LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS Vvial : 18 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@41232.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.375 365 372 384 rBV 1727352 2427882 22.11% 4.599%
2 6.987 637 646 658 rBV 1571101 2466626 22.47% 4.672%
3 7.798 777 784 791 rBV 588753 904700 8.24% 1.714%
4 8.975 977 984 998 rBV 977477 1585658 14.44%  3.003%
5 9.951 1144 1150 1161 rVB 77456 142441 1.30% 0.270%

6 10.604 1255 1261 1268 rBV 692955 1158796 10.55%
7 11.428 1394 1401 1412 rBV2 86113 153078 1.39%
8 12.080 1506 1512 1524 rBV 64371 149424  1.36%
9 13.080 1675 1682 1693 rBV 2421497 3430812 31.25%
10 13.769 1793 1799 1810 rBV 186245 355027 3.23%

OO OO N
N
o]
w
R

11 14.116 1852 1858 1870 rBv2 229118 405795 3.70%
12 14.463 1912 1917 1924 rVB 928788 1347413 12.27%
13 15.839 2145 2151 2162 rVB 926422 1312724 11.96%
14 15.968 2167 2173 2180 rBV 1788481 2490788 22.69%
15 16.433 2248 2252 2258 rVB 78761 110286 1.00%

OhANNO®
IN
00
o)
R

16 17.227 2381 2387 2392 rBV 1099744 1517653 13.82%
17 17.774 2476 2480 2484 rBV 123179 155713 1.42%
18 17.821 2484 2488 2497 rVV2 42506 120127 1.09%
19 18.127 2535 2540 2557 rBV 2020058 2967667 27.03%
20 18.598 2615 2620 2627 rVB2 77129 128894 1.17%

OUIOON
N
N
(o]
R

21 18.892 2665 2670 2681 rBv2 195199 372884 3
22 19.098 2701 2705 2713 rVB 431839 515627 4
23 19.262 2729 2733 2735 rBV 145538 186715 1.70%
24 19.351 2744 2748 2753 rVB 406707 504808 4
25 19.409 2754 2758 2777 rBV 1546719 2268541 2e.

rPrOOOO®
w
U1
A
3R

26 19.692 2800 2806 2811 rBV 8181942 10979856 100.00% 20.
27 19.739 2811 2814 2827 rVV 464060 1125131 10.25%
28 19.862 2830 2835 2843 rVB 3831426 4432188 40.37%

W o oWoN®
w
o]
Ul
R

29 19.945 2846 2849 2853 rVV 152961 179262 1.63% 340%
30 20.227 2893 2897 2906 rBV 777930 1608386 14.65% 047%
31 20.515 2943 2946 2950 rBV 195333 273949 2.50% ©.519%
32 20.556 2951 2953 2958 rVB 238555 273876 2.49% 0.519%
33 20.662 2968 2971 2976 rVB 122408 144073 1.31% 0.273%
34 21.045 3034 3036 3042 rVB 220292 252437 2.30% 0.478%
35 21.133 3048 3051 3057 rVB2 302265 438997 4.00% 0.832%

36 21.427 3097 3101 3107 rBV 1251503 1625059 14.80% 3.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS Vvial : 18 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

37 23.797 3499 3504 3512 rVB 902340 1696769 15.45% @ 3.214%
38 24.233 3572 3578 3588 rVB 1276742 2584188 23.54%  4.895%

Sum of corrected areas: 52794250
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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: BM041232.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000 5.375 6.987

1000000 7798 8.975 10.604

9.951 f\ 11.428
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM041232.D\data.ms

8000000

19.692

7000000
6000000

5000000

9.862
4000000

3000000
13.080 18.127

2000000 15.968 ' 19.409
15.8 17.227 20.227

1000000 14.463 199983519 3015
52080 13.7694.116 J\ J\ 16.433 177 18-A5M - '

Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM041232.D\data.ms

8000000

7000000
6000000
5000000
4000000
3000000

24,233
2000000 21.421 23.797

1000000{ 22b48§3 _/\
L

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@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 Octanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.951 2.46 ng 142441  Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 78
2 Nonanoic acid 158 C9H1802 000112-05-0 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Heptanoic acid 130 C7H1402 000111-14-8 53
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1150 (9.951 min): BM041232.D\data.ms (-1144) (-) m/z 59.95 100.00%
60.0
5000 J\NA
101.0 L=
“ ‘ . 10.00
ol LIl Id L2410 2069 2804 ., 73,00  73.44%
miz-> 50 100 150 200 250
Abundance #24059: Octanoic acid
60.0
5000 1
10.00
29.0 101.0 m/z 41.00 44 ,49%
Ll ] e
O\‘\‘\‘\H‘H“\‘\H\“\‘\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #35296: Nonanoic acid
60.0
——
10.00
5000 m/z 43.00 41.19%
20.0 115.0
Ll o
VS 1 Y it
miz--> 50 100 150 200 250
Abundance #46963: n-Decanoic acid 7
60.0 10.00
m/z 55.00 35.66%
29.0
5000
129.0
Li \‘ gT0, | 1720
ol L RS0 | c
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 2 Nonanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.428 2.64 ng 153078 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 45
5 Undecanoic acid 186 C11H2202 000112-37-8 45

Abundance Scan 1401 (11.428 min): BM041232.D\data.ms (-1394) (- m/z 59.95 100.00%

60.0
5000
115.0

‘ ‘ ‘ 11.50
‘H‘\‘ h‘\“ ‘ “‘ | ‘

0 0 m/z 72.95  95.52%

miz--> 50 100 150 200 250 300 350
Abundance #35299: Nonanoic acid
60.0

5000 T
11.50
115.0 m/z 57.00 51.31%
OL\4\CJ“\ M,”“ ‘h‘ \‘“‘\ h““ \“\ ‘\ \1‘5§\0\ L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #46964: n-Decanoic acid
60.0
—T
11.50
5000 m/z 41.00 47 .98%

o

129.0
Ll RO
‘uuﬁﬂw‘ﬂqu‘;w“ﬂ“““““““‘““‘
m/z--> 50 100 150 200 250 300 350

Abundance #136248: Octanoic acid, silver(1+) salt ——
60.0 11.50

m/z 55.00 40.12%

127.0
h ’\J\W
ay J\“\‘ “ ‘ 216.0 273.0 359.(

m/z--> 50 100 150 200 250 300 350 11.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 p-Isopropenylphenol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.081 2.58 ng 149424  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Isopropenylphenol 134 C9H1e0 004286-23-1 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 81
3 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 76
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 74
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 68
Abundance Scan 1512 (12.080 min): BM041232.D\data.ms (-1506) (- | m/z 134.00 100.00%
134.0
5000 91.0 /\\KMN~WH
R [
39.0 ‘ ‘ 12.00
ol ﬂw““w”w“ Aol d 2079 2804 . 119.00  91.42%
miz-> 50 100 150 200 250
Abundance #17536: p-Isopropenylpheno
134.0
5000 e :
12.00
00 O30 m/z 90.95  37.45%
Ot—— L i‘”\““\ ‘”\ \M\ L L B B B By B B B
miz-> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
R \
12.00
5000 m/z 133.00 21.92%
39.0 77.0
miz--> 50 100 150 200 250
Abundance #17599: Ethanone, 1-(2-methylphenyl)-
119.0 12.00
m/z 65.00 21.47%
5000
65.0
0 \?%qJﬂHW‘\M“\!\”\‘\ e
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 4 Acetophenone, 4'-hydroxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.769 5.27 ng 355027  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone, 4'-hydroxy- 136 C8H802 000099-93-4 95
2 Ethanone, 1-(2-hydroxyphenyl)- 136 C8H802 000118-93-4 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 64
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 53
5 benzoic acid, 4-hydroxy-, 4-cyan... 239 C14H9NO3 1000401-17-6 53

Abundance Scan 1799 (13.769 min): BM041232.D\data.ms (-1793) (- | m/z 120.95 100.00%

121.0
5000
65.0 93.0

39.0 ‘ 1350 14.00
‘ \

H“H‘wmwwwwH“H:‘_“w“u“w“u“_‘w%9?9 m/z 93.00  34.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18729: Acetophenone, 4'-hydroxy-
121.0

