LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acqg On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc :

ALS Vvial : 19 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129622.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.916 272 277 284 rVB 144206 188813 7.57% 0.807%
2 5.487 541 544 558 rVB 2643067 2493170 100.00% 10.653%
3 6.504 713 717 727 rBV 2547133 2325577 93.28% 9.937%
4 6.593 729 732 742 rVB 24278 38094 1.53% 0.163%
5 6.846 772 775 779 rBV 786091 680125 27.28% 2.906%
6 7.275 843 848 852 rVB2 99793 110514 4.43% 0.472%
7 7.410 867 871 874 rBV 1622276 1439139 57.72% 6.149%
8 7.581 898 900 903 rVB 87466 70204  2.82% 0.300%
9 8.128 990 993 996 rBvV 911912 777506 31.19% 3.322%
10 8.845 1111 1115 1117 rBV 40614 43563 1.75% 0.186%
11 9.204 1172 1176 1179 rBV 2801105 2220186 89.05% 9.487%
12 9.275 1185 1188 1191 rBV2 68768 66233 2.66% 0.283%
13 9.316 1191 1195 1198 rBv4 35997 52718 2.11% 0.225%
14  9.539 1230 1233 1236 rBV2 129653 128398 5.15% 0.549%
15 9.587 1239 1241 1245 rVB3 109099 106193 4.26%  0.454%
16 9.745 1265 1268 1270 rBV 141305 130153 5.22% 0.556%
17 9.792 1273 1276 1280 rVB3 72862 89066 3.57% 0.381%
18 9.886 1289 1292 1295 rVB 954143 745556 29.90%  3.186%
19 9.916 1295 1297 1301 rBV2 134188 119829 4.81% 0.512%
20 10.086 1324 1326 1331 rVB2 71695 70132  2.81% 0.300%
21 10.216 1342 1348 1352 rBV7 69886 174971 7.02% 0.748%
22 10.286 1357 1360 1366 rVv4 87152 130899 5.25% 0.559%
23 10.404 1377 1380 1383 rBV 270866 218869 8.78% 0.935%
24 10.434 1383 1385 1387 rVB 91359 64360 2.58% 0.275%
25 10.681 1423 1427 1430 rBV 1707404 1420689 56.98% 6.071%
26 10.792 1443 1446 1447 rBV2 97201 97494 3.91% 0.417%
27 10.857 1454 1457 1460 rBV 198547 242327 9.72% 1.035%
28 10.886 1460 1462 1465 rVvVv2 186062 218232 8.75% ©.933%
29 10.922 1465 1468 1470 rVV 199618 186832 7.49% 0.798%
30 10.945 1470 1472 1475 rW 106387 102498 4.11% 0.438%

31 10.986 1475 1479 1481 rVV3 97852 173646 6
32 11.033 1484 1487 1490 rVB3 166339 183572 7
33 11.075 1491 1494 1496 rBV 124878 119479 4.79%
34 11.233 1518 1521 1523 rBV3 129484 132933 5
35 11.381 1542 1546 1548 rBV 829025 901528 36
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36 11.404 1548 1550 1555 rVB 632794 525169 21.06%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acqg On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vvial : 19 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.451 1556 1558 1560 rBV 227067 190072 7.62% 0.812%
38 11.781 1612 1614 1618 rBvV2 147639 116817 4.69% 0.499%
39 11.992 1647 1650 1653 rVB2 274878 248338 9.96% 1.061%
40 12.486 1732 1734 1737 rVB 383639 294029 11.79% 1.256%
41 12.598 1749 1753 1756 rBV 1419483 1269835 50.93% 5.426%
42 12.827 1789 1792 1794 rVB 1098179 840298 33.70%  3.591%
43 12.963 1812 1815 1818 rBV 2301680 1918553 76.95% 8.198%
44 13.069 1831 1833 1836 rVB2 282032 247466  9.93% 1.057%
45 13.992 1988 1990 1992 rBV 551740 447754 17.96%  1.913%

