LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 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-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35330.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.452 396 402 415 rBV 2011751 2912744 13.93%  3.145%
2 7.046 663 673 687 rBV 1797552 3031964 14.50% 3.274%
3 7.863 806 812 820 rBV 365049 592058 2.83% 0.639%
4 9.028 1002 1010 1022 rBV 1168265 1903171 9.10%  2.055%
5 10.663 1277 1288 1302 rBV 443886 769855 3.68% 0.831%
6 12.457 1582 1593 1624 rBV 2219629 10935757 52.28% 11.808%
7 13.134 1701 1708 1716 rVB 3026041 4596082 21.97% 4.963%
8 14.228 1889 1894 1910 rBV3 65886 237792 1.14% 0.257%
9 14.504 1935 1941 1949 rVB 683497 988192 4.72% 1.067%
10 14.939 2010 2015 2035 rBV 140429 390433 1.87% 0.422%
11 15.992 2188 2194 2202 rBV 2314270 3367034 16.10% 3.636%
12 17.251 2402 2408 2413 rBV 784037 1132858 5.42% 1.223%
13 17.686 2477 2482 2486 rBV 566356 880285 4.21% 0.950%
14 17.769 2489 2496 2513 rVB2 613633 1931467 9.23% 2.085%
15 18.157 2557 2562 2571 rVB 627430 920625 4.40%  0.994%

16 18.974 2696 2701 2707 rBV2 143379 367831 1.76%
17 19.e51 2710 2714 2719 rVV 504382 780272  3.73%
18 19.110 2719 2724 2750 rVB 2292865 5306128 25.37%

NOUIO®O®
~
N
]
R

19 19.433 2775 2779 2789 rBV 543044 741178 3.54% 800%
20 19.692 2818 2823 2837 rVB 1971930 2566000 12.27% 771%
21 19.874 2849 2854 2862 rBV 5559548 7003070 33.48% 7.561%
22 20.157 2897 2902 2905 rBV2 183347 331957 1.59% 0.358%
23 20.198 2905 2909 2915 rVV 413750 548868 2.62% 0.593%
24 20.263 2916 2920 2934 rVV 941958 1650153 7.89%  1.782%
25 21.145 3066 3070 3073 rBV3 409018 543007 2.60% ©.586%

26 21.262 3086 3090 3100 rVB2 383886 519127 2.48% ©.561%
27 21.357 3101 3106 3111 rBV 17333786 20916728 100.00% 22.585%
28 21.433 3115 3119 3123 rBV 1291027 1780989 8.51%  1.923%
29 22.045 3219 3223 3231 rBV 577735 989011 4.73% 1.068%
30 23.798 3516 3521 3531 rVB2 824123 1660079 7.94% 1.792%

31 24.609 3652 3659 3673 rVB 1982342 4607701 22.03% 4.975%
32 26.568 3987 3992 4011 rVB2 523121 1471183 7.03% 1.588%
33 26.792 4021 4030 4042 rBV 1919947 6241626 29.84% 6.739%

Sum of corrected areas: 92615225

8270-BM052722.M Wed Jun 01 18:35:49 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM035330.D\data.ms
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Abundance TIC: BM035330.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Phthalic anhydride Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.457 284.10 ng 10935800 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 96
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Phthalic acid, monoethyl ester 194 C1eH1e04 002306-33-4 90
4 Phthalamic acid 165 C8H7NO3 000088-97-1 83
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 80
Abundance Scan 1593 (12.457 min): BM035330.D\data.ms (-1582) (-  m/z 104.00 100.00%
104.0
76.0
5000
50.0
100 s
0 bbb _m"Hww_‘m_m_mz‘(??:? m/z 76.00  76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26798: Phthalic anhydride
76.0 104.0
50.0
5000 T
12.50
148.0 m/z 50.00  35.16%
O\‘2\8\.\O\H‘}\“}\‘\\\ ‘\\\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42024: 1,2-Benzenedicarboxylic acid
104.0
76.0 N
12.50
m/z 74.00 18.06%
5000 50.0
148.0
(YL R S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68424: Phthalic acid, monoethyl ester —
76.0 104.0 12.50
' m/z 148.00 12.83%
5000 50.0
148.0
Ol T8O L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknownl4.228 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.228 4.81 ng 237792  Acenaphthene-di10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butylcyclohexanecarboxyli... 184 C11H2002 005451-55-8 23
2 1H-Imidazole, 1-(1-oxooctyl)- 194 C11H18N20 017450-31-6 22
3 Vinyl caprylate 170 C10H1802 000818-44-0 22
4 Neopentyl isothiocyanate 129 C6H11NS 000597-97-7 22
5 3-Decanone, 2-methyl- 170 C11H220 005463-82-1 22

