LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acqg On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc :

ALS vial : 7 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: BF130856.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.275 26 32 38 rvB 550777 728745 32.47% 3.963%
2 2.393 48 52 61 rVB 37272 49689 2.21% 0.270%
3 5.175 517 525 533 rBV 372425 446074 19.88%  2.426%
4 5.557 585 590 593 rBV 2120004 2086855 92.99% 11.349%
5 6.557 754 760 763 rBV 2112859 2196202 97.86% 11.944%
6 6.940 822 825 829 rBV 661767 547928 24.42% 2.980%
7 7.504 916 921 924 rBV 1493068 1340463 59.73% 7.290%
8 8.228 1040 1044 1047 rBV 854376 685248 30.53% 3.727%
9 9.304 1222 1227 1230 rBV 2753396 2244186 100.00% 12.205%
10 9.986 1339 1343 1346 rBV 901870 703285 31.34%  3.825%
11 10.775 1473 1477 1480 rBV 1444718 1180212 52.59% 6.419%
12 10.880 1492 1495 1501 rBv2 37297 40827 1.82% 0.222%
13 11.475 1593 1596 1599 rBV 696897 616914 27.49% 3.355%
14 11.498 1599 1600 1604 rVV 144445 91233 4.07%  0.496%
15 11.551 1604 1609 1613 rVB2 26797 32396 1.44% 0.176%
16 11.863 1659 1662 1665 rBV 64002 49671 2.21% ©.270%
17 11.992 1679 1684 1690 rBV2 115144 162650 7.25% ©.885%
18 12.092 1697 1701 1703 rBV2 34089 37409 1.67% 0.203%
19 12.574 1778 1783 1787 rBV5 45966 58802 2.62% 0.320%
20 12.692 1799 1803 1808 rVB 311724 258127 11.50% 1.404%
21 12.780 1815 1818 1822 rBV3 39280 38167 1.70% ©0.208%
22 12.921 1836 1842 1846 rBV 250369 265232 11.82% 1.442%
23 12.957 1846 1848 1855 rVB3 44896 48264 2.15% 0.262%
24 13.069 1863 1867 1870 rVB 1605517 1485242 66.18% 8.078%
25 13.145 1873 1880 1882 rBv4 21053 40600 1.81% 0.221%
26 13.292 1902 1905 1967 rBV 43504 35825 1.60% 0.195%
27 13.357 1912 1916 1918 rBV2 26630 29886 1.33% 0.163%
28 13.527 1940 1945 1946 rBV4 25930 28123 1.25% ©.153%
29 13.633 1959 1963 1966 rBv2 53288 60889 2.71% 0.331%
30 13.757 1981 1984 1987 rVB 28999 30799 1.37% 0.168%
31 13.874 1999 2004 2006 rBvV2 20805 29197 1.30% 159%
32 13.963 2016 2019 2022 rBV 89500 78009 3.48% 424%

33 14.021 2022 2029 2040 rVV5 65259 228708 10.19%
34 14.121 2040 2046 2049 rVV2 599829 654842 29.18%
35 14.145 2049 2050 2056 rVB 126751 111301  4.96%

OWERrRrROoOOo
N
NN
B
R

36 14.221 2057 2063 2068 rBV2 164353 214154 9.54% 1.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acqg On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS vial : 7 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

37 14.280 20790 2073 2077 rVB 59520 56914 2.54% ©.310%
38 14.586 2122 2125 2131 rBV3 62513 71115 3.17% ©0.387%
39 14.892 2174 2177 2179 rBV 86978 104835 4.67% 0.570%
40 14.992 2191 2194 2197 rBV3 29259 29267 1.30% 0.159%
41 15.186 2223 2227 2230 rBV 120162 175474 7.82%  ©.954%
42 15.268 2237 2241 2244 rBV2 60751 68824 3.07% 0.374%
43 15.504 2277 2281 2287 rVB 67026 87983 3.92% 0.479%
44 15.568 2288 2292 2299 rVWV 84215 106991 4.77% ©.582%
45 15.639 2299 2304 2307 rVV 334408 409058 18.23% 2.225%
46 15.674 2307 2310 2315 rVB3 66995 92796 4.13% 0.505%
47 16.139 2385 2389 2394 rBV 46066 65726 2.93% ©.357%
48 16.680 2476 2481 2486 rBV3 32361 66719 2.97% ©0.363%
49 17.168 2560 2564 2570 rBV 35502 69341 3.09% 0.377%
50 17.639 2640 2644 2650 rVB 26165 46032 2.05% 0.250%

Sum of corrected areas: 18387229
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 29 Oct 2022 14:43
: CG\JU
: N5332-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
BF130856.D

