LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc :

ALS Vvial : 16 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@0@9086.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.399 403 410 425 rBV 2064603 3400376 44.98% 5.575%
2 6.952 668 674 676 rBvV 196386 310624 4.11% 0.509%
3 6.993 676 681 710 rVB 1943334 3736976 49.43% 6.127%
4 7.805 810 819 828 rBV 893613 1534643 20.30% 2.516%
5 8.963 1010 1016 1027 rBV 1408545 2463448 32.58% 4.039%

6 9.163 1038 1050 1056 rVB2 134025 312693 4.14%
7 10.387 1253 1258 1268 rBV3 136860 278491 3.68%
8 10.604 1284 1295 1304 rBV 1241778 2539647 33.59%
9 11.040 1361 1369 1372 rBV4 87415 249290 3.30%
10 11.304 1405 1414 1419 rBV9 169918 450194  5.95%
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=
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N
R

11 11.451 1433 1439 1444 rBV7 105471 273743 3
12 11.640 1466 1471 1479 rBV4 438831 1186414 15.
13 11.793 1493 1497 1503 rBV4 184292 280747 3.71%
14 11.893 1506 1514 1518 rBv4 243005 591469 7
15 12.346 1586 1591 1597 rBV5 260991 605495 8

[CRCRCEEN ]
IS
o
o
R

16 12.404 1598 1601 1604 rBV2 185180 287862 3.81%
17 12.522 1617 1621 1626 rBV2 445782 652442  8.63%
18 12.887 1680 1683 1688 rVB4 588924 827591 10.95%
19 12.945 1689 1693 1697 rBV6 373896 756271 10.00%
20 12.993 1697 1701 1706 rVB 1247037 1778367 23.52%
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w
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R

21 13.069 1706 1714 1720 rBV 4518095 7560347 100.00% 12.395%
22 13.234 1738 1742 1745 rBV2 732098 1197324 15.84%  1.963%
23 13.875 1847 1851 1855 rBV 1843224 2509545 33.19% 4.114%
24 13.945 1860 1863 1867 rVV3 1915705 2710137 35.85%  4.443%
25 14.287 1917 1921 1928 rVB 3603535 6326628 83.68% 10.372%

26 14.428 1941 1945 1947 rBV3 2184238 3591433 47.50%
27 14.992 2038 2041 2048 rVB4 2043559 3059896 40.47%
28 21.316 3113 3116 3120 rVB 2235242 2783762 36.82%
29 21.969 3223 3227 3233 rVB 4546888 5952718 78.74%
30 23.710 3518 3523 3529 rVB2 1403147 2786853 36.86%

H» O D UWUV
U
o
i
R

Sum of corrected areas: 60995426
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Feb 2022 19:44
: CG/IU
¢ N1384-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
BP009086.D

: 16 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP009086.D\data.ms

5.399 6.993
7.805 8.963

10.604
6.952 i /9.163 10.387|  11.030130356-

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BP009086.D\data.ms

13.069 1% S l ‘
IbR234

v 12AGP2

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2e+07

1.5e+07

1e+07

5000000

0

TIC: BP009086.D\data.ms

21.316 21.969

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\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.163 4.08 ng 312693 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 81
2 p-Cymene 134 C1oH14 000099-87-6 70
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 64
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 59
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 58

Abundance Scan 1050 (9.163 min): BP009086.D\data.ms (-1038) (-) m/z 119.05 100.00%
119.1

5000

=

41.0 H l ‘ 8.80 9.00 9.20 9.40
[idikid.. | 1932 2820 3550 4291489.0547. ;148 65  24.44%

b BT T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0

o

o

5000 L R B R B R I
8.80 9.00 9.20 9.40
m/z 91.00  23.46%
41.0 | \
0‘\\‘\‘\“‘\“\‘\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
119.0
R e RARan munt o
8.80 9.00 9.20 9.40
5000 m/z 105.00 22.76%
41.0
L M M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- T R
119.0 8.80 9.00 9.20 9.40
m/z 117.00  13.11%
5000
gl
L T A o R s e e ST

