LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33122\
Data File : BP0@9644.D

Acqg On : 31 Mar 2022 17:50
Operator : CG/JU

Sample : N2198-01

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

Signal : TIC: BP@@9644.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.540 85 94 118 rVB 4234679 8179700 64.96% 9.883%
2 5.346 395 401 422 rBV 3827952 6726307 53.42% 8.127%
3 6.934 663 671 688 rBV 3754115 7101985 56.40% 8.581%
4 7.740 801 808 817 rBV 980158 1697469 13.48% 2.051%
5 8.899 994 1005 1029 rBV 2495726 4676537 37.14% 5.650%

6 10.334 1242 1249 1264 rBV 67802 220938 1.75% 0.267%
7 10.534 1275 1283 1299 rBV 1255239 2444378 19.41%  2.953%
8 13.004 1696 1703 1721 rBV 5903633 9990483 79.34% 12.070%
9 14.387 1929 1938 1946 rBV 1957318 3228775 25.64%  3.901%
10 15.892 2187 2194 2214 rBV 5244864 8145410 64.69% 9.841%

11 17.157 2402 2409 2414 rBV 2346764 3671052 29.15% 4.435%
12 17.198 2414 2416 2423 rVB 347407 452973 3.60% 0.547%
13 17.292 2428 2432 2439 rVB 97253 172510 1.37% ©0.208%
14 18.069 2560 2564 2577 rVB3 349629 615260 4.89% 0.743%
15 18.222 2586 2590 2594 rBV2 96021 149115 1.18% ©.180%

16 18.810 2686 2690 2694 rBV3 76662 136750 1.09%
17 19.186 2748 2754 2761 rBV 828847 1340886 10.65%
18 19.31@ 2772 2775 2782 rVB2 91131 171989  1.37%
19 19.539 2806 2814 2824 rBV 729064 1474261 11.71%
20 19.739 2842 2848 2859 rVB 9705710 12592036 100.00% 15.
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21 20.986 3057 3060 3068 rVB3 681617 1015667 8.07%
22 21.186 3092 3094 3099 rVB 350166 384218 3.05%
23 21.274 3103 3109 3113 rBV2 2967177 4512192 35.83%
24 23.663 3509 3515 3523 rVB2 1782303 3667806 29.13%
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Sum of corrected areas: 82768697
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Mar 2022 17:50
: CG/JU
: N2198-01

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033122\
BP009644.D

: 13 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: BP009644.D\data.ms

3.540
5.346 6.934

8.899

7.740 10.534

10.33

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
1e+07

8000000

6000000

4000000

2000000

TIC: BP009644.D\data.ms
19.739

13.004

15.892

14.387

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: BP009644.D\data.ms

21.274
23.663

20-34% g6

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\BP@33122\
Data File : BP0O@9644.D

Acqg On : 31 Mar 2022 17:50
Operator : CG/JU

Sample : N2198-01

Misc

ALS vial : 13  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 1
R.T. EstConc Area Relative to ISTD R.T.
3.540 96.38 ng 8179700 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
Abundance  Scan 94 (3.540 min): BP009644.D\data.ms (-85) (-) m/z 45.00 100.00%
45.0
5000 /\\
 ABEEEEEN RS S
3.20 3.40 3.60 3.80
oL 141081 204826803266390.445165116 1/, 4300 19.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 TT T T [T T T[T [rrrr]
3.20 3.40 3.60 3.80
m/z 60.95 7.11%
O‘\‘WJU\“H‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
o ABEEEEEN RS S
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.40%
o_”‘”M‘u‘wHH_H‘,mww‘w‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol R A RARRRRERN
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.29%
5000 ‘J\\
0_H“JMm‘uH‘m‘,‘HWm‘mwwawm_ T
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\BP@33122\
Data File : BP0O@9644.D

Acqg On : 31 Mar 2022 17:50
Operator : CG/JU

Sample : N2198-01

Misc

ALS vial : 13  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 3
R.T. EstConc Area Relative to ISTD R.T.

18.069 3.35 ng 615260 Phenanthrene-di10 17.157
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2564 (18.069 min): BP009644.D\data.ms (-2560) (-  m/z 73.00 100.00%
3.0

5000 /‘/L
213.2 — ‘
I m | 30| \ 1291.3 355.1417.0 492.2549. 18.00
O b MM L L L E952 PO9 S BR R0 PEET m/z 59.95  74.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
‘ 157.0 m/z 43.05 71.68%
O \ll\““ ‘ J“J‘“‘h‘\“““\\ \l\\\h“ \l\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
T T
18.00
5000 m/z 57.10 61.77%
L 214.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid ——
73.0 18.00
m/z 41.05 59.36%
5000
185.0
ol'mmml\*\l\‘ —
m/z--> 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\BP@33122\
Data File : BP0O@9644.D

Acqg On : 31 Mar 2022 17:50
Operator : CG/JU

Sample : N2198-01

Misc

ALS vial : 13  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 3 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.986 4.50 ng 10156760  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 3060 (20.986 min): BP009644.D\data.ms (-3057) (-  m/z 83.05 100.00%

83.0
5000
21.00
IP 207.0
ob MM LERL 2070 28203461 4604 546\, 571 oa.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
111.0
5000 L
21.00
m/z 55.00 90.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
——
21.00
5000 ITI/Z 69.05 87.64%
5.0
350.0
ol 1\}.19502640\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)- T
57.0 21.00
m/z 97.10 86.75%
5000
5.0
LT 1s20 2800
e H‘HH‘H‘w‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33122\
Data File : BP0@9644.D

Acqg On : 31 Mar 2022 17:50
Operator : CG/JU

Sample : N2198-01

Misc

ALS Vvial : 13  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 3.540 96.4 ng 8179700 1 7.740 1697470 20.0
n-Hexadecanoic ... 18.069 3.4 ng 615260 4 17.157 3671050 20.0
1-Tetracosene 20.986 4.5 ng 1015670 5 21.274 4512190 20.0
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