5000 \
650 930 1350 14.00

m/z 64.95 28.60%

39.0 ‘
459”‘“MNMN“”M‘”‘W‘”H”‘M“”\”‘W‘”‘W‘”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18764: Ethanone, 1-(2-hydroxyphenyl)-
121.0
e

o

o

13.50 1400
5000 m/z 136.00 27.42%
65.0 93.0
39.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18900: Phenol, 2-(1-methylethyl)- —
121.0 13.50 1400

m/z 38.95 14.41%

5000
77.0
so |
Lol \ |

RN R YN M VN M
miz--> 20 40 60 80 100 120 140 160 180 200 1350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 1-Decene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.116 6.02 ng 405795  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1leH20 000872-05-9 94
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 Bromoacetic acid, decyl ester 278 C12H23Bro02 005436-93-1 91
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91

Abundance Scan 1858 (14.116 min): BM041232.D\data.ms (-1852) (- | m/z 55.00 100.00%
55.0

-

el =
| 14.00 14.50

ol 1909 28L0 n/z 68.95  83.67%
miz-> 50 100 150 200 250

Abundance #20642: 1-Decene

5000 97.0
mn
T

| 201
A L
il

[&)] ]
13:1
o

T T
14.00 14.50
m/z 41.00 80.53%

5000 97.0

140.0
015-0 “ ‘\ ‘H\‘ T “‘ \h T T 1 ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #76025: n-Tridecan-1-ol
55.0
—T T
97.0 14.00 14.50
5000 ITI/Z 42.95 79.78%
i,
X 0 e
m/z--> 50 100 150 200 250
Abundance #61033: 1-Dodecanol T ——
55.0 14.00 14.50
m/z 55.95 69.54%
5000 97.0
J |
NELL I I I
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\

Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 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 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.839 19.49 ng 1312720  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47

Abundance Scan 2151 (15.839 min): BM041232.D\data.ms (-2145) (- | m/z 104.95 100.00%
105.0
181.9
5000
51.0 — —
15.50 16.00
152.0
b e 2808 /7 77.00  68.65%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
15.50 16.00
51.0 m/z 181.95  55.73%
| 152.0 |
0\\‘\‘\‘\\”M\\“\\\\[“\\\‘\‘\\\\’\\\\
miz-> 50 100 150 200 250
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
15.50 16.00
5000 ITI/Z 51.00 24 .56%
51.0
152.0
o R
miz--> 50 100 150 200 250
Abundance #40879: N-Methoxy-N-methylbenzamide — ——
105.0 15.50 16.00
m/z 181.00 8.61%
5000
51.0
015.0 N ! | 13501650
i T — —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc

ALS vial : 18 Sample Multiplier: 1

[T842-FH-01-BW

Quant Method

Quant Tit

TIC Libra

le

ry

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

: 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 Dimethyl palmitamine Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.774 2.05 ng 155713  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl palmitamine 269 C18H39N 000112-69-6 91
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
3 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 78
4 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 72
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 72

Abundance Scan 2480 (17.774 min): BM041232.D\data.ms (-2476) ({ m/z 58.00 100.00%
58.0
5000 k
— —
114. 207.0 269.1 17.50 18.00
Oyt 86,0 114.0 148.0179.0207.0 2091 'm/z 43.e0  5.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #159767: Dimethyl palmitamine
58.0
5000 —— —
17.50 18.00
m/z 41.00 4.44%
0290 114.0 156.0 269.0
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH’HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125004: 1-Tetradecanamine, N,N-dimethyl-
58.0
— —
17.50 18.00
5000 m/z 55.00 3.80%
ol 4 801140 1560 1980 2410
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #272501: Cetrimonium Bromide — ==
58.0 17.50 18.00
m/z 59.00 3.02%
- WJLWA\/
01290, | 940  137.0165.0196.0225.0 269.0
P e T e e S L
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00

8270-BM072823.M Wed Aug 02 11:39:50 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc [T842-FH-01-BW

