LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc :

ALS vial : 4 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134798.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 563 567 581 rBV 2106757 1824821 87.16% 9.510%
2 6.428 734 738 741 rBV 2048695 1786894 85.35% 9.312%
3 6.798 797 801 804 rBV 1435293 1104907 52.77% 5.758%
4 7.357 892 896 899 rBV 1472067 1143375 54.61% 5.959%
5 8.075 1014 1018 1022 rBV 1751131 1426265 68.12% 7.433%
6 9.151 1197 1201 1210 rBV 2380863 2093633 100.00% 10.911%
7 9.269 1218 1221 1225 rBV 32809 31831 1.52% 0.166%
8 9.833 1313 1317 1327 rVB 1868652 1519109 72.56% 7.917%
9 10.033 1347 1351 1356 rBV2 53170 72223 3.45% 0.376%
10 10.622 1447 1451 1462 rBV 1233428 1136733 54.29% 5.924%
11 10.745 1469 1472 1480 rVB3 28572 48866  2.33% ©0.255%
12 11.222 1551 1553 1560 rVB2 24128 26894 1.28% 0.140%
13 11.322 1566 1570 1573 rBV 1553560 1278419 61.06% 6.662%
14 11.651 1623 1626 1628 rBv4 19693 29336 1.40% 0.153%
15 11.680 1628 1631 1635 rVW4 34776 73313 3.50% 0.382%
16 11.721 1635 1638 1644 rVB 92057 104794 5.01% 0.546%
17 11.857 1656 1661 1670 rBV 477279 504348 24.09% 2.628%
18 12.033 1686 1691 1694 rVB2 26148 38816 1.85% 0.202%
19 12.380 1747 1750 1752 rBV2 21236 24979 1.19% 0.130%
20 12.410 1752 1755 1756 rVV3 48155 46159 2.20% 0.241%
21 12.433 1756 1759 1762 rVB2 203212 168123 8.03% 0.876%
22 12.539 1771 1777 1780 rBV2 72747 141284 6.75% 0.736%
23 12.568 1780 1782 1790 rVV4 67221 100548 4.80% 0.524%
24 12.645 1791 1795 1801 rBV 157470 182043 8.70%  0.949%
25 12.763 1813 1815 1818 rVB 70825 63301 3.02% 0.330%
26 12.916 1837 1841 1844 rBV 1860853 1649648 78.79% 8.597%
27 12.968 1844 1850 1858 rVB5 70144 163675 7.82% 0.853%
28 13.386 1919 1921 1929 rBV6 38828 66558 3.18% 0.347%
29 13.757 1980 1984 1989 rVB3 79591 135189 6.46% 0.705%
30 13.833 1994 1997 2006 rVB2 113193 178031 8.50% 0.928%
31 13.968 2016 2020 2024 rBV 1134351 1127360 53.85% 5.875%
32 14.457 2100 2103 2105 rBV 68948 63321 3.02% 0.330%

33 15.445 2266 2271 2277 rBV 623965 833729 39.82%  4.345%

Sum of corrected areas: 19188525
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Aug 2023 09:25
¢ CG\JU
. 04017-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
BF134798.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF134798.D\data.ms

5.422 6.428

6.798 7.357

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

TIC: BF134798.D\data.ms
9.151

12.916
9.833

8.075
11.322

10.622

0
Time-->

L o250 | 10032 o745 11222 b

: — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF134798.D\data.ms

13.968

15.445

14.457
133

386
FAN

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.89 ng 504348 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1661 (11.857 min): BF134798.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1 k
213.2 T ]
| H‘ 157.1185.1 ‘ 256.3 11.50 12.00
Hw‘uﬂhmh‘thuﬂﬁﬁlumw;uﬁ_ﬂ‘ﬂuw_u‘_h‘_ul_ m/z 43.10  96.42%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00 91.60%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.10  75.58%
185.0
228.0
L9, ) s |
5ol il g HM: e “Hs_uH_Hm_ww_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.10 74.67%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM o e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.433 2.63 ng 168123  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1759 (12.433 min): BF134798.D\data.ms (-1756) (- m/z 55.10 100.00%

55.1
5000 97.1

e
M 37.1 180 1 2222 2643 12.50
h i b h

— ‘:‘ ‘ oty | w‘L “MH‘ 291z 74.00  60.23%

m/z--> 100 1 200 250 300
Abundance #194440 9-Octadecenoic acid (Z)-, methyl ester

5000 .Y WE
12.50
230 m/z 83.10 58.94%
— ‘\‘ “ u‘ I \‘\‘H\m‘ H‘HU\ ull ‘ \\1‘8‘0 ? ‘ ‘22“\2 ‘0‘ ‘26‘?‘0‘2‘96‘ C
m/z--> 5 200 250 300
Abundance #194445. 9—Octadecen0|c acid, methyl ester, (E)-
55.0

