LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc :

ALS Vvial : 17 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129198.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.551 551 555 559 rBV 3977395 3803062 97.86% 8.546%
2 6.557 721 726 738 rVB 3848939 3886075 100.00% 8.733%
3 6.934 786 790 793 rBV 1838470 1463880 37.67% 3.290%
4 7.328 850 857 866 rBV 1124901 1051020 27.05% 2.362%
5 7.492 882 885 888 rBV 2494477 2210122 56.87% 4.967%
6 7.534 888 892 894 rVB2 433999 501600 12.91% 1.127%
7 8.187 1000 1003 1005 rBV 268859 218034 5.61% 0.490%
8 8.216 1005 1008 1010 rVV 2050490 1658113 42.67% 3.726%
9 8.234 1010 1011 1014 rVV 311893 235890 6.07% 0.530%
10 8.263 1014 1016 1019 rVB2 236855 199992 5.15% 0.449%
11 8.628 1075 1078 1080 rBV 321499 251833 6.48% 0.566%
12 8.798 1104 1107 1111 rBV2 342532 423951 10.91% 0.953%
13 8.851 1111 1116 1120 rW 482287 497770 12.81% 1.119%
14  8.928 1126 1129 1133 rBV 269250 236287 6.08% 0.531%
15 8.981 1136 1138 1142 rBV 239957 257242 6.62% 0©.578%
16 9.122 1159 1162 1166 rVB3 350977 350019 9.01% 0.787%
17 9.228 1178 1180 1182 rBV 431544 271451 6.99% 0.610%
18 9.292 1187 1191 1194 rBV 3445515 2939878 75.65% 6.606%
19 9.363 1200 1203 1207 rBV 584728 640849 16.49% 1.440%
20 9.557 1233 1236 1238 rBV3 212898 283518 7.30% 0.637%
21  9.622 1245 1247 1252 rBV3 227148 383167 9.86% 0.861%
22 9.681 1254 1257 1261 rBV3 1995864 2112151 54.35% 4.746%
23 9.716 1261 1263 1265 rBV 212223 195438 5.03% 0.439%
24 9.739 1265 1267 1270 rVB3 369890 336956 8.67% 0.757%
25 9.792 1270 1276 1278 rBV3 805050 1396303 35.93% 3.138%
26 9.839 1281 1284 1286 rBvV2 1353870 1272002 32.73% 2.858%
27 9.863 1286 1288 1289 rBV2 354384 265666 6.84% 0.597%
28 9.886 1289 1292 1295 rVB2 2348674 1978163 50.90% 4.445%
29 9.933 1296 1300 1302 rBV 1248015 1738485 44.74% 3.907%
30 9.975 1302 1307 1310 rVB3 1827645 2745059 70.64% 6.169%

31 10.010 1310 1313 1314 rBV3 1032244 934490 24.05%
32 10.233 1348 1351 1354 rBV2 1411805 1982221 51.01%
33 10.298 1360 1362 1363 rBV2 960478 789655 20.32%
34 10.316 1363 1365 1368 rVV2 1304904 1334656 34.34%
35 10.392 1375 1378 1381 rBV 3744510 3219511 82.85%

NNBR AN
N
N
N
xR

36 15.651 2269 2272 2280 rVB 1106504 1582469 40.72%  3.556%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS Vvial : 17 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.833 2469 2473 2480 rVB 489427 853536 21.96% 1.918%

Sum of corrected areas: 44500514
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF129198.D\data.ms
1.5e+07
le+07
5000000 5.551 6.557
7.492
6.934
7.328
71534
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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 TIC: BF129198.D\data.ms

1.5e+07

le+07

5000000

L e S S Ve — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129198.D\data.ms