ALS vial : 18 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 8 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.127 39.11 ng 2967670  Phenanthrene-d10 17.227
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 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2540 (18.127 min): BM041232.D\data.ms (-2535) (- m/z 73.00 100.00%

73.0
43.0
5000
129.0
—

213.1 —
‘ HH 171.1 ‘ 256.1 18.00 18.50
o,MJM!HM“M‘u:‘\‘u“w:_uw‘H‘W‘H_‘Wme!,mw m/z 60.00  80.96%
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 Tt T
18.00 18.50

m/z 43.00 76.22%

’ 171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
— =

43.0 18.00 18.50
5000 129.0 m/Z 55.00 62.43%
171.0
‘ 214.0
0h ,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid —r= =
73.0 18.00 18.50

m/z 41.00 61.57%

43.0
5000 1290
185.0
228.0
M u u‘ l ‘ HM‘ h” I ‘ ‘ : : T

T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 9 Phenol, 2,4'-isopropylidenedi- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.892 4.91 ng 372884  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4'-isopropylidenedi- 228 C15H1602 000837-08-1 98
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 86
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 83
4 2,2-Bis(2-hydroxyphenyl)-propane 228 C15H1602 007559-72-0 60
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 38

Abundance Scan 2670 (18.892 min): BM041232.D\data.ms (-2665) (- | m/z 213.05 100.00%
2181
119.0
5000
65.0 40 1850  19.00
ol \‘\‘ ‘m “ML‘“‘u‘m\w‘\““‘\‘j sl \ ‘m oy s L. | ‘2‘8‘1"0‘ ‘3‘2§§, : m/z 119.00 76.43%
miz--> 50 100 150 200 250 300 350
Abundance #109408: Phenol, 2,4-isopropylidenedi-
218.0
119.0
5000
1&50 1900
m/z 91.00 52.81%
65.0 165.0
O\\\\‘\‘\‘\\“‘\}\H\‘\‘\\\’\\‘\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #109402: 3,4'-Isopropylidenediphenol
2138.0
— —
18.50 19.00
5000 119.0 m/z 228.05 40.27%
65.0 165.0
L2589 L ‘:‘M ik L
m/z--> 50 100 150 200 250 300 350
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis- — ‘ ‘
2138.0 18.50 19.00
m/z 133.95 19.05%
5000
119.0
65.0 ‘
-l Ml PG AN ¥ P i
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM072823.M Wed Aug 02 11:39:53 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 10 Dimantine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.098 6.80 ng 515627 Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimantine 297 C20H43N 000124-28-7 94
2 Dimethyl palmitamine 269 C18H39N 000112-69-6 72
3 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 72
4 1-Nonadecanamine, N,N-dimethyl- 311 C21H45N 049859-87-2 64
5 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 64

Abundance Scan 2705 (19.098 min): BM041232.D\data.ms (-2701) (- | m/z 58.00 100.00%

58.0
5000
— —
100.1 154.0 20102455 296.1 3431 401. 19.00 1950
0Lt 2001 154.0 77172452 296.1343.1 401! 17 43.00  5.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #195724: Dimantine
58.0

5000 ]
19.00 19.50
m/z 201.00 5.05%

ol i, . 11401560 297.0
T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #159767: Dimethyl palmitamine

58.0

=
19.00 19.50
5000 m/z 41.00 4.02%

0 o 114.0156.0 269.0

e S T T T T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

#91108: 1-Dodecanamine, N,N-dimethyl- ]
58.0 19.00 19.50

m/z 59.05 3.99%

150 | 114.0 213.0

o2t S :
miz--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM072823.M Wed Aug 02 11:39:54 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 11 Cyclobutane, tetrakis(l-met... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.262 2.46 ng 186715 Phenanthrene-die 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, tetrakis(l-methylet... 216 C16H24 088919-66-8 51
2 4-Piperazino-1H-indole 201 C12H15N3 084807-09-0 43
3 Euparin 216 C13H1203 000532-48-9 42
4 6-[(Quinuclidin-3-yl)amino]-6-me... 283 C17H21N30 022776-53-0 38
5 2-Methyl-4-hydroxyquinoline, ace... 201 C12H11NO2 117498-01-8 38

