LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP071020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.916 3 5 15 rVvB 64580 107497 3.67% 0.482%
3.781 146 152 164 rBV3 34207 107250 3.66% 0.481%
rBv5 28519 137897 4.71% 0.618%
5.175 384 389 406 rvB 1208931 1981465 67.67% 8.885%
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5.616 460 464 481 rVB4 27301 90141 3.08% 0.404%
6 5.851 489 504 509 rBVS 20012 84193 2.88% 0.378%
7 6.446 599 605 617 rBvV 45552 96580 3.30% 0.433%
8 6.751 651 657 679 rVB 1134374 2014917 68.81% 9.035%
9 6.928 681 687 698 rVvB5 22832 64304 2.20% 0.288%
10 7.545 781 792 800 rBV 477115 781239 26.68% 3.503%
11 8.692 981 987 1000 rBV 801537 1360166 46.45% 6.099%
12 9.722 1158 1162 1176 rVB4 29097 71872 2.45% 0.322%
13 10.316 1256 1263 1278 rBV 596011 1060346 36.21% 4._.754%
14 11.016 1377 1382 1388 rVB3 50009 94507 3.23% 0.424%

15 11.181 1403 1410 1415 rBVS8 52117 127544 4._36% 0.572%

16 12.033 1550 1555 1559 rBV2 165273 307071 10.49% 1.377%
17 12.116 1565 1569 1577 rBV 186331 340704 11.64% 1.528%
18 12.622 1652 1655 1660 rVB2 162681 234859 8.02% 1.053%
19 12.686 1663 1666 1670 rVB4 105143 137492 4._.70% 0.616%
20 12.810 1680 1687 1693 rBV 1793831 2928208 100.00% 13.130%

21 12.980 1711 1716 1720 rBV 426179 682170 23.30% 3.059%
22 13.527 1806 1809 1813 rBV3 270436 417582 14.26% 1.872%
23 13.622 1821 1825 1829 rBV 751488 1097320 37.47% 4.920%
24 13.663 1829 1832 1836 rVB 252177 360269 12.30% 1.615%
25 13.863 1863 1866 1871 rVB3 398158 577693 19.73% 2.590%

26 13.945 1875 1880 1884 rBV3 669904 1281076 43.75% 5.744%
27 14.039 1892 1896 1901 rVB 1426697 2031576 69.38% 9.109%
28 14.175 1915 1919 1921 rBV 759657 1095818 37.42% 4.913%
29 14.298 1937 1940 1945 rBV 547381 888500 30.34% 3.984%
30 15.010 2057 2061 2067 rVB2 1221652 1742071 59.49% 7.811%

Sum of corrected areas: 22302327
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.92 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

2,92 2.75ng 107497  1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Butanone. 3-methvl- 86 C5H100 000563-80-4 47
.3-Butanedione 86 C4H602 000431-03-8 38
-Hexanone. 3.3-dimethvl- 128 C8H160 026118-38-7 33
-Pentanone 86 C5H100 000107-87-9 30
thanone, 1-(trimethyloxiranyl)- 128 C7H1202 015120-99-7 28

abrwNPE
MNNNN

Abundance Scan 6 (2.922 min): BP002829.D (-3) (-) m/z 43.10 100.00%

N
)
=

5000
207.1 : - : =
b ,“ .|.,...1?,1.2. QL1 2683 3272 415146345106 | Tm/z  86.10  21.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1769: 2-Butanone, 3-methyl-
43.0
5000 LI L L L L L LB L B}
3.00 3.10 3.20 3.30
m/z 67.05 20.51%
86.0
]
I o B O LI e e o o o o R MR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1661: 2,3-Butanedione
43.0
R RERER R
3.00 3.10 3.20 3.30
5000 m/z 41.10 19.28%
86.0

f

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

Abundance #12581: 2-Hexanone, 3,3-dimethyl- A R o AR R

43.0 3.00 3.10 3.20 3.30
m/z 54.00 16.44%

5000
85.0
L0, ] 128.0

B B B B e B man R R RRE TS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butanoic acid Concentration Rank 13

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

3.78 2.75 ng 107250 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 53
2 Butanoic acid. 4-chloro- 122 C4H7CI02 000627-00-9 42
3 Hexanoic acid 116 C6H1202 000142-62-1 39
4 Silver butanoate 194 C4H7A002 005076-24-4 39
5 D-Mannoheptulose 210 C7H1407 003615-44-9 39

