LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc :

ALS vial : 8 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133850.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 20 rVB 424495 548693 42.33%  3.990%
2 2.252 24 28 35 rVB 22524 34853 2.69% 0.253%
3 3.963 314 319 323 rVB 15447 19960 1.54% 0.145%
4 5.087 506 510 516 rBV 165327 180519 13.92%  1.313%
5 5.487 574 578 588 rBV 1393820 1278309 98.61% 9.295%
6 6.492 744 749 752 rBV 1404338 1296367 100.00% 9.427%
7 6.857 807 811 814 rBV 713046 563336 43.45% 4.096%
8 7.416 902 906 909 rBV 1096925 854247 65.90% 6.212%
9 8.133 1025 1028 1032 rBV 866820 711984 54.92% 5.177%
10 9.210 1207 1211 1215 rBV 1307123 1038896 80.14% 7.554%
11  9.480 1250 1257 1264 rBV7 11114 23554 1.82% 0.171%
12 9.816 1309 1314 1324 rVB3 16334 31076 2.40% 0.226%
13 9.892 1324 1327 1331 rBV 934154 733976 56.62% 5.337%
14 10.098 1357 1362 1367 rBV5 19082 30893 2.38% 0.225%
15 10.304 1393 1397 1405 rVB2 13535 26104 2.01% 0.190%
16 10.610 1444 1449 1452 rBV 111807 99757 7.70% 0.725%
17 10.680 1458 1461 1465 rBV 728847 685953 52.91% 4.988%
18 10.922 1499 1502 1505 rBV 22190 19201 1.48% 0.140%
19 11.386 1577 1581 1584 rBV 827463 660894 50.98% 4.806%
20 11.845 1655 1659 1661 rBv4 17612 24455 1.89% 0.178%

21 11.916 1664 1671 1688 rVB2 414843 690418 53.26%
22 12.610 1786 1789 1790 rBV2 23643 23947 1.85%
23 12.651 1790 1796 1801 rVV2 144184 311730 24.05%
24 12.710 1801 1806 1817 rVB 241416 425495 32.82%
25 12.874 1830 1834 1848 rVB2 58648 110911  8.56%

O wNO WU
N
[e)])
~N
B

26 12.980 1848 1852 1857 rVB 746874 613005 47.29%
27 13.216 1888 1892 1894 rBV2 19724 20960  1.62%
28 13.833 1992 1997 2001 rBV 135632 224426 17.31%

oORr RN
o
w
N
R

29 13.874 2001 2004 2006 rVV 179952 254462 19.63% 850%
30 13.910 2006 2010 2015 rVV 632488 923591 71.24% 716%
31 13.963 2015 2019 2026 rVB 40304 60652 4.68% 0.441%
32 14.045 2026 2033 2036 rBV 530514 544299 41.99%  3.958%
33 14.210 2058 2061 2064 rBV 22929 24541 1.89% 0.178%
34 14.521 2111 2114 2116 rVB 29206 28149 2.17%  ©.205%
35 14.915 2178 2181 2184 rVB2 27395 28963 2.23% 0.211%
36 15.192 2225 2228 2234 rVB 31566 33773 2.61% 0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.551 2284 2289 2293 rBV 446540 569877 43.96% 4.144%

Sum of corrected areas: 13752226
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\

BF133850.D
: 20 Jun 2023 11:48
: CG\JU
: 03282-06
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