46 14.027 1992 1996 1999 rVv2 845868 1040904 41.75%  4.448%

Sum of corrected areas: 23402733

8270-BF072522.M Mon Aug 08 17:42:36 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129622.D\data.ms
3500000

3000000
5.487 6.504
2500000

2000000
7.410
1500000

1000000 6.846

500000

3.916 503 7.275)| 7.581

O\\‘\\\\‘\\\\ L L L L L L L L L L L L L L L B B B O

T T
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: BF129622.D\data.ms

12.963
3500000

3000000 9.204
12.5982.827

13.069
12.48

2500000

2000000 10.681

1500000
11.992

1000000 8.128

500000

0= =T , T T T T — — —
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: BF129622.D\data.ms

3500000
3000000 14.027
2500000
2000000
1500000
1000000

500000

0 T T T L — L — T T L — L — T T L — L — L —
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\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (3R,3aS,8aS)-3,6,8,8-Tetram... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.539 3.44 ng 128398  Acenaphthene-di0 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (3R,3aS,8aS)-3,6,8,8-Tetramethyl... 204 C15H24 022567-43-7 98
2 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 92
3 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 78
4 2-Epi-.alpha.-funebrene 204 C15H24 065354-33-8 70
5 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 70
Abundance Scan 1233 (9.539 min): BF129622.D\data.ms (-1230) (-) m/z 119.05 100.00%
119.1
770 T T
2042 9.50
h b billldl
Ol | A ‘u et m/z 93.10  43.88%
miz--> 100 150 200 250 300
Abundance #80405. (3R,3aS,8aS)-3,6,8,8-Tetramethyl-2,3,4,7,8,8a-h
119.0
5000 — :
9.50
156.05 38.21%
410 779 161.0 204.0 m/z
ol \“ ‘\h‘u‘ ‘h h HMH\ ‘md‘\\‘ ‘L‘ T S —
miz--> 50 100 150 200 250 300
Abundance #80526: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahyd
119.0 M
pa MUTLAN S
9.50
5000 410 m/z 105.00 35.74%
161.0
TIO ‘ 204.0
ok ‘M‘\ H ‘\‘h‘\‘ \H\ H}“‘ ‘Hh‘\h\ w“\mm ‘\ A N ‘\‘ e
m/z--> 50 100 150 200 250 300
Abundance #80295: (R)-1-Methyl-4-(6-methylhept-5-en-2-yl)cyclohex —— ‘
119.0 9.50
m/z 141.00 27.85%
5000
41.0
77.0
h H‘ 161.0 204.0
m/z--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.587 2.85 ng 106193  Acenaphthene-di0 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 ©54832-83-6 38
3 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 35
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 3-((2R,5S)-7-(Cyclohexylsulfonyl... 340 C17H28N203S 1000483-82-6 22

Abundance Scan 1241 (9.587 min): BF129622.D\data.ms (-1239) (1) | [ m/z 193.20 100.00%

193.2
57.1
5000 83.0 123.1
161.1
T \
‘ 9.50
0! ol m/z 57.10 68.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — \
9.50
m/z 69.10 67.16%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0 L |
41.0 9.50
5000 m/z 41.00 60.18%
obrdodl b L s MWMWM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine- —— ‘
193.0 9.50
m/z 55.10 52.98%
95.0
5000
67.0
40.0 146.0
0$h, —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 2-Pentanone, 4-cyclohexylid... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.792 2.39 ng 89066  Acenaphthene-d1e 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
3 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 27
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27
5 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27

Abundance Scan 1276 (9.792 min): BF129622.D\data.ms (-1273) (-) m/z 193.15 100.00%

