LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acqg On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc :

ALS Vvial : 14 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55729.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.292 335 341 348 rBV 72114 113476 5.54% 1.023%
2 5.774 416 423 433 rBV 519021 843528 41.19% 7.601%
3 7.389 689 698 713 rBV 570276 979710 47.84%  8.828%
4 8.241 837 843 851 rBV 128310 219043 10.70%  1.974%
5 9.417 1034 1043 1054 rBV 332090 589421 28.78% 5.311%

6 11.073 1317 1325 1333 rBV 203566 368119 17.98%  3.317%
7 13.494 1728 1737 1748 rBV 944365 1498668 73.18% 13.504%
8 14.863 1963 1970 1978 rBV 354626 562829 27.48% 5.072%
9 16.209 2193 2199 2205 rVB 109017 157989  7.71% 1.424%
10 16.350 2216 2223 2236 rBV 759448 1175699 57.41% 10.594%

11 17.607 2430 2437 2442 rBV 437731 660741 32.27% 5.954%
12 17.771 2461 2465 2473 rVB3 17256 27582 1.35% 0.249%
13 18.465 2578 2583 2593 rBV 81038 141560 6.91% 1.276%
14 19.646 2779 2784 2790 rVB 51998 73813 3.60% ©.665%
15 19.728 2794 2798 2807 rVvv4 25981 42305 2.07% ©.381%
16 20.004 2842 2845 2852 rVB 53916 78152  3.82% 704%

17 20.192 2871 2877 2883 rBV 1601445 2047851 100.00% 18.
18 21.902 3162 3168 3174 rBV 420650 687498 33.57%
19 23.106 3369 3373 3380 rvVB2 52601 97869 4.78%
20 25.304 3739 3747 3760 rVB2 243324 731717 35.73%
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Sum of corrected areas: 11097570
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acq On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055729.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 5.774 7.389

400000 9.417

00000 6201 11.073

5.292
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055729.D\data.ms
1600000 20.192

1400000
1200000
1000000{ 13.494

800000 16.350

600000 21.902
17.607
400000 14.863
200000 18.465 004
I B e

Time--> 13.50 14.00 14.50 15.00 15.50 16. OO 16.50 17.00 17.50 18. OO 18.50 19.00 19.50 2000 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG055729.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000 25.304

20000093.106

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acq On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.292 10.36 ng 113476  1,4-Dichlorobenzene-d4 8.241

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 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
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 341 (5.292 min): BG055729.D\data.ms (-335) (-) m/z 43.00 100.00%
59.0
5000
R R
‘ 83.0 101.0 5.00 5.20 5.40 5.60
Ol bl el e M/Z 59.00  53.45%
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 UL L B I L L I LR
5.00 5.20 5.40 5.60
101.0 m/z 101.00  16.35%
0 31\'0 L | 83.0 |
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
A ARARREEEREE
5.00 5.20 5.40 5.60
5000 57.0 m/z 58.00 14.73%
29.0
‘ 101.0
0H“HWH““m“mwHMmu“HH"HHWH“H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- bt et
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.74%
5000 41.0
29.
87.0
o 80 LUl L T00 | o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acq On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.209 5.61 ng 157989  Acenaphthene-di0 14.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 N-cyanobenzamide 146 C8H6N20 015150-25-1 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
Abundance Scan 2199 (16.209 min): BG055729.D\data.ms (-2193) (- | m/z 105.00 100.00%
105.0
o 182.0
5000
51.0
—— —
16.00 16.50
151.9
Ol 1269 T gz 77.e0 65.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r ——
16.00 16.50
51.0 m/z 182.00  59.17%
o201 1p69 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 16.00 16.50
5000 m/z 51.00 28.88%
51.0
0 27.0 | \‘ NI l ‘ 125.0 1540
e et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25636: N-cyanobenzamide —— ——
105.0 16.00 16.50
m/z 181.00 11.17%
77.0
5000
51.0
ol 270, o | 126.0146.0 A
R R R R R B AR —— A
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acq On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.465 4.28 ng 141560  Phenanthrene-di10 17.607
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2583 (18.465 min): BG055729.D\data.ms (-2578) (- | m/z 73.00 100.00%
43.0 73.0
5000
125.1 213.1 )
T
‘ ‘17‘1'1‘ ‘ 256.1 18.50
0~ ‘MM wmwﬁwmww“wu‘w‘k “L‘ m/z 43.05 98.17%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 60.00 93.58%
‘ H ‘ 171.0 ‘
01‘4‘0 ‘\\ ‘“ Il M\ w“\‘\‘\‘\hh“\ \M it H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ N
miz—-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
N ad
18.50
5000 129.0 m/z 57.10 82.12%
‘ 199.0 2420
0L— ‘\‘ w ‘H‘M h!\ ‘\HM“H Hhu\ M\‘u} “‘ ‘l‘sﬂ‘q“ ‘i A “\ o
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid T
60.0 18.50
m/z 41.05 78.60%
5000
29.0 129.0
70 ‘ ‘ 186.0
[o ““ U\ ‘u‘\‘ u‘l‘ ‘uh‘ﬁ H“ “‘ ‘H\{ b ‘ \‘ ; “ — — —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acq On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.166  2.85ng 07869 Chrysene-d12 21.902

Hit# of 5 Tentative ID MW MolForm CAS# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 80
3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
thalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-54-1 35
erephthalic acid, hept-3-yl oct... 376 C23H3604 1000356-64-3 27
romoacetic acid, 2-ethylhexyl e... 250 C10H19Bro02 068144-73-0 14

Ul wN R
W HUOUR R
0.

Abundance Scan 3373 (23.106 min): BG055729.D\data.ms (-3369) (- | m/z 70.05 100.00%

70.0
149.0 261.1
5000

P e
207.0 326.9 23.00 23.50
0! m/z 261.10  80.89%
m/z--> 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 e, T
23.00 23.50
m/z 149.00 78.69%
02\9‘\% L\“ T \‘ T } i \2‘07\9\ ™ \“\ L 3\0‘4\(\) T \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
e e
112.0 23.00 23.50
5000 261.0 ITI/Z 112.10 44 .48%
167.0
29.
L4l Ul aomo | lsmoso
m/z--> 50 100 150 200 250 300 350
Abundance #257502: Phthalic acid, 3,5-difluorophenyl neopentyl este V“”“W’“TW ; FTWXMW
149.0 23.00 23.50
71.0 m/z 57.05 42.93%
261.0
5000
219.0
R T T A T .
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55729.D

Acqg On : 22 Nov 2022 00:33
Operator : CG/JU

Sample : N5664-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.292 10.4 ng 113476 1 8.241 219043 20.0
Benzophenone 16.209 5.6 ng 157989 3 14.863 562829 20.0
n-Hexadecanoic ... 18.465 4.3 ng 141560 4 17.607 660741 20.0
1,4-Benzenedica... 23.106 2.9 ng 97869 5 21.902 687498 20.0
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