Abundance Scan 1894 (14.228 min): BM035330.D\data.ms (-1889) (- m/z 57.10 100.00%
57.1

5000 1271 _JLK
= ——
36 83.0 152.0 199.0 14.00 14.50
0ot el W 30RO Wbl myz 127,05 48.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58652: 4-tert-Butylcyclohexanecarboxylic acid
57.0
5000 Pt e
129.0 14.00 14.50
81.0
m/z 116.05 45.63%
ol 20 ‘M 0 Ly 1080 | 1510 4840
\\\’\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68917: 1H-Imidazole, 1-(1-oxooctyl)-
57.0
—— ——
14.00 14.50
m/z 129.05 43.46%
5000 1270 /
29.0
L
0 m,‘lw m\‘_‘m‘”mNW”H‘Mmwm‘_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44954: Vinyl caprylate ik 7
57.0 14.00 14.50
m/z 55.00 37.43%
5000 127.0
29.0
‘ 86.0
om,“u‘,m““uH_MH_JH_m_m_m‘mwu —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

8270-BM052722.M Wed Jun 01 18:35:52 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Dodecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.939 7.90 ng 390433  Acenaphthene-d10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
4 Octanoic acid 144 C8H1602 000124-07-2 53
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46

Abundance Scan 2015 (14.939 min): BM035330.D\data.ms (-2010) (- m/z 73.00 100.00%

73.0
5000
129.0
——
g |
0 1 P m/z 60.00  90.43%
mlz--> 50 100 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0
5000 T T
129.0 15.00
m/z 41.05 64.88%
| e
[ \H’“““ \“h”\“h“‘\h‘\1‘1“‘\ \‘\\ } L B
m/z--> 50 100 150 200 250 300 350
Abundance #46961: n-Decanoic acid
60.0
——
15.00
5000 ITI/Z 43.00 63.61%
129.0
172.0
m/z--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt P
73.0 15.00
m/z 55.00 56.84%
155.0
5000
29.
ol Ll 2170 2100 ss00 367
B AL LI R R R i SR ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Glycidyl palmitate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.686 15.54 ng 880285  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 83
2 Myristic acid glycidyl ester 284 C17H3203 007460-80-2 83
3 Undecanedioic acid, monomethyl e... 230 C12H2204 003927-60-4 47
4 Tridecanedioic acid 244 C13H2404 000505-52-2 47
5 Undecanoyl chloride 204 C11H21Cl0 017746-05-3 43

Abundance Scan 2482 (17.686 min): BM035330.D\data.ms (-2477) (- m/z 57.10 100.00%
7.1

98.1
5000 $29.0
183.2
T —
17.50 18.00
27.2
0 h“‘ Al b PRT2 2831 n/; s5.e5  75.47%
m/z--> 50 100 150 200 250 300
Abundance #214759: Glycidyl palmitate
116.0
57.0
5000 T —
17.50 18.00
185.0 239.0 m/z 98.10 74.91%
‘\\ MM \‘\M M “““%51‘1'0“ o 1| \‘\\ L \8‘30
04— \“M \”\”\‘i‘{‘\‘\‘\ L s Bt B
miz--> 50 100 150 200 250 300
Abundance #178944: Myristic acid glycidyl ester
57.0 116.0
= 7
17.50 18.00
5000 m/z 43.10 74.81%
211.0
154.0
0 ‘\MM\ ‘\L‘ ‘\ “‘ \‘ “ — “%5‘5‘9 —
miz--> 50 100 150 200 250 300
Abundance #111165: Undecanedioic acid, monomethyl ester — —
55.0 17.50 18.00
98.0 m/z 116.00  71.44%
5000
139'0171.0 213.0
0 ! 1“u‘wwu ‘ —— =
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknownl7.769 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.769 34.10 ng 1931470  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyl (4-((propoxycarbonyl)oxy)... 261 C12H23NO5 1000372-83-1 38
2 tert-Butyl (S)-3-(tert-butylcarb... 285 C14H27N303 150323-35-6 27
3 Adipic acid, isohexyl 2-pentyl e... 300 C17H3204 1000324-15-9 27
4 Adipic acid, diheptyl ester 342 C20H3804 1000324-12-3 27
5 Adipic acid, isohexyl 3-pentyl e... 300 C17H3204 1000324-60-7 27

