LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acqg On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc :

ALS vial : 6 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: BGO55779.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.836 88 93 99 rBV 19921 29164 1.25% 0.284%
2 5.288 332 340 347 rBvV 51586 80932 3.46% 0.789%
3 5.764 415 421 433 rBV 256633 431828 18.45% 4.210%
4 7.379 689 696 706 rBV 163813 293119 12.52% 2.858%
5 8.237 835 842 848 rBV 119604 200541 8.57%  1.955%

6 8.449 872 878 884 rvB2 29335 47597 2.03% ©
7 9.406 1033 1041 1052 rBV 341431 597426 25.53% 5.824%
8 11.063 1316 1323 1335 rVB 170271 302036 12.90% 2
9 13.484 1728 1735 1744 rVB 925471 1473166 62.94% 14.362%
10 14.859 1961 1969 1978 rBV 314963 474125 20.26%

IN
o)
N
N
o

11 16.204 2191 2198 2205 rVB 40818 64935 2.77%
12 16.345 2215 2222 2234 rBV 893988 1417160 60.55% 13.
13 17.603 2429 2436 2445 rBV 412401 621930 26.57%
14 18.461 2578 2582 2606 rBv4 69830 227590  9.72%
15 19.718 2792 2796 2818 rVB2 91298 243630 10.41%

NNOWO
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w
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16 20.188 2870 2876 2882 rVB 1813462 2340529 100.00% 22.818%
17 21.898 3161 3167 3175 rVB 406454 677226 28.93%
18 25.294 3737 3745 3758 rVB2 242396 734282 31.37% 7.159%
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N
R

Sum of corrected areas: 10257216
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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: BG055779.D\data.ms
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Abundance TIC: BG055779.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 (S)-(+)-1,2-Propanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.836 2.91 ng 29164  1,4-Dichlorobenzene-d4 8.237

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 40
4 1-Butene, 4-methoxy 86 C5H100 004696-30-4 9
5 2-Butanol 74 C4H1e0 000078-92-2 9
Abundance  Scan 93 (3.836 min): BG055779.D\data.ms (-88) (-) m/z 45.00 100.00%
45.0
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R ERE R
61.0 66.0 3.60 3.80 4.00 4.20
Ot e b e m/z 43.00 19.32%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
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. 190 310 || 530610 759
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Abundance #1091: R-(-)-1,2-propanediol
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AR RARRAREEEE SRR
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0 L ‘\\“\‘37-0“\‘ 530°1° 760
R I e e e R ARRRE
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Abundance #1085: Propylene Glycol R REE
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I e e I R e R SRS e AR R
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.288 8.07 ng 80932  1,4-Dichlorobenzene-d4 8.237

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 340 (5.288 min): BG055779.D\data.ms (-332) (-) m/z 43.00 100.00%

43.0
59.0
5000
10 15,00 5.20 5.40 5.60
gl gl 830
o—-——ny— b m/z 59.00  58.26%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L L L B LA BN
5.00 5.20 5.40 5.60
59.0 m/z 101.00  18.50%
27.0 83.0 101.0
O \\\‘\“\H\\“H}\\‘1‘\\\\“\.r\r“‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9501: n-Propyl t-butyl ether
59.0
R RRRR RS
5.00 5.20 5.40 5.60
m/z 58.00 13.63%
5000 410 101.0 /
15.0 ‘
O — ‘M “H‘ Sl eso | m7o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RAREEE L s
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.02%
5000 41.0
126.0
Ol L 1200139
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 D-Limonene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.449 4.75 ng 47597 1,4-Dichlorobenzene-d4 8.237

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 98

2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 94

3 Limonene 136 C1leH16 000138-86-3 94

4 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 86

5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 43
Abundance Scan 878 (8.449 min): BG055779.D\data.ms (-872) (-) m/z 68.00 100.00%

