LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9050.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.398 403 410 427 rBV 2245894 3774090 42.14% 5.148%
2 6.992 674 681 694 rVB 2360778 4299452 48.01% 5.864%
3 7.804 811 819 827 rVB 897382 1551154 17.32% 2.116%
4 8.910 995 1007 1011 rBV7 125041 384745 4.30% 0.525%
5 8.969 1011 1017 1031 rVB 1909842 3436501 38.37% 4.687%
6 9.163 1047 1050 1057 rVB6 147490 292474 3.27% 0.399%
7 9.275 1057 1069 1075 rBV9 70976 265713  2.97% 0.362%
8 9.463 1096 1101 1106 rVV2 136308 260361 2.91% 0.355%
9 9.528 1106 1112 1117 rVB4 205954 350587 3.91% 0.478%
106 9.681 1130 1138 1144 rBV 155722 333861 3.73% 0.455%
11 9.786 1150 1156 1165 rBV6 303399 692829  7.74% 945%
12 10.475 1269 1273 1278 rBV3 154821 281798 3.15% 384%

13 10.604 1285 1295 1304 rVB 1328009 2833949 31.64%
14 10.728 1312 1316 1320 rVB2 241841 364034
15 10.781 1320 1325 1330 rBv2 318272 560810 6.26%
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16 11.104 1376 1380 1384 rVB2 331145 472233 5.27% 0.6447%
17 11.304 1405 1414 1420 rVB1e 480994 1415046 15.80% 1.930%
18 11.375 1422 1426 1430 rBV7 161861 342863 3.83% 0.468%

19 11.651 1467 1473 1476 rBV2 554116 1132953 12.65%  1.545%
20 11.804 1494 1499 1503 rBV2 234410 408440 4.56% ©.557%
21 11.898 1512 1515 1519 rVB3 259522 307250 3.43% 0.419%
22 12.345 1587 1591 1598 rBV5 522444 1080755 12.07% 1.474%
23 12.410 1598 1602 1604 rBV2 317918 477080 5.33% 0.651%
24 12.810 1667 1670 1673 rBVv4 346962 514373 5.74%  ©.702%
25 12.892 1680 1684 1690 rVB3 936645 1505390 16.81% 2.053%

26 12.951 1691 1694 1698 rVV4 408232 678886  7.58% ©.926%
27 12.998 1699 1702 1706 rVB3 582524 762722  8.52%  1.040%
28 13.075 1707 1715 1724 rVV 4685891 7984392 89.16% 10.890%
29 13.239 1739 1743 1752 rVB2 1226098 2512202 28.05% 3.427%
30 13.874 1847 1851 1857 rBV 3417297 5327158 59.48% 7.266%

31 14.198 1902 1906 1910 rBV5 1881827 3276277 36.58%  4.469%
32 14.292 1917 1922 1929 rVB 5112460 8955499 100.00% 12.215%
33 14.363 1930 1934 1939 rBV4 1127276 2228434 24.88%  3.040%
34 14.427 1940 1945 1948 rBV2 2773149 5282386 58.98%  7.205%
35 14.786 2003 2006 2010 rBV2 1205751 1954877 21.83% 2.666%
36 15.257 2081 2086 2092 rVB2 4080913 7014026 78.32% 9.567%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP©©9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

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_P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 73315600
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP009050.D\data.ms
2e+07
1.5e+07
le+07
5000000
5.398 6.992 8.969
: 10.604
.6t
. 7&)4 Sgﬂglgwgmgﬁe 10. 1943943
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP009050.D\data.ms

2e+07

1.5e+07

1le+07

5000000

T e
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP009050.D\data.ms

2e+07

1.5e+07

1le+07

5000000

0 L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknown8.910 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.910 4.96 ng 384745 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 43
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 40
3 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 40
4 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 40
5 Cyclopentanecarboxylic acid, all... 154 C9H1402 178905-33-4 38

Abundance Scan 1007 (8.910 min): BP009050.D\data.ms (-995) (-) m/z 69.00 100.00%
69.0

