LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126124.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.034 497 501 508 rVB 223669 215394 3.60% 0.767%
2 5.445 567 571 575 rBV 1293388 1210030 20.22% 4.309%
3 6.463 740 744 751 rVB 844278 755403 12.62% 2.690%
4 6.839 805 808 812 rBV 1022964 784307 13.11% 2.793%
5 6.981 828 832 838 rBV 416611 359044 6.00%  1.279%

6 7.404 899 904 907 rBV 3055743 2672311 44.66% 9.516%
7 8.122 1023 1026 1030 rBV 1153919 1012621 16.92% 3.606%
8 9.204 1205 1210 1213 rBV 5511189 4762073 79.58% 16.957%
9 9

.880 1320 1325 1328 rBV 1483129 1287217 21.51%  4.584%
10 10.669 1454 1459 1462 rBV 2640570 2504465 41.85%  8.918%
11 11.363 1574 1577 1581 rVB 1651243 1329463 22.22% 734%

12 11.757 1640 1644 1647 rBV 1528292 1286497 21.50%
13 12.898 1829 1838 1843 rBV3 85548 227626 3.80%
14 12.957 1843 1848 1851 rVB 6606367 5984146 100.00% 2

(SRR
o]
=
I
R

15 13.757 1978 1984 1993 rVB 104838 238924 3.99% 851%
16 14.004 2022 2026 2029 rBV 1540287 1311779 21.92% 4.671%
17 14.398 2088 2093 2098 rBv2 155188 238157 3.98% 0.848%
18 14.445 2098 2101 2105 rVV5 63707 88020 1.47% 0.313%
19 14.974 2186 2191 2198 rVB2 111551 194604 3.25% 0.693%
20 15.127 2214 2217 2225 rVB2 54032 67051 1.12% 0.239%
21 15.468 2270 2275 2279 rBV 896500 1088541 18.19% 3.876%
22 15.504 2279 2281 2286 rVB 58518 72256 1.21% 0.257%
23 15.615 2295 2300 2307 rVB2 93012 190113 3.18% 0.677%
24 15.945 2352 2356 2361 rBV3 55922 77562 1.30% 0.276%
25 16.368 2422 2428 2435 rVB3 61613 125212 2.09% 0.446%
Sum of corrected areas: 28082816
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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\BF111121\

BF126124.D

: 11 Nov 2021 13:45
Ju/CG

: M4576-06

: 6 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Time-->

8270-BF110321

12.898
T — e T e —T — e T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.034 5.49 ng 215394  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2-Pentanone 86 C5H100 000107-87-9 10

Abundance Scan 501 (5.034 min): BF126124.D\data.ms (-497) (-)

43.0
59.1
5000
101.0
“‘\ \“\ 83'0 Il
Ol e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
101.0
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
5000
43.0
31.0 ‘ 830 101.0
o 250 UL il mo®@O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
5000
101.0
58.0
O 3L0 L T 700 860 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110

8270-BF110321.M Mon Nov 15 16:04:06 2021

m/z 42.95 100.00%

4.80 5.00 5.20 5.40
m/z 59.10 57.62%

4.80 5.00 5.20 5.40
m/z 101.00  18.23%

4.80 5.00 5.20 5.40
m/z 58.00 13.20%

4.80 5.00 5.20 5.40
m/z 41.10 9.97%

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pyrrolidinone, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.981 9.16 ng 359044  1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 97
2 5-Methyl-1,2,4-oxadiazol-3-amine 99 C3H5N30 040483-47-4 38
3 3-Amino-5-pyrazolol 99 C3H5N30 006126-22-3 38
4 4H-1,2,4-Triazol-3-amine, 4-methyl- 98 C3H6N4 016681-76-8 27
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 25
Abundance Scan 832 (6.981 min): BF126124.D\data.ms (-828) (-) m/z 99.10 100.00%
2.1 99.1
5000
W | W
‘ ‘ 560 70.1 6.60 6.80 7.00 7.20 7.40
Obeerrrerrrprellll syl 840l nyz a2.10 86.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3927 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000 T T T T T T T T T T T T
6.60 6.80 7.00 7.20 7.40
28.0 m/z 44.05 84.02%
‘ | ‘ 560 700
0\\\‘\\\.\‘\\}‘\“’\\\}l ‘\\‘\}‘1}‘\\\““\\\\‘\.\\\‘\\\\}\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3858: 5-Methyl-1,2,4-oxadiazol-3-amine
42.0
99.0
R RRRREEEES e e
28.0 6.60 6.80 7.00 7.20 7.40
5000 15.0 m/z 98.00 70.48%
58.0
O vl
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3854: 3-Amino-5-pyrazolol R e
42.0 990 6.60 6.80 7.00 7.20 7.40
m/z 41.10 49.49%
5000
gl e 820 b et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20 7.40

8270-BF110321.M Mon Nov 15 16:04:07 2021 Page: 4



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 3 7,9-Di-tert-butyl-1-oxaspir... Conce
R.T. EstConc Area Relative to IS

11757 19.35ng 1286500  Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

1 7,9-Di-tert-butyl-1-0xaspiro(4,5. .. 276 C17H2403
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002

3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S
4 Ethanone, 1-(9-anthracenyl)- 220 C16H120
5 Benzenethanol, O, .beta.,.beta.,2... 220 C15H240

Abundance Scan 1644 (11.757 min): BF126124.D\data.ms (-1640) (-]
205.1

arch Compound Report

BF110321.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 1

D R.T.