193.2
41.0 97.1
5000 133.0
P —
‘d 9.50 10.00
o4l l ‘w‘w‘w‘\w Ly Hw“ b m/z 97.10  62.72%
miz--> 50 100 150 200 250 300
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 — —
109.0 9.50 10.00
m/z 41.00 56.94%
0+ \‘h‘\ ‘!‘ 1 M\h \H‘”’M ‘\“‘\%\4?.\0 T LA B B B
miz--> 50 100 150 200 250 300
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
—— —
123.0 9.50 10.00
5000 69.0 m/z 95.85 50.94%
m/z--> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate —— ——
193.0 9.50 10.00
m/z 109.10  48.90%
5000
123.0
55.0
oleo || 870 L W S o T P ——
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 unknownl®.216 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.216 4.69 ng 174971  Acenaphthene-di0 9.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 46
2 6-Hydroxy-7-nitrotetralin 193 C10H11NO3 006240-79-5 25
3 4,5,6,7-Tetrahydro-1H-1,2,3-benz... 123 C6HIN3 006789-99-7 25
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 25
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 18

Abundance Scan 1348 (10.216 min): BF129622.D\data.ms (-1342) (- m/z 193.15 100.00%
1=

95.1 198.2
41.1 123.1
69.1
5000
159.1 Sk —
2912 10.00 10.50
0 m/z 95.10 94.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67696: Benzamide, 4-fluoro-N-methallyl-
123.0
5000 — —
10.00 10.50
05.0 1930 m/z 123.10 81.68%
0 39.0 70.0 1520 | |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67550: 6-Hydroxy-7-nitrotetralin
198.0
e e
165.0 10.00 10.50 ;
5000 m/z 41.10 80.31%
91.0 117.0
39.0 65.0 ‘ ‘
o) PR T A RPN N AP N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #11565: 4,5,6,7-Tetrahydro-1H-1,2,3-benzotriazole — ——
95.0 10.00 10.50
123.0 m/z 69.10 61.94%
w W
30.0 67.0
o"wnumww”luw,Hm‘Hw‘:Hw‘ww_ww_w -

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26

Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 N-[1-(4-Chlorobenzyl)-2-oxo... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.287 3.51 ng 130899  Acenaphthene-di@ 9.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-[1-(4-Chlorobenzyl)-2-oxoazepa... 374 C20H20C1FN202 1000481-71-6 50
2 5-(3,3-Dimethylbicyclo[2.2.1]hep... 206 C14H220 1000497-97-7 47
3 Benzamide, 4-fluoro-N-allyl-N-et... 207 C12H14FNO 1000446-42-7 47
4 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1OH7FN20S 000319-38-0 46
5 Benzamide, 3-fluoro-N-butyl-N-et... 223 C13H18FNO 1010415-85-9 43

Abundance Scan 1360 (10.286 min): BF129622.D\data.ms (-1357) (- m/z 123.05 100.00%
1238.1
5000
41.1
81.
207.2 — ——
68.1 2472 10.00 10.50
0! : m/z 109.10  38.02%
m/z--> 50 100 150 200 250 300 350
Abundance #282821: N-[1-(4-Chlorobenzyl)-2-oxoazepan-3-yl]-3-fluo
123.0
5000 — ——
10.00 10.50
207.0 m/z 41.16  37.23%
0L 4L0 8me U 2860 | 2510 3110 374(
\\\\‘\\\ T \‘\\\f‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #82848: 5-(3,3-Dimethylbicyclo[2.2.1]heptan-2-yl)pent-3-¢
43.0 123.0
—r— —
10.00 10.50
5000 m/z 95.18  33.09%
. 63
m/z--> 50 100 150 200 250 300 350
Abundance #83706: Benzamide, 4-fluoro-N-allyl-N-ethyl- e —
123.0 10.00 10.50
m/z 81.00 28.55%
5000
0,290 759‘ 166.02%/°
R S T —r— ——
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF072522.M Mon Aug 08 17:42:40 2022

