LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56028.D

Acqg On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc :

ALS vial : 5 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56028.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.393 12 18 29 rBB 23582 36511 4.24% 0.930%
2 5.408 356 361 368 rBB 19457 28872 3.35% 0.735%
3 5.884 436 442 450 rBB 153972 243800 28.29% 6.209%
4 7.500 710 717 724 rBB 161547 270782 31.42% 6.896%
5 8.370 859 865 871 rBB 37461 59897 6.95% 1.525%

6 9.539 1057 1064 1071 rBB 96893 175048 20.31%  4.458%
7 11.201 1340 1347 1354 rBV 51426 87560 10.16%  2.230%
8 13.605 1749 1756 1763 rVB 358127 534608 62.03% 13.616%
9 14.974 1983 1989 1996 rBB 89080 134907 15.65% 3.436%

10 16.313 2211 2217 2222 rBV 11664 16251 1.89% 0.414%
11 16.448 2232 2240 2248 rBV 350612 539414 62.58% 13.738%
12 17.712 2449 2455 2459 rBV 113141 172058 19.96%  4.382%
13 17.753 2459 2462 2467 rVB 23488 31283 3.63% ©.797%
14 18.558 2594 2599 2607 rBv4 29662 46543 5.40% 1.185%
15 18.628 2607 2611 2615 rVB3 5843 10054 1.17% ©0.256%
16 18.769 2629 2635 2639 rBV6 5175 10958 1.27% ©.279%
17 19.104 2689 2692 2698 rVB6 5673 9732 1.13% 0.248%
18 19.304 2720 2726 2731 rBV6 5179 11774 1.37% ©.300%
19 19.486 2752 2757 2759 rVB6 7895 12910 1.50% ©.329%
20 19.615 2774 2779 2780 rBV5 6989 8793 1.02% 0.224%
21 19.739 2795 2800 2805 rBV 53335 74557  8.65%  1.899%
22 19.809 2808 2812 2816 rBV7 11789 19918 2.31% 0.507%
23 19.891 2822 2826 2829 rBV5 8670 14125 1.64% ©0.360%
24 20.073 2853 2857 2858 rBV2 7617 10816 1.25% ©.275%
25 20.103 2858 2862 2867 rVB 51710 75923 8.81% 1.934%

26 20.285 2887 2893 2898 rBV 661824 861909 100.00% 21.952%
27 22.012 3181 3187 3193 rBV3 115579 229104 26.58%
28 25.508 3774 3782 3792 rBV3 65812 198280 23.00% 5.050%
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Sum of corrected areas: 3926387
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 20 Dec 2022 13:39
: CG/JU
: N6©37-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
BG056028.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M

Quant Title

TIC Library

: 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_G\Data\BG122022\
Data File : BG@56028.D

Acq On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.393 12.19 ng 36511 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 9
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
5 1-Hepten-4-ol 114 C7H140 003521-91-3 9

Abundance  Scan 18 (3.393 min): BG056028.D\data.ms (-12) (-) m/z 73.10 100.00%

73.1
43.0
5000 /\
R
“ 340 360 3.80
01— “‘:‘ “H“““““‘ T m/z 43.00 52.64%
m/z--> 20 80 100 120 140
Abundance #5054. Butane, 2-methoxy-2-methyl-
73.0
5000 \‘\\\\\\\\‘\\
43.0 3.40 3.60 3.80
‘ m/z 55.00 39.66%
270 88.0
O\‘\‘\\"\\\1‘\\1‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140
Abundance #5030. 3-Pentanol, 3-methyl-
73.0
““ T
3.40 3. 60 3.80
5000 550 m/z 87.10 33.26%
29.0
0“‘WM‘M“uN“J‘M‘§§9‘“““““““
miz--> 20 40 60 80 100 120 140
Abundance #27881: Pentane, 2-bromo- T
43.0 3.40 3. 60 3.80
m/z 41.00 22.96%
27.0
5000
71.0
ol I M‘\‘ L 107.01230 _ 1500 (\
‘ ““ L e R B e e o
m/z--> 20 80 100 120 140 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56028.D

Acq On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.408 9.64 ng 28872  1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Butane 58 C4H10 000106-97-8 10
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 2-Propyn-1-0l, acetate 98 C5H602 000627-09-8 9

Abundance Scan 361 (5.408 min): BG056028.D\data.ms (-356) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 BB K G
‘ 83.0 5.00 5.20 5.40 5.60 5.80
Ol il SRS L m/z 59.e0  52.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LU B I
59.0 5.00 5.20 5.40 5.60 5.80
150 1010 m/z 101.00 21.02%
O\\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘§\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 14.03%
20.0 101.0
o 180 Ll 730 850
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #262: Butane R R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.56%
5000 29.0
wo Il oL
0 \\\‘\\‘\\‘\\1\‘\\\1i\1\\‘\\m‘\\H‘HHWHWHWH_ R e e O N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56028.D

