LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acqg On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc :

ALS vial : 8 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-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130198.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.863 92 98 105 rBV 72124 122028 1.98% 0.372%
2 4.157 311 318 326 rBv2 49104 80014 1.30% 0.244%
3 4.881 437 441 447 rBV 220366 237555 3.85% 0.724%
4 5.293 507 511 515 rBV 2199871 2000413 32.44% 6.101%
5 6.322 682 686 691 rVB 1271150 1188514 19.27% 3.625%
6 6.692 745 749 752 rBV 1180520 908990 14.74% 2.772%
7 7.263 838 846 848 rVB 3039649 3373309 54.70% 10.288%
8 7.463 874 880 884 rVvB3 72926 89684 1.45% 0.274%
9 7.892 950 953 963 rBV2 121614 264150 4.28% 0.806%
10 7.975 963 967 970 rBV 1856943 1517762 24.61% 4.629%
11  8.534 1059 1062 1065 rBV 74419 66685 1.08% 0.203%
12 8.669 1083 1085 1093 rBV 44298 67422 1.09% 0.206%
13 8.898 1119 1124 1129 rVB4 45981 67167 1.09% 0.205%
14  9.051 1145 1150 1153 rBV 6057730 6167329 100.00% 18.809%
15 9.498 1223 1226 1228 rBV 97537 69516 1.13% 0.212%
16 9.581 1237 1240 1244 rBV2 129853 117509 1.91% 0.358%
17 9.722 1258 1264 1267 rBV 1962532 1709971 27.73% 5.215%
18 9.757 1267 1270 1273 rVB 89334 92326 1.50% 0.282%
19 9.928 1296 1299 1302 rBV2 68818 73345 1.19% 0.224%
20 10.039 1315 1318 1323 rVB3 56312 76576  1.24%  0.234%
21 10.333 1363 1368 1374 rBV2 226820 242633 3.93% 0.740%
22 10.510 1391 1398 1402 rBV 4098323 4078244 66.13% 12.438%
23 10.804 1444 1448 1452 rVB2 46727 82791 1.34% 0.252%
24 10.845 1452 1455 1457 rBV 71033 67968 1.10% 0.207%
25 11.204 1513 1516 1519 rVB 1944089 1533988 24.87% 4.678%
26 11.316 1531 1535 1538 rBV3 64657 69181 1.12% 0.211%
27 11.739 1604 1607 1611 rBV 311756 262015 4.25% ©.799%
28 12.527 1737 1741 1750 rVB 335433 347747 5.64% 1.061%
29 12.792 1781 1786 1789 rBV 5671314 5713907 92.65% 17.426%
30 13.757 1946 1950 1959 rBV2 92209 179726 2.91% 0.548%

31 13.833 1959 1963 1966 rBV 1167000 984426 15.96% 3.002%
32 14.651 2099 2102 2105 rBV 130403 119302 1.93%
33 15.233 2196 2201 2205 rBV 740967 817003 13.25%  2.492%
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Sum of corrected areas: 32789196
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Sep 2022 16:58
: CG\JU
: N4549-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90922\
BF130198.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF130198.D\data.ms

7.263

5.293

6.322 5692

2.863 4.157 4.881 7.463

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
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6000000

5000000

4000000
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TIC: BF130198.D\data.ms
9.051 12.792

10.510

7.975 9.722 11.204

0
Time-->

8 85316608.808|  9-895B9750.90@39
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0

TIC: BF130198.D\data.ms

13.833

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\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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-Butanol, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.863 2.68 ng 122028 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
4 Butane, 2-methoxy- 88 C5H120 006795-87-5 45
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40
Abundance  Scan 98 (2.863 min): BF130198.D\data.ms (-92) (-) m/z 59.10 100.00%
59.1
5000
87.1
43.0 69.0 e = SEEE
‘ ‘ ‘ ‘ 2.60 2.80 3.00 3.20
Ol 2Rl m/z 87.10 28.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000 L B I B L AL SR
m/z . . 0
31.0 47 .0 69‘.0
O\\\‘\\\\‘\\\\‘\\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 50 60 70 80 90
Abundance #5025: 2—Pentano|, 2-methyl-
59.0
B ARAS SRS EEt
2.60 2.80 3.00 3.20
5000 m/z 69.05 20.39%
45.0 87.0
5o o0 | ‘ 69.0
0“‘_“‘_‘Jﬁk“M“‘w“‘u“uﬂ“u“uu,‘u‘
m/z--> 10 20 30 50 60 70 80 90
Abundance #5058: Propane 2-ethoxy-2-methyl-
59.0 2.60 2.80 3.00 3.20
m/z 41.00 19.72%
5000
87.0
20.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.881 5.23 ng 237555 1,4-Dichlorobenzene-d4 6.692

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 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 441 (4.881 min): BF130198.D\data.ms (-437) (-) m/z 43.00 100.00%
43.0
5000 ﬁ‘
101.0 R n R REEE
| ‘ 4.60 4.80 5.00 5.20
Obrrrprrrefbr 882 o 2970 m/z s9.00  62.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L B R
4.60 4.80 5.00 5.20
m/z 101.00 22.10%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"h\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R RARRaEEEE T
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.56%
101.0
15.0
0 ‘ il ‘ 69.0 I
O A R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.73%
- ML/

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_F\Data\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.892 3.48 ng 264150  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C16H2204 000143-22-6 64
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
Abundance Scan 953 (7.892 min): BF130198.D\data.ms (-950) (-) m/z 57.05 100.00%
57.0
5000
871 FET T T
39 ‘ 1321 7.60 7.80 8.00 8.20
0 “ﬁ -l i ST e m/z 45.00 90.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L L B B A B
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.10 32.81%
‘ 1000 1320
O\\‘\“\“‘\\“H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\‘\\w;‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
R R EREREREEREEE
7.60 7.80 8.00 8.20
5000 m/z 75.00 19.86%
29.0 75.0
S — “;“‘ aine H!“‘mu‘w“ weo
m/z--> 20 40 60 80 100 120 140 160
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- R LR RN Ny TR
45.0 7.60 7.80 8.00 8.20
m/z 56.00 16.78%
5000
89.0
o150 L Lo L 190 wmmosese b
m/z--> 20 4 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 1,1'-Biphenyl, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.333 2.84 ng 242633  Acenaphthene-die 9.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 74
2 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 74
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
4 1,1-Diphenyl-2-propanol 212 C15H160 029338-49-6 53
5 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 52

Abundance Scan 1368 (10.333 min): BF130198.D\data.ms (-1363) (- m/z 168.05 100.00%
168.1
5000 ﬂ/\
L b o
115.0 139.0 10.00 10.50
39.0
Ob e o0 ““MM‘WMWUW 29Tl myz 153.05  67.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
5000 P P
10.00 10.50
. 83.0 1150 110 m/z 167.10  57.47%
O\‘2\7\c\)\“\\‘\.\ “‘\‘\‘\‘1““\ \H\\‘\\\\‘\‘l\\“‘\\‘ \“ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43630: 1-Isopropenylnaphthalene
153.0
e A
10.00 10.50
5000 ITI/Z 165.05 40.57%
83.0
LT Oy s A )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43631: 1,1'-Biphenyl, 3-methyl- = =
168.0 10.00 10.50
m/z 152.00  36.87%
5000
0 39.0 630 910 1150 141.0] m
L L e o s —4
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.739 3.42 ng 262015 Phenanthrene-d10 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1607 (11.739 min): BF130198.D\data.ms (-1604) (- m/z 73.00 100.00%
73.0
43.1
5000 129.0
213.2 o _——
| 157.1185.1 256.1 11.50 12.00
N m/z 60.00 87.48%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 — s
129.0 11.50 12.00
213.0 m/z 43.10 82.15%
‘ H (ﬂ 157 0185.0 ‘
15.0 [l M\‘ H ‘\ Nl H\ H‘H“ Al ‘ ‘ ) L, ‘
O\H‘HH \H\\H‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
—— —
11.50 12.00
5000 m/z 57.05 76.32%
129.0
H ‘ 171.0 214.0
0“ww‘WMNNMWﬂw‘ﬂhHu‘mwhwm‘wwﬂuw‘uh‘uw‘uw‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid e —
43.0 73.0 11.50 12.00
m/z 55.05 72.00%
5000 129.0
199.0 242.0
v M
om_‘m‘i‘:w“1“"”"HUMu‘:“l_HJH_‘H“H‘H_‘m_m_ww_ S M-
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\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.527 7.06 ng 347747  Chrysene-d12 13.833
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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 62
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 38
Abundance Scan 1741 (12.527 min): BF130198.D\data.ms (-1737) (-} ' m/z 73.00 100.00%
43.0 73.0
5000 129.1
1851 2412 o ‘
“ ‘ ‘ 284.: 12.50
oL— W ‘\\ f ‘uHhiL H;‘HW\}\ “ b “‘ oL ‘i . \‘ 1 ‘\‘ “\‘ m/z 43.05 93.91%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284 — |
1850 2410 12.50
‘ m/z 60.00 83.56%
oL— \“‘ ‘H‘H h!‘u‘u‘\‘w‘ Hh“m}‘\\“ ‘mM u‘\‘ “\‘ “\ ; \‘ “ - L‘ ‘\ ‘\‘ ; “‘
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T \
12.50
5000 129.0 m/z 57.10 78.63%
oL— ‘\‘ m ‘H‘M UH ‘\H‘HH Hhu\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN— “\ — —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T
60.0 12.50
m/z 55.10 73.15%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M ‘H‘H W “H‘u‘ Hh“\ ;‘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\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 7 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.757 3.65 ng 179726  Chrysene-d12 13.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1950 (13.757 min): BF130198.D\data.ms (-1946) (- m/z 83.10 100.00%
43.0) 83.1
5000
25.1
—— —
13.50 14.00
.0 207.0
ob—— m“ i“‘ Al “ L, “‘i“ \}‘u ‘\\‘u‘h\‘” m’:\!‘fi? q el \\%\A‘T\Af“q‘ “‘2‘8%? m/z 55.00 98.42%
miz--> 50 100 150 200 250
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 —r ——
13.50 14.00
m/z 57.05 95.96%
H‘ PZS'O 252.0
O ““\H\‘ \‘ \““ 1“ \“‘\ I "1\68\(\) \2‘19(\)\ T “ .\ I
miz--> 50 100 150 200 250
Abundance #155961: 1-Nonadecene
43.0 97.0
—— —
13.50 14.00
5000 ITI/Z 43.05 94.88%
39.0
oL B o820 2240 2660 ij\mw
miz--> 50 100 150 200 250
Abundance #215083: 1-Heneicosanol T —
55.0 13.50 14.00
97.0 -
m/z 97.10 90.73%
B NWNJ\/LW\M
39.0
o190 L1110 sm0 ppuo s et et
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acq On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 8 Hexanedioic acid, bis[2-(2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.651 2.92 ng 119302  Perylene-di12 15.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 72
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 32
3 1-Decanamine 157 C10H23N 002016-57-1 27
4 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 27
5 2-(2-Butoxyethoxy)ethyl heptanoate 274 C15H3004 1000367-04-4 16
Abundance Scan 2102 (14.651 min): BF130198.D\data.ms (-2099) (-} m/z 57.05 100.00%
57.0
5000
1011 155.0 Mh
217.1 LI N
L L 2T s isee 3.2
ol B o L L g m/z 45.60  39.20%
miz--> 50 100 150 200 250 300
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
5000 i =
101.0 14.50 15.00
1550  217.0 m/z 101.85  37.43%
ool L, Ll [ e e
O \ \ T ‘\‘h ‘\ ‘\H\ T \“ T “‘1‘ \‘ ‘M\‘ T \ T T \ \‘\ T ’ \‘\ T
miz--> 100 150 200 250 300
Abundance #96403. Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
T -
14.50 15.00
5000 m/z 155.00 36.48%
Tom
AR L
m/z--> 50 100 150 200 250 300
Abundance #34010: 1-Decanamine T T
30.0 14.50 15.00
m/z 99.00 33.48%
ol gzoit0 570 il
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130198.D

Acqg On : 09 Sep 2022 16:58
Operator : CG\JU

Sample : N4549-12

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083122.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-Butanol, 2,3-... 2.863 2.7 ng 122028 1 6.692 908990 20.0
2-Pentanone, 4-... 4.881 5.2 ng 237555 1 6.692 908990 20.0
Ethanol, 2-(2-b... 7.892 3.5 ng 264150 2 7.975 1517760 20.0
1,1'-Biphenyl, ... 10.333 2.8 ng 242633 3 9.722 1709970 20.0
n-Hexadecanoic ... 11.739 3.4 ng 262015 4 11.204 1533990 20.0
Octadecanoic acid 12.527 7.1 ng 347747 5 13.833 984426 20.0
E-15-Heptadecenal 13.757 3.6 ng 179726 5 13.833 984426 20.0
Hexanedioic aci... 14.651 2.9 ng 119302 6 15.233 817003 20.0
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