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknownl®@.792 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.792 2.16 ng 97494  Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 35
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 35
3 2,2'-Isopropylidenebis(tetrahydr... 184 C11H2002 089686-69-1 35
4 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 25
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 22
Abundance Scan 1446 (10.792 min): BF129622.D\data.ms (-1443) () ' m/z 71.10 100.00%
71.1
151.0
5000
113 T ‘ T T ‘ T
L 0g.1 2442 10.50 11.00
ol 35Rilu el 3L s 57,10 96.75%
m/z--> 50 100 150 200 250 300
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 —r ——
10.50 11.00
FZO m/z 151.00 52.04%
183.0
O H “\“h‘ ‘\““‘\h““ 1“‘\*‘\4}.‘(‘]\ T \‘\“ LA e e
miz--> 50 100 150 200 250 300
Abundance #22108: Octane, 3,6-dimethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 55.10 44 .05%
113.0
oLt e ey
miz--> 50 100 150 200 250 300
Abundance #58662: 2,2"-Isopropylidenebis(tetrahydrofuran) —— ——
71.0 10.50 11.00
m/z 96.00 41.86%
5000
27.0 125.0
0 Mo S D W .. — N
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Phenol, 2-(1,1,3,3-tetramet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.857 5.38 ng 242327  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 80
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72
3 1-n-Hexyladamantane 220 C16H28 022458-75-9 64
4 4-Methyl-2-(phenylacetyl)phenol 226 C15H1402 024258-63-7 64
5 Hexestrol, O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64
Abundance Scan 1457 (10.857 min): BF129622.D\data.ms (-1454) (- m/z 135.05 100.00%
135.1
1050  11.00
41.1 95, ‘ - -
b iy | 2711 22022580 3290 4/ 197,10 14.29%
miz--> 50 100 150 200 250 300
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
5000 — —
10.50 11.00
m/z 136.05 10.10%
0 . \‘57(\) \gjho L 2060
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz—-> 50 100 150 200 250 300
Abundance #82774: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
— —
10.50 11.00
5000 m/z 41.10 7.41%
o0 °70 950 2060 MWJW
A e
miz--> 50 100 150 200 250 300
Abundance #99412: 1-n-Hexyladamantane “ T
135.0 10.50 11.00
m/z 121.10 6.40%
o0 1770 2200
— ettt 77— — —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 unknownl®.886 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.886 4.84 ng 218232  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 43
2 Phthalic acid, 2,3-dimethylpheny... 312 C19H2004 1000357-08-5 38
3 Phthalic acid, 3-methylphenyl pr... 298 C18H1804 1000315-36-6 38
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 38
5 Benzene, 1l-ethoxy-4-ethyl- 150 C10H140 001585-06-4 38
Abundance Scan 1462 (10.886 min): BF129622.D\data.ms (-1460) (- m/z 149.05 100.00%
107.0 149.1
5000
191.1
= ——
55"0 ‘ ‘ 10.50 11.00
ob b bl g ) 22722603 329 4/, 107 00 88.04%
m/z--> 50 100 150 200 250 300
Abundance #66104: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamin
43.0 149.0
5000 — ——
1010 10.50 11.00
' m/z 121.10 60.04%
80.0 ‘
O\\i““h\\”‘1\“\\“\\‘\\\\“\\\\‘\\\\‘\\\
miz—-> 50 100 150 200 250 300
Abundance #214669: Phthalic acid, 2,3-dimethylphenyl propy! ester
149.0
— ——
10.50 11.00
5000 m/z 191.10 29.31%
191.0
o 430 1040 258.0
T T \‘ ‘ \‘\ “\ \‘ ‘\H‘ \‘ T T T T T \‘ ‘ T T L “ T T L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance  #197005: Phthalic acid, 3-methylphenyl propyl ester — ——
149.0 10.50 11.00
m/z 55.00 16.27%
5000 M
191.0
43.0 10‘8.0 ‘ 23‘9'0
e e T — ——
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF072522.M Mon Aug 08 17:42:44 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 11 4-(7-Methyloctyl)phenol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.922 4.14 ng 186832  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 55
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 38
3 3,6-Dimethylbenzene-1,2-diamine, ... 150 C9H14N2 1000499-85-0 18
4 3',4'-Formoxylidide 149 C9H11NO 006639-60-7 18
5 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 18
Abundance Scan 1468 (10.922 min): BF129622.D\data.ms (-1465) (- m/z 135.05 100.00%
135.1
107.0
5000
411 T
77.0 191. 11.00
‘ Il MHH L fe31 | 12202 262.. D
Ottt e et e e m/z 121.10  99.51%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #99209: 4-(7- Methyloctyl)phenol
135.
5000 107.0 11.00
m/z 149.05 93.61%
41.0
‘ it 77\ 0 Ly o 19?"0 220.0
O H\‘HH‘\H\‘\‘\H‘HH“HHi‘\\\‘\’\\\\‘\\H‘HH‘HH}HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #27370: Acetamide, N-(3-methylphenyl)-
107.0
——
11.00
5000 m/z 107.00 78.48%
149.0
43.0 77.0
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #28508: 3,6-Dimethylbenzene-1,2-diamine, N-methyl ——
135.0 11.00
m/z 41.10 22.93%
o M
m/z--> 20 40 60 80 100120140160 180 200220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 12 Phenol, 2-(1,1-dimethylethy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.27 ng 102498  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)-4-... 164 C11H160 002409-55-4 59
2 3',4'-Formoxylidide 149 C9H11INO 006639-60-7 35
3 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 35
4 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 30
5 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 27
Abundance Scan 1472 (10.945 min): BF129622.D\data.ms (-1470) () | m/z 149.05 100.00%
121.1149.1
5000
191.1 L
57'1 94.0 | 2202 2581 11.00
0 ‘H,‘Hu“”u‘,mMuu?,m\“ um‘”_m_mww‘ e m/z 121.05  98.68%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #39665: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
121.0149.0
5000 T
11.00
91.0 m/z 107.00 73.07%
39.0 ‘ ‘
0 \H’\‘h \“‘H“\“\"\“H‘\H‘HM\‘\"\M‘W‘WHH“\ W\‘H‘H‘\‘H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #27323: 3',4'-Formoxylidide
149.0
——
106.0 11.00 o
5000 m/z 191.10 17.63%
77.0
20 b
O b e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #99261: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- ——
149.0 11.00
m/z 55.10 14.06%
5000
41.0 121.0
OS50 L am0200 -
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 13 Adamantane-1-carboxylic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.986 3.85 ng 173646  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 59
2 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 59
3 Benzoic acid, 3-(acetylamino)-2-... 195 C9HINO4 1000351-42-3 59
4 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 53
5 3-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-38-2 53
Abundance Scan 1479 (10.986 min): BF129622.D\data.ms (-1475) (-} | m/z 135.05 100.00%
135.1
41.0 T
69.1 10‘7'0 165.1 196.1 2431 11.00
0“_HwﬁHUMWNNHwaupwﬂphu_MNW‘W‘HH‘HH‘JH‘H‘ m/z 41.05 16.60%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #54664: Adamantane-1-carboxylic acid
135.0
5000 T
11.00
79.0 m/z 107.00  14.52%
41.0 ‘ ‘107-0 180.0
O H‘\‘\‘H““\‘\‘\H\‘\“\‘H“i‘\\h‘\‘\“\H‘H\!‘HH‘HH}HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
——
11.00
5000 m/z 165.10 12.26%
107.0
L2000 T 17502060
e RAARamaEE o e e AR
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance  #70758: Benzoic acid, 3-(acetylamino)-2-hydroxy- P
135.0 11.00
m/z 136.00 10.25%
5000
195.0
43.0 79.0
‘ ‘ 107.0
o S O N N N O L1 A ——
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.00

