LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc :

ALS Vvial : 12 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9430.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.052 7 11 20 rVB 268988 477128 2.83% 0.333%
2 5.417 406 413 429 rBV 4748997 8121865 48.19% 5.664%
3 7.005 676 683 696 rVB 4935093 8660574 51.39% 6.040%
4 7.805 812 819 827 rVB 1319879 2377341 14.11% 1.658%
5 8.922 998 1009 1010 rBV7 250013 677724  4.02% 0.473%

6 8.963 1010 1016 1022 rVB 3154198 5527864 32.
7 9.281 1058 1070 1076 rBV7 146439 515150 3
8 9.528 1107 1112 1118 rVB4 324330 555385 3.30%
9 9.793 1151 1157 1165 rVB6 423082 911479 5
10 10.481 1269 1274 1277 rBV2 256331 457353 2

OO0 00 W
w
(0]
~N
R

11 10.605 1286 1295 1306 rVB 1951517 4247801 25.20%
12 10.734 1313 1317 1322 rVB3 286122 471231 2.80%
13 10.787 1322 1326 1331 rBV3 239668 535922 3.18%
14 11.11@ 1377 1381 1385 rBV3 359028 515099 3.06%
15 11.310 1410 1415 1421 rVB4 757987 1709060 10.14%

PoOoOON
w
N
N
3R

16 11.652 1468 1473 1478 rBV3 1124817 2386063 14.16%
17 11.905 1513 1516 1521 rVB3 429647 558972 3.32%
18 12.352 1587 1592 1598 rBV3 833921 1831404 10.87%
19 12.816 1667 1671 1678 rBV7 693836 1736278 10.30%
20 12.899 1680 1685 1690 rVB3 1670891 2934554 17.41%

NRRPROR
N
~
~
R

21 12.957 1691 1695 1700 rBv4 894053 1685126 10.00% 1.175%
22 13.010 1700 1704 1708 rVB 1143696 1616319 9.59% 1.127%
23 13.075 1708 1715 1721 rBV 9031314 15379301 91.25% 10.725%
24 13.246 1739 1744 1753 rBV 3594237 6960011 41.30%  4.854%
25 13.887 1848 1853 1858 rBV 6628685 10696593 63.47% 7.459%

26 14.204 1903 1907 1912 rBV4 3992748 8103011 48.08% 5
27 14.298 1919 1923 1930 rVB 9778084 16049816 95.23% 11.
28 14.375 1932 1936 1940 rBV2 2534074 4096993 24.31% 2.857%
29 14.434 1941 1946 1949 rBV 6274326 11835350 70.22% 8
30 14.557 1964 1967 1972 rBV2 3020254 4911745 29.14% 3

31 15.269 2083 2088 2094 rVB2 9651711 16853471 100.00% 11.753%

Sum of corrected areas: 143395983
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Mar 2022 19:27
: CG/IU
¢ N1951-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
BP009430.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4e+07

3e+07

2e+07

1le+07

TIC: BP009430.D\data.ms

5.417 7.005

8.963
10.605
052 A j\ 7.805 8.9229262.528.793  10.4f0rean 1131815

0

N
L B O B B B B L B L B B

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

4e+07

3e+07

2e+07

1le+07

TIC: BP009430.D\data.ms

15.269

14.298

A 43
13.8874. ! ],

ik

%
'S

1.905 12.352 12898

0
Time-->
Abundance

4e+07

3e+07

2e+07

le+07

0

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP009430.D\data.ms

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP031622\
Data File : BP@@9430.D

Acqg On : 16 Mar 2022 19:27

Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1 wunknown3.052 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
3.052 4.01 ng 477128 1,4-Dichlorobenzene-d4 7.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 28
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 5
Abundance  Scan 11 (3.052 min): BP009430.D\data.ms (-7) (-) m/z 73.05 100.00%

73.0

—

5000
T e
‘ ‘ 3.103.203.303.403.50
Ol bl dl 155221802818 349.1 415.9 486.4549.1 /7 43.00 31.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R I
3.103.203.303.403.50
‘ ‘ ‘ m/z 87.05 26.05%
0‘\\“\‘\”‘”\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #838: N-Ethylformamide
30.0
ERRRANENREEREEEEE s
3.103.203.303.403.50
5000 ITI/Z 55.00 20.99%
ol 'J,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179121: 1,3-Dioxolane, 2-pentadecyl- R ERaE e RRARARRARRAE
73.0 3.103.203.303.403.50
m/z 71.10 11.90%
0 Ly 137.0 222.0283.0
AP T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknown9.281 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.281 2.43 ng 515150 Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dodecanediol 202 C12H2602 001119-87-5 43
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 35
3 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 25
4 1-methyl-1-cyclohexanecarboxylic... 224 C10H15F302 1000376-54-0 22
5 Cyclobutanecarboxylic acid, oct-... 210 C13H2202 1000299-13-2 18

