LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125182.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 12 18 23 rVB 1875746 2439419 53.95% 8.081%
2 5.122 516 516 521 rBV 91948 107992 2.39% 0.358%
3 5.528 580 585 588 rBV 1811535 1639547 36.26% 5.431%
4 6.528 751 755 762 rBV 1214900 1029821 22.78% 3.411%
5 6.916 817 821 824 rBV 923671 791452 17.51% 2.622%
6 7.475 911 916 919 rBV 2438451 2332649 51.59% 7.727%
7 8.110 1020 1024 1030 rBvV2 49857 98900 2.19% ©.328%
8 8.198 1035 1039 1042 rBV 1297128 1056330 23.36% 3.499%
9 9.269 1217 1221 1225 rBV 4446422 4101164 90.71% 13.585%
10 9.951 1333 1337 1340 rVB 1574299 1213208 26.83% 4.019%
11 10.139 1364 1369 1374 rBV3 42099 52099 1.15% 173%
12 10.739 1467 1471 1474 rBV 3080420 2864450 63.36% 489%
13 11.145 1536 1540 1544 rBV 89646 78153 1.73%

14 11.439 1586 1590 1593 rBV 1507862 1273847 28.17%

AoV
N
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B

15 11.957 1671 1678 1693 rBV 1136483 1425530 31.53% 722%
16 12.651 1792 1796 1797 rBV2 46370 54533 1.21% 0.181%
17 12.745 1807 1812 1817 rBV 827151 842946 18.64%  2.792%

18 13.027 1855 1860 1863 rBV 4954713 4521225 100.00% 14.977%
19 13.845 1989 1999 2008 rBV2 196336 525351 11.62% 1.740%

20 13.945 2013 2016 2029 rVB5 161317 433814 9.60% 1.437%
21 14.080 2035 2039 2042 rBV 1119717 1014590 22.44%  3.361%
22 14.233 2063 2065 2074 rVB2 36829 53339 1.18% 0.177%
23 14.545 2114 2118 2125 rBV 219897 362857 8.03% 1.202%
24 14.933 2182 2184 2194 rVB3 36878 50253 1.11% ©.166%
25 15.210 2226 2231 2240 rVB2 151775 320467 7.09% 1.062%
26 15.574 2288 2293 2303 rVB 816152 1088298 24.07%  3.605%
27 16.004 2359 2366 2371 rBV2 91832 207657 4.59% ©.688%

28 16.409 2429 2435 2444 rVB2 87753 208140 4.60% ©.689%

Sum of corrected areas: 30188031
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\

BF125182.D
: 24 Aug 2021 13:28
Ju/CG
: M3462-01
: 5 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

AbLgdeadbC(')so TIC: BF125182.D\data.ms
4000000
3000000
7.475
2000000{2.193 5.528
6.528
1000000 6.916
5.122
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\L\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125182.D\data.ms
5066000 13.027
9.269
4000000
10.739
3000000
2000000
9.951 11.439
8.198 11.957
1000000 12.745
8.11 10.139 | 11.145 12.6
— —— — — I I A e e e P = ‘ = =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
AbLgdeadbC(')so TIC: BF125182.D\data.ms
4000000
3000000
2000000
14.080
1000000
16.004  16.409
0 T ‘ T T 7‘ 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\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 61.64 ng 2439420 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# 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 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 18 (2.193 min): BF125182.D\data.ms (-12) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.1

| ‘ 2.20 2.40 2.60

0 mwwwwHH_uHw,‘wwmwu,wﬁ?%-?” m/z 43.00 47.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L I B L B

430 2.20 2.40 2.60
87.0 m/z 55.00 36.38%

20 | Lo ||
\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘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

2. 20 240 260

o

5000 ITI/Z 87.10 26.35%
55.0
27.0 41l
o280 L Ll es0 us0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
87.0 m/z 41.00 14.91%
5000 41.0 55.0
27.0
0 1, ‘ 112.0 129.0
“““,“‘,“ R i R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.122 2.73 ng 107992 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 516 (5.122 min): BF125182.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
T T
83.0 101.0 4.80 5.00 5.20 5.40
Ot gl S~ m/z 59.00 55.95%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T
4.80 5.00 5.20 5.40
101.0 m/z 58.00 18.27%
27.0 | ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EEERRREEa SR
4.80 5.00 5.20 5.40
5000 59.0 m/z 101.00 16.40%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EERRRREE SR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.75%
5000 41.0
126.0
ol 101
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF081821.M Wed Aug 25 11:04:51 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.957 22.38 ng 1425530  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Dodecanoic acid 200 C12H2402 000143-07-7 76