68.0
93.0

5000
41.0
1211 L B I L LI LN B
| ] 8.20 8.40 8.60 8.80
el b e m/z 67.00 78.19%

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

Abundance #18009: D-Limonene
68.0
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5000 R e R RREREE
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121 0 ’
41.0 m/z 93.00 76.36%
\‘ ‘\“ il 207.0
‘ TTTT ‘ LI ‘ T T T ‘ \ \ T ‘ TTT \ ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)

o

68.0
Frrr e
8.20 8.40 8.60 8.80
5000 93.0 m/z 79.00  35.86%
39.0
121.0
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #17995: Limonene “‘W““‘H““H“‘J
68.0 8.20 8.40 8.60 8.80
m/z 41.00  34.68%
5000 93.0
4.0 ‘ 121.0
obprl b dl M L
miz—> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 4 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.204 2.74 ng 64935  Acenaphthene-d1e 14.859
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
5 2-Pyrazoline-3-carbonitrile, 1-b... 199 C11H9N30 067872-68-8 47
Abundance Scan 2198 (16.204 min): BG055779.D\data.ms (-2191) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
—— ——
16.00 16.50
152.1
Ot ot | 1260 2070 s 77,00 69.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0 .
5000 et A
16.00 16.50
51.0 m/z 182.00  61.50%
2710 | 4 1260 1520 |
O ‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
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T T
77.0 16.00 16.50
5000 ITI/Z 51.00 30.30%
51.0
0210 || i
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32009: Acetophenone, 2-chloro- T ‘/\ —
105.0 16.00 16.50
m/z 181.00 12.11%
77.0
5000
51.0
0 270 A \‘ Ll | 15\40 ﬂ
et e e e e e e e e T —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.461 7.32 ng 227590  Phenanthrene-di0 17.603
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 2582 (18.461 min): BG055779.D\data.ms (-2578) (- | m/z 43.05 100.00%
43.0 73.0
5000 129.0
213.1 e
‘ ﬂ?l.]W ‘ 256.1 18.50
0~ ‘hh WWH“lﬁq”‘ﬁ‘ WH‘H\M “M — m/z 73.00 94.92%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 60.00 93.53%
H ‘ 171.0 ‘
0 1‘4‘0 ‘\\ w“\‘\‘\‘\hh“\ \‘\‘H‘\ i H‘w\ | “‘ “‘ . ‘ ‘u\‘ A h‘ . “ N
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
18.50
5000 129.0 m/z 41.00 84.42%
‘ 199.0 2420
0L— ‘\‘ w ‘H‘M HH“H\‘ Hh“‘\ ‘M\‘ u} “‘1‘5?9 ;“ ‘i SN— “\ o
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —
73.0 18.50
43.0 m/z 55.00 78.30%
5000
129.0
185.0 228.0
0, ‘\\M“ \\‘H“ ‘M‘\‘ u} “ ‘ \‘ \u“ . ‘\‘ \‘ — ‘\‘ T . ‘ .
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\BG112522\
Data File : BG@55779.D

Acq On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.718 7.83 ng 243630  Phenanthrene-die 17.603
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2796 (19.718 min): BG055779.D\data.ms (-2792) (- | m/z 43.10 100.00%
43.1

5000
241.2

185.1

0 m/z 57.05 91.41%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 — —
33.0 19.50 20.00
’ 284.0 o
185.0 541 0 m/z 73.00  90.77%
ol “‘ H‘ | \}‘““‘H‘dl \‘\‘ ‘ L ‘L “\‘ “ b \‘ “\ ’\‘ . R
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
—— —
129.0 256.0 19.50 20.00
' m/z 60.80  85.44%
5000 213.0
29 171.0
0L \L w ‘u‘u Hl‘ﬂ“ i “\L ‘ ‘\‘ “‘ i “ L “ - “ e
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —— —
73.0 19.50 20.00

m/z 41.00 78.91%

5000 129.0
29.
1950 e \/\‘L“
‘\\‘M H\M‘\ . ‘\ ‘ ‘ L ‘\ ‘\ ‘
[ P

‘ 7
m/z--> 50 100 150 200 250 300 350 19.50 20.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55779.D

Acqg On : 25 Nov 2022 13:36
Operator : CG/JU

Sample : N5741-02

Misc

ALS vial : 6 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|
(S)-(+)-1,2-Pro...  3.836 2.9 ng 29164 1 8.237 200541 20.0
2-Pentanone, 4-... 5.288 8.1 ng 80932 1 8.237 200541 20.0
D-Limonene 8.449 4.8 ng 47597 1 8.237 200541 20.0
Benzophenone 16.204 2.7 ng 64935 3 14.859 474125 20.0
n-Hexadecanoic ... 18.461 7.3 ng 227590 4 17.603 621930 20.0
Octadecanoic acid 19.718 7.8 ng 243630 4 17.603 621930 20.0
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