LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample : N2712-11

Misc :

ALS Vvial : 14 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128134.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.487 200 204 221 rBV 10764 28046 1.19% 0.176%
2 5.140 482 485 491 rVB 20744 24534 1.04% 0.154%
3 5.528 547 551 554 rBV 2001663 1836408 77.60% 11.502%
4 6.534 716 722 725 rBV 1847070 1931753 81.63% 12.099%
5 6.904 781 785 788 rBV 583360 470026 19.86%  2.944%

6 7.469 876 881 884 rBV 1352019 1263053 53.38% 7.911%
7 8.187 999 1003 1006 rBV 735028 605030 25.57%  3.789%
8 9.263 1180 1186 1189 rBV 2452043 2157790 91.19% 13.514%
9 9.945 1297 1302 1305 rBV 851690 709641 29.99%  4.445%
10 10.733 1432 1436 1440 rBV 1584852 1489444 62.94%  9.329%

11 11.433 1551 1555 1559 rBV 897456 774350 32.72%  4.850%
12 11.663 1587 1594 1604 rBV6 20107 57978 2.45% 0.363%
13 11.816 1616 1620 1623 rBV 92699 72604 3.07%  0.455%
14 12.498 1729 1736 1737 rBV3 47465 82283 3.48% ©.515%
15 12.522 1737 1740 1748 rVV 334167 305031 12.89% 1.910%
16 12.610 1752 1755 1758 rVB 107402 90159 3.81% ©.565%

17 12.669 1759 1765 1769 rBv2 113731 102850 4.35% 0.644%
18 13.022 1821 1825 1829 rBV 2514540 2366374 100.00% 14.821%
19 13.927 1973 1979 1995 rBV5 82750 258019 10.90% 1.616%
20 14.080 2001 2005 2009 rBV 747022 648092 27.39% 4.059%

21 14.845 2131 2135 2140 rBV 37696 35788 1.51% 0.224%

22 15.192 2190 2194 2198 rVB 35850 41274 1.74% 0.259%

23 15.580 2255 2260 2269 rBV 397608 508775 21.50% 3.187%

24 16.033 2332 2337 2344 rBV2 25927 41081 1.74% ©.257%

25 16.562 2421 2427 2435 rVB3 21043 38810 1.64% 0.243%

26 17.168 2527 2530 2538 rVB4 13885 27362 1.16% 0.171%
Sum of corrected areas: 15966555
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 May 2022 19:56
: CG\JU
: N2712-11

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
BF128134.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

G585S
2000000
1500000
1000000

500000

0
Time-->

Abundance
2500000

2000000
1500000
1000000

500000

0
Time-->
Abundance
2500000

2000000
1500000
1000000

500000

0
Time-->

8270-BF042222.M Mon May 09 11:53:36 2022

TIC: BF128134.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.498 2.13 ng 82283  Phenanthrene-dle 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 76
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 76
3 n-Heptadecanol-1 256 C17H360 001454-85-9 76
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 74

Abundance Scan 1736 (12.498 min): BF128134.D\data.ms (-1729) (- m/z 55.10 100.00%
55.1

17 83.0
5000
111.1
—=
12.50
0! m/z 43.05 95.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126376: 1-Hexadecano
53.0 83.0
5000 RN
111.0 12.50
m/z 83.05 80.62%
O T \‘i“\‘\ \“ “ \‘\ {7 “ ‘\ \‘H" T \“! T }“%4\.‘"‘0\9‘\1‘6\18\3\1\9\}6‘9\2\2‘4\1\9‘ T
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 e
12.50
5000 ITI/Z 57.10 76.28%
29.0
‘ 125.0
0l J‘! ‘ Hi‘l A ! H b “J‘H‘, U 54-0182.0210.0238.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143654: n-Heptadecanol-1 T

55.0 83.0 12.50
m/z 41.05 75.81%

N

o

27\"\0\“ ] ‘ ‘H‘ ! “}3?'0168-0 210.0238.0

Ot et e e e e e =
m/z--> 20 40 60 80 100120140160 180200 220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.522 7.88 ng 305031  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 1740 (12.522 min): BF128134.D\data.ms (-1737) (-] m/z 55.10 100.00%