1.5e+07

le+07

5000000
15.651

16.833

O ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  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\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 1 Decane, 2,6,7-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.628 3.04 ng 251833  Naphthalene-d8 8.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 86
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
Abundance Scan 1078 (8.628 min): BF129198.D\data.ms (-1075) (-)| | m/z 57.10 100.00%
57.1
. M
R R R REE
H 851 9131 155.2 8.40 8.60 8.80 9.00
0ol s L 18521832 g1 10 72, 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 L B L I LN B
8.40 8.60 8.80 9.00
m/z 43.10 52.51%
112.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R RRRRAE
8.40 8.60 8.80 9.00
5000 m/z 41.05 29.17%
29.0 112.0
0 85.0 142.0
R L R R R e e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester B ARmESEE R
57.0 8.40 8.60 8.80 9.00
m/z 56.10 21.60%
5000
85.0 113.0
0 20 L, ‘\‘ 141.0 169.0 225.0
H‘W‘H,‘H‘W‘H‘H‘W“H‘H‘W‘H‘_‘H“H‘_‘H‘H‘ R RS RRRRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.798 5.11 ng 423951  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 92
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Dodecane 170 C12H26 000112-40-3 72
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1107 (8.798 min): BF129198.D\data.ms (-1104) (-) m/z 57.10 100.00%

57.1
5000
85.1
e Bammn B S
131.1 8.40 8.60 8.80 9.00 9.20
Obeerrerele il gl 018921882 s 10 77.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 I B LB B
8.40 8.60 8.80 9.00 9.20
29.0 85.0 m/z 71.18 51.49%
o o m0imo o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R EBEAMEE R
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 35.24%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane R e AR
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 30.87%
5000
85.0
29.0
oL L 120 1410 1700
I A AR REaRs RS EERARE T SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 1Indole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.851 6.00 ng 497770  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 96
2 Benzene, 1l-isocyano-2-methyl- 117 C8H7N 010468-64-1 90
3 Indolizine 117 C8H7N 000274-40-8 90
4 Benzyl nitrile 117 C8H7N 000140-29-4 90
5 5H-1-Pyrindine 117 C8H7N 000270-91-7 87
Abundance Scan 1116 (8.851 min): BF129198.D\data.ms (-1111) (-) m/z 117.10 100.00%
117.1
5000 90.1

63.0 A REEEREEEEEE SR

391 | 1450 1772 8.60 8.809.00 920
0‘,‘H“‘Muq1‘u“u““H““H‘u“‘_““u“ ‘ m/z 90.10  44.94%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #9733: Indole

117.0
5000 L B I L B LN B
90.0 8.60 8.80 9.00 9.20
m/z 89.05 34.26%

63.0
390 I
O\’\\\\‘\\H\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0

90.0 8.60 8.80 9.00 9.20
5000 ITI/Z 63.00 13.79%
63.0
Ol e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9737: Indolizine RENEEE e L
117.0 8.60 8.80 9.00 9.20

m/z 58.50 9.46%

5000 90.0
290 63.0
0 i \‘\ Al Il

m/z--> 20 40 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Phthalic anhydride Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.981 3.10 ng 257242  Naphthalene-d8 8.216

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 91
3 Indan-1,2,3-trione 160 C9H403 000938-24-9 90
4 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 90
5 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 86
Abundance Scan 1138 (8.981 min): BF129198.D\data.ms (-1136) (-) m/z 104.00 100.00%
104.0
76.0
5000 50.0
R S R ans v
128 148.0 8.60 8.80 9.00 9.20 9.40
O el e L 2224 L ATEL1961 s 76 00 75.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26798: Phthalic anhydride
76.0 104.0
50.0
5000
8.60 8.80 9.00 9.20 9.40
148.0 m/z 50.00 40.31%
O\‘2\8\‘\O\H‘\\H\‘\\\ ‘\\\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104.0
76.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 74.00 18.70%
50.0
148.0
0 26.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36910: Indan-1,2,3-trione
76.0 104.0 8.60 8.80 9.00 9.20 9.40
m/z 148.00  13.16%
5000 50.0
132.0
160.0
T O T N W N PO [, PO
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1,3-Cyclohexadiene, 1-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.122 2.55 ng 350019  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 86
2 2-Carene 136 C1oH16 000554-61-0 86
3 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 86
4 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 ClOHl6 000464-17-5 76
5 Terpinyl formate 182 C11H1802 1000428-81-9 68
Abundance Scan 1162 (9.122 min): BF129198.D\data.ms (-1159) (-) m/z 43.10 100.00%
43.1 121.1
93.1
5000
67.0
A ERER R
147.1 8.80 9.00 9.20 9.40
182.2
S ol gl o 1822 o1 ve.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18219: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0
5000 L L R B R
8.80 9.00 9.20 9.40
43.0 m/z 55.10  71.29%
65.0 H
0 \:\L\s‘.o‘\‘\ \“H\ \‘\H\ T M T \‘}‘\ T “\ “\M} T \“i‘\ T \‘\“ L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0 121.0
A ER R
8.80 9.00 9.20 9.40
5000 m/z 93.10 69.59%
41.0
65.0
15.0
T B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene R EARRER R EEE R
93.0 8.80 9.00 9.20 9.40
121.0 m/z 83.10 63.90%
5000 41.0
67.0
0 S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56

Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Carbonic acid, prop-1-en-2-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.363 4.67 ng 640849  Acenaphthene-di10 9.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 53
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 53
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 52
4 Dodecane 170 C12H26 000112-40-3 50

5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 49

Abundance Scan 1203 (9.363 min): BF129198.D\data.ms (-1200) (-) m/z 57.10 100.00%
57.1

5000

-

85.1

193.2 N AREE RS R RREE R SRR
123.1 I I T I T
9.00 9.20 9.40 9.60
i L st

RESS B “H‘_‘H‘H‘w"H‘wa‘u‘_‘u‘u m/z 43.10  71.26%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

o

é

5000 L L B L LA BN B
9.00 9.20 9.40 9.60
85.0 9
29.0 m/z 71.10 54.20%
o h ” 1110 15401820 2270
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
e
9.00 9.20 9.40 9.60
5000 m/z 41.10 46.19%
85.0
29.0
o 1110 1400 168.0 196.0 241
[ P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143304: Carbonic acid, dodecyl vinyl ester  ARAEmassmEESS R
57.0 9.00 9.20 9.40 9.60
m/z 55.10 35.36%
5000
85.0
Z?O\ h ‘ hwhll%o 1400 1680 2130
0 _w‘w1‘H“H“H"_‘wwu‘ui‘H‘_l‘w“u“u“u“_‘ S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Naphthalene, 1,4-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.557 2.07 ng 283518  Acenaphthene-di10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 1236 (9.557 min): BF129198. D\data ms (-1233) (-) m/z 156.10 100.00%

57.1 156.
5000
85.1
1111 =T 1
9.50
187.1
0 _“AM‘W‘ML%‘M‘NwwMW bbb 2221 m/z 57.10 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
5000 e
9.50
m/z 141.05 77.61%

o

510 77.0 115.0 ‘
\”“W”MW‘”M””"W‘w\NM‘N”UM“”\‘”‘W“W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0

9.50
5000 m/z 43.10 55.49%
280 51.0 77.0 115.0
Ol el el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33147: Naphthalene, 2,7-dimethyl- ——
156.0 9.50

m/z 71.10 50.98%

- JU“A"/W
7.0 128.0
41 0
1 a020 B

VNI SRR M - T N
miz—> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Naphthalene, decahydro-1,6-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.622 2.79 ng 383167 Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 60
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 46
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 46
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 46
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 45
Abundance Scan 1247 (9.622 min): BF129198.D\data.ms (-1245) (-) m/z 109.10 100.00%
109.1
165.2
55.1
5000 81.1 1411
—r— —
H ‘ | ‘ 208.2 9.50 10.00
YN (B 1t :H: (VTN 1 S m/z 165.15  70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85384: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0
165.0
5000 T ——
55.0 81.0 9.50 10.00
m/z 95.10 66.13%
29.0
0 \\\‘\‘\‘H“‘\ T \‘”\“ \“‘ f \‘\“U‘ \‘i‘\ T 11\3\\5‘0\\ T \2‘\018\.(\)| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
— —
9.50 10.00
5000 m/z 55.10 57.76%
77.0 115.0
0 27‘0 51.0
R A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33149: Naphthalene, 2,3-dimethyl- —— —
156.0 9.50 10.00
m/z 156.10 56.01%
5000
6.0 115.0
51.0 .
T A O I 1 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 unknown9.681 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.681 15.39 ng 2112150  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 N-(4-Fluorophenyl)piperidin-4-amine 194 C11H15FN2 038043-08-2 25
4 Iminostilbene 193 C14H11N 000256-96-2 18
5 2-Anthracenamine 193 C14H11N 000613-13-8 14