: 7 Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BF130856.D\data.ms
2500000
5.557 6.557
2000000
1500000 7.504
1000000
6.940
2.275
500000 5.175
o .393
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF130856.D\data.ms
9.304
2500000
2000000
13.069
1500000 10.775
1000000 8.228 9.986
11.475
500000
o8 12.693 921
11
10880 551 11888980, 1&@? LM% 1%
O——71— — — — —— — A~j§§1~»~JA
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 1200 1250 1300
Abundance TIC: BF130856.D\data.ms
2500000
2000000
1500000
1000000
500000 15.639
1
ﬁso 14.586 148P3 asse®e74 16139 16.680  17.168  17.639
O 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 ‘ 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\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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.
2.275 26.60 ng 728745 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 32 (2.275 min): BF130856.D\data.ms (-26) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
L man s S
220 240 2.60
591 | ;
Ot e e e e m/z 43.05 48.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 I L L
220 240 2.60
43.0 o
87.0 m/z 55.10 32.41%
29.
ﬁo \‘\“ %90 ‘\
O \H‘HH‘HH’HH‘\H\‘\H‘\"HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
L man i S
220 240 2.60
5000 ITI/Z 87.10 26.39%
55.0
27.0 41)0
o130 Ll Lol es0 mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol A man s B
73.0 220 240 2.60
87.0 m/z 41.05 15.07%
5000 41.0 55.0
27.0
A | 1 L1 X, S L N W,
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\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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.
5.175 16.28 ng 446074  1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 525 (5.175 min): BF130856.D\data.ms (-517) (-) m/z 43.00 100.00%

3.0
59.1
5000
T
‘ 83.1 10‘1'1 4.80 5.00 5.20 5.40
bt TRl m/z 59.100 51.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L LRI B I BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.75%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
 RAmmaE s e R
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.34%
58.0
15.0 27.0 ! 72‘.0 100.0
ottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime T e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.07%
5000
101.0
ol 120 310 | °80 700 86,0
e e e e e e e e R A R A REMAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.992 5.27 ng 162650  Phenanthrene-di10 11.475
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 93
3 8-Methylnonanoic acid 172 C10H2002 005963-14-4 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 1684 (11.992 min): BF130856.D\data.ms (-1679) (- m/z 72.95 100.00%

43.1 73.0
5000
129.1
T /\\ ‘ T
I 100.9 157.1 1850 213.2 2561 12.00
Y m/z 60.00 92.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN
12.00
m/z 43.10 92.63%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

\
430 12.00

5000 129.0 m/z 57.05 77.89%
171.0
e
ol b AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46984: 8-Methylnonanoic acid ~
43.0 73.0 129.0 12.00

m/z 55.05 70.12%

5000
“1?1.0
WLl )] \H‘ [ gl 172.0

0! L - A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

B
2
. C
: N

7

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\

F130856.D
9 Oct 2022 14:43
G\JU
5332-01
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 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 Heptadecane Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
13.963 2.38 ng 78009  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 55
3 Octacosane 394 C28H58 000630-02-4 50
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49
5 Nonadecane 268 C19H40 000629-92-5 49

Abundance Scan 2019 (13.963 min): BF130856.D\data.ms (-2016) (- m/z 57.10 100.00%
57.1
230.1
5000
9.1 T
L 9] | 28103262 1400
oL ol “i‘\\“m“‘um“uu‘uf\‘uu m/z 43.18  63.56%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 T
14.00
m/z 230.10 62.75%
0 J\ ‘ HHJ d%4401830 240.0
\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
°1° WL
1400
5000 m/z 71.10 57.21%
9.0
o150 | |1 | 1H0mms0zs0 om0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 14.00
m/z 85.05 46.56%
) wwMﬂ»uwmwaﬂkwmmwKwﬂw
ol I H | 1419183 0225.0 281.0 337.0 394.
“““““ A e P
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\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
14.621  6.99ng 228708 Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302  006222-03-3 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 90

3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02
4 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303

5 1-Docosene 308 C22H44

005454-48-8 90
1000314-56-3 90
001599-67-3 90

Abundance Scan 2029 (14.021 min): BF130856.D\data.ms (-2022) (-
50 1

5000
1111

1
‘ L) 3021
o) ‘u ‘u\‘m‘u\‘ “il m \\‘\ ﬂ‘u T M [ |

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 111.0
J \Hh‘wll%o 269.0321.0
O\\\‘\\\\f\\f‘\\\\‘\\\\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #336402: 17-Pentatriacontene
43.0
5000
7.0
0 \‘ H L L153 0 210 0 267 0321.0 490.(
e —— T

m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 55.10 100.00%

=

14.00

m/z 43.10  94.96%

=

14.00

m/z 57.05 92.69%

%

14.00

m/z 83.05 81.54%

%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #271371: Bromoacetic acid, hexadecyl ester ‘ ‘
43.0 14.00
m/z 97.05 74.37%
7.0
- MWN&MMMWJJ\MxWKAMMWW
o H‘Hm.m%go, T

