LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acqg On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc :

ALS vial : 6 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF130906.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.251 21 28 36 rVB 991471 1313319 61.57% 8.815%
2 5.163 519 523 530 rVB 240511 277710 13.02% 1.864%
3 5.551 584 589 592 rBV 1999105 1818034 85.23% 12.202%
4 6.551 754 759 762 rBV 1763581 1869203 87.63% 12.546%
5 6.934 820 824 827 rBV 686369 545497 25.57% 3.661%
6 7.498 914 920 923 rBV 1332941 1217587 57.08% 8.172%
7 8.122 1022 1026 1038 rBV 30845 74038 3.47%  0.497%
8 8.216 1038 1042 1046 rBV 762436 689341 32.32% 4.627%
9 9.298 1221 1226 1229 rBV 2610431 2133067 100.00% 14.317%
10 9.980 1338 1342 1345 rBV 956541 726685 34.07%  4.877%
11 10.769 1472 1476 1480 rBV 1216355 1013048 47.49% 6.799%
12 11.474 1592 1596 1599 rBV 684916 600824 28.17% 4.033%
13 11.986 1678 1683 1688 rBV2 67636 79899 3.75% 0.536%
14 12.563 1777 1781 1787 rBV4 26107 40694 1.91% ©.273%
15 12.686 1800 1802 1805 rBV 26806 28415 1.33% 0.191%
16 12.921 1839 1842 1845 rBV2 42863 52916 2.48% 0.355%
17 13.063 1862 1866 1869 rBV 1631689 1336209 62.64% 8.968%
18 13.286 1901 1904 1907 rBV 41114 33911 1.59% 0.228%
19 13.627 1960 1962 1965 rVB 41492 36804 1.73% 0.247%
20 13.962 2016 2019 2022 rVB 49920 49577 2.32% 0.333%
21 14.121 2042 2046 2049 rVB 477497 409140 19.18% 2.746%
22 14.215 2060 2062 2065 rVB 60636 52399 2.46% 0.352%
23 14.274 2070 2072 2075 rVB 57426 55882 2.62% 0.375%
24 14.586 2122 2125 2129 rVB 56255 50489 2.37% ©.339%
25 14.904 2177 2179 2184 rVB 52543 48868 2.29% ©0.328%

26 15.639 2300 2304 2308 rBV2 264504 345663 16.20% 2.320%

Sum of corrected areas: 14899219
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\

BF130906.D
: 01 Nov 2022 18:20
: CG\JU
: N5235-04
: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF130906.D\data.ms

5.551
6.551
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L
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Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF130906.D\data.ms
9.298

13.063
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8.216 11.474

11.986 12.583586-2.92 Lii?ﬁ

Time-->
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TIC: BF130906.D\data.ms

14.121

15.639
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.251 48.15 ng 1313320 1,4-Dichlorobenzene-d4 6.934

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance  Scan 28 (2.251 min): BF130906.D\data.ms (-21) (-) m/z 73.10 100.00%

73.1
A T
‘ J 881 220 240 2.60
O L B8O I 881 o, a3es 48.36%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B
43.0 220 240 2.60
‘ m/z 55.10  32.16%
270 8%0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
T
220 240 2.60
5000 55.0 m/z 87.10  26.36%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl- R T
73.0 220 240 2.60
m/z 41.05 15.90%
5000
43.0
ol B0 sl 0 fome
m/z--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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.
5.163 10.18 ng 277710  1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 523 (5.163 min): BF130906.D\data.ms (-519) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 L L L L BRI B
83.1 4.80 5.00 5.20 5.40
ot S m/z 59.05 58.13%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R N B BN
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.03%
15.0 101.0
‘ A | 83.0 !
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A A RAmaaREE o
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.57%
| LT
sl bl L 1
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A A RAmaaREE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.85%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
e PRI pRA e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 10
R.T. EstConc Area Relative to ISTD R.T.
8.122 2.15 ng 74038  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
3 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
5 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 50

