LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133391.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.881 472 475 486 rVB 242657 282071 5.64% 0.584%
2 5.322 546 550 562 rBV 2145732 2033593 40.66% 4.211%
3 6.357 722 726 738 rBV 2286190 1952967 39.04% 4.044%
4 6.716 784 787 795 rBV 1080480 890721 17.81% 1.844%
5 7.281 879 883 889 rBV 1424505 1157156 23.13% 2.396%
6 8.004 1002 1006 1008 rBV 1204120 1056496 21.12% 2.188%
7 8.510 1088 1092 1094 rBv4 88242 132114 2.64% 0.274%
8 8.539 1094 1097 1099 rBV3 149006 175544  3.51% 0.363%
9 8.627 1109 1112 1115 rBV3 256338 335477 6.71% 0.695%
10 8.745 1129 1132 1134 rBV 298197 265633 5.31% 0.550%
11  8.769 1134 1136 1137 rBV2 134243 100496 2.01% 0.208%
12 8.810 1141 1143 1145 rBV3 183673 195936 3.92% 0.406%
13 8.886 1154 1156 1159 rBV2 311182 274869 5.50% 0.569%
14 8.957 1166 1168 1171 rBV3 254572 251162 5.02% 0.520%
15 8.992 1172 1174 1176 rBV 371516 319576 6.39% 0.662%
16 .022 1177 1179 1182 rBV3 352291 364808 7.29% 755%

9
17 9.080 1185 1189 1191 rBV 2117243 2060540 41.19%
18 9.157 1199 1202 1206 rBv4 695673 1039625 20.78%
19 3.651 1963 1966 1968 rvv3 573891 595215 11.90%
20 13.674 1968 1970 1972 rVB 645633 498939  9.97%

R RN
=
Ul
W
R

1
1

21 13.704 1972 1975 1978 rBV2 574549 629027 12.58% 1.302%
22 13.739 1979 1981 1986 rVB 652813 767435 15.34%  1.589%
23 13.892 2002 2007 2010 rBV2 3476439 5001936 100.00% 10.357%
24 13.927 2010 2013 2019 rVB 3604684 3616008 72.29% 7.487%
25 13.998 2023 2025 2028 rVB 765718 593561 11.87% 1.229%

26 14.104 2041 2043 2048 rVB2 291914 392836 7.85% 0.813%
27 14.274 2069 2072 2075 rVB 825071 731268 14.62% 1.514%
28 14.309 2075 2078 2081 rVB 457266 457456  9.15% 0.947%
29 14.398 2091 2093 2095 rVV 447595 374938 7.50% 0.776%
30 14.415 2095 2096 2099 rVB 540662 418233 8.36% 0.866%

31 14.909 2174 2180 2182 rBV 2890413 4416131 88.29%
32 14.974 2188 2191 2193 rVB 366291 320929 6.42%
33 15.004 2193 2196 2200 rVB 598942 546141 10.92%
34 15.192 2223 2228 2233 rVB 1986716 2484917 49.68%
35 15.251 2233 2238 2243 rVB 2640679 3329151 66.56%

() IV BN i O JNe)
Ay
w
=
B

36 15.309 2243 2248 2250 rBV 767003 1004452 20.08% 2.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.339 2250 2253 2259 rVB2 859138 1119794 22.39% 2.319%
38 15.745 2319 2322 2328 rVB2 222568 344588 6.89% 0.714%
39 15.833 2334 2337 2342 rVB2 227775 309513 6.19% 0.641%
40 16.498 2445 2450 2454 rBV2 191469 420898 8.41% 0.872%
41 16.692 2476 2483 2490 rVB2 1279042 2375749 47.50%  4.919%
42 16.762 2492 2495 2502 rVB3 212339 366273 7.32% 0.758%
43 16.850 2505 2510 2514 rBV 215010 389841 7.79% 0.807%
44 16.903 2515 2519 2524 rBV2 190293 328598 6.57% 0.680%
45 17.109 2547 2554 2563 rVB 1018944 2059659 41.18%  4.265%
46 17.245 2572 2577 2584 rBV7 173589 421762 8.43% 0.873%
47 17.327 2587 2591 2596 rVB 244016 401201 8.02% 0.831%