=

5000
S Ema
\{Hw3g 8.60 8.80 9.00 9.20
o bALIAL . 2089 282.0 3965 4736 5470 ./, 55 08 69.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
5000 L B LR B B
8.60 8.80 9.00 9.20
m/z 125.05  49.20%
|‘\LJ‘ Al \:L54-0
0‘\\\\’\ \\“1\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4)
69.0

3

8.60 8.80 9.00 9.20
5000 m/z 97.00 41.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #73724: (1,2,4-Trimethylcyclohexyl)methanol, acetate (ist N R R RS
69.0 8.60 8.80 9.00 9.20

m/z 41.00 38.02%

o

-

5000

=

Ll \l \1 8.0
O et e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknown9.163 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.77 ng 292474  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiopheneacetic acid, 3,5-dime... 252 C14H2002S 1000278-92-2 43
2 Ethanol, 2-(3,3-dimethylcyclohex... 154 C1@H180 026532-23-0 38
3 4-Hexen-1-0l, 5-methyl-2-(1-meth... 154 C1@H180 058461-27-1 38
4 4-Hexen-1-o0l, 5-methyl-2-(1-meth... 154 C10H180 000498-16-8 38
5 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 38

Abundance Scan 1050 (9.163 min): BP009050.D\data.ms (-1047) (-) m/z 69.00 100.00%

69.0
136.0
5000
S
“ w - 8.80 9.00 9.20 9.40
Ob Al 20782668  3561417.1 8097 ./, 97,05  60.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137904: 2-Thiopheneacetic acid, 3,5-dimethylcyclohexy!

?

69.0
5000 L L LI LA BN B
8.80 9.00 9.20 9.40
m/z 136.00 54.65%
L a0 2520
O‘\\\\Y\l ‘\‘\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #31239. Ethanol, 2-(3,3-dimethylcyclohexylidene)-, (Z)-
69.0
S ERARENSGEEE IS
136.0 8.80 9.00 9.20 9.40 .
5000 m/z 55.00 46.17%
{11 Ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #31199: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)- T
69.0 8.80 9.00 9.20 9.40

m/z 111.10  41.80%

5000

¢

Ll LAB

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Naphthalene, decahydro-2-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.786 4.89 ng 692829 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 95
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 68
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 64

Abundance Scan 1156 (9.786 min): BP009050.D\data.ms (-1150) (-) m/z 152.05 100.00%

67.0 1521
5000
s ==
" ““‘ ‘ 9.50 10.00
ol MLLILY L 209.9267.13269 4021 49015460 1/, 67.00  91.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
152.0
5000 — —
9.50 10.00
’ m/z 95.00  91.29%
0 TT IJ“‘”\W[
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
152.0 o CTT
9.50 10.00
5000 ITI/Z 81.00 89.33%
OJLJ\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 9.50 10.00
m/z 82.10 73.64%
152.0
5000
o’lJJ“Hl‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Undecane, 6-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.781 3.96 ng 560810 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 68
2 Nonadecane, 1-bromo- 346 C19H39Br 004434-66-6 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 58

Abundance Scan 1325 (10.781 min): BPO09050.D\data.ms (-1320) (-  m/z 57.10 100.00%

57.1
5000
—— —
‘ ‘ 163.1 10.50 11.00
ol b Ll i | 220928093412 4299 5083 . 4305  61.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 —r ——
10.50 11.00
m/z 71.10 60.90%
’ ‘ ‘ } 154.0
O\\\\\‘\\\‘i\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #255494: Nonadecane, 1-bromo-
57.0
—— —
10.50 11.00
5000 m/z 41.00  28.65%
137.0
oL UL 1570 2670 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 10.50 11.00
m/z 85.10 23.00%
5000
141.0
oHJ‘WW“WHl‘mWm‘u‘w‘m_m_m_m‘mw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.104 3.33 ng 472233  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 91
2 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 81
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 70
4 1-Nonanol, 4,8-dimethyl- 172 C11H240 033933-80-1 58
5 Cyclopentane, propyl- 112 C8H16 002040-96-2 58