""""" 11.363
CASH# Qual

082304-66-3 98
071596-88-8 50
052505-42-7 45
000784-04-3 45
1010128-94-8 45

m/z 205.05 100.00%

57.1
175.1
5000
91.0
261.1 PN RN
0lerrreelbal el 1‘,”3‘1”‘ by ‘”‘“““‘ m/z 57.10  95.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 — SN
205.0 11.50 12.00
910 175.0 m/z 217.20  69.94%
135.0
0 brrrrre ‘\}L \‘ ‘M\‘ \“‘i“\‘\‘}”i‘ ; “H‘\u‘ W’H} MHM Al \““h “Mn‘ : M e w\‘ : 1\‘ ‘ ‘%f“)“]:.‘(‘)‘ m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0
—r —
11.50 12.00
5000 ITI/Z 175.10 56.57%
163.
91.0 121.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl) P —
205.0 11.50 12.00
m/z 55.00 53.27%
5000
150.0
90 7o oo™’ |
0‘HM‘HMAWWHMA%‘WWMJMMMW‘HWH‘WAHM‘HMHW‘HWH —— s
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.898 3.47 ng 227626  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H99 007098-22-8 91
Abundance Scan 1838 (12.898 min): BF126124.D\data.ms (-1829) (- m/z 57.05 100.00%
57.0
5000
1250  13.00
141.0183 0 267.3 ‘ :
0 Hm‘mww‘“ b H “‘ AL BR0e20MS  mjz 43.10 66.13%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — e
12.50 13.00
m/z 71.10 54.82%
o L |1 141018302250 se50 3520
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
Ares ety i
12.50 13.00
5000 m/z 85.05 41.20%
ol ‘L‘ 1 \\ | 141-0183.0225.0267.0309.0 3670
=y T T T
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane ””ﬁ“ﬂk I
57.0 12.50 13.00
m/z 55.05 23.39%
5000
REY. | |1 1410183.0225.006703090 3801
B R A B T 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\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triacontane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.757 3.64 ng 238924  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 1984 (13.757 min): BF126124.D\data.ms (-1978) (- m/z 57.10 100.00%
57.1
- AJ\J\ML
‘ 1350  14.00
1831 ’ ’
NG S0 SO R i R
mlz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 —r ——
13.50 14.00
m/z 71.05 59.27%
130
0 I H\ ‘h h‘ I \6\90 2250 281.0 337.0 422(
\\\‘ \\‘\\\\‘\\!\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
—— —
13.50 14.00
5000 m/z 85.05 45.03%
13
oL L | 1130 ., 1690 2250 2810 337.0 394.0
“““““ B e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- T T
57.0 13.50 14.00
m/z 41.00 24.99%
- W
ol |17 1690 2250 sg10 3650
H““““‘““““““““‘“““““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF110321.M Mon Nov 15 16:04:09 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.63 ng 238157  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane 338 (C24H50 000646-31-1 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
Abundance Scan 2093 (14.398 min): BF126124.D\data.ms (-2088) (- m/z 57.05 100.00%
57.0
e Ju
14‘0(5 5.4‘56
1411 1972 281.9 : :
ob— “m “!‘ ‘h “‘ M e el B m/z 43.10  66.48%
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 — ——
14.00 14.50
m/z 71.10 61.60%
99.0
0 oy Ay 141.0 183.0 225.0 282.0
\\\\‘\\ \’\\\\‘\\\\‘\\\\‘\\\\
mfz--> 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
= —
14.00 14.50
5000 m/z 85.10 47.31%
99.0
ol L1} 1410 1830 2250 2670 338
e e
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane — —
57.0 14.00 14.50
m/z 55.10 27.57%
5000
99.0 169.0
os0 [\l 13a0 " aas0 o FTOT
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Hentriacontane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.974 3.58 ng 194604  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 (C24H50 000646-31-1 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 2191 (14.974 min): BF126124.D\data.ms (-2186) (-]
57.1

m/z 57.10 100.00%

5000 J\JL\/
13.1 ‘15‘00‘
0 Wﬂﬁﬂ‘ﬂ‘wlgﬁf;~3?§9““H“““M“‘ m/z 71.10 60.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 T
15.00
m/z 43.05 59.57%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
——
15.00
5000 m/z 85.10 47.93%
oLl L J\ i ‘1‘6‘90 2250  309.0 365.0 436
trlh ““ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane —
57.0 15.00
m/z 55.00 23.90%
- WWW
13.0
oLