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Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\

BF127712.D

Parameters:

RTE
ON
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tion: 5

: 08 Apr 2022 14:30
: CG\JU
: N2317-23

: 8 Sample Multiplier: 1

rteint.p

: TIC: BF127712.D\data.ms

peak R.T. first max 1

# min

6 6.963
7 7.528
8 8.245
9 9.328

9.981

11 10.9010
12 10.798
13 11.498
14 12.016
15 13.092

16 13.851
17 13.992
18 14.151
19 14.245
20 15.021

21 15.298
22 15.674
23 15.927
24 16.180
25 17.045

scan scan s

488 497
555 561
723 730

791 795
885 891
1009 1013 1
1191 1197 1
1303 13e8 1

1309 1313 1
1440 1447 1
1562 1566 1
1651 1654 1
1832 1837 1

1963 1966 1
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2028 2033 2
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2208 2212 2
2271 2276 2
2314 2319 2
2356 2362 2
2501 2509 2

ast
can
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rBv
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rBv
rBv
rBv
rBv

rvVB
rBv2
rVB
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rBv

rVB
rvVB
rvVB4
rBv
rBv3

of corrected areas:

peak
height
370576
44614
172580
3251417
3022928

935021
2290720
1086691
4061745

209614

1305314
3012610
1316588

46490
4235960

218149
109311
1074017
115599
38294

119400
559854
29382
43103
32700

8270-BF040622.M Mon Apr 11 15:55:30 2022

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.

area %

468641 11.

59365 1.
220581 5.
3311632 83.
3455467 87.

748174 18.
2288569 57.
977715 24.
3882315 97.
184011 4.

1159134 29.
2833609 71.
1229252 30.

47384 1.
3971472 100.

167955 4.
272288 6.
948714 23.
127496 3.
41655 1.
129644 3.
718810 18.
44337 1
68121 1.
69641 1

27425982
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30

Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

TIC: BF127712.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30
Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.334 12.53 ng 468641 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.334 min): BF127712.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000 43.0
87.0
R AR
2.402.502.602.70

320 | :
0t e e e e m/z 43.00  38.60%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 RN RN A R R
43.0 2.402.502.602.70
' 87.0 m/z 87.05 26.14%
29.
ﬁ O Il ‘\‘ ‘ Lglo ‘ | ‘
O‘HH‘HH‘HH‘HH‘H\‘\“HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2.402.502.602.70
5000 41.0 550 m/z 55.00 25.99%
27.0
ooyl bl 2120 2200,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- e EREAmEEEE R
73.0 2.402.502.602.70
m/z 41.05 12.50%
5000
45.0
0 NN " L, 99.0 115.0 /\
Raa A A R e At e ARA AR R AREERERZC S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30
Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.210 5.90 ng 220581 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 497 (5.210 min): BF127712.D\data.ms (-488) (-) m/z 43.00 100.00%

3.0
59.0
5000
1010 [T T T i riyrT
‘ 83.0 4.80 5.00 5.20 5.40 5.60
Olrrprrrrrrrer e bl M/Z 59.08 53.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B NN B R
4.80 5.00 5.20 5.40 5.60
590 m/z 101.00 17.76%
101.0
O\\\’\\\\‘\2\3\.8\\\\“w}\\‘\\‘i!‘\\\7\‘1\.0\\\8‘:\3‘\.(\)\’\\\}‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
s A R RR R o
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 15.51%
58.0
150 270 20 100.0
O bttt e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime s EaamaRRRE S
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.87%
5000
101.0
ol 130 310 | °89 700 86,0 X
R e RARLEREA s S RERan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30

Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 3 Cinnamyl cinnamate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.851  3.54ng 167955 Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 p-Vinylbenzohydrazide 162 C9H16N20 1000244-74-9 47

3 (2E)-N-(4-Methylphenyl)-3-phenyl... 237 C16H15NO
4 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160