Abundance Scan 152 (3.781 min): BP002829.D (-146) (-) m/z 60.10 100.00%
60.1
5000

3.40 3.60 3.80 4.00 4.20

My 1150 193223542611 3552 4163 49385354 | "m/z 41.10  46.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2020: Butanoic acid

60.0

5000 A B

3.40 3.60 3.80 4.00 4.20
),
R S

m/z 73.10 32.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9734: Butanoic acid, 4-chloro-
60.0

3.40 3.60 3.80 4.00 4.20
5000 m/z 56.05 31.58%

150 | 1050

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

Abundance #8070: Hexanoic acid A o R
60.0 3.40 3.60 3.80 4.00 4.20
m/z 43.10 28.29%

5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 340 3.60 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Crotonic acid Concentration Rank 11

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

4.49 3.53 ng 137897 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Crotonic acid 86 C4H602 003724-65-0 94
2 Isocrotonic acid 86 C4H602 000503-64-0 94
3 2-Butenoic acid. (BE)- 86 C4H602 000107-93-7 72
4 2-Propenoic acid. 2-methvl- 86 C4H602 000079-41-4 64
5 1,3,5-Triazin-2-amine, 4,6-bis(2... 204 C9H8N402 1000351-71-3 59

Abundance Scan 273 (4.493 min): BP002829.D (-248) (-) m/z 86.10 100.00%
39.1 88.1

.

5000
420 440 460 480
131.1 . : . : :
184.1 267.0311.2352.2396.1 476.4  549.9 m/z 39.10 85_91%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #1650: Crotonic acid
39.0 86.0
5000 L L UL UL IR
420 4.40 4.60 4.80
rll m/z 41.10 76.90%
|"'w"'w"'""""""w"'w"'w"'w"'w
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #1663: Isocrotonic acid Mw
39.0 86.0

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #1670: 2-Butenoic acid, (E)- T s B e
86.0 420 4.40 4.60 4.80
m/z 69.10 37.19%

:

5000

p

420 440 460 480
5000 m/z 68.05 49.05%
w"'w"'w"'""""""w"'w"'w"'w"'w

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Cyclopentanone, 2-methyl- Concentration Rank 17

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

5.62 2.31 ng 90141 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 64
2 Cvclohexanone 98 C6H100 000108-94-1 59
3 2H-Imidazol-2-one. 1.3-dihvdro-4... 98 C4H6N20 001192-34-3 53
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 52
5 2-Pentene, (E)- 70 C5H10 000646-04-8 49

Abundance Scan 465 (5.622 min): BP002829.D (-460) (-) m/z 55.10 100.00%
54.1
5000 98.0
140.1 520 5.40 5.60 5.80 6.00
- ,-.Jl Ll ZL 2161 209.1345.0 306.4 4443 493.1536.0 m/z 42.05 67.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3233: Cyclopentanone, 2-methyl-
43.0
5000 S R U SR
520 5.40 5.60 5.80 6.00
’ m/z 41.10 40.46%
|"'|"Jw"'w""""""""w"'""w"'w"'w
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3155: Cyclohexanone
54.0
520 540 560 580 6.00
5000 m/z 98.05 35.62%
”L‘wliw..”,.”. e = L e = e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3052: 2H-Imidazol-2-one, 1,3-dihydro-4-methyl- L e
42.0 520 5.40 5.60 5.80 6.00
m/z 70.10 30.32%
5000 98.0
|“"A{'w"“|'“' L L S S WL S S SR R IS SR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Oxepane Concentration Rank 18

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

5.85 2.16 ng 84193 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxepane 100 C6H120 000592-90-5 80
2 2H-Pvran-2-one. tetrahvdro- 100 C5H802 000542-28-9 72
3 3(2H)-Furanone. dihvdro-5-methvl- 100 C5H802 034003-72-0 72
4 4AH-Pvran-4-one. tetrahvdro- 100 C5H802 029943-42-8 72
5 Aziridine, 2-(1,1-dimethylethyl)... 127 C8H17N 055712-58-8 43

Abundance Scan 504 (5.851 min): BP002829.D (-489) (-) m/z 42.10 100.00%
43,

5000

5.60 5.80 6.00 6.20
m/z 55.10 96 .89%

142.2  209.2  276.3 327.0369.1 429.4 488.9 537.5

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3769: Oxepane

5000 R B e o S
100.0 5.60 5.80 6.00 6.20

m/z 41.10 75.65%

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

Abundance #3709: 2H-Pyran-2-one, tetrahydro-
420
R N ERE S s
5.60 5.80 6.00 6.20
5000 m/z 39.10 72.30%
l 100.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3733: 3(2H)-Furanone, dihydro-5-methyl- e ERAREE R
420 5.60 5.80 6.00 6.20
m/z 69.10 56.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Heptanone, 6-methyl- Concentration Rank 15

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

6.45 2.47 ng 96580 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 76
2 Pentanal. 2-methvl- 100 C6H120 000123-15-9 43
3 o-Ethvl S-3-(dimethvlamino)propv... 225 C8H20NO2PS 1000289-51-3 37
4 2-0Octanone 128 C8H160 000111-13-7 37
5 2-Heptanone 114 C7H140 000110-43-0 37

Abundance Scan 606 (6.451 min): BP002829.D (-599) (-) m/z 43.10 100.00%
431
5000
o ToR o4 6b0 ok
el [ 2811712 246029533410 41814623 8158 | 7z 58.05  65.56%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12504: 2-Heptanone, 6-methyl-
43.0
5000
6.20 6.40 6.60 6.80
m/z 56.10 29.52%
95.0
I S I W L I S I R R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3838: Pentanal, 2-methyl-

43.0

6.20 6.40 6.60 6.80
5000 m/z 41.10 26.16%

Il {1000
B ——
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #82062: o-Ethyl S-3-(dimethylamino)propyl methylphosphonot... I o o o B LI e
58.0 620 640 660 680
m/z 85.10 22 .54%

|| 118.0 180. 0225 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl11.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.41 ng 127544 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 49
2 Undecanoic acid. 10-bromo- 264 C11H21Bro02 018294-93-4 45
3 Octanoic acid 144 C8H1602 000124-07-2 43
4 2.3-Dihvdro-benzofuran-3-ol 136 C8H802 1000146-26-4 38
5 Ethyl _alpha.-d-glucopyranoside 208 C8H1606 1000127-29-4 38
Abundance Scan 1410 (11.181 min): BP002829.D (-1403) (-) m/z 91.05 100.00%
91.
136.1
5000
LA IR AU SN I
10.80 11.00 11.20 11.40
ml 22 2454 3165 370.0 4215 49585413 | /o7 60.10  98.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30179: Nonanoic acid
60.0
5000 A DU AL B R
mmnmnmnm
u50 m/z 73.10 87.74%
| 158.0
miz--> 50 "idd"iéd"'zoé'"zsé"éod"ééé"&od"&éd"éad"ééd
Abundance #113456: Undecanoic acid, 10-bromo-
60.0
10,80 11.00 11.20 1140
5000 m/z 57.10 74 .09%
129.0 18>0
I""‘I ‘l““.\..“l... ””26|4|0” R R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20837: Octanoic acid A BEE o
60.0 10.80 11.00 11.20 11.40
m/z 55.10 66.67%
5000
15.0
I'.'d“\lL'JJ']I""'IIIII rrrTyrTTTrTT T T T T T T T T T T T T T T T T rrrTyrTTTTTTT T TTITTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1080 1100 1120 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl12.03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.03 5.79 ng 307071 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 4-c... 187 C11H9NO2 1000307-52-5 40
2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
3 Cvclopropanecarboxvlic acid.buty... 142 C8H1402 054947-39-6 36
4 1.4-Hexadiene., 3.3.5-trimethvl- 124 C9H16 074753-00-7 9
5 2,3"-Bifuran, 2,2",3",5-tetrahydro- 138 C8H1002 098869-93-3 9
Abundance Scan 1554 (12.028 min): BP002829.D (-1550) (-) m/z 69.10 100.00%
69.1
187.1 a0 1900 19990 1940
24.1 11.80 12.00 12.20 12.40
o 230.1 281.1323.2368.9414.8 477.2 532.5 n/z 41.10 55 88%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50981: Cyclopropanecarboxylic acid, 4-cyanophenyl ester
69.0
5000 LRI BN SULRULN SULLLN B
11,80 12.00 12,20 12.40
m/z 39.10 18.94%
27. ) 119 0 137 o
mz-> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance #7242: Ethyl cyclopropanecarboxylate
69.0
" 11.80 12,00 12.20 12,40
5000 m/z 87.05 16.29%
2 'JM“11140
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19803: Cyclopropanecarboxylic acid,butyl ester T T T T
69.0 11.80 12.00 12.20 12.40
m/z 103.05 15.07%
5000 AMAj\\NBWMMMM\AJ
I
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.12 6.43 ng 340704 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
2 Indan-1.2.3-trione 160 C9H403 000938-24-9 83
3 Ninhvdrin 178 C9H604 000485-47-2 83
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 83
5 Phthalamic acid 165 C8H7NO3 000088-97-1 83
Abundance Scan 1570 (12.122 min): BP002829.D (-1565) (-) m/z 104.10 100.00%
104.1
5000{ 5g1 /\\\‘_
148.1 21len 1500 1550 1940
11.80 12.00 12.20 12.40
Obrrbbed L | 2080 2631 3246 4011 4614 5259 m/z 76.10 83.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione
76.0
5000 SR U SRR IR AR AR
11.80 12,00 12.20 12.40
132.0 m/z 50.10 39.11%
26.9
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31443: Indan-1,2,3-trione
76.0
11.80 12.00 12.20 12.40
5000 m/z 74.05 20.18%
132.0
28.
'J'#:'”I"'W"'W"""" UL LA DAL BRI WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44594: Ninhydrin
104.0 11.80 12.00 12.20 12.40
m/z 148.10 13.16%
5000{ 50.0
INEEEE
mz-> 50 100 150 200 250 300 350 400 450 500 550 11:80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl2.62 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.62 4.29 ng 234859 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 43
2 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 30
3 Cvclohexene. 3-ethvl- 110 C8H14 002808-71-1 30
4 4-Ethvlcvclohexene 110 C8H14 003742-42-5 27
5 3-Chloropropanoic acid, 2-ethylc... 218 C11H19CIl02 1000282-65-7 27
Abundance Scan 1655 (12.622 min): BP002829.D (-1652) (-) m/z 81.10 100.00%