48 18.186 2732 2737 2749 rVB8 256520 690031 13.80%  1.429%

Sum of corrected areas: 48295264

8270-BF042123.M Tue May 16 11:13:50 2023 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 May 2023 19:23
¢ CG\JU
. 02770-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051523\
BF133391.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF133391.D\data.ms

5.322 6.357

6.716 7.281

4.881

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF133391.D\data.ms

0
Time-->

— — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF133391.D\data.ms

18.186

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 14
R.T. EstConc Area Relative to ISTD R.T.
4.881 6.33 ng 282071 1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
Abundance Scan 475 (4.881 min): BF133391.D\data.ms (-472) (-) m/z 43.00 100.00%
43.0
5000 59.0
Lo 460480500520
‘ 83.0 SR I T
-yt m/z 59.00 51.05%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B L BN R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.79%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR e RARRES
4.60 4.80 5.00 5.20
5000 410 m/z 58.00 15.57%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime  ARARmEEE SRS
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.59%
5000
101.0
ol 130 600 840
e e RS aRE R
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 trans,trans- and trans,cis-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.627 6.35 ng 335477 Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 50
2 Camphor 152 C1eH160 000076-22-2 35
3 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 30
4 Bicyclo[2.2.1]heptane-2,3-dione,... 166 C10H1402 002767-84-2 27
5 2-Fluorobenzoic acid, 3,5-dimeth... 250 C15H19F02 1000278-96-6 27

Abundance Scan 1112 (8.627 min): BF133391.D\data.ms (-1109) (-) m/z 95.10 100.00%

95.1
179.2
5000 55.1 1232 1512 M/
LI B B L L B B
}Z ‘ ‘ 8.40 8.60 8.80 9.00
01,35 “M‘QW"WLWMMM,J‘wMu‘J“H‘Hqu““‘ m/z 179.20  48.59%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55031: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]
95.0
5000 L B L I LN B
58.0 8.40 8.60 8.80 9.00
) m/z 109.10 44.13%
‘ 123.0 180.0 /
O\\\‘\\\\‘\!\\“\\\\’\\“\\"1\\\“]\_5\]\_.\()‘\‘\\\“\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29051: Camphor
95.0
R AAREEmmEEEEEEEEE
8.40 8.60 8.80 9.00
5000/ 410 m/z 81.10 43.52%
69.0 152.0
0 e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #55029: trans,trans-2,8-Dimethylspiro[5.5]undecane A RAEEaEaEEE
95.0 8.40 8.60 8.80 9.00
m/z 55.10 42.05%
5000
550 137.0
‘ 180.0
o"wHH"1H“‘H!,‘J“‘,Mm_m_uwlm‘w e AR RARRRRRARR R
m/z--> 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.745 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.745 5.03 ng 265633  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotyl methacrylate 140 C8H1202 007376-45-6 25
2 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 22
3 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 14
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 14
5 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 14

Abundance Scan 1132 (8.745 min): BF133391.D\data.ms (-1129) (-) m/z 179.20 100.00%

179.2
69.1
41.1 109.1
5000
A
“ ‘ H 372 ‘ 8.40 8.60 8.80 9.00
0 MWWH b J E302 L2082, 6910 75.68%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #21188: Crotyl methacrylate
41.0 69.0
5000 L L L N B BN I
111.0 8.40 8.60 8.80 9.00
m/z 55.10 73.03%
O \H‘\HH \HH}‘\\“H“H\‘“‘\\}\‘\\1\4\.‘0\.9\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #137900: 2-Thiopheneacetic acid, 2-ethylcyclohexyl este
69.0
97.0 S
8.40 8.60 8.80 9.00
5000 m/z 109.10 65.52%
41.0
o w20 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54111: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone T
179.0 8.40 8.60 8.80 9.00
m/z 41.10 59.69%
5000 109.0136.0
65.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.886 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.886 5.29 ng 274869  Acenaphthene-di10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 38
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 32
4 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 32
5 1-Bromo-8-chlorooctane 226 C8H16BrCl 1000438-83-6 27
Abundance Scan 1156 (8.886 min): BF133391.D\data.ms (-1154) (-) m/z 69.10 100.00%
69.1
41.1
109.1
5000 1372 M/w
1792 \\\‘\\\\‘\\\\‘\\\\‘\\\\
h 8.60 8.80 9.00 9.20
0! bl 12083 sy 41,10 54.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
5000 L L L L BN LR
125.0 8.60 8.80 9.00 9.20
410 m/z 55.10  50.43%
s | s
O \\\‘\\\\‘\\\‘\‘\\\\“}\\‘\“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29491: Neopentylidenecyclohexane
69.0
 EARAREEEEEEE R
8.60 8.80 9.00 9.20
5000 41.0 109.0 1370 m/z 109.10  49.61%
o???ﬂy“wN Ll MMU‘_UH‘H‘M‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol i EEREREEESE R
69.0 8.60 8.80 9.00 9.20
m/z 81.10 46.87%
5000
41.0
95.0 137.0
M e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown8.957 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.957 4.83 ng 251162  Acenaphthene-di10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 38
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 38
3 2-Bromomethyl-1-isopropenyl-3-me... 216 C1OH17Br 1000187-07-8 35
4 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 30
5 Cyclopentaneethanol, 2-(hydroxym... 172 C10H2002 000485-42-7 27