Abundance Scan 1380 (11.104 min): BPO09050.D\data.ms (-1376) (- m/z 69.05 100.00%

nis . .
5000
145.1 S S
HHH & 11.00 11.50
or Ll il poso 280.9 3550 4275 8031 1/ 5710 76.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 . ——
11.00 11.50
} 182.0 m/z 41.05 69.88%
O\\\ “‘\“‘J\i‘\\'\"\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56967: 4-Nonene, 5-butyl-
55.0
—— —
11.00 11.50
5000 ITI/Z 55.00 67.14%
‘ 1820
ot f““”"“‘H‘Mmu_uwuH‘mWm_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13197: Cyclopentane, butyl- T —
41.0 11.00 11.50
m/z 56.00 63.24%
5000
‘ 126.0
o+ H‘““““‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownll.304 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.304 9.99 ng 1415050  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 38
2 Propofol 178 C12H180 002078-54-8 25
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 25
4 Luminol 177 C8H7N302 000521-31-3 25
5 2-Propanone, 1-(3,5,5-trimethyl-... 178 C12H180 016695-72-0 25

Abundance Scan 1414 (11.304 min): BP009050.D\data.ms (-1405) (- m/z 163.10 100.00%

163/1
5000 580
== ==
11.00 11.50
0 kL, 2671 3409 4548 490 m/z 177.e5  98.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
168.0
5000 — —
11.00 11.50
m/z 107.00  54.32%
43.0
O‘\\1‘\“[1&‘[1“%8‘\‘[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52791: Propofol
168.0
11.00 11.50
5000 m/z 55.00 51.28%
27 91.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #52975: 1,3,5-Trimethyladamantane “ —
163.0 11.00 11.50
m/z 83.10 44.74%
5000 /\Wv
93.
Y Y — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownll.651 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.651 8.00 ng 1132950 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 47
2 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 46
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 43
4 Methacrylaldehyde, tert-butyl is... 186 C11H2202 023230-85-5 43
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 43
Abundance Scan 1473 (11.651 min): BP0O09050.D\data.ms (-1467) (-] 57.05 100.00%
57.0
5000 149.1 A/\MJ\/\/\JW
” ” | 11 50 12 00
obd bl 20592681 3550 4277 5091 71.10  88.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0

5000
1150 1200
43.05 55.40%

“ ‘ 155.0
\\J\l\‘\\\J‘JW“\W‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59106: Nonane, 4-methyl-5-propyl-

57.0

o

1150 1200
5000 149.05  45.55%
0]\“1410“ MUA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0 1150 1200

41.00  37.35%

5000 W

127.
‘ 197.0
oH\‘w!m‘M"H"""WHWH_m‘wwww

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP020722.M Tue Feb 08 12:24:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.804 2.88 ng 408440  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 55
2 2(3H)-Benzofuranone, 3a,4,5,6-te... 180 C11H1602 016778-26-0 53
3 4H-1,3-Benzodioxin-4-one, hexahy... 268 C16H2803 113121-93-0 40
4 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 38
5 5-Amino-3-(2-thienyl)pyrazole 165 C7H7N3S 096799-03-0 35
Abundance Scan 1499 (11.804 min): BPO09050.D\data.ms (-1494) (- m/z 165.10 100.00%
165.1
95.0
5000
— ——
H “ 11.50 12.00
ol38QLLL Lty L, 2650 356841854753 5414 ./, 95 05  68.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
165.0
5000 — ——
11.50 12.00
m/z 81.00 61.41%
9. }
O \i‘\“‘lh\l\\“\l“ \“\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54784: 2(3H)-Benzofuranone, 3a,4,5,6-tetrahydro-3a,6,¢
165.0
— ——
11.50 12.00
5000 41.0 m/z 109.10 56.53%
oIl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158241: 4H-1,3-Benzodioxin-4-one, hexahydro-2-(1,1-di — —
165.0 11.50 12.00
81.0 m/z 67.00 28.53%
5000
bbb 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP020722.M Tue Feb 08 12:24:48 2022

