LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134800.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.428 563 568 571 rBV 2862793 2628484 93.65% 7.899%
2 6.081 675 679 683 rBV 1875810 1582993 56.40% 4.757%
3 6.245 704 707 710 rVB 60417 52929 1.89% 0.159%
4 6.434 734 739 742 rBV 2764057 2575921 91.78% 7.741%
5 6.504 747 751 754 rVV 2947243 2500604 89.09% 7.514%
6 6.551 756 759 763 rVB 115512 89315 3.18% 0.268%
7 6.628 769 772 778 rBV 85896 78196 2.79% 0.235%
8 6.798 797 801 805 rBV 1394013 1095312 39.02% 3.291%
9 6.910 817 820 823 rBV 89440 79865 2.85% 0.240%
106 7.357 888 896 899 rBV 1706234 1613810 57.50% 4.849%
11  7.545 925 928 932 rVB2 30488 28713 1.02% 0.086%
12 7.645 942 945 947 rBV 42603 31358 1.12% 0.094%
13 7.775 961 967 972 rBvV2 279152 308434 10.99% 0.927%
14 7.916 987 991 994 rVB3 73291 76507  2.73% 0.230%
15 8.016 1005 1008 1011 rVB 85933 64397  2.29% 0.194%
16 8.075 1015 1018 1021 rVV 1494368 1340307 47.75% 4.028%
17 8.104 1021 1023 1024 rVV 147447 123505 4.40% 0.371%
18 8.122 1024 1026 1037 rVV2 213684 284752 10.15% ©0.856%
19 8.204 1037 1040 1043 rVB 45426 36748 1.31% 0.110%
20 8.557 1097 1100 1106 rBV4 28643 49373 1.76% 0.148%
21  9.157 1198 1202 1205 rBV 2966960 2649055 94.38% 7.960%
22 9.275 1218 1222 1226 rBV 397739 376594 13.42% 1.132%
23 9.428 1244 1248 1253 rBV 29591 40925 1.46% 0.123%
24 9.833 1313 1317 1328 rVB 1613123 1325361 47.22% 3.983%
25 10.039 1347 1352 1360 rBV2 31230 48324 1.72% ©0.145%

26 10.622 1447 1451 1459 rBV 1687713 1462377 52.10%
27 11.322 1566 1570 1577 rBV 1306715 1090649 38.86%
28 11.857 1654 1661 1666 rBV 553952 572244 20.39%

OO0 R, Wh
~
N
[
R

29 12.210 1719 1721 1724 rVB3 48917 38986 1.39% 117%
30 12.245 1724 1727 1730 rBv4 37979 43433 1.55% 131%
31 12.433 1756 1759 1763 rVB2 85039 91532 3.26% ©.275%
32 12.645 1789 1795 1804 rBV3 235957 349697 12.46%  1.051%
33 12.792 1817 1820 1823 rVB3 71919 78900 2.81% 0.237%
34 12.916 1837 1841 1844 rBV 2520704 2257768 80.44% 6.785%
35 13.116 1873 1875 1877 rVB2 48479 34959 1.25% ©.105%
36 13.221 1890 1893 1896 rVB3 69640 63570 2.26% 0.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.333 1909 1912 1915 rBV 66256 75271  2.68% 0.226%
38 13.404 1922 1924 1925 rBV 44988 33042 1.18% 0.099%
39 13.433 1925 1929 1936 rVV4 329607 501284 17.86%  1.506%
40 13.492 1936 1939 1942 rVV2 110524 133193 4.75% 0.400%
41 13.521 1942 1944 1948 rVB 154809 140049 4.99% 0.421%
42 13.692 1968 1973 1981 rBV 2067064 2378082 84.73% 7.146%
43 13.786 1984 1989 1994 rVV 2276464 2806707 100.00% 8.434%
44 13.833 1994 1997 2001 rVB 141798 178913 6.37% 0.538%
45 13.974 2017 2021 2024 rVB 897467 820079 29.22%  2.464%
46 14.098 2040 2042 2047 rBV 117518 110070 3.92% 0.331%
47 14.321 2078 2080 2087 rVB2 193872 207775 7.40% 0.624%
48 14.410 2093 2095 2100 rBV 113048 125616 4.48% 0.377%
49 15.445 2267 2271 2278 rBV 500345 602254 21.46% 1.810%

Sum of corrected areas: 33278232
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\

BF134800.D
: 16 Aug 2023 10:29
: CG\JU
. 04012-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF134800.D\data.ms

5.428 68504

6.081
7.357

6.798

6.245 628 |6.910 7.5464
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

0
Time-->

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

2500000

2000000

1500000

1000000

500000

775

TIC: BF134800.D\data.ms
9.157

12.916

0.833 10.622
8.075

11.322

11.857

9.275

i

7 A
23 .204 8557 10.039

0
Time-->

12.645
1p20adR 433 1279 13453828
L

== \ —
11.50 12.00 12.50 13.00

o

i E e e i S
9.50

8.00

= \ i
8.50 10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

B.433

TIC: BF134800.D\data.ms

13.786
13.69p

13.974

Time-->

T ‘ 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

8270-BF080123.M Thu Aug 17 ©5:49:20 2023

Page: 3




Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BF134800.D

: 16 Aug 2023 10:29
: CG\JU

: 04012-01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\

: 6 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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

Concentration Rank 3

Peak Number 1

.alpha.-Pinene

R.T. EstConc Area Relative to ISTD R.T.
6.081 28.90 ng 1582990 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 trans-.beta.-Ocimene 136 C1@H16 003779-61-1 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6 004889-83-2 91

4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleHl6
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16

000508-32-7 91
003338-55-4 91

Abundance Scan 679 (6.081 min): BF134800.D\data.ms (-675) (-) m/z 93.10 100.00%
3.1
5000
77.1
41.0 1211 R B AR
| 850 “ 10727 136 5.80 6.006.20 6.40 _
et e M Sl T T myz 91,10 43.52%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18035: .alpha.-Pinene
93.0
5000 L L B L B IR
770 5.80 6.00 6.20 6.40
41.0 ' m/z 92.10  35.96%
270 121.0
“ 1970 136.0
\‘\H\‘\H\‘\‘H\‘H\‘\\‘\\‘\M‘\H\l‘\\\\‘\H\‘\H\‘\H\‘\H\‘\\l\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18059: trans-.beta.-Ocimene
93.0
P e e e
5.80 6.00 6.20 6.40
5000 m/z 77.10  30.19%
121.0
\\\»90\%0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- e RRRRRRE S
93.0 5.80 6.00 6.20 6.40
m/z 79.10 24.93%
5000
77.0
270 ‘ H 121.0
\\550\‘170\1360
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Bicyclo[3.1.1]heptan-3-0l1, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.775 4.60 ng 308434  Naphthalene-d8 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-0l, 6,6-d... 152 C1@H160 000547-61-5 59
2 Bicyclo[3.1.1]heptan-3-0l, 6,6-d... 152 C1@H160 005947-36-4 53
3 Bicyclo[3.1.0]hexan-3-0l, 4-meth... 152 C1@H160 000471-16-9 43
4 Bicyclo[3.1.0]hexan-3-0l, 4-meth... 152 C10H160 003310-02-9 43
5 Tetracyclo[3.3.1.1(3,7).0(2,4)]d... 134 CleH14 010501-16-3 38
Abundance Scan 967 (7.775 min): BF134800.D\data.ms (-961) (-) m/z 55.05 100.00%
41.1 55.0 92.1
70.0
5000 109.1
P e T
| “ | 13‘4'1 7.40 7.60 7.80 8.00
el Ml L i b sz a1.1e 87.19%
m/z--> 20 30 40 50 60 70 80 90 100110 120130 140
Abundance #29440: Bicyclo[3.1.1]heptan-3-ol, 6,6-dimethyl-2-methyle
55.0 92.0
70.0
41.0
5000 LI L L L BN BN R B
1190 7.40 7.60 7.80 8.00
134.0 m/z 92.10  84.10%
70 I 0 AL
\‘\\\H‘\\H}l\\\i‘”l‘\“\‘\‘}\ ‘\Hl“\l\\‘ H\‘\\‘M}‘\\‘H}HH‘H\\‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #29383: Bicyclo[3.1.1]heptan-3-ol, 6,6-dimethyl-2-methyl
41.0 55.0 70.0 92.0 AML
Fpeee e e et e
7.40 7.60 7.80 8.00
5000 m/z 91.10 73.89%
2.0 1090 1340
,
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #29447: Bicyclo[3.1.0]hexan-3-ol, 4-methylene-1-(1-meth
92.0 7.40 7.60 7.80 8.00
m/z 83.10 63.32%
5000 41.0 55.0 700
119.0 1340
70 LW o
W‘““_‘H;1‘HHH:u_u‘l‘:wmw U P RS S “‘M,
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.275 5.68 ng 376594  Acenaphthene-d10 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 59
4 Metacetamol 151 C8HINO2 000621-42-1 59
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 43
Abundance Scan 1222 (9.275 min): BF134800.D\data.ms (-1218) (-) m/z 43.05 100.00%
43.0
109.1
151.1
5000

