Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
BP009428.D

: 16 Mar 2022 18:19
: CG/JU
: N1951-05

: 10 Sample Multiplier: 1

Parameters: rteint.p

RTE

ON Filtering: 5
1 Min Area: 3 %

0.2 Max Peaks: 100
: 0 Peak Location: TOP

of largest Peak

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

tion: 5

: TIC: BPO@9428.D\data.ms

peak R.T. first max last

# min

6 9.787
7 10.604
8 11.104
9 11.293
10 11.381

11 11.681
12 11.798
13 11.904
14 12.075
15 12.351

16 12.892
17 13.075
18 13.240
19 13.875
20 14.287

21 14.451
22 15.951
23 17.216
24 19.792

sCan scan scan

406 413 433
669 683 698
812 819 829
1009 1016 1030

1150 1156 1163
1285 1295 1305
1375 1380 1387
1409 1412 1420
1421 1427 1433

1471 1478 1492
1493 1498 1503
1511 1516 1521
1536 1545 1551
1587 1592 1599

1681 1684 1689
1708 1715 1725
1739 1743 1746
1847 1851 1858
1917 1921 1929

1940 1949 1957
2198 2204 2211
2415 2419 2429
2853 2857 2862

Sum

PK  peak
TY height
rvB 425592

rBvV 5904007
rBv 5719289
rBvV 1409176
rvB 3752981

rBv3 156100
rBv 1885740
rvB2 307972
rvB9 164970
rBvie 102709

rvBg8 231327
rBv 246435
rBv2 275492
rBvie 136378
rBve 218855

rvB4 340802
rvB 9706629
rBv 505548
rBv2 991989
rvB3 1035940

rBv 3311345
rBv 7907511
rvB 3190268

corr.
area
692995
9714086
10062913
2450929
6737800

301842
3883928
505813
371570
314160

874868
418257
494313
486116
564964

518253
16023288
826926
1532090
2043195

6572557
12811711
5029955

corr.
% max.

1.88%
24.24%
3.16%
2.32%
1.96%

5.46%
2.61%
3.08%
3.03%
3.53%

3.23%
100.00%
5.16%
9.56%
12.75%

41.02%
79.96%
31.39%

: Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©30522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

% of
total

o)
00
N
B
3R

oo wWwaoe
v
=
o
R

0.319%

0.889%
0.425%
0.502%
0.494%
0.574%

0.526%
16.276%
0.840%
1.556%
2.075%

6.676%
13.013%
5.109%

rVB 12437311 15217312 94.97% 15.457%

of corrected areas:

8270E-BP030522.M Thu Mar 17 16:49:53 2022

98449841

Pa



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Mar 2022 18:19
: CG/IU
¢ N1951-065

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
BP009428.D

: 10 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

1.5e+07

1le+07

5000000

0

TIC: BP009428.D\data.ms

5.416 7.005

8.963

7.805 10.604
052 9.787 11194338416

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BP009428.D\data.ms

Abundance

1.5e+07

1le+07

5000000

19.y92

13.075

13.87514.28
r@o1g.351 12,8923 240

0
Time-->
Abundance

1.5e+07

le+07

5000000

0
Time--> 20

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
TIC: BP009428.D\data.ms

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

8270E-BP030522.M Thu Mar 17 16:49:55 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.052 5.65 ng 692995 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance  Scan 11 (3.052 min): BP009428.D\data.ms (-7) (-)

m/z 73.05 100.00%

73.0
5000
 RARARR S A
3.103.203.303.403.50
ol bt 147,9207.0 2781 39694171 4893547  n/; 43.00  31.17%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R B IR
3.103.203.303.403.50
m/z 87.00 25.42%
L
O\\“\LM‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e RARRRR S A
3.103.203.303.403.50
5000 m/z 55.00 22.83%
o\IH
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4994: Pentane, 3-methoxy- AR R e ERAREETY
73.0 3.103.203.303.403.50
m/z 71.10 11.36%
5000 //\ﬂ\\/\vxw&lv\ﬂv
o B L I W
m/z--> 50 100 150 200 250 300 350 400 450 500 3.103.203.303.403.50

8270E-BP030522.M Thu Mar 17 16:49:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.104 2.60 ng 505813 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 96
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 64
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C1leH20 013151-99-0 60
4 2-Dodecene, 2-methyl- 182 C13H26 055103-82-7 52
5 Cyclobutane, 1-butyl-2-ethyl- 140 C10H20 1010150-67-3 50

Abundance Scan 1380 (11.104 min): BP009428.D\data.ms (-1375) (- m/z 69.05 100.00%

69.0
5000
182.2 — —
\“’ﬂ 11.00 11.50
ob kALl | 2760 3549 4249 5369 ./, 5595  61.05%
m/z--> 0 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 57.10 59. 78%
O‘\\‘\ "‘\lUJ‘\“““\"J“\“\‘\l\\{“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7561: Cyclopentane, propyl-
69.0
P e
11.00 11.50
5000 ITI/Z 56.05 54.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis- —— ——
55.0 11.00 11.50
m/z 70.05 50.33%
5000
“ 125.0
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP030522.M Thu Mar 17 16:49:59 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 Cyclohexane, 1,2-diethyl-3-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.681 4.51 ng 874868 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 53
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 53
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 49
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 30

Abundance Scan 1478 (11.681 min): BP009428.D\data.ms (-1471) (-~ m/z 69.10 100.00%
69.1

5000
—r —
‘ ‘ 4l 11.50 12.00
ob AdbIbL L pos 2810 ss504151 4s0s i aci10 724
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
5000 — —
11.50 12.00
m/z 83.05 69.13%
| h 154.0
O‘\\J\J\‘\‘\‘M“‘f\f\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
—r —
11.50 12.00
5000 m/z 55.05 59.29%
oM“l,,,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans- —— ——
69.0 11.50 12.00

m/z 57.10 59.18%

5000

0 | “Jl Ly 0.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP030522.M Thu Mar 17 16:50:00 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11798 215 g 418257 Naphthalene-ds 16.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24
2 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22
3 cis,cis- and cis,trans-1,9-dimet... 166 C12H22
4 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22
5 1,5-Dihydro-1,5-dimethyl-6H-imid... 165 C6H7N50

Abundance Scan 1498 (11.798 min): BP009428.D\data.ms (-1493) (-

074054-92-5 58
1000111-72-6 41
1000111-72-5 38
1010111-72-7 38
106284-73-5 30

m/z 165.15 100.00%

°

o

°

95-1 165.2
5000
—— —
H } ’ 11.50 12.00
o3 LI Ly 2809 35614152 5019 ./, o95.1p  85.22%
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 81.05 58.55%
29. 1 ’
O \i‘\“‘lh\\\”\l\u“ \“\‘l\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41582: trans,trans-1,7-Dimethylspiro[4.5]decane
95.0
—r —
11.50 12.00
5000 m/z 109.10  56.19%
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41590: cis,cis- and cis,trans-1,9-dimethylspiro[4.5]decar P ——
95.0 11.50 12.00
m/z 55.10 42.42%
)20
0 H“ﬂ“ﬂﬂ‘q‘ku“u“H“M“W“H“H“H“M“W‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP030522.M Thu Mar 17 16:50:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 Cyclohexane, 1,1-dimethyl-2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.904 2.55 ng 494313  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 59
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 50
3 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 47
4 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 47
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 43

Abundance Scan 1516 (11.904 min): BP009428.D\data.ms (-1511) (-~ m/z 69.10 100.00%

69.1
5000
e
|-
o_uwww_HM,‘M‘““2"‘39?‘H““““""3‘1‘9”“_5‘3‘5_7 m/z 56.10  45.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
5000 T T
12.00
m/z 55.10  44.55%
{101 M
O‘\\\\“\\‘\.“‘\\\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13255: Cyclohexane, 1,2,3-trimethyl-
69.0
e
12.00
5000 ITI/Z 83.05 42.14%
i #FO W
o_m_H_H‘,‘m"HwH_HWH_WWWW
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl- —
69.0 12.00
m/z 70.05 42.02%
- Jp]\dmey]\w/\wfw\/ﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP030522.M Thu Mar 17 16:50:09 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 unknownl2.075 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.075 2.50 ng 486116 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Isopropyl-2,8-dimethyl-9-oxatr... 222 C14H2202 1010185-23-8 27
2 Benzenesulfonyl chloride, 4-fluoro- 194 C6H4C1F02S 000349-88-2 22
3 1,4 Benzodioxan-6-amine 151 C8HINO2 022013-33-8 22
4 2-Furancarboxamide, N-(2-phenyle... 271 C17H21NO2 1000451-26-7 14
5 (+)-2-Bornanone 152 C1eH160 000464-49-3 14

Abundance Scan 1545 (12.075 min): BP009428.D\data.ms (-1536) (-  m/z 95.05 100.00%

95.0
150.1
5000
T I
3slg “h ‘H 267.0  354.9415.2474.6 547 12.00
o=t MM | 220D 398 9419.247808 24 m/z 151.85  67.89%

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

Abundance #101764: 5-Isopropyl-2,8-dimethyl-9-oxatricyclo[4.4.0.0(2
95.0

%

5000 — :
12.00
194.0 m/z 159.05 64.50%
27.
O‘\\"f‘\l‘m\J‘\‘\Luu‘lQhfl\f‘l\\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69562: Benzenesulfonyl chloride, 4-fluoro-
95.0
— ‘
159.0 12.00
5000 ITI/Z 81.10 48.46%
6'?\\11\ L l\ M
e SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28783: 1,4 Benzodioxan-6-amine T ‘
151.0 12.00
m/z 147.00 38.35%
5000
67.0
O‘Hu‘l““m“mu RN R e R RERRRRS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00

