LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS Vvial : 11 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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39420.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.946 293 299 310 rBV 1328385 1863188 8.03% 1.336%
2 5.434 375 382 405 rBV 5477972 8317318 35.84% 5.966%
3  6.328 526 534 553 rBV 6332029 9759837 42.05% 7.000%
4 7.057 651 658 678 rBV 5036829 8674579 37.38% 6.222%
5 7.275 689 695 707 rBV 375903 653411 2.82% 0.469%

6 7.851 784 793 803 rBV 772299 1284411 5.53%
7 9.028 986 993 1015 rBV 3029351 5260590 22.67%
8 10.663 1258 1271 1285 rBV 1004629 1804567 7.78%
9 13.133 1683 1691 1710 rBV 7444394 11221561 48.35%
10 14.510 1918 1925 1936 rBV2 1962218 2997190 12.91%

NOR W
N
[t
I
R

11 15.051 2008 2017 2035 rBV3 132098 369648 1.59%
12 16.010 2173 2180 2190 rBV 5710034 8646944 37.26%
13 16.368 2237 2241 2249 rVB 252812 356311 1.54%
14 16.509 2260 2265 2269 rBV 1209694 1741792  7.51%
15 16.557 2269 2273 2280 rVB 2409278 3190561 13.75%

NPFPOOO®
N
Ul
o))
B

16 16.657 2285 2290 2296 rVB 613588 816264 3.52% ©.585%
17 16.809 2312 2316 2321 rVB 180847 238333 1.03% 0.171%
18 17.180 2372 2379 2386 rBV 16681005 23207961 100.00% 16.646%
19 17.262 2386 2393 2403 rVB 1806819 2980225 12.84%  2.138%
20 17.409 2413 2418 2420 rBV = 227279 324070 1.40% 0.232%

21 17.445 2420 2424 2435 rVB 4513268 5913010 25.48% 4.241%
22 17.574 2442 2446 2452 rBV 277027 372431 1.60% 0.267%
23 17.639 2452 2457 2467 rVB 3575013 4769615 20.55% @ 3.421%
24 17.756 2473 2477 2488 rVV5 326373 703841 3.03% ©0.505%
25 18.051 2522 2527 2533 rBV2 177208 276225 1.19% ©.198%
26 18.121 2534 2539 2542 rBV2 404734 578051 2.49%  0.415%
27 18.162 2542 2546 2555 rVB 1174468 1740325 7.50%  1.248%
28 18.545 2607 2611 2615 rBV 203934 267348 1.15% ©.192%
29 19.362 2746 2750 2756 rVB 508967 778400 3.35% ©0.558%
30 19.439 2759 2763 2777 rBV 632495 1045120 4.50% 0.750%

31 19.892 2834 2840 2848 rBV 10924000 13992076 60.29% 10.036%
32 20.909 3010 3013 3017 rVB 276283 282022 1.22% 0.202%
33 21.150 3049 3054 3063 rVB2 1232231 1815426 7.82% 1.302%
34 21.309 3077 3081 3085 rBV 890884 1058930 4.56% 0.760%
35 21.356 3085 3089 3092 rBV 2467317 2723018 11.73% 1.953%

36 21.392 3092 3095 3100 rVB 1071130 1214433 5.23% 0.871%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc . E9074-BAYS-001

ALS Vvial : 11 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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.450 3100 3105 3109 rBV 2058179 2728042 11.75% 1.957%
38 21.580 3124 3127 3130 rBV2 434681 576728 2.49% 0.414%
39 21.674 3140 3143 3146 rBV2 423221 469412 2.02% 0.337%
40 21.715 3146 3150 3153 rBV 803574 918452 3.96% 0.659%
41 22.056 3204 3208 3218 rVB 607086 1033899 4.45% 0.742%
42 23.833 3505 3510 3517 rVB2 1271077 2452605 10.57% 1.759%

Sum of corrected areas: 139418170
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