Abundance Scan 1070 (9.281 min): BP009430.D\data.ms (-1058) (-) m/z 57.05 100.00%
57.0

=

5000
R RN RRRE
} ¥15“3.1 266.6 3411 9.00 9.20 9.40 9.60
o ABLULILL . 2066 3411 413147465373 ./, 69,05 59.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77809: 1,2-Dodecanediol
97.0
5000 LI L L L LB L I A
29. 171.0 9.00 9.20 9.40 9.60
‘ ’ m/z 55.10 57.80%
O‘\‘\M\“‘\ ‘\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275491: (Z)-14-Tricosenyl formate
55.0
R RN RRRE
9.00 9.20 9.40 9.60
5000 m/z 41.05 51.57%
3.0
{ | il\ 194.0 320.0
O e O B R R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31032: Cyclohexanone, 3-butyl- R A RAREs Eaans
55.0 9.00 9.20 9.40 9.60
m/z 83.00 48.46%
5000
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 trans-Decalin, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.528 2.61 ng 555385 Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 64
4 Pulegone 152 C10H160 000089-82-7 62
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 60

Abundance Scan 1112 (9.528 min): BP009430.D\data.ms (-1107) (-) m/z 81.00 100.00%

81.0
152.1
5000
T \
Al
ob b1, 2207282.0340.94008 5146 ./, 155,05  77.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl-
81.0
152.0
5000 s :
9.50
m/z 95.10 73.71%
0\\”\“‘“\J\h\“\‘l\‘l\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29507: Naphthalene, decahydro-2-methyl-
810 1520
T \
9.50
5000 ITI/Z 67.00 67.14%
o”'”\“'*l,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29500: Decalin, anti-1-methyl-, cis- —— ‘
81.0 9.50
m/z 82.05 43.12%
5000 152.0 W\]\N\
olil‘””ﬂ‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 trans-4a-Methyl-decahydrona... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.793 4.29 ng 911479  Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 72
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
4 Bicyclo[4.1.0@]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 62
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 60

Abundance Scan 1157 (9.793 min): BP009430.D\data.ms (-1151) ()  m/z 95.05 100.00%

95.0 152.1
5000
—r —
4%"" ‘ ‘ ‘ 9.50 10.00
o S8QMNLLLI L 2173 282.9340.8 42914917549 /. g1 19 0p.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29512: trans-4a-Methyl-decahydronaphthalene
95.0
152.0
5000 — —
9.50 10.00
m/z 67.00 89.37%
O\\\‘\M‘J‘\"\“\’\“‘\‘\L\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29505: Naphthalene, decahydro-2-methyl-
95.0
—r —
152.0 9.50 10.00
500027.) ITI/Z 152.05 88.78%
o”“"*"l‘*‘,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl- P~ T
81.0 9.50 10.00
m/z 82.05 56.91%
152.0
5000
oHH““M‘e'\‘[u‘uu_m‘H‘W‘H‘mWm‘mwmwm“ —— ——
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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl1®.787 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.787 2.52 ng 535922  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 43
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 38

Abundance Scan 1326 (10.787 min): BP009430.D\data.ms (-1322) (-  m/z 57.10 100.00%
57.1

163.1
5000
e e
‘ ‘ J 10.50 11.00
0 Hum\u"‘w‘m ol 2551 8268 4188 8026 /7 71.10  65.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
10.50 11.00
‘ 0 m/z 43.10 57.91%
7.
197.0
O \J\\‘\.\l\A‘\F\‘\\\‘l\\\l\l‘\\\\2‘6\?\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
e e
10.50 11.00
5000 m/z 163.10  55.39%
0 ||, 1410 211.0 281.0
T e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- — e
57.0 10.50 11.00
m/z 41.10 26.63%
127.0 197.0
oJ‘H‘m“_Hmm“uH"m‘Hwuu_m_m_m_ — —
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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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.310 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.310 8.05 ng 1709060 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 43
2 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 38
3 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 38
4 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 38
5 3-(4-Buthoxybenzylthio)-1,2,4-(4... 263 C13H17N30S 057736-49-9 35