8270-BF072522.M Mon Aug 08 17:42:46 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Acetamide, N-(3-methylphenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.034 4.07 ng 183572  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 74
2 1,8-Nonadiene, 2,7-dimethyl-5-(1... 192 C14H24 068702-20-5 46
3 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 38
4 Diethyl Phthalate 222 C12H1404 000084-66-2 38
5 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 38

Abundance Scan 1487 (11.033 min): BF129622 D\data.ms (-1484) (- m/z 149.05 100.00%
5000
55.1 1771 —r— !
: 11.00
Lbtl b ], 2231 262 ;
O brrrprrr bbbt ol bt eSS | m/z 107.00  85.14%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
5000 j '
149.0 11.00
43.0 m/z 121.08  45.87%
O]\-\s\‘o\\\\“\\‘\\‘\‘\7\7\““\0\‘\\‘\1H’HH‘\\‘\\‘\H\‘HH‘HH‘\H\‘H\\‘H\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #66997: 1,8-Nonadiene, 2,7-dimethyl-5-(1-methylethenyl
107.0
T \
56.0 11.00
5000 ' m/z 55.10 21.37%
149.0
177.0
70 | )
Orreraleaici b
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #27767: 1-1sopropenyl-3-propenylcyclopentane T
67.0 107.0 11.00
m/z 135.05 16.35%
5000
39.0
135.0
0! ‘_HNW‘MMJH_‘H_‘H_H‘_H‘_H‘_H =
m/z--> 20 40 60 80 100120140160 180200 220240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.075 2.65 ng 119479  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 78
3 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64
4 N-(3-Ethylphenyl)-3-methoxybenza... 351 C18H16F3NO3 1000492-37-6 64
5 4-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 026177-66-2 64
Abundance Scan 1494 (11.075 min): BF129622.D\data.ms (-1491) () | m/z 135.05 100.00%
135.1
107.0 ifod
411 770 . :
Olrreprreefrreeptre bt ok e 299:2283:2 2625 /7 197,00 18.47%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 —— :
11.00
o 107.0 m/z 136.05 9.63%
0 qu “. M| ‘ L \‘ 175.0 20§O
H\‘HH’HH‘\H\‘\H\‘HH’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #82552: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0
T 7 \
11.00
5000 m/z 41.10 5.73%
107.0 164.0
150 430 770 | | | 2080
H\‘HH’HH‘\H\‘\H‘\‘HH’\H‘\‘HH‘HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)- —
135.0 11.00
m/z 95.10 5.50%
5000
107.0
0..290 17502060
e A ARaa rEa i aa e  E  RaRR R e
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26

Operator : CG\JU

Sample : N4061-05

Misc

ALS Vvial : 19 Sample Multiplier:

Quant Method :
Quant Title : ASP BNA STANDARDS FOR

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

1

5 POINT CALIBRATION

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
phosphate Concentration Rank 14

Peak Number 16 Tris(2-chloropropyl)

R.T EstConc Area Relative to ISTD R.T.
11.233 2.95 ng 132933 Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Tris(2-chloropropyl) phosphate

2 2-Propanol, 1-chloro-, phosphate...
3 Bis(1-chloro-2-propyl)(3-chloro-...

4 Tris(3-chloropropyl) phosphate

5 Bis(3-chloro-1-propyl)(1-chloro-...

326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P
326 C9H18C1304P

006145-73-9 81
013674-84-5 58
137909-40-1 38
001067-98-7 35
137888-35-8 25

Abundance Scan 1521 (11.233 min): BF129622.D\data.ms (-1518) (- m/z 99.00 100.00%
41.1 99.0
5000 157.0 201.0
277.0 T ]
‘ ‘ 235.0 ‘ 11.00 11.50
0 i m W s o ——  m/z 125.00  96.32%
miz--> 50 100 150 200 250 300
Abundance #232388: Trls(2 chloropropyl) phosphate
125.
41.0
5000 — e
11.00 11.50
77.0 201.0 277.0 m/z 41.18  90.97%
159.0 ‘
0L~ H““ ‘\‘\‘M - ‘\“\ “\ T ‘\ \“‘\ T “ \‘\23\“5\-0‘ T ‘\‘ i ?1\3\l
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
P o
11.00 11.50
5000 m/z 201.00  41.84%
201.0 277.0
450 g1 1590 ‘ ‘
SN s A A T Y
miz--> 50 100 150 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt P ——
99.0 11.00 11.50
m/z 157.00 39.95%
5000 41.0 157.0
‘ ‘ 201.0
Oh bl 260 2o T
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 2,2',4,5-Tetrachloro-1,1'-b... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.781 2.59 ng 116817  Phenanthrene-di0 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,2',4,5-Tetrachloro-1,1"'-biphenyl 290 C12H6C14 070362-47-9 98
2 1,1'-Biphenyl, 2,2',3,5'-tetrach... 290 C12H6Cl4 041464-39-5 97
3 1,1'-Biphenyl, 2,2',5,6'-Tetrach... 290 C12H6Cl4 041464-41-9 97
4 1,1'-Biphenyl, 2,2',4,5'-tetrach... 290 C12H6Cl4 041464-40-8 97
52,2',3,6-Tetrachloro-1,1"'-biphenyl 290 C12H6C1l4 070362-45-7 97