LSC Report -

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
BM@39420.D

: 13 Apr 2023 20:50
: CG/IU
: 02320-01

: 11 Sample Multiplier: 1

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

Integrated Chromatogram

E9074-BAYS-001

BM@32923.M

Abundance
1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

6.328
5.434

4.946

TIC: BM039420.D\data.ms

7.057

9.028

70275 1851

10.663

Time-->

350 400 450 500 550 6.00 6.50

700 750 800 850 9.00

9.50 10.00 1050 11.00 11.50

Abundance
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

13.133

14.510

15.051

TIC: BM039420.D\data.ms
17.180

16.010

17.445
7.639

16.557 126

18.162

17.2
16.50
163081800 | drmsrasatgiiions 06

19.892

L

0
Time--> 1

2.00 1250 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BM039420.D\data.ms

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@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.946  29.01 ng 1863190 1,4-Dichlorobenzene-d4 7.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 299 (4.946 min): BM039420.D\data.ms (-293) (-) m/z 43.00 100.00%

43.0
5000
101.0

‘ ‘ 4.60 4.80 5.00 5.20
|

C
Ol e 990 b 2285 m/z 58,95 59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B R R

4.60 4.80 5.00 5.20

m/z 101.00 21.63%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“h\\\}‘\\\\‘1\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R
4.60 4.80 5.00 5.20
5000 ITI z 58.00 14.82%
I | 126.0
O bbb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4576: Morpholine, 4-methyl- Wm_m_m‘mw
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.59%

5000
15.0 710 101.0
ol J ‘

Oy Ak efb b AL
miz--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\

Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 3 .alpha.-Methylstyrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.275 10.17 ng 653411 1,4-Dichlorobenzene-d4 7.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 97
2 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 52
3 (3H)Indazole, 3,3-dimethyl- 146 C9H1ON2 059341-22-9 50
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 49
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 43
Abundance Scan 695 (7.275 min): BM039420.D\data.ms (-689) (-) m/z 117.95 100.00%
118.0
5000
78.0
B ABEEES L R
39.0 ‘ 7.00 7.20 7.40 7.60
(
ol b b 2080 2806 .0 117 00 82.30%
miz-> 50 100 150 200 250
Abundance #10196: .alpha.-Methylstyrene
118.0
5000 LA L B L B R
7.00 7.20 7.40 7.60
78.0 .
m/z 102.95 57.88%
39.0
(O ‘\ }L“\H\”‘\ ‘\‘ ‘H\L‘\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0
R RREN RN
7.00 7.20 7.40 7.60
5000 m/z 78.00 35.24%
390 770
NI T4 W
miz--> 50 100 150 200 250
Abundance #25695: (3H)Indazole, 3,3-dimethyl- R RREREL
118.0 7.00 7.20 7.40 7.60
m/z 114.95 31.51%
78.0
5000 390
0’ 0 A SNNNE N SE—.
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Phenol, o-(.alpha.,.alpha.-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.509 11.69 ng 1741790  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, o-(.alpha.,.alpha.-dimet... 212 C15H160 018168-40-6 97
2 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 90
3 1-(2,3,4-Trimethoxyphenyl)ethanol 212 C11H1604 1000433-06-9 52
4 3-Ethyldibenzothiophene 212 C14H12S 089817-03-8 52
5 4'-Phenoxyacetophenone 212 C14H1202 005031-78-7 47
Abundance Scan 2265 (16.509 min): BM039420.D\data.ms (-2260) (- | m/z 196.95 100.00%
196.9
91.0
5000
N T
151.9 . 16.50
ok ‘\“‘m\HHJM\H\J\‘HM‘m J“‘ ngg‘ "33}3 m/z 91.00 55.38%

miz--> 50 100 150 200 250 300
Abundance  #90172: Phenol, o-(.alpha.,.alpha.-dimethylbenzyl)-
197.0
119.0

5000
1650
m/z 119.00 54.55%
g ‘ 1520 |
ok \ m‘h“\\‘u‘\\\\\nm\ H A \‘\‘\‘u‘\‘\ al “‘ e
miz--> 50 100 150 200 250 300
Abundance #90161: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0 \
oy
1650
5000 m/Z 212.10 43.78%
91.0
41.0 ‘ ‘ 135.0
ok \Mh\dm\ \\M\\\ﬂ‘mmw A
Miz--> 150 200 250 300
Abundance #89352: 1-(2,3,4-Trimethoxyphenyl)ethanol ‘
197.0 1650

