LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc :

ALS Vvial : 24 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41205.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 364 371 384 rBV 2724944 3823450 56.36% 8.866%
2 6.981 637 645 662 rBV 2559576 4077360 60.11% 9.455%
3 7.563 739 744 757 rVB 55286 109177 1.61% 0.253%
4 7.798 776 784 793 rBV 717269 1085078 16.00% 2.516%
5 7.887 793 799 815 rVW 131790 291809 4.30% 0.677%

6 8.316 866 872 884 rVB 152868 262258 3.87% ©
7 8.975 976 984 999 rBV 1600861 2593841 38.24% 6
8 10.410 1220 1228 1245 rBV 484660 1072557 15.81% 2.487%
9 10.604 1254 1261 1268 rBV 908678 1463460 21.57% 3
10 11.645 1432 1438 1445 rBV 127160 220829 3.26% ©

11 11.716 1445 1450 1459 rVB 57108 93749 1.38% 0.217%
12 13.080 1675 1682 1693 rBV 3941665 5493748 80.99% 12.739%
13 13.927 1818 1826 1835 rBV 178755 256563 3.78% ©.595%
14 14.463 1911 1917 1924 rBV 1286351 1816571 26.78% 4.212%
15 15.963 2165 2172 2181 rBV 3320459 4410866 65.02% 10.228%

16 17.221 2380 2386 2396 rBV 1524855 2074603 30.58%
17 18.004 2514 2519 2526 rBV5 39785 95521 1.41%
18 18.121 2534 2539 2550 rBV 740790 1101376 16.24%
19 19.286 2734 2737 2751 rVB 72185 151563 2.23%
20 19.403 2753 2757 2770 rBV 153073 270733 3.99%
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R

21 19.651 2797 2799 2808 rVB2 37773 71120 1.05%
22 19.856 2829 2834 2839 rBV 5839848 6783545 100.00% 15.
23 20.539 2947 2950 2957 rBV2 195217 286872  4.23%
24 21.127 3046 3050 3060 rVB 579826 821139 12.10%
25 21.421 3095 3100 3105 rBV 1765841 2202360 32.47%
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26 23.791 3497 3503 3513 rVB 1150314 2195494 32.36% 5.091%

Sum of corrected areas: 43125642
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM041205.D\data.ms

5000000
4000000

3000000
5.369 6.981

2000000
8.975

1000000 7708 10.604
10.41

7.563/.887 8.5}\16 }\\ 11]}%?@

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM041205.D\data.ms

19.856

5000000

4000000 13.080
15.963
3000000

2000000
17.221
14.463

1000000 18.121

20.53

13.927 18.u§@§-ﬁﬁiw

o e e e T T S T T T T
Time-> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM041205.D\data.ms

5000000
4000000
3000000
21.421

2000000 23.701

1000000{ 21.127
e A~~~ N

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Furan, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.563 2.01 ng 109177 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 64
2 Formic acid, heptyl ester 144 C8H1602 000112-23-2 40
3 2-Nonene, 3-methyl-, (E)- 140 C1eH20 017003-99-5 40
4 Aniline, 3-(pyrrolidine-1-sulfon... 226 C10H14N202S 1000303-72-7 38
5 Methacrolein 70 C4H60 000078-85-3 9

Abundance Scan 744 (7.563 min): BM041205.D\data.ms (-739) (-) m/z 70.00 100.00%

70.0
5000 J\\
T e
39,0 ‘ 7.20 7.40 7.60 7.80
[ 1470 2070 2804 ., 6909  43.79%
miz-> 50 100 150 200 250
Abundance #623: Furan, 2,3-dihydro-
70.0
39.0
5000
7.20 7.40 7.60 7.80
m/z 42.00 18.31%
T T M\ . ‘ T H 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 #24122: Formic acid, heptyl ester
70.0
T
7.20 7.40 7.60 7.80
5000 m/z 55.00 17.89%
il
alldd o0
miz--> 50 100 150 200 250
Abundance #20714: 2-Nonene, 3-methyl-, (E)- T
70.0 7.20 7.40 7.60 7.80
m/z 41.00 17.23%
5000
29.0‘
140.0
IR Y
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05

Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: 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 2 2-Cyclohexen-1-one Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.887 5.38 ng 291809 1,4-Dichlorobenzene-d4 7.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 64
2 6-Ethyl-5,6-dihydro-2H-pyran-2-one 126 C7H1002 019895-35-3 59
3 Tetrahydrocyclopenta[1l,3]dioxin-... 142 C7H1003 124898-85-7 39
4 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 38
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 17
Abundance Scan 799 (7.887 min): BM041205.D\data.ms (-793) (-) m/z 68.00 100.00%
68.0
5000 J&\¥
39.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
H 53.0 SATO 112.0 7.60 7.80 8.00 8.20
O bbb e e e M/ 38,95 17.34%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000 L L L B L BN LR
96.0 7.60 7.80 8.00 8.20
40.0 ' m/z 39.95 16.22%
H‘\\\‘\‘\\\\‘!‘1\\\‘5\4“(\)‘\\\”‘\\\\‘\'H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12799: 6-Ethyl-5,6-dihydro-2H-pyran-2-one
68.0
L A
or.0 7.60 7.80 8.00 8.20
5000 m/z 84.00 11.74%
39.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22469: Tetrahydrocyclopenta[1,3]dioxin-4-one A mama AR
68.0 7.60 7.80 8.00 8.20
m/z 55.00 7.79%
5000
39.0 30
53]
2slg | >0 | ®40ge01120 a1
R A S A lAAaananas oo Do T
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzaldehyde, 2-hydroxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.316 4.83 ng 262258 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy- 122 C7H602 000090-02-8 97
2 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 90
3 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 90
4 Propanoic acid, 3-chloro-, 4-for... 212 C10H9C1l03 1010142-41-5 72
5 3-Acetoxybenzaldehyde 164 CSH803 034231-78-2 64

Abundance Scan 872 (8.316 min): BM041205.D\data.ms (-866) (-) m/z 122.00 100.00%

122.0
5000
65.0
39.0

93.0 S
8.00 8.20 8.40 8.60

uw“m“H“_“w“w“w“w“_“‘ m/z 121.60  90.28%

L 206.9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11277: Benzaldehyde, 2-hydroxy-
12p.0
5000 L L B B R L R I IR
65.0 8.00 8.20 8.40 8.60
39.0 93.0 m/z 65.80 36.86%
TTT ‘ \“\‘\ \‘\h\“\ “ T \H!“ TT \“\ ‘ ! TTT “\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11282: Benzaldehyde, 3-hydroxy-
122.0

8.00 8.20 8.40 8.60

5000 93.0 m/z 39.00 26.63%
65.0 '
39.0
4§9HMMM‘WW"m“HM‘H“N“W“H“H“H“_“
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #11274: Benzaldehyde, 4-hydroxy- e A AmRE
121.0 8.00 8.20 8.40 8.60

m/z 76.00  22.27%

5000
39.0 650 930

17.0
Tl |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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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_M\Data\BM@73123\
BM041205.D

: 01 Aug 2023 02:05

: MA/JU

. 03741-04

: 24 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 4 Catechol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.410 14.66 ng 1072560 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Catechol 110 C6H602 000120-80-9 96
2 Ethyl Chloride 64 C2H5C1 000075-00-3 37
3 Resorcinol 110 C6H602 000108-46-3 30
4 3(2H)-Pyridazinone, 6-methyl- 110 C5H6EN20 013327-27-0 22
5 2-Furancarboxaldehyde, 5-methyl- 110 C6H602 000620-02-0 18

Abundance Scan 1228 (10.410 min): BM041205.D\data.ms (-1220) (- | m/z 109.95 100.00%
110.0
5000 64.0 /\¥
1050
39.0 ‘ :
W_HM‘WwuuH‘w_‘Mww‘l‘?‘?a?ww?“??:q m/z 63.95 38.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6512: Catechol
110.0
5000 RN
64.0 10.50
m/z 62.95 22.26%
ool I
ke | il
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #408: Ethyl Chloride
28.0
—=
10.50
5000 64.0 m/z 81.00 17.16%
m”w“:‘_w“wh“HWH_mwH_m‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6516: Resorcinol —7
110.0 10.50
m/z 52.95 12.88%
5000
530 82.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Salicyl alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.645 3.02 ng 220829 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Salicyl alcohol 124 C7H802 000090-01-7 91
2 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 90
3 Benzene 78 Cé6H6 000071-43-2 81
4 2-(Aminomethyl)phenyl acetate 165 C9H11NO2 1010386-75-3 78
5 2-Coumaranone 134 C8H602 000553-86-6 78

Abundance Scan 1438 (11.645 min): BM041205.D\data.ms (-1432) (+ | m/z 78.00 100.00%

78.0
5000 106.0
—— ‘

:
51.0 11.50 12.00

b L1929 2910 ) 100 00 44.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11907: Salicyl alcoho
78.0
——

5000 e
106.0 11.50 12.00
76.95  35.17%

51.0
%ggW‘w‘N“‘m‘H“w”‘w!H‘\H‘w‘H‘\H‘w‘H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5716: 2,4,6-Cycloheptatrien-1-one
78.0
106.0

ll 50 12 00
5000 m/z 124.00  26.34%
51.0
vv
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1169: Benzene e P
78.0 11.50 12.00