Abundance Scan 2733 (19.262 min): BM041232.D\data.ms (-2729) ({ | m/z 159.00 100.00%

159.0
216.0
5000
67.0

I T
T ‘ 19.00 19.50
281.0 '
H$& “|‘34°9428 m/z 201.00  92.08%

miz--> 50 100 150 200 250 300 350 400
Abundance  #94547: Cyclobutane, tetrakis(1-methylethylidene)-
216.0
159.0

5000 — Se
1.0 19.00 19.50

41.0 ‘ m/z 135.00 67.80%
M‘

‘”‘ ““ lr H‘H M H"h A At
miz--> 50 100 150 200 250 300 350 400
Abundance #76871: 4-Piperazino-1H-indole
159.0

T
19.00 19.50

o

o

5000 ITI/Z 216.00 66.73%
42 ‘
0 “”HJ M‘W‘U“ N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #94238: Euparin o T
201.0 19.00 19.50

m/z 67.00 31.94%

5000
115.0
43.0
L \‘

H‘ \h h‘m\ H‘ [

m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

o

8270-BM072823.M Wed Aug 02 11:39:55 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 12 2-(4'-Hydroxyphenyl)-2-(4'-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.351 6.21 ng 504808 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4'-Hydroxyphenyl)-2-(4'-metho... 242 C16H1802 016530-58-8 97
2 S-Hydrindacene, 1,1,4,5,5,8-hexa... 242 C18H26 017465-59-7 74
3 S-Indacene, 1,2,3,5,6,7-hexahydr... 242 C18H26 017465-58-6 64
4 1-[(Trimethylsilyl)ethynyl]-3-(t... 242 C12H13F3Si 040230-93-1 64
5 9H-xanthene-3,6-diol, 9,9-dimethyl- 242 C15H1403 1000401-23-0 59
Abundance Scan 2748 (19.351 min): BM041232.D\data.ms (-2744) (1 m/z 227.10 100.00%
227.1
5000
119.0 19‘0(5 5.9‘56
650 165.0 . :
) S W Wit «H“l_‘z‘??‘ul‘ 35294010  y/7 228.05 17.03%

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

Abundance #126328: 2-(4'-Hydroxyphenyl)-2-(4'-methoxyphenyl)prop
227.0

5000 - —
19.00 19.50

m/z 242.10  15.52%

o
Lo
o

L
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance  #126425: S-Hydrindacene, 1,1,4,5,5,8-hexamethyl-
227.0

= T
19.00 19.50
5000 m/z 119.00 9.90%

171.0
29.0 106.0

Ly i Ll M‘\ ol
B B
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #126431: S-Indacene, 1,2,3,5,6,7-hexahydro-1,1,4,7,7,8- — ——
227.0 19.00 19.50

m/z 91.00 7.66%

o

5000
171.0

410 1060
0l I J\ TN

m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM072823.M Wed Aug 02 11:39:56 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 13 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.409  27.92 ng 2268540  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2758 (19.409 min): BM041232.D\data.ms (-2754) (- ' m/z 73.00 100.00%
3.0

%

185.1 241.2
1T et
\“ H‘H M\ il \ L ‘ ot ) L

| 3431 4011 m/z 43.00 84.90%

0,

100 150 200 250 300 350 400
#179089: Octadecanoic acid
73.0

5000 129.0
185 0 241 0284.0

m/z-->
Abundance

i

19.50
m/z 59.95 81.58%

0' \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
—=
19.50
5000 ITI/Z 57.05 69.98%
129.0
29.C 185.0228.0
0 ““ H’u‘\ M {ML‘H} ‘\‘\‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid —
43.0 19.50
m/z 55.00 66.87%
5000
129 0 242.0
‘ 199.0
AT il A o
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BM072823.M Wed Aug 02 11:39:58 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc [T842-FH-01-BW