m/z 102.95  22.20%

5000
43.0 138.0
0 il \“ | \‘

m/z--> 50 100 150 200 250 300 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.557 21.41 ng 3190560 Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 93
2 4-Hydroxy-beta-phenylcinnamonitrile 221 C15H11NO 016281-90-6 47
3 1-Methyl-4-phenyl-3,4-dihydroiso... 221 C16H15N 1000211-01-5 43
4 Carbonic acid, monoamide, N-(2-e... 221 C13H19NO2 1000339-98-3 38
5 ethanol, 2-[[(6-nitro-1,3-benzod... 238 C1@H1@N205 1000396-45-9 38
Abundance Scan 2273 (16.557 min): BM039420.D\data.ms (-2269) (- | m/z 221.10 100.00%
221.1
5000 143.0
91.0 — ‘
16.50
51.0 ‘ ‘ 178.
ol 3 wobto o 38L8 /7 143.00  40.21%
miz--> 50 100 150 200 250 300
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
5000 T
16 50
910 1430 m/z 91.00  24.35%
51.0 ‘ W ‘ 178.0 |
0\\”\ ‘\‘ “ \H\“\ ‘\ “‘\“\ ‘\ \H“‘\‘\h\ ‘\h “H\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #100435: 4-Hydroxy-beta-phenylcinnamonitrile
221.0
16 50
5000 m/z 128.00 20.27%
181.0
39.0 820 139 ‘ "
O bt o ‘ww“‘”“ e
m/iz--> 50 100 150 200 250 300
Abundance  #100475: 1-Methyl-4-phenyl-3,4-dihydroisoquinoline
221.0 16 50
144.0 m/z 222.10 18.40%
5000 91.0
56.0 ‘ ‘
bt H‘H‘\‘\‘ \‘ “‘M ‘\“\M u’ﬂﬁ‘ hh \H\ e — A
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Benzene, (2-bromo-1-methyle... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.657 5.48 ng 816264  Phenanthrene-di10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromo-1-methylethyl)- 198 C9H11Br 001459-00-3 64
2 N-(2-Methylbenzyl)benzimidazole 222 C15H14N2 326607-90-3 64
3 Ethyl-p-tolylacetate 178 C11H1402 014062-19-2 53
4 3-[(2-methylbenzyl)oxy]benzaldehyde 226 C15H1402 590350-87-1 53
5 Benzene, 1,1'-(1-methyl-1,2-etha... 196 C15H16 005814-85-7 53

Abundance Scan 2290 (16.657 min): BM039420.D\data.ms (-2285) (- | m/z 105.00 100.00%

105.0
5000

16.50 17.00
510 143 91800 2221
(IS A Ay Tty SR 2809 38L0 nyz 77.00 15.27%
miz--> 50 100 150 200 250 300
Abundance #74470: Benzene, (2-bromo-1-methylethyl)-
105.0
5000 e e
16.50 17.00

m/z 79.00 10.66%

51.0
‘ ‘ ‘ ‘ 198.0
T ‘\ \‘ “ ‘\H T “\ T ‘H\ ‘m\ L ‘ L w T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #101864: N-(2-Methylbenzyl)benzimidazole
105.0

T
16.50 17.00

o

5000 m/z 103.00 9.06%
222.0
ol ﬁﬂ‘h‘ o 0 o
miz--> 50 100 150 200 250 300
Abundance #52492: Ethyl-p-tolylacetate — P
105.0 16.50 17.00

m/z 105.95 8.53%

5000
178.0
29.0
0 \‘m \\\M \ —/ —

m/z--> 50 100 150 200 250 300 16.50 17.00

8270-BM032923.M Fri Apr 14 17:08:56 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2,4-Diphenyl-4-methyl-1-pen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.180 155.75 ng 23208000 Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diphenyl-4-methyl-1-pentene 236 C18H20 1000111-58-0 91
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 90
3 Benzene, (1,1,2-trimethylpropyl)- 162 C12H18 026356-11-6 80
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 78
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78

Abundance Scan 2379 (17.180 min): BM039420.D\data.ms (-2372) (- | m/z 119.05 100.00%
119.1