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\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.387 2.19 ng 278491 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 64
2 2,4,6-Trimethylbenzyl mercaptan 166 C10H14S 021411-42-7 58
3 6,7-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 343852-50-6 58
4 Silane, diethoxymethyloctadecyl- 386 C23H5002Si 067859-75-0 47
5 Benzene, 1,1'-(oxydi-2,1-ethaned... 282 C20H260 055044-09-2 47

Abundance Scan 1258 (10.387 min): BP009086.D\data.ms (-1253) (- m/z 133.00 100.00%
138.0

=

Abundance #37635: 6,7-Dimethyl-3H-isobenzofuran-1-one — ‘ ‘
133.0 10.00 10.50

m/z 91.00  19.39%

5000
57.0
| J ‘ ’ ‘ 10.00 10.50
O hhdlilbh ), | 214.9 281.9330.8401.1 4784 549. /7 165 00  39.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
133.0
5000 — —
10.00 10.50
m/z 162.10 23.93%
41.0
O‘\\I\‘\"\\‘\\“‘\“\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
133.0
— —
10.00 10.50
5000 m/z 57.05 20.24%
39.0
) i e U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
\

5000

51.0
0 wLmﬁH\

- \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 unknownll.304 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.304 3.55 ng 450194  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 38
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 35
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 30
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 25
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 22
Abundance Scan 1414 (11.304 min): BP009086.D\data.ms (-1405) (| m/z 83.10 100.00%
83.1
163.1
5000
— ——
» H ‘ H H 11.00 11.50
0l U‘”m‘” “\w‘uw‘a A[},224.4282.0 3551 427.1490.9548. ./, 163,10  79.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52786: Silane, (4-ethylphenyl)trimethyl-
163.0
5000 as o
11.00 11.50
m/z 55.00 61.57%
43:.0 105.0
OH\\“‘\\I\\‘J\‘\\ﬂ\”‘\H\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
— ——
11.00 11.50
5000 m/z 177.10 56.54%
93.0
N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43577: Cyclohexane, (4-methylpentyl)- - P
83.0 11.00 11.50
m/z 82.05 55.76%
B MWAM
168.
OZG-MJG‘?‘)‘ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020922\

Data File : BP@©9086.D

Acqg On : 09
Operator : CG
Sample : N1
Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Feb 2022 19:44
/3U
384-01

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 unknownll.451 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.451 2.16 ng 273743  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 35
2 (4,7,7-Trimethylbicyclo[4.1.0]he... 208 C13H2002 1000498-96-4 22
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 20
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 20
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 14

Abundance Scan 1439 (11.451 min): BP009086.D\data.ms (-1433) (- m/z 105.05 100.00%
105.1

43.0

=

‘ 1‘82.2 11.50
ol Al Ly 266.9 340.94010 490.65481 /7 43,05  72.29%

5000
\‘IJJ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 T
11.50
140.0 m/z 71.05 69.35%
O‘\\‘\ “\l\‘\]\A‘\I‘\‘\\I‘\\\'\‘2\2\6\.\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
—
11.50
5000 43.0 ITI/Z 57 .00 68.06%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59056: Undecane, 4,8-dimethyl- ——
43.0 11.50
m/z 55.00  44.59%
5000
l ‘ 141.0
04t ‘uw_um\‘w‘w‘Hwm‘w_m_m_m_ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.640 9.34 ng 1186410 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59

Abundance Scan 1471 (11.640 min): BP009086.D\data.ms (-1466) (- m/z 57.05 100.00%

57.0
5000

133.0 7 —

b1 106 11.50 12.00
b b o 3981 2819 3549 433.0 5136 n/z 71.05  95.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0

5000 e S
11.50 12.00

m/z 43.10 55.41%
]