Abundance Scan 1168 (8.957 min): BF133391.D\data.ms (-1166) (-) m/z 81.10 100.00%

81.1
55.1 109.1 179.2
5000
135.1
 Ramaa e REARS
‘ ‘ h‘ ‘ ‘ ‘ ‘ 208.2 8.60 8.80 9.00 9.20
0 bl Ml L ML L L 12082 9510 se.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55020: cis,cis-2,9-Dimethylspiro[5.5]undecane
95.0
55.0
5000 L L BN B BN B
123.0 180.0 8.60 8.80 9.00 9.20
m/z 55.10 56.64%
: L e
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6762: 1-Ethyl-5-methylcyclopentene
81.0
 Ramaa e REARS
8.60 8.80 9.00 9.20
5000 m/z 179.20 55.41%
39.0 110.0
w0, | il
0 H‘w_muw‘mp“‘lm“m_‘H"‘H_wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93656: 2-Bromomethyl-1-isopropenyl-3-methyl-cycloper| T
81.0 8.60 8.80 9.00 9.20
m/z 109.10 54.60%
137.0
5000
41. O
90 ) 10200
o“‘_‘Hyhwwwwu‘hﬂ‘_N‘¢‘HU‘H‘WWHW‘H‘W“H“ R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23

Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknown8.992 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.992 6.15 ng 319576  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 49

2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 41
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 30
4 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 25
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 15
Abundance Scan 1174 (8.992 min): BF133391.D\data.ms (-1172) (-)| | m/z 81.10 100.00%
81.1
55.1 109.1 179.2
5000
149.2
R N RREEE
H ‘ 210.4 8.60 8.80 9.00 9.20 9.40
0! el b L2104, 69,10 69.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
58.0 110.0
5000 DL B LA B R
8.60 8.80 9.00 9.20 9.40
137.0 180.0 m/z 109.10 65.84%
0 \\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\‘\\‘1\\\“\\\\‘\\\\!‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
R N RREEE
8.60 8.80 9.00 9.20 9.40
5000 m/z 179.20 59.47%
110.0
39.0
0 ‘1‘5"?“:‘”‘;“ w‘:“‘wu‘lu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6705: Cyclohexene, 3-ethyl- R RRRREEEE e
81.0 8.60 8.80 9.00 9.20 9.40
m/z 95.10 59.07%
5000
41.0
‘ 110.0
0“WWLWWHM‘W‘mymh_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ T T a a
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF042123.M Tue May 16 11:13:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23

Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 unknown9.022 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.022 7.02 ng 364808 Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 46
a,2,5,5-Tetramethyl-cis-1a,4a,5... 194 C13H220 1000215-77-7 30
5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 27
,1,6, 6—Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 25
5,9-Trimethyl-deca-2,4,8-trien... 194 C13H220 1000188-00-3 22

