LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acqg On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130960.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.240 18 26 31 rBV 468449 610211 35.39% 4.397%
2 2.346 38 44 53 rBvV 29620 38405 2.23% 0.277%
3 4.040 327 332 337 rVB 125846 156736 9.09% 1.129%
4 5.151 516 521 533 rVB 359603 423635 24.57%  3.053%
5 5.545 582 588 591 rBV 1762247 1724377 100.00% 12.426%
6 6.545 752 758 761 rBV 1708443 1716491 99.54% 12.369%
7 6.745 789 792 802 rBV3 15409 21278 1.23% ©.153%
8 6.922 818 822 825 rBV 537136 406013 23.55% 2.926%
9 7.069 843 847 864 rBV7 16538 45541 2.64% 0.328%
106 7.316 885 889 899 rBV 62390 69854 4.05% 0.503%
11 7.487 913 918 921 rBV 1207620 1083190 62.82% 7.806%
12 8.110 1020 1024 1037 rBV 83474 208489 12.09% 1.502%
13 8.204 1037 1040 1043 rVW 526718 507139 29.41%  3.654%
14  8.228 1043 1044 1047 rVB 34746 20786 1.21% ©.150%
15 9.286 1218 1224 1227 rBV 1592125 1450411 84.11% 10.452%
16 9.969 1334 1340 1343 rBV 578734 486686 28.22%  3.507%
17 10.157 1369 1372 1379 rVB4 13538 20680 1.20% ©.149%
18 10.610 1446 1449 1455 rVB 32745 28825 1.67% 0.208%
19 10.757 1470 1474 1479 rBV 1097792 921066 53.41% 6.637%
20 10.804 1479 1482 1489 rVB 49017 51956 3.01% 0.374%
21 10.875 1489 1494 1497 rBV 21600 23265 1.35% 0.168%
22 11.345 1571 1574 1581 rVB4 14004 18098 1.05% 0.130%
23 11.457 1590 1593 1596 rBV 463287 426401 24.73% 3.073%
24 11.480 1596 1597 1600 rvVv 94199 69386 4.02% 0.500%
25 11.533 1602 1606 1609 rVB 23553 25581 1.48% 0.184%
26 11.686 1628 1632 1637 rBV2 17744 24607 1.43% 0.177%
27 11.845 1655 1659 1662 rBV 34986 31027 1.80% 0.224%
28 11.974 1677 1681 1687 rBV3 33043 57597 3.34% 0.415%
29 12.074 1694 1698 1700 rBv2 23319 22427 1.30% 0.162%
30 12.257 1725 1729 1732 rBV2 20828 23020 1.33% 0.166%
31 12.551 1775 1779 1782 rBV5 12340 20403 1.18% 0.147%
32 12.674 1797 1800 1804 rBV 185184 154015 8.93% 1.110%
33 12.910 1834 1840 1843 rBV 144436 169815 9.85% 1.224%
34 13.051 1857 1864 1867 rBV 1053109 987169 57.25% 7.114%
35 13.116 1872 1875 1881 rBvV7 13130 24209 1.40% 0.174%
36 13.186 1884 1887 1889 rBV3 16846 20384 1.18% 0.147%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acqg On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.233 1893 1895 1898 rVB 26421 25047 1.45% 0.180%
38 13.945 2014 2016 2021 rVB3 28795 28837 1.67% 0.208%
39 14.027 2025 2030 2036 rVV7 39832 117911 6.84% ©.850%
49 14.110 2039 2044 2046 rVV2 438867 488267 28.32% 3.518%
41 14.133 2046 2048 2053 rVB 91423 79946 4.64% ©.576%
42 14.204 2057 2060 2065 rVB2 53957 63766 3.70% 0.460%
43 14.263 2068 2070 2073 rVB3 19562 18350 1.06% 0.132%
44 14.568 2120 2122 2125 rBv2 29623 22754 1.32% 0.164%
45 15.168 2220 2224 2228 rBvV 77307 123379 7.15% ©.889%
46 15.245 2233 2237 2240 rVB 51948 63614 3.69% 0.458%
47 15.486 2275 2278 2283 rVB 54357 73709 4.27% ©.531%
48 15.551 2285 2289 2295 rBvV 71484 94500 5.48% 0.681%
49 15.621 2296 2301 2305 rBV 316683 422565 24.51% 3.045%
50 16.104 2380 2383 2388 rVB 49468 69684 4.04%  0.502%
51 16.639 2470 2474 2481 rBV2 27019 45057 2.61% 0.325%
52 17.615 2635 2640 2647 rVB2 24681 50671 2.94% 0.365%
Sum of corrected areas: 13877230
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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\BF110322\