1270
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

11.50 12.00

o

o

5000 m/z 41.05 37.57%
127.0 W
(O R R N A A AR AN SRR SRR AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74024: Dodecane, 4,6-dimethyl- P o
57.0 11.50 12.00

m/z 55.00  21.55%

5000 W
I

1IN

o_m_ A e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.793 2.21 ng 280747 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 86
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 42
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 35
5 1-Methylindan-2-one 146 C10H1e0 035587-60-1 30
Abundance Scan 1497 (11.793 min): BP009086.D\data.ms (-1493) (- m/z 165.10 100.00%
165.1
95.1
5000
— —
AU,
o STAMLANNY, 1 267.1 3409 4289 8303 ./, 131 05 82.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 DA ——
11.50 12.00
m/z 118.05 80.76%
39.0 ‘
O \‘\l\lih\“\”‘\l\‘l‘\\J|\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131.0
= —
11.50 12.00
5000 m/z 95.10 73.53%
39.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler —— ——
146.0 11.50 12.00
m/z 146.00  69.75%
5000
77.
0 m#ﬁ%WﬂWth‘H"H“_“w“u“u‘_“w“u“u“‘ JV}~4V‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 6-Dodecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.893 4.66 ng 591469 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Dodecene, (E)- 168 C12H24 007206-17-9 60
2 6-Tetradecene, (Z)- 196 C14H28 041446-61-1 50
3 2-Octene, 4-ethyl-, (E)- 140 C1eH20 074630-09-4 46
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 43
5 3-Heptene, 2,6-dimethyl- 126 CSH18 002738-18-3 43
Abundance Scan 1514 (11.893 min): BP009086.D\data.ms (-1506) (- m/z 69.05 100.00%
69.0
135.1
5000
196.2 341.0 \d ‘Zbd
. 115 12.
429.1
0 266.6 501.1 m/z 55.05 65.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43493: 6-Dodecene, (E)-
55.0
5000 — ——
11.50 12.00
‘ 168.0 m/z 135.05 56.09%
O‘\\‘\\\‘\ \‘\‘}‘\h\\\‘\l\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
— ——
11.50 12.00
5000 m/z 41.10 52.25%
. 125.0 196.0
e e e e T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20707: 2-Octene, 4-ethyl-, (E)- — —
55.0 11.50 12.00
m/z 70.10 47.62%
5000
s
0 i e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP@@9086.D

Acqg On : 09 Feb 2022 19:44

Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 unknownl2.345 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.345  4.77ng 605495 Naphthalene-ds 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-Methoxy-2-methylbenzothiazole 179 COHONOS 1000342-71-0 49

C14H2202

010277-90-4 38

2 .alpha.,.alpha.-Diisopropyl-o-me... 222
3 4,7(1H,8H)-Pteridinedione, 2-amino- 179
4 N-(2,4-Dimethoxyphenyl)-N'-(5-me... 277
5 1-(4-Hydroxy-2-oxo-6-((1E)-prop-... 236

C6H5N502
C13H15N304
C12H1205

000529-69-1 27
625117-58-0 27
093305-64-7 27

Abundance Scan 1591 (12.345 min): BP009086.D\data.ms (-1586) (- m/z 179.20 100.00%

179.2
109.1
5000
— ——
“ ‘ 12.00 12.50
- H‘L blaklld, 2810 3549 46185215 ./, 169.16  54.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 — —
69.0 12.00 12.50
‘ ‘ ‘ m/z 69.10  45.24%
O‘\\\“\“‘\A\‘\\h’“\\\‘\“‘\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
179.0
— ——
12.00 12.50
5000 m/z 55.05 39.07%
43.0 119.0
1 T

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

Abundance #53997: 4,7(1H,8H)-Pteridinedione, 2-amino- — —
179.0 12.00 12.50
m/z 95.10 35.29%
5000 /VNW/\/\ﬂkaﬁA/AWNﬂ
470 109.0
0‘HM‘M,"‘H‘MH S — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 1,1'-Bicyclohexyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.27 ng 287862  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 50
2 Cyclohexanone, 2,2,5,5-tetrameth... 166 C11H180 035505-97-6 49
3 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 47
4 Succinic acid, cis-hex-3-enyl do... 368 C22H4004 1000353-41-4 38
5 Fumaric acid, trans-hex-3-enyl t... 380 C23H4004 1000348-89-3 38

Abundance Scan 1601 (12.404 min): BP009086.D\data.ms (-1598) (- m/z 82.05 100.00%

