LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc :

ALS vial : 7 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©52822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@10690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.587 82 85 91 rBV 47041 69936 1.47% 0.257%
2 5.440 393 400 411 rBV 1531049 2275800 47.69% 8.353%
3 7.034 664 671 687 rBV 1474413 2425402 50.83% 8.903%
4 7.852 802 810 818 rBV 386583 630258 13.21% 2.313%
5 9.016 1000 1008 1023 rBV 926516 1618400 33.92% 5.940%

6 10.652 1279 1286 1303 rBV 470039 839763 17.60%  3.082%
7 13.110 1697 1704 1721 rBV 2165194 3287873 68.90% 12.068%
8 14.493 1932 1939 1945 rBV 740177 1091428 22.87% 4.006%
9 15.987 2185 2193 2209 rBV 1927563 2742466 57.47% 10.066%
10 17.245 2401 2407 2412 rBV 931560 1310532 27.47% 4.810%

11 17.287 2412 2414 2419 rVB 59590 82209 1.72% ©.302%
12 17.369 2424 2428 2434 rVB5 34505 58643 1.23% 0.215%
13 17.916 2517 2521 2528 rBV 97818 121660 2.55% 0.447%
14 18.134 2552 2558 2567 rBv2 124311 235741 4.94% ©0.865%
15 19.257 2745 2749 2756 rBV 105206 143483 3.01% ©.527%

16 19.610 2806 2809 2816 rVB 84274 126753
17 19.804 2837 2842 2851 rBV 3925053 4771625 100.00% 17.
18 20.475 2953 2956 2962 rVB 144120 170953 3.58%
19 21.045 3049 3053 3062 rBV 437451 562571 11.79%
20 21.333 3098 3102 3107 rBV 1069720 1408669 29.52%
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21 21.451 3117 3122 3132 rBV 1301756 1815319 38.04%
22 23.745 3506 3512 3525 rVB2 697069 1454388 30.48% 5.338%
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w
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Sum of corrected areas: 27243872
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Jun 2022 13:41
: CG/IU
: N3139-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
BP010690.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BP010690.D\data.ms
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060322\

Data File : BP@10690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 1 Propylene Glycol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.587 2.22 ng 69936 1,4-Dichlorobenzene-d4 7.852
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 22
5 Paraldehyde 132 C6H1203 000123-63-7 9
Abundance  Scan 85 (3.587 min): BP010690.D\data.ms (-82) (-) m/z 44.95 100.00%

45.0
5000

3.20 3.40 3.60 3.80 4.00

Ol 1151 1910 282.6342.9 4170 5026  m/z 43.e0 23.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 DL R B R I

3.20 3.40 3.60 3.80 4.00
m/z 60.95 5.63%

Id
O‘\1![‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcoho
45.0
AN

3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 5.12%

| “\ ) MWMWWW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- RN R RER
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.05 4.25%

104.0
o 2

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

o

3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.134 3.60 ng 235741  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 60

Abundance Scan 2558 (18.134 min): BP010690.D\data.ms (-2552) (- m/z 73.00 100.00%

73.0
5000
T

213.2 ——
“HP Q) \ 610 JoL1 18.00 18.50
0] MHmww““‘?““‘34‘19“_” 2042 m/z 43.05 89.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00 18.50

m/z 60.00  88.08%

‘ 213.0
[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
O

o

w

18.00 18.50
5000 m/z 41.05 79.87%
‘ L 2140
o_‘\‘ ! ‘H'\wuﬂm,m‘_m_‘H_MW,WWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50

m/z 57.10 75.04%

5000 MLM/\
15. JD I W ’n 139. 9\1\9\9 ’

o rRH ML ‘,“““‘ = —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.475 2.43 ng 170953  Chrysene-di12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
2 Palmitoleamide 253 C16H31NO 106010-22-4 72
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 64
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 59
5 Hexanamide 115 C6H13NO 000628-02-4 58

Abundance Scan 2956 (20.475 min): BP010690.D\data.ms (-2953) (- m/z 59.00 100.00%
59.0

F

5000
126.0 20.50
193.0 281.0340.9
o“, H‘M‘m bbb 020 5048 m/z 72.00  62.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 T
20.50
‘ “ 126.0 p1o m/z 55.00 38.30%
0‘\\\\” \H\m\m‘\!“\m\u“d\\\\‘?9\9‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide
59.0
——
20.50
5000 m/z 41.10 32.80%

126
“. dmh | L L, Lo4. 0253 0

1

:

0 rHY P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8845: Pentanamide, 4-methyl-
59.0 20.50
m/z 43.10 28.32%
- W/MJ\NJ\AJ\VJM
oWH, “ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.045 7.99 ng 562571 Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 1-Docosene 308 C22H44 001599-67-3 96
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
4 1-Nonadecene 266 C19H38 018435-45-5 95
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 3053 (21.045 min): BP010690.D\data.ms (-3049) (- m/z 57.10 100.00%
57.1
5000 Aifk
5.1 LN T
21.00
207 0
- | H 'h bovir o200 8571 44235031 4 7 43.10  95.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 — :
21.00
m/z 55.00 91.65%
‘ | 5 0 2100
0‘\\‘\ ’J\\1\‘1\1‘\1}‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209740: 1-Docosene
57.0
T T
21.00
5000 m/z 83.05 73.58%
125.0 308.0
ol ,J“hhmﬂ'“3"l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227236: 9-Tricosene, (2)- — ‘
55.0 21.00
m/z 69.00 71.00%
5000
125.0
322.0
ol MLl 29802080 | S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010690.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.451 25.77 ng 1815320  Chrysene-d12 21.333
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 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 25

Abundance Scan 3122 (21.451 min): BP010690.D\data.ms (-3117) (- m/z 277.00 100.00%

277.0
5000
77.0 199.0 SR
e ] e
Otk 22204} 3410 4298 5370 n/; 278.16  32.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —
21.50
m/z 77.00 23.10%
‘ 128.
O‘\U\lw‘l'\l”\]\\\l“"\l\"]r“f“\\hu‘\u\‘H T T T T T T T[T T[T

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

N
=
a
=

5000 m/z 199.00  20.53%

o 183.0

L

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

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg N
277.0 21.50

m/z 201.00  20.53%

o

e

5000

O‘MWm‘J"%\"“f“w“h‘mw“ R R R

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\BP060322\
Data File : BP010690@.D

Acqg On : 03 Jun 2022 13:41
Operator : CG/JU

Sample : N3139-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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|
Propylene Glycol 3.587 2.2 ng 69936 1 7.852 630258 20.0
n-Hexadecanoic ... 18.134 3.6 ng 235741 4 17.245 1310530 20.0
9-Octadecenamid... 20.475 2.4 ng 170953 5 21.333 1408670 20.0
Cyclopentadecane 21.045 8.0 ng 562571 5 21.333 1408670 20.0
Triphenylphosph... 21.451 25.8 ng 1815320 5 21.333 1408670 20.0
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