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl2.345 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.345 7.63 ng 1080760  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Naphthalen-2-one, 3,4,5,6,7,8... 180 C12H200 1010164-27-1 46
2 5-Methoxy-2-methylbenzothiazole 179 CSHONOS 1000342-71-0 40
3 1,2-Diazaspiro[4.4]nonen-3-carbo... 238 C13H22N202 1000164-25-8 32
4 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 25
5 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 22
Abundance Scan 1591 (12.345 min): BP009050.D\data.ms (-1587) (-  m/z 179.20 100.00%
179.2
69.0
5000
— ——
} “ \ l ) 12.00 12.50
ol hdbidlur |4, 2669 340.8 415.0474.9 5440 [/, 69 00  63.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54934: 1H-Naphthalen-2-one, 3,4,5,6,7,8-hexahydro-4a

109.0
41.0
5000 180.0 — ——
12.00 12.50
H m/z 109.10 58.04%
O ‘\\H\\’{‘I\‘i\l”\‘\““‘ I"J\ \’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
— —r
12.00 12.50
5000 m/z 95.00 39.56%
69.0
0 N R mane

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #120705: 1,2-Diazaspiro[4.4]nonen-3-carboxylic acid, 6,6 — P
109.0 12.00 12.50

m/z 123.10 38.78%

5000

41.0 179.0

| J\ ! J Ll u\ A ‘ 239.0

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

o

8270E-BP020722.M Tue Feb 08 12:24:49 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1,1'-Bicyclohexyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.410 3.37 ng 477080  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 64
2 Succinic acid, trans-hex-3-enyl ... 354 C21H3804 1010353-43-4 50
3 Acetic acid, trifluoro-, cyclohe... 196 C8H11F302 001549-45-7 50
4 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 50
5 Succinic acid, dec-2-yl trans-he... 340 C20H3604 1000391-12-0 47
Abundance Scan 1602 (12.410 min): BPO09050.D\data.ms (-1598) (-  m/z 82.05 100.00%
82.0
5000
166.1 ]
iy
ob b LLy . 28103410 414.9 48235008 ;g3 19 61.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41526: 1,1'-Bicyclohexyl
82.0
5000 — 1
12.50
166.0 m/z 67.00 60.38%
O‘\\\p‘\"\W‘\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #263870: Succinic acid, trans-hex-3-enyl undecyl ester
82.0
——
12.50
5000 m/z 55.00 55.96%
A
et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72045: Acetic acid, trifluoro-, cyclohexyl ester ——
82.0 12.50
m/z 41.05 30.47%
5000
Olpd“11530“‘ —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

8270E-BP020722.M Tue Feb 08 12:24:50 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl12.892 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.892 5.70 ng 1505390  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylcyclohexanol, heptafluoro... 324 C12H15F702 959079-92-6 27
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 27
3 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 27
4 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 25

Abundance Scan 1684 (12.892 min): BP009050.D\data.ms (-1680) (- m/z 81.00 100.00%

8]0  179.2
5000
— —
“1\ 12.50 13.00
oML VLT 2518 355.0 429.9 8220 .5 17920  90.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #228326: 2-Ethylcyclohexanol, heptafluorobutyrate

=

81.0
5000 — =
12.50 13.00
m/z 110.10 50.39%
169.0
OI‘-\S\'PLLf“\l\J\M‘\“\\\‘\‘\\\’\\?\5‘3\.9\‘3\2\4\..\9\\\\‘\H\‘\H\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6696: 3-Heptyne, 5-methyl-
81.0
— —
12.50 13.00
5000 m/z 109.10 49,70%
0 e — MWN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #45163: trans-(2-Ethylcyclopentyl)methyl acetate — ——
81.0 12.50 13.00

m/z 69.05 46.30%

5000

:

‘ 141.0
O‘H‘Mwh‘M‘m‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Tue Feb 08 12:24:51 2022 Page: 14