O RREEEEREEE RS

‘ | 85‘ 0 9.00 9.20 9.40 9.60
ettt L4780 h; 169.65  80.76%

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 UL L B I B B R
9.00 9.20 9.40 9.60
69.0 m/z 151.05 52.18%
\\\‘\\‘\\“‘“\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\H}‘\’\\\\’\\1\’\\‘\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0
A  ARRRRE
9.00 9.20 9.40 9.60
5000 m/z 41.10 21.90%
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28919: plsopropoxyanmne T T T
109. 9.00 9.20 9.40 9.60
m/z 85.05 14.25%
5000
80.0 151.0
270 530 | |
R B aa A RamasmmEas s O ARARERRLEEEE R
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\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.857 10.49 ng 572244  Phenanthrene-d10 11.322
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1661 (11.857 min): BF134800.D\data.ms (-1654) (- m/z 72.95 100.00%

73.0
5000
129.0
213.2 — P
3910 ‘ %71.1 ‘ 256.1 11.50 12.00
Al T L0831 a5 10 o1.06%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I T
11.50 12.00
1710 2130 256.0 m/z 60.00 89.32%
. “J‘M‘\ “Sn‘h‘mu‘\‘n; | : “ “ “‘ \‘ ““ L ““ e
miz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 74.73%
29. 171.0
‘ 214.0
m\m‘\ \‘\H il ‘ h‘ I ‘ ‘\
el g
50

—

miz--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid = ]
73.0 11.50 12.00
m/z 55.10 71.47%
5000
129.0
29. 185.0 228.0
‘u‘u‘ il ‘HH“ M‘H“ ‘ML‘ u ‘\ - i “\‘ Lo ‘\‘ T = s
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.645 6.41 ng 349697 Phenanthrene-d10 11.322
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1795 (12.645 min): BF134800.D\data.ms (-1789) (- m/z 43.05 100.00%

43.0
5000 31 129.0

185.1 2412 —
284.3 12.50 13.00

A sbbud o, ‘ ik 3280wz 73,00 99.07%

m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0

5000 ] 7
pa.0 185.0 241.0 12.50 13.00
m/z 60.00 82.48%

MMwM“ﬁ‘ML‘\‘h‘MJ‘J’M ‘ﬂ" N
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0

e
12.50 13.00

5000 129.0 m/z 57.05 79.53%
29.
199.0 2420
: HJ ‘u‘u‘ ‘\\h“‘\ }‘\“\“Hl “\ :‘L$‘3JO; “‘ ’ N A
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 12.50 13.00

