LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc :

ALS vial : 7 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-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57838.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.027 325 330 335 rBV 44609 66120 2.31% 0.529%
2 5.491 402 409 419 rBvV 373561 565522 19.76% 4.526%
3 7.078 672 679 690 rVB 233008 388338 13.57%  3.108%
4 7.918 816 822 830 rBV 136082 223417 7.81% 1.788%
5 9.081 1011 1020 1030 rBV 494831 854240 29.85% 6.836%

6 10.720 1292 1299 1308 rBV 204070 359917 12.58%  2.880%
7 13.176 1710 1717 1728 rBV 1241961 1966299 68.72% 15.735%
8 14.551 1944 1951 1958 rBV 360890 554859 19.39%  4.440%
9 15.908 2176 2182 2188 rBV 136388 190567 6.66%  1.525%
10 16.038 2197 2204 2215 rBV 1176159 1769185 61.83% 14.158%

11 16.472 2273 2278 2283 rVB 45485 67418 2.36%
12 17.295 2412 2418 2426 rBV 481677 725729 25.36%
13 18.182 2565 2569 2576 rBV 68736 106827 3.73%
14 19.457 2783 2786 2791 rBV2 50418 72398  2.53%
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15 19.915 2858 2864 2869 rBV 2151615 2861351 100.00% 22.898%
16 21.202 3080 3083 3092 rVB3 47916 82705 2.89% 0.662%
17 21.549 3136 3142 3148 rVB2 439789 720866 25.19% 5.769%
18 22.706 3335 3339 3347 rVB2 49275 85381 2.98% 0.683%
19 24.698 3669 3678 3691 rVB 294822 835003 29.18% 6.682%

Sum of corrected areas: 12496142
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057838.D\data.ms
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Abundance TIC: BG057838.D\data.ms
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Abundance TIC: BG057838.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.027 5.92 ng 66120 1,4-Dichlorobenzene-d4 7.918

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 330 (5.027 min): BG057838.D\data.ms (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
83.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“M\\\‘\\‘\“\‘\\\\‘\\\\‘\‘\.\\‘\\\\‘\\\\‘\ m/z 59.06 61.9900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB B L L I BN L
59.0 4.80 5.00 5.20 5.40
150 010 m/z 101.00 17.65%
. 101.
\\\‘\f‘\f‘\\f‘swi;(\)\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A ARARAmEERE
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.35%
41.0
20.0 101.0
e il 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.10%
5000 57.0
29.0
‘ 101.0
m"""m““m“‘l1""m‘mwm"“m“m“uu“
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_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.908 6.87 ng 190567  Acenaphthene-di10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
5 Methyl benzilate 242 C15H1403 000076-89-1 47
Abundance Scan 2182 (15.908 min): BG057838.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 i
16.00
11259 180 | 76,95 64.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 1
16.00
51.0 m/z 182.00  52.96%
210 | ! 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
T
182.0 16.00
5000 m/z 51.00 25.66%
51.0 105.0
270 ‘ 1280 1020
L L e e A m e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- ey
105.0 16.00
m/z 181.00 9.17%
5000 77.0
>0 178.0
210 | 133.0 156.0 '\ .
I e I S EESa R coe
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.182 2.94 ng 106827  Phenanthrene-die 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 74
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Nonanoic acid 158 C9H1802 000112-05-0 55
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2569 (18.182 min): BG057838.D\data.ms (-2565) (- | m/z 60.00 100.00%

60.0
5000
97.0 1291 213.2 o

157.11851 | ,ge 18.00 18.50
m/z 72.95 93.05%

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730

5000 129.0 TS T
18.00 18.50
171.0 m/z 57.00 78.79%
L o || e
]\-ﬁl‘o\‘}\\‘i}‘\\”\“\u\‘\M\H““th‘\‘\‘\\“\\}\“\\H‘\‘\\\‘\H‘\‘\H\‘\\H‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
F e
18.00 18.50
5000 129.0 ITI/Z 43.00 78.21%
97.0 157018502130 256.0
ww“;w!uM ”Lwh“m‘:“l um‘H‘_‘H_‘mw“_wm!_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 55.00 70.56%
5000
129.0 242.0
‘ ‘ ‘ 1710199.0
\‘M ﬁuu\‘w %\\m N | ‘ |