Abundance Scan 1026 (8.122 min): BF130906.D\data.ms (-1022) (-) m/z 44.95 100.00%

45.0
5000

75.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’

‘ ‘ 1001 7.80 8.00 8.20 8.40
0 m_m“\u T i e ‘_1‘3%‘1‘ ~  m/z 57.05 98.02%
m/z--> 20 60 80 100 120 140
Abundance #38401 Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 H‘HH‘HH‘HH‘HH’
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10  39.59%

0 T \‘H“\‘ T “‘H‘\ T ‘! ‘UH\ T ‘1“\‘ T \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz-> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

7.80 8.00 8.20 8.40

5000 m/z 56.00 19.02%
89.0
29.0
obrry b LT L 190 aaao J\
miz--> 20 40 60 80 100 120 140
Abundance #25397: Methoxyacetic acid, 2-butyl ester b e
45.0 7.80 8.00 8.20 8.40

m/z 75.00 16.89%

5000

‘ 89.0
0 AR ETT o \‘m 7Q.0‘ ‘ 116.0
L B e . e s s T T T T

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.986 2.66 ng 79899  Phenanthrene-d1e 11.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1683 (11.986 min): BF130906.D\data.ms (-1678) (- m/z 73.00 100.00%
43.0 73.0
5000
M‘ in A‘AA/\A‘/\‘ Y
m 12.00
olviy ol m/z 43.05 95.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
157.01g5 92130  256.0 m/z 60.00 82.58%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
12.00
5000 129.0 m/z 41.10 77 .78%
199.0
s e L
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 55.05 77 .04%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LIS o
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\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.963 2.42 ng 49577  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 60
Abundance Scan 2019 (13.962 min): BF130906.D\data.ms (-2016) (- m/z 57.10 100.00%
57.1
5000 W
9 14.00
A 230.1 ) .
0 “‘kp‘%NMWWM%APP}Z§§wvu“w‘ww;§9%¥“§??' m/z 43.10 65.78%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
14.00
m/z 71.10 47.16%
.0
0 \‘ “\ ‘H\ Il H‘ | :!'4;(\) 1‘830 225.0 282.0
\\f\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
——
14.00
5000 m/z 85.05 42 .62%
9.0 155.0 225.0
YT 1 O Gt s
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane —
57.0 14.00
m/z 55.05 29.30%
5000 MW
(J 0 198.0
olsg 1| [ 1410 1980 _—
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.215 2.56 ng 52399  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 90
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
5 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 47

Abundance Scan 2062 (14.215 min): BF130906.D\data.ms (-2060) (- m/z 277.10 100.00%
277.1

5000

F:::::::=:_k

77.0 183.0

e
14.00 14.50

41. 115.0 ‘ 238.2 .
et b by H““‘u } U bt ?153 ‘ m/z 278.10 28.76%

m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000

o

14.00 14.50
77.0 199.0 m/z 183.00  20.54%
152.0
O \2\7\-0\ ‘}‘ T “\ T ‘ T T T ““\ T \“\ ‘i‘ L ‘ T ‘\ T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— —
14.00 14.50
5000 m/z 77.05 18.87%

o

o 183.0
39# - ‘]‘.%ﬁo \‘“‘ p Al ‘u 228.0 |
L s I S B N
miz--> 50 100 150 200 250 300

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo 7
277.0 14.00 14.50

m/z 201.00  18.78%

5000
195.0
510 910 1420 ‘
‘ | | m \N\\‘m\‘ 232.0 |

0 bt S L ' ENE— G e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
BF130906.D

: 01 Nov 2022 18:20

: CG\JU

: N5235-04

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 8 Dodecane, 2-methyl-6-propyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.274 2.73 ng 55882  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 81
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
3 Tetradecane, 4-ethyl- 226 CleH34 055045-14-2 72
4 Docosane 310 C22H46 000629-97-0 72
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 64