m/z 55.10 76.63%

5000 129.0
1710 213.0 256.0
; ) R
Hm\ JH\‘M} | ‘ ‘ I

7 7
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2-Pentenoic acid, 5-(decahy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.433 12.23 ng 501284  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202 024470-48-2 99
2 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 304 C20H3202 020257-75-4 83
3 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 50
4 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 45
5 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 43
Abundance Scan1929(13433nﬂm:BF134800IﬂdMaJns(4925)0 m/z 137.05 100.00%
81. 3r.1
41.1
5000
177.2 289.1 A
‘ ‘ ‘ 239.2 ‘ 1350
AL ““‘ ik el ‘Lu b b BOIZT6 g1 16 93.10%
m/z--> 100 150 200 250 300 350
Abundance #204910. 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethy
137.0
81.0
41.0
5000 1
13.50
177.0 289.0 m/z 95.10  82.32%
\ \‘L\ ‘1 “\ \2\4\.4.‘0\\ T ‘\ “\ L ‘ T
miz--> 150 200 250 300 350
Abundance #204907 (E) 3 Methyl -5-((1R,4aR,8aR)-5,5,8a-trimethyl-
sro 1370
——
13.50
5000 289.0 m/z 69.10 75.87%
177.0
‘ ‘ ‘ 244.0
miz--> 150 200 250 300 350
Abundance #41573: cis,trans-2-Ethylbicyclo[4.4.0]decane ——
137.0 13.50
81.0 m/z 41.10  71.31%
5000
iy e
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF080123.M Thu Aug 17 ©5:49:27 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 wunknownl3.492 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.492  3.250g 133193  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Nonenamide 155 C9H17NO 090949-53-4 18
2-Dimethyl-tetrahydro-[1,3]dio... 190 C8H1405 1000194-40-4 14
xadecanamide 255 C16H33NO 000629-54-9 14
-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 14
-Cyclohexene-1-ethanol, .alpha.... 220 C15H240 055780-93-3 11

uih wNnPE
ww IINNN
o -

Abundance Scan 1939 (13.492 min): BF134800.D\data.ms (-1936) (- m/z 43.10 100.00%

9.

-

5000
241.1 287.1 —
13.50
iy m/z 55.05 78.36%
miz--> 50 100 150 200 250 300 350
Abundance #32728: 7-Nonenamide
59.0
5000

—
13.50
m/z 59.00 70.06%

L1000 7
Uyl -
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #65202: 2,2-Dimethyl-tetrahydro-[1,3]dioxolo[4,5-C]pyran
59.0
—r
13.50
5000 m/z 119.10 63.46%
175.0
131.0 ‘
WMMWWuMW‘MJ‘,L““““““‘,““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #142059: Hexadecanamide .
59.0 13.50
m/z 79.10 61.79%
5000

-

114.0 170.0212.0255.0

T
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF080123.M Thu Aug 17 ©5:49:28 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 .delta.8(14)-Isopimaric acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.521 3.42 ng 140049  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .delta.8(14)-Isopimaric acid 302 C20H3002 000471-74-9 59
2 1-Naphthalenecarboxylic acid, de... 362 C22H3404 001757-85-3 50
3 1-Hydroxy-6-(3-isopropenyl-cyclo... 222 C14H2202 1010189-14-9 46
4 2-(1-Phenyl-1H-tetrazol-5-ylsulf... 312 C14H12N60S 133506-44-2 30
5 N-(4-Fluorophenyl)-N'-(4-methoxy... 302 C17H19FN202 1000492-21-9 25

Abundance Scan 1944 (13.521 min): BF134800.D\data.ms (-1942) (-] ' m/z 121.10 100.00%
121.1
5000
411 287.1 A ‘q
m 241 13.50
L H‘M o) H 133203822 436. 0 g1 10 42.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #202339: .delta.8(14)-Isopimaric acid
121.0
5000 Sl :
287.0 13.50
55.0 167.0 m/z 93.10 35.69%
\\‘lW
m/z--> 50 100 150 200 250 300 350 400
Abundance #272000: 1-Naphthalenecarboxylic acid, decahydro-5-(5-
121.0
= :
13.50
5000 m/Z 119.10 32.19%
189.0
290 X200
BRI L R W I s WY i G
m/z--> 5 100 150 200 250 300 350 400
Abundance #101769: 1-Hydroxy-6-(3-isopropenyl-cycloprop-1-enyl)-€ P
121.0 13.50
m/z 105.05 30.47%
h JM
il ‘.”10 221 B o
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF080123.M Thu Aug 17 ©5:49:29 2023 Page: 11