16.
5000 91.0
——

7
41.0 17.00 17.50

236.1
Obprrtrbeptecdi b b, 152.0180.1208.1295.2 2669 p/7 91,00 48.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118894: 2,4-Diphenyl-4-methyl-1-pentene
119.0
5000 —— A
17.00 17.50
m/z 120.10 10.44%
41.0
0 O | 15101800 2360
’HH‘\\H‘H\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121376: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned
119.0
—— 1
17.00 17.50
5000 ITI/Z 77 .00 9.78%
41.0
ol LT 14901800 2360
P prer e b S R e e e
m/z--> 20 40 60 80 100120140160180200220240260280 M
Abundance #37970: Benzene, (1,1,2-trimethylpropyl)- —— <
119.0 17.00 17.50
m/z 115.00 8.97%
5000
41.0
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 2,4-Diphenyl-4-methyl-2(E)-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.445 39.68 ng 5913010 Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diphenyl-4-methyl-2(E)-pentene 236 C18H20 022768-22-5 99
2 Benzene, 1,1'-(3,3-dimethyl-1-bu... 236 C18H20 023586-64-3 86
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 50
4 3,5-di-tert-Butyl-4-hydroxyanisole 236 C15H2402 000489-01-0 42
5 1-[4-(2-p-Tolylvinyl)phenyl]etha... 236 C17H160 1000202-13-4 41
Abundance Scan 2424 (17.445 min): BM039420.D\data.ms (-2420) (- | m/z 143.00 100.00%
148.0
91.0
221.1
5000
N
51.0 ‘ ‘ ‘ ? 17.50
ol U | i h L\“\\u‘\“‘ M‘ hmh\ H I Hn\\ | ‘\‘ : ‘2‘8‘3‘-1‘ . ‘:‘35‘5‘ m/z 91.00 70.47%
miz--> 50 100 150 200 250 300 350
Abundance #118900: 2,4-Diphenyl-4-methyl-2(E)-pentene
143.0
91.0
5000 221.0 T T
17.50
m/z 221.10 60.09%
43.0
0- ‘\M h\‘\“\hﬁ)“““\\\‘\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #118911: Benzene, 1,1'-(3,3-dimethyl-1-butenylidene)bis
143.0 221.0
91.0
e
17.50
5000 m/z 128.00 44 .16%
41.0 ‘ Tj 0
i \‘ fw Ll i bl ol “F | i {
O Lt Sy b o A
m/z--> 50 100 150 200 250 300 350
Abundance #118913: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen T
221.0 17.50
m/z 236.10  39.84%
5000
143.0
91.0
o0 L 99 I
m/z--> 50 100 150 200 250 300 350 17.50

8270-BM032923.M Fri Apr 14 17:08:58 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\

Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 Hex-1-ene,2,5-diphenyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.574 2.50 ng 372431  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hex-1-ene,2,5-diphenyl- 236 C18H20 032375-29-4 90
2 Benzene, 1-methyl-4-(4-methyl-4-... 174 C13H18 074672-08-5 64
3 Benzene, (3-methyl-1-methylenepe... 174 C13H18 074810-69-8 64
4 2,2,4-Trimethyl-4-phenylcyclopen... 202 C14H180 1000427-11-8 64
5 Phenprobamate 179 C10H13NO2 000673-31-4 59

Abundance Scan 2446 (17.574 min): BM039420.D\data.ms (-2442) (-

m/z 118.00 100.00%

118.0
5000
T T
. 770“ ‘ 17.50
0.3%9 4[|, 1650 2360 2810 3%5. . 165 00 19.12%
miz--> 50 100 150 200 250 300 350
Abundance #118891: Hex-1-ene,2,5-diphenyl-
118.0
5000 A :
17.50
m/z 117.00  18.93%
77.0
O\\4:‘I\T.?\‘\m\ \‘ ““‘\h‘\ \‘ \l§$9\ T \23\9?\ L e e
miz--> 50 100 150 200 250 300 350
Abundance #49157: Benzene, 1-methyl-4-(4-methyl-4-pentenyl)-
118.0
17.50
5000 ITI/Z 91.00 18.12%
41.0 77.0
ot il 170
m/z--> 50 100 150 200 250 300 350
Abundance #49147: Benzene, (3-methyl-1-methylenepentyl)- J%‘TA\
118.0 17.50
m/z 77.00 13.13%
5000
29.0
“ I ‘ 174.0
oLl il
m/z--> 50 100 150 200 250 300 350 17.50