Abundance Scan 1614 (11.781 min): BF129622.D\data.ms (-1612) (-} | m/z 149.00 100.00%

149.0
220.0
5000
I — I —
11.50 12.00
0 m/z 220.00  73.36%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185810: 2,2',4,5-Tetrachloro-1,1'-hipheny!
220.0 292.0
5000 vy A
11.50 12.00
184.0 255.0 m/z 193.10  70.35%
151.0 H
0 \\\‘\\H‘H\\’\\H‘\H\‘H\\‘\\“H‘iH‘\\"”hi\‘\‘\H\”M!\H‘H\‘Miuu’u
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185865: 1,1'-Biphenyl, 2,2',3,5'-tetrachloro-
220.0 292.0
I — I —
11.50 12.00
m/z 291.90 60.37%
5000 1100 4599 2550
740 184.0
0,
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #185869: 1,1'-Biphenyl, 2,2',5,6'-Tetrachloro- — L
220.0 292.0 11.50 12.00
m/z 104.00 59.69%
110.0
5000
255.0
0! L — I —
m/z--> 40 60 80 100120140160180200220240260280300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.992 5.51 ng 248338  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 53
3 Benzimidazol-2(3H)-one, 5-formyl... 190 C10H1ON202 055241-49-1 28
4 Pyrimidine, 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 27
5 1-Aminocyclopentanecarboxylic ac... 431 C23H42C1NO4 1000329-17-4 22

Abundance Scan 1650 (11.992 min): BF129622.D\data.ms (-1647) (-} m/z 190.10 100.00%
190.1
5000 VAJL
2 291.9 LA
304 740 1101 1501 \ % 285.0 H 12.00
9L el gz 189,10 91.50%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
12.00
95.0 m/z 192.05 32.81%
027u OH \630\ wll “ 1370 \H\
T T T ‘ T T T T \ T T T ‘ \ T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0
—
o0 1911i§0 31.499
5000 133.0 m/z 191, PHA
oL L1 \‘ e
m/z--> 50 100 150 200 250 300
Abundance #64307: Benzimidazol-2(3H)-one, 5-formyl-1,3-dimethyl- T
190.0 12.00
m/z 291.90 22.38%
5000
51.0 920 133.0
O\w‘”““ ‘whh‘u\‘\‘\ h“u‘h‘ ‘\\““\H “HH“H“‘ -
m/z--> 50 100 150 200 250 300 12.00
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Data Path :
Data File :
: 06 Aug 2022 03:26
: CG\JU

: N4061-05

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\

BF129622.D

: 19 Sample Multiplier: 1

le

ry

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Dimantine Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
12.486 6.52 ng 294029  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dimantine 297 C20H43N 000124-28-7 83
2 Dimethyl palmitamine 269 C18H39N 000112-69-6 64
3 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
4 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 64
5 Eicosylamine, N,N-dimethyl- 325 C22H47N 1000406-30-5 64

