LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acqg On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc :

ALS vial : 6 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129950.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.004 459 462 476 rBV 174594 233593 8.12% 0.908%
2 5.416 528 532 556 rBv 2815331 2765784 96.12% 10.751%
3 6.434 701 705 720 rBV 2917114 2846231 98.92% 11.064%
4 6.775 759 763 773 rVB 1053627 854332 29.69%  3.321%
5 6.881 778 781 786 rVB 76699 66338 2.31% 0.258%

.345 855 860 863 rBV 1973109 1781010 61.90% 6.923%
.057 977 981 995 rVB 1305053 1159500 40.30% 4.507%
.128 1158 1163 1167 rBV 3008649 2877377 100.00% 11.185%
.810 1274 1279 1283 rBV 1585111 1315596 45.72% 5.114%
10 10.604 1410 1414 1428 rBV 2328979 2170014 75.42%  8.435%

11 11.298 1528 1532 1535 rBV 1453373 1300338 45.19%  5.055%
12 11.322 1535 1536 1541 rVB 65987 55679 1.94% 0.216%
13 11.363 1541 1543 1545 rBV 44028 35054 1.22% 0.136%
14 11.680 1593 1597 1599 rVB 63692 55264 1.92% ©0.215%
15 11.822 1616 1621 1625 rBV2 52565 93674 3.26% ©0.364%
16 12.516 1736 1739 1741 rBV 186335 168283 5.85% ©.654%
17 12.533 1741 1742 1745 rVB 66458 50869 1.77% ©.198%
18 12.692 1763 1769 1772 rVB 129904 115386 4.01% 0.449%
19 12.745 1772 1778 1781 rBV2 159288 186637 6.49% 0.725%
20 12.886 1797 1802 1805 rBV 3310446 2847807 98.97% 11.070%
21 13.098 1833 1838 1841 rVB2 43758 45774  1.59% 0.178%
22 13.398 1885 1889 1893 rBV 75699 76849 2.67% ©.299%
23 13.439 1893 1896 1898 rBv2 62085 53391 1.86% ©.208%
24 13.768 1947 1952 1954 rBV2 71788 76612 2.66% ©.298%
25 13.804 1954 1958 1971 rVB3 65813 152066 5.28% ©.591%
26 13.945 1978 1982 1986 rBV 1120874 1165893 40.52% 4.532%
27 13.974 1986 1987 1993 rW 83951 57531 2.00% ©.224%
28 14.033 1993 1997 2000 rVV 49571 55212 1.92% 0.215%
29 14.080 2003 2005 2009 rVB 64412 57666 2.00% 0.224%
30 14.357 2046 2052 2053 rBV3 44258 70887 2.46% 0.276%
31 14.386 2053 2057 2059 rBv4 62490 78413 2.73% ©.305%
32 14.410 2059 2061 2062 rBV 41333 32261 1.12% ©0.125%
33 14.427 2062 2064 2067 rVB 83712 65294  2.27%  0.254%
34 14.492 2069 2075 2077 rBV 293578 465202 16.17% 1.808%
35 14.574 2082 2089 2090 rVV 140417 249913 8.69% 0.971%
36 14.592 2090 2092 2095 rVV 174236 226553 7.87% ©0.881%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acqg On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc

ALS vial : 6 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.680 2099 2107 2112 rVV2 216629 529448 18.40% 2.058%
38 15.010 2156 2163 2169 rVB2 120864 276392 9.61% 1.074%
39 15.157 2184 2188 2192 rVB 58031 72114  2.51% ©.280%
40 15.286 2207 2210 2217 rVB 35629 45824 1.59% 0.178%
41 15.345 2217 2220 2223 rVWV 51126 66991 2.33% 0.260%
42 15.404 2226 2230 2243 rVB 663360 826383 28.72%  3.212%

Sum of corrected areas: 25725435
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\

BF129950.D
: 23 Aug 2022 13:04
: CG\JU
: N4224-01
: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\

