LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc :

ALS Vvial : 17 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139980.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 9 19 26 rVB 1924030 3129126 100.00% 12.363%
2 5.116 504 514 521 rVB 31422 52864 1.69% 0.209%
3 5.504 574 580 585 rBV 2076083 2727246 87.16% 10.776%
4 6.504 744 750 755 rBV 1999917 2699109 86.26% 10.664%
5 6.887 810 815 821 rVB 721367 929025 29.69% 3.671%
6 7.445 904 910 915 rBV 1373171 1769213 56.54% 6.990%
7 7.698 948 953 959 rBV 26110 31896 1.02% 0.126%
8 8.169 1027 1033 1038 rBV 942686 1161057 37.10% 4.587%
9 9.245 1210 1216 1226 rBV 2159775 2768865 88.49% 10.940%

9

.922 1326 1331 1343 rVB 896061 1165442 37.24%

IN
o)
()
vy
3R

11 10.634 1447 1452 1460 rBV 432341 555470 17.75%
12 10.710 1460 1465 1477 rBV 1145729 1454088 46.47%
13 10.945 1500 1505 1510 rVB 47104 57028 1.82%
14 11.410 1579 1584 1591 rBV 798592 994134 31.77%

P wWou N
N
N
[$;]
B

15 11.933 1668 1673 1685 rBV 212611 337460 10.78% 333%
16 12.622 1786 1790 1802 rBV2 17521 37706 1.21% 0.149%
17 12.716 1802 1806 1815 rBV2 36802 70651 2.26% ©.279%
18 12.992 1848 1853 1859 rBV 1698649 2239930 71.58%  8.850%
19 13.816 1990 1993 2002 rVB 36728 53844 1.72% 0.213%
20 13.904 2002 2008 2016 rBV 81693 211943 6.77% ©0.837%
21 14.051 2027 2033 2045 rVB 751089 1074917 34.35%  4.247%
22 14.398 2089 2092 2096 rBV 39437 53867 1.72% 0.213%
23 14.439 2096 2099 2103 rVB 31914 39566 1.26% ©.156%
24 14.651 2130 2135 2143 rVB 115325 171120 5.47% ©.676%
25 14.910 2174 2179 2187 rVB2 52963 91231 2.92% ©.360%
26 15.021 2194 2198 2204 rBV 56572 94537 3.02% 0.374%
27 15.086 2205 2209 2216 rVB3 27815 54461 1.74%  ©.215%
28 15.174 2221 2224 2235 rVB 37308 65028 2.08% ©.257%
29 15.333 2244 2251 2257 rBV 92672 207299 6.62% 0.819%
30 15.527 2278 2284 2296 rVB 528763 862429 27.56%  3.408%
31 16.016 2363 2367 2373 rVB3 19793 38540 1.23% ©.152%

32 16.192 2392 2397 2404 rVB 58795 110414 3.53% 0.436%

Sum of corrected areas: 25309506
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Oct 2024 22:46
: RC/JU
: P4468-05

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139980.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF139980.D\data.ms
5.504
200000012.205 6.504
1500000 7.445
1000000
6.887
500000
0 5}16 7.6
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 TIC: BF139980.D\data.ms
9.245
2000000
12.992
1500000
10.710
1000000 8.169 9.922
11.410
500000 10.6
11.933
J k 10.945 u.léﬂlﬁ L
0 — —T— — T —T == —r D e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139980.D\data.ms
2000000
1500000
1000000
14.051
15.527
500000
14.651 333
14. .
| sews et 84| aeotter
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T
Time--> 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\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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.
2.205 67.36 ng 3129130 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 19 (2.205 min): BF139980.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\
87'1 T L ‘ L ‘ L
‘ 91 220 2.40 2.60
Okt B2 L L1011 m/z 43.e5  40.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B B
43.0 2.20 2.40 2.60
87.0 m/z 55.05 30.18%
h\ \‘ 90 I
O \H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘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
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.63%
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- s
73.0 220 2.40 2.60
m/z 41.05 13.09%
5000
55.0
27.0 41)0
oo Ll L esomso )l
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\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.634 9.53 ng 555470  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 1452 (10.634 min): BF139980.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.1
—— —
10.50 11.00
152.1
Ot AR - m/z 77.10 65.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 —— N
10.50 11.00
510 m/z 182.10  50.44%
0 2?.0 | L 152.0 l
\\\\’\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\‘1‘\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26929: 1,2-Propanedione, 1-phenyl-
105.0
77.0 T T
10.50 11.00
5000 m/z 51.10 27.72%
51.0
15.0
0 - J 148.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- —— Ay
105.0 10.50 11.00
m/z 50.00 8.87%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.79 ng 337460  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 1673 (11.933 min): BF139980.D\data.ms (-1668) (- m/z 73.00 100.00%
43.1 |73.0