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\

Data File : BP@©9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS Vvial : 13  Sample Multiplier:

arch Compound Report

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 unknownl2.951

Conce

Relative to IS

R.T. EstConc Area
12.951 2.57 ng 678886
Hit# of 5 Tentative ID

Acenaphthene-d10

ntration Rank 20
L) R.T.
14.457
CASH# Qual

1 3-Octyne, 2,2,7-trimethyl-
2 1H-Imidazole, 2-ethyl-

3 Naphthalene, decahydro-1,6-dimet...

4 1,1-Cyclohexanedimethanol

5 Octatriacontyl pentafluoropropio...

152 C11H20
96 C5H8N2
208 C15H28
144 C8H1602
697 C41H77F502

055402-13-6 22
001072-62-4 18
029788-41-8 18
002658-60-8 18
1000351-89-1 15

Abundance Scan 1694 (12.951 min): BP009050.D\data.ms (-1691) (-
55.0

m/z 55.05 100.00%

193.2
5000
9.1

’“ 13.00
kARl 2760 3580 4400 5295 ./, 5719  98.89%
miz—> 0 50 100 150 200 250 300 350 400 450 500

o

Abundance #29493: 3-Octyne, 2,2,7-trimethyl-
81.0
5000 T
13.00
‘ m/z 81.00 83.36%
‘ 152.0
O‘\\\l\ill‘\‘k‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘HH‘H\\‘\H\‘\H\‘\

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

Abundance #3091: 1H-Imidazole, 2-ethyl-
95.0

13.00
5000 m/z 95.10 79.18%

Al

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85385: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth e

o

100.0 13.00
m/z 43.16  74.32%
41.0
5000
_“w“‘w SR ——
miz--> 50 100 150 200 250 300 350 400 450 500 13.00

8270E-BP020722.M Tue Feb 08 12:24:57 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.998 2.89 ng 762722  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Decane, 5-propyl- 184 C13H28 017312-62-8 64
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 47
4 Oxalic acid, isobutyl neopentyl ... 216 C11H2004 1000309-72-6 47
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 43

Abundance Scan 1702 (12.998 min): BPO09050.D\data.ms (-1699) (-  m/z 71.10 100.00%
71.1

1.
5000
133.1 13.00
omu“m‘ug}uﬁe‘«‘mu\?*??:l”?“?‘?:9_”3:‘3‘512‘4‘1‘515"455;7‘5““?;5 m/z 57.10 99.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 U
13.00
m/z 43.05 51.76%
0\\J‘\‘\“\J\‘\l\”‘l\lz\zl\o‘:\l-\s\qn‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl-
57.0
——
13.00
5000 ITI/Z 85.10 40.02%
‘ ‘ 140.0
T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67281: Octane, 2-bromo- T
57.0 13.00
m/z 41.10  28.94%
5000 W
ob b 1260 ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP020722.M Tue Feb 08 12:24:58 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.239 9.51 ng 2512200  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38
5 2-Anthracenamine 193 C14H11N 000613-13-8 35

Abundance Scan 1743 (13.239 min): BP009050.D\data.ms (-1739) (- m/z 193.20 100.00%

198.2
5000 123.1
55.0
P o
l “ h ’ | ‘ 13.00 13.50
bbbl Ly 1 252.9310.3 380143764968 n/z 123,10 41.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 — e
5. 13.00 13.50
’ m/z 55.00  32.43%
O\\\\“\‘T“L\“‘T‘f“\‘\‘\\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
198.
69.0 98.0
P o
13.00 13.50
5000 m/z 109.10  31.97%
olhhmwj‘, AAJL\J\”AAVNﬁﬂXfAVN”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe P ——
123.0 1938.0 13.00 13.50
m/z 95.10 30.70%
41.0
5000
|11 T o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP020722.M Tue Feb 08 12:24:59 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl3.874 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.874 20.17 ng 5327160  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 38
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 35

Abundance Scan 1851 (13.874 min): BP009050.D\data.ms (-1847) (- m/z 193.20 100.00%

1982
5000
69.1
[ L —
II}IHLL%l 13.50 14.00
Ot bLEERS | 265.1823.9386.344515033  n/z 9.10  36.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

e

5000 ‘\ ——
55, 13.50 14.00

m/z 123.10 33.16%
\ ‘H | \l “ ‘ |

‘\H\’\rr\‘1!\\[‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: Butan-2-one, 1-[3-(3,3-dimethyl-2-oxo-butylider

o

=

193.0
— —
13.50 14.00
5000 m/z 83.10 28.69%
57.0
0 \‘luw 3 '0\ 278.0
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, — ——
.0 13.50 14.00

