Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

Peak separa

Method
Title

Signal

BF128370.D

: 20 May 2022 18:09
: CG\JU
: N2943-01

5 Sample Multiplier: 1

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

rteint.p

: TIC: BF128370.D\data.ms

peak R.T. first max 1

# min

6 9.216
7 9.898
8 10.692
9 11.392
10 11.910

11 12.980
12 13.898
13 14.039
14 14.133
15 15.527

16 15.956
17 16.462

scan scan s

1173 1178 1
1290 1294 1
1425 1429 1
1544 1548 1
1632 1636 1

1813 1818 1
1970 1974 1
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2009 2014 2
2245 2251 2

2320 2324 2
2405 2410 2
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can

181
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986
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PK
TY

rBv
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rBv
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rVB

rBv
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rBv
rBv
rBv

rBv
rvB2
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rBv
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rBv4

of corrected areas:

peak
height
1335504
925012
687298
1972917
897296

3566985
980013
2121257
884699
44243

2856339
73798
634191
86867
415977

25702
19837
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LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.

area %

1272251 41.
821757 26.
577866 18.

1856876 60.
742848 24.

3081848 100.
825686 26.
1877218 60.
806504 26.

50124 1.

2688393 87.
161383 5.
540728 17.

85013 2.
530335 17.

36119 1.
37104 1.

15992053

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 May 2022 18:09
: CG\JU
: N2943-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
BF128370.D

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128370.D

Acqg On : 20 May 2022 18:09
Operator : CG\JU

Sample : N2943-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.97 ng 161383  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 1974 (13.898 min): BF128370.D\data.ms (-1970) (- m/z 57.05 100.00%
57.0

97.0
5000
1350  14.00
182121612482 :
— w‘w“\“ “Ew‘w“ e S0t 28l0  mjz s5.e5  96.08%
m/z--> 50 00 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — —
13.50 14.00
25.0 m/z 83.85 87.98%
0 T T “\‘ ‘\“ “ T ‘\‘ \‘ \“‘ “ “ ‘h %GZO\ \2‘1\0\0\ T ‘ \2\8(\)-\0‘ T
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
13.50 14.00
5000 m/z 69.10 86.47%
39.0
90 L LLLLL 19 1920 2200 260
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Abundance #179255: n-Nonadecanol-1 T —
43.0 83.0 13.50 14.00
m/z 43.10 82.15%
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bl e el
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128370.D

Acqg On : 20 May 2022 18:09

Operator : CG\JU

Sample : N2943-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14133 3141ng g5013 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 CigHIsOP 000791-28-6 94

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37

Abundance Scan 2014 (14.133 min): BF128370.D\data.ms (-2009) (1 m/z 277.10 100.00%
277.1

5000
77.0 199.0 S SE
39 ‘ 1150 152.1 ‘ H 14.00 14.50
ol 3290 L 180 oL h 2401 L n/z 278.10  30.69%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
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5000 — —
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77.0 199.0 m/z 199.00 21.72%
152.0
O \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 4 T ‘ T
14.00 14.50
5000 ITI/Z 77 .00 20.71%
77.0 183.0
ol 320 | L 180 “« U‘ 280 4
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy T =
277.0 14.00 14.50
m/z 183.00 19.59%
5000
o 183.0
131.0
S VTR I VO I NN
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128370.D

Acqg On : 20 May 2022 18:09
Operator : CG\JU

Sample : N2943-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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|
Behenic alcohol 13.898 6.0 ng 161383 5 14.039 540728 20.0
Triphenylphosph... 14.133 3.1 ng 85013 5 14.039 540728 20.0
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