Abundance Scan 2072 (14.274 min): BF130906.D\data.ms (-2070) (- m/z 57.05 100.00%

57.0
5000

T
99.0 14.00 14.50

0L il A ol s ‘1691‘21‘50 - uz‘?ﬁl':lﬁwl‘?nzw . m/z 43.10 67.85%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 e —
14.00 14.50

m/z 71.10  55.24%

99.0 140.0
182.0
\\‘\“‘“\H‘\“‘\h“\H‘\‘\h‘\\\“\‘\2?6\-0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0

——
14.00 14.50
5000 m/z 85.05

99.0 183.0
ol 1L 70 a0 T om0
m/z--> 50 100 150 200 250 300 350

o

Abundance #107225: Tetradecane, 4-ethyl- — —
43.0 14.00 14.50
m/z 41.00 22.99%
5000 85.0 NWMﬁ/Mb%%ﬁwNmeﬂMmN
| 170 1970
b A L ey e —— ——
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\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.586 2.47 ng 50489  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
4 Tricosane 324 (C23H48 000638-67-5 86
5 1-Iodoundecane 282 C11H23I 004282-44-4 81
Abundance Scan 2125 (14.586 min): BF130906.D\data.ms (-2122) (- m/z 57.10 100.00%
57.1
5000
9.1 LA ‘
52.9 14.50
0 ‘$‘“mw‘wdu“‘Nww%gﬁg‘??%&‘%gf%‘gggg‘“ m/z 71.10 55.18%
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 — :
14.50
m/z 43.10 51.51%
Ol\s\q\ ‘\L“‘ H‘ \“‘\ ““ \“f“\ \‘]_“0\]‘\.8\3\()‘ T \2\4\0‘0\ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
T \
14.50
5000 m/z 85.05 41.02%
9.0
||| ]] 14101830 2540
(o R0 1 A O Y 0
m/z--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl- ——
57.0 14.50
m/z 55.05 21.70%
5000
113.0 155.0
S O D A T S .
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acq On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 10 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.904 2.83 ng 48868  Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Docosane 310 C22H46 000629-97-0 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 83
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 2179 (14.904 min): BF130906.D\data.ms (-2177) (- m/z 57.10 100.00%
57.1
5000
15.00
1791 .
- J‘H““Lh Ladd00l/2t | 2P 8081 3874 110 62.46%
mfz--> 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 IR
15.00
m/z 43.10 53.34%
Ol\8\¢ “‘ \“‘\ ““ \“\]‘_\4\‘]_“0\]\-8\3\()‘\22\6\(\)‘ T 1T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
——
15.00
5000 m/z 85.10 38.91%
9.0
ol | i | 141-0183.0 225.0 267.0 310.0
Al e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane —
57.0 15.00
m/z 41.10 24.65%
5000
9.0
ob bl L] der0mm0 200 -
m/z--> 50 100 150 200 250 300 350 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130906.D

Acqg On : 01 Nov 2022 18:20
Operator : CG\JU

Sample : N5235-04

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.251 48.1 ng 1313320 1 6.934 545497 20.0
2-Pentanone, 4-... 5.163 10.2 ng 277710 1 6.934 545497 20.0
Ethanol, 2-(2-b... 8.122 2.1 ng 74038 2 8.216 689341 20.0
n-Hexadecanoic ... 11.986 2.7 ng 79899 4 11.474 600824 20.0
Eicosane 13.963 2.4 ng 49577 5 14.121 409140 20.0
Triphenylphosph... 14.215 2.6 ng 52399 5 14.121 409140 20.0
Dodecane, 2-met... 14.274 2.7 ng 55882 5 14.121 409140 20.0
Heptadecane 14.586 2.5 ng 50489 5 14.121 409140 20.0
Hexadecane 14.904 2.8 ng 48868 6 15.639 345663 20.0
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