193
42.0 m/z 109.10 27.18%
5000
}0&0
0‘M\“,"JHVH\““;\“m“‘\u‘hw‘\\u‘\u\‘\u\‘\m‘\m‘\m‘uu‘\ “ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP020722.M Tue Feb 08 12:25:00 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1H-Pyrazole, 1-methyl-4-(4,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14198 1240 ng 3276280 Acenaphthene-d1e 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C1OH17BN202 1000319-69-0 50

2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140

3 2-Anthracenamine 193 C14H11N
4 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO

Abundance Scan 1906 (14.198 min): BP009050.D\data.ms (-1902) (-
193.2
109.1

41.
5000 ‘
\\\ L

281.0341.9401.0 469.2527.2

MH.MNH m

}
i L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #84369: 1H-Pyrazole, 1-methyl-4-(4,4,5,5-tetramethyl-1,3
109.0 193.0

o

085136-08-9 38
000613-13-8 38
043219-68-7 35
057387-76-5 30

m/z 193.20 100.00%

=

R T
14.00 14.50
m/z 109.10  76.46%

3

5000 —— —
14.00 14.50
43.0 m/z 69.10 69.31%
O‘\H‘r‘""m‘\'r#‘\‘ )‘\‘\‘F\‘l\\\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
L — I —
14.00 14.50
5000 m/z 95.10 68.05%
0 A“L*'J AﬂwﬂLfvvaJkﬂﬂxj\/ﬁ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68073: 2-Anthracenamine — —
193.0 14.00 14.50
m/z 97.10 57.60%
5000
97.0
0‘m‘,H‘“u_mk‘"m_m_m_m_m_m_m‘mw —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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-Pentanone, 4-cyclohexylid... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.292  33.91 ng 8955500  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 64
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
3 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 27
4 2-Phenylindolizine 193 C14H11N 025379-20-8 27
5 trans-3-Methoxy-b-methyl-b-niros... 193 C10H11NO3 018738-95-9 25

Abundance Scan 1922 (14.292 min): BP009050.D\data.ms (-1917) (- m/z 193.20 100.00%

198.2
5000 97.1
= —
3%“ ” ‘ 14.00 14.50
ob AL Ly L) 267.0324.03853442.05002 07 10 a0.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 [ [
14.00 14.50
m/z 109.10 38.35%
ik
O \d\Jf‘HWH‘\L’\““J\"\JL\‘”\“l\\w\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
—r —
123.0 14.00 14.50
5000 m/z 69.10  37.62%
55.
0 m‘u}w‘”w‘w““umw_H""H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138936: 2-Amino-4-ethylthiomethyl-6-piperidino-1,3,5-tri e —
193.0 14.00 14.50
m/z 95.10 31.38%
= Mjkdpvvvj\/\fjk\f\/»ﬁf
84.0
027'(?\ n J . 254.0
e B B R S AR AR RE R RRARE —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\

Data File : BP@@9050.D

Acqg On : 07 Feb 2022 17:03

Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 18 unknownl4.363 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

14.363 8.44 ng 2228430  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 46
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 42
3 1-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 38
4 4-Fluorobenzoic acid, morpholide 209 C11H12FNO2 1000307-09-9 27
5 Benzamide, 3-fluoro-N-pentyl- 209 C12H16FNO 1000407-28-0 25

Abundance Scan 1934 (14.363 min): BP009050.D\data.ms (-1930) (-  m/z 123.10 100.00%

123.1
5000 5ot 193.2

o

— —
| 14.00 14.50
lful L, 280934084008 474.35323 /. 69 15 56.22%

\H JM'\
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

5000

0

#107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol
55.0 1238.0

193.0

— —
14.00 14.50
m/z 55.10 51.55%

\I\HI H\‘J “\ o

[Ty H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

5000

o

#29491: Neopentylidenecyclohexane
69.0

— ——
14.00 14.50
37.0 m/z 137.05  46.07%

Abundance

5000

L]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

#158458: 1 (2,2,6-Trimethylcyclohexyl)hexan-3-yl acetate
43.0 123.0 14. 00 14 50

m/z 193.20 45.72%
‘\I

| W
ALl ]