134430-88-9 47
1000210-99-9 47

5 N-(p-Vinylbenzoyl)-1-alanine 219 C12H13NO3 139184-60-4 47
Abundance Scan 1966 (13.851 min): BF127712.D\data.ms (-1963) (1 m/z 131.05 100.00%
131.1
5000
103.
o b
511 ‘ | 1rao 21 2610 13.50 14.00
o,WMMwum‘lm‘\‘uluw‘mu'_m_wm_an m/z 115.05  40.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000 — el
13.50 14.00
103. m/z 117.10  35.37%
219.0 : :
0 5]\“0\‘ \‘w ‘ Il ‘\ \‘\ 1730 iy , 264.0
’HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38514: p-Vinylbenzohydrazide
131.0 A
— e
13.50 14.00
5000 103.0 m/z 103.10  33.18%
162.0
51.0
O ekt b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119929: (2E)-N-(4-Methylphenyl)-3-phenyl-2-propenami i e ‘j\‘
131.0 13.50 14.00
m/z 77.10 24.52%
5000 103.0
237.0
o 2 Ll | 16001030 |
et e e e e e e ‘ e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30
Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Heptadecyl trifluoroacetate

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.992 5.74 ng 272288 Chrysene-di2 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1990 (13.992 min): BF127712.D\data.ms (-1985) (-]

m/z 57.05 100.00%

7.1
5000
1
“ h K 207.1 14.00
oLl -l UH “ ' ““ m/z 43.05 89.51%
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 T
14.00
m/z 55.10  87.15%
oL LLLLLEL 291020 2390 2830 530
\\\[ T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
T
14.00
5000 ITI/Z 83.05 83.44%
ol ‘ M%$m$10220%40%60 378.(
il ““ s A AT S
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene Py
43.0 83.0 14.00
m/z 97.10  79.82%
5000
25.0
SRRNSREUUREL.LE N N A®
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30

Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14245 2.69ng 127496 Chrysene-d12 14.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Triphenylphosphine oxide

2 (E)-7-Benzylidene-1-azabicyclo[3..
3 Formaldehyde, (triphenylphosphor...
4 2-Propenoic acid, 2-cyano-3-(3-p...
5 Carbazol-1-one, 1,2,3,4-tetrahyd...

278 C18H150P

. 293 C15H19NO3S

304 C19H17N2P
277 C18H15N02
277 C18H15N02

Abundance Scan 2033 (14.245 min): BF127712.D\data.ms (-2028) (-]
277.1

000791-28-6 93
1000483-83-4 58
015990-54-2 50
1000080-00-3 37
299962-12-2 37

m/z 277.10 100.00%

5000
77.0 201.1 — —
291 ‘ 115.0 1521 ‘ H 14.00 14.50
ob— f b b ““M O R S m/z 278.10  32.73%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 201.10  20.96%
152.0
0 \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““ T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T ‘ T T \'j\‘ T
14.00 14.50
5000 m/z 77.00 20.89%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
m/z--> 50 100 150 200 250 300
A

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

5000

77.0 183.0
‘ L\ HdlSLO M ‘

14.00 14.50
m/z 199.10  19.29%

miz--> 50 100 150 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30
Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Heneicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.298 3.61 ng 129644  Perylene-d12 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2212 (15.298 min): BF127712.D\data.ms (-2208) (-]
57.1

m/z 57.10 100.00%

- J
e =
‘ | ‘ 14111631 p30 15.00 15.50
ol d A AL L7/ 01881 23922820 m/z 71.65 73.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 St o
15.00 15.50
9.0 m/z 43.10 61.90%
O]-\ \d\ ‘ “‘ \h‘\h“ \“‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
e -
15.00 15.50
5000 m/z 85.05 52.47%
39.0
o LI om0 #0000
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane Ay e el
57.0 15.00 15.50
m/z 55.05 24.79%
- J‘M
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “““‘ e e — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127712.D

Acqg On : 08 Apr 2022 14:30
Operator : CG\JU

Sample ¢ N2317-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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... 2.334 12.5 ng 468641 1 6.963 748174 20.0
2-Pentanone, 4-... 5.210 5.9 ng 220581 1 6.963 748174 20.0
Cinnamyl cinnamate 13.851 3.5 ng 167955 5 14.151 948714 20.0
Heptadecyl trif... 13.992 5.7 ng 272288 5 14.151 948714 20.0
Triphenylphosph... 14.245 2.7 ng 127496 5 14.151 948714 20.0
Heneicosane 15.298 3.6 ng 129644 6 15.674 718810 20.0
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