8270-BM@32923.M Fri Apr 14 17:08:59 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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@ Phenol, 4-(1-methyl-1-pheny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.639 32.01 ng 4769620  Phenanthrene-di10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 99
2 1-Acetyl-4,6,8-trimethylazulene 212 C15H160 000834-97-9 64
3 2,3-Dimethyl-4-biphenylamine 197 C14H15N 022750-87-4 64
4 1-(2,3,4-Trimethoxyphenyl)ethanol 212 C11H1604 1000433-06-9 59
5 Dimethyl diphenylsilane 212 Cl14H16Si 000778-24-5 59
Abundance Scan 2457 (17.639 min): BM039420.D\data.ms (-2452) (- | m/z 197.00 100.00%
197.0
5000 J\
1030 1750 1800
65. 151.9 . .
0L o 1 ‘ “‘w\ dcpoou L 2487 8269 p/z 212,10 19.64%
m/z--> 50 100 150 200 250 300 350
Abundance #90160: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
5000 e ——
17.50 18.00
103.0 m/z 102.95 18.40%
65. ‘ 152.0
0 \2\7\0\‘ “‘\“ﬂ\‘ ‘\“ ‘”‘\“\ ‘\‘\‘ ‘h‘\“\ H\H\ T T LA B e e
miz--> 50 100 150 200 250 300 350
Abundance #90153: 1-Acetyl-4,6,8-trimethylazulene
197.0
A e ——y
17.50 18.00
5000 m/z 91.00 17.03%
o, 390760 1150°%0 |
e i a2 o
m/z--> 50 100 150 200 250 300 350
Abundance #72711: 2,3-Dimethyl-4-biphenylamine J¥4ﬁﬂ‘ ——
197.0 17.50 18.00
m/z 198.00  15.58%
5000
o swomo QL] S | —
m/z--> 50 100 150 200 250 300 350 17.50 18.00

8270-BM032923.M Fri Apr 14 17:09:00 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-Phenylbutyrophenone Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.756 4.72 ng 703841  Phenanthrene-di10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Phenylbutyrophenone

2 Mesitylene

3 Benzene, 1,2,4-trimethyl-
4 .beta.-Phenylpropiophenone
5 Ethanedione, diphenyl-

224 C16H160
120 C9H12
120 C9H12
210 C15H140
210 C14H1e02

001533-20-6 93
000108-67-8 53
000095-63-6 49
001083-30-3 43
000134-81-6 43

Abundance Scan 2477 (17.756 min): BM039420.D\data.ms (-2473) (- m/z 105.00 100.00%
105.0
5000
209.0
= <
51.0 ‘ 158.1 17.50 18.00
ol ;‘w‘m‘“hh“ Noby U | l2400 3400 .57 60 53.49%
m/z--> 50 100 150 200 250 300
Abundance #104555: 3-Phenylbutyrophenone
105.0
5000 — =
510 17.50 18.00
209.0 m/z 209.00 29.33%
OL\S\Q\ ‘\‘ }‘ \M\‘h\ \‘ “‘\“”!‘ :\1-1\15‘9\ T L \“\ L L B B B
m/z--> 50 100 150 200 250 300
Abundance #10692: Mesitylene
105.0
=== =
17.50 18.00
5000 ITI/Z 120.00 18.85%
51.0
ok “kWW‘MJ‘MN““““““ e
m/z--> 50 100 150 200 250 300
Abundance #10717: Benzene, 1,2,4-trimethyl- T =
105.0 17.50 18.00
m/z 91.e0 15.73%
5000
51.0
0 | \i\m ‘\\ ) ‘h u‘\ | | | |
s R e e e e e e
m/z--> 50 100 150 200 250 300 17.50 18.00