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\

BF134800.D

: 16 Aug 2023 10:29
¢ CG\JU
. 04012-01

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 Isopimaric acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.692 58.00 ng 2378080  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isopimaric acid

302 C20H3002

2 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202

005835-26-7 99
001686-62-0 53

3 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C20H3002 002761-77-5 45
4 Pimaric acid 302 C20H3002 000127-27-5 27
5 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 18
Abundance Scan 1973 (13 692 min): BF134800.D\data.ms (-1968) (- m/z 105.10 100.00%
105.
241.2
5000 187.1
287.1
L= =
L L
_ LH‘M\‘ \“ “M | MHM\\ \“w“\‘ ‘Hu‘ I H Bl 1 ‘3‘3‘5‘ :‘I-‘ 390 1 m/z 91.05 83.76%
miz--> 50 150 200 250 300 350 400
Abundance #202328.B0pnnancacm
105. 241.0
302.0
187.0
5000 55.0 — 7 — T
13.50 14.00
‘ m/z 119.10  82.02%
“\ \‘ “m “ M ‘H‘ HH ‘MM‘ H\\u‘ \H‘\ \Y“\“ “‘ R
m/z--> 100 150 200 250 300 350 400
Abundance #220133 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
91.0 241.0
L= =t
187.0 13.50 14.00 ;
5000 m/z 79.05  72.28%
316.0
i |
i ‘H‘ “‘\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #202378: (1S 4aR 5S,8aR)-1,4a-Dimethyl-6-methylene-5 P =
13.50 14.00
m/z 241.20 68.90%
175.0
5000, 410
302.0
‘ 246.0
- ‘H‘\‘m\\“\\“ HH\\ H‘ LLH““H“‘”\H‘ L “ H“‘ . \‘ e s o
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF080123.M Thu Aug 17 ©5:49:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

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

: 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 10 Dehydroabietic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.786  68.45 ng 2806710 Chrysene-dl2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 CooH2802 001740-19-8 99

2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802

3 4-(2-Ethyl-2-methyltetrahydro-2H... 268 C13H20N202S

4 Indole, 3-imidazolo[2,1-b]thiazo... 239 C13H9N3S
5 Cobalt, (.eta.5-2,4-cyclopentadi... 239 C14H12Co

005155-70-4 87
1000479-90-5 47
292855-05-1 43
088242-61-9 35

Abundance Scan 1989 (13.786 min): BF134800.D\data.ms (-1984) (- m/z 239.20 100.00%
239.2
5000
141.0 ey ==
431 91.1 J 300.1 13.50 1400
0 phl L 1L 84904043 468. /7 285.15  64.21%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid
239.0
5000
430 141.0 400.0 13 50 14 00
' ’J ‘ ' m/z 197.10 %
“\‘\“‘Q\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
—
13.50 14 00
5000 ITI/Z 141.00 4%
43.0 197.0
’ 141.0 ‘
I FWvse T YWV S O |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #157605: 4-(2-Ethyl-2-methyltetrahydro-2H-pyran-4-yl)-1,
239.0 1350 1400
m/z 240.15 9.98%
5000
43.0 169.0
ero ||}
waw‘\, b ‘“‘ b wM S
m/z--> 50 100 150 200 250 300 350 400 450 1350 1400