Abundance Scan 2496 (17.769 min): BM035330.D\data.ms (-2489) (-  m/z 129.00 100.00%
1

29.0
57.0
5000
183.2 —— R
‘ | H %27.2 17.50 18.00
0 Ao dol ol Ll T 2670 8850 17 116,60 75.26%
mlz--> 50 100 150 200 250 300 350
Abundance #148976: Propyl (4-((propoxycarbonyl)oxy)butyl)carbama
129.0
5000{ 43.0 — o
17.50 18.00
m/z 57.05 55.50%
7 174.0
O T ‘\h‘ “h‘\‘ ‘\hﬁ f% T ‘ h\ \‘ T ‘ LI \2‘6\‘]-.\0\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #179785: tert-Butyl (S)-3-(tert-butylcarbamoyl)piperazine-
129.0
= —
17.50 18.00
5000 m/z 55.10  43.06%
57.0
185.0
0 ) ‘h \‘\ I ‘\ | | 229.0 2850
I L S T i e = TSRS
miz--> 50 100 150 200 250 300 350
Abundance #199473: Adipic acid, isohexyl 2-pentyl ester T —
129.0 17.50 18.00
m/z 43.10 39.67%
5000
213.0
85.0
43.0 H ‘ | 171.0
] i P TR . U — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.157 16.25 ng 920625 Phenanthrene-d1e 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 2562 (18.157 min): BM035330.D\data.ms (-2557) (- m/z 73.00 100.00%
73.0

-

5000 129.0
213.2
171.1 T T
‘ ‘ ‘ ‘ ‘ 25?1 100 18.00 18.50
(—— il Ll b L3409y 4365 87.28%
mlz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

— —
18.00 18.50
m/z 60.00 80.58%

‘ 171.0 213.0 256.0
O' ‘\ “h“‘ f“““\ h} \‘ ‘ “\ \‘ \‘\ “ \“ T ‘\ T "‘\ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
== =
18.00 18.50
5000 1290 m/z 41.85 70.28%
185.0
29. 228.0
0! u“h““ c““‘w‘l ““m‘ b “u T
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 55.05 69.87%
5000 129.0
29. 185.0 549 284.0
o WP ST U N I i —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknownl8.974 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.974 6.49 ng 367831  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline-3-carbonitrile, 2-amin... 183 C11H9N3 028448-11-5 27
2 Fumaric acid, isohexyl 4-octyl e... 312 C18H3204 1000339-21-6 27
3 Fumaric acid, di(2-hexyl) ester 284 C16H2804 1000348-75-8 27
4 Dodecanoic acid, 3-methylbut-2-y... 270 C17H3402 1000354-06-3 27

5 Cyclopropanecarboxylic acid, 3-(... 390 C21H20C1203 054774-45-7 27

Abundance Scan 2701 (18.974 min): BM035330.D\data.ms (-2696) (-  m/z 183.20 100.00%

183.2
43.0
98.1
5000
=)
147.0 19.00
0! m‘“‘w‘wj“ L, Lo 29322810 3880 1/ 43.65  65.69%

m/z--> 50 100 150 200 250 300 350
Abundance  #57903: Quinoline-3-carbonitrile, 2-amino-4-methyl-
188.0
1

5000
19.00
m/z 55.00 56.86%

00 770 AL
O T \ ‘ \‘\‘\ \‘ ‘H\M\ W I \‘\ T ‘ T T T T ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #214451: Fumaric acid, isohexyl 4-octyl ester
188.0
=
19.00
5000 ITI/Z 98.10 56.48%
85.0
43.0 ‘ ‘
ol i), | 4280 | p2ro  2ero
miz--> 50 100 150 200 250 300 350
Abundance #178587: Fumaric acid, di(2-hexyl) ester =
188.0 19.00
m/z 41.10 51.11%
5000 99.0
43.0
Ll | [asso
omw‘”mmumwmpmwm‘mw S
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\

Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 g
Misc P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 8 Myristic acid glycidyl ester

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.051 13.78 ng 780272  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

284 C17H3203
312 C19H3603
246 C14H27C10
204 C11H21Cl0
438 C28H5403

1 Myristic acid glycidyl ester
2 Glycidyl palmitate

3 Myristoyl chloride

4 Undecanoyl chloride

5 Myristic anhydride

Abundance Scan 2714 (19.051 min): BM035330.D\data.ms (-2710) (-

007460-80-2 83
007501-44-2 58
000112-64-1 47
017746-05-3 43
000626-29-9 43

m/z 57.10 100.00%

57.1 98.1
5000
T .
171. :
0 HH \“‘M“‘ b ORI ‘ LR 8210 47 9810 91.56%
miz--> 50 100 150 200 250 300 350
Abundance #178944: Myristic acid glycidyl ester
57.0 116.0
5000 = ‘
19.00
m/z 43.05 77.26%
1540 2110
O,
miz--> 50 100 150 200 250 300 350
Abundance #214760: Glycidyl palmitate
57.0
116.0 1
19.00
5000 m/z 55.05 74.57%
185.0 239.0
0 ]‘-9“ \\‘\W ‘\J‘\\‘HHM\ ke 1 ““ - “\ | ‘%8‘3‘0‘ IREREE
miz--> 50 100 150 200 250 300 350
Abundance #130780: Myristoyl chloride A
41.0 98.0 19.00
m/z 116.00  69.73%
5000
211.0
L] om0
RN 1 ¥ i s S — o
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM052722.M Wed Jun 01 18:35:58 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\

Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 g
Misc P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 9 Dodecanoic acid, 2,3-dihydr... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.110 93.68 ng 5306130  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 81
2 4-Dibenzofuranamine 183 C12H9NO 050548-43-1 47
3 Dodecanoic acid, 1-methylpropyl ... 256 C16H3202 006937-42-4 44
4 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 38
5 Lauric anhydride 382 C24H4603 000645-66-9 35

Abundance Scan 2724 (19.110 min): BM035330.D\data.ms (-2719) (-  m/z 183.15 100.00%

183.2
43.0
5000 98.1
134.0 - —
‘ 243.2 19.00 19.50
0 Wbk T 28113270 s 4305 67.00%
m/z--> 50 100 150 200 250 300 350
Abundance #165946: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.0
98.0
5000 R —
134.0 19.00 19.50
243.0 m/z 57.10 65.24%
0 “i“““\”“‘\“‘l”‘ b \M\ }‘ \“\ T \““\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #57925: 4-Dibenzofuranamine
183.0
1 —
19.00 19.50
5000 m/z 55.10 54.65%
127.0
m/z--> 50 100 150 200 250 300 350
Abundance #143580: Dodecanoic acid, 1-methylpropyl ester T —
57.0 19.00 19.50
m/z 74.00 53.58%
5000 201.0 ng\\NJE
7.0
157.0 ‘
0 ol L L4280 — S
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM052722.M Wed Jun 01 18:35:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 10 Octadecanoic acid

Concentration Rank 13

P025-SS001-1218-01

R.T. EstConc Area Relative to ISTD R.T.
19.433 8.32 ng 741178  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2779 (19.433 min): BM035330.D\data.ms (-2775) (-

m/z 73.00 100.00%

73.0
5000 129.0
18512412
—
| M i .
ob e ML \ 2960 4TS m/z 43.05  95.83%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 —
185.0 19.50
}‘ m/z 60.00 83.51%
Ol “““‘J““\“TT"\\‘\\‘\‘\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
—
19.50
5000 129.0 ITI/Z 57.10 79.47%
H 213.0
ol bbbl 1L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 55.05 79.31%
5000 129.0
@L } 199.0
o5l I HM""‘W_m,w_ww ——
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50

8270-BM052722.M Wed Jun 01 18:35:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.692 28.82 ng 2566000 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 Diphenolic acid 286 C17H1804 000126-00-1 56
3 3-Cyano-4-ethyl-6-methylcoumarin 213 C13H11NO2 025937-11-5 53
4 2,5-bis(Trimethylsilyl)thiophene 228 C1eOH20SSi2 017906-71-7 45
5 1-Methyl-1-n-octyloxy-1-silacycl... 228 C13H280Si 1010216-91-0 45

