LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS Vvial : 12  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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38734.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.987 300 306 314 rBV 203878 271031 18.17% 3.085%
2 5.457 380 386 395 rBv 581203 800318 53.67% 9.109%
3 7.075 655 661 675 rBV 523800 789603 52.95%  8.987%
4 7.898 795 801 808 rBV 154877 233572 15.66%  2.658%
5 9.075 993 1001 1013 rBV 302447 476838 31.97% 5.427%

6 10.710 1272 1279 1288 rVB 167513 275132 18.45% 3.131%
7 13.163 1690 1696 1703 rBV 831962 1151760 77.23% 13.109%
8 14.539 1924 1930 1943 rVB 260734 379118 25.42% 4.315%
9 15.898 2156 2161 2166 rBV 28636 37998 2.55% ©0.432%
10 16.027 2178 2183 2197 rBV 699327 964282 64.66% 10.975%

11 17.286 2391 2397 2408 rBV 300047 419363 28.12% 4.773%
12 18.168 2542 2547 2558 rBV 90745 134889 9.05% 1.535%
13 19.445 2759 2764 2774 rBV 33842 58653 3.93% 0.668%
14 19.721 2804 2811 2820 rBV 14395 32665 2.19% ©.372%
15 19.903 2836 2842 2848 rBV 1310698 1491286 100.00% 16.973%
16 21.156 3051 3055 3061 rBV3 66478 94573  6.34% 1.076%
17 21.462 3102 3107 3114 rBV 418810 503366 33.75% 5.729%
18 22.327 3252 3254 3259 rVB3 47899 55883 3.75% ©0.636%
19 23.844 3506 3512 3519 rVB2 311030 615637 41.28% 7.007%

Sum of corrected areas: 8785967
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :
Misc : COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM038734.D\data.ms
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Abundance TIC: BM038734.D\data.ms
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Abundance TIC: BM038734.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.987 23.21 ng 271031 1,4-Dichlorobenzene-d4 7.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 306 (4.987 min): BM038734.D\data.ms (-300) (-) m/z 42.95 100.00%
5000
101.0

R R

‘ 4.60 4.80 5.00 5.20 5.40

obrr i 292089 /7 59.00  61.19%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 I R L B
4.60 4.80 5.00 5.20 5.40
m/z 101.00  28.50%
101.0
O\‘\m‘\\“Hi\\‘}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
R R R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.72%
86.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester frerr e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.42%
5000
0 3 \‘H ‘ 12\60
R I L e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.00 ng 37998  Acenaphthene-die 14.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Azobenzene 182 C12H16N2 000103-33-3 47
3 Isopropyl phenyl ketone 148 C10H120 000611-70-1 43
4 3,8-Dibenzoyl-1-nitro-3,6,8-tria... 394 C21H22N404 162710-50-1 43
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
Abundance Scan 2161 (15.898 min): BM038734.D\data.ms (-2156) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
510 T T T ‘/\ T
15.50 16.00
151.9
Ol ol st e g b 2988 Tm/z 77.00 70.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0 N
5000 — RSANS
15.50 16.00
51.0 m/z 182.00  68.08%
O\\\\‘\\\\’\\‘\\‘\\\H“‘\\\\‘\\\\].‘2\\7.\(\)‘]\-\5%\“0\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56773: Azobenzene
717.0
— T
15.50 16.00
5000 51.0 m/z 51.00 25.14%
182.0
105.0
152.0
0‘Hu?%?ﬂ‘Jm‘wHJ‘H‘w“u}?%?_‘$w“u‘hu‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26226: Isopropyl phenyl ketone “ ‘ ‘ﬂ ‘
105.0 15.50 16.00
m/z 180.90  11.70%
77.0
5000
51.0
27.0
| 1) -
0 el et e e e — 1
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 6.43 ng 134889  Phenanthrene-di0 17.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2547 (18.168 min): BM038734.D\data.ms (-2542) (- | m/z 73.00 100.00%
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5000
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213'1 T ‘ T T ‘ T

157.0185.1 256.1 18.00 18.50

ol m/z 60.00  78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
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5000 256.0 LA L
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m/z 42.95 61.64%

213.0
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Abundance #92068: Tridecanoic acid
.0
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pleap i
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5000 ITI/Z 41.00 53.71%
129.0
‘ ‘ 171.0 214.0
0?,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0 18.00 18.50

m/z 55.10  52.49%

129.0
5000{ 43.0
1850  L,e
157.
H‘% Ll ‘ \m | I
VB 1S L 4 S

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 2.33 ng 58653  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 47
Abundance Scan 2764 (19.445 min): BM038734.D\data.ms (-2759) (- | m/z 73.00 100.00%
3.0
43.0
5000 129.0
185.0
2412 Lo, -
‘ ‘ 19.50
ol b b msz ee.ee  83.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
43.0 73.0
=000 g | bl oy
19.50

185.0 410 284 m/z 43.00 75.71%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid
73.0
ST Tl
129.0 19.50
5000 ITI/Z 55.00 67.21%
43.0
LAl m M m 172.0
O ettt ‘wmJ“HMW‘w‘w‘H,wwwwm‘ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid MW‘J‘"‘W‘ e Tl
73.0 19.50
m/z 57.00 57.94%
5000
185.0 228.0 NA
Mﬂm W\n

m/z--> 20 40 60 80 100120140160180200220240260280 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :
Misc : COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.156 3.76 ng 94573  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
4 Pentacos-1-ene 350 C25H50 016980-85-1 87
5 1-Nonadecene 266 C19H38 018435-45-5 83

Abundance Scan 3055 (21.156 min): BM038734.D\data.ms (-3051) (- | m/z 57.05 100.00%

57.0
5000

5.1 T T L
207.0 . .
| Ih( i 285.0354.9 21.00 2150o
Om“m\u‘\“uu“"‘«w‘m‘wwww“H‘_m‘uwww‘mw m/z 43.05 90.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0

5000

m/z 83.00 85.85%

11.0
0 J |,182.0 267.0 490.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\TTT(\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #333983: Nonadecy! heptafluorobutyrate
97.0

S
l 21.00 21.50
{J

21.00 21.50
5000 m/z 54.95 76.23%
69.0 266.0
O*Zj*\‘”J‘* ‘*‘*\*h*'l*‘*‘\**“‘\*Lw*‘”w”‘\***4*\6%*(*)\””\””\””\* ACWLL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T T
57.0 21.00 21.50

m/z 97.00 76.10%

5000
fs.o 252.0
0 J‘ | l ‘J\ [ L 369.0 648.! My

=y ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acq On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.327 2.22 ng 55883  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 43
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 43
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 27
5 6H-Thieno[2,3-b]pyrrole-5-carbox... 167 C7H5NO2S 051856-25-8 18
Abundance Scan 3254 (22.327 min): BM038734.D\data.ms (-3252) (- | m/z 149.00 100.00%
70.1 149.0
261.1
5000
207.0 [ R
22.00 22.50
ol \‘ ‘hh Ll k L i L SO Je.10 95.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 o P ] Ve
22.00 22.50
m/z 261.05 73.50%
O T \M““\H\“\“‘\“L\‘ \L \‘\ } \‘\1\99.‘0\ T ‘ T 13\()‘4.\.0\\ \3‘6\1“\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #295629: Isophthalic acid, di(4-octyl) ester
261.0
— ——
167.0 22.00 22.50 ]
5000 m/z 112.05 48.63%
112.0
200 700 T | | |
ettt
m/z--> 50 100 150 200 250 300 350 400
Abundance #295634: Terephthalic acid, di(4-octyl) ester t ——
261.0 22.00 22.50
m/z 166.90  47.00%
167.0
5000
112.0
70.0
)Y T P T A I E— e gy
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021423\
Data File : BM@38734.D

Acqg On : 14 Feb 2023 17:33

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.987 23.2 ng 271031 1  7.898 233572 20.0
Benzophenone 15.898 2.0 ng 37998 3 14.539 379118 20.0
n-Hexadecanoic ... 18.168 6.4 ng 134889 4 17.286 419363 20.0
Octadecanoic acid  19.445 2.3 ng 58653 5 21.462 503366 20.0
17-Pentatriacon... 21.156 3.8 ng 94573 5 21.462 503366 20.0
1,4-Benzenedica... 22.327 2.2 ng 55883 5 21.462 503366 20.0
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