AP0
1200000
1000000

800000
600000
400000
200000

0
Time-->

TIC: BF133850.D\data.ms

5.487 6.492

7.416

6.857

1140

5.087

.252 3.963

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF133850.D\data.ms
9.210

9.892
8.133

11.386

0.480 9.816 10.0980.304

0
Time-->

= e e — — —
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

AP SE560
1200000
1000000

800000
600000
400000

200000

Time-->

TIC: BF133850.D\data.ms

4.210 14.521 14.91515.192

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.140 19.48 ng 548693 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
Abundance Scan 9 (2.140 min): BF133850.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000 43.1
‘ ‘ 2.202.302.402.50
bl e 1981 13111470 psn 4310 45.87%
m/z--> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T[T TrTT]T
2.202.302.402.50
43.0 o
m/z 55.00  29.96%
2o
O\\\’\H\\“‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
73.0
N R
2.202.302.402.50
5000 55.0 m/z 87.10 24.79%
39.0
0 97.0 115.0
L A e e
miz--> 20 40 60 80 100 120 140
Abundance #5032: 3-Pentanol, 3-methyl- R Raas e R
73.0 2.202.302.402.50
m/z 41.00 14.86%
5000
55.0
w ]
o RSN ROV PR E— 225 O ———
m/z--> 20 40 60 80 100 120 140 2.202.302.402.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
BF133850.D

: 20 Jun 2023 11:48

: CG\JU

. 03282-06

: 8 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.087 6.41 ng 180519 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.087 min): BF133850.D\data.ms (-506) (-) m/z 43.00 100.00%
3.0
5000 59.1
101.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 83.0 4.80 5.00 5.20 5.40
ot e e m/z 59.10 51.64%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R B L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.21%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\‘}“\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A mmm
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.49%
87.0
26.0
R e B o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R A BBRRRRwREASE L
59.0 4.80 5.00 5.20 5.40
m/z 40.95 9.39%
5000 41.0
126.0
ol 109
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.610 2.72 ng 99757  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 1449 (10.610 min): BF133850.D\data.ms (-1444) (| m/z 105.00 100.00%
105.0
77.1
5000 182.1
51.0
— P
10.50 11.00
152.1
Obr bl L 1260 D00 myz 77.10 63.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 —r Ao
182.0 10.50 11.00
51.0 m/z 182.10  50.14%
ol2ro | | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
— —
10.50 11.00
5000 77.0 m/z 51.00 30.04%
51.0
27.0 133.0 178.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide g \”%Nj
105.0 10.50 11.00
m/z 50.00 10.38%
77.0
5000
51.0
0 28.0 - i 134.0 1650 A A A AN s
e R A e A e e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 20.89 ng 690418  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1671 (11.916 min): BF133850.D\data.ms (-1664) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 R
W o L —
oWWHHHEH‘Ww‘m“w‘w‘l m‘Hww_‘mwmwm!_‘ m/z 73.00 94.96%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
97.0 157018502130 256.0 m/z 60.00 89.72%
O\H‘HH“}‘HH!H\H‘\\‘H\‘H‘}h“‘\\”h‘\“\‘H‘\H\‘\H\‘\‘\H‘H\‘\‘HH‘\H!‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 730
—=
12.00
5000 129.0 m/z 41.10 84.87%
171.0
101.0 214.0
015.0
T T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 55.10 75.17%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWﬁ”mmwﬂmewuu‘uumu‘_kuu‘uuw‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.651 9.43 ng 311730  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 14-Pentadecenoic acid 240 C15H2802 017351-34-7 72
3 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 43
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 43
5 Cyclohexane, 1,1'-[3-(2-cyclopen... 346 C25H46 055401-71-3 38

Abundance Scan 1796 (12.651 min): BF133850.D\data.ms (-1790) (- m/z 55.00 100.00%

55.0
5000
97.1

——

12.50 13.00
01660 2212 26%1

et m/z 41.05 67.75%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155960: 1-Nonadecene
41.0
83.0

5000 — —
12.50 13.00

m/z 69.05 64.28%

‘ 125.0
\‘\h\\“}\\“‘\H\\“H\\!‘H\‘\‘}“\\\‘i]\-l\s\4\‘(\)\\\‘\\\\‘\\\\’\\\\‘\\\2\’6\6\\(\)‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

55.0

T
12.50 13.00

o

o

5000 97.0 m/z 43.10 40.02%
138.0 222.0
o 26.0 180.0
R R s e A Ran o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56975: Cyclopentane, 1-pentyl-2-propyl- — —
69.0 12.50 13.00

m/z 83.10  39.31%

5000 1110
29.0
182.0
\‘ | ‘\\ \\‘ . | 1400 ™

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.710  12.88 ng 425495  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 1806 (12.710 min): BF133850.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1 730
5000
129.1

185.1 2412 ) __— —
‘ 284.: 12.50 13.00

ob——HiL, ‘mw‘mﬂwu‘wm {0 B VI L w2 73.00  85.61%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000 e s
12.50 13.00

284.C g
1850 5410 m/z 57.00  78.17%

ol— \“ “ \‘ ‘H‘H M \M‘ h} \“ i L ‘L “\‘ \‘ - \‘ “\ ‘\‘ ,
m/z--> 50 100 150 200 250
Abundance
43.0 73.0

T T
12.50 13.00

5000 129.0 m/z 60.00 74.32%
199.0 2420
163.0
oAl Ll p PS04
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00

m/z 55.00 64.19%

43.0
5000
129.0
185.0 228.0 ﬁMMNWMNF//VKhL/&WWMNxN
“ \“\ u‘u“ H“‘ ‘HM“ \\‘H‘L {M‘\‘ m ‘\

‘ —
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 7 2-Methylphenothiazine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.874 4.08 ng 110911  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylphenothiazine 213 C13H11NS 005828-51-3 72
2 2,5-bis(Trimethylsilyl)thiophene 228 C10H20SSi2 017906-71-7 59
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 58
4 2-Trimethylsilyl-3-trimethylsily... 228 C8H20ON4Si2 1000373-05-5 50
5 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 49

Abundance Scan 1834 (12.874 min): BF133850.D\data.ms (-1830) (- m/z 213.10 100.00%
8.1

21
5000 43.1
69.1
1l 139.0 169.1 12.50 13.00
0 2411 m/z 43.10  43.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90953: 2-Methylphenothiazine
213.0
5000 180.0 — ——
12.50 13.00
m/z 57.05 42.82%
152.0 ‘ ‘
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1”\‘\‘1\\“‘\\\\“‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
213.0
— —
12.50 13.00
5000 ITI/Z 55.00 25.11%
73.0
99.0
163.0
1) SRS ES M M S okt b IS S N——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-

— —

213.0 12.50 13.00
m/z 41.05 21.79%

5000
119.0
39.0 65.0 91‘-0‘ . 1650 | “
) N W A S Tt Y N - -
miz—> 20 40 60 80 100 120 140 160 180 200 220 240  12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 8 unknown13.833 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.833 8.25 ng 224426  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 43
2 Ethanone, 1,2-diphenyl- 196 C14H120 000451-40-1 43
3 Phenylglyoxylic acid, butyl ester 206 C12H1403 1000453-46-6 38
4 2,3,4-0-Tribenzoyl-1-ribopyranos... 464 C26H21F07 1000129-81-2 38

5 2-Benzamido-4,4'-dinitrodiphenyl... 427 C19H13N307S 1000255-05-1 38

Abundance Scan 1997 (13.833 min): BF133850.D\data.ms (-1992) (- m/z 105.00 100.00%
105.0
5000 163.1
— A
51.0 13.50 14.00
Ol ek 1931 2251 2669y 163,10 46.14%
miz--> 50 100 150 200 250
Abundance #52285: Ethanone, 2-(acetyloxy)-1-phenyl-
105.0
5000 — W
13.50 14.00
43.0 m/z 77.05 28.88%
o 740 1360 1780
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
— A
13.50 14.00
5000 m/z 51.00 8.08%
51.0 1650196.0
ot
miz--> 50 100 150 200 250
Abundance #82278: Phenylglyoxylic acid, butyl ester = =
105.0 13.50 14.00
m/z 106.05 6.97%
5000
0 510 | 178.0
A e T i P
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9 Oxybis(propane-1,2-diyl) di... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.874 9.35 ng 254462  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 80
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 72
3 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 35
5 2-Bromoisobutyrophenone 226 C10H11Bro 010409-54-8 27
Abundance Scan 2004 (13.874 min): BF133850.D\data.ms (-2001) (- m/z 105.05 100.00%
105.1
163.1
5000
— A
51.0 2071 ) 13.50 14.00
b L1 ST 241 2820 p/; 163,10 61.43%
miz-> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — e
13.50 14.00
m/z 77.05  28.16%
Lomo a0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
— A
13.50 14.00
5000 m/z 51.00 7.83%
163.0
51.0
oh ot s e e e
miz--> 50 100 150 200 250
Abundance #38614: Morpholine, 4-phenyl- == 4
105.0 13.50 14.00
m/z 106.00 7.47%
163.0
5000
51.0
o2 - Ak,
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.910 33.94 ng 923591  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 53
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 35
5 Benzoic acid 5-methyl-2-phenyl-2... 278 C17H14N202 056159-67-2 35

