LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acqg On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc :

ALS Vvial : 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130034.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.904 441 445 458 rBV 285553 347602 7.03% 1.424%
2 5.340 516 519 539 rBV 1429991 1702051 34.43% 6.975%
3 5.710 579 582 589 rVB 81962 72362 1.46% 0.297%
4 6.363 690 693 708 rBV 1036459 1275859 25.81% 5.228%
5 6.698 747 750 758 rBV 872095 741338 15.00% 3.038%

.275 843 848 851 rBV 2718221 2599524 52.58% 10.652%
.981 964 968 972 rBV 1165059 1014289 20.52% 4.156%
.057 1146 1151 1154 rBV 4968383 4943761 100.00% 20.259%
.734 1262 1266 1270 rBV 1408806 1150189 23.27% 4.713%
10 10.533 1398 1402 1405 rBV 3379222 2840915 57.46% 11.641%

11 11.222 1516 1519 1523 rBV 1326223 1115577 22.57% 4.571%
12 11.504 1563 1567 1575 rVB5 29019 66174 1.34% 0.271%
13 11.604 1581 1584 1589 rVB 173931 148714 3.01% 0.609%
14 11.751 1604 1609 1627 rBV2 217232 283645 5.74% 1.162%
15 11.992 1647 1650 1659 rVB1eO 34657 68848 1.39% ©0.282%

16 12.310 1701 1704 1715 rVV 105659 113085
17 12.398 1716 1719 1722 rVB 124975 104501
18 12.533 1737 1742 1747 rBV 99117 136336
19 12.810 1784 1789 1792 rBV 4844511 4233310 8
20 13.757 1945 1950 1959 rBV5 48318 149157

.29%  ©0.463%
.11%  0.428%
.76%  ©.559%
.63% 17.347%
.02% 0.611%

w U NN N

21 13.869 1966 1969 1975 rBV 683829 622683 12.60% 2.552%
22 15.298 2208 2212 2220 rVB 529911 673463 13.62% 2.760%

Sum of corrected areas: 24403383
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF130034.D\data.ms
4000000
3000000 7975
2000000
5.340
6.363
1000000 6.698
4.904
0 5.110
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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 TIC: BF130034.D\data.ms
9.057 12.810
4000000
10.533
3000000
2000000
9.734 11.222
7.981
1000000
751
i | ] 113671 007 1200503
o —— - —T— = T T B e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130034.D\data.ms
4000000
3000000
2000000
1000000
13.869 15.298
13.75
0 ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time->  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\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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.
4.904 9.38 ng 347602  1,4-Dichlorobenzene-d4 6.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 445 (4.904 min): BF130034.D\data.ms (-441) (-) m/z 43.00 100.00%

43.0
59.1
5000
o 750450560550
| ‘\ | ‘ 83.1 . . . : 9
-+t m/z 59.10 60.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.00 20.87%
O\\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R R R
4.60 4.80 5.00 5.20
5000 m/z 58.10 14.72%
101.0
oL 180 310 | %89 790 60
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate EEEmmEREEESE
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.57%
5000
58.0
15‘.0 27.0 X 72‘.0 100.0
o--+—+r—tr—r———t—" PR PSR R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.604 2.67 ng 148714  Phenanthrene-di10 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 86
Abundance Scan 1584 (11.604 min): BF130034.D\data.ms (-1581) (- m/z 74.00 100.00%
74.0
5000
43.0
143.1 LN I
|| Loz 1851 2272 o0 11.50 12.00
owHH,‘H“‘m,hwHH,‘J‘wHH_HwHH_Hw‘mwww m/z 87.00  69.49%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 o LA —
43.0 11.50 12.00
143.0 m/z 43.05 36.20%
‘u \“ ‘\ \\\1(\)\10 17\1 0\199022\70 270
O\‘HH’\H\‘H‘H’\‘H\“HH’\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

%

Abundance  #126268: Tridecanoic acid, 12-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.05 25.11%

74.0
11.50 12.00
5000/ 43.0 m/z 55.00 29.01%
‘_‘H,HH‘H‘WH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW
m/z--> 20 40 60 80 100120140160 180200220 240260
— —

5000
199.0

143.0
‘M H ‘\1 Lo | ‘ \1710 ‘\ 24\20

O el b P e
miz—-> 20 40 60 80 100120 140160 180 200 220 240 260 11.50 12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.751 5.09 ng 283645 Phenanthrene-d10 11.222
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 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1609 (11.751 min): BF130034.D\data.ms (-1604) (- m/z 73.00 100.00%