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

Abundance #211866: Adipic acid, di(trans-hex-3-enyl) ester
82.0 12.50

m/z 41.10 32.44%

82.0
5000
166.1 —
A 0
0 Wik ikl 22482850 3552416.4 488.3547.0 ./, 83 19  62.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41529: 1,1'-Bicyclohexyl
82.0
5000 T
12.50
166.0 m/z 67.00 61.48%
OJ‘-\S\#\\‘J‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82.0
—
12.50
5000 ITI/Z 55.00 58.56%
166.0
15.0
o
—

5000

I J 1L I 470 229.0

O et e b e e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.522 5.14 ng 652442  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 80
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 72

4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16

014944-23-1 64
014679-13-1 55

Abundance Scan 1621 (12.522 min): BP009086.D\data.ms (-1617) (- m/z 118.10 100.00%

118.1
5000
‘ 1250 |
39.0 l . 77.2 :
o“uuwwﬂﬂw¢wﬁwh‘H“359%34%?&999H‘4§%§§49? m/z 145.05  78.73%

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

Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

8

5000 S :
12.50
m/z 160.10 73.00%
51.0
0‘\\1HAJ“\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
118.0
1550 |
5000 m/z 117.05 43.81%
O e T e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- —— ‘
118.0 12.50

m/z 105.00  27.18%

5000

39.0

0

m/z-->

L

=

0 50 100 150 200 250 300 350 400 450 500 550

7
12.50

8270E-BP020722.M Thu Feb 10 15:55:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 unknownl2.887 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.887 4.61 ng 827591  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thujone 152 C10H160 000546-80-5 38
2 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 27
3 photocitral A 152 C10H160 055253-28-6 27
4 Silane, chlorodiethylpentyloxy- 208 (C9H21C10Si 1000363-04-4 22
5 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 22
Abundance Scan 1683 (12.887 min): BP009086.D\data.ms (-1680) (- m/z 179.20 100.00%
81.0 179.2
5000
— ——
‘ 12.50 13.00
ol ALHLLLILELLL 2509 3409408506115250 /2 5100 96.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29053: Thujone
110.0
5000 — e
41.0 12.50 13.00
m/z 110.10 56.97%
0 l\i”\ \m“ \\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0
— ——
12.50 13.00
5000 m/z 123.10 54.,25%
138.0
o L e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29084: photocitral A — —
123.0 12.50 13.00
m/z 109.10 52.68%
0 — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Thu Feb 10 15:55:08 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 12 unknownl12.945 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.945 4.21 ng 756271  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 25
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 25
3 6-Methyl-6,7-dihydro-9H-5-o0xa-9-... 177 C1@H11NO2 1000210-20-2 25
4 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 15
5 Cyclopropane, 1-chloro-1,2-dimet... 180 C11H13Cl 1010154-03-9 15
Abundance Scan 1693 (12.945 min): BP009086.D\data.ms (-1689) (- m/z 57.10 100.00%
57.1
145.1
5000
——
‘J} F 3.2 13.00
oL AAMLIMG LT 726763273 4155 | 8128 y/; 5510 84.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36251: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145.0
5000 R
13.00
m/z 145.05 77.32%
39.0
O‘\‘\L\L“l\”\‘h\\‘“\L\n\l‘}\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
145.0
——
13.00
5000 m/z 193.20 71.59%
39.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51735: 6-Methyl-6,7-dihydro-9H-5-oxa-9-azabenzocyclg o
109.0 13.00
177.0 m/z 71.10 67.82%
5000
41.0
oﬂ'“'“}hwl, s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP020722.M Thu Feb 10 15:55:09 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.993 9.90 ng 1778370  Acenaphthene-d10 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, 3-methyl- 156 C11H24 013151-34-3 64
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
Abundance Scan 1701 (12.993 min): BP009086.D\data.ms (-1697) (- m/z 57.10 100.00%
57.1
2000 %J/v«g/\AwaJv//\ﬂﬁy
——
127.1 13.00
ol dbbiblh 3972 282.1 38534468 5346 ./, 7119 97.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
13.00
m/z 43.10 52.18%
O\\J‘\‘\“\J\‘\l\”‘].\“z\z'\o‘\l?\q..‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
13.00
5000 m/z 85.10 43.10%
127.0
oA e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59108: Nonane, 3-methyl-5-propyl- T
57.0 13.00
m/z 41.10 33.58%
5000 MM
127.0
ol e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP020722.M Thu Feb 10 15:55:09 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 8
R.T. EstConc Area Relative to ISTD R.T.
13.234 6.67 ng 1197320  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 94
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 47
3 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 38
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 38