8270-BM032923.M Fri Apr 14 17:09:01 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 1,4-Diphenyl-1-pentanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.121 3.88 ng 578051  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Diphenyl-1-pentanone 238 C17H180 072256-08-7 64
2 Heptanophenone 190 C13H180 001671-75-6 43
3 Cyclohexene, 1-(1-propynyl)- 120 C9H12 001655-05-6 43
4 Cyclohexane, 1,2,4-tris(methylene)- 120 C9H12 014296-81-2 43
5 Mesitylene 120 CS9H12 000108-67-8 35
Abundance Scan 2539 (18.121 min): BM039420.D\data.ms (-2534) (- | m/z 119.00 100.00%
119.0
77.0
5000
41? ““ 1600 2381 18.00 18.50
0L bfetd L 160.0 202,977 2810 3411\ 105 00 94.54%
miz-> 50 100 150 200 250 300
Abundance #121311: 1,4-Diphenyl-1-pentanone
120.0
5000 77.0 T ]
18.00 18.50
m/z 120.00  73.25%
‘ 238.0
04 \M\ w H‘\HU ‘\H ‘\H ““\‘M 4 \1‘5?\0\ T “\ f \L\ [ B
miz--> 50 100 150 200 250 300
Abundance #64777: Heptanophenone
105.0
—— —
18.00 18.50
5000 m/z 77.00 68.89%
51.0
ol59 |y | | jwa70100
miz--> 50 100 150 200 250 300
Abundance #10732: Cyclohexene, 1-(1-propynyl)- = —
120.0 18.00 18.50
m/z 91.00 64.32%
5000 77.0
39.0
obrrbpl LI B VLS
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BM032923.M Fri Apr 14 17:09:02 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.162 11.68 ng 1740330  Phenanthrene-d10 17.262
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 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2546 (18 162 min): BM039420.D\data.ms (-2542) (- | m/z 73.00 100.00%

5000
129.0

213.1 T 1
‘ 171.1 ‘ 256 1 18.00 18.50
ok ‘3‘5 A L L T 354, ee.0e 83.94%
mi/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 — —4
129.0 18.00 18.50
213.0 m/z 43.00 79.30%

171.0

o b 1L ‘\H R A
m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid

73.0
1&00 1&50
5000 ITI/Z 57.05 65.40%
129.0
29. 185.0 228.0

oL ““ um h” ML ol ‘\‘\‘ m‘\ “\ \‘ ) “\‘ Bt
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid ; |

18.00 18.50
m/z 55.00 62.83%

5000 129.0
29. 171.0
‘ 214.0
‘\ dh”\ \\\H L \ ‘ h‘ ‘ ‘\ ‘ :

o1 bbb e e — -
miz--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM032923.M Fri Apr 14 17:09:03 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 14 4-Penten-1-one, 1,5-diphenyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.362 5.71 ng 778400  Chrysene-di12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-1-one, 1,5-diphenyl- 236 C17H160 004746-09-2 87
2 Benzamide, N-(2-phenylethyl)-N-(... 295 C20H25NO 1000491-45-9 50
3 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C1eH1e03 002243-35-8 49
4 1,4-Butanedione, 1,4-diphenyl- 238 C16H1402 000495-71-6 47
5 Propanetrione, diphenyl- 238 C15H1003 000643-75-4 47