Abundance Scan 2823 (19.692 min): BM035330.D\data.ms (-2818) (-  m/z 213.10 100.00%
2

18.1
5000
119.0 N onnn
650 | 1651 || 2700 3311 429, 19:59 200
O bbb b e e m/z 214.10  15.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 — S
19.50 20.00
119.0 m/z 228.10 15.70%
65.0 \ 165.0
0 \\\\‘\l\‘\\“‘\\\‘\‘l\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #181587: Diphenolic acid
213.0
— —
19.50 20.00
5000 m/z 119.00  15.58%
119.0
5.0 - 165.0 286.0
O rrertbplibedegibl ool e e
miz--> 50 100 150 200 250 300 350 400
Abundance #90916: 3-Cyano-4-ethyl-6-methylcoumarin — —
218.0 19.50 20.00
m/z 91.10 9.18%
5000 115.0
51.0 r «T
oL ‘\“‘ \“n “h ‘J‘“‘\“L‘ .\\M \}“m‘“‘\‘ \Wl\mh‘ul‘ﬂ““ u‘“ ‘\‘ \‘ R e R e —=
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM052722.M Wed Jun 01 18:36:00 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 2,3,3',4',5',6-Hexachloro-1... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.157 3.73 ng 331957 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,3',4',5',6-Hexachloro-1,1"'-b... 358 C12H4Cl6 074472-45-0 99
2 2,2',3,5,6,6'-Hexachloro-1,1'-bi... 358 C12H4Cl6 068194-09-2 99
32,3,4,4',5,6-Hexachloro-1,1"'-bip... 358 C12H4Cl6 041411-63-6 97
4 1,1'-Biphenyl, 2,2',4,4',5,5'-he... 358 C12H4Cl6 035065-27-1 97
52,3,3',4,5",6- Hexachloro 1,1'-bi... 358 C12H4Cl6 074472-43-8 97

Abundance Scan 2902 (20.157 min): BM035330.D\data.ms (-2897) (-  m/z 211.20 100.00%

43.0 98.1 211.2
289.9
359.8
5000
152.0

I
20 00 20 50

0 415.1 475, 43.05 92.72%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #267179: 2,3,3',4',5',6-Hexachloro-1,1'-biphenyl
360.0

5000 290.0

Q

20 00 20 50
218.0 98.10  90.86%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #267166: 2,2',3,5,6,6'-Hexachloro-1,1'-biphenyl
360.0

20,00 2050
5000 290.0 55.00 71.56%

218.0
B T N
miz--> 50 100 150 200 250 300 350 400 450

Abundance #267150: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl
360.0 20 00 20 50
m/z 289.90 70.05%

5000
290.0 A/\
145.0 218.0
0 .73“'(.) 4y L. | M WA\H“HH“H A&J\ ‘“/\‘ ‘A‘

m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50

o

o

8270-BM052722.M Wed Jun 01 18:36:01 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Glycidol stearate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.198 6.16 ng 548868 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 95
2 Glycidol stearate 340 C21H4003 007460-84-6 52
3 Myristic acid glycidyl ester 284 C17H3203 007460-80-2 47
4 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 46
5 Undecanoyl chloride 204 C11H21Cl0 017746-05-3 43

Abundance Scan 2909 (20.198 min): BM035330.D\data.ms (-2905) (- m/z 57.10 100.00%
57.1

129.0
5000
—— —
h J‘ 18'\5-123‘9-2 1260 20.00 20.50
oy Lo |, 3280 475 L 9g.e5  85.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214760: Glycidyl palmitate
57.0
116.0
5000 — —
20.00 20.50
m/z 43.10  85.24%
“ | ‘ 185.0 239.0
0 \\”‘ “\liw“\M M"\\‘L\NH\J"\ \‘ \‘\\ T \‘\L\"\"\‘\ \'\%\1\.(\)\ LI B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248881: Glycidol stearate
129.0
—— —
57.0 20.00 20.50
5000 ITI/Z 129.00 70.97%
{ “ ‘ 241.0 ‘
of bbbl bt
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #178944: Myristic acid glycidyl ester T —
57.0 116.0 20.00 20.50
m/z 116.00  70.34%
5000
111
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50