Abundance Scan 1415 (11.310 min): BP009430.D\data.ms (-1410) (- m/z 163.10 100.00%
1

168.
83.1
5000 L
= —r=
\ {”HJl | 11.00 11.50
ol LAMILLLL 1| 223.0280.9 386.14186476.0 549! /7 177,16  87.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
5000 — —
11.00 11.50
m/z 83.10 60.88%
93.
O \\\“‘\m\\!“\m‘w\\\‘\‘\\L\\l‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82700: 1,4-Methanophthalazine, 1,4,4a,5,6,7,8,8a-octat
163.0
— —r
11.00 11.50
5000 m/z 107.10  56.45%
41.0
0 M”'M%F\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52910: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl) Fo —
168.0 11.00 11.50
m/z 121.10 42.38%
5000
93.0
b
O_E$WWHMMMWM‘M“H‘_“W‘H‘W“W‘H“H‘W“H“ o —
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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Octane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.652 11.23 ng 2386060 Naphthalene-d8 10.605
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 pen... 264 C13H2803S 1000309-18-9 53
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 50
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 50
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 50

Abundance Scan 1473 (11.652 min): BP009430.D\data.ms (-1468) (- m/z 57.10 100.00%
57.1

-

5000
149.1 i Y
N ‘ 11.50 12.00
ob e bl |, 2091 282134114060 4896549, 0 71 10 e3.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 e ——
11.50 12.00
‘ m/z 43.10 54.37%
127.0
O‘\\llg[WY‘!‘l\‘\P\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester
57.0

2

—— ——
11.50 12.00
5000 m/z 41.10  33.40%

l‘ \‘ ‘

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

o

¢

Abundance #59106: Nonane, 4-methyl-5-propyl- T —
57.0 11.50 12.00

m/z 149.05 23.45%

- Ubw
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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Cyclopentane, 1-butyl-2-pro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.905 2.63 ng 558972  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 53
2 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 43
3 5-Methyl-1,3-cyclohexanedione 126 C7H1002 004341-24-6 38
4 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 38
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 38

Abundance Scan 1516 (11.905 min): BP009430.D\data.ms (-1513) (- m/z 69.10 100.00%

69.1
5000 177.1
e
‘ } “ 12.00
0_”!“““f‘le“‘uu',uh"h‘sz‘?‘l“lsé}p‘gm42‘9“1””_5‘4‘2““ m/z 55.10  48.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43583: Cyclopentane, 1-butyl-2-propyl-
69.0
5000 T
12.00
m/z 70.10 48.61%
O‘\\”\‘\“\ t\JJ\l’GSO’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13091: Cyclohexanone, 3,5-dimethyl-
69.0
e
12.00
5000 ITI/Z 83.10 46.71%
OM o
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #12768: 5-Methyl-1,3-cyclohexanedione e
69.0 12.00
m/z 177.10 45.28%
5000
=
o_m_ R o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl12.352 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.352 8.62 ng 1831400 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7(1H,8H)-Pteridinedione, 2-amino- 179 C6H5N502 000529-69-1 25
2 Benzene, (triethoxymethyl)- 224 C13H2003 001663-61-2 25
3 2-Amino-4,6-pteridinediol 179 C6H5N502 005979-01-1 12
4 Methoxy(methyl)chlorosilane 110 C2H7C1l0Si 018151-27-4 12
5 Tricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H200 021898-92-0 11
Abundance Scan 1592 (12.352 min): BP009430.D\data.ms (-1587) (- m/z 179.20 100.00%
179.2
109.1
5000 a1,
P P
| \ | ‘ | 12.00 12.50
Ol Ly Lh o 281134074009 4902 y/; 199.10  65.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53997: 4,7(1H,8H)-Pteridinedione, 2-amino-
179.0
5000 — ——
12.00 12.50
470 109.0 m/z 69.10 58.47%
O‘\\L%I‘AV‘A\\L\‘“\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104112: Benzene, (triethoxymethyl)-
179.0
P P
105.0 12.00 12.50
5000 m/z 95.10 45.,25%
29.0 ‘
o‘umwhuiﬂuuhu e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53995: 2-Amino-4,6-pteridinediol — —
179.0 12.00 12.50
43.0 m/z 55.10 45.20%
5000
109.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 cis,trans-2,9-Dimethylspiro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.816 2.93 ng 1736280  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 50
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 27
4 1-Cyclohexene-1-acetaldehyde, .a... 152 C10H160 053155-80-9 27
5 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 25