ALS vial : 18 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 14 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.692 135.13 ng 10979900  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 83
3 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 55
4 2,5-bis(Trimethylsilyl)thiophene 228 C1eOH20SSi2 017906-71-7 53
5 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 53
Abundance Scan 2806 (19.692 min): BM041232.D\data.ms (-2800) (- | m/z 213.05 100.00%
218.1
5000 A¥
10 1950 2000
65.0 165.0 ‘ : :
R Y \ wotiea Ll 28203278 431 /7 119.e0  17.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 —— ——
19.50 20.00
119.0 m/z 228.10 16.81%
AICIMECE
\\\\‘\\\\‘\}\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
218.0
— —
19.50 20.00
5000 m/z 214.05 15.72%
119.0
o850 | 1650 270.0
T B e o LA B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #109402: 3,4'-Isopropylidenediphenol — T
218.0 19.50 20.00
m/z 91.00 10.69%
5000 119.0
65.0 165.0
AT Y O B — S
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM072823.M Wed Aug 02 11:39:58 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc [T842-FH-01-BW

ALS vial : 18 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 15 1,4-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.739 13.85 ng 1125130  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 254 C12H1406 000959-26-2 50
2 Phthalic acid, isobutyl 2-(4-nit... 387 C20H21NO7 1000382-57-3 50
3 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 50
4 Methyl 2-oxo-1H,5H,6H,7H-cyclope... 193 C10H11NO3 125031-46-1 49
5 2-((2-Chloroethoxy)carbonyl)benz... 228 C10H9C104 006139-60-2 38
Abundance Scan 2814 (19.739 min): BM041232.D\data.ms (-2811) ({ m/z 193.00 100.00%
193.0
5000 JL
104.0 —— =
509‘ “ 19.50 20.00
Ol b L) 285.9 3450 4180 4890 /7 149.00  70.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #140006: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyeth
193.0
5000 —— m—
19.50 20.00
31.0 104.0 m/z 211.00 37.89%
0 \\\‘“\‘I‘\\‘\“h\\““\T‘l\m\}\“\\l\“\l\\z\s‘s\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #293166: Phthalic acid, isobutyl 2-(4-nitrophenoxy)ethy! e
193.0
R —
19.50 20.00
5000 249.0 m/z 103.95 22.05%
76.0 ‘
opbily0l | | %40 o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67561: 2,4,6-Trimethoxybenzonitrile T —T
193.0 19.50 20.00
m/z 76.00 18.77%
5000
69.0
15.0 134.
0’ —— e
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00

8270-BM072823.M Wed Aug 02 11:40:00 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 16 2-Chloro-6-methoxy-3,4-tetr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.945 2.21 ng 179262  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-6-methoxy-3,4-tetrameth... 247 C14H14C1INO 035417-75-5 53
2 dibenzofuran, 3-chloro-2-nitro- 247 C12H6CINO3 1000396-59-8 53
3 2-Phenoxathiinamine-10,10-dioxide 247 C12H9NO3S 010274-13-2 47
4 Phenol, 2,4,6-tri-tert-butyl- 262 C18H300 000732-26-3 47
5 Dichloroallyl lawsone 282 C13H8C1203 036417-16-0 45
Abundance Scan 2849 (19.945 min): BM041232.D\data.ms (-2846) (- | m/z 247.00 100.00%
247.0
5000 J\
119.0 éO‘Od
63.0 ) 197.0 :
Olrtplobubpobie by b L 3289 3993 489 n/z 249.00  31.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131810: 2-Chloro-6-methoxy-3,4-tetramethylene quinoli
247.0
5000 1
20.00
m/z 262.00  16.27%
63.0 140.0
O T \‘H \LH\‘“\‘N\‘ “‘\”\\“h\ 1\‘ ’“\Im\m\ ‘\”“”H \L\ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131612: dibenzofuran, 3-chloro-2-nitro-
247.0
/\\ T T ‘ T
20.00
5000 173.0 m/z 248.00  15.15%
87.0 H
v e S 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131615: 2-Phenoxathiinamine-10,10-dioxide Pty
247.0 20.00
m/z 119.00 10.28%
5000
0410, 720 1540
A e e
m/z--> 50 100 150 200 250 300 350 400 450 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc [T842-FH-01-BW