3

Abundance Scan 1179 (9.022 min): BF133391.D\data.ms (-1177) (-) m/z 55.10 100.00%
55.1 109.1
81.1
5000
135.1 165.2
AR RARER R
| ‘ 194.2 8.60 8.80 9.00 9.20 9.40
0Ll m/z 109.10  93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 [TTT T[T [T rrrr[rol
8.60 8.80 9.00 9.20 9.40
m/z 69.10 78.77%
138.0
O 180 ‘\“\‘\\i\\\\“\\\\‘\\\\‘\\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69341: 1a,2,5,5-Tetramethyl-cis-1a,4a,5,6,7,8-hexahydr
109.0
AR RARER R
8.60 8.80 9.00 9.20 9.40
5000 ITI/Z 41.10 75.73%
43.0
69.0 136.0 194.0
| IR
Y SN T N 0 Y PN NS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- Raaas e A
41.0 69.0 8.60 8.80 9.00 9.20 9.40
m/z 95.10 71.08%
95.0
5000
137.0
H ‘ ‘ 177.0
0“‘_“‘“wu‘MHWWﬂH“H‘Nu‘ww“‘_“W“u,“u, EEa
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

8270-BF042123.M Tue May 16 11:13:59 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.157 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.157 20.00 ng 1039630  Acenaphthene-d10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-8 27
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 22
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 18
5 3,5,9-Undecatrien-2-one, 6,10-di... 192 C13H200 003548-78-5 14

Abundance Scan 1202 (9.157 min): BF133391.D\data.ms (-1199) (-) m/z 69.10 100.00%

69.1 198.2
411 97.1 123.2
5000
‘ 8.80 9.00 9.209.40
163.2 . . : :
0! “M‘ Mo Al b m/z 193.20  96.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23111: (2,4-Dimethylcyclohexyl)methanol (isomer 3)
69.0
5000 L L L L L LN B
410 1110 8.80 9.00 9.20 9.40
' m/z 55.10  82.41%
O-:L\S\.‘O\‘\MHMH\ ‘\‘H‘\\“i“u\!‘H”\“\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29491: Neopentylidenecyclohexane
69.0
 Ramaa e REARS
8.80 9.00 9.20 9.40
5000 41.0 109.0 1370 m/z 41.10  58.88%
O}E?M“‘wwﬂuwmuuhuN‘m‘Huuuw‘u‘_‘u‘u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone AN E e EAmAaREEES
193.0 8.80 9.00 9.20 9.40
m/z 83.10 58.08%
123.0
5000
150.0
95.0
o170 0 ev0 o T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF042123.M Tue May 16 11:13:59 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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@ Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.004 10.87 ng 546141  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2196 (15.004 min): BF133391.D\data.ms (-2193) (- m/z 252.20 100.00%
252.2
T T
. lzﬁl Lon1 ] 15.00
ol 750 A 1981, | 20923454 41231 ., 259,10  29.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138567: BenzolK]fluoranthene
252.0
5000 i
15.00
126.0 m/z 253.20  26.04%
£39.0 840 | ‘\‘ 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
T
15.00
5000 m/z 125.10 14.81%
125.0
0390 830 | 2000 |
i B e e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene — i
252.0 15.00
m/z 126.10  13.21%
5000
126.0
ol 740 | 2000, |
L o e P
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF042123.M Tue May 16 11:14:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.192 49.48 ng 2484920  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 99
2 Benzo[e]pyrene 252 C20H12 000192-97-2 99
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2228 (15.192 min): BF133391.D\data.ms (-2223) (- m/z 252.20 100.00%
252.2 ﬂ n
5000
125.1
“ 200.1 ) 15.00 15.50
ol L L1 2001, 3082 36514131 /7 256.10  30.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
5000 e ——
15.00 15.50
125.0 m/z 253.15 21.58%
ol7.0 740 \H 200.0, |
\\\\‘\\\\‘!\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138559: Benzol[e]pyrene
252.0
—T= .
15.00 15.50
5000 m/z 125.10 17 .64%
126.0
0L..4L0 | \“‘ 200.0,
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene T e
252.0 15.00 15.50
m/z 126.10 14.31%
5000
126.0
0l.39.0 830 ‘\\ 2000, |
R B e L P =
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF042123.M Tue May 16 11:14:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.745 6.86 ng 344588  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Octacosane 394 (C28H58 000630-02-4 94
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 2322 (15.745 min): BF133391.D\data.ms (-2319) (- m/z 57.10 100.00%

57.1
5000

—_—

15.50 16.00
2

HJWW MWJﬁMWuw%%?§‘?§9%“§4?§‘49§£“ m/z 71.10  69.56%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0