1

5000

H:

12.40 12.60 12.80 13.00

39 2519 3571 4015 449.9 505.2549.4
. 5449.9_505.2549. m/z 179.30  57.34%

mz-> 0 50 100 150 200 250 300 350 400 450 500 550 ) )
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 LA B L L L L L LB
12. 40 12 60 12. 80 13. 00
39.0 m/z 109.20 50.07%
I PO T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5937: Cyclohexene, 1-ethyl-
81.0
RN e R R AR
12.40 12.60 12.80 13.00
5000 m/z 123.20 45 _.38%
39”.0
IlhllljlilllllllllllllIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5936: Cyclohexene, 3-ethyl- N B B A ma!
81.0 12.40 12.60 12.80 13.00
m/z 55.10 45 _.33%
5000
39.0
B — e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl2.69 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.51 ng 137492 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-Hvdroxvethvl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 32
2 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 25
3 Methvl 4-tert-butvl-thiobenzoate 208 C12H160S 078906-90-8 25
1-(2.2.3.5.6-Pentamethvilcvclohex... 466 C34H58 1000373-94-7 12
5 1-(3,3,6a-Trimethyl-1a,2,3,5,6a, ... 220 C14H2002 1000190-30-6 12
Abundance Scan 1667 (12.692 min): BP002829.D (-1663) (-) m/z 161.20 100.00%
) 2

41.
5000

%

12.40 12.60 12.80 13.00
m/z 95.10 96.91%

490.3 538.9

08.3  267.1310.5355.1

421.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92538: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-decalin...
198.0
41.0
109.0
5000 lllllllllllllllllll
12. 40 12 60 12. 80 13. OO
0
238.0 m/z 109.10 93.21%
51.

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55145: 6-Acetamido-1,4-benzodioxane

95.0 151.0193.0

12.40 12.60 12.80 13.00

50000 430 m/z 193.30 93.18%
s A A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67607: Methyl 4-tert-butyl-thiobenzoate
198.0 12.40 12.60 12.80 13.00

m/z 177.20 86 .95%

5000

75 0
147.
29 o b ?

m/z--> 50 100 150 200 250 300 350 400 450 500 550 12. 40 12 60 12. 80 13. OO

8270-BP071020-M Thu Jul 23 03:28:03 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl12.98 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.98 12.45 ng 682170 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 40
4 2-Diethvlamino-4-phenvlthiooct-2... 302 C18H26N2S 1000090-57-0 35
5 1-Anthracenamine 193 C14H1i1N 000610-49-1 27
Abundance Scan 1716 (12.980 min): BP002829.D (-1711) (-) m/z 193.30 100.00%
193.3
123.2
5000 %51

12.60 12.80 13.00 13.20

o 237.8281.1 355.1 431.4475.3 541.7 m/z 123.20 55_49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 (LIS L B B B B