Abundance Scan 1671 (12.816 min): BP009430.D\data.ms (-1667) (- m/z 81.10 100.00%

81.1
179.2
5000
— —r
(Ll e
ol W_U ML 2529 325.1 4011 4908548 ./, 179 20  72.81%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
5000 1
12.50 13.00
180.0 m/z 95.10 67.04%
O‘\\\\‘\‘\ \‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6734: Methyl ethyl cyclopentene
81.0
— —r
12.50 13.00
5000 ITI/Z 55.10 51.81%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #19557: Cyclopentane, 1,3-dimethyl-2-(1-methylethyliden P ——
81.0 12.50 13.00
m/z 109.10 50.71%
5000

L

m Mthl LO

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknown12.899 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.899 4.96 ng 2934550  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 46
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 30
3 1H-Purin-2-amine, 6-methoxy-N-me... 179 C7H9N50 050704-44-4 27
4 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 27
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-30-1 27

Abundance Scan 1685 (12.899 min): BP009430.D\data.ms (-1680) (- m/z 81.10 100.00%

81.1
179.2
5000
P P
l 2518 12.50 13.00
o_m_“w Ll 2518 3409 415047375352 ./, 179.70  80.81%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
5000 — —
12.50 13.00
m/z 109.10  49.14%
O‘\\\\“\.‘\‘\\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6725: Cyclohexane, ethylidene-
81.0
P P
12.50 13.00
5000 ITI/Z 69.10 48.12%
dotllll M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54047: 1H-Purin-2-amine, 6-methoxy-N-methyl- — —
179.0 12.50 13.00
44.0
m/z 110.10 47.49%
- M\/\f\A/\/J\N
Tt et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknown12.957 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.957 2.85 ng 1685130  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 30
2 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 15
3 3-Octadecyne 250 C18H34 061886-64-4 14
4 1,10-Dimethyl-2-methylene-trans-... 178 C13H22 1010103-97-8 14
5 Dimethyl allylphosphonate 150 C5H1103P 000757-54-0 11

Abundance Scan 1695 (12.957 min): BP009430.D\data.ms (-1691) (-  m/z 161.10 100.00%
161.1

95.1

5000

=

P

me ‘w ML‘?%?_H“3‘2‘7:1_““99-9“_"7?‘9‘-‘1?“‘?:' m/z 193.20  79.79%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 198.0

o

—

5000 T
13.00
m/z 109.10  78.57%
43.0 ‘ H
0‘\\”\‘\\L“l\d‘[\‘\\\‘\‘ \\‘\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23082: Cyclohexanol, 3,3,5-trimethyl-
109.0
—
13.00
5000 m/z 177.20 70.14%
41.0
AT ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136135: 3-Octadecyne —
67.0 13.00
m/z 95.10 68.86%
- M
AR — .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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, 2,6,11-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.010 2.73 ng 1616320  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58

Abundance Scan 1704 (13.010 min): BP009430.D\data.ms (-1700) (-  m/z 71.10 100.00%
71.1

1
5000
T \
L, 17\7-1 . 13.00
ol bbbl ) 26693260 4039 489.0546! ./, 57,19  96.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
5000 e
13.00
m/z 43.10 50.34%
‘ 113.0
O \\\"\l!\h\‘l‘\A\L\‘\%]-\9\7.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T \
13.00
5000 ITI/Z 85.10 41.56%
‘ 127.0
o —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59063: Undecane, 4,6-dimethyl- —— ‘
57.0 13.00
m/z 41.10 31.11%
5000 W
| ‘ ||, a0
obH e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.246 11.76 ng 6960010  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 98
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
3 o-Isobutyranisidide 193 C11H15N02 071182-38-2 38
4 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 27
5 Diallyldivinylsilane 164 CloH16Si 119901-88-1 27

Abundance Scan 1744 (13.246 min): BP009430.D\data.ms (-1739) (- m/z 193.20 100.00%
198.2

5000 123.1
55.

2

T —
} l ‘ l ‘ 13.00 13.50
LI \“u Ll 280.6340.8400.9 475.2533.9 m/z 123.10 51.35%

(BB B B L I L L I R I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

o

v

198.0
123.0
5000 — —
55, 13.00 13.50
m/z 95.10 45.21%
O‘\\\\"\‘!‘L\“‘Jf“\\}\\‘1\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
1938.0
—r —
123.0 13.00 13.50
5000 m/z 69.10 39.57%
42.0
N

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

Abundance #67723: o-Isobutyranisidide —— —
128.0 13.00 13.50
m/z 109.10  37.84%
5000
43.0
193.0
0 rrbpdebi e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl3.887

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.887 18.08 ng 10696600  Acenaphthene-di1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28

3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3
4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2
5 Acridine, 9-methyl- 193 C14H11N

Abundance Scan 1853 (13.887 min): BP009430.D\data.ms (-1848) (-
193.2

5000 69.1

’$.AMLL 282.0342.1400.0457.7516.3

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

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0

O

5000

d“UxL‘

.0
\\11’\\\\‘\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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

O

123.0

5000
55.

‘HHM L

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

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
193.0

;

o

42.0

5000

054832-83-6 47
080655-44-3 43
1000511-73-1 38
1000234-40-7 38
000611-64-3 35

m/z 193.20 100.00%

.

13.50 14.00
m/z 69.10 38.22%

:

13.50 14.00
m/z 123.10 34.91%

.

13.50 14.00
m/z 83.10 30.87%

13.50 14.00
m/z 109.10  26.81%

%080
0 Hnuwwl‘ﬂ i \I

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

8270E-BP030522.M Thu Mar 17 16:52:41 2022

:

13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 2,6-Heptadienal, 2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.200 13.69ng 8103010 Acenaphthene-dle 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentanethyl... 208 C15H28 080655-44-3 86
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 50

3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-79-1 46
4 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 46
5 Silane, chlorodiethyl(2-methylpe... 222 C1@H23C1l0Si 1000363-12-7 38

Abundance Scan 1907 (14.204 min): BP009430.D\data.ms (-1903) (- m/z 193.20 100.00%

1982
100.1
s000] -
S =
0 “ m ’ 1400 1450
o A RLL L AL, 2649 35734152 488.2546. ./, 199,10  78.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

3

193.0
123.0
5000 T —
55, 14.00 14.50
m/z 69.10 73.53%
O‘\\\\"\‘“\\“‘!“\\}\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
— —
14.00 14.50
5000 ‘ m/z 95.10 66.92%
0l ,'M”“J

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

Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)- T —
109.0 198.0 14.00 14.50

m/z 81.10  59.35%

5000

43.0
J

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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl4.299

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.299 27.12 ng 16049800  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28
4 2-Phenylindolizine 193 C14H11N
5 6-Methylphenanthridine 193 C14H11N

Abundance Scan 1923 (14.298 min): BP009430.D\data.ms (-1919) (-
193.2

5000 97.1

| 3%'

258.1 340.9401.1458.4516.3

1l

I

R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
50001 55.0

o

|

I

313253-65-5 42
054832-83-6 37
080655-44-3 35
025379-20-8 27
003955-65-5 22

m/z 193.20 100.00%

-

T —
14.00 14.50
m/z 97.10  43.75%

o

F

— —
14.00 14.50
m/z 109.10 41.60%

°

°

o

O\\\\[TTW\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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-, ti
198.
69.0 980
— —
14.00 14.50
5000 ITI/Z 69.10 40.78%
OI‘J“H“'O,,, J\JU/J\/JW\N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P ——
193.0 14.00 14.50
m/z 95.10 32.86%
123.0
5000
55.
OJl\“‘ — —
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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-(2,2,6-Trimethylcyclohexy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14375 6.92ng 409699 Acenaphthene-dle 14.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 58
4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 43
clopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 38
Fluorobenzoic acid, morpholide 209 C11H12FNO2 1000307-09-9 35
-(3,4-Dihydro-5-hydroxy-2-methy... 208 C13H2002 101529-26-4 32

uipHh wWN R
NDRO R R
[ ™

Abundance Scan 1936 (14.375 min): BP009430.D\data.ms (-1932) (- m/z 123.10 100.00%
128.1

5000

55.1 193.2

Il

— —
| 1400 1450
L Ly 281.1344.3 4198 489.8549. ./, 199 19  38.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol

o

L
T

55.0 1238.0
193.0
5000 — —
14.00 14.50
m/z 55.10 37.33%
O‘\\ll\‘\\"W “f“\“}“\l\l“\\l\\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19500: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
123.0
— —r
14.00 14.50
5000 m/z 69.10 37.13%
55.0
AR

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

Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- — —
128.0 14.00 14.50

m/z 137.05 34.94%

5000
41.0

MHMiWH

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl4.557 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.557 8.30 ng 4911750  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 3-fluoro-N-(2-phenyle... 299 C19H22FNO 1000451-30-2 43
2 Carbonic acid, allyl 4-methoxyph... 208 C11H1204 1000357-81-0 43
3 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 42
4 2,6-Pyridinedicarboxylic acid, b... 265 C14H19NO4 1000369-14-8 38
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 38

Abundance Scan 1967 (14.557 min): BP009430.D\data.ms (-1964) (- m/z 123.10 100.00%
128.1

5000

207.2

55.