Abundance Scan 1257 (9.681 min): BF129198.D\data.ms (- 1254) () | m/z 193.20 100.00%

57.1 193,
5000 831 1031

B 9.50 10.00
0 A dtStr L 122620 hy s7.10 90.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 — T
109.0 9.50 10.00
m/z 69.10 67.25%

810
| |

29.0
,,,,,13706302220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0

T
9.50 10.00

o

123.0
5000 m/z 43.10 65.66%
150.0
95.0
0.47.0 420 69,0
L E B

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #68909: N-(4-Fluorophenyl)piperidin-4-amine —— ——
83.0 9.50 10.00

m/z 41.10 65.64%

57.0
5000 111.0
30.0
136.0 194.0
[ ‘

0! ,“““ — ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.739 2.46 ng 336956  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35
4 Acetylene, 1-(2-aminophenyl)-2-p... 193 C14H11N 1000380-73-4 30
5 Quinoline, 7-chloro-4-methoxy- 193 C10H8CINO 1000337-12-8 30

Abundance Scan 1267 (9.739 min): BF129198.D\data.ms (-1265) (-) m/z 193.20 100.00%
3.2

19
95.1
5000 581 1231

165.2 9.50 10.00

0 |12222  h/7 es.ie 61.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 950 —
9.50 10.00

m/z 109.10  55.44%

‘ ‘ 151.0
\‘\\\\’\\\‘\’\\\“‘}\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\}‘\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
69.0 123.0

41.0
5000 95.0 m/z 55.10  49.43%

0 152.0
R R e o R N R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #68154: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a 7
193.0 9.50 10.00

m/z 123.10  48.05%

95.0
5000 162.0
67‘-0 135.0
L | |

O e e e e T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

8270-BF062922.M Wed Jul 13 16:46:12 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Cyclopropane, nonyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.792 10.17 ng 1396300  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, nonyl- 168 C12H24 074663-85-7 90
2 Pentadecafluorooctanoic acid, de... 554 C18H21F1502 1000406-04-0 80
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 64
4 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 64
5 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 62

Abundance Scan 1276 (9.792 min): BF129198.D\data.ms (-1270) (-) m/z 57.10 100.00%

57.1
5000 J\JM
— —
‘ 129.0 2072 9.50 10.00
0“‘mhﬁdﬂ\%WWchﬂ‘m“““u““‘_‘““H“‘ m/z 55.10 77.55%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #43499: Cyclopropane, nonyl-
55.0
5000 — ——
9.50 10.00
m/z 43.10 77.28%
‘ ‘ 11.0
O\\‘\}“\M\“\“\h\‘\}]‘-§\8.\q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
— —
9.50 10.00
5000 m/z 41.10 68.70%
97.0
o 16905190 2810 3690 455,
T T T e T e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71745: 5-Tetradecene, (E)- T —
55.0 9.50 10.00
m/z 71.10 64.90%
5000
|z sone
S e ot —
m/z--> 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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-Dodecen-1-yl(-)succinic a... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.839 9.27 ng 1272000  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 64
2 4-Methyl-dodec-3-en-1-0l1 198 C13H260 156992-84-6 50
3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 46
4 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 43
5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 38

Abundance Scan 1284 (9.839 min): BF129198.D\data.ms (-1281) (-) m/z 69.10 100.00%

Abundance  #100848: Silane, chlorodiethyl(2-methylpentyloxy)-

69.1
41.1
5000
— —r
‘ 9.50 10.00
0 brreeth ol il | m/z 55.10  77.69%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
41.0 69.0
5000 — —
97.0 9.50 10.00
137.0 m/z 41.10 69.21%
o 1860 © 209.0 2370 266.(
\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance
55.0
— —r
9.50 10.00
5000 83.0 ITI/Z 83.10 63.83%
111.0
27.0 154.0 198.0
ORI RE L . S Nt —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
— —r

100.0 9.50 10.00
193.0 m/z 109.16  60.07%
5000
81.0
430 ‘ ‘ ‘ 151.0
o‘_UHN‘WHMH‘yﬂ‘uH‘HH‘H‘WH‘WAJWH‘%%QW‘HW‘H - —
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 unknown9.886 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.886 14.41 ng 1978160  Acenaphthene-d10 9.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 25
4 (-)-trans-Pinane 138 C10H18 033626-25-4 20
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18