Abundance Scan 1742 (13.234 min): BP009086.D\data.ms (-1738) (- m/z 193.20 100.00%

198.2
5000 123.1
55
\’\

T —
} ” ’ ’ ‘ 13.00 13.50
ob bt L s Ly 2810 3550 4311 5198 /7 173,19  42.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 — —
13.00 13.50

55.

m/z 69.10  34.44%

"W“Mhuiwk&”\‘W“W“”\‘”‘\”“W“W“”\‘”‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0

o

123.0
P o
41.0 13.00 13.50 .
5000 m/z 95.10 33.847%
L B aE R A R i mast S NN\//W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202174: 2-Diethylamino-4-phenylthiooct-2-ene nitrile —— —
193.0 13.00 13.50

m/z 109.10  30.75%

5000 AA/V\j\wf/\/qu/V\N/
43.0

109.0
\”i Dot 4 dv 302.0

\ 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 1-Indolinecarboxaldehyde, 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.875 13.98 ng 2509550  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 53
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
3 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
4 3-Phenylindole 193 C14H11N 001504-16-1 35
5 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 35
Abundance Scan 1851 (13.875 min): BP009086.D\data.ms (-1847) (- m/z 193.20 100.00%
193.2
5000
123.1
411 = R
‘ | }’ ” “ ‘ 13.50 14.00
ol ddbdid 11 2539 3271  417.347525335 ./, 133,10  30.57%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67612: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methox
193.0
5000 — ——
69.0 13.50 14.00
132. m/z 69.10  28.22%
O TWWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0
— ——
123.0 13.50 14.00
5000 m/z 109.10 22.99%
55.0
-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate — ——
193.0 13.50 14.00
m/z 83.10 22.08%
5000
123.0
55.0 ‘ l
302.0
ole‘,}“mwwAmuw‘w"Ww_m‘www - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP020722.M Thu Feb 10 15:55:12 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Dodecane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.945 15.09 ng 2710140  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 68
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 64

Abundance Scan 1863 (13.945 min): BP009086.D\data.ms (-1860) (- m/z 71.10 100.00%
71.1

5

5000
159.1
\ ‘ 14.00
Ol A ALk ) 11,2262 295.0358.5 427.2488.6548 /7 5710 94.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59040: Dodecane, 4-methyl-
43.0
5000 L
14.00
m/z 43.10 71.21%
141.0
O‘\\\‘\“i\ \”\ll‘\“\\“’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
14.00
5000 ITI/Z 85.10 52.86%
127.0 226.0
o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester ——
57.0 14.00
m/z 41.10 31.98%
5000

g

ol \}1?1_ 1830 252.0 325.0
A e o o o o e A RRRER S

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 unknownl4.287 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.287 35.23 ng 6326630  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 64
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 32
4 Toxoflavin 193 C7H7N502 000084-82-2 27
5 Iminostilbene 193 C14H11N 000256-96-2 27
Abundance Scan 1921 (14.287 min): BP009086.D\data.ms (-1917) (- m/z 193.20 100.00%
198.2
5000 97.1
— —
L
bbb g Ly 28LL 3885 47605330/ 97.16  40.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 — ——
55, 14.00 14.50
’ m/z 109.10  39.02%
O \\\“\}\“‘\\“‘\\\‘\\‘\\\‘\\‘L\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
193.0
—— —
14.00 14.50
50001 55.0 m/z 69.10 35.27%
123.0
] N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe —— ——
123.0 193.0 14.00 14.50
m/z 95.10 31.62%
41.0
5000
Olhﬂﬂﬂmjll*l,, —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 18 unknownl14.992 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.992 17.04 ng 3059900  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 35
2 Tritetracontane 605 C43H88 007098-21-7 35
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 30
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 30
5 Dodecyl nonyl ether 312 C21H440 1000406-37-5 25
Abundance Scan 2041 (14.992 min): BP009086.D\data.ms (-2038) (- m/z 71.10 100.00%
.0
5000
204.2 e
H_:? { 15.00
0l it umﬂw\«lm 283.1355.1 4294 SU] _—  m/z 83.10 96.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 T
15.00
m/z 57.10 95.67%
ol L lh?‘ 0196.0 269.0
‘HH‘ H\‘HH‘\\H‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
——
15.00
5000 m/z 133.05 77 .01%
0 127.0197.0 267.0 337.0 463.0 533.0 604.(
[ R e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59040: Dodecane, 4-methyl- T
43.0 15.00
m/z 55.10 76.54%
5000
‘ ‘ 141.0
Y O N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc

ALS vial : 16 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 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.968 42.77 ng 5952720  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 80
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 50
3 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 42
4 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 42
5 Acetic acid, (4-chloro-2-methylp... 410 C24H39C103 1000415-16-8 40

Abundance Scan 3227 (21.969 min): BP009086.D\data.ms (-3223) (- m/z 410.35 100.00%
410.4

5000
57.1

i
22.00
307.2
‘mJ,H“1‘1‘5"‘1‘\‘%%‘2“"'?”1‘Wm‘w‘ L A75.25363 7 411.30  31.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0

o

5000 T 7
22.00
m/z 395.30 30.81%
77.0 135.0 203.0 280 0 350 0‘
ol ‘?\‘h’n“u‘ h‘x I n\‘li‘\ ‘-L‘l‘u w H\‘ ‘L‘Au l‘m‘l ‘ ‘m fh g i I‘h‘“‘\' ‘\‘w e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
410.0
22.00
5000 m/z 57.10 24.02%
326.0
0 43.0 165.0
T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308169: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-te T
410.0 22.00

m/z 190.10 10.68%

5000
104.0

277.0
41.0 ‘ ‘ 197.0
[ I LA L s D b ol ‘ ,\31f1.l? | ‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9086.D

Acqg On : 09 Feb 2022 19:44
Operator : CG/JU

Sample : N1384-01

Misc :

ALS Vvial : 16 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|
Benzene, 1-meth... 9.163 4.1 ng 312693 1 7.805 1534640 20.0
Benzene, 1,3,5-... 10.387 2.2 ng 278491 2 10.604 2539650 20.0
unknown11.304 11.304 3.5 ng 450194 2 10.604 2539650 20.0
unknown11.451 11.451 2.2 ng 273743 2 10.604 2539650 20.0
Octane, 2,6-dim... 11.640 9.3 ng 1186410 2 10.604 2539650 20.0
Naphthalene, 1,... 11.793 2.2 ng 280747 2 10.604 2539650 20.0
6-Dodecene, (E)- 11.893 4.7 ng 591469 2 10.604 2539650 20.0
unknownl2. 345 12.345 4.8 ng 605495 2 10.604 2539650 20.0
1,1'-Bicyclohexyl 12.404 2.3 ng 287862 2 10.604 2539650 20.0
Naphthalene, 1,... 12.522 5.1 ng 652442 2 10.604 2539650 20.0
unknown12.887 12.887 4.6 ng 827591 3 14.457 3591430 20.0
unknown12.945 12.945 4.2 ng 756271 3 14.457 3591430 20.0
Dodecane, 2,6,1... 12.993 9.9 ng 1778370 3 14.457 3591430 20.0
Decahydro-1,1,4... 13.234 6.7 ng 1197320 3 14.457 3591430 20.0
1-Indolinecarbo... 13.875 14.0 ng 2509550 3 14.457 3591430 20.0
Dodecane, 4-met... 13.945 15.1 ng 2710140 3 14.457 3591430 20.0
unknown14.287 14.287 35.2 ng 6326630 3 14.457 3591430 20.0
unknown14.992 14.992 17.0 ng 3059900 3 14.457 3591430 20.0
Strychnidin-10-... 21.968 42.8 ng 5952720 5 21.316 2783760 20.0
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