LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BP@@9370.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.063 9 13 30 rVB 454382 692483 1.03% 0.411%
2 3.763 127 132 144 rVB 1273167 1866746 2.78% 1.109%
3  4.381 228 237 262 rVB 31992806 67075834 100.00% 39.857%
4 4,969 327 337 352 rBV 11517310 19807511 29.53% 11.770%
5 7.816 813 821 829 rBV 1053460 1768343 2.64% 1.051%
6 8.463 922 931 943 rBV 2283040 4055552 6.05% 2.410%
7 8.969 1002 1017 1028 rBV 2299334 4062131 6.06% 2.414%
8 9.245 1058 1064 1080 rBV 454200 771237 1.15% 0.458%
9 9.540 1106 1114 1124 rBV 601486 1062015 1.58% 0.631%
10 10.610 1282 1296 1303 rBV 1326183 2419960 3.61% 1.438%
11 13.081 1708 1716 1725 rBV 5422216 9412384 14.03% 5.593%
12 14.457 1941 1950 1962 rBV 1819331 3230229 4.82% 1.919%
13 16.222 2241 2250 2260 rBV 985348 2109482 3.14% 1.253%
14 17.051 2386 2391 2403 rVB 1334015 2227940 3.32% 1.324%
15 17.216 2414 2419 2430 rBV 2149108 3706249 5.53% 2.202%

16 17.663 2491 2495 2500 rBV 426902 685512 1.02% 0.407%
17 19.792 2852 2857 2869 rVB 10349319 13743185 20.49% 8.166%
18 21.327 3113 3118 3126 rBV 2856600 4107903 6.12% 2.441%
19 21.451 3133 3139 3157 rBV 13542129 20998092 31.31% 12.477%
20 23.733 3522 3527 3538 rVB2 2034493 4489764 6.69% 2.668%

Sum of corrected areas: 168292552
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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

Abundance TIC: BP009370.D\data.ms
3e+07

2.5e+07

2e+07
1.5e+07
4.969

1le+07

5000000

8.463 8.969
1063 3.763 7.816 9.24%9.540 10.610

A
0 T 1T ‘ T T ‘ L ‘ L ’ L ‘ L ‘ T T ’ L ‘ L ’ L ‘ L ‘ L ‘ T rTT ‘ T ‘ T T T ‘ T ‘ L ‘ T
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 TIC: BP009370.D\data.ms
3e+07
2.5e+07

2e+07

1.5e+07

19.792

1le+07

13.081
5000000

14.457

R S T o B e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP009370.D\data.ms
3e+07
2.5e+07
2e+07
1.5e+07 21451

le+07

5000000 21.3 23.733

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 8

R.T. EstConc Area Relative to ISTD R.T.
3.063 7.83 ng 692483 1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 13 (3.063 min): BP009370.D\data.ms (-9) (-) m/z 73.00 100.00%
73.0
5000 /\\
R EREEE A RaR
‘ ‘ 3.103.203.303.403.50
ol | 242.8 20892693 35504173 5041 —  m/z 43.85 30.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R RN R
3.103.203.303.403.50
“ ‘ m/z 87.05 24.10%
0 ‘\\]‘\‘IH‘HWWI\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2245: Silane, tetramethyl-
73.0
B AREE e RAREA R
3.103.203.303.403.50
5000 m/z 55.00 21.41%
0L b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy-  EMRENREEEENS e S
73.0 3.103.203.303.403.50
m/z 71.05 10.95%
5000 w/\v\\
0 W”«\HWWH_m_m‘w‘mwwwwwww e e
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\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 4-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.763 21.11 ng 1866750 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 47
4 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 38
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 23
Abundance Scan 132 (3.763 min): BP009370.D\data.ms (-127) (-) m/z 43.00 100.00%

43.0
5000

3.40 3.60 3.80 4.00

ol i 1072 1929 2708 3546413247L153L0 i, g3.06  15.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 L L R B B B B