12.60 12.80 13.00 13.20
m/z 95.10 52.62%

i

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

%

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
R o R R E e S )
123.0 12.60 12.80 13.00 13.20
5000 m/z 55.10 51.14%
42.0
IIIIIIIIlIJIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII

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

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- A B o
193.0 12.60 12.80 13.00 13.20
m/z 69.10 50.15%
5000; 5.0
109.0
Wikl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Naphthalene, decahydro-1,6-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.53 7.62 ng 417582 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 64
2 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 60
3 Tricvclol4.3.1.1(3.8)lundecan-3-ol 166 C11H180 014504-80-4 52
4 Benzenamine. 4-(Chexvloxv)- 193 C12H19NO 039905-57-2 30
5 8-Thiabicyclo[4.3.0]nonane S-oxide 158 C8H140S 1000215-10-0 27
Abundance Scan 1809 (13.527 min): BP002829.D (-1806) (-) m/z 109.20 100.00%
109.2
165.3
5000 551 WW\/J
208.3 SRR BN BN RS
13.20 13.40 13.60 13.80
ol 272.5313.1355.9  433.6 490.5 540.0 m/z 9510 71.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67973: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
109.0
165.0
5000 RSN SRR LN RS
55.0 1320 13.40 13.60 13.80
m/z 165.30 51.07%
| “ 208.0
mz> | 80 100 150 200 250 300 30 a0 450 50 5%
Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-methylet...
I I

13.20 13.40 13.60 13.80
m/z 81.10 44.52%

5000

é

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35057: Tricyclo[4.3.1.1(3,8)]undecan-3-ol R R mamEE

95.0 13.20 13.40 13.60 13.80

m/z 55.10 36.90%
5000
166.0
43.

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl3.86 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 10.54 ng 577693 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 42
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 41
3 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 30
4 2-Thiazolamine. 4-(2-pvridinv)- 177 C8H7N3S 1000351-61-7 22
5 trans-.beta.-lonone 192 C13H200 000079-77-6 18
Abundance Scan 1866 (13.863 min): BP002829.D (-1863) (-) m/z 177.30 100.00%
171.3
41.1
95.2
5000
20.3
13.60 13.80 14.00 14.20
o! Lu 42070 3426 4013 461150645494 Tnjz 41.10  73.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54649: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177.0
69.0
5000 123.0 R REEmEmEm s
13.60 13.80 14.00 14.20
4 J l l m/z 207.30 73.08%
|ﬁi'|" h'th L AL LI DAL I LI S B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0220.0
13,60 13.80 14.00 14.20
s000] 410 135.0 m/z 55.10 67.12%
vl
|"ww'tmmm¢'ﬂt'“h“"w""""w"'w"'w"'w"'w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77349: 2-Butanone, 3-(4-tert-butylphenoxy)- e  RRRaS Bam
177.0 13.60 13.80 14.00 14.20
m/z 95.15 61.76%
5000 57.0
135.0 20,0
IIIJI""I"'l'I"" "l" rTTTTTTT T T T T T T T T T T T T T T T T T T rrryTTTTyTTTT T T T T T T
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 23.38 ng 1281080 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 64
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 30
3 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 020348-74-7 25
4 Cvclopropane. 1.l1-dimethvl-2-(2-... 124 C9H16 069147-03-1 22
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
Abundance Scan 1881 (13.951 min): BP002829.D (-1875) (-) m/z 69.10 100.00%
6d.1 198.3
23.2
5000