Data File : BF129950.D

Acq On : 23 Aug 2022
Operator : CG\JU
Sample : N4224-01
Misc

13:04

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

Quant Title

TIC Library : C:\Datab
TIC Integration Paramete

ase\NIST20.L
rs: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
5.004 5.47 ng 233593 1,4-Dichlorobenzene-d4 6.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 462 (5.004 min): BF129950.D\data.ms (-459) (-) m/z 43.00 100.00%
59.1
5000
101.0 T T T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ol prrrr et el e m/z 59.1@8 58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | LA R B R I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 18.71%
3%D Ly | 83.0 |
O\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
P
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.02%
20.0 101.0
o PR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R AARS AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.93%
5000
101.0
ol 190 310 °80 200 860
R B e SRR R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acq On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknownl3.804 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.804 2.61 ng 152066  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tridecanethiol 216 C13H28S 019484-26-5 49
2 n-Tridecan-1-0l 200 C13H280 000112-70-9 49
3 1-Hexacosene 364 C26H52 018835-33-1 49
4 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 46
5 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 45
Abundance Scan1958(13804nﬂm BF129950.D\data.ms (-1954) (- m/z 229.95 100.00%
.0 229.9
43.0
5000 A
NN LIVA LWL
H ‘ ‘ m ‘ ‘ 13.50 14.00
0b—r N H‘ “M‘““Hu” Ak A ‘2‘8“171‘ e m/z 83.05 97.52%
miz--> 50 100 150 200 250 300 350
Abundance #94376: 1-Tridecanethio
55.0
5000 — ——
13.50 14.00
216.0 m/z 55.10  94.99%
‘ ‘ 154.0
O' ““H\“\“ “ h }“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #76025: n-Tridecan-1-o0
55.0
— ——
7.0 13.50 14.00
5000 m/z 97.00 79.43%
LA L] e
s i
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene “ —
57.0 97.0 13.50 14.00
m/z 69.05 77.01%
- AMQM
ol d L] m o ““%‘8‘1‘0 2380 2020 364 et
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acq On : 23 Aug 2022 13:04