8270E-BP030522.M Thu Mar 17 16:50:13 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 unknownl12.351 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.351 2.91 ng 564964  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylpentyloxy- 208 (C9H21C10Si 1000363-04-4 35
2 6-Bromohexanoic acid, 2-fluoroph... 288 C12H14BrF02 1000325-75-5 27
3 Cyclohexane, 1,2-diethyl-, cis- 140 C1leH20 000824-43-1 25
4 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 22
5 1,3-Dimethyl-(3,7-dimethyloctyl)... 252 C18H36 1000113-02-4 22

Abundance Scan 1592 (12.351 min): BP009428.D\data.ms (-1587) (- m/z 69.05 100.00%

69.0 179.2
5000
— ——
“ l ’ . 12.00 12.50
ob i LULLGL L, 267.63272 4111 489.1546% /7 179 15  95.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85788: Silane, chlorodiethylpentyloxy-
179.0
109.0
5000 . S
12.00 12.50
m/z 109.10 61.39%
ao |
O\‘\\h“\“\‘\“\\h\“\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #183227: 6-Bromohexanoic acid, 2-fluorophenyl ester
69.0 17y.0
— ——
12.00 12.50
5000 m/z 95.10 60.04%
\ 288.0 M\/WM\M\J\M/\
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20742: Cyclohexane, 1,2-diethyl-, cis- “ —
69.0 12.00 12.50
m/z 111.10 59.33%
[ 140.0
(Y ¥ § U e —— — S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP030522.M Thu Mar 17 16:50:14 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.240 2.52 ng 826926  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 32
4 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 25
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 25

Abundance Scan 1743 (13.240 min): BP009428.D\data.ms (-1739) (- m/z 193.20 100.00%

198.2
5000 1231
55.0
h‘ 1300 1350
ol MW b ‘ Lol 280.0341.1402.9 4905548 /7 123. 47.12%
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
5. 13.00 1350
m/z 95.10 36.76%
O\\\\“\}!‘L\“‘!‘f“\\‘\\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
— —
13.00 13.50
5000 55.0 m/z 69.10 36.62%
o'w“\%“"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl- e —
193.0 13.00 13.50
m/z 55.05 36.24%
95.0
5000
ohH“J“'H‘ — —
m/z--> 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@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 unknownl13.875 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.875 4.66 ng 1532090  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 45
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37
Abundance Scan 1851 (13.875 min): BP009428.D\data.ms (-1847) (- m/z 193.20 100.00%
198.2
5000 69.1
‘ =
1 ‘ LHL . 1350 14.00
bk JL Num = m by 293:33113 4009 489.0547°  m/z 69.10  41.96%
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
193.0
69.0
5000 — ——
13.50 14.00
m/z 123.10 37.48%
““NH\\\ 0
0\\1!‘\1\\‘\\\T‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 13.50 14.00
5000 m/z 83.10 32.15%
55.
0! 'M\,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe — ——
123.0 193.0 13.50 14.00
m/z 95.10 31.54%
41.0
5000
OH‘HH\JMM*l“ — S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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 unknownl14.287 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.287 6.22 ng 2043200  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 47
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 33
3 6-Methylphenanthridine 193 C14H11N 003955-65-5 22
4 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 22
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1921 (14.287 min): BP009428.D\data.ms (-1917) (- m/z 193.20 100.00%
1

93.2
so00] 691
= —
‘ ” é 14.00 14.50
ol LilI20, || 28113021 15947585354 L, 6016 se.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 — —
55, 14.00 14.50
m/z 97.10 49.74%
O \\\“\“1“‘1\“‘!‘\“\\‘\\\k\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
— —
14.00 14.50
5000{ 55.0 m/z 109.10 42.80%
ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68099: 6-Methylphenanthridine e ——
198.0 14.00 14.50
m/z 95.10 38.18%
5000
76.0
o‘H"*ulw‘u"w"Hu‘;\M"_H"""_‘H_m‘w_m‘w_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031622\
Data File : BP0@9428.D

Acqg On : 16 Mar 2022 18:19
Operator : CG/JU

Sample : N1951-05

Misc

ALS Vvial : 10 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|
Butane, 2-metho... 3.052 5.7 ng 692995 1 7.805 2450930 20.0
Cyclohexane, 2-... 11.104 2.6 ng 505813 2 10.604 3883930 20.0
Cyclohexane, 1,... 11.681 4.5 ng 874868 2 10.604 3883930 20.0
1,1,6,6-Tetrame... 11.798 2.1 ng 418257 2 10.604 3883930 20.0
Cyclohexane, 1,... 11.904 2.5 ng 494313 2 10.604 3883930 20.0
unknown12.075 12.075 2.5 ng 486116 2 10.604 3883930 20.0
unknown12.351 12.351 2.9 ng 564964 2 10.604 3883930 20.0
Decahydro-1,1,4... 13.240 2.5 ng 826926 3 14.451 6572560 20.0
unknown13.875 13.875 4.7 ng 1532090 3 14.451 6572560 20.0
unknown14.287 14.287 6.2 ng 2043200 3 14.451 6572560 20.0
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