BF130960.D
: 03 Nov 2022 13:27
: CG\JU
: N5395-05
: 8 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
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2.240
5.151
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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.
2.240 30.06 ng 610211 1,4-Dichlorobenzene-d4 6.922

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 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 26 (2.240 min): BF130960.D\data.ms (-18) (-) m/z 73.10 100.00%
73.1
5000 43.0 j\
S
‘ J b1 220 240 260
Ol poreeyeer il 580 Il 881 n/z 43.e5 45.00%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
43.0 220 240 2.60
‘ m/z 55.10  31.59%
270 8%0
O\‘\\\\‘\‘\\“\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
T
220 240 260
5000 55.0 m/z 87.10  26.63%
N
I Tt 1 b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- T
73.0 220 240 260
m/z 41.10 14.59%
5000
43.0
ol 10 Ll 880 | 880 A
i e e Ao MR AR m e
m/z--> 0 20 40 60 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.151 20.87 ng 423635 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 521 (5.151 min): BF130960.D\data.ms (-516) (-) m/z 43.00 100.00%
43.0
59.1
5000
T
83.1 101.1 4.80 5.00 5.20 5.40
ol el A0 PR~ m/z 59.18  55.95%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B B B BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.19%
s L L 73.0 83\"0 |
O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’1\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
T aammaa s REARE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 13.447%
29.0
101.0
0""‘“‘,‘HH“MH‘HM“HH‘HH"HH‘HH,‘HH_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-  RAEBAaEEEESSRE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.28%
5000
41.0
20.0 101.0
Ol et 730 880 L
m/z--> 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\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 unknown7.069 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.069 2.24 ng 45541 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HSNO 000872-50-4 43
2 Bicyclo[2.2.1]hepta-2,5-dien-7-01 188 C7H80 000822-80-0 35
3 1,3-cis,5-cis-Octatriene 108 C8H12 040087-62-5 22
4 Ethanone, 1-phenyl-2-(1-piperidi... 203 C13H17NO 000779-52-2 12
5 5-Methyl-1,2,4-oxadiazol-3-amine 99 C3H5N30 040483-47-4 12
Abundance Scan 847 (7. 069 min): BF130960 D\data ms (-843) (-) m/z 79.00 100.00%
42.1 .0 99.0
5000
\H ;} ‘ 6.80 7.00 7.20 7.40
o_Mww!"m‘_w‘W A A myz 42,10 95.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3933: 2-Pyrrolidinone, 1-methyl-
99.0
42.0
5000 e
6.80 7.00 7.20 7.40
28.0 m/z 99.00 95.30%
Ll s W
O‘\\\\‘\\‘\‘\‘\\\\}\\\\‘\“11‘\\\““\\\\’\\\\‘\\\\"\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6085: Bicyclo[2.2.1]hepta-2,5-dien-7-ol k
79.0 /\
bbbl
6.80 7.00 7.20 7.40
5000 107.0 m/z 77.00 68.00%
91.0
51.0
65.0 ‘
Y O W NN T O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 M A
Abundance #6141: 1,3-cis,5-cis-Octatriene L BRI
79.0 6.80 7.00 7.20 7.40
m/z 44.05 61.60%
108.0
5000
‘ 53.0 66.0
\»MHM\ AT Mo i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Data Path :
Data File :
. 03

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\

BF130960.D
Nov 2022 13:27
: CG\JU
: N5395-05
Sample Multiplier: 1

. 8

Quant Method :
Quant Title

TIC Library

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 5 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
8.110 8.22 ng 208489  Naphthalene-d8 8.210
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 83
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
Abundance Scan 1024 (8.110 min): BF130960.D\data.ms (-1020) (-) m/z 45.10 100.00%
45.1
5000 J\\k
75.0 T
7.80 8.00 8.20 8.40
1 T T Ty e .
0Ll Ml e m/z 57.05  93.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 7.80 8.00 8.20 8.40
750 m/z 41.05 36.23%
04 T \‘H“\‘\“‘H‘\ \MHH\ \‘1“\“ \“1‘ \lwoﬁ)\ow T \1\3\2\0‘ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e e
7.80 8.00 8.20 8.40
5000 m/z 75.00 15.88%
29.0 75.0
100.0
ol i i, Mw A %0 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #5036: 3,3-Dimethylbutane-2-ol R EmaaREE
57.0 7.80 8.00 8.20 8.40
m/z 56.05 14.98%
5000
87.0
29.0 ‘
0 e e
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\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.975 2.70 ng 57597  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 49
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 27

