LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@092523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc : EMBRIDGE-M-R-HEATER

ALS Vvial : 13  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_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135432.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.381 557 560 571 rBV 1491816 1561780 3.10% 2.014%
2 6.398 729 733 752 rVB 912069 1003845 1.99% 1.294%
3 6.751 790 793 802 rVB 1291204 1061679 2.10% 1.369%
4 7.322 884 890 893 rBV 2832565 2916214 5.78% 3.760%
5 8.033 1004 1011 1014 rBV 1510608 1407631 2.79% 1.815%
6 8.627 1107 1112 1117 rBV 1092466 893019 1.77% 1.151%
7 9.110 1189 1194 1197 rBV 4599129 4514537 8.95% 5.821%
8 9.233 1211 1215 1222 rBV 1420796 1394031 2.76% 1.797%
9 9.522 1260 1264 1267 rBV 1638487 1382781 2.74% 1.783%
106 9.786 1305 1309 1313 rBV 1726664 1562896 3.10% 2.015%
11 10.133 1332 1368 1370 rBV 6581534 50449692 100.00% 65.046%
12 10.586 1441 1445 1449 rBV 2379977 2464087 4.88% 3.177%
13 11.280 1559 1563 1567 rBV 1675939 1423338 2.82% 1.835%
14 11.815 1651 1654 1667 rBV 445547 551819 1.09% 0.711%
15 12.880 1830 1835 1838 rBV 3413656 3326684 6.59% 4.289%
16 13.939 2011 2015 2019 rVB 741244 718481 1.42% 0.926%
17 15.404 2259 2264 2275 rBV 737263 927677 1.84%  1.196%

Sum of corrected areas: 77560191
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :
Misc : EMBRIDGE-M-R-HEATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135432.D\data.ms
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Abundance TIC: BF135432.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\

Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc EMBRIDGE-M-R-HEATER
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 2,5-Dimethylbenzoxazole Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.627 12.69 ng 893019 Naphthalene-d8 8.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylbenzoxazole 147 CSHSNO 005676-58-4 80
2 Benzimidazole, 2-amino-1-methyl- 147 C8HON3 001622-57-7 64
3 5-Benzofuranamine, 2-methyl- 147 C9H9INO 1000327-45-8 58
4 2H-Indazol-3-amine, 2-methyl- 147 C8HON3 097990-19-7 53
5 2-Methyl-4-indolol 147 C9HONO 035320-67-3 53
Abundance Scan 1112 (8.627 min): BF135432.D\data.ms (-1107) (-) m/z 147.05 100.00%
147.1
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77.0
51.0 104.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ 310 8.40 8.60 8.80 9.00
ot el e ABYO I /7 146,05 65.10%
miz-> 20 40 60 80 100 120 140
Abundance #26097: 2,5-Dimethylbenzoxazole
147.0
78.0
5000 L B B N LN B
106.0 8.40 8.60 8.80 9.00
51.0 ' m/z 77.00  32.22%
O+ ’Z\Z\.O\ \“‘”\ \‘M‘\““i‘\ \”1“’ el T T \“]\-S\Q\.(\)‘ T 1 T
miz-> 20 40 60 80 100 120 140
Abundance #26044: Benzimidazole, 2-amino-1-methyl-
147.0
 RAREEEAE e
8.40 8.60 8.80 9.00
5000 m/z 104.10 16.92%
119.0
51.0 77.0 93.0
£ IV O . Y W T
m/iz--> 20 40 60 80 100 120 140
Abundance #26124: 5-Benzofuranamine, 2-methyl- R AREL
147.0 8.40 8.60 8.80 9.00
m/z 51.00 16.88%
5000
118.0
39.0 73.0 91.0 ‘
| \M“‘l‘ﬂﬁﬁ?“l“\ “w“,‘ ‘ ““1“ S R SRS | —
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc : EMBRIDGE-M-R-HEATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.233 17.84 ng 1394030  Acenaphthene-d10 9.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 47
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38

Abundance Scan 1215 (9.233 min): BF135432.D\data.ms (-1211) (-) m/z 43.00 100.00%