3.40 3.60 3.80 4.00
m/z 39.00 11.16%

Ll
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3549: 5-Hexen-2-one
43.0

3.40 3.60 3.80 4.00

o

5000 m/z 55.00 7.05%
o‘“\Julmm‘w_‘H,‘HwH‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3626 4-Penten-2-one, 3-methyl- EREREEEEE SRy
43.0 3.40 3.60 3.80 4.00

m/z 41.05 4.65%

L

Ot e e R AN ERRaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.381 758.63 ng 67075800 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 237 (4.381 min): BP009370.D\data.ms (-228) (-) m/z 83.05 100.00%
83.0
5000 A

R RaRE R e e

‘ 4.00 4.20 4.40 4.60 4.80

0L ool | 1751233.129693550414.447335318 1/, s5.05  81.86%

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

Abundance #3648: 3-Penten-2-one, 4-methyl-

55.0
5000 U AL L B
4.00 4.20 4.40 4.60 4.80
‘ m/z 98.05 47.29%
O J \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
R RRE R e e
4.00 4.20 4.40 4.60 4.80
5000 m/z 43.05 31.54%
o‘“M"‘HH_H‘,‘m"HwH_HWH_WWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- T
83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.05 24.37%
5000 J\
REIE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.969 224.02 ng 19807500 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 337 (4.969 min): BP009370.D\data.ms (-327) (-) m/z 43.00 100.00%
43.0
5000
101.0
T
4.60 4.80 5.00 5.20
Olprohdiof 1908 266,9326,938564450504.9 17 59.05  66.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN N B BN R B
4.60 4.80 5.00 5.20
101.0 m/z 100.95  28.97%
0‘\\”\“\“ \\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

—

59.0
R aAREERNE RS
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.76%
126.0
L S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.72%
5000
101.0
L SN -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.463 45.87 ng 4055550 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 94
2 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 40
3 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 38
4 Betazole 111 C5HON3 000105-20-4 33
5 Histamine 111 C5H9N3 000051-45-6 9
Abundance Scan 931 (8.463 min): BP009370.D\data.ms (-922) (-) m/z 81.95 100.00%
82.0
5000 A
EAEEEERRE R
l l 8.20 8.40 8.60 8.80
oAbl 30 SI0SUEAMCEINS w2 110,05 36.35%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6618: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 L L R I R B R
8.20 8.40 8.60 8.80
m/z 54.05 26.18%
OLs'pAJ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl
82.0
 EAEEEEEEE
8.20 8.40 8.60 8.80
5000 m/z 39.00 25.14%
o_m,u B
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #1312: 1H-Pyrazole, 3-methyl- R EAREEE e R
82.0 8.20 8.40 8.60 8.80
m/z 66.95 8.63%
5000 A
0 l d}

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 Phorone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.245 6.37 ng 771237  Naphthalene-d8 10.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phorone 138 C9H140 000504-20-1 94
2 4-Pyrimidinamine, 2,6-dimethyl- 123 C6H9N3 000461-98-3 59
3 3-Pyridinol, 2,6-dimethyl- 123 C7H9NO 001122-43-6 53
4 2-Cyclopenten-1-one, 3,4,5,5-tet... 138 C9H140 090611-02-2 53
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 50

Abundance Scan 1064 (9.245 min): BP009370.D\data.ms (-1058) (-) m/z 123.10 100.00%

128.1
5000
55.0

SRR, SR 1 S S
1 \ 9.00 9.20 9.40 9.60
i 204.0 267.9327.8 400.9 470.0 539.3 83.00  37.92%

(O o o e e B e R R R R R R R R e m/z
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20147: Phorone
128.0
5000] 39.0 L
9.00 9.20 9.40 9.60
m/z 55.85 32.46%
O‘\\1!”n\\\UJ‘LL\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11555: 4-Pyrimidinamine, 2,6-dimethyl-
128.0
T e
9.00 9.20 9.40 9.60
5000/ 41.0 ITI/Z 38.95 18.13%
o‘ALMUJH_‘H‘H‘w‘H‘V‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11632: 3-Pyridinol, 2,6-dimethyl- SR TR T
123.0 9.00 9.20 9.40 9.60
m/z 95.00 16.61%
5000
53.0
ook bl P
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\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.222 11.38 ng 2109480  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 90
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 83
4 Decane, 5-propyl- 184 C13H28 017312-62-8 83
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81

