43.00 0 19.76%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L L R B BN LR
3.40 3.60 3.80 4.00
m/z 43.95 5.91%
0 19.0 ‘?"l"oss.o‘ |, 53.061.0 759
H‘\\\\‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH H\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1085: Propylene Glycol
45.0
Ammma e R
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.20%
31.0
o 150 7380 530810 760
N LA L R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R- ()J_ngopanedml “W“‘AM“‘,‘H““‘
45.0 3.40 3.60 3.80 4.00
m/z 39.10 2.57%
5000
29.0
o 200 | a0 5010 w0 N Ll
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BG@61103.D

Acqg On 3 May 2024 12:44

Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.467 2.07 ng 22748 Naphthalene-d8 10.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l

2 1-Propanol, 3-phenoxy-

3 Ethanol, 2-phenoxy-
4 Pyrimidine, 5-methyl-
5 Carbonic acid,

152 C9H1202
152 C9H1202
138 C8H1e02
94 C5H6N2

(3,4,4-trimethyl-... 252 C13H1605

000770-35-4 91
006180-61-6 53
000122-99-6 45
002036-41-1 43
109123-69-5 40

Abundance Scan 1443 (11.467 min): BG061103.D\data.ms (-1437) (1 m/z 94.00 100.00%
94.0
5000
51.0 77.0
P
) R
o SRS 18 T N N A S m/z 77.60  29.49%
miz--> 20 4 6 80 100 120 140
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 A 1
11.50
7r.0 1520  m/z 51.00 27.85%
45.0 ‘ ‘
O T ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ T !\]-]\-9‘\0\ T ‘ T \‘\‘
m/z--> 20 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
° I
Pl
11.50
5000 m/z 45.00 23.21%
77.0 152.0
20 1 lme
o""""""w""_m‘mwum_m‘
miz--> 20 100 120 140 nn ﬁ
Abundance #19881.Ethan0L2—phen0xy— i ‘
94.0 11.50
m/z 108.00 19.72%
5000
77.0 138.0
270 5%0
0 \\\‘\Mhﬂhd\ww‘Hw\\w \\w\‘\\\\‘\\\\w\\\\ o
m/z--> 20 40 60 80 100 120 140 11.50

8270-BGR43024.M Mon May 06 ©5:33:54 2024

Page:

5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 unknownl4.775 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.775 2.30 ng 37468 Acenaphthene-di0 14.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Acetoxypentadecane 270 C17H3402 1000245-62-1 35
2 3-Tetradecanol acetate 256 C16H3202 051354-23-5 22
3 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 17
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 10
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 10
Abundance Scan 2006 (14.775 min): BG061103.D\data.ms (-1999) (- | m/z 43.00 100.00%
43.0
5000
97.1
—— —
H'\ ]\ 2 520. 14.50 15.00
ol U wiz s7.60 47.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161163: 3-Acetoxypentadecane
43.0 &WAW&
5000 M" T T \Mn\ /V‘M\“M
14.50 15.00
m/z 59.00 36.60%
101.0 2100
O\‘J “i\‘l\\\h\\“%\‘\l\s‘%\o\\?‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143523: 3-Tetradecanol acetate
43.0
S N S —
14.50 15.00
5000 m/z 97.10 32.52%
ATV N
m/z--> 50 100 150 200 250 300 350 400 450 500 JM A ﬂﬂ h nﬂ A
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy e ‘ kL
43.0 14.50 15.00
m/z 101.00 30.48%
5000 112.0
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.845 12.77 ng 208003  Acenaphthene-di10 14.558
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 2188 (15.845 min): BG061103.D\data.ms (-2175) (- | m/z 43.05 100.00%
73.0
5000 129.1
241.3
185.1 . ro ——
! L LT ™
ob— ‘1““ “M‘““HJ“”““H“ b Lz ss.1e 84.21%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 w ——
15.50 16.00
284.C o
‘ 185.0 241.0 ‘ m/z 41.05 73.94%
ol— “‘ H‘ h!\ H‘ H‘H\ HM‘ M \‘ L, ‘ \‘r “ - \‘ “\ ‘\‘ . ‘\‘
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T [
15.50 16.00
5000 129.0 m/z 60.00  62.53%
185.0
H 228.0
oL ‘\“ ‘ HM‘ il “u““‘ uh““ ;M‘W “ A \“ At “‘ e
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid o —
60.0 15.50 16.00
m/z 56.95 61.43%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M‘H‘H W Al ‘\ Hh”\ u‘\ il ‘ ‘ ‘ . \‘ “‘ NN “\‘ — W'/\W/’M’V\/\ —r
m/z--> 50 100 150 200 250 15,50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.207 10.85 ng 210042  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Nonanoic acid 158 C9H1802 000112-05-0 55
5 Pentadecanoic acid 242 C15H3002 001002-84-2 47

Abundance Scan 2590 (18.207 min): BG061103.D\data.ms (-2584) (- | m/z 43.05 100.00%