Abundance Scan 2750 (19.362 min): BM039420.D\data.ms (-2746) (- | m/z 105.00 100.00%
105.0
- ML
1900 1950
51.0 : :
2361
okl [ 114420181.0 2951 2810  355. ./, 77.e0  26.78%
miz--> 50 100 150 200 250 300 350
Abundance #118867: 4-Penten-1-one, 1,5-diphenyl-
105.0
5000 — —
19.00 19.50
236.0 m/z 91.00 10.66%
51.0 5.0 ‘
0\\\‘\“\‘\‘\\"MH\“\\1\8\9‘0\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #193054: Benzamide, N-(2-phenylethyl)-N-(3-methylbuty!
105.0
P e
19.00 19.50
5000 m/z 131.00 8.29%
148.0 204.0
oL 420 g | | 295.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #52285: Ethanone, 2-(acetyloxy)-1-phenyl- — ——
105.0 19.00 19.50
m/z 115.00 8.09%
5000
43.0
N 1780
s B A — e
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM032923.M Fri Apr 14 17:09:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.439 7.66 ng 1045120  Chrysene-d12 21.450
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 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2763 (19.439 min): BM039420.D\data.ms (-2759) (- | m/z 73.00 100.00%
73.0
5000 129.0 /Lﬁ
185.1 241 2 1
H ‘ ‘ 284.1 19.50
0 A | b 0004148 s 43,00 86.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 1
185.0 241.0 19.50
m/z 59.95 79.98%
0 ‘\‘r‘\ “‘“‘Hm‘““ U ‘\‘\‘ “ ‘ “ I L “‘ .
m/z--> 5 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
i
19.50
5000 m/z 57.05 73.91%
129 0 242.0
‘ 199.0
0“““’“‘\ “MH‘HHL‘\"H‘w‘w‘wa“mm‘mm‘mm‘m
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.00 67.24%
5000
129.0
29. 185.0228.0
0, HM‘ h” MLM i . ‘ .
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BM032923.M Fri Apr 14 17:09:05 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.150 13.31 ng 1815430  Chrysene-d12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 Pentacos-1-ene 350 C25H50 016980-85-1 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 3054 (21.150 min): BM039420.D\data.ms (-3049) (- | m/z 91.00 100.00%
91.0
2070 = -
‘ H, 0 2820 21.00 21.50
ST ‘“m‘;*?w_m 28203420 415.04762 549.  n/z; 57.05  98.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0
5000 — —
21.00 21.50
125.0 m/z 43.00 91.25%
0‘\\\’\“\"\\ \‘l\l\‘l\‘!‘h\l\]-\g\e‘\o\\\z‘e\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
—— —
21.00 21.50
5000 m/z 83.05 86.89%
5.0
e e
o b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene 7 —
55.0 21.00 21.50
m/z 55.00 84.32%
5000
125.0
oL AL ‘ 1, 1950 2600 %00
e e L —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BM032923.M Fri Apr 14 17:09:06 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Benzene, 1,1'-(1,1,2,2-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.580 4.23 ng 576728 Chrysene-d12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diphenyl-4-methyl-1-pentene 236 C18H20 1000111-58-0 87
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 74
3 Benzamide, 3-methyl-N-methyl-N-i... 205 C13H19NO 1000421-46-3 72
4 o-Cymene 134 CleH14 000527-84-4 64
5 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 64

Abundance Scan 3127 (21.580 min): BM039420.D\data.ms (-3124) (- | m/z 119.00 100.00%

119.0
5000
21550 |
41.0 236.1 :
Obrdibilly 78O TN 3373 4020 4771535 4/, 91,00 34.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118894: 2,4-Diphenyl-4-methyl-1-pentene
119.0
5000 B :
21.50
m/z 120.00 10.27%
41.0
Lol 17802300
O‘\\\\‘\\\\‘\ \\‘\\\1‘11\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121376: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned

N

119.0
T I
21.50
5000 m/z 41.00 7.75%
41.0
ol 1| 17802360
IR NS AT IS A 2t U
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #81539: Benzamide, 3-methyl-N-methyl-N-isobutyl- ——
119.0 21.50

m/z 236.10 6.58%

5000

-

42.0 205.0

0 bbb e e e e e AR
m/z-> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 unknown2l1.674 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.674 3.44 ng 469412  Chrysene-d12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 38
2 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 27
3 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 27
4 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 25
5 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 25

Abundance Scan 3143 (21.674 min): BM039420.D\data.ms (-3140) (- | m/z 91.00 100.00%

91.0
207.0
5000

7
‘ 21.50 22.00
o

bk Li L4900 L 281.0339.0 4019 5031 ' y/z 129.00  72.32%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 O

T
21.50 22.00
m/z 207.00  66.40%

B0.0 130.0
\J\ \l‘ \‘1‘\ ‘1‘ ‘I\ L “\d\h\ \l“W TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550

0
Abundance #84022: 5-Methyl-2-phenylindolizine
207.0
— —
21.50 22.00
5000 m/z 105.00  32.47%

o

28.0 \ 13?.01 ‘

dpdeddop bt i L

LB L L L L B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxi
91.0

—
21.50 22.00
m/z 206.05 27.69%

5000
207.0
L 1“1 | A.J 316.0

O v it e pereph oy DT s e
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc : E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 19 3,4-Bis-(methylthio)-quinoline Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.715 6.73 ng 918452  Chrysene-di12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Bis-(methylthio)-quinoline 221 C11H11NS2 074579-34-3 50
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 46
3 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 43
4 3-Amino-4,6-dimethylthieno[2,3-b... 221 C1@H11N30S 067795-42-0 38