5000 — —
15.50 16.00

m/z 43.10 52.44%

13.0
\J“\ ‘ ﬂ‘ \"\1“ \‘\‘\ \‘%\6\9\0\ ‘ T \2\5‘4'\\0\ T ‘ T TT ‘ T TT ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane

57.0

7
15.50 16.00

o

o

5000 m/z 85.10 51.04%
13
o Ak | ﬁ 30 169.0 225.0 281.0 337.0 394.0
R A L AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo- —— —
57.0 15.50 16.00

m/z 41.10 17.61%

183.0
13.0
\Hu I | 310.0

m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

o

8270-BF042123.M Tue May 16 11:14:02 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3,4-Dibromobenzaldehyde Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.833 6.16 ng 309513  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dibromobenzaldehyde 262 C7H4Br20 074003-55-7 58
2 2-Ethoxy-6-methyl-4-phenyl-quina... 264 C17H16N20 1000318-42-5 47
3 Arsine, dibromoethyl- 262 C2H5AsBr2 000683-43-2 27
4 9-Octadecenoic acid (Z)-, octyl ... 394 C26H5002 032953-65-4 22
5 Quinoxaline, 2-isopropyl-3-pheny... 264 C17H16N20 016007-79-7 22
Abundance Scan 2337 (15.833 min): BF133391.D\data.ms (-2334) (- m/z 264.15 100.00%
264.1
- o NWJU\
P e
871 o151 M 15.50 16.00
0l300 Pl e A M 335092 263010 77.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151131: 3,4-Dibromobenzaldehyde
264.0
75.0
5000 — o
15.50 16.00
m/z 131.55 39.38%
155.0
O\\\““\h\”\h“\l‘\w\“““\\\\‘\\\H‘\"\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #153314: 2-Ethoxy-6-methyl-4-phenyl-quinazoline
264.0 MNN
P e
15.50 16.00
77.0 o
5000 m/z 265.10 30.28%
219.0
SR TN 8 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #151089: Arsine, dibromoethyl- — —
264.0 15.50 16.00
154.0 m/z 261.10 21.38%
5000
75.0
S Y N T FAN
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF042123.M Tue May 16 11:14:03 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentaphene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.498 8.38 ng 420898  Perylene-di12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 90
2 Pentaphene 278 C22H14 000222-93-5 90
3 Picene 278 C22H14 000213-46-7 89
4 Benzo[b]triphenylene 278 C22H14 000215-58-7 89
5 Benzo[a]naphthacene 278 C22H14 000226-88-0 89
Abundance Scan 2450 (16.498 min): BF133391.D\data.ms (-2445) (- m/z 278.15 100.00%
278.1
- AJLJXJLNﬂXJJLKjV\\
139.1 =
57.1 “ 16.50
obddbo i 2241 (4|, 3550 4185 . 97610 22.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171333: Dibenz[a,h]anthracene
278.0
5000 U
16.50
m/z 279.10  20.66%
139.0
0 73.0 | 2240
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171324: Pentaphene
278.0
——
16.50
5000 m/z 139.05 20.06%
139.0
0l.39.0 87.0 ") 2240
R o o B e R B
m/z--> 50 100 150 200 250 300 350 400
Abundance #171317: Picene —
278.0 16.50
m/z 138.00  15.72%
5000
139.0
280 920 | ‘H 2240 |
R e =
m/z--> 50 100 150 200 250 300 350 400 16.50

8270-BF042123.M Tue May 16 11:14:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.762 7.29 ng 366273  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Pentacosane 352 (C25H52 000629-99-2 70
3 Picene 278 C22H14 000213-46-7 58
4 Heneicosane 296 C21H44 000629-94-7 51
5 Docosane 310 C22H46 000629-97-0 51

Abundance Scan 2495 (16.762 min): BF133391.D\data.ms (-2492) (-] | m/z 278.15 100.00%

57.1 278.1
5000

‘ 139.0 16.50 17.00

ot “‘\ “|‘ | ‘ N HI”H“\ ety ‘ ) ‘]M\ Il ‘\\\\‘373‘4“2‘ ‘3‘9‘2‘2“ — m/z 57.10 88.45%

miz--> 50 100 150 200 250 300 350 400

Abundance #107218: Hexadecane VMWWAEWAJJ\MﬂN\WWwAA
57.0

5000 — e
16.50 17.00

m/z 71.10 56.58%

H | ‘ 1130 169.0 226.0
\\\\‘ f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0

T
16.50 17.00

o

5000 m/z 43.10 41.21%
0“\kjﬂbh‘ﬁk“ﬂ*??Rq22§9‘?§%?“??Eq“““‘ MWWJKNVJJ\“/MWw$Wf
m/z--> 50 100 150 200 250 300 350 400
Abundance #171317: Picene T ——
278.0 16.50 17.00

m/z 85.10  40.95%

5000
139.0

280 920 | 224.0
RICL M S NN 2. NN —— —

m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF042123.M Tue May 16 11:14:05 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Picene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.851 7.76 ng 389841  Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 99
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 99
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 98
4 Benzo[b]chrysene 278 C22H14 000214-17-5 98
5 Benzo[a]naphthacene 278 C22H14 000226-88-0 93
Abundance Scan 2510 (16.850 min): BF133391.D\data.ms (-2505) (- m/z 278.15 100.00%
278.1
- MU\M
139.1 ‘ T T ‘ T
831 “ 2241 | 16.50 17.00
o881 33l 2etd il 38LL 39034400y 279.15  24.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171318: Picene
278.0
5000 — —
16.50 17.00
m/z 276.15  23.64%
139.0
0630 ] 224.0 |
\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171328: Benzolb]triphenylene
278.0
"—Y—Y—Y—Y—'—Y—Y—Yﬁ
16.50 17.00
5000 m/z 139.05 18.65%
139.0
4390 920 | 2240
— T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #171333: Dibenz[a,h]anthracene ‘ ‘hﬁkﬂ’
278.0 16.50 17.00
m/z 138.05 14.51%
5000
139.0
oL 730 | 2240
R B B e . e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF042123.M Tue May 16 11:14:06 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzo[b]triphenylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.903 6.54 ng 328598 Perylene-d12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 98
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 96
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 92
4 Benzo[b]chrysene 278 C22H14 000214-17-5 86
5 Pentaphene 278 C22H14 000222-93-5 86
Abundance Scan 2519 (16.903 min): BF133391.D\data.ms (-2515) (- m/z 278.15 100.00%
278.1
- W\/LW
138.1 T T
43.1 H 191.1 £ 17.00
oL 431 902, 1901 . K 38703825 438F .. 27610 32.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #171317: Picene
278.0
17.00
139.0 m/z 279.15  28.02%
0280 920 ‘“ 2240 |
\\\‘\\\\‘\\\\\\\\‘\\\1‘\!\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171328: Benzolb]triphenylene
278.0
—
17.00
5000 m/z 282.10 21.43%
139.0
5.39.0 920 | 2240 |
R e e B A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #171334: Dibenz[a,h]anthracene T
278.0 17.00
m/z 138.05 18.36%
5000
139.0
0.39:0 87.0 | 224.0
“““H““““H“““““““‘H“““‘ =
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5H-Naphtho[2,3-b]carbazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.245 8.40 ng 421762  Perylene-di12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S5H-Naphtho[2,3-b]carbazole 267 C20H13N 000248-96-4 50
2 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 45
3 7H-Dibenzo(a,g)carbazole 267 C20H13N 000207-84-1 43
4 2-Benzylidenehydrazono-3-methyl-... 267 C15H13N3S 1000146-59-1 42
5 4'-Chloro-2,2':6"',2"'"'-terpyridine 267 C15H10CIN3 128143-89-5 38

Abundance Scan 2577 (17.245 min): BF133391.D\data.ms (-2572) (-} | m/z 267.15 100.00%
267.1

43.1
5000
3203 4144 1700 1750
0 m/z 43.10 65.95%
miz--> 50 100 150 200 250 300 350 400
Abundance #157132: 5H-Naphtho[2,3-b]carbazole
267.0
5000

