LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc :

ALS Vvial : 17 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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9687.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.505 84 88 103 rBvV 439452 728554 5.65% 1.064%
2 5.334 392 399 418 rBV 3592157 6234956 48.38% 9.102%
3 6.922 660 669 694 rBV 3277359 6298141 48.87% 9.194%
4 7.722 798 805 815 rBV 805709 1444298 11.21% 2.108%
5 8.881 994 1002 1023 rBV 2055132 4091121 31.74% 5.972%

6 10.516 1272 1280 1296 rBV 1033111 2026434 15.72% 2
7 12.993 1693 1701 1724 rBV 5439079 8939039 69.36% 13.
8 14.251 1906 1915 1919 rBV2 66718 163056 1.27% ©.238%
9 14.375 1929 1936 1943 rBV 1632047 2648670 20.55% 3
10 14.440 1943 1947 1956 rVB 69962 129867 1.01% o

11 15.881 2184 2192 2219 rBV 4195465 7306929 56.70% 10.666%

12 17.139 2400 2406 2411 rBV 1975937 3103302 24.08% 4.530%
13 17.181 2411 2413 2421 rVB 195241 292882 2.27% 0.428%
14 18.051 2557 2561 2571 rBV2 202914 358690 2.78% ©.524%
15 19.169 2746 2751 2758 rBV 322998 476441 3.70% ©.695%
16 19.522 2804 2811 2821 rBV 226472 498568 3.87% 728%

17 19.722 2839 2845 2853 rBV 9998252 12888007 100.00% 18.
18 20.975 3054 3058 3068 rBV 573027 765905 5.94%
19 21.257 3101 3106 3112 rBV 2539986 3689895 28.63%
20 21.374 3121 3126 3144 rBV 1749641 2780381 21.57%

UL OO
=
[
(o]
R

21 23.633 3503 3510 3524 rVB2 1660189 3639125 28.24% 5.312%

Sum of corrected areas: 68504261
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Apr 2022 19:49
: CG/IU
: N2227-03

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
BP009687.D

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

0

TIC: BP009687.D\data.ms

5.334 6.922

8.881

7722 10.516

3.505

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
1le+07

8000000

6000000

4000000

2000000

TIC: BP009687.D\data.ms
19.722

12.993

15.881

17.139
14.375

14.28{440 18.051

0
Time-->
Abundance
1le+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP009687.D\data.ms

21.257
21.374 23.633

20.975

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BP040422\
Data File : BP0@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.505 10.09 ng 728554  1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propylene Glycol 76 C3H802 000057-55-6 72

2 Isopropyl Alcohol 60 C3H80 000067-63-0 56

3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43

4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37

5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance  Scan 88 (3.505 min): BP009687.D\data.ms (-84) (-) m/z 44.95 100.00%
45.0

—

5000
R ERARNEEREEEEE
3.20 3.40 3.60 3.80
0L ) 107017592302 3408 42914912549 1/, 4309  19.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L B LR B B
3.20 3.40 3.60 3.80
m/z 60.95 6.90%
0‘\‘WJUWI“\J\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: 1sopropyl Alcohol
45.0
T
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.54%
oy o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1093: (S)-(+)-1,2-Propanediol R A EmaaREE
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.33%
B \'“L‘
I i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 5
R.T. EstConc Area Relative to ISTD R.T.

18.051 2.31 ng 358690  Phenanthrene-d10 17.139
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2561 (18.051 min): BPO09687.D\data.ms (-2557) (-  m/z 73.00 100.00%

73.0
5000
213.1 i
| “H\HPL il ‘ £81.0341.9400.8 465.0 527.8 18.00
0 —Ah ‘w““_“ﬁ‘u‘_‘u“u“‘u‘ AR SRR m/z 60.00 85.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
43.0 256.0
5000 s |
129.0 18.00
m/z 43.05 79.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
T \
18.00
5000 ITI/Z 55.00 69.27%
‘ L 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — ‘
73.0 18.00
m/z 41.00 69.11%
5000
L 228.0
AM.‘MH&\‘M \
O L B e I S A R e SRR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.974 4.15 ng 765905  Chrysene-di2 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91

Abundance Scan 3058 (20.974 min): BPO09687.D\data.ms (-3054) (-  m/z 57.05 100.00%

57.0
5000
1p5.1 —
21.00
207.0
OH‘\u\h‘\\‘H““wwru“\\H‘2\\8\1\?\3‘3\9&\\4‘175\9,‘1\7\6”%”5\4\“7\ m/z 83.05 98.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
21.00
1p5.0 m/z 43.05 91.86%
( ‘ } 182.0 294.0
O\\ ‘\11\“4‘\“&‘”\”\\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #259982: Pentacos-1-ene
55.0
—
21.00
5000 111.0 ITI/Z 69.00 91.01%
350.0
oLl "%19502640,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene —
57.0 21.00
m/z 55.00 90.78%
5000
125.0
JLL H | } | 181.0238.0 306.0364.0
A A e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.375 15.07 ng 2780380  Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17

Abundance Scan 3126 (21.374 min): BP009687.D\data.ms (-3121) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 — P
‘ \H 21.00 21.50
Oh o 239011 | 35704170 4901549 ., 378,10  32.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — P~
21.00 21.50
77.0 199.0 m/z 77.08  21.97%
14.0 ‘
O‘HH‘[‘H‘H‘\H\’Jl\HLWUWH\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\

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
21.00 21.50
5000 m/z 199.00  20.42%

o 183.0

L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — T
277.0 21.00 21.50

m/z 201.00 20.28%

o

%

5000

o 183.0

0 “Hul\ L MU| ‘

— T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040422\
Data File : BP0O@9687.D

Acqg On : 04 Apr 2022 19:49
Operator : CG/JU

Sample : N2227-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 3.505 10.1 ng 728554 1 7.722 1444300 20.0
n-Hexadecanoic ... 18.051 2.3 ng 358690 4 17.139 3103300 20.0
1-Heneicosyl fo... 20.974 4.2 ng 765905 5 21.257 3689900 20.0
Triphenylphosph... 21.375 15.1 ng 2780380 5 21.257 3689900 20.0
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