5 Thioglycolic acid, S-(tert-butyl... 320 C14H3202SSi2  ©82112-29-6 38

Abundance Scan 3150 (21.715 min): BM039420.D\data.ms (-3146) (- m/z 221.05 100.00%

221.1
91.0
5000

==
’1h7-0 | 2810 21.50 22.00
e A L L] 281.0339.1 402.0 4912849, ./, 91 09 73.49%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99935: 3,4-Bis-(methylthio)-quinoline
221.0

5000 1
21.50 22.00
m/z 119.00 42.13%

149.
lT“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0

T
21.50 22.00
5000 m/z 105.00 36.28%

143.0
)
‘"M«{uuH"IUM%*“WH"“M A e e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #100473: Indole, 5-(4-methylphenyl)-N-methyl-
221.0

o

o

o

—
21.50 22.00
m/z 143.00  29.45%

5000
110.0
42.0 1l \‘ o

O et e e T ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc E9074-BAYS-001

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 2,4,4,6-Tetramethyl-6-pheny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.056 7.58 ng 1033900 Chrysene-d12 21.450
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 80
2 .alpha.,.alpha.-DIMETHYLBENZYL I... 206 C13H1802 1000429-51-9 78
3 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 72
4 Bis[3,4-dimethylbenzyl]sulfone 302 C18H2202S 034277-83-3 72
5 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 72
Abundance Scan 3208 (22.056 min): BM039420.D\data.ms (-3204) (- | m/z 119.00 100.00%
119.0
o m
T 7
41.0 237.1 22.00
bbbt bl 17802502 S11.1372.3 4620 5351 /7 91.e0  29.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #111830: 2,4,4,6-Tetramethyl-6-phenyl-1-heptene
119.0
5000 —— :
22.00
m/z 120.00 10.06%
55.0
0 h\ sl Ll " 230.0
\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82599: .alpha.,.alpha.-DIMETHYLBENZYL ISOBUTYRA
119.0
U
22.00
5000 m/z 102.95 6.78%
43.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene e ‘
119.0 22.00
m/z 115.00 6.31%
o MMN
Dot P .1 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41323\
Data File : BM@39420.D

Acqg On : 13 Apr 2023 20:50

Operator : CG/JU

Sample : 02320-01

Misc . E9074-BAYS-001

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
2-Pentanone, 4-... 4.946 29.0 ng 1863190 1 7.851 1284410 20.0
.alpha.-Methyls... 7.275 10.2 ng 653411 1 7.851 1284410 20.0
Phenol, o-(.alp... 16.509 11.7 ng 1741790 4 17.262 2980230 20.0
1H-Indene, 2,3-... 16.557 21.4 ng 3190560 4 17.262 2980230 20.0
Benzene, (2-bro... 16.657 5.5 ng 816264 4 17.262 2980230 20.0
2,4-Diphenyl-4-... 17.180 155.8 ng 23208000 4 17.262 2980230 20.0
2,4-Diphenyl-4-... 17.445 39.7 ng 5913010 4 17.262 2980230 20.0
Hex-1-ene,2,5-d... 17.574 2.5 ng 372431 4 17.262 2980230 20.0
Phenol, 4-(1-me... 17.639 32.0 ng 4769620 4 17.262 2980230 20.0
3-Phenylbutyrop... 17.756 4.7 ng 703841 4 17.262 2980230 20.0
1,4-Diphenyl-1-... 18.121 3.9 ng 578051 4 17.262 2980230 20.0
n-Hexadecanoic ... 18.162 11.7 ng 1740330 4 17.262 2980230 20.0
4-Penten-1-one,... 19.362 5.7 ng 778400 5 21.450 2728040 20.0
Octadecanoic acid 19.439 7.7 ng 1045120 5 21.450 2728040 20.0
1-Heneicosanol 21.150 13.3 ng 1815430 5 21.450 2728040 20.0
Benzene, 1,1'-(... 21.580 4.2 ng 576728 5 21.450 2728040 20.0
unknown21.674 21.674 3.4 ng 469412 5 21.450 2728040 20.0
3,4-Bis-(methyl... 21.715 6.7 ng 918452 5 21.450 2728040 20.0
2,4,4,6-Tetrame... 22.056 7.6 ng 1033900 5 21.450 2728040 20.0
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