5000
129.1

—

2132
‘ “ 157.2185.2 ‘ 256.3 12.00
0 Ww“:‘mw 4 ”mu”m‘m el L L L T hs 4310 99.20%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
12.00

m/z 60.00 97.45%

157.01850 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 57.05 85.47%

o

171.0
214.0
150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance 126199: Pentadecanoic acid —
43.0 73.0 12.00

m/z 55.10 78.61%

5000 129.0
199.0
BRI vl Nt
150‘ ‘ ‘ il 4l ‘ Hu \H ‘\H i [ ‘

O‘H‘wuim‘ﬂu“H‘WH‘wu‘wu‘wu‘wu‘wu‘wu‘wu‘w‘ ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00

3+
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Data Path :
Data File :
: 23 Oct 2024 22:46
: RC/JU

: P4468-05

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\

Library Search Compound Report

BF139980.D

Quant Method
Quant Title

TIC Library

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 4 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.904 3.94 ng 211943  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2008 (13.904 min): BF139980.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1

g

5000
% 1 2162 302.1 14.00
ot My 4 M/Z 55.05  80.80%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 T
14.00
m/z 43.10 79.17%
169.0
Jl‘ | 7 238.0 434.0
0‘\\\‘HffHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘H

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

%

57.0
14.00
5000 m/z 83.10  67.47%
Ol on kz,?‘ 2520 3690 648.1 JJ\W
AL LT MR M.
miz-> 0 50 100150200 250 300 350 400 450 500 550 600 650
—

Abundance #215083: 1-Heneicosano

55.0 14.00
m/z 69.10 61.28%
5000
5.0
0 i N ‘ Ln:.LQGOZGGO

et e s e e e e —
m/z--> 0 50 100150200250 300 350400450500550600650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.910 2.12 ng 91231  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 72
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
4 Umbelliprenin 366 C24H3003 023838-17-7 59
5 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 59