43.0 73.0
5000
. Py

‘ 11.50 12.00
— m/z 43.85  90.60%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0

T
11.50 12.00
m/z 60.00  89.95%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0

43.0 P R
11.50 12.00
5000 129.0 m/z 41.16  78.68%
185.0
228.0
150/ 1l o9 | st \
0 R -t ”m‘m‘m 1 i S N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid T —
73.0 11.50 12.00

m/z 55.05 75.02%

43.0
- 1 /\//JLL
171.0
214.0
H\ | ‘\‘ H“H ?\h e | ‘ ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.310 2.03 ng 113085 Phenanthrene-d10 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 93
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
Abundance Scan 1704 (12.310 min): BF130034.D\data.ms (-1701) (- m/z 55.00 100.00%
55.0
5000 JK/JL
— —
137.0 1801 2221 264.1 12.00 12.50
ol m/z 41.10 61.10%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 — —
12.00 12.50
230 m/z 69.05 59.64%
‘ ‘ H W | ' 180.0 2220 264.0,0.
02‘5“0“ I “ ‘\‘m\ “ Hw \‘MHMH‘MH\‘M u‘\h S = ‘u‘ — ‘H‘ = \"
miz--> 50 100 150 200 250 300
Abundance  #158445: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
— —
12.00 12.50
5000 m/z 74.00 49,70%
87.0
1520 1950 238.0
oLb— ‘\\“M MH 11“;{“9‘“9 I ‘\L‘ — ‘\\‘ — ‘H‘ ‘2‘68‘9 —
m/z--> 50 100 150 200 250 300 }\
Abundance #194419: 10-Octadecenoic acid, methyl ester - Pt {
55.0 12.00 12.50
m/z 43.10 46.07%
5000
87.0
‘ 230 264.0
: 180.0 222.0
ok H‘ w“ “ HHM HM\T\\ “\‘HWM‘M \‘HM‘HH‘ 1‘ e “‘ ‘Z‘Q\G‘C — —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.533 2.44 ng 136336  Phenanthrene-die 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1742 (12.533 min): BF130034.D\data.ms (-1737) (- m/z 43.05 100.00%
43.0 73.0
5000
T \
12.50
oL——4 m/z 73.00 94.40%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. —— ‘
1850 2410 12.50
‘ m/z 55.00 90.16%
oL— \“‘ ‘H‘H h!‘u‘u‘\‘w‘ Hh“m}‘\\“ ‘mM u‘\‘ “\‘ “\ ; \‘ “ - L‘ ‘\ ‘\‘ ; “‘
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T I
12.50
5000 129.0 m/z 59.95  86.52%
185.0
|
oL— \“ W‘H‘n‘ l “u““‘ uh\‘\‘ ;M‘W “ o, \“ At “‘ -
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 12.50
m/z 57.00 86.23%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M‘H‘H W “H“‘\‘ Hhu\ ;‘H‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “‘ - - - ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130034.D

Acq On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 6 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.757 4.79 ng 149157  Chrysene-d12 13.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1950 (13.757 min): BF130034.D\data.ms (-1945) (- m/z 57.05 100.00%
57.0
5000
—— —
153.1 202.0243.1 13.50 14.00
oL—M m/z 43.00 94.437%
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 —r— ——
11.0 13.50 14.00
m/z 83.05 92.29%
oLkl ik 154010502930 2050
miz--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
—— —
13.50 14.00
5000 11.0 m/z 55.00 87.13%
ssg LI, am20 2550 g0
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecy! ester T —
57.0 13.50 14.00
m/z 97.00 85.52%
5000 11.0
1690
sl LI T 2o gy T
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\BF082922\
Data File : BF130034.D

Acqg On : 29 Aug 2022 14:47
Operator : CG\JU

Sample : N4355-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 4.904 9.4 ng 347602 1 6.698 741338 20.0
Hexadecanoic ac... 11.604 2.7 ng 148714 4 11.222 1115580 20.0
n-Hexadecanoic ... 11.751 5.1 ng 283645 4 11.222 1115580 20.0
9-Octadecenoic ... 12.310 2.0 ng 113085 4 11.222 1115580 20.0
Octadecanoic acid  12.533 2.4 ng 136336 4 11.222 1115580 20.0
Dichloroacetic ... 13.757 4.8 ng 149157 5 13.869 622683 20.0
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