I 13.60 13.80 14.00 14.20
o/ § 237.2281.0  351.3 408.2 460.0507.1 m/z 193.30 99_15%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 L L B O
13.60 13.80 14.00 14.20
l m/z 109.20  95.63%
B e e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
R B .
13.60 13.80 14.00 14.20
5000 m/z 95.10 83.77%
- R e o o LI e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Cyclohexane, 1,3-dimethyl-2-methylene-, trans- R B .
67.0 13.60 13.80 14.00 14.20
m/z 55.10 77.71%
109.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 2-Pentanone, 4-cyclohexylid... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.04 37.08 ng 2031580 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 56
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 52
3 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
5 2-Phenylindolizine 193 C14H11IN 025379-20-8 27
Abundance Scan 1896 (14.039 min): BP002829.D (-1892) (-) m/z 193.30 100.00%
198.3
69.1
5000
23.2
13.80 14.00 14.20 14.40
ol 237.2 302.2345.8  418.2459.0501.6542.5 n/z 69.10 55 67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000{ 55.0 LN B SULRUL IS B
109.0 13.80 14.00 14.20 14.40
m/z 97.20 50.19%
50.0
Tv—rv—v—rv—rv—v—rv—v—v—v—rv—v—rv—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
1938.0
123.0 ' 13.80 14.00 1420 14.40
5000 69.0 m/z 109.20 45_48%
"'wi"w"'L"""'w"'""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78622: Silane, chlorodiethylhexyloxy- b RRREE EEE A
193.0 13.80 14.00 14.20 14.40
109.0 m/z 41.10 43 .59%
5000
55.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Cyclohexene, 1,5,5-trimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.30 16.22 ng 888500 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 59
2 4-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-68-3 47
3 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 47
4 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 43
5 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 43
Abundance Scan 1940 (14.298 min): BP002829.D (-1937) (-) m/z 123.20 100.00%
128.2
69.1
5000 207.3
14.00 14.20 14.40 14.60
ol 65. 266.1 327.2370.6415.1 474.6 545.7 n/z 69 10 55 590%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
128.0
43.0
5000 UL AL B B
14.00 14.20 14.40 14.60
165.0 m/z 95.10 44 .82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184116: 4-Fluorobenzoic acid, 2-pentadecy! ester

14.00 14.20 14.40 14.60
m/z 207.30 40.71%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,... R R B

. 14.00 14.20 14.40 14.60
m/z 55.10 40.37%

5000

T I T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072220\
Data File : BP002829.D

Aca On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.01 31.79 ng 1742070 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 38
3 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 38
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 38
5 3-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-60-7 32
Abundance Scan 2061 (15.010 min): BP002829.D (-2057) (-) m/z 123.20 100.00%
128.2
207.3
LRI SR BASMRE SN B
14.60 14.80 15.00 15.20 15.40
ol 66.3 252.4 300.1340.9 386.3427.5468.3  528.2 n/7z 69.10 41 78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
128.0
43.0
5000 179.0 AR BRI BN BRI B
2290 14.60 14.80 15.00 15.20 15.40
l ' m/z 109.20 40.11%
'H'ﬁAWAw"'w"'w"""'""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)-
128.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 55.10 37.76%
i W
510 165.0
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #184117: 4-Fluorobenzoic acid, 3-pentadecy! ester A B o
123.0 14.60 14.80 15.00 15.20 15.40
m/z 81.10 35.95%
5000{ 41.0 ;VVJkrNMfLA}\JmV,mJuV_A»
\‘ “ |80 | j160.0%190
m/z--> § 160 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP072220\
Data File : BP002829.D

Acq On 22 Jul 2020 17:32

Operator : CG/JU

Sample : L3362-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .92 2.92 2.8 ng 107497 1 7.55 781239 20.0
Butanoic acid 3.78 2.8 ng 107250 1 7.55 781239 20.0
Crotonic acid 4.49 3.5 ng 137897 1 7.55 781239 20.0
Cyclopentanone, 2... 5.62 2.3 ng 90141 1 7.55 781239 20.0
Oxepane 5.85 2.2 ng 84193 1 7.55 781239 20.0
2-Heptanone, 6-me... 6.45 2.5 ng 96580 1 7.55 781239 20.0
unknown11.18 11.18 2.4 ng 127544 2 10.32 1060350 20.0
unknown12.03 12.03 5.8 ng 307071 2 10.32 1060350 20.0
Bicyclo[4.2.0]Joct... 12.12 6.4 ng 340704 2 10.32 1060350 20.0
unknownl2 .62 12.62 4.3 ng 234859 3 14.20 1095820 20.0
unknownl12 .69 12.69 2.5 ng 137492 3 14.20 1095820 20.0
unknownl12 .98 12.98 12.4 ng 682170 3 14.20 1095820 20.0
Naphthalene, deca... 13.53 7.6 ng 417582 3 14.20 1095820 20.0
unknownl13.86 13.86 10.5 ng 577693 3 14.20 1095820 20.0
Decahydro-4,4,8,9... 13.95 23.4 ng 1281080 3 14.20 1095820 20.0
2-Pentanone, 4-cy... 14.04 37.1 ng 2031580 3 14.20 1095820 20.0
Cyclohexene, 1,5,... 14.30 16.2 ng 888500 3 14.20 1095820 20.0
2,11-Dioxabicyclo... 15.01 31.8 ng 1742070 3 14.20 1095820 20.0
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