55.1
5000 97.1
=1 \
H 38.0 1802 2222 2643 12.50
ob— Hd‘ m“h\\ \‘h‘\m‘m\h‘h m‘H\ T - ‘u‘ — ‘h‘ ‘296‘-1 m/z 41.05 66.05%
miz--> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
53.0
8y7.0 j '
5000 264.0 1250 ‘
3.0 1500 222.0 m/z 69.10 60.31%
L)L S
0! | ‘\H‘\ M \‘\ \\“H‘ gl M\LH m‘\h ll \“\ T o N \‘
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
=T \
12.50
5000 ITI/Z 74.05 56.66%
264.0
. 180.0 222.0 296.0
miz-> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester — ‘
55.0 12.50
m/z 83.10 45.72%
5000
264.0
“ | 1800 222.0 2960
ol e 1
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.610 2.33 ng 90159  Phenanthrene-d1e 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 1755 (12.610 min): BF128134.D\data.ms (-1752) (-  m/z 73.95 100.00%
74.0
5000
43.0
143.1 po e
‘ H ‘ 1991 2552 208. 12.50 13.00
ol w‘ o | Lt m/z 87.00  75.69%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 1 ‘ \/\‘
43.0 12.50 13.00
143.0 m/z 43.05 34.88%
h || 1110 ‘ 199.0  255.0 298.(
0\\\\“\“\“”\”\‘\‘\\“\\\‘\“\\\\“\‘\\\“
miz-> 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester
74.0
= ]
12.50 13.00
5000 m/z 55.00 29.28%
43.0
143.0
2130 256.0
oLl ol aapoon 220
miz--> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate T P
74.0 12.50 13.00
m/z 41.00 24.77%
5000
43.0 143.0
o, | 190 20
oHM‘“M‘mtu‘mmm”m””‘ L e
m/z--> 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\BF050622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Bis(2-ethylhexyl) maleate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.669 2.66 ng 102850  Phenanthrene-di10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 81
2 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 38
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 38
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 35
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 35
Abundance Scan 1765 (12.669 min): BF128134.D\data.ms (-1759) (1 m/z 57.10 100.00%
57.1
117.0
5000
= =
| “ ‘ “ 1670 2114 12.50 13.00
— M . m/z 71.85 67.62%
miz--> 50 100 150 200 250 300
Abundance #248542: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 e SEg
12.50 13.00
m/z 117.00 61.68%
N | H\ ‘ \\H‘L 1850 229.0  297.0 341.
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester
71.0
- —L
12.50 13.00
5000 m/z 70.10 51.17%
112.0
29.? ‘
ol bl L o
miz--> 50 100 150 200 250 300
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester = hach L Loy
57.0 12.50 13.00
m/z 100.00  49.60%
5000
8 e — ot
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\BF050622\
Data File : BF128134.D

Acqg On : 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.927 7.96 ng 258019  Chrysene-di2 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 93
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 93
Abundance Scan 1979 (13.927 min): BF128134.D\data.ms (-1973) (- m/z 57.05 100.00%
57.0
97.0
5000
——
‘ H 1139.1 230.1 14.00
ol b bl dy 2000 T h/; ss.ee 99.60%
miz-> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LN
14.00
m/z 43.10  92.00%
39.0
01\5.9“\ ‘i‘ “‘ T H\‘ ‘\L \% ‘W ey \1?‘6‘9 I — ‘2\6?'\0\ ‘3\2(\)\‘
miz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecy! ester
57.0
97.0 .
14.00
5000 m/z 69.10 90.89%
40.0 .
otsol L1 |LL L1400 3820 2550 a6
miz--> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1 T
43.0 83.0 14.00
m/z 83.05 89.27%
5000
bt Ll ] g0 a0 RN
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050622\
Data File : BF128134.D

Acqg On . 06 May 2022 19:56
Operator : CG\JU

Sample ¢ N2712-11

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
1-Hexadecanol 12.498 2.1 ng 82283 4 11.433 774350 20.0
11-Octadecenoic... 12.522 7.9 ng 305031 4 11.433 774350 20.0
Methyl stearate 12.610 2.3 ng 90159 4 11.433 774350 20.0
Bis(2-ethylhexy... 12.669 2.7 ng 102850 4 11.433 774350 20.0
Trifluoroacetox... 13.927 8.0 ng 258019 5 14.080 648092 20.0
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