ALS vial : 18 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 17 3,6,6-Trimethyl-1-0-tolyl-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.227 19.79 ng 1608390 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,6-Trimethyl-1-0-tolyl-1,5,6,... 268 C17H20N20 1000295-04-0 59
2 2H-Benzopyran-6-carbonitrile, 3,... 286 C16H18N203 150871-62-8 59
3 3,12,12b-Trimethyl-1,2,3,4,6,7,1... 268 C18H24N2 082605-35-4 50
4 Silane, diphenylbutoxy(2-methoxy... 330 C19H2603Si 1000367-72-3 47
5 1,5-Diphenyl-2H-1,2,4-triazoline... 253 C14H11N3S 005055-74-3 47
Abundance Scan 2897 (20.227 min): BM041232.D\data.ms (-2893) (- | m/z 253.05 100.00%
253.1
5000 M
—— —
410 11901689 20.00 20.50
o dpitd bl bk || 3161 3850 488 ., 568 65  20.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158361: 3,6,6-Trimethyl-1-O-tolyl-1,5,6,7-tetrahydro-ind
253.0
5000 o —
20.00 20.50
m/z 254.05 19.04%
39.0 910 197.0 ‘
O\\Ul’“\l‘\\\‘}\‘\h\‘\\h‘\”‘\\‘\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #181237: 2H-Benzopyran-6-carbonitrile, 3,4-dihydro-3-hy
253.0
— —
20.00 20.50
5000 m/z 41.00 15.74%
ol B0 L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158565: 3,12,12b-Trimethyl-1,2,3,4,6,7,12,12b-octahyd — —T—
253.0 20.00 20.50
m/z 119.00  12.33%
5000
106.0 168.0
o:”??"mw‘ww‘h:ﬂw\\‘mw‘W_WW_H‘ EA——
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc T842-FH-01-BW

ALS vial : 18 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 18 2-Hydroxy-5-methylbenzophen... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.045 3.11 ng 252437  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroxy-5-methylbenzophenone, ... 284 C17H2002Si 1010462-32-7 53
2 Styrene, 2-methyl-2-nitro-3'-[4-... 269 C16H15NO3 131798-39-5 50
3 2,4-Cycloheptadien-1-one, 2-(die... 269 C18H23NO 133436-07-4 40
4 6-Amino-5-cyano-4-isobutyl-2-phe... 326 C19H22N203 1000274-87-4 40
5 2-Hydroxy-5-methylbenzophenone, ... 326 C20H2602Si 1000462-32-4 38
Abundance Scan 3036 (21.045 min): BM041232.D\data.ms (-3034) (- | m/z 269.10 100.00%
269.1
T \
430 1350 5954 | 21.00
bbbyt UL 3693 4481 549 sz 270.10  17.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178932: 2-Hydroxy-5-methylbenzophenone, trimethylsily
269.0
5000 — :
21.00
m/z 284.05  13.49%
77.
H 0 165.0
0\\\\‘l\\\\‘\I\J\J\“l\l\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159505: Styrene, 2-methyl-2-nitro-3'-[4-methylphenylox
269.0
T T
21.00
5000 m/z 135.00 9.38%
115.0
0 HW?WM Wowi utl I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159751: 2,4-Cycloheptadien-1-one, 2-(diethylamino)-7-r —— ‘
269.0 21.00
m/z 119.00 9.11%
136.0
5000
r9.0 ‘ \
RN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 19 1-Heneicosyl formate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.133 5.40 ng 438997  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3051 (21.133 min): BM041232.D\data.ms (-3048) (- m/z 83.05 100.00%

83.0
5000

T
21.00 21.50

1@90 209.0 5e 1316.9
omqu‘\ ‘Mw ot 20007 0 409.2863:2 /7 s7.e5  94.59%
miz> 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— —
111.0 21.00 21.50

m/z 55.00 92.41%

o L L ps7ozz20 2940
\\\‘\f\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane

55.0

T
21.00 21.50

5000 m/z 43.00 85.47%
’ 111.0
224.0
oL 2670
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol T —
57.0 21.00 21.50

m/z 97.00 84.51%

111.0
5000

0 ne H\ | II ‘\17.022202780 378.0
B L e

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . [T842-FH-01-BW

ALS vial : 18 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 20 unknown24.233 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.233  30.46 ng 2584190  Perylene-d12 23.797
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4'-Dimethylamino-3-nitroch... 296 C17H16N203 1000234-56-7 25
2 1H-Imidazole, 2,4,5-triphenyl- 296 C21H16N2 000484-47-9 22
3 Cyclohept[b]indol-6(5H)-one, 2-c... 296 C19H24N20 339284-86-5 14
4 Xanthine, 1,3-dimethyl-8-[2-[2-m... 296 C16H16N402 1000129-52-7 14
5 1H-Pyrazol-5-o0l, 1,3-bis(4-metho... 296 C17H16N203 1000337-80-1 14
Abundance Scan 3578 (24.233 min): BM041232.D\data.ms (-3572) (- | m/z 296.00 100.00%
296.0
104.0
5000
240.0
0 ‘ 3501 24.00 24.50
o3 Ly MFL et b TPES,420.1478.1538.5 y /7 104,00 63.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #193957: trans-4'-Dimethylamino-3-nitrochalcone
296.0
5000 148.0 —— —
24.00 24.50
m/z 341.0 49.43%
42.0 222.0
O \1f“\\“'\f‘“\“‘\\’\\J%W’I#\\Wai\l\Jf\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194575: 1H-Imidazole, 2,4,5-triphenyl-
296.0
—
24 00 24.50
5000 165.0 m/z 76.00 41.10%
89.0
(WEUNUR S - I T —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194377: Cyclohept[blindol-6(5H)-one, 2-cyclohexyl-7,8, — —
296. 24.00 24.50
m/z 324.00 34.01%
5000
41.0 16?10\ 236.0
0HMhm‘m:,"“H‘,‘H‘J‘wH“"'“H“Hu‘m‘,uu,uw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41232.D

Acqg On : 01 Aug 2023 19:38

Operator : MA/JU

Sample : 03715-02

Misc . T842-FH-01-BW

ALS Vvial : 18 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|
Octanoic acid 9.951 2.5 ng 142441 2 10.604 1158800 20.0
Nonanoic acid 11.428 2.6 ng 153078 2 10.604 1158800 20.0
p-Isopropenylph... 12.081 2.6 ng 149424 2 10.604 1158800 20.0
Acetophenone, 4... 13.769 5.3 ng 355027 3 14.463 1347410 20.0
1-Decene 14.116 6.0 ng 405795 3 14.463 1347410 20.0
Benzophenone 15.839 19.5 ng 1312720 3 14.463 1347410 20.0
Dimethyl palmit... 17.774 2.0 ng 155713 4 17.227 1517650 20.0
n-Hexadecanoic ... 18.127 39.1 ng 2967670 4 17.227 1517650 20.0
Phenol, 2,4'-is... 18.892 4.9 ng 372884 4 17.227 1517650 20.0
Dimantine 19.098 6.8 ng 515627 4 17.227 1517650 20.0
Cyclobutane, te... 19.262 2.5 ng 186715 4 17.227 1517650 20.0
2-(4'-Hydroxyph... 19.351 6.2 ng 504808 5 21.427 1625060 20.0
Octadecanoic acid 19.409 27.9 ng 2268540 5 21.427 1625060 20.0
Phenol, 4,4'-(1... 19.692 135.1 ng 10979900 5 21.427 1625060 20.0
1,4-Benzenedica... 19.739 13.9 ng 1125130 5 21.427 1625060 20.0
2-Chloro-6-meth... 19.945 2.2 ng 179262 5 21.427 1625060 20.0
3,6,6-Trimethyl... 20.227 19.8 ng 1608390 5 21.427 1625060 20.0
2-Hydroxy-5-met... 21.045 3.1 ng 252437 5 21.427 1625060 20.0
1-Heneicosyl fo... 21.133 5.4 ng 438997 5 21.427 1625060 20.0
unknown24.233 24.233 30.5 ng 2584190 6 23.797 1696770 20.0
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