Acq On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.313 2.41 ng 16251  Acenaphthene-die 14.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Methanone, phenyl-2-pyridinyl- 183 C12HSNO 000091-02-1 47
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
4 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9H9NO2 000119-51-7 38
5 3,3'-Dimethylbiphenyl 182 C14Hi4 000612-75-9 38
Abundance Scan 2217 (16.313 min): BG056028.D\data.ms (-2211) (-~ | m/z 182.00 100.00%
182.0
77.0 105.0
5000 51.0
‘ T T it ‘ T
152.0 16.00 16.50
ol e e e e m/z 105.08 75.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
i
5000 — A
182.0 16.00 16.50
51.0 m/z 77.08  71.56%
ol 210 | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57941: Methanone, phenyl-2-pyridinyl-
71.0 105.0 155.0 ;
— —
16.00 16.50
5000 51.0 182.0 m/z 51.00 42.36%
270 | M 1270 |
BB o e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester — ‘ n —
105.0 16.00 16.50
77.0 m/z 181.00  18.74%
5000 51.0
15.0 152.0
ol i L S |
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\BG122022\
Data File : BGO56028.D

Acq On : 20 Dec 2022 13:39

Operator : CG/JU

Sample : N6037-04

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Tridecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.558 5.41 ng 46543 Phenanthrene-d10 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid
3 Tetradecanoic acid
4 Dodecanoic acid

5 n-Decanoic acid

214 C13H2602
256 C16H3202
228 C14H2802
200 C12H2402
172 C10H2002

000638-53-9 70
000057-10-3 58
000544-63-8 47
000143-07-7 42
000334-48-5 38

Abundance Scan 2599 (18.558 min): BG056028.D\data.ms (-2594) (- | m/z 73.00 100.00%
73.0
213.2
5000 129.1
171. 256.1
3911
‘ ‘ ‘ ‘ 312.1 18.50
0! i L . M lul_, L m/z 41.00 88.01%
miz--> 50 100 150 200 250 300
Abundance #92070: Tridecanoic acid
73.0
5000 1r¢kw‘ R T
129.0 18.50
29. 1710 5149 m/z 55.00 78.35%
O . \‘ ‘\‘ ‘u‘u i ‘h\‘\‘\} ‘\ ‘m‘ “\ “‘ ‘ A T
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
T \
18.50
5000 m/z 60.00  77.55%
129.0
83.0 213.0
171.0 ‘
miz-> 50 100 150 200 250 300
Abundance #109283: Tetradecanoic acid —
73.0 18.50
m/z 43.00 77 .50%
5000 129.0
185.0
228.0
0 —— ‘M u‘u‘ \\“\\M\“‘uh\" ;\u‘\‘\} “‘\‘\“ - \‘ — I B ; ‘ ;
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56028.D

Acq On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknownl9.809 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

19.809 2.32 ng 19918 Phenanthrene-die 17.712

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 12
2 Pentadecanoic acid 242 C15H3002 001002-84-2 11
3 4-Bromo-1H-indole-6-carbonitrile 292 C12H13BrN2Si 1000501-02-6 11
4 3-Bromo-4-cyanoindole, TMS 292 C12H13BrN2Si 1000508-62-4 11
5 Sebacic acid, 4-cyanophenyl hexy... 387 C23H33NO4 1000354-44-5 10

Abundance Scan 2812 (19.809 min): BG056028.D\data.ms (-2808) (- | m/z 55.00 100.00%
58.0
185.1

129.0

284.1
5000 241.1

929 328.0

- _—
19.50 20.00
A m/z 43.00 90.31%
miz--> 50 100 150 200 250 300

Abundance #179093: Octadecanoic acid
73.0

129.0

284.0 _ —
1850 241.0 19.50 20.00
m/z 73.08  84.53%

50007 28.0

0 H‘}““‘\“M ”\“ T L \L i “ o L\ \‘ “\ T \‘\ (R

miz--> 50 100 150 200 250 300

Abundance #126199: Pentadecanoic acid
73.0

19.50 20.00
129.0 m/z 185.10  80.31%

5000

199.0 242.0

OH‘M L A e
m/z--> 50 100 150 200 250 300

Abundance #188278: 4-Bromo-1H-indole-6-carbonitrile
73.0 19.50 20.00

m/z 60.00 74.06%

5000
292.0

140.0
0 290\“ " ‘\ " 1L \\L " il m 249.0 H Il
L e L e A s By e T I —

T
m/z--> 50 100 150 200 250 300 19.50 20.00

197.0
I
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56028.D

Acqg On : 20 Dec 2022 13:39
Operator : CG/JU

Sample : N6037-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.393 12.2 ng 36511 1 8.370 59897 20.0
2-Pentanone, 4-... 5.408 9.6 ng 28872 1 8.370 59897 20.0
Benzophenone 16.313 2.4 ng 16251 3 14.974 134907 20.0
Tridecanoic acid 18.558 5.4 ng 46543 4 17.712 172058 20.0
unknown19. 809 19.809 2.3 ng 19918 4 17.712 172058 20.0
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