Abundance Scan 1734 (12.486 min): BF129622.D\data.ms (-1732) (-} m/z 58.10 100.00%
58.1
5000
12.50
129.0 :
Ol 20012482 2963 3551397, y/7 43.10 6.98%
m/z--> 50 100 150 200 250 300 350
Abundance #195727: Dimantine
58.0
5000 1
12.50
m/z 55.10 4.62%
ol . 1140 297.0 W
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #159769: Dimethyl palmitamine
58.0
——
12.50
5000 m/z 41.10 3.83%
B 269.0
N s
m/z--> 50 100 150 200 250 300 350
Abundance #91108: 1-Dodecanamine, N,N-dimethyl- —
58.0 12.50
m/z 59.05 3.76%
5000
ol5.0 . 114.0 213.0
I il B e O e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acq On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzene, 1,3-dimethoxy-5-[(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.069 4.75 ng 247466  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethoxy-5-[(1E)-2... 240 C16H1602 021956-56-9 94
2 1-Methoxy-3-[2-(3-methoxyphenyl)... 240 C16H1602 006325-63-9 91
3 Benzene, 1,1'-(1,2-ethenediyl)bi... 240 C16H1602 004705-34-4 55
4 Benzenamine, 4-[2-(4-nitrophenyl... 240 C14H12N202 004629-58-7 50
5 Imidazolo[1,2-a]pyrimidine, 2-(4... 240 C12H8N402 028266-96-8 42

Abundance Scan 1833 (13.069 min): BF129622.D\data.ms (-1831) (- m/z 240.10 100.00%

240.1
165.1
5000
S
“ ‘ | | 13.00
0Lt \‘u M\m L \HH Al ‘L‘A‘\‘ “H\ ‘mm ‘\ ‘\ R ‘:"’?6“1‘3‘5‘4‘:‘[‘ — ‘4‘3‘2‘-' m/z 165.10 58.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123847: Benzene, 1,3-dimethoxy-5-[(1E)-2-phenylethen
240.0
165.0
5000 — ‘

13.00
m/z 239.10  41.94%

200, | \Lh i \H\‘ L d‘u \‘ 14

m/z--> 5 100 150 200 250 300 350 400
Abundance #123842: 1-Methoxy-3-[2-(3-methoxyphenyl)ethenyl]benz
240.0

o

-

\ \
13.00

5000 165.0 m/z 152.85  23.67%

39 ‘M\M \\ M H“ el \H L M \\H \H “

3

oh N
m/z--> 50 100 150 200 250 300 350 400
Abundance #123832: Benzene, 1,1'-(1,2-ethenediyl)bis[4-methoxy- —— ‘

240.0 13.00

m/z 153.05 22.40%
5000
165.0

m/z--> 50 100 150 200 250 300 350 400 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129622.D

Acqg On : 06 Aug 2022 03:26
Operator : CG\JU

Sample : N4061-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
(3R,3as,8as)-3,... 9.539 3.4 ng 128398 3 9.886 745556 20.0
Decahydro-1,1,4... 9.587 2.9 ng 106193 3 9.886 745556 20.0
2-Pentanone, 4-... 9.792 2.4 ng 89066 3 9.886 745556 20.0
unknown10.216 10.216 4.7 ng 174971 3 9.886 745556 20.0
N-[1-(4-Chlorob... 10.287 3.5 ng 130899 3 9.886 745556 20.0
unknown10.792 10.792 2.2 ng 97494 4 11.381 901528 20.0
Phenol, 2-(1,1,... 10.857 5.4 ng 242327 4 11.381 901528 20.0
unknown10.886 10.886 4.8 ng 218232 4 11.381 901528 20.0
4-(7-Methylocty... 10.922 4.1 ng 186832 4 11.381 901528 20.0
Phenol, 2-(1,1-... 10.945 2.3 ng 102498 4 11.381 901528 20.0
Adamantane-1-ca... 10.986 3.9 ng 173646 4 11.381 901528 20.0
Acetamide, N-(3... 11.034 4.1 ng 183572 4 11.381 901528 20.0
Phenol, 4-(1,1,... 11.075 2.6 ng 119479 4 11.381 901528 20.0
Tris(2-chloropr... 11.233 3.0 ng 132933 4 11.381 901528 20.0
2,2',4,5-Tetrac... 11.781 2.6 ng 116817 4 11.381 901528 20.0
4H-Cyclopenta[d... 11.992 5.5 ng 248338 4 11.381 901528 20.0
Dimantine 12.486 6.5 ng 294029 4 11.381 901528 20.0
Benzene, 1,3-di... 13.069 4.8 ng 247466 5 14.027 1040900 20.0
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