LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36411.D

Acqg On : 25 Aug 2022 18:04
Operator : CG/JU

Sample : N4260-04

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 M\Methods\8270-BM@80122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36411.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.893 301 307 313 rBV 349969 490011 5.94% 0.946%
2 5.357 379 386 402 rBV 4272033 5912097 71.68% 11.413%
3 6.963 652 659 676 rBV 3882102 6040459 73.23% 11.661%
4 7.781 791 798 807 rBV 937251 1429005 17.32% 2.759%
5 8.951 988 997 1012 rBV 2242728 3735638 45.29% 7.211%

6 10.581 1267 1274 1289 rBV 1179660 1958194 23.74% 3.780%
7 13.051 1687 1694 1710 rBV 5315570 7726218 93.67% 14.915%
8 14.427 1921 1928 1943 rVB 1607937 2274467 27.58%  4.391%
9 15.915 2174 2181 2196 rBV 3783922 5240378 63.53% 10.116%

10 17.168 2388 2394 2405 rBV 1664469 2371126 28.75% 4.577%
11 18.074 2542 2548 2557 rBV 266736 470899 5.71% ©.909%
12 19.233 2738 2745 2753 rBV6 70089 173134 2.10% ©0.334%
13 19.351 2761 2765 2775 rBV 145514 254269 3.08% 0.491%
14 19.798 2836 2841 2850 rBV 7129706 8248282 100.00% 15.923%
15 20.562 2968 2971 2975 rBV 167091 199976  2.42% ©.386%
16 21.068 3054 3057 3065 rBvV2 226010 366347 4.44% 0.707%
17 21.356 3101 3106 3115 rBV 1717312 2309747 28.00% 4.459%

18 23.674 3494 3500 3510 rVB2 1332325 2600910 31.53% 5.021%

Sum of corrected areas: 51801157
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 25 Aug 2022 18:04
: CG/JU
: N4260-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
BM@36411.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36411.D

Acq On : 25 Aug 2022 18:04
Operator : CG/JU

Sample : N4260-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.893 6.86 ng 490011 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 t-Butyl nitrite 103 C4H9NO2 000540-80-7 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 307 (4.893 min): BM036411.D\data.ms (-301) (-) m/z 43.00 100.00%
3.0
5000
101.0 R e EEERERER
‘ ‘ 4.60 4.80 5.00 5.20
Ot 7891328 2069 n/z 59.e0  52.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B B R

4.60 4.80 5.00 5.20
m/z 101.00  19.52%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5107: t-Butyl nitrite
30.0
R A RARREREEE
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 13.70%
57.0 88.0
obdl.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester o RARRESESEE e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.20%
5000
0 37\ \‘H 12\60
A R mmm A Ea A e R A SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36411.D

Acq On : 25 Aug 2022 18:04
Operator : CG/JU

Sample : N4260-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.074 3.97 ng 470899  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CAS# 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 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Isopropyl palmitate 298 C19H3802 000142-91-6 53
Abundance Scan 2548 (18.074 min): BM036411.D\data.ms (-2542) (- | m/z 73.00 100.00%
1
43.0 730
5000
129.0
213.1 T T
H‘ ‘ 171 1 ‘ 256.1 18.00
oL— W‘\ H!‘ H‘ \H‘H\ \‘u\ iyl “ ‘ ‘L‘m‘ b ‘\‘ m/z 43.00 82.07%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
1710 213.0 256.0 m/z 59.95 80.45%
ob— ‘M‘ m\h”w ‘H‘\ il ‘ ‘ | “‘ \‘ ““\‘ , “\‘ ——
miz—-> 50 100 150 200 250
Abundance #109283: Tetradecanoic acid
73.0
T
18.00
5000 43.0 129.0 m/z 57.10  63.35%
185.0
228.0
oL ‘M ‘u‘n‘ HH ‘\m‘ dh“‘\ ;ML‘ ) “ ‘ L “‘ . \‘ — ‘\‘ —
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — ‘
43.0 73.0 18.00
m/z 41.00 60.83%
5000 129.0
‘ 199.0 2420
ob— “ H H‘n h“ “\m‘ uhu bl “1‘5&39 ;“ ‘i s “‘ — o
m/z--> 50 100 150 200 250 18.00
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Data Path : Z:\
Data File : BM@

Acq On : 25
Operator : CG/
Sample : N42
Misc

ALS vial : 13

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
36411.D

Aug 2022 18:04

Ju

60-04

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Octadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
19.351 2.20 ng 254269  Chrysene-di12 21.356
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2765 (19.351 min): BM036411.D\data.ms (-2761) (1 m/z 73.00 100.00%
3.0
5000 128.9 JM\/\/A{
185.1 241.1 7 T
H h ‘ ‘ ‘ 19.00 19.50
ol Ll u“u‘hﬂ I bl 12803 3410 4290 0 43 0 88.38Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 pg. 284.0 — ——
185.0 19.00 19.50
‘ L m/z 57.05 74.61%
0 ’229
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
— ——
19.00 19.50
5000 129.0 m/z 60.00 73.85%
29.(
242.0
185 ‘
0‘“\‘ \\“H\\N‘MH“ ‘ H‘\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es 7 ——

43.0 19.00 19.50
m/z 55.00 69.91%

5000 284.0

185.0

0 hH b L] ‘ | ‘23$0 ‘ 372.0
T \\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 5 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36411.D

Acq On : 25 Aug 2022 18:04
Operator : CG/JU

Sample : N4260-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.068 3.17 ng 366347  Chrysene-d12 21.356
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
4 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 90
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 87
Abundance Scan 3057 (21.068 min): BM036411.D\data.ms (-3054) (- | m/z 57.10 100.00%
57.1
21,00 |
7.1 207.0 282.0355.0 :
0 _mMW:Fw_m‘m_uh_m,uHw,f“‘?‘:"'%”,wW,H m/z 43.00 79.58%
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.00
m/z 71.05 60.61%
oAl %F;?A 2520 3600 648,
‘HH‘HH‘\\H[HH‘WH\‘HH‘HH’HH‘HH’HH‘HH’HH‘HH]H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T \
21.00
5000 m/z 55.00 53.51%
.0196.0
ol
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester —— ‘
57.0 21.00
m/z 83.05 52.88%
- hﬂmwmwwa\wwﬂwMNMk
oum?@ﬂweﬂ%?ﬂ,,,, sl
m/z--> 0 50 100150200 250 300 350400450 500550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82522\
Data File : BM@36411.D

Acqg On : 25 Aug 2022 18:04
Operator : CG/JU

Sample : N4260-04

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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-... 4.893 6.9 ng 490011 1 7.781 1429010 20.0
n-Hexadecanoic ... 18.074 4.0 ng 470899 4 17.168 2371130 20.0
Octadecanoic acid 19.351 2.2 ng 254269 5 21.356 2309750 20.0
Pentadecafluoro... 21.068 3.2 ng 366347 5 21.356 2309750 20.0
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