43.0
109.1
5000
151.1
R AREEEREE o
85.0 9.00 9.20 9.40 9.60
O bt bl by 1932 s 169,05 58.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L R B B I L B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 34.70%
0 :\L\S\.?\ ‘\‘\ \““V T ‘\“\‘H‘ \“‘\“\ \H"‘\‘ T ‘\H\ 1 \“M“\ “\ — \“ T 1 T \‘\ T ’J\-\Q\Z\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R E R RRREEEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.19%
1 B N | SN N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol e T
109.0 9.00 9.20 9.40 9.60
m/z 85.05 10.95%
5000 151.0
43.0 80.0
0 ‘1‘5"9"m“m‘wwm,hmH‘m‘u‘HHWMHH,HH_M, e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc : EMBRIDGE-M-R-HEATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Indolinone, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.522 17.70 ng 1382780  Acenaphthene-d10 9.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Indolinone, 1-methyl- 147 CSHSNO 000061-70-1 80
2 3-(4,5-Dihydro-1H-imidazol-2-yl)... 147 C8H9N3 006302-53-0 53
3 Aziridine, 2-phenyl- 119 C8HSN 001499-00-9 47
4 4-(4,5-Dihydro-1H-imidazol-2-yl)... 147 C8H9N3 021381-61-3 46
5 3-Pyridineacetonitrile 118 C7H6N2 006443-85-2 38
Abundance Scan 1264 (9.522 min): BF135432.D\data.ms (-1260) (-) m/z 118.05 100.00%
118.1
5000 147.1
77.0
51.0 — A
b0 | 20
0 “‘,““,““‘”“WW el m/z 147.05  45.21%
m/z--> 20 40 80 100 120 140
Abundance #26093.24ndohnone,14nemyh
118.0
147.0
5000
9.50
m/z 77.00  35.90%
51.0 910
O\\\’2\7\-0\\"\\“"H\\}‘\\“‘i\‘}\\\“‘\\1\‘\1\\
miz-> 20 40 60 80 100 120 140
Abundance #26059: 3-(4,5- Dmydm)lH|nnda20|2y0pynmne ﬂ
118.
1 \
9.50
5000 147.0 m/z 91.05 29.24%
510 78.0
(R —
miz--> 20 40 60 80 100 120 140
Abundance #10386: Aziridine, 2-phenyl- A = ‘
118.0 9.50
m/z 50.95 23.77%
5000
91.0
51.0 ‘ ﬂ
28.0
0m,w‘H‘,‘H“H“:‘m‘_“ “‘ j\ —
m/z--> 20 40 60 80 100 120 140 9.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\

BF135432.D

: 25 Sep 2023 17:52
¢ CG\JU
. 04540-02

: 13 Sample Multiplier: 1

EMBRIDGE-M-R-HEATER

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1H-Benzotriazole, 4-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.133 645.59 ng 50449700  Acenaphthene-di1e 9.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 72
4 Benzene, 1-azido-2-methyl- 133 C7H7N3 031656-92-5 64
5 1H-Indol-4-0l 133 C8H7NO 002380-94-1 58

Abundance Scan 1368 (10.133 min): BF135432.D\data.ms (-1332) (- m/z 104.05 100.00%
104.1
133.1
5000
51.0 77.0
. —
10.00 10.50
0 e 3541 s 133,05 63.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000 77.0 1000 1050
51.0 ' : :
m/z 77.0 40.187%
0270 ‘\\\\‘H\\\‘\\!‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0
. —
133.0 10.00 10.50
m/z 78.0 39.18%
5000 770
51.0
m/z--> 20 60 80 100 120 140 160
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- T —
104.0 10.00 10.50
133.0 m/z 51.08  35.75%
5000
78.0
51.0
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc EMBRIDGE-M-R-HEATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.816 7.75 ng 551819  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1654 (11.815 min): BF135432.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 (73.0
5000
129.0
- —
L | H‘l 1.0 157.1185.1 2132 0561 11.50 12.00
0l ‘H‘MH‘H_‘Hnw“_u”wm m/z 59.95 95.02%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - U
11.50 12.00
167.01g5 02130  256.0 m/z 73.00 90.72%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— P
11.50 12.00
5000 129.0 m/z 57.05 84.25%
199.0
s e
0]"5‘0““‘1 ‘ — ‘W ”m”m“l Mw;H“_‘M“Hqm‘wuu‘um_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T T
3
43.0 73.0 11.50 12.00
m/z 41.05 73.47%
5000 129.0
171.0
214.0
0150? = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\
Data File : BF135432.D

Acqg On : 25 Sep 2023 17:52

Operator : CG\JU

Sample : 04540-02 :

Misc : EMBRIDGE-M-R-HEATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
2,5-Dimethylben... 8.627 12.7 ng 893019 2 8.033 1407630 20.0
2,4,7,9-Tetrame... 9.233 17.8 ng 1394030 3 9.786 1562900 20.0
2-Indolinone, 1... 9.522 17.7 ng 1382780 3 9.786 1562900 20.0
1H-Benzotriazol... 10.133 645.6 ng 50449700 3 9.786 1562900 20.0
n-Hexadecanoic ... 11.816 7.8 ng 551819 4 11.280 1423340 20.0
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