Operator : CG\JU

Sample : N4224-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Phthalic acid, 2-fluorophen... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.
14.574 4.29 ng 249913  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 2-fluorophenyl tr... 442 C27H35F04 1000356-50-4 53
2 Phthalic acid, hept-4-yl nonyl e... 390 C24H3804 1000356-79-0 53
3 Phthalic acid, isobutyl 4-methyl... 306 C18H2604 1000356-87-2 53
4 Phthalic acid, 2,2-dimethylpent-... 404 C25H4004 1000415-53-3 50
5 Phthalic acid, 4-methylhept-3-yl... 390 C24H3804 1000377-94-3 50
Abundance Scan 2089 (14.574 min): BF129950.D\data.ms (-2082) (- m/z 149.00 100.00%
149.0
5000
57.1
T
M ‘ Ps.l 1928 293.1 14.50
obd AL LT | | 11928 2560 | 3472 .57 19 34.96%
m/z--> 50 100 150 200 250 300 350
Abundance  #323057: Phthalic acid, 2-fluorophenyl tridecyl ester
149.0
5000 — :
14.50
570 m/z 71.10 34.25%
| ‘ 112.0 | 24‘3'0 331.0
O\\\““\‘\“\“\“\‘\\\ L B e L
miz--> 50 100 150 200 250 300 350
Abundance #295631: Phthalic acid, hept-4-yl nonyl ester
149.0
T
14.50
5000 m/z 43.10 25.70%
57‘.0 98.0 | 29?.0
e S N
m/z--> 50 100 150 200 250 300 350
Abundance #207028: Phthalic acid, isobutyl 4-methylpent-2-yl ester e |
149.0 14.50
m/z 85.10 21.15%
5000
430 85.0 223.0
) A S — s
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acq On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phthalic acid, isohexyl non... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.592 3.89 ng 226553  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, isohexyl nonyl ester 376 C23H3604 1000309-07-2 53
2 Phthalic acid, isohexyl pent-4-e... 318 C19H2604 1000360-46-4 53
3 Phthalic acid, decyl 2,4-dimethy... 404 C25H4004 1000356-84-9 50
4 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 50
5 Phthalic acid, 4-methylpent-2-yl... 376 C23H3604 1000356-87-9 50
Abundance Scan 2092 (14.592 min): BF129950.D\data.ms (-2090) (- m/z 149.00 100.00%
149.0
5000 454 M
85.1 T 7 \
203.1 14.50
ol p“‘ “w“‘w“m Aol 20912521 1T 8580 u; 43.10 39.16%
m/z--> 50 100 150 200 250 300 350
Abundance #284735: Phthalic acid, isohexyl nonyl ester
149.0
5000 —— :
14.50
30 850 m/z 57.10 37.71%
N " 5‘ 251.0 293.0
O\”\‘\“‘“‘\“\“\\“\\\\ L eyt B
miz--> 50 100 150 200 250 300 350
Abundance  #222252: Phthalic acid, isohexyl pent-4-enyl ester
149.0
T T
14.50
5000 85.0 m/z 71.10 28.89%
233.0
ol Ll sl
m/z--> 50 100 150 200 250 300 350
Abundance #305017: Phthalic acid, decyl 2,4-dimethylpent-3-yl ester —— ‘
149.0 14.50
m/z 85.10 20.07%
5000
57.0
| ‘ 98.0 289.0
T M —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acq On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phthalic acid, 3-methylbuty... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.680 12.81 ng 529448  Perylene-di12 15.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 3-methylbutyl tet... 432 C27H4404 1000356-81-5 59
2 Phthalic acid, hexadecyl 3-methy... 460 C29H4804 1000356-81-7 59
3 Phthalic acid, dodecyl 3-methylb... 404 C25H4004 1000356-81-3 59
4 Phthalic acid, decyl 3-methylbut... 376 C23H3604 1000356-81-1 53
5 Phthalic acid, cis-hex-3-enyl is... 332 C20H2804 1000360-36-7 47

Abundance Scan 2107 (14.680 min): BF129950.D\data.ms (-2099) (- m/z 149.00 100.00%

149.0
5000 71.1

——
‘ ‘ ‘ ‘ 2070 203.1 14.50 15.00
A b L L 20702529 | 3471 yp 7116 41.31%

m/z--> 50 100 150 200 250 300 350
Abundance #319094: Phthalic acid, 3-methylbutyl tetradecyl ester
149.0

o

5000 e e
14.50 15.00
m/z 57.10 40.74%
710 237.0
Ozgq I u‘ . . 197.0, ‘ 36‘30
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
miz--> 50 100 150 200 250 300 350
Abundance #329111: Phthalic acid, hexadecyl 3-methylbutyl ester
149.0
—r —
14.50 15.00
5000 m/z 43.10 36.61%

o

71.0
237.0
290, | ‘ ] 391
0 T O Rt
miz--> 50 100 150 200 250 300 350

Abundance  #304957: Phthalic acid, dodecyl 3-methylbutyl ester ——
149.0 14.50 15.00

m/z 85.10  22.99%

5000
71.0
237.0
200 | ‘ 335.0

T T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082322\
Data File : BF129950.D

Acqg On : 23 Aug 2022 13:04
Operator : CG\JU

Sample : N4224-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
2-Pentanone, 4-... 5.004 5.5 ng 233593 1 6.775 854332 20.0
unknown13.804 13.804 2.6 ng 152066 5 13.951 1165890 20.0
Phthalic acid, ... 14.574 4.3 ng 249913 5 13.951 1165890 20.0
Phthalic acid, ... 14.592 3.9 ng 226553 5 13.951 1165890 20.0
Phthalic acid, ... 14.680 12.8 ng 529448 6 15.404 826383 20.0
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