14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43

Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4

R.T EstConc Area Relative to ISTD R.T.
14.221 6.54 ng 214154  Chrysene-d12 14.121
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 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 2063 (14.221 min): BF130856.D\data.ms (-2057) (- m/z 277.05 100.00%
277.1
5000 J{
198.9 —— —
20 q ‘ us, 0152-1 ‘ H i 14.00 14.50
o390 L 50 | || 2860 | 3451 ;578,10 31.41%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 ]
14. OO 14 50
77.0 199.0 m/z . 21.45%
152.0
0\2\7\.0\‘}‘\\“\\’\\\\‘“\\\\H\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
\
14 OO 14 50
5000 m/z 198.9 19.57%
o 183.0
gL mo | me |
m/z--> 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro i s e
277.0 1400 14.50
m/z 182.9 19.00%
5000
770 199.0
152.0
ol 10 s o | sl
m/z--> 50 100 150 200 250 300 350 1400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43

Operator : CG\JU

Sample : N5332-01

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 7 Octadecane Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
14.586 2.17 ng 71115  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Docosane 310 C22H46 000629-97-0 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 2125 (14.586 min): BF130856.D\data.ms (-2122) (- m/z 57.05 100.00%
57.0

=

5000
a0 14.50 |
242.1 :
155.1197.1 .
ob—k, uﬂUw“w“L bl it 31003850y 43,05 69.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 — :
14.50
‘ 9.0 m/z 71.05 57.01%
0 \“\ } “\ “U‘ \‘“‘\ ““ \“‘ \%\4.%‘(‘)\]?8\3\0‘ T \2\5“4\9 LA B B B

m/z--> 50 100 150 200 250 300 350

=

Abundance #212282: Docosane
T \
14.50
5000 ITI/Z 85.05 39.38%
9.0
L ‘ | \‘ ‘]\-41.?18\3'0 239.0 319'0
0ttt A A e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ‘
57.0 14.50
m/z 41.10 24.93%
5000
9.0
oLl 1] 141018302250 2810 337.0 394.
P A A S e e e ——
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\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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 8 Nonadecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.892 5.13 ng 104835 Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecanamide 297 C19H39NO 058185-32-3 74
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
3 Palmitoleamide 253 C16H31NO 106010-22-4 64
4 cis-Vaccenic acid 282 (C18H3402 000506-17-2 53
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 47

Abundance Scan 2177 (14.892 min): BF130856.D\data.ms (-2174) (- m/z 59.00 100.00%
0

5000

—

97.0 - ey
14.50 15.00

136.0 1789
m/z 55.10 67.92%

234.0 272.1 313.2348.,

0,
m/z--> 50 100 150 200 250 300
Abundance #195619: Nonadecanamide

5000 — ——
14.50 15.00
97.0 m/z 72.00 65.77%
ol | 1300 1800 2220 2070
50

m/z--> 100 150 200 250 300
Abundance #174776: 9-Octadecenamide, (Z)-

()]
©
o

A L pab 1A\

59.0
T T
14.50 15.00
5000 m/z 41.05 52.56%
126.0 2810
0 L MH\L m‘\“ \‘M‘ h\!\ . ; :‘]-8‘\4‘0‘ I }2?)?9 L ‘L .‘ ———
50 | | 1 |

miz--> 100 150 200 250 300
Abundance #139496: Palmitoleamide “ —
59.0 14.50 15.00
m/z 43.106 45.52%

F

5000

=

‘ 126.0 2530
| \‘\h e ‘\L“ \“M‘Mu ‘1““ ‘\L\‘ | 168'0 219'0 e

‘\ T
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.268 3.37 ng 68824  Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane 198 C14H30 000629-59-4 89
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane 254 C18H38 000593-45-3 76

Abundance Scan 2241 (15.268 min): BF130856.D\data.ms (-2237) (- m/z 57.10 100.00%

57.1
5000

99.0 268.1 — —

15.00 15.50
ol b L, “‘ paAiiAB22230 | 34 L 4316 66.34%
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 —— e
15.00 15.50

m/z 71.10 57.81%

‘ h H\ H\ H‘ u‘ 1 4}9 1830 225.0 2680
T \ \ ‘ T ‘ T T ‘ L ‘ T \ T ‘ L
mi/z--> 100 150 200 250 300
Abundance #176386: Eicosane
57.0

—
15.00 15.50

o

5000 m/z 85.10 42 .58%
99.0
““‘ b
m/z--> 100 150 200 250 300
Abundance #74005: Tetradecane 1
57.0 15.00 15.50

m/z 41.05 26.45%

h Jj\w
99.0 141 0 198.0

15.0 b w

m/z--> 50 100 150 200 250 300 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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@ Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.504 4.30 ng 87983 Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89