7 —
17.00 17.50
m/z 57.10 46.77%

0390 89.0 1340 2130,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #157129: 13H-Dibenzo[a,i]carbazole
267.0
e o
17.00 17.50
5000 ITI/Z 55.05 44 .74%
133.0
o020 | aso |
m/z--> 50 100 150 200 250 300 350 400
Abundance #157127: 7TH-Dibenzo(a,g)carbazole 7 —
267.0 17.00 17.50
m/z 218.25 44 ,39%
5000
133.0
0390 87.0 | 213.0, |
L o e — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Dibenzo[def,mno]chrysene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.327 7.99 ng 401201  Perylene-di12 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 95
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 94
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 93
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 83
5 Naphthalen-1-yl-(3-nitro-benzyli... 276 C17H12N202 200421-53-0 47
Abundance Scan 2591 (17.327 min): BF133391.D\data.ms (-2587) (- m/z 276.15 100.00%
276.1
- w/\_A
138.1 - —
‘ 17.00 17.50
0390 920 [, 2222 | 3433 4042 ' w/z 277.15  25.98%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #168942: Dibenzo[def,mno]chrysene
276.0
5000 = et
17.00 17.50
138.0 m/z 138.05  25.62%
0‘\2‘\71“\.%‘}‘}\8‘57‘()‘\\‘\H\‘\\\\‘2\2?\.0\‘\\“\\‘\\\\‘\\\\’\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #168932: Benzo[ghi]perylene
276.0
= e
17.00 17.50
5000 m/z 137.05 20.29%
138.0
0l 390 910 | 2220 |
e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #168937: Indeno[1,2,3-cd]pyrene = =
276.0 17.00 17.50
m/z 274.10  19.41%
5000
138.0
ol 450 920 224.0 “
s e e TR T o e - P
m/z--> 0 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Stigmast-4-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.186 13.74 ng 690031  Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 95
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 70
3 Testosterone 288 C19H2802 000058-22-0 46
4 Testosterone cypionate 412 C27H4003 000058-20-8 38
5 Benzo[ghi]perylene, 4-methyl- 290 C23H14 019224-38-5 38

Abundance Scan 2737 (18.186 min): BF133391.D\data.ms (-2732) (| m/z 290.15 100.00%

124.1 290.1
5000

T T
18.00 18.50

0 m/z 124.10  88.89%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309452: Stigmast-4-en-3-one
124.0

5000 s =
18.00 18.50

m/z 43.05 65.05%
0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309453: .gamma.-Sitostenone

T T
18.00 18.50

5000 m/z 289.15  47.74%

ol . .
m/z--> 50 100 150 200 250 300 350 400 450 /\/\/\/\J\/W

Abundance #184187: Testosterone T ——
124.0 18.00 18.50

m/z 57.10  45.05%

5000
55.0 288.0

203.0

T T
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133391.D

Acqg On : 15 May 2023 19:23
Operator : CG\JU

Sample : 02770-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.881 6.3 ng 282071 1 6.716 890721 20.0
trans,trans- an... 8.627 6.3 ng 335477 2 8.004 1056500 20.0
unknown8.745 8.745 5.0 ng 265633 2 8.004 1056500 20.0
unknown8.886 8.886 5.3 ng 274869 3 9.763 1039630 20.0
unknown8.957 8.957 4.8 ng 251162 3  9.763 1039630 20.0
unknown8.992 8.992 6.2 ng 319576 3 9.763 1039630 20.0
unknown9.022 9.022 7.0 ng 364808 3  9.763 1039630 20.0
unknown9.157 9.157 20.0 ng 1039630 3 9.763 1039630 20.0
Benzo[e]pyrene 15.004 10.9 ng 546141 6 15.309 1004450 20.0
Perylene 15.192 49.5 ng 2484920 6 15.309 1004450 20.0
Octadecane 15.745 6.9 ng 344588 6 15.309 1004450 20.0
3,4-Dibromobenz... 15.833 6.2 ng 309513 6 15.309 1004450 20.0
Pentaphene 16.498 8.4 ng 420898 6 15.309 1004450 20.0
Hexadecane 16.762 7.3 ng 366273 6 15.309 1004450 20.0
Picene 16.851 7.8 ng 389841 6 15.309 1004450 20.0
Benzo[b]triphen... 16.903 6.5 ng 328598 6 15.309 1004450 20.0
5H-Naphtho[2,3-... 17.245 8.4 ng 421762 6 15.309 1004450 20.0
Dibenzo[def,mno... 17.327 8.0 ng 401201 6 15.309 1004450 20.0
Stigmast-4-en-3... 18.186 13.7 ng 690031 6 15.309 1004450 20.0
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