LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acqg On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc :

ALS Vvial : 17 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131378.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.299 28 36 43 rvB 875713 1161331 47.85% 6.400%
2 5.187 521 527 534 rBvV 292331 383223 15.79% 2.112%
3 5.569 586 592 595 rBV 2522983 2410237 99.30% 13.283%
4 6.569 756 762 765 rBV 2214144 2352125 96.91% 12.962%
5 6.951 824 827 831 rVB 801073 683256 28.15% 3.765%

6 7.522 918 924 926 rBV 1470128 1490257 61.40% 8.213%
7 8.134 1025 1028 1039 rBV 201000 173245 7.14%  ©.955%
8 8.240 1042 1046 1050 rBV 890882 806976 33.25% 4.447%
9 9.322 1225 1230 1233 rBV 2952887 2427132 100.00% 13.376%
10 10.004 1342 1346 1350 rBV 928313 791404 32.61% 4.361%
11 10.798 1477 1481 1484 rBV 1493916 1207049 49.73% 6.652%
12 11.504 1597 1601 1604 rBV 785604 647648 26.68%  3.569%
13 12.022 1683 1689 1694 rBV 149784 138008 5.69% ©0.761%
14 12.722 1805 1808 1812 rBV 36403 32406 1.34% 0.179%
15 12.810 1820 1823 1829 rBV 62596 73797 3.04%  ©0.407%
16 12.951 1843 1847 1851 rVB 41834 43918 1.81% 242%

17 13.098 1868 1872 1875 rBV 2133990 1788569 73.69%
18 14.157 2048 2052 2056 rBV 639332 604058 24.89%

OO WwWuwoe
w
N
o]
R

19 14.257 2064 2069 2077 rVB 101681 133998 5.52% 738%
20 14.627 2130 2132 2136 rVB 33042 28367 1.17% 156%
21 14.798 2158 2161 2164 rVB 117288 102729 4.23% ©.566%
22 15.321 2246 2250 2254 rVB 42025 54148 2.23% 0.298%
23 15.698 2309 2314 2317 rBV 346565 438923 18.08% 2.419%
24 15.733 2317 2320 2326 rVB 52834 70163 2.89% 0.387%
25 16.204 2396 2400 2406 rBV 40636 64286 2.65% ©.354%
26 17.410 2601 2605 2610 rVB4 21559 38601 1.59% 0.213%
Sum of corrected areas: 18145854
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 24 Nov 2022 00:21
: CG\JU
: N5641-17

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
BF131378.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.299 33.99 ng 1161330 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 36 (2.299 min): BF131378.D\data.ms (-28) (-) m/z 73.10 100.00%
3.1
5000 43.0
871 \‘\\\\‘\\\\‘\\\\
‘ Lgo ‘ 220 240 260
Ol 22 M m/z 43.05  47.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L
43.0 220 240 260
' 87.0 m/z 55.00  33.16%
29.0 ?L
O‘\H\‘\\\H“\\\\“‘}\‘\\‘H\‘?‘.\0\\\“\}\\‘\\\\‘\\H‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S S
220 240 260
5000 41.0 55.0 ITI/Z 87.10 25.53%
27.0
0L eyt 1120 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- B o
73.0 220 240 260
m/z 40.95 15.80%
5000
45.0
0 eV | ! 99.0 115.0
R AaE S T o e A AAAARaS A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 11.22 ng 383223 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 527 (5.187 min): BF131378.D\data.ms (-521) (-) m/z 42.95 100.00%
43.0
59.0
5000
e R R
83.0 101.0 4.80 5.00 5.20 5.40 5.60
0 b el e M/Z 59.00 52.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.00  15.94%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\?%;9\‘\\\}“\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R A REaaSEEET
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.27%
410 101.0
e 230 2T il 730,830
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime AT T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.36%
5000
101.0
oL 180 310 | %89 790 60
e e e e e e e oy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.134 4.29 ng 173245 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 53
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50

Abundance Scan 1028 (8.134 min): BF131378.D\data.ms (-1025) (-) m/z 45.00 100.00%

45.
5000 L
AREEEE R ne s
720 7.80 8.00 8.20 8.40
| ‘ L1011 431
OF el M S m/Z 56.95  97.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L I R R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 34.97%
Ot T \‘H“\‘\“‘H‘\ \MH\ \‘1“\“ \“\‘ \:L\O?\O\ T \1\3\2\0‘ T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
REREaaE e L RN
7.80 8.00 8.20 8.40
5000 m/z 75.00 16.53%
29.0 75.0
100.0
0 L 200 a0 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether AEEmmE EE
57.0 7.80 8.00 8.20 8.40
m/z 56.10 15.28%
5000
29.0 75.0
(o “:“‘ A wl“_wu‘w“19919“,””_”‘,‘” SMBNNE WYL PV
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.022 4.26 ng 138008 Phenanthrene-di0 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1689 (12.022 min): BF131378.D\data.ms (-1683) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.1 T I
R 1 e 1200
oberrrerrr oAb bl bl b | b L b 0T sz 73,00 94.34%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 v e
129.0 12.00
213.0 m/z 60.00 89.35%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L\‘\““\\H‘”h“\”\‘\u\\H‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
' 12.00
5000 129.0 m/z 57.05 82.38%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 54.95 74.64%
5000 129.0
199.0
s e T
osol WAl WL A [0 1L, | L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.810 2.28 ng 73797  Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1823 (12.810 min): BF131378.D\data.ms (-1820) (- m/z 43.00 100.00%
43.0 |73.0

-

5000
129.0
| 185.1 241.2 284." 12.50 13.00
0 et m/z 60.00  96.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
5000 12.50 13.00
242.0 ! :
129.0 m/z 72.95 91.50%
‘ ‘ ‘ 199.0
O\‘\E‘H‘i‘}‘\\”!‘”\u\‘\‘HM‘\\w‘h“\\‘\‘“\“\H\\\“\\\5\8’\9\\‘\\\\“HH’\\H“HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
12.50 13.00
5000 ITI/Z 56.95 85.12%
129.0 p15.0 256.0
LAy | e 2
Ow‘HwHNﬂWNNHWWJW_HW‘HWH‘WHH‘HH“H‘_HW‘HWH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
43.0 m/z 55.00 78.72%
5000
129.0
185.0 228.0
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\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.257 4.44 ng 133998 Chrysene-di12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 64

5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 56

Abundance Scan 2069 (14.257 min): BF131378.D\data.ms (-2064) (- m/z 277.10 100.00%
277.1

%

5000
. 198.9 T T
d ‘ s 0152.0 ‘ H 14.00 14.50
ol 39Q | 150 )4 2870 | 8262 .7 278.10  28.57%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 SENVEEVL SIS
14.00 14.50
77.0 199.0 m/z 198.95  18.27%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ L ““\ T \“\ U L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 77.00 18.20%

183.0

39# (- \]\-%ﬁo \‘“‘ | ‘\“ Lw ‘2‘28"9‘ —

m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o
~
~
o

=T T
14.00 14.50

m/z 201.00 17.57%

5000

7.0 183.0
131.0
P e T W N
m/z--> 50 100 150 200 250 300 350 14.00 14.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1,4-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.798 3.40 ng 102729  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 81
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 76
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 50
4 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 43
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 27
Abundance Scan 2161 (14.798 min): BF131378.D\data.ms (-2158) (- m/z 70.10 100.00%
70.1
149.0 261.1
5000
ey —
Lt | bsos | 1 s 1
ol LUlAatde | 1890 | 1.818l m/z 149.00  74.22%
m/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 1450  15.00
' 261.0 : :
m/z 261.10 68.91%
st
0 \“\ ‘\‘ ‘“‘\‘“ “\‘ \““\ 1 \‘\ J = \\20‘5\(\)\ 7 \‘ T ‘\ T \3\3\3\()‘ T
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
ol =
112.0 14.50 15.00
5000 261.0 m/z 57.00 51.69%
67.0
209 ||| |1
o Sl | sore | sos03a70
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester —— ——
261.0 14.50 15.00
m/z 112.05 49.95%
5000 70.0
149.0
o9 L aoo | Y
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.321 2.47 ng 54148  Perylene-di2 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Nonadecane 268 C19H40 000629-92-5 81
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
4 Hexadecane 226 C16H34 000544-76-3 68
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2250 (15.321 min): BF131378.D\data.ms (-2246) (- m/z 57.05 100.00%
57.0
o1 15‘0(; EI.S‘SC;
137.0 190.8 2330 286.0325.1 371. : :
0L ‘JNvWﬂMWuW”N‘”W ”qw‘mw‘yu““?‘s‘q‘ - m/z 43.05 65.37%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 — e
15.00 15.50
‘ 9.0 m/z 71.00 54.08%
0 \“\ } “‘\ “H‘ H‘\ ““ \“‘ \}\ { “\]\_8\3\0‘ T \2\5‘4\(\] LA L B
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
— ——
15.00 15.50
5000 m/z 85.10 51.36%
oLl amoues0 w0
m/z--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo- — —
57.0 15.00 15.50
m/z 55.00 24.94%
. W/\WMMWVJ\M
155.0 253.0
01970 - S
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acq On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 9 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.204 2.93 ng 64286  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Tridecane 184 C13H28 000629-50-5 76
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74

Abundance Scan 2400 (16.204 min): BF131378.D\data.ms (-2396) (- m/z 57.00 100.00%

57.0
5000

0.0 —
16.00 16.50
55.1 237.1 290.1 347.
0 poa b d Hu\‘ \H‘ HN ‘u‘\h‘mum " “]“.‘97‘.}‘”‘ \‘u‘ Ly uu\‘m\ o ITI/Z 43.10 58.52%
m/z--> 0 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 — ——
16.00 16.50

m/z 71.05 52.04%

9.0
‘ T \“\ \‘ “ T H“ H‘ h \“‘ \]‘-\4\]-‘0\ J\-8\3\()‘ L ‘2§§9\ ‘ L
m/z--> 0 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0

T
16.00 16.50

o

5000 ITI/Z 85.10 37.73%
9.0
oLtsa ||| 1) 1002250 2060
m/z--> O 0 100 150 200 250 300
Abundance #158611: Octadecane, 2-methyl- — —
57.0 16.00 16.50

m/z 55.05  27.94%

225.0

1410
b20 ||| 10um0 e

T T
m/z--> 0 50 100 150 200 250 300 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131378.D

Acqg On : 24 Nov 2022 00:21
Operator : CG\JU

Sample : N5641-17

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|
Butane, 2-metho... 2.299 34.0 ng 1161330 1 6.951 683256 20.0
2-Pentanone, 4-... 5.187 11.2 ng 383223 1 6.951 683256 20.0
Ethanol, 2-(2-b... 8.134 4.3 ng 173245 2 8.245 806976 20.0
n-Hexadecanoic ... 12.022 4.3 ng 138008 4 11.504 647648 20.0
Pentadecanoic acid 12.810 2.3 ng 73797 4 11.504 647648 20.0
Triphenylphosph... 14.257 4.4 ng 133998 5 14.157 604058 20.0
1,4-Benzenedica... 14.798 3.4 ng 102729 5 14.157 604058 20.0
Octadecane 15.321 2.5 ng 54148 6 15.698 438923 20.0
Nonadecane 16.204 2.9 ng 64286 6 15.698 438923 20.0
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