Abundance Scan 1681 (11.974 min): BF130960.D\data.ms (-1677) (- m/z 43.10 100.00%
431 73.1

5000
129.1
185.2213.1 ‘ ‘
%0 154.9 3 256.1 12.00
. m/z 41.00 92.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

5000 129.0 ‘ ‘
12.00
. 157.0 18502130 256.0 m/z 73.10 90.48%
(o}

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

%

3

-

Abundance #109281: Tetradecanoic acid
73.0
430 12.00
5000 ITI/Z 57.05 85.94%
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.10 72.28%
5000
129.0 242.0
199.0
LRSS, ), e
YA TR S i N RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27

Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 7 unknownl4.027 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
14.027 4.83 ng 117911  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 49

2 2-Hexyldodecyl acetate 312 C20H4002 1000368-55-9 46
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
4 Cyclopentadecane 210 C15H3e 000295-48-7 46

5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 46

Abundance Scan 2030 (14.027 min): BF130960.D\data.ms (-2025) (- m/z 55.05 100.00%
55.0
5000
T T
14.00
0 m/z 43.10 83.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 - :
11.0 14.00
m/z 57.85  72.94%
210.
O T \‘l\ ‘ " T “\ \‘ \‘H\‘ l‘l HL\ ‘Wl“ﬁ\s\-\o\ ‘?\0\2\5‘6\‘\0\ T ‘ T \3\5’6\.\()\ T ’ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #214916: 2-Hexyldodecyl acetate
43.0
T T
14.00
5000 111.0 ITI/Z 69.10 59.54%
1670 2520
AON 11U Vi ey S
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate e ‘
57.0 14.00
m/z 83.05 56.13%
5000
11.0
169.0
o L0 2800000 asa —
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 Triphenylphosphine oxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.204 2.61 ng 63766  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38

Abundance Scan 2060 (14.204 min): BF130960.D\data.ms (-2057) (- m/z 277.10 100.00%
277.1

5000
77.0 183.0 —p -
151.9
4700 1138 “ H 228.1 14.00 14.50
O brprrrrh ettt bt b b et m/z 278.05  33.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171173: Triphenylphosphine oxide
277.0
5000 e T

14.00 14.50
m/z 183.00  22.19%

7
ob 470 1070 1520
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
wraty e e
14.00 14.50
5000 m/z 199.00 21.01%
77.0
152 0 183.0
47.0
1 I :\LO\7\0\M “ u 228.0

o

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #169750: Vanadium, cycloheptatrienyl- (pentamethylcyclo
77.0 14.00 14.50

m/z 77.00 19.93%

5000

5.0
510 91,0 142.0 ‘
0 \‘ | i dH\ ‘ 2450 |
R R . AN —— ——

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.245 3.01 ng 63614  Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2237 (15.245 min): BF130960.D\data.ms (-2233) (- m/z 57.10 100.00%

57.1
5000

——
99.1 268.1 15.00 15.50
“\ ‘H‘“ HH ‘m \‘ et ‘15‘5} ‘1?5‘923\1\1“ whey ‘31‘5‘]; - m/z 71.10 64.37%

m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0

5000 — e
15.00 15.50

m/z 43.10 56.11%
‘\‘ \

o

99.0
0 \ I d‘\ H‘ \‘ :\1_4%(\) 1830 2540
\\1‘\1\ \\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 41.37%
99.0
0 J JJ 1410 1830 2250 2820
R R R e R AR
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T ——
57.0 15.00 15.50

m/z 55.05 21.53%

. WMMMW
T

99.0
Loy ", 1410 1830 2250 2680
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 6
R.T. EstConc Area Relative to ISTD R.T.
15.486 3.49 ng 73709  Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Perylene 252 C20H12 000198-55-0 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90

Abundance Scan 2278 (15.486 min): BF130960.D\data.ms (-2275) (- m/z 252.10 100.00%