8270-BM052722.M Wed Jun 01 18:36:05 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknown20.263 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.263 18.53 ng 1650150  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, 2-hydroxy-1-... 302 C17H3404 003443-83-2 49
2 Glutaric acid, 1,1,1-trifluoropr... 312 C14H23F304 1000391-65-9 35
3 1-Propanone, 1-(2-methylphenyl)-... 231 C15H21NO 125476-98-4 22
4 N(1)-(3-Methyl-1,2,4-oxadiazol-5... 211 C8H13N502 114212-84-9 14
5 Furan, 2,5-dihydro-3,4-dimethyl- 98 C6H100 053720-72-2 14

Abundance Scan 2920 (20.263 min): BM035330.D\data.ms (-2916) (- m/z 211.15 100.00%

43.1 211.2
98.1
5000
% S/ - s
54.1 271.1 20.00 20.50
0 AL b by ] 8291 415 /7 43,10 87.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #202041: Tetradecanoic acid, 2-hydroxy-1-(hydroxymeth
98.0
43.
211.0
5000 — —
20.00 20.50
m/z 98.10 77.35%
m | 54.0 | 271.0
0 ‘\“”\L“‘ M“\H“\L‘}H“‘\ ool “ \‘1 \‘ LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #213714: Glutaric acid, 1,1,1-trifluoroprop-2-yl 2-ethylbuty
211.0
= —
20.00 20.50
5000 84.0 m/z 57.10 77.04%
141.0
0 29 T T S
miz--> 50 100 150 200 250 300 350 400
Abundance #112820: 1-Propanone, 1-(2-methylphenyl)-3-(1-piperidyl P ——
98.0 20.00 20.50
m/z 55.10 69.59%
5000
42.0 ‘ 146.0 231.0
ook bty L= SR
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM052722.M Wed Jun 01 18:36:06 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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-Eicosene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.145 6.10 ng 543007 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 87
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 70
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 70
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 70
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 64

Abundance Scan 3070 (21.145 min): BM035330.D\data.ms (-3066) (-  m/z 149.00 100.00%

57.1 149.0
5000
} 2100 2150
207.0 279.1 : :
o ‘A,'u{m‘ o T 87114201 5852 ) 5719 02.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173725: 1-Eicosene
97.0
5000 — —
21.00 21.50
280.0 m/z 43.05 80.99%
29. }167.0
O‘\\l‘\%"lf‘ \J‘h\}\w[“\"\A\‘l‘%\h\‘\H\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
— =
21.00 21.50
5000 m/z 55.10 65.07%
5.0
0 | J..thu. 196.0 28.0'0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227237: 9-Tricosene, (2)- — e
53.0 21.00 21.50
m/z 83.10 61.69%
5000
125.0
T s
ot a0 2020 © ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BM052722.M Wed Jun 01 18:36:06 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 16 Hexadecanoic acid, 2-hydrox...

Concentration Rank 18

P025-SS001-1218-01

R.T. EstConc Area Relative to ISTD R.T.
21.262 5.83 ng 519127 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 91
2 Dimethyl tetradecanedioate 286 C16H3004 005024-21-5 35
3 Tetradecanedioic acid 258 C14H2604 000821-38-5 27
4 1-(Piperidin-2-ylmethyl)piperidine 182 C11H22N2 081310-55-6 25
5 1-Hexene-3,5-dione 112 C6H802 052204-69-0 25

Abundance Scan 3090 (21.262 min): BM035330.D\data.ms (-3086) (-  m/z 43.05 100.00%
43.0 98.1 239.2
5000
“ | \ T
299.1 : .
o H H\M MM‘“ ﬁm Sbed by [ 3981 43024910 98 19 92.68%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236864: Hexadecanoic acid, 2-hydroxy-1-(hydroxymeth
43.0
98.0
5000 — ——
239.0 21.00 21.50
”‘ i m/z 239.20 88.70%
0’ T “ll “ \\‘“\‘“L ITHH\‘! !H\ ‘ \ T \ T “\\ }2\?‘9\0\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #181273: Dimethyl tetradecanedioate
98.0
— —
21.00 21.50
5000 ITI/Z 57.10 86.44%
43.
s,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #145446: Tetradecanedioic acid —— —
98.0 21.00 21.50
m/z 55.00 72.36%
5000
222.0
o W\MJJ.\AGSR VN -
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

