LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030223\
Data File : BP@13936.D

Acqg On : 02 Mar 2023 23:04
Operator : CG/JU

Sample : 01749-14

Misc :

ALS Vvial : 18 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-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13936.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.164 329 336 348 rBV 519163 746153 17.64%  3.188%
2 5.634 408 416 431 rBV 1247329 1928644 45.59% 8.239%
3 7.246 682 690 703 rBV 1228445 2009686 47.51% 8.586%
4 8.093 826 834 844 rBV 384447 612233 14.47% 2.616%
5 9.263 1025 1033 1049 rBV 762145 1278816 30.23% 5.463%

6 10.916 1307 1314 1324 rVB 484838 810682 19.16% 3.463%
7 13.351 1720 1728 1744 rBV 1766279 2664377 62.99% 11.382%
8 14.728 1953 1962 1973 rBV 717391 1137522 26.89%  4.860%
9 16.087 2187 2193 2201 rBV 47014 70985 1.68% ©.303%
10 16.216 2209 2215 2230 rBV 1690820 2503098 59.17% 10.693%

11 17.481 2424 2430 2446 rBV 930946 1443130 34.12%
12 18.339 2571 2576 2582 rBV 143391 208560 4.93%
13 19.563 2781 2784 2790 rBV3 47172 74331 1.76%
14 20.016 2856 2861 2870 rBV 3523411 4230164 100.00% 1
15 21.233 3064 3068 3081 rBV 285387 421127 9.96%
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16 21.563 3119 3124 3130 rBV 1190542 1598682 37.79% 6.830%
17 24.110 3550 3557 3565 rVB2 786817 1669603 39.47% 7.133%

Sum of corrected areas: 23407793
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 02 Mar 2023 23:04
: CG/JU
: 01749-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030223\
BP013936.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP013936.D\data.ms

5.634 7.246

9.263

5.164
8.093 10.916

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP013936.D\data.ms
20.016

13.351 16.216

17.481
14.728

16.0 18.339 19.563 L/W

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000
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o

TIC: BP013936.D\data.ms

21.563
24110

21.233

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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\BP030223\
Data File : BP@13936.D

Acq On : 02 Mar 2023 23:04
Operator : CG/JU

Sample : 01749-14

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.164 24.37 ng 746153 1,4-Dichlorobenzene-d4 8.093

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 336 (5.164 min): BP013936.D\data.ms (-329) (-) m/z 43.00 100.00%
5000
101.1
T
J 4.80 5.00 5.20 5.40
ol b 2069 2813 35504176 5336 n/; s58.95 65.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B LA R B

4.80 5.00 5.20 5.40
m/z 101.10 26.51%

101.0

O‘ ‘“f‘%"\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
AR L AR
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.12%
126.0
0l e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime R REEEaREEES
43.0 4.80 5.00 5.20 5.40
m/z 40.95 9.67%
5000
101.0
LT U et e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030223\
Data File : BP@13936.D

Acq On : 02 Mar 2023 23:04
Operator : CG/JU

Sample : 01749-14

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.339 2.89 ng 208560  Phenanthrene-di0 17.481
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Octadecanoic acid 284 (C18H3602 000057-11-4 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 2576 (18.339 min): BP013936.D\data.ms (-2571) (- m/z 73.00 100.00%
73.0
5000
213.2
— ——
’ W 0 18.00 18.50
81.0
oA H‘M‘\ waxing AL PBL0 3559 4293 5056 . s9.95  73.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — e
18.00 18.50
‘ 157.0 m/z 43.00 63.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
= —
18.00 18.50
5000 m/z 55.05 60.48%
L‘ 214 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60691: Undecanoic acid = —
60.0 18.00 18.50
m/z 57.05 54.27%
5000
129.0
M e
0 m“;‘ﬂwmm‘ﬁ‘u‘u‘W‘u‘_‘H‘H‘W“H‘H‘W‘H‘_ — —
m/z--> 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\BP030223\
Data File : BP@13936.D

Acq On : 02 Mar 2023 23:04
Operator : CG/JU

Sample : 01749-14

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.233 5.27 ng 421127  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3068 (21.233 min): BP013936.D\data.ms (-3064) (- m/z 57.05 100.00%

57.0
5000

125.1 - h—

1949 2670 24 21.00 2150
ST 2070 340.9401.1  489.1548: 0 g3 g5 95, 25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0

5000 — =
21.00 21.50

m/z 55.05 90.44%

5.0
life e
\\\\“4\\\‘!‘h\l\f\l‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0

T T
21.00 21.50

o

o

5000 m/z 43.05 83.02%
1F5'0 238.0
0\”JMJM”HWAwA‘W}”LW‘”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol T —
83.0 21.00 21.50

m/z 97.10  78.98%

. "L
100 |11} “F?S'O 222.0280.0

o e e _

\ 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\BP030223\
Data File : BP@13936.D

Acqg On : 02 Mar 2023 23:04
Operator : CG/JU

Sample : 01749-14

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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|
2-Pentanone, 4-... 5.164 24.4 ng 746153 1 8.093 612233 20.0
n-Hexadecanoic ... 18.339 2.9 ng 208560 4 17.481 1443130 20.0
Cyclohexadecane 21.233 5.3 ng 421127 5 21.563 1598680 20.0
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