Abundance Scan 1292 (9.886 min): BF129198.D\data.ms (-1289) (-) m/z 193.20 100.00%

198.2
691 971
41.1
5000
= —]
9.50 10.00
0 224.2 m/z 69.10  69.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 97.10 64.63%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\’\ \\“‘1\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
— —
123.0 9.50 10.00
5000 m/z 109.10 57.16%
150.0
95.0
0L17.0 420 690
R R e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- — ——
55.0 5.0 9.50 10.00
m/z 41.10 57.08%
5000
123.0
27.0
0° ﬂhwm‘w‘u‘wu‘_‘u‘uu‘u‘w o 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 unknownl@.233 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.233 14.44 ng 1982220  Acenaphthene-d10 9.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 38
2 Pentadecane 212 C15H32 000629-62-9 38
3 1H-Imidazole, 1-[(2,4,6-trimethy... 200 C13H16N2 084567-17-9 30
4 Nonadecane 268 C19H40 000629-92-5 30
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 27

Abundance Scan 1351 (10.233 min): BF129198.D\data.ms (-1348) (- m/z 133.05 100.00%
1

33.1
57.1
5000 85.1

204.2 ‘
1731 2102 10.00 10.50
0 : m/z 57.10  75.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52848: Benzenepropanol, 2,4,6-trimethyl-
133.0

5000 — —
10.00 10.50
178.0 m/z 71.10 66.75%
91.0 ‘
0 ‘\‘\\4;:‘:?.\(\)\\6‘§\.\0\“H‘H‘\‘\\H“w‘\\‘}‘\’\“\\\‘\\H"HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
I — I —
10.00 10.50
5000/ 2> 85.0 m/z 43.10  56.53%

Ot el b A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #75993: 1H-Imidazole, 1-[(2,4,6-trimethylphenyl)methyl]- —— ——
133.0 10.00 10.50