Abundance Scan 2010 (13.910 min): BF133850.D\data.ms (-2006) (- m/z 105.00 100.00%
105.0 149.1
5000 77.0
e
44.0 179.1 : 14.00
Ol ke e AL 2250 26707 149,05 94.80%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #216951: Diethylene glycol dibenzoate
105.0 149.0
5000 1
77.0 14.00
m/z 77.05 46.82%
OH\‘Hﬂ’z\.\‘\\‘H‘\\“HH‘\‘H\‘\H\‘H‘H’HH’\.H\‘HH‘HH‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance
149.0
105.0 A
14.00
5000 m/z 51.00 13.95%
77.0
45.0
0L rrtrrpterptrrtr e e
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans .
104.0 149.0 14.00
m/z 150.00 9.53%
5000
51.0
0‘H‘HHMJHM‘WNH‘NHW‘HW‘¢WH‘WH‘WHH‘HHM‘HM‘H e
m/z--> 20 40 60 80 100120140160 180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 11 Morpholine, 4-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.963 2.23 ng 60652  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 80
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 47
4 Propanoic acid, 2-(benzoylamino)... 251 C13H17NO4 141627-52-3 14
5 Hippuric acid, methyl ester 193 C10H11NO3 001205-08-9 14
Abundance Scan 2019 (13.963 min): BF133850.D\data.ms (-2015) (- m/z 105.00 100.00%
105.0 163.1
5000
14.00
51.0 .
207.1 .
oL \\W”w\\”\wq‘\\ ey “?4?? ??5' m/z 163.05  93.34%
miz--> 50 100 150 200 250
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 T
14.00
m/z 77.00 27.59%
51.0
01\5.\0‘\ T i“\‘\‘\ { “\ T \“\ T \H\ L B s B B
miz--> 50 100 150 200 250
Abundance
105.0
163.0 14.00
5000 m/z 164.05 11.65%
51.0 207.0
o
m/iz--> 50 100 150 200 250
Abundance #38927: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)-
163.0 14.00
m/z 106.00 8.59%
5000
78.0
119.0
20 | |
e I RIAWAS
m/z--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133850.D

Acqg On : 20 Jun 2023 11:48
Operator : CG\JU

Sample : 03282-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.140 19.5 ng 548693 1 6.857 563336 20.0
2-Pentanone, 4-... 5.087 6.4 ng 180519 1 6.857 563336 20.0
Benzophenone 10.610 2.7 ng 99757 3 9.892 733976 20.0
n-Hexadecanoic ... 11.916 20.9 ng 690418 4 11.386 660894 20.0
1-Nonadecene 12.651 9.4 ng 311730 4 11.386 660894 20.0
Octadecanoic acid 12.710 12.9 ng 425495 4 11.386 660894 20.0
2-Methylphenoth... 12.874 4.1 ng 110911 5 14.045 544299 20.0
unknown13.833 13.833 8.3 ng 224426 5 14.045 544299 20.0
Oxybis(propane-... 13.874 9.3 ng 254462 5 14.045 544299 20.0
Diethylene glyc... 13.910 33.9 ng 923591 5 14.045 544299 20.0
Morpholine, 4-p... 13.963 2.2 ng 60652 5 14.045 544299 20.0
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