Abundance Scan 2179 (14.910 min): BF139980.D\data.ms (-2174) (-] ' m/z 69.10 100.00%
69.1
149.1 15100
15.00
192 l 281 l 41.2
NV d“““\ b, “ A2 2300280 82wz sl.1e  50.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 R
15.00
m/z 41.05 24.77%
137.0
0270 4| |, 1010 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\\\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #217719: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr
69.0
—r—
15.00
5000 m/z 149.85  13.41%
137.0
‘ 2010 314.0
02“JNW\NM\“MW‘“\‘hJH”‘?4?9““J;“““““
m/z--> 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- =
69.0 15.00
m/z 95.10 12.97%
- W
136.0
D
0L osozmo .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Phthalic acid, decyl 2,4-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.022 2.19 ng 94537  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, decyl 2,4-dimethy... 404 C25H4004 1000356-84-9 86
2 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 80
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
4 Phthalic acid, hexyl 4-methylhep... 362 C22H3404 1000377-94-1 78
5 Phthalic acid, hex-3-yl isobutyl... 306 C18H2604 1000356-95-4 72
Abundance Scan 2198 (15.021 min): BF139980.D\data.ms (-2194) (- m/z 149.05 100.00%
149.1
43.1 LT ‘
15.00
85.1 293.1
ol ‘”“ e | 1901 2472, S9P90326. h/7 43.10 16.01%
miz--> 50 100 150 200 250 300
Abundance #305017: Phthalic acid, decyl 2,4-dimethylpent-3-yl ester
149.0
5000 — :
15.00
570 m/z 57.10  14.64%
| ‘ 98.0 289.0
O\ T \‘ ‘h\ ‘\‘ \“\H“\ T T T l \‘\ T T ‘ T T T T ‘ T T T ‘\ “\ T T
miz--> 50 100 150 200 250 300
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
T \
15.00
5000 m/z 150.00 10.14%
S0 1040 2650 3210
B N NS At
m/iz--> 50 100 150 200 250 300
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester o
149.0 15.00
m/z 41.05 9.19%
o \AJMN\AJ\j\xj\m]\MNN
43.0 293.0
obd e e e b ——
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Phthalic acid, heptyl 3-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.333 4.81 ng 207299  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl 3-methylbu... 332 C20H2804 1000357-10-5 83
2 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 80
3 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 80
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
5 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 72
Abundance Scan 2251 (15.333 min): BF139980.D\data.ms (-2244) (- m/z 149.05 100.00%
149.1
- MJ\/\LA
57.1 15.00 15.50
104.0 265.1302.1 . :
ob Ay 2040 | 2071 26513021341 .. 5710 12.46%
miz--> 50 100 150 200 250 300
Abundance #239347: Phthalic acid, heptyl 3-methylbut-3-enyl ester
149.0
5000 — ——
68.0 15.00 15.50
m/z 43.05 11.16%
0290, | | 1040 2160 %0 3330
LI ‘ T T ‘ L T T T ‘ L ‘ T T T ‘ L ’
miz--> 50 100 150 200 250 300
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
— : :
15.00 15.50
5000 m/z 150.00 10.20%
43.0
0 L ‘\‘ M ul 10\4.0 27\9.0 L
e
m/iz--> 50 100 150 200 250 300
Abundance #304914: Phthalic acid, hex-3-yl undecyl ester — ——
149.0 15.00 15.50
m/z 41.10 8.26%
o JU\/\)\JMM
43.0
ol L1 840, | 251.0 8210
A P P
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Phthalic acid, hept-3-yl no... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.192 2.56 ng 110414  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 80
2 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 80
3 Didodecyl phthalate 502 C32H5404 002432-90-8 80
4 Di-n-octyl phthalate 390 C24H3804 000117-84-0 80
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80

Abundance Scan 2397 (16.192 min): BF139980.D\data.ms (-2392) (- m/z 149.00 100.00%

149.0
5000

431 903 1 16.00 16.50
ol L1, 1080 | 21502400 2931 3a1 4340 13.50%
miz--> 50 100 150 200 250 300
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester m
149.0
5000 T rd

16.00 16.50
m/z 150.05 9.72%

T \ \“?ﬁ\()‘\‘ \‘9\8“9 L l T ‘\ T ‘ L ‘ T \‘2\9\‘3‘.0\ LI ‘
m/z--> 50 100 150 200 250 300
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
—

o

e
16.00 16.50
5000 ITI/Z 57.10 9.06%
43.0
ol Ly 1040 | 279.0
e
miz--> 50 100 150 200 250 300
Abundance #338430: Didodecyl phthalate —— —
149.0 16.00 16.50
m/z 55.10 8.75%
5000
57.0 335.0
0 H 1 \‘104'0 ‘ . 260.0 |
e R R e e A B P ——
m/z--> 50 100 150 200 250 300 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139980.D

Acqg On : 23 Oct 2024 22:46
Operator : RC/JU

Sample : P4468-05

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.205 67.4 ng 3129130 1 6.893 929025 20.0
Benzophenone 10.634 9.5 ng 555470 3 9.922 1165440 20.0
n-Hexadecanoic ... 11.933 6.8 ng 337460 4 11.410 994134 20.0
Heptadecyl hept... 13.904 3.9 ng 211943 5 14.051 1074920 20.0
Supraene 14.910 2.1 ng 91231 6 15.527 862429 20.0
Phthalic acid, ... 15.022 2.2 ng 94537 6 15.527 862429 20.0
Phthalic acid, ... 15.333 4.8 ng 207299 6 15.527 862429 20.0
Phthalic acid, ... 16.192 2.6 ng 110414 6 15.527 862429 20.0
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