43.0
73.0
5000
129.1 213.2

157 1185.2 T —

101.0 256.3 18.00 18.50
0! m/z 60.00 94.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U T
18.00 18.50

m/z 41.05 87.88%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

\
18.00 18.50
5000 129.0 m/z 55.00 76.86%

171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance i i

#46963: n-Decanoic acid o —
60.0 18.00 18.50

m/z 57.00  75.64%

29.0
5000
1290
s o
0 P \\ y) i)l ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.482 3.12 ng 78799  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 27
5 n-Decanoic acid 172 C10H2002 000334-48-5 22
Abundance Scan 2807 (19.482 min): BG061103.D\data.ms (-2803) (- | m/z 43.00 100.00%
43.0
5000 W
129.0 241.2
31 185.2 o -
‘\H \h‘\ \ ‘ L B 354. =
0 L m/z 41.05 82.71%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 R
129.0 19.50
m/z 55.00 75.28%
29. 185.0 4q o 284.0
0 H}M‘\“‘l \‘|‘\ \‘ \“\ “ Tty \“‘ T \“\ T T T T
miz--> 50 100 150 200 250 300 350
Abundance #75719: Dodecanoic acid
73.0
——
129.0 200.0 19.50
5000 ’ m/z 60.00 67 .69%
29.
0 wL‘d : e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid RV A
73.0 19.50
m/z 57.00 59.37%
5000 129.0
29. 171.0
‘ 214.0
0 bl L u“‘_‘uw_m_m_ e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : 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 8 Phthalic acid, monodecyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.228 3.87 ng 97953  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 86
2 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 64
3 Phthalic acid, mono-sec-butyl ester 222 C12H1404 053623-59-9 59
4 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 59
5 Phthalic acid, di(cycloheptyl) e... 358 C22H3004 1010322-83-7 59

Abundance Scan 2934 (20.228 min): BG061103.D\data.ms (-2927) ( | m/z 149.00 100.00%
149.0
50001  57.0 M
okt ot
20.00 20.50
219.1 279.1 490.1
b ‘J JI'MW s T m/z 57.05 42.06%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0
5000 —r— —
20.00 20.50
57.0 m/z 167.00  27.09%
U" 279.0
O\\‘\\“\‘\l\h\‘\\‘\‘\l\\l\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #206872: Phthalic acid, monodecy! ester
149.0
20.00 20.50
5000 ITI/Z 41.05 24 .00%
55.0 ‘
0 ‘H‘wu}hﬂ"‘\'\«‘w“iwe“" e —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #101137: Phthalic acid, mono-sec-butyl ester ——
149.0 20.00 20.50
m/z 43.00 21.35%
o AYMJ\WMWWJ“WWMMMWNﬁV
65.0 |
R TS — —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
BG061103.D

3 May 2024 12:44

Operator : MA/JU

Sample
Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

: P2331-09

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 9 Tetratriacontyl heptafluoro... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.238 3.68 ng 93174  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 64
2 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 64

3 Hexadecane 226 C1l6H34 000544-76-3 53
4 1-Chloroeicosane 316 C20H41Cl 042217-02-7 52
5 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 49

Abundance Scan 3106 (21.238 min): BG061103.D\data.ms (-3101) (- | m/z 43.00 100.00%

43.0
5000

—— —
25.0 226.0
Hlm | 3549 4706 21.00 21.50
O e M g g by e m/Z 57.05  93.31%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349033: Tetratriacontyl heptafluorobutyrate
57.0
5000 — e
21.00 21.50
m/z 55.00 50.08%
0 ﬁ“ 222.0 306.0 390.0 476.0 672.1
‘\\\\‘HH‘\H\[\\\\‘\H\‘HH‘\\\\‘H\\\\\\‘\\H’H\\‘\H\’\H\‘\\\\

m/z--> 0 50 100150200250300350400450500550600650

Abundance #346150: Tetratriacontyl trifluoroacetate
—r —
21.00 21.50

5000 m/z 41.00 46.15%
9.0
ohos 111,..222.0 320.0 404.0476.0 572.0
e S Shlaiindl S St hdN—
m/z--> 0 50 100150200250300350400450500550600650

Abundance #107216: Hexadecane T —
57.0 21.00 21.50
m/z 71.10 43.09%
h \M\NMJ\J\W
oh 1141.0 226.0
_‘H_‘H‘HH‘H‘wH‘w‘Hw‘H‘_H‘M‘HM‘H,HH‘H‘WH‘W‘H‘ — —
m/z--> 0 50 100150200250300350400450500550600650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61103.D

Acqg On 3 May 2024 12:44
Operator : MA/JU

Sample : P2331-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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... 3.148 54.6 ng 429261 1 7.930 157127 20.0
(S)-(+)-1,2-Pro... 3.671 5.5 ng 43219 1 7.930 157127 20.0
1-Phenoxypropan... 11.467 2.1 ng 22748 2 10.727 220111 20.0
unknown14.775 14.775 2.3 ng 37468 3 14.558 325756 20.0
Octadecanoic acid  15.845 12.8 ng 208003 3 14.558 325756 20.0
n-Hexadecanoic ... 18.207 10.9 ng 210042 4 17.308 387142 20.0
Dodecanoic acid 19.482 3.1 ng 78799 5 21.567 505760 20.0
Phthalic acid, ... 20.228 3.9 ng 97953 5 21.567 505760 20.0
Tetratriacontyl... 21.238 3.7 ng 93174 5 21.567 505760 20.0

8270-BGO43024.M Mon May 06 ©5:34:03 2024 Pag 12