Abundance Scan 1678 (11.957 min): BF125182.D\data.ms (-1671) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
213.2 L
I VT e .
VMRS 1 1N SN A S Y Rt m/z 60.00  98.00%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 73.00 93.49%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ \\H\H\M{‘\‘HH\\\““\\Hh‘h“\”\‘\\‘HH‘H‘H‘\‘\\‘H‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
o
12.00
5000 129.0 m/z 57.00 82.48%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid e
43.0 ,73.0 12.00
m/z 55.00 82.07%
5000
129.0 242.0
199.0
WL e | amo
O brrrpebee il LAl N L e
m/z--> 20 40 60 80 100120140160 180 200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.745 13.23 ng 842946  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1812 (12.745 min): BF125182.D\data.ms (-1807) (-} m/z 43.00 100.00%

43.0
5000
129.0
185.1 241.2 T U
‘ ‘ 284.1 12.50 13.00
oH‘ ‘“‘w‘M‘“_um‘uH“_m_” m/z 60.00  87.84%
m/z--> 150 200 250 300 350
Abundance #179089 Octadecanoic acid
5000 129.0 =T R
12.50 13.00
m/z 57.00 85.63%
185.0 284.0
241.0
O' ‘“M‘ m \“‘\ \‘\‘\ ‘ T \‘\ \“\\\‘\ ‘ T T T ‘ 1T
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
= =
12.50 13.00
5000 129.0 m/Z 73.00 84.56%
H‘ ‘ 171.0 213.0 256.0
oL~ ‘ Hm\h‘\ \u‘\ u \ “ ““‘\ ““\‘ , “\‘ P
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e e
43.0 12.50 13.00
m/z 55.00 76.81%
5000 284.0
3.0 1290
1850 2410
0 NH w‘h\‘ Jv‘wH‘M JM Lo b 372 — e
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.845 10.36 ng 525351 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 (C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1999 (13.845 min): BF125182.D\data.ms (-1989) (- m/z 57.00 100.00%
57.0

:

5000
271 13.50 14.00
o‘Hw‘lkﬁwu_?gi?uﬁ?%ﬂ‘u_‘u_‘u_‘u_u‘_u‘_u m/z 43.00  55.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
13.50 14.00
m/z 71.05 54.73%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
— ——
13.50 14.00
5000 m/z 85.05 40.96%

|| }#79197.0267.0 367.0

:

oh LTS 19702670 3670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0 13.50 14.00
m/z 55.00 22.93%
5000

ol Ul || 127.0197.0 281.0  394.0
“H“H‘w“u‘u“"H“H‘_“w“u‘u“_‘u“u‘_“w“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00

\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl13.945 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.945 8.55 ng 433814 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 38
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 30
3 Phthalic acid, 3-(2-methoxyethyl... 392 C23H3605 1000315-39-5 27
4 Phthalic acid, 2-chloroethyl dec... 368 C20H29C104 1000315-77-5 27
5 Phthalic acid, but-3-yn-2-yl cyc... 314 C19H2204 1000315-75-8 27

Abundance Scan 2016 (13.945 min): BF125182.D\data.ms (-2013) (-  m/z 105.00 100.00%
105.0

