LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acqg On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc :

ALS Vvial : 17 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56378.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.348 343 350 362 rBV 112154 198156 10.54% 1.764%
2 5.835 424 433 448 rBV 479240 879778 46.81% 7.830%
3 7.451 700 708 722 rBV 503568 951866 50.65% 8.472%
4 8.309 849 854 870 rVB 159593 281103 14.96%  2.502%
5 8.873 944 950 957 rVB6 11027 24185 1.29% 0.215%
6 9.161 993 999 1002 rBV5 9879 20969 1.12% 0.187%
7 9.414 1032 1042 1047 rBV7 16862 43246  2.30% ©.385%
8 9.484 1047 1054 1067 rVB 312633 629866 33.51% 5.606%
9 10.048 1146 1150 1159 rVB5 8834 19666 1.05% 0.175%
10 11.141 1329 1336 1343 rBV 197927 368774 19.62% 3.282%
11 12.774 1608 1614 1621 rVB2 12282 20676 1.10% 0.184%
12 12.998 1642 1652 1659 rBv4 11510 32750 1.74% 0.291%
13 13.550 1738 1746 1757 rBV 1008114 1586870 84.43% 14.123%
14 14.102 1833 1840 1845 rVB9 8698 22011 1.17% ©.196%
15 14.243 1859 1864 1868 rBV4 16778 25288 1.35% ©.225%
16 14.925 1974 1980 1986 rVB 346342 545925 29.05% 4.859%
17 15.307 2043 2045 2051 rVB4 14203 21549 1.15% ©.192%
18 15.959 2152 2156 2161 rBv4 17093 30250 1.61% 0.269%

1.

19 16.259 2202 2207 2214 rVB 137886 199197 10.60%
20 16.405 2226 2232 2240 rBV 770233 1176853 62.62% 10.

[
N
N
N
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21 17.316 2383 2387 2390 rBV5 15129 24551 1.31%
22 17.663 2440 2446 2450 rBV 410877 647200 34.447%
23 17.704 2450 2453 2459 rVB 192092 275273 14.65%
24 18.509 2586 2590 2592 rBV 85408 122692 6.53%
25 18.579 2599 2602 2608 rVB 75528 104242 5.55%

ORr NU®
N
Ul
®
S

26 18.714 2623 2625 2630 rBv2 39927 66892 3.56%
27 19.696 2787 2792 2797 rBV 354934 520668 27.70%
28 20.054 2850 2853 2860 rVB 340791 515742 27.44%
29 20.236 2879 2884 2889 rBV 1479909 1879448 100.00% 16.

[ ) S N )
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w
A
S

Sum of corrected areas: 11235686
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056378.D\data.ms
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Abundance TIC: BG056378.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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.
5.348 14.10 ng 198156  1,4-Dichlorobenzene-d4 8.309

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 Guanidine 59 CH5N3 000113-00-8 37
3 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 28
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 350 (5.348 min): BG056378.D\data.ms (-343) (-) m/z 59.00 100.00%
59.0
101.0
5000
e ARAREEES S
5.00 5.20 5.40 5.60
bl i b e e M/Z 43.00 80.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B LA LN R B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 72.02%
O\‘\‘\“\\“h\\\‘}“\7\3\.\9‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #298: Guanidine
59.0
e ARAREEES S
5.00 5.20 5.40 5.60
5000 m/z 58.00 21.68%
28.0
L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154901: 2,5,8,11,14,17-Hexaoxaoctadecane R R
59.0 5.00 5.20 5.40 5.60
m/z 39.00 9.52%
5000
103.0
31.0
ol | | 810 1470 1770 2210 A
A e AR A e e RRRRE S e RS RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 unknown9.414 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.414 3.08 ng 43246  1,4-Dichlorobenzene-d4 8.309