—
L
by L 28213420 4150 8185 0 g9 10 32.75%

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

Abundance #198443: Benzamide, 3-fluoro-N-(2-phenylethyl)-N-isobu
123.0

o

5000

—
14.50
m/z 95.10 30.31%

208.0

42.0
n \'\. Ll ’ 299.0

EEARNRRRAN| LI L B L B I B R BRI R L I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84504: Carbonic acid, allyl 4-methoxyphenyl ester

o

123.0
T \
14.50
5000 m/z 55.10 26.55%
41.0
208.0
0 bt b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54906: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl- —— ‘
123.0 14.50
430 m/z 81.10  25.89%
5000
R .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl5.269 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.269 28.48 ng 16853500  Acenaphthene-di1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 43
2 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1010299-95-5 38
3 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 38
4 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 38
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 38

Abundance Scan 2088 (15.269 min): BP009430.D\data.ms (-2083) (- m/z 123.10 100.00%

128.1
5000
207.2
55. T ‘ T T ‘ T
\ ‘ } { 15.00 15.50
ol bl L L L] 2780 382144145001 /7 199,10 37.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20108: 1-Trimethylsilylpent-1-en-4-yne
123.0
5000 — ——
15.00 15.50
43.0 m/z 207.20  36.26%
O ‘\\”f%h“hl\‘”f‘lgdm“f\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101083: (Phenylthio)acetic acid, cyclobutyl ester

-

123.0
7 —
15.00 15.50
5000 222.0 m/z 95.10  32.80%
55.0 NM//\AJ\%W
0‘HuﬂpﬂmkWMq‘H“J‘W‘H‘_‘H“H‘_‘H‘H‘W“H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94739: Bromo-4-fluoroacetophenone T —
123.0 15.00 15.50
m/z 69.10  32.39%
7 M/\/J\/WW
50.0
L] 216.0
Ottt e e e e e e — —
m/z--> 0 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\BP031622\
Data File : BP0@9430.D

Acqg On : 16 Mar 2022 19:27
Operator : CG/JU

Sample : N1951-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
unknown3.052 3.052 4.0 ng 477128 1 7.811 2377340 20.0
unknown9.281 9.281 2.4 ng 515150 2 10.605 4247800 20.0
trans-Decalin, 9.528 2.6 ng 555385 2 10.605 4247800 20.0
trans-4a-Methyl... 9.793 4.3 ng 911479 2 10.605 4247800 20.0
unknown10.787 10.787 2.5 ng 535922 2 10.605 4247800 20.0
unknownl11.310 11.310 8.1 ng 1709060 2 10.605 4247800 20.0
Octane, 2,6-dim... 11.652 11.2 ng 2386060 2 10.605 4247800 20.0
Cyclopentane, 1... 11.905 2.6 ng 558972 2 10.605 4247800 20.0
unknownl12.352 12.352 8.6 ng 1831400 2 10.605 4247800 20.0
cis,trans-2,9-D... 12.816 2.9 ng 1736280 3 14.463 11835400 20.0
unknown12.899 12.899 5.0 ng 2934550 3 14.463 11835400 20.0
unknownl12.957 12.957 2.9 ng 1685130 3 14.463 11835400 20.0
Dodecane, 2,6,1... 13.010 2.7 ng 1616320 3 14.463 11835400 20.0
Decahydro-1,1,4... 13.246 11.8 ng 6960010 3 14.463 11835400 20.0
unknown13.887 13.887 18.1 ng 10696600 3 14.463 11835400 20.0
2,6-Heptadienal... 14.204 13.7 ng 8103010 3 14.463 11835400 20.0
unknown14.299 14.299 27.1 ng 16049800 3 14.463 11835400 20.0
1-(2,2,6-Trimet... 14.375 6.9 ng 4096990 3 14.463 11835400 20.0
unknown14.557 14.557 8.3 ng 4911750 3 14.463 11835400 20.0
unknown15.269 15.269 28.5 ng 16853500 3 14.463 11835400 20.0
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