LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  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_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123595.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 11 18 23 rVB 253009 332908 3.73% 0.563%
2 5.492 574 579 582 rBV 8005035 8197213 91.85% 13.858%
3 6.498 744 750 753 rBV 7507630 8156302 91.39% 13.789%
4 6.869 809 813 816 rBV 1952042 1589029 17.81% 2.686%
5 7.433 903 909 912 rBV 4875427 5523099 61.89% 9.337%
6 8.151 1026 1031 1034 rBV 2423838 2069714 23.19% 3.499%
7 9.233 1209 1215 1218 rBV 9216241 8655826 96.99% 14.633%
8 9.910 1325 1330 1334 rBV 2390981 2183826 24.47% 3.692%
9 10.704 1457 1465 1468 rBV 6436903 5858081 65.64% 9.903%
10 11.404 1580 1584 1587 rBV 2577387 2245025 25.16% 3.795%
11 11.927 1668 1673 1686 rBv2 135177 228637 2.56% 0.387%
12 12.815 1817 1824 1829 rBV 818838 642549 7.20% 1.086%
13 12.892 1835 1837 1845 rVB 148606 124633 1.40% 0.211%
14 12.998 1850 1855 1858 rBV 9162942 8924261 100.00% 15.087%
15 13.527 1941 1945 1950 rBV 530818 501660 5.62% 0.848%

16 14.051 2027 2034 2037 rBV 1994489 1827724 20.48%
17 14.527 2110 2115 2118 rBV 92796 91383 1.02%
18 14.839 2163 2168 2173 rBV 106386 114745 1.29%

NOOO W
=
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19 15.186 2223 2227 2232 rVB 95217 104560 1.17% 177%
20 15.539 2281 2287 2291 rBV 1022139 1373841 15.39% 323%
21 15.574 2291 2293 2298 rVB 90069 111797 1.25% ©.189%
22 16.027 2363 2370 2378 rBV3 107756 195441 2.19% 0.330%

23 16.551 2454 2459 2466 rVB2 53806 lo0630 1.13% 0.170%

Sum of corrected areas: 59152884
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Apr 2021 16:48

: PB135774BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123595.D

Ju/CaG

: 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.193 4.19 ng 332908 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
Abundance  Scan 18 (2.193 min): BF123595.D\data.ms (-11) (-) m/z 73.00 100.00%
73.0
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Abundance #1996: Silane, tetramethyl-
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R e
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Abundance #734: N-Ethylformamide e A B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.927 2.04 ng 228637  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1673 (11.927 min): BF123595.D\data.ms (-1668) (1  m/z 59.95 100.00%

60.0
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129.1
97.0 stpaf Ity

Il 157218502130 2560 12.00 a
Ol m/z 73.00 93.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
an /\rvwm\ T M

5000 A AR
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O\‘H‘\\‘H\H\M\ H‘H“HH‘\‘HH‘HH“\\‘H‘\‘H\‘HH‘HH‘\\H‘\
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Abundance #95854: Pentadecanoic acid
43.0 73.0
——
12.00
5000 m/z 56.95 87.78%
129.0 242.0
199.0
0l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid thosg Ao 20 I
73.0 12.00
43.0 m/z 55.05 78.21%
5000
129.0
185.0 228.0
AL e |,
O‘ML‘ﬂme‘WﬁwM‘f_JM‘wm‘ﬂ“uMM‘_“q‘u‘_‘u“H‘_ bt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecanoic acid, 1,1-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.816 7.03 ng 642549 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 97
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 96
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 46
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
5 Cycloheptylamine 113 C7H15N 005452-35-7 38

Abundance Scan 1824 (12.815 min): BF123595.D\data.ms (-1817) (- m/z 56.00 100.00%

56.0
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257.3 ‘
9. 12. 50 13 00

171 1 213 2 :
ob— M e ekt i Sl “ — ‘3‘1‘21 m/z 57.10  52.71%
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Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester

56.0
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m/z 43.05 40.56%

129.0 257.0
95.0
Al ‘\ B0 1es0 P[0 i
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Abundance #154932: Hexadecanoic acid, butyl ester
56.0

o

12 50 13 00
‘ 129.0 257.0
ol 14 “h “M“ £o0, | 18502190 | 312«
m/z--> 50 100 150 200 250 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0 12. 50 13 00

m/z 55.00  32.96%

5000
129.0
01‘5"0\\‘ 1l Jol | ‘

m/z--> 50 100 150 200 250 300 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.527 5.49 ng 501660 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 96
2 Butyl myristate 284 (C18H3602 000110-36-1 80
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 35
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1945 (13.527 min): BF123595.D\data.ms (-1941) (- m/z 56.05 100.00%

56.0
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1291 285.3 1 T
sop. [ 1951 22 ] ao
— MP“‘ LB myz s6.95  61.63%
miz--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 w}\ e :
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‘ ‘ ‘ 185.0 241.0 ‘
O\\\‘\“‘\wﬁ“‘hp\‘h\\\ \\‘\‘\“\\‘\\“‘\\\‘\“\\\\‘
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Abundance #131257: Butyl myristate
56.0
T
13.50
m/z 41.00  38.49%
5000 229.0
‘ ‘ 1290 185.0 284.0
omu‘“‘H ‘“pw‘hm‘”” ‘ SN I
miz--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester = ‘
57.0 13.50
m/z 55.00 32.27%
5000
285.0
1290 1850 2410 | “ 340.¢
ol5; Y DA ot vl N e M
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.027 2.85 ng 195441 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Octadecane 254 C18H38 000593-45-3 64
3 Heptadecane 240 C17H36 000629-78-7 43
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 43
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43

Abundance Scan 2370 (16.027 min): BF123595.D\data.ms (-2363) (- m/z 57.10 100.00%
57.1

5000 360.: MM
152.0 —— ‘
‘“ .0 208.0 281.1 ‘ 16.00
bl i T gz 43.10 65.48%
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 —— ‘
16.00
m/z 71.05 57.64%
9.0
L P90 19101830 2050 2620
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
M bt
16.00
5000 m/z 85.00 42.09%
9.0
LT om0 o
0 H‘ﬁ“MWuNN‘Wﬂ‘M\‘u“““ﬁ“““‘““‘
miz--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0 16.00
m/z 360.20  38.04%
5000
9.0
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123595.D

Acqg On : 16 Apr 2021 16:48
Operator : JU/CG

Sample : PB135774BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.193 4.2 ng 332908 1 6.869 1589030 20.0
n-Hexadecanoic ... 11.927 2.0 ng 228637 4 11.404 2245030 20.0
Hexadecanoic ac... 12.816 7.0 ng 642549 5 14.051 1827720 20.0
Octadecanoic ac... 13.527 5.5 ng 501660 5 14.051 1827720 20.0
Eicosane 16.027 2.9 ng 195441 6 15.539 1373840 20.0
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