Abundance Scan 2250 (16.222 min): BP009370.D\data.ms (-2241) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ ‘ llF 16.00 16.50
bt ALl 2151276,1 3408399.0 474.9 548 n/; 71,10 92.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 — —
16.00 16.50
m/z 43.10 54.99%
M F 226.0
O‘\\H‘f“\f‘\‘f‘f\\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
— —
16.00 16.50
5000 ITI/Z 85.10 34.98%

‘ H.F? .0 196 0 5670

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0 16.00 16.50

m/z 41.10 26.09%

o

-

5000

‘ 170
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

r
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.051 12.02 ng 2227940  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 98
2 Tetradecane 198 C14H30 000629-59-4 93
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 86

Abundance Scan 2391 (17.051 min): BP009370.D\data.ms (-2386) (-  m/z 57.10 100.00%
57.1

5000

%

T e 116

ek h mHHLJw‘mq“5513_344%‘ﬁ17}ﬁ1595§53 m/z 71.10  93.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

o

it VM/L’\/
5000 — ‘
17.00
m/z 85.10 55.11%
O‘\\J‘\\‘\|\\\‘ﬂ‘J\A\\1‘\\\RT\O\\\Z‘G\?\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
T
17.00
5000 ITI/Z 43.10 49,54%
“ 127.0 198.0
0“ﬂ“uHu‘H‘fw"w“‘w“H“H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo- ——
57.0 17.00
m/z 41.10 28.07%
b W\A/L/\w
7.0 253.0
01‘}‘*F\\ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.663 3.70 ng 685512  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80
Abundance Scan 2495 (17.663 min): BP009370.D\data.ms (-2491) (- m/z 57.10 100.00%
57.1
5000
—— —
‘ J ﬁ41-1 210.1 17.50 18.00
o bbby D77, 283.1842.0400.9462.9 549, ;71 19 95.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 —r ——
17.50 18.00
m/z 43.10 69.28%
O‘\\“T ’IWJ\H‘l\J‘[l\‘\Z.\“(‘)‘\‘\\‘\‘\2\%10‘.\0\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141068: Heptadecane, 4-methyl-
43.0
—— —
17.50 18.00
5000 m/z 85.10 59.12%
% 3.0 211.0
ow‘,anJMm‘u‘m‘M_m_Hww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ——
57.0 17.50 18.00
m/z 41.10 28.51%
5000
o L2 sem0 270 sen0
R e ARt L e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS vial : 13  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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.451 102.23 ng 20998100  Chrysene-di12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 47
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 9

Abundance Scan 3139 (21.451 min): BP009370.D\data.ms (-3133) (- m/z 277.10 100.00%

277.1
5000
77. 199.0 T
‘0 13910 lH 21.50
Ok A2O0 UYL 38514183477.1538.1 ./, 78,19 33.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.50
77.0 199.0 m/z 199.00  19.13%
14.0 ‘ ‘
0‘\\\\‘J\\‘\\‘\\\\‘i\\\\‘\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

%

T
21.50

5000 m/z 201.00  18.70%

77.0 183.0

o

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy T
277.0 21.50

m/z 183.00 17.42%

o

%

5000

77.0 183.0

0 ‘ ‘M NI h H\l L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

—
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9370.D

Acqg On : 11 Mar 2022 18:06
Operator : CG/JU

Sample : N1893-05

Misc

ALS Vvial : 13  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... 3.063 7.8 ng 692483 1 7.816 1768340 20.0
4-Penten-2-one,... 3.763 21.1 ng 1866750 1 7.816 1768340 20.0
3-Penten-2-one,... 4.381 758.6 ng 67075800 1 7.816 1768340 20.0
2-Pentanone, 4-... 4.969 224.0 ng 19807500 1 7.816 1768340 20.0
2-Cyclohexen-1-... 8.463 45.9 ng 4055550 1 7.816 1768340 20.0
Phorone 9.245 6.4 ng 771237 2 10.610 2419960 20.0
Hexadecane 16.222 11.4 ng 2109480 4 17.216 3706250 20.0
Hexadecane, 2,6... 17.051 12.0 ng 2227940 4 17.216 3706250 20.0
Heptadecane 17.663 3.7 ng 685512 4 17.216 3706250 20.0
Triphenylphosph... 21.451 102.2 ng 20998100 5 21.327 4107900 20.0
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