0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.786 7.40 ng 1954880  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 87
2 cis-Calamenene 202 C15H22 072937-55-4 87
3 trans-Calamenene 202 C15H22 073209-42-4 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 72
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 72

Abundance Scan 2006 (14.786 min): BP009050.D\data.ms (-2003) (- m/z 159.10 100.00%
1

159.
5000
e —
71.1 16.2 14.50 15.00
0kl «\uw\n\‘-wln . E\ 52800 sar1alla 5189 m/z 129.05  14.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(
159.0
5000 — —
14.50 15.00
m/z 189.20 12.76%
Ozﬁ'?‘\\gl\]\-l"?h\‘u\‘“‘ \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78023: cis-Calamenene
159.0
— —
14.50 15.00
5000 ITI/Z 160.10 12.69%
91.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78025: trans-Calamenene T T
159.0 14.50 15.00
m/z 128.05 10.27%
o M
B NS RIS B P —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 2,6-Naphthalenedione, octah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.257 26.56 ng 7014030  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 50
2 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 50
3 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 47
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 43
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 43

Abundance Scan 2086 (15.257 min): BP009050.D\data.ms (-2081) (- m/z 123.10 100.00%

123.1
5000 207.2
55 T T 7
‘ ‘ il \ 15.00 15.50
ol bl A ULy o ) 266,0324.0 43834985 /5 297 .20  37.65%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
5000 ! ‘Od L d
41.0 15. 15.5
m/z 109.10 34.98%
O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101544: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-on
128.0
P e
43.0 15.00 15.50
5000 ITI/Z 95.10 31.23%
222.0
0 *J,JHM“J,H“\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20108: 1-Trimethylsilylpent-1-en-4-yne —— ——
123.0 15.00 15.50
m/z 81.10 30.10%
5000
43.0
libibde oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020722\
Data File : BP0@9050.D

Acqg On : 07 Feb 2022 17:03
Operator : CG/JU

Sample : N1381-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
unknown8.910 8.910 5.0 ng 384745 1 7.804 1551150 20.0
unknown9.163 9.163 3.8 ng 292474 1 7.804 1551150 20.0
Naphthalene, de... 9.786 4.9 ng 692829 2 10.604 2833950 20.0
Undecane, 6-ethyl- 10.781 4.0 ng 560810 2 10.604 2833950 20.0
Cyclohexane, 2-... 11.104 3.3 ng 472233 2 10.604 2833950 20.0
unknownl1.304 11.304 10.0 ng 1415050 2 10.604 2833950 20.0
unknown11.651 11.651 8.0 ng 1132950 2 10.604 2833950 20.0
1,1,6,6-Tetrame... 11.804 2.9 ng 408440 2 10.604 2833950 20.0
unknown12. 345 12.345 7.6 ng 1080760 2 10.604 2833950 20.0
1,1'-Bicyclohexyl 12.410 3.4 ng 477080 2 10.604 2833950 20.0
unknown12.892 12.892 5.7 ng 1505390 3 14.457 5282390 20.0
unknownl12.951 12.951 2.6 ng 678886 3 14.457 5282390 20.0
Dodecane, 2,6,1... 12.998 2.9 ng 762722 3 14.457 5282390 20.0
Decahydro-1,1,4... 13.239 9.5 ng 2512200 3 14.457 5282390 20.0
unknown13.874 13.874 20.2 ng 5327160 3 14.457 5282390 20.0
1H-Pyrazole, 1-... 14.198 12.4 ng 3276280 3 14.457 5282390 20.0
2-Pentanone, 4-... 14.292 33.9 ng 8955500 3 14.457 5282390 20.0
unknown14.363 14.363 8.4 ng 2228430 3 14.457 5282390 20.0
Naphthalene, 1,... 14.786 7.4 ng 1954880 3 14.457 5282390 20.0
2,6-Naphthalene... 15.257 26.6 ng 7014030 3 14.457 5282390 20.0
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