LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc :

ALS vial : 3  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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138541.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.275 24 32 38 rVB 89872 123427 2.49% 0.402%
2 5.122 511 516 527 rVB 198231 309864 6.24% 1.010%
3 5.510 576 582 585 rBV 3802989 3874978 78.07% 12.632%
4 6.504 745 751 754 rBV 3258524 4040483 81.40% 13.172%
5 6.863 808 812 816 rBV 1024825 818363 16.49% 2.668%

6 7.434 902 909 911 rBV 2219429 2711168 54.62%  8.838%
7 8.145 1024 1030 1033 rBV 1243629 1110010 22.36% 3.619%
8 9.222 1206 1213 1216 rBV 4314115 4780090 96.30% 15.583%
9 9.898 1322 1328 1331 rBV 1555060 1315102 26.49% 4.287%
10 10.692 1456 1463 1466 rBV 3036874 3001155 60.46% 9.784%

11 11.386 1577 1581 1584 rBV 1680233 1368308 27.57%
12 12.633 1789 1793 1796 rBV 85823 64156 1.29%
13 12.786 1815 1819 1822 rBV 248568 191975 3.87%
14 12.974 1846 1851 1854 rBV 4714630 4963755 100.00% 1
15 13.492 1934 1939 1942 rBV 159271 137301 2.77%
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16 14.021 2025 2029 2039 rBV 1095716 953194 19.20% 3.107%
17 15.486 2273 2278 2290 rBV 527094 724196 14.59%
18 17.039 2528 2542 2555 rBVe 43324 187353 3.77% ©0.611%
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Sum of corrected areas: 30674878
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF138541.D\data.ms
4000000 5.510
6.504
3000000
7.434
2000000
1000000 6.863
2.275 3122
OM\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF138541.D\data.ms
9.222 12.974
4000000
3000000 10.692
2000000
9.898 11.386
8.145
1000000
.786
0 i L 1265
— — T T ) T — — ‘
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: BF138541.D\data.ms
4000000
3000000
2000000
14.021
1000000
15.486
13.492
17.039
0 ‘Y_j\‘ 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\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.275 3.02 ng 123427 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 28
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 32 (2.275 min): BF138541.D\data.ms (-24) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.0

| ;1 220 240 2.60
e B L wz 43.65  44.82%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 L L AL B R
43.0 220 240 260
87.0 m/z 55.10 31.98%
29.0
0 b |
O\H‘\H\‘HH‘HH‘\H\[\!H‘HH‘\H\‘\H\‘HH‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9526: 3-Pentanol, 2,4-dimethyl-
73.0
e Rt me e
220 240 260
55.0 87.05  24.85)
5000 ITI z . 0
27.0 410
s [ I, 850 990 1140
‘,““ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 220 240 260

m/z 41.05 17.97%

5000
55.0
‘ 87.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.122 7.57 ng 309864 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 516 (5.122 min): BF138541.D\data.ms (-511) (-) m/z 43.10 100.00%
5000 59.0
e EEERRREE s
| 6.1 1011 4.80 5.00 5.20 5.40
Ol el e b M/Z 59.05  50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L LI L B U
4.80 5.00 5.20 5.40
59.0 m/z 58.05  15.56%
101.0
O\\‘\\\\‘\2\3\"?‘1\\\“w}\\‘\\w\‘\\?\o‘lg\\?%\-0\\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
N RRREE S
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.92%
410 101.0
o 250 TTL Il 720,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- e EaERRREEas S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.66%
41.0
5000
86.0
ol bt 90 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.786 4.03 ng 191975  Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 98
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
4 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 27
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 27
Abundance Scan 1819 (12.786 min): BF138541.D\data.ms (-1815) (- m/z 56.10 100.00%
56.1
5000 A A
257.3
1291 — e
gse, | ma e | | e g2 a0
ol v b i ””u“u I A e m/z 57.18 57.55%
miz--> 50 100 150 200 25 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 R etpmend
12.50 13.00
m/z 43.05 44.,18%
129.0 257.0
Wl L0 wsso  PT0 s
O\\\\“ Ay “‘\”“\\\‘\\\‘\‘\‘\\‘i"\\\\‘\‘\
miz--> 50 100 150 200 250 300
Abundance #214938: Hexadecanoic acid, butyl ester
56.0 A
S W |V WS
12.50 13.00
5000 m/z 41.10 44 .03%
257.0
1290
h H‘ P | 1710 2130 ‘ 312.(
0Tl w“MMH S A
miz--> 50 100 150 200 250 300 A
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester ot =y
56.0 12.50 13.00
m/z 55.10 33.22%
5000
257.0
" 1o 229 L.
ol ppey T o 20 | | s LU
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Octadecanoic acid, 2-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.492 2.88 ng 137301  Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 90
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 74
3 Butyl myristate 284 (C18H3602 000110-36-1 64
4 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 32
5 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 30
Abundance Scan 1939 (13.492 min): BF138541.D\data.ms (-1934) (- m/z 56.10 100.00%
56.1
5000 A
129.1 2854 ‘ 13%6
185.2  241.2 . :
0! Moy 1N T 808 5705 59.65%
miz-> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 ‘ A\ T T
285.0 13.50
1290 m/z 43.05 44.73%
ot flgeo 70 amso 20| | o
- ‘\\‘\\“\\‘1\‘\\\\‘\\\\‘\\\}‘
miz--> 50 100 150 200 250 300
Abundance #249006: Octadecanoic acid, butyl ester
56.0
SIS
13.50
5000 285.0 ITI/Z 41.05 39.82%
129.0 340.(
185.0 241.0 ‘
0 ‘\H‘ ﬂ%ﬂ? et L S T ‘h“‘ —
miz--> 50 100 150 200 250 300 J\
Abundance #179088: Butyl myristate R SVESH NS
56.0 13.50
m/z 55.05 32.62%
5000 229.0
‘ ‘ 1290 1659 ‘ 284.0 J\
ool T b et
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.039 5.17 ng 187353  Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 91
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20ON2 004733-39-5 43
4 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 43
5 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 38
Abundance Scan 2542 (17.039 min): BF138541.D\data.ms (-2528) (- m/z 360.20 100.00%
360.2
5000 152.0
57.1
T \
‘ } 254.1 17.00
o) M— u\ \\u‘\m\wﬁm‘n i u\\“\‘n }h o | } H" I “\‘u‘ e \‘ m/z 152.00 48.97%
miz--> 50 100 150 200 250 300 350
Abundance #270190: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000 ey
17.00
152.0 272.0 m/z 57.10 34.42%
39.0 770 1190.0228.0 , | |
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.(
P |
17.00
5000 m/z 359.20 31.90%
207.0
s 10 120100 | a0 sisg |
m/z--> 50 lOO 150 200 250 300 350
Abundance #270188: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl A ‘
360.( 17.00
m/z 179.10 28.25%
5000
270 180.0
ol . M0 1380,/ 240.0 283.0 N ORI | 1Y T

m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138541.D

Acqg On : 12 Jul 2024 12:23
Operator : CG\JU

Sample : PB162009BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.275 3.0 ng 123427 1 6.863 818363 20.0
2-Pentanone, 4-... 5.122 7.6 ng 309864 1 6.863 818363 20.0
Hexadecanoic ac... 12.786 4.0 ng 191975 5 14.022 953194 20.0
Octadecanoic ac... 13.492 2.9 ng 137301 5 14.022 953194 20.0
(1,1'-Biphenyl)... 17.039 5.2 ng 187353 6 15.486 724196 120.0
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