149.0
5000
43.0 : i4b6
i 21 st ‘
ol Al b S S L m/z 149.00  83.85%
mlz--> 50 100 150 200 250 300 350
Abundance #39653: Benzenemethanol, 4-(1,1-dimethylethyl)-
149.0
5000 T
14.00
91.0 m/z 77.00 38.16%
41.0 ‘ ‘
04 ‘\“‘H\”\H\ \““H\“U r”\“ T L B B
m/z--> 50 100 150 200 250 300 350
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
e
107.0 14.00 ]
5000 m/Z 135.00 15.05%
52.0
o daded
miz-> 50 100 150 200 250 300 350
Abundance #296903: Phthalic acid, 3-(2-methoxyethyl)heptyl pentyl € e
149.0 14.00
m/z 43.00 12.32%
5000
450 950 237.0
0 \H\WMWﬂ\M\w\uHH¥Q%QW\\‘\\\\M\\\‘\\\\ ——
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\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.545 7.15 ng 362857 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2118 (14.545 min): BF125182.D\data.ms (-2114) (1 m/z 57.00 100.00%
57.0
o NJLL
T \
LT, 1e01 2532 s
ol A b1 2898 2532 3880 n/; 71.e8  58.64%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
5000 —— :
14.50
m/z 43.00 58.11%
oL 11113130 1600 2250 2810 3800
\\\‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228591: Tetradecane, 1-iodo-
57.0
T \
14.50
5000 m/z 85.10 43.74%
13.0 197.0
oL b e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— :
57.0 14.50
m/z 55.00 22.16%
o NNk“”WJNMMj\NWWMwﬁWNWN
169.0
oLl LT 1090 2280 zong asao o .
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.210 5.89 ng 320467 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 2231 (15.210 min): BF125182.D\data.ms (-2226) (- m/z 57.00 100.00%
57.0
9.0 —— ——
15.00 15.50
141.0183.1
0 m‘um‘!w‘w“‘ Lilew P 5222209 m/z 71.00 60.19%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
15.00 15.50
m/z 43.00 56.93%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
15.00 15.50
5000 m/z 85.00 42.24%
9.0
ol Hh‘ | | | 141.0183.0225.0267.0309.0 367.0
A e e T
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 15.00 15.50
m/z 55.00  25.28%
- W
90 1550197.0
0 Nk“‘bw‘hﬂﬁ‘uﬁ“‘ﬂ““““““““““ —r —r
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\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.004 3.82 ng 207657 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 87

Abundance Scan 2366 (16.004 min): BF125182.D\data.ms (-2359) (- m/z 57.00 100.00%
57.0

13.1 1600 ‘
16.00
0 ‘ ]W Liy 222022022810 3851 . 4300 59.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 —
16.00
m/z 71.05 58.65%
0 | L ‘ “\ ‘h h |‘ L] \9 p L 2\25 0 281.0 352.0
\\\‘ \\‘\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
1T
16.00
5000 ITI/Z 85.10 40.78%
.0
0 | uh\ \‘h:h h I‘ \ 16\9 lO l 2\2\5 Q 309 0 365 O 437 !
S RRER : R L e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane 7
57.0 16.00
m/z 55.00 19.42%
oLl LU 1090 2250 2ss0 a0 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl6.410 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.410 3.83 ng 208140 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-naphthalenol, 6-methoxy- 174 C11H1002 1000404-68-0 43
2 Quinazoline, 4-ethyl-, 3-oxide 174 C1OH1ON20 037920-74-4 43
3 N'-(1-Methyl-1,3-benzodiazol-2-y... 174 C9H1ON4 1000443-47-8 38
4 4-(3-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-18-3 38
5 N-Benzyl-2-cyano-acetamide 174 C1OH1eN20 1000300-42-1 38

Abundance Scan 2435 (16.409 min): BF125182.D\data.ms (-2429) (- m/z 174.05 100.00%

174.1
5000
43.0 . A L .
1.0 269.1 410.. 1650
‘ %25 ‘ 354.9 :
0! bbb ] m/z 161.05 30.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48942: 2-naphthalenol, 6-methoxy-
174.0
5000 1310 —
16.50
m/z 159.00 24.81%
77.0
O_\\\“\‘\“‘\‘\‘h\‘\”"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #48767: Quinazoline, 4-ethyl-, 3-oxide
174.0
16.50
5000 ITI/Z 187.10 22.89%
132.0
77.0 ‘
0 h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #49700: N'-(1-Methyl-1,3-benzodiazol-2-yl)methanimidar
174.0 16.50
m/z 43.00 22.28%
5000
132.
00,710 L
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125182.D

Acqg On : 24 Aug 2021 13:28
Operator : JU/CG

Sample : M3462-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.193 61.6 ng 2439420 1 6.916 791452 20.0
2-Pentanone, 4-... 5.122 2.7 ng 107992 1 6.916 791452 20.0
n-Hexadecanoic ... 11.957 22.4 ng 1425530 4 11.439 1273850 20.0
Octadecanoic acid 12.745 13.2 ng 842946 4 11.439 1273850 20.0
Tetratetracontane 13.845 10.4 ng 525351 5 14.080 1014590 20.0
unknown13.945 13.945 8.6 ng 433814 5 14.080 1014590 20.0
Heptacosane 14.545 7.2 ng 362857 5 14.080 1014590 20.0
Octacosane 15.210 5.9 ng 320467 6 15.574 1088300 20.0
Pentacosane 16.004 3.8 ng 207657 6 15.574 1088300 20.0
unknown16.410 16.410 3.8 ng 208140 6 15.574 1088300 20.0
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