8270-BM052722.M Wed Jun 01 18:36:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 N-[4-(3-Aminophenyl)-1,3-th... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.045 11.11 ng 989011  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[4-(3-Aminophenyl)-1,3-thiazol... 233 C11H11N30S 134812-30-9 64
2 N-[4-(3-Aminophenyl)-1,3-thiazol... 275 C13H13N302S  475045-14-8 53
3 Benzamide, 2-fluoro-5-trifluorom... 277 C13H15F4NO 1000420-17-0 45
4 Thiazole, 2-amino-4-(p-aminophen... 191 C9HIN3S 003673-53-8 43
5 Terephthalic acid, 2-octyl propy... 320 C19H2804 1010323-97-6 43

Abundance Scan 3223 (22.045 min): BM035330.D\data.ms (-3219) (- m/z 105.00 100.00%

105.0
191.0
5000 i
43
I 2611 el
0 Hm}‘uﬁl‘“ﬁluh‘“u“‘"wm‘“ML“N“‘M‘u““?’4‘1"‘1‘49‘3"9”“‘595'5 m/z 191.00  75.76%

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

Abundance #114510: N-[4-(3-Aminophenyl)-1,3-thiazol-2-yl]lacetamid
191.0

-

5000 T T

22.00
43.0 m/z 233.10 40.30%

‘ 119.0

Ly ded | Imunhul. | I
\\\1‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166846: N-[4-(3-Aminophenyl)-1,3-thiazol-2-yl]lacetamid
191.0

o

%

T [
43.0 22.00

5000 m/z 149.00  35.13%

275.0
121.0\ ‘

0l M'r“"““uu“wm'H s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169301: Benzamide, 2-fluoro-5-trifluoromethyl-N-pentyl- P ‘
191.0 22.00
m/z 57.10 34.65%

3

5000

=

41.0 1130 ’ [248.0
Ot H e e e e e e e e ——
miz—> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 4-(4-Acetamidophenyl)-2-ami... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.609 55.51 ng 4607700  Perylene-di2 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4-Acetamidophenyl)-2-aminothi... 233 C11H11N30S 021674-96-4 52
2 Benzamide, 2-fluoro-3-trifluorom... 333 C17H23F4NO 1000438-42-0 38
3 Benzamide, 2-fluoro-5-trifluorom... 361 C19H27F4NO 1000420-17-8 38
4 Benzamide, 2-fluoro-5-trifluorom... 333 C17H23F4NO 1000438-31-3 38
5 Benzamide, 2-fluoro-6-trifluorom... 333 C17H23F4NO 1000439-41-0 30

Abundance Scan 3659 (24.609 min): BM035330.D\data.ms (-3652) (-  m/z 105.00 100.00%
1050 1910

5000

—

43.1
264.1 LN JN
24.50 25.00
J \H uh.“.h u ‘n LL ALl \ Ll ‘39%'2. 404-§ “4‘7‘5“1‘ 5?"5“" m/z 191.00 83.11%

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

Abundance  #114503: 4-(4-Acetamidophenyl)-2-aminothiazole
191.0

o

%

5000 —. —
24.50 25.00
430 17910 m/z 149.00  47.51%

L \...\ " ‘\ .J. m JL | \

’\\\T‘\\\\‘\\\\‘\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #240180: Benzamide, 2-fluoro-3-trifluoromethyl-N-propyl-
191.0

o

%

T T
24.50 25.00
5000 m/z 233.10 47.34%

262.0

40 g0 || | o9

miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #270580: Benzamide, 2-fluoro-5-trifluoromethyl-N-undecy — o
191.0 24.50 25.00
m/z 43.10 32.00%

o

5000

=

41.0 262.0
obtli 130 | L[ seo _
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknown26.568 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.568 17.72 ng 1471180  Perylene-di12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4-Acetamidophenyl)-2-aminothi... 233 C11H11N30S 021674-96-4 49
2 Thiazole, 2-amino-4-(p-aminophen... 191 C9HSIN3S 003673-53-8 38
3 Benzamide, 2-fluoro-6-trifluorom... 319 C16H21F4NO 1000490-34-9 35
4 Benzamide, 4-fluoro-2-trifluorom... 319 C16H21F4NO 1000439-37-5 18
5 Benzamide, 5-fluoro-2-trifluorom... 333 C17H23F4NO 1000439-36-2 18