8270-BF080123.M Thu Aug 17 ©5:49:32 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 3-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.833 4.36 ng 178913  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 1-Tetracosene 336 C24H48 010192-32-2 99
3 1-Docosene 308 C22H44 001599-67-3 97
4 Pentacos-1-ene 350 C25H50 016980-85-1 95
5 Cyclotetracosane 336 C24H48 000297-03-0 94
Abundance Scan 1997 (13.833 min): BF134800.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
5000 M\JUM
111
— ——
13.50 14.00
182.1 248.1 302.1 ‘
_— | ‘ A L‘ p 8L 20D 0 3092416 s 4310 8e.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 — ——
11.0 13.50 14.00
m/z 83.10  73.29%
L‘\ | J‘ | | ,167.0 2240 2800
\\\‘\\\\ rTrryrrrryrrrryrr T rrTrTprT
miz--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.0 970
— ——
13.50 14.00
5000 m/z 55.10 70.66%
AL 390 200 ssmo
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene “ —
55.0 13.50 14.00
m/z 69.10 63.48%
5000
11.0
\{‘\ “ ‘ | 1670 308.0
il e e P P
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF080123.M Thu Aug 17 ©5:49:33 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 12 Cyclohexane-1,3-dicarboxyli... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.098 2.68 ng 110070  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane-1,3-dicarboxylic aci... 374 C21H2606 1000295-43-2 64
2 2H-Pyrazolo[3,4-b]lpyridine-5-car... 283 C15H13N303 1000351-02-5 50
3 2-[3-(2H-1,2,3-Benzotriazol-2-yl... 323 C18H17N303 096478-09-0 49
4 Pyrazolo[1,5-a]pyrimidine, 2,5,7... 237 C15H15N3 138628-46-3 46
5 1-(2-Phenoxyethyl)-1H-indole 237 C16H15NO 1000322-52-5 43

Abundance Scan 2042 (14.098 min): BF134800.D\data.ms (-2040) (-] | m/z 237.15 100.00%

237.2
5000
98.1 o ord

181.1 !
411 1290 14.00 14.50

,*“"“'”m“u\l366'2460'3 m/z 283.10  43.82%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #282941: Cyclohexane-1,3-dicarboxylic acid, 6-hydroxy-€
237.0
43.0

5000 T ‘
128.0 14.00 14.50
356.0 m/z 238.20  23.99%
L |
: ‘\‘n’m‘\\‘J‘l‘ ‘l\h‘.‘\ Ju “\ ol | ‘nm‘\\l‘ b, 1.‘1“ " “99}9“‘ L a m a  a e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177023: 2H-Pyrazolo[3,4-b]pyridine-5-carboxylic acid, 4
237.0
= s
14.00 14.50
5000 m/z 298.15 23.29%

77.0 181.0
“‘!““Jl"\’]‘-‘2‘?:9“"1“\\“‘“\‘“‘\““\““\““\‘“‘\“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227820: 2-[3-(2H-1,2,3- [

Benzotriazol-2-yl)-4-hydroxyphe 7 —
237.0 14.00 14.50

m/z 181.10  17.98%

5000
41.0
105.0 1800
L L \ 323.0

m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50

8270-BF080123.M Thu Aug 17 ©5:49:34 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29

Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 13 unknownl4.321 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.321 5.07 ng 207775  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dimethyl 2,2'-diaminobiphenyl-4,... 300 C16H16N204 023933-57-5 46

2 7-Acetyl-4,6-dihydroxy-2',5-dime..

3 Retinoic acid

4 Silane, (3-chlorophenyloxy)dimet...

5 2-Allylphenol

C17H1605

1000244-73-0 38

300 C20H2802
300 C15H25C102Si
134 C9H1e0

000302-79-4 30
1000346-88-0 30
001745-81-9 25

13

4.1

Abundance Scan 2080 (14.321 min): BF134800.D\data.ms (-2078) (-

300.1

m/z 134.05 100.00%

5000 M1

-

239.1

— —
14.00 14.50
m/z 300.15 80.82%

387.3 460.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #199199: Dimethyl 2,2'-diaminobiphenyl-4,4'-dicarboxylat
300.0