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_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.457 2.01 ng 72398  Chrysene-di12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Pentadecane 212 C15H32 000629-62-9 25
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 2786 (19.457 min): BG057838.D\data.ms (-2783) (- | m/z 43.00 100.00%
43.0173.0
5000
—
19.50
m/z 57.00 98.16%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 —
19.50
284.C o
185.0 241.0 m/z 72.95 95.89%
“\‘\M
miz--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 730
—
19.50
5000 129.0 m/z 55.00 83.59%
199.0 242.0
: HJ ‘H‘u‘ M \\h“‘\ ;N‘\‘M “\ ‘16‘3-“0; “‘ N - -
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —
73.0 19.50
43.0 m/z 41.00 74 .98%
5000 129.0
185.0
H 228.0
. “‘ W ‘HH h“ “H‘\“‘ th\ }N‘\‘ al “ ‘ L, \“ b \‘ — ‘\‘ — — —r
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.202 2.29 ng 82705  Chrysene-d12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 2-Heptadecenal 252 C17H320 1000143-48-6 90

Abundance Scan 3083 (21.202 min): BG057838.D\data.ms (-3080) (- | m/z 57.00 100.00%
54

.0
97.0
5000

38.1 174.0 221.92511282.(: 21.00 21.50
- ‘HHmJH‘Mw“:‘Mww,wwwp”wum:_w’;wu,“m m/z 43.00 87.89%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138490: E-15-Heptadecenal
43.0
83.0

5000

T —
21.00 21.50

m/z 55.00 79.04%

‘ ‘125.0
AL T ss0 seee 220
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138521: 1-Octadecene

57.0

97.0

T —
21.00 21.50

5000 m/z 83.00 77.53%

27,0

} \\ 0 1680 2100 2520
I v

miz—> 20 40 60 80 100120140160 180200220240 260280

Abundance #292190: Trichloroacetic acid, hexadecyl ester —— —
43. 21.00 21.50

m/z 69.00 68.57%

5000

155.0 196.02250
— —
m/z--> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.706 2.37 ng 85381  Chrysene-di12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 38
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 35

Abundance Scan 3339 (22.706 min): BG057838.D\data.ms (-3335) (- | m/z 70.00 100.00%

70.0
5000

R
209.0 22.50 23.00
— 1 m‘ u ‘H L 327.0

T \“”\“ L } \“h’u“\‘\\‘ ) T i T m/z 149.00 71'140"

|
miz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0

5000 67.0 T
22.50 23.00
m/z 261.10 66.91%

2\9‘\% T "“\ T \‘ T } e \2(’)7\\0\ ™ \‘ T L 3\)0‘4\(\) T \3‘6\1\0\ ™
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

112.0 22.50 23.00
5000 261.0 m/z 57.05 44.20%

67.0
P9.
ﬁﬂ ‘ \h ‘“L‘ | ‘ 207.0 1304.0347.0
ALy L L 2070 ] 1304.0347.0
m/z--> 50 100 150 200 250 300 350

Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester T
261.0 22.50 23.00

m/z 112.10  39.71%

5000 70.0
149.0
219.0
e S

m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG@®57838.D

Acqg On : 23 Jun 2023 12:00
Operator : CG/JU

Sample : 03291-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-... 5.027 5.9 ng 66120 1 7.918 223417 20.0
Benzophenone 15.908 6.9 ng 190567 3 14.551 554859 20.0
Tridecanoic acid 18.182 2.9 ng 106827 4 17.295 725729 20.0
Octadecanoic acid  19.457 2.0 ng 72398 5 21.549 720866 20.0
E-15-Heptadecenal 21.202 2.3 ng 82705 5 21.549 720866 20.0
1,4-Benzenedica... 22.706 2.4 ng 85381 5 21.549 720866 20.90
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