252.1
5000

126.1 15 50
. 1791 . !
o, 431 869 || 17912160 | 3011340 . 5cp'ac 59.67%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 M\‘ ‘ T T T
15.50

m/z 253.05 25.62%

125.0
0 39.0 830 | | 200.0 . |
LI ‘ T T ‘ T T T ‘ T T T ‘ T T T L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #138552: Perylene
252.0
v

15 50

5000 m/z 126.10 13.90%
126.0
0 50.0 870 MJ‘ 16201980 !
R e B L B e S A
m/z--> 50 100 150 200 250 300 m

Abundance #138555: Benzo[a]pyrene ‘ 4 pr

252.0 15.50

m/z 124.90  13.63%

5000
126.0
50.0 87.0 . | 163.0200.0 |

oA S 83 . —
m/z--> 50 100 150 200 250 300 15.50

8270-BF102722.M Tue Nov 08 12:42:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.104 3.30 ng 69684  Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 80

Abundance Scan 2383 (16.104 min): BF130960.D\data.ms (-2380) (- m/z 57.10 100.00%

57.1
5000

—— —
16.00 16.50
oL b ‘ H LA 1“1“7?%‘2‘1%%“7’7‘”“‘1“3‘?{9 396! myz 71.10 62.89%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — —
16.00 16.50

m/z 43.10  58.40%
| ]

O T ‘\ ‘\‘ ‘ T H“‘ h‘ h‘ \“‘ \1-\ “ “ T %\-8\‘3\0’ 122\5\ (\) ‘ \2\8\‘2'\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0

T
16.00 16.50

5000 m/z 85.10 51.26%
9.0
N N
m/z--> 100 150 200 250 300 350
Abundance #158600: Nonadecane T ——
57.0 16.00 16.50

m/z 55.10  27.62%

9.0
ol bbby, 3401830 2680 R

m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acq On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS Vial : 8 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 12 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.639 2.13 ng 45057  Perylene-d12 15.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Nonadecane 268 C19H40 000629-92-5 89
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 2474 (16.639 min): BF130960.D\data.ms (-2470) (- m/z 57.05 100.00%
57.0

5000

e e
‘ h 280.0 341, 16.50 17.00
Ay m/z 71.18  63.76%

m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0

5000

o

T T
16.50 17.00

m/z 43.10 61.81%

99.0
O 1\5’.\0‘\ ‘\“ T “H‘ \‘“‘\ h“ \“‘ \‘]-\43_“0‘\ ]‘\-8\3\.()‘ \22\!:_)\.0\ ‘ T \296‘.(\) LI
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
—— —
16.50 17.00
5000 ITI/Z 85.10 53.92%
99.0
0 Il H\ L u‘ I :!'4;'0 183.0 268.0
— e
miz-> 50 100 150 200 250 300
Abundance #206617: Sulfurous acid, butyl dodecyl ester P ——
57.0 16.50 17.00

m/z 55.05  44.32%

5000 WMWW

99.0
oL ‘\“ \‘L ‘ ““h‘ “L“ H‘ | 16?'0 221.0

‘ T
m/z--> 50 100 150 200 250 300 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130960.D

Acqg On : 03 Nov 2022 13:27
Operator : CG\JU

Sample : N5395-05

Misc

ALS vial : 8 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... 2.240 30.1 ng 610211 1 6.922 406013 20.0
2-Pentanone, 4-... 5.151 20.9 ng 423635 1 6.922 406013 20.0
unknown?7.069 7.069 2.2 ng 45541 1 6.922 406013 20.0
Ethanol, 2-(2-b... 8.110 8.2 ng 208489 2 8.210 507139 20.0
n-Hexadecanoic ... 11.975 2.7 ng 57597 4 11.457 426401 20.0
unknown14.027 14.027 4.8 ng 117911 5 14.110 488267 20.0
Triphenylphosph... 14.204 2.6 ng 63766 5 14.110 488267 20.0
Octadecane 15.245 3.0 ng 63614 6 15.621 422565 20.0
Benzo[e]pyrene 15.486 3.5 ng 73709 6 15.621 422565 20.0
Eicosane 16.104 3.3 ng 69684 6 15.621 422565 20.0
Heneicosane 16.639 2.1 ng 45057 6 15.621 422565 20.0
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