m/z 55.10  48.25%

5000
200.0
91.0 ‘

40.0 650 1 173.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 unknown1©.298 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.298 5.75 ng 789655  Acenaphthene-di10 9.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 53
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 3-(Trifluoromethyl)benzoyl chloride 208 C8H4C1lF30 002251-65-2 11
5 4-(Trifluoromethyl)benzoyl chloride 208 C8H4C1F30 000329-15-7 11
Abundance Scan 1362 (10.298 min): BF129198.D\data.ms (-1360) (- m/z 193.20 100.00%
69.1 198.2
1111
5000 41 145.1
I 00 1050
0o ‘LM m‘u i :HH : ;‘Mh‘m‘M‘u“‘ %222.2 2501 n/z 69.10  92.50%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
10.00 10.50
m/z 83.10 64.94%
‘ ‘ 151.0
O \\\’\\\\’\H‘\‘\‘U‘H“MH‘!‘\‘\‘{\“!\\\“\\‘}\‘\\H“H}‘\‘\!H‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
193.0
690 1230 — —
41.0 10.00 10.50
5000 950 m/z 111.10 61.41%
0 152.0
A A naa E e  RAARARRRRREE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone T —
1938.0 10.00 10.50
m/z 97.10 58.78%
123.0
5000
150.0
95.0
o150 0 600
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 unknownl1®.316 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.316 9.72 ng 1334660  Acenaphthene-d10 9.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58
2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 42
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 35
4 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 25
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 25
Abundance Scan 1365 (10.316 min): BF129198.D\data.ms (-1363) (- m/z 123.10 100.00%
55.1 1238.1
95.1 193.2
5000
‘ 2 1000 1050
151. . .
222.2 -
] ‘U; ‘ “‘ s “ ULl m‘m‘:‘\ R | b ﬁ‘ 28L2 m/z 55,10 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
10.00 10.50
m/z 69.10 82.12%
‘ ‘ 151.0
O H\‘\H\‘\\\‘\’\‘U‘H“‘1\\‘!‘\‘\“\\“!\\\“H‘}\‘\H\“H}‘\‘\!H‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
137.0
81.0 — ——
41.0 10.00 10.50
5000 m/z 41.10 80.11%
194.0
o 109.0 165.0
o R e R e e e A RRRENRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl- P —
43.0 109.0 10.00 10.50
m/z 193.20  79.23%
5000
79.0
138.0
015-°,M» ~ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 2,6-Naphthalenedione, octah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.392  23.46 ng 3219510  Acenaphthene-d10 9.981
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 53
2 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-68-3 50
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 46
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 46
Abundance Scan 1378 (10.392 mln) BF129198.D\data.ms (-1375) (- m/z 123.10 100.00%
28.1
5000 1
411 %91 951 207.2
— ——
10.00 10.50
151.1
Obrrpree il uh‘u J\h;u‘h!“ ke !M ‘ ““ 111792 | 2362 ./, 109.10  38.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
123.0
208.0
5000 Obd ‘O‘d
410 690 o 10. 105
m/z 69.10 35.76%
165.0
O T ‘ T \ TT ‘ \ T \‘”’ \“\h\ \“}HW \‘i“”\ \M\‘h‘ \‘\ W\ “\‘\ T ‘ T \‘\‘\ ‘ T \‘\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
— ——
10.00 10.50
5000 41.0 m/z 81.10  35.16%
95.0
69.0
. 167.0 210.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester P ——
123.0 10.00 10.50
m/z 95.10 33.14%
68.0
5000
95.0
41.0
R P PR
N RRAR E e e  EaRARaRRREATEE — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF062922.M Wed Jul 13 16:46:18 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 .beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.833 10.79 ng 853536  Perylene-di2 15.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 81
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 78
3 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 78
4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 50
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 49
Abundance Scan 2473 (16.833 min): BF129198.D\data.ms (-2469) (- m/z 191.15 100.00%
191.2
5000 95.1
] | w1
397 4 : :
0/36! } 1 J” H‘a Lhk 442001 SSLL UL AT63 5481 n 7 95.10  40.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82741: .beta.-iso-Methyl ionone
191.0
5000£8.0 — ——
16.50 17.00
123.0 ITI/Z 81.10 35.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
191.0
— ——
81.0 16.50 17.00
5000 m/z 69.10 32.51%
398.0
0 259.0
P T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane — ——
191.0 16.50 17.00
m/z 123.10  25.59%
69.0
5000
412.0
0 \MH.\ 0L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16. 50 17 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71222\
Data File : BF129198.D

Acqg On : 12 Jul 2022 19:56
Operator : CG\JU

Sample : N3663-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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|
Decane, 2,6,7-t... 8.628 3.0 ng 251833 2 8.216 1658110 20.0
Tridecane 8.798 5.1 ng 423951 2 8.216 1658110 20.0
Indole 8.851 6.0 ng 497770 2 8.216 1658110 20.0
Phthalic anhydride 8.981 3.1 ng 257242 2 8.216 1658110 20.0
1,3-Cyclohexadi... 9.122 2.5 ng 350019 3 9.981 2745060 20.0
Carbonic acid, ... 9.363 4.7 ng 640849 3  9.981 2745060 20.0
Naphthalene, 1,... 9.557 2.1 ng 283518 3 9.981 2745060 20.0
Naphthalene, de... 9.622 2.8 ng 383167 3  9.981 2745060 20.0
unknown9.681 9.681 15.4 ng 2112150 3 9.981 2745060 20.0
Decahydro-1,1,4... 9.739 2.5 ng 336956 3 9.981 2745060 20.0
Cyclopropane, n... 9.792 10.2 ng 1396300 3 9.981 2745060 20.0
2-Dodecen-1-y1(... 9.839 9.3 ng 1272000 3 9.981 2745060 20.0
unknown9. 886 9.886 14.4 ng 1978160 3 9.981 2745060 20.0
unknown10.233 10.233 14.4 ng 1982220 3 9.981 2745060 20.0
unknown10.298 10.298 5.8 ng 789655 3 9.981 2745060 20.0
unknown10.316 10.316 9.7 ng 1334660 3 9.981 2745060 20.0
2,6-Naphthalene... 10.392 23.5 ng 3219510 3 9.981 2745060 20.0
.beta.-iso-Meth... 16.833 10.8 ng 853536 6 15.651 1582470 20.0
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