51.00 13.41%

5000
52.0
27.0 ‘ ‘H H‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.121 10.62 ng 1101380  Phenanthrene-d10 17.221
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2539 (18.121 min): BM041205.D\data.ms (-2534) (- | m/z 72.95 100.00%
73.0
43.0
5000
128.9
—= —
‘ 171.1 ‘ 256.1 18.00 18.50
10T A N P m/z 59.95 81.33%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 T T
129.0 18.00 18.50
213.0 m/z 43.00 75.67%
‘ 171.0 ‘
T \“ LM‘H‘ M“ g bl \“ T ‘\ \‘ \‘\”“ T ‘\ ™ ‘\ I —
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
== =
43.0 18.00 18.50
5000 129.0 m/z 55.00 62.92%
171.0
M ‘ 214.0
. “‘ H“ ‘HH UH Jll dm“\ }‘\H ; I } “ ‘n“ ‘\ . ‘ — “\ . —
miz--> 50 100 150 200 250
Abundance #109283: Tetradecanoic acid = =
73.0 18.00 18.50
m/z 57.00 62.54%
43.0
5000 129.0
185.0
228.0
“\ ‘u‘n“ HH ‘H“H‘ ah\‘\ ;M‘\‘\} “ ‘ L “‘ s \‘ — “‘ — — e
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.404 2.46 ng 270733  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 18
Abundance Scan 2757 (19.403 min): BM041205.D\data.ms (-2753) (- | m/z 73.00 100.00%
73.0
5000
128.9 JVJ&
185.1 241.1 T
h ‘ ‘ 284.1 1950
Lt bl L 35 43 00 86.61%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 1950
m/z 60.00 79.47%
29.0 185.0 549 284.0
H}‘““\“‘} \“‘\ \‘ \“\ “ Ty \“‘ T \“\ (LA
miz--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.00 70.89%
3.0 129.0 242.0
‘ ‘ 199.0
\““Hw‘h“‘ J‘“‘Hw \“‘\ b “ e R
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid T
73.0 19.50
m/z 55.00 66.42%
129.0 256.0
5000 213.0
Bl LT
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 8 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.539 2.61 ng 286872  Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 90
2 9-Borabicyclo[3.3.1]nonane, 9-br... 200 C8H14BBr 022086-45-9 60
3 13,5-Trimethyl-2-cyclohexylbenzene 202 C15H22 004516-10-3 20
4 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C10H1ON40 1000260-59-4 20
5 4-Carbamoyl-3-methoxyquinoline 202 C11H1eN202 020844-05-7 20

Abundance Scan 2950 (20.539 min): BM041205.D\data.ms (-2947) (- | m/z 202.05 100.00%
202.1
5000 284.1 ]\
41.0 152. U T
20.50
91.0 \
iy 1l 2580 4160 475 /7 199.00  65.28%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
43.0 202.0
99.0
5000 Pt :
20.50
‘ m/z 213.05 56.42%
\\‘ H‘ ”h\‘“\““\“r“‘\‘M‘\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #76330: 9-Borabicyclo[3.3.1]nonane, 9-bromo-
67.0 159.0
U [
20.50
5000 m/z 158.95 50.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #78045: 13,5-Trimethyl-2-cyclohexylbenzene T
202.0 20.50
m/z 185.00  45.99%
133.0
5000
ST 11— I\
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.127 7.46 ng 821139  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3050 (21.127 min): BM041205.D\data.ms (-3046) (- | m/z 57.05 100.00%
57.0

5000
21.00 éfsd
207.0 : :
" ‘ ‘\ M i 2001 8570 4291 m/z 43.00  91.74%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — —
21.00 21.50
11.0 m/Z 55.00 89.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
21.00 21.50
5000 110 m/z 83.00 87.43%

11 16702220 2940
RRAR “‘ R A R o B e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance i i

#292190: Trichloroacetic acid, hexadecyl ester T —
43.0 21.00 21.50

m/z 69.05 81.11%

7.0
5000
rlw “‘h“k 3.0 2240

— 1
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41205.D

Acqg On : 01 Aug 2023 02:05
Operator : MA/JU

Sample : 03741-04

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
Furan, 2,3-dihy... 7.563 2.0 ng 109177 1  7.798 1085080 20.0
2-Cyclohexen-1-one  7.887 5.4 ng 291809 1 7.798 1085080 20.0
Benzaldehyde, 2... 8.316 4.8 ng 262258 1 7.798 1085080 20.0
Catechol 1o0.410 14.7 ng 1072560 2 10.604 1463460 20.0
Salicyl alcohol 11.645 3.0 ng 220829 2 10.604 1463460 20.0
n-Hexadecanoic ... 18.121 10.6 ng 1101380 4 17.221 2074600 20.0
Octadecanoic acid 19.404 2.5 ng 270733 5 21.421 2202360 20.0
4,4'-Bis(tetrah... 20.539 2.6 ng 286872 5 21.421 2202360 20.0
5-Octadecene, (E)- 21.127 7.5 ng 821139 5 21.421 2202360 20.0
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