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexene, 3-ethyl-2,5-dimethyl- 140 CloH20 062338-08-3 43
2 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 38
3 1-Hexyne, 3-ethoxy-3,4-dimethyl- 154 C10H180 054244-91-6 35
4 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 27
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 25
Abundance Scan 1042 (9.414 min): BG056378.D\data.ms (-1032) (-) m/z 97.00 100.00%
1.0
69.0
5000 125.1
41.0
‘ ‘ ‘ 154.1 9.00 9.20 9.40 9.60 9.80
I — “‘ | I Al “‘ Ll m/z e9.e0  83.63%
m/z--> 20 60 80 100 120 140 160
Abundance #20738. 3-Hexene, 3-ethyl-2,5-dimethyl-
55.0
97.0
5000 ‘HH‘HH‘HH‘HWH
9.00 9.20 9.40 9.60 9.80
1400 m/z 55.00 50.68%
27.0 :
O\ ‘ \H\ \“‘\ T \‘1“ \‘\‘\?%“\P\ T 1“ T \‘\ \]-‘23\.\()\ T ‘ T 1T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl-
i W
RamEan e
9.00 9.20 9.40 9.60 9.80
m/z 125.10  47.14%
5000 125.0
41.0
0 25 “ in ‘ ‘\ Ll 95\).\0 ‘ 15\4'0
“““““““““ B e AR
miz--> 80 100 120 140 160
Abundance #31105: 1—Hexyne, 3-ethoxy-3,4-dimethyl-
69.0 97.0 9.00 9.20 9.40 9.60 9.80
m/z 83.10  44.37%
5000
41.0
H 139.0
(| A ““J‘ [V [ SVSRE R AR S AL M
m/z--> 20 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.259 7.30 ng 199197  Acenaphthene-di0 14.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 46
3 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
4 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 43
5 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 43
Abundance Scan 2207 (16.259 min): BG056378.D\data.ms (-2202) (- | m/z 105.00 100.00%
105.0
182.0
5000
— —
510 15 0 ‘ 16.00 16.50
bt 1500 | 23902740 7 185,00 79.88%
miz--> 50 100 150 200 250 300
Abundance #56927: Benzophenone
105.0
182.0
5000
1600 1650
51.0 m/z 76.95 62.79%
O T T T T } T \HH\ T ‘ ‘\ T T ]-\SQ \O\ \H T ‘ T T L ‘ T T T T ‘
miz—-> 50 100 150 200 250 300
Abundance #57018: 1,1'-Biphenyl, 3,4'-dimethyl-
182.0
1600 1650
5000 m/z 181.00 17.87%
39.0 89.0
A k- T0 ¥
miz--> 50 100 150 200 250 300
Abundance #56416: 2,4,6-Trimethoxytoluene i v M/\M“”N‘
182.0 1600 1650
m/z 51.00 16.05%
5000
121.0
390 770 ‘ ‘ ‘
(o mm— “H \M\H\H‘ ‘HH \‘\h H“ ‘\“\“““ i““‘ “‘ T — ,I‘\ -
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.509 3.79 ng 122692  Phenanthrene-di0 17.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 Tridecanoic acid 214 C13H2602 000638-53-9 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 46
4 Tetracosanoic acid 368 (C24H4802 000557-59-5 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2590 (18.509 min): BG056378.D\data.ms (-2586) (- | m/z 72.95 100.00%
3.0

3

213.1
5000
129.0
el ‘
18.50
0’”““‘\ ““I}uull 302.1 386.2 456.2 m/z 59.95 57.78%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 e e oy
18.50
213.0 m/z 213.05 52.36%
O’m‘NWIIWII’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92070: Tridecanoic acid
73.0
—
18.50
5000 ITI/Z 71.00 50.34%
129.0
214.0
el L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75717: Dodecanoic acid 7
73.0 18.50
m/z 69.00 41.16%
5000
129.0° 200.0
sl |
0 )

7
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.579 3.22 ng 104242  Phenanthrene-di0 17.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 81
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
Abundance Scan 2602 (18.579 min): BG056378.D\data.ms (-2599) (- | m/z 192.00 100.00%
192.0
- /\/WL
RN
823 149 271.9 3410 ‘ 18.50
bt 290 271D, 3810 4004 498\, 191 00 62.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 — ‘
18.50
m/z 189.00  27.17%
96.0
O \\\‘\‘\\”l\‘“‘\\\‘Wf\“\\‘\‘ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67020: Anthracene, 9-methyl-
192.0
RN
18.50
5000 m/z 193.00 17.67%
96.0
0390| L | m\‘\
et
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —— ‘
192.0 18.50
m/z 190.00 15.18%
5000
A B A B A AR T
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acq On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 3-Bromo-2-thiophenecarbalde... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.715 2.07 ng 66892  Phenanthrene-d10 17.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Bromo-2-thiophenecarbaldehyde 190 C5H3Bros 000930-96-1 53
2 Butanedinitrile, tetraphenyl- 384 C28H20N2 003122-21-2 49
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 46
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 46

Abundance Scan 2625 (18.714 min): BG056378.D\data.ms (-2623) (- | m/z 192.00 100.00%

192.0
5000

94.4 U
18.50 19.00

293.1
0 ‘?"S‘?ww’M ‘MWH T e v “‘3‘?'?0 M mjz 191,00 60.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64991: 3-Bromo-2-thiophenecarbaldehyde
191.0
5000 e Sisans
82.0 18.50 19.00

m/z 189.00  48.71%

%%'HW ‘\\‘ “\ h}“ \“ 1%\-3\‘?.‘0\"‘\ T “ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #291325: Butanedinitrile, tetraphenyl-
192.0

T
18.50 19.00

o

5000 ITI/Z 189.95 39.37%
ol 210 13901, 252.0 305.0  384.0
R IR e e R R LR B R R S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67030: Anthracene, 1-methyl- T T
192.0 18.50 19.00

m/z 94.40  17.45%

5000
p7.0 96\'0 J\‘ i

T ‘
m/z--> 50 100 150 200 250 300 350 400 450 18.50 19.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56378.D

Acqg On : 20 Jan 2023 22:13
Operator : CG/JU

Sample : 01229-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-... 5.348 14.1 ng 198156 1 8.309 281103 20.0
unknown9.414 9.414 3.1 ng 43246 1 8.309 281103 20.0
Benzophenone 16.259 7.3 ng 199197 3 14.925 545925 20.0
n-Hexadecanoic ... 18.509 3.8 ng 122692 4 17.663 647200 20.0
Anthracene, 2-m... 18.579 3.2 ng 104242 4 17.663 647200 20.0
3-Bromo-2-thiop... 18.715 2.1 ng 66892 4 17.663 647200 20.0
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