-

5000 — —
14.00 14.50
m/z 91.18 60.11%

182.0
| 241P‘
RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199328: 7-Acetyl-4,6-dihydroxy-2',5-dimethyl-3-methyle
300.0

-

— —
14.00 14.50
5000 m/z 131.00  53.10%

43.0 233.0 \

| usowso |||

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #199986: Retinoic acid “ T
300.0 14.00 14.50
m/z 117.05  45.39%
5000 105.0
41.0 159.0
215.0
LY_Y_Y_Y—TY_Y_Y_Y_‘—Y_Y_Y_Y—TY_Y_Y_Y—TY_F ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

8270-BF080123.M Thu Aug 17 ©5:49:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 14 15-Hydroxydehydroabietic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.410 3.06 ng 125616  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Hydroxydehydroabietic acid 316 C20H2803 054113-95-0 60
2 5-Phenylthieno[2,3-d]pyrimidine-... 316 C15H16N2S2Si  1000476-81-5 41
3 Morphinan-6-one, 4,5-epoxy-14-hy... 301 C17H19NO4 057664-96-7 38
4 Dihydrocodeine 301 C18H23NO3 000125-28-0 37
5 Silane, diethylhexyloxynonyloxy- 330 C19H4202Si1 1000363-73-7 35

Abundance Scan 2095 (14.410 min): BF134800.D\data.ms (-2093) (- m/z 301.15 100.00%
301L.1
43.1
5000 1971
131.1 o
‘ “ ‘ 426.3 ! 14.50
bbbt sl Ly 36534263 5100 s 40 g7 10y
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #219951: 15-Hydroxydehydroabietic acid
30L.0
5000 197.0 ‘14‘50‘
59.0 : :
131.0 m/z 197.10  48.10%
TTT ‘ \H\ JI\{J\” \Mmm\m\\ \h‘\“‘ \‘\ \‘\ “\ T \‘\\ \\\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219163: 5-Phenylthieno[2,3-d]pyrimidine-4-thiol, TMS d
301.0
——
14.50
5000 m/z 59.05 31.93%
73.0 140 0
T =
H“H“_“W‘H“H“_“"H‘,H“_“W‘H‘,H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #200861: Morphinan-6-one, 4,5-epoxy-14-hydroxy-3-met 7
301.0 14.50
m/z 255.15 26.82%
5000
T MMM
2 Wl DU R —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50

8270-BF080123.M Thu Aug 17 ©5:49:37 2023 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134800.D

Acqg On : 16 Aug 2023 10:29
Operator : CG\JU

Sample : 04012-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
.alpha.-Pinene 6.081 28.9 ng 1582990 1 6.798 1095310 20.0
Bicyclo[3.1.1]h... 7.775 4.6 ng 308434 2 8.081 1340310 20.0
2,4,7,9-Tetrame... 9.275 5.7 ng 376594 3 9.833 1325360 20.0
n-Hexadecanoic ... 11.857 10.5 ng 572244 4 11.322 1090650 20.0
Octadecanoic acid 12.645 6.4 ng 349697 4 11.322 1090650 20.0
2-Pentenoic aci... 13.433 12.2 ng 501284 5 13.974 820079 20.0
unknown13.492 13.492 3.3 ng 133193 5 13.974 820079 20.0
.delta.8(14)-Is... 13.521 3.4 ng 140049 5 13.974 820079 20.0
Isopimaric acid 13.692 58.0 ng 2378080 5 13.974 820079 20.0
Dehydroabietic ... 13.786 68.5 ng 2806710 5 13.974 820079 20.0
3-Eicosene, (E)- 13.833 4.4 ng 178913 5 13.974 820079 20.0
Cyclohexane-1,3... 14.098 2.7 ng 110070 5 13.974 820079 20.0
unknownl4.321 14.321 5.1 ng 207775 5 13.974 820079 20.0
15-Hydroxydehyd... 14.410 3.1 ng 125616 5 13.974 820079 20.0
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