97.0 \

264.0
5000 m/z 69.10 58.50%

222.0
370 1800
LT L
H‘H\‘H‘\ A — !H e h‘ - L‘
miz--> 50 100 150 200 250 300

Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)- ——
55.0 12.50

m/z 41.10 51.31%

7
m/z--> 50 100 150 200 250 300 12.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.23 ng 182043  Chrysene-di2 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 1795 (12.645 min): BF134798.D\data.ms (-1791) (- m/z 43.10 100.00%

43.1 73.0
5000 )

7
12.50 13.00

m/z 73.00 95.16%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

2000 1250 1250 1300

m/z 60.00 77.21%

185.0 2410 284.C
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
TR

m/z 57.10 74.34%
5000 213.0
H 1710
Aw‘H‘,Hw‘u‘,w_Wu_wm
m/z--> 20 40 60 80 lOO120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00

m/z 55.10  72.59%

43.0
5000
129.0
185.0 228.0

7 —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25

Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.969 2.90 ng 163675  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 6,6-Diethylhexadecane 282 C20H42 1000360-41-4 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1850 (12.968 min): BF134798.D\data.ms (-1844) (- m/z 57.10 100.00%
57.1
‘ 9.1 13.00
- ‘w‘M“wJMMWW‘MH%?ﬁ{lﬁ??"w‘%4%?‘2§§?‘ m/z 71.10 66.05%
m/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 R
13.00
99.0 m/z 43.10 59.11%
226.0
1\5'\0“\ ‘\“ “h‘\ ”‘!‘ \‘H‘\ “" \“‘ T %4}‘1‘9\ %8\3\0‘ T \‘\ LI L
m/z--> 50 100 150 200 250 300
Abundance #176394: 6,6-Diethylhexadecane
57.0
——
13.00
5000 m/z 85.10 50.91%
141.0
99.0 253.0
‘ ‘ 211.0
SN 00 1 0 O WA S
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane —
57.0 13.00
m/z 41.00 24.68%
. M
99.0
250/ | | ||| 1410 1830 2250 2680
e e B R A —
mlz--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.757 2.40 ng 135189  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 80
5 Hentriacontane 437 C31He64 000630-04-6 74

Abundance Scan 1984 (13.757 min): BF134798.D\data.ms (-1980) (- m/z 57.10 100.00%

57.1
5000

99.1 — —

1411 13.50 14.00
s amen sz P

m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0

5000 — e
13.50 14.00

m/z 43.10 64.31%

99.0
[ 1Ly ] #101830 2540
T \ ‘ T T ‘ T ‘ T T ‘ T T T ‘ T T T T ‘ L
mi/z--> 100 150 200 250 300
Abundance #212281: Docosane

57.0
— —
13.50 14.00
5000 m/z 85.10 50.82%
99.0
J ‘\‘ h Jd h‘ oL 10 183.0 225.0 267.0 310.0
e “““““‘ R
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane . .
57.0 13.50 14.00

m/z 55.00  21.98%

7 MJ\WW
99.0
I

15.0 ‘ | |i h‘ | 1410 1830 2250 _ 296.0

‘ ‘ T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 7 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.833 3.16 ng 178031 Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
4 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 1997 (13.833 min): BF134798.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
5000 7.1 M
‘ 1350  14.00
40.2 2 1 1 : :
A ‘ H AL 1 faror 2911260331023662 " 4316 64.69%
m/z--> 50 100 150 200 250 300 350
Abundance #155960: 1-Nonadecene
41.0
83.0
5000 — ——
13.50 14.00
250 m/z 55.00 56.65%
\h\““\\\‘H‘\‘\\‘\‘C‘?gp\‘\\\\‘26\6\-\0\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0
— ——
13.50 14.00
5000 ITI/Z 71.10 54.45%
255.0
LU a0 moo™0
m/z--> 50 100 150 200 250 300 350
Abundance #301027: Oxalic acid, isobutyl octadecy! ester — —
57.0 13.50 14.00
m/z 41.10 50.85%
It
297.0
Ahiliimee gmae  TO
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081623\
Data File : BF134798.D

Acqg On : 16 Aug 2023 09:25
Operator : CG\JU

Sample : 04017-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.857 7.9 ng 504348 4 11.322 1278420 20.0
9-Octadecenoic ... 12.433 2.6 ng 168123 4 11.322 1278420 20.0
Octadecanoic acid 12.645 3.2 ng 182043 5 13.968 1127360 20.0
Hexadecane 12.969 2.9 ng 163675 5 13.968 1127360 20.0
Octadecane 13.757 2.4 ng 135189 5 13.968 1127360 20.0
1-Nonadecene 13.833 3.2 ng 178031 5 13.968 1127360 20.0
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