Abundance Scan 3992 (26.568 min): BM035330.D\data.ms (-3987) (- m/z 105.00 100.00%
105.0 191.0

50001 431

=

264.1

‘ “ ‘ \ ‘ M 432.2 4922 26.50
- l;uJuwM -yl “‘Ju‘hlmmwh‘wmwww m/z 191.00  88.37%

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

Abundance  #114503: 4-(4-Acetamidophenyl)-2-aminothiazole
191.0

o

%

5000
26.50

43.0 121.0 ITI/Z 149.00 60.30%
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‘\\\1‘\\\\‘!!\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66112: Thiazole, 2-amino-4-(p-aminophenyl)-
191.0

o

=

26.50

5000 m/z 233.10  50.96%
104.0

I N“ N

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

Abundance #223178: Benzamide, 2-fluoro-6-trifluoromethyl-N-(2-buty
191.0 26.50

m/z 43.10 39.17%

o

—

5000

276.0

56.0 1130 | | | || |
I VO —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

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

BM@52722 .M

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 Germanicol

Concentration Rank 3

P025-SS001-1218-01

R.T. EstConc Area Relative to ISTD R.T.
26.791 75.20 ng 6241630  Perylene-d12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 64
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 46
3 3,5-Diisopropylsalicylic acid 222 C13H1803 002215-21-6 38
4 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 38
5 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 35

Abundance Scan 4030 (26.792 min): BM035330.D\data.ms (-4021) (-

m/z 189.10 100.00%

189.1
5000
—— —
\M | \U W T 00
0_33,‘NMcMMW“J{Uy‘_‘H‘§3%?H‘Mﬂm‘f9ﬂ?§4% m/z 204.20  68.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316490: Germanicol
189.0
95.0
5000 — —
26.50 27.00
u ‘ 426.0 m/z 177.05  62.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
189.0
— —
26.50 27.00
91.0 o
5000 m/z 95.10  41.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101396: 3,5-Diisopropylsalicylic acid P ——
204.0 26.50 27.00
m/z 175.10 38.12%
5000
91.0
0‘?ZPWMWHWWN1M R A A —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@53122\
Data File : BM@35330.D

Acqg On : 31 May 2022 17:52

Operator : CG/JU

Sample : N2934-04 :
Misc : P025-SS001-1218-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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|
Phthalic anhydride 12.457 284.1 ng 10935800 2 10.663 769855 20.0
unknownl14.228 14.228 4.8 ng 237792 3 14.504 988192 20.0
Dodecanoic acid 14.939 7.9 ng 390433 3 14.504 988192 20.0
Glycidyl palmitate 17.686 15.5 ng 880285 4 17.251 1132860 20.0
unknownl17.769 17.769 34.1 ng 1931470 4 17.251 1132860 20.0
n-Hexadecanoic ... 18.157 16.3 ng 920625 4 17.251 1132860 20.0
unknownl18.974 18.974 6.5 ng 367831 4 17.251 1132860 20.0
Myristic acid g... 19.051 13.8 ng 780272 4 17.251 1132860 20.0
Dodecanoic acid... 19.110 93.7 ng 5306130 4 17.251 1132860 20.0
Octadecanoic acid 19.433 8.3 ng 741178 5 21.433 1780990 20.0
Phenol, 4,4'-(1... 19.692 28.8 ng 2566000 5 21.433 1780990 20.0
2,3,3',4',5',6-... 20.157 3.7 ng 331957 5 21.433 1780990 20.0
Glycidol stearate 20.198 6.2 ng 548868 5 21.433 1780990 20.0
unknown20.263 20.263 18.5 ng 1650150 5 21.433 1780990 20.0
1-Eicosene 21.145 6.1 ng 543007 5 21.433 1780990 20.0
Hexadecanoic ac... 21.262 5.8 ng 519127 5 21.433 1780990 20.0
N-[4-(3-Aminoph... 22.045 11.1 ng 989011 5 21.433 1780990 20.0
4-(4-Acetamidop... 24.609 55.5 ng 4607700 6 23.798 1660080 20.0
unknown26.568 26.568 17.7 ng 1471180 6 23.798 1660080 20.0
Germanicol 26.791 75.2 ng 6241630 6 23.798 1660080 20.0
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