Abundance Scan 2281 (15.504 min): BF130856.D\data.ms (-2277) (- m/z 252.05 100.00%
252.1

5000
= ‘
43.0 86.0 1711623 207.0 324.2 365.. 1550
20 800 y 1 1023 S0 M. 3242305 /7 256.05  28.57%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 . j\ ‘

15.50
m/z 253.05 20.82%

125.0
O390 83.0 f N 200.0 , |
\\‘\\\\‘ ‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[K]fluoranthene
252.0
T

15.50
5000 ITI/Z 125.05 15.75%
126.0
20 ||
O e B A
m/z--> 50 100 150 200 250 300 350
Abundance #138569: Benzo[j]fluoranthene

252.0 1550

m/z 125.95  13.35%

5000
126.0
84.0 i H 201.0 L I
0t e

m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acq On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS VvVial : 7 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 11 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.139 3.21 ng 65726  Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31He64 000630-04-6 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
5 Tetracosane, 1l-iodo- 464 C24H49I 1000406-32-0 86

Abundance Scan 2389 (16.139 min): BF130856.D\data.ms (-2385) (- m/z 57.10 100.00%

57.1
5000

16.00 16.50

127.0 266.1
oL = ! H‘U\ Hh J\\ \M u\‘lm‘ \ STV \2\‘];9‘9‘ ; ‘\ ‘u“ 4 ‘\?‘)]"ET ‘2‘ e m/z 43.10 67‘61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 — ——
16.00 16.50

m/z 71.10  58.74%

. \ h‘ ‘ L ‘169 0 2250 309.0 365.0 436.(
LI ‘ T ‘ L ‘ T \ T ‘ T T TT ‘ L ‘ L ‘ T T ‘ LB ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0

16.00 16.50

o

5000 m/z 85.05 46.03%
ol L h\ \ h‘ “\ | 16\9 ‘0 : 225.0 281.0 3520
et ‘ B R AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane T —
57.0 16.00 16.50

m/z 55.05 24.17%

olidid] h | “\ 4‘?9‘2250 2050 3660

T T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\

BF130856.D
: 29 Oct 2022 14:43
: CG\JU
: N5332-01
: 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tetracosane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
16.680 3.26 ng 66719  Perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Pentacosane 352 C25H52 000629-99-2 64
3 Hexadecane 226 Cl6H34 000544-76-3 64
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 58
5 Tricosane 324 C23H48 000638-67-5 58

Abundance Scan 2481 (16.680 min): BF130856.D\data.ms (-2476) (- m/z 57.10 100.00%

57.1
5000

151.0 — —

253.1 ) 16.50 17.00
o) ‘1“ ‘u‘ “h MHPHF’M \ “m\ Ll \le TR \I\‘H H\\‘ i \‘\3\2\\6 1’ — ‘4‘19‘ ITI/Z 43.10 63.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — —
16.50 17.00

m/z 71.05 61.04%

13.
O T ‘\ T hh \h‘\ﬂ] \“‘\“\ “ “ ‘ 9\ ‘2\2\5)\(\)‘ T T ‘ \\3\3§.’C)\ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0

——
16.50 17.00
5000 m/z 85.05

13.0
0 ‘ \h\ ‘\h\]ﬂ H‘ 1y \1\8\39 239.0 295.0 3520
L B B A L L e
m/z--> 50 100 150 200 250 300 350 400

Abundance #107216: Hexadecane T —
57.0 16.50 17.00
m/z 69.05 20.66%
ol b LU t00 2280 SR
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102922\
Data File : BF130856.D

Acqg On : 29 Oct 2022 14:43
Operator : CG\JU

Sample : N5332-01

Misc

ALS vial : 7 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... 2.275 26.6 ng 728745 1  6.940 547928 20.0
2-Pentanone, 4-... 5.175 16.3 ng 446074 1 6.940 547928 20.0
n-Hexadecanoic ... 11.992 5.3 ng 162650 4 11.475 616914 20.0
Heptadecane 13.963 2.4 ng 78009 5 14.121 654842 20.0
Trifluoroacetox... 14.021 7.0 ng 228708 5 14.121 654842 20.0
Triphenylphosph... 14.221 6.5 ng 214154 5 14.121 654842 20.0
Octadecane 14.586 2.2 ng 71115 5 14.121 654842 20.0
Nonadecanamide 14.892 5.1 ng 104835 6 15.639 409058 20.0
Nonadecane 15.268 3.4 ng 68824 6 15.639 409058 20.0
Benzo[e]pyrene 15.504 4.3 ng 87983 6 15.639 409058 20.0
Hentriacontane 16.139 3.2 ng 65726 6 15.639 409058 20.0
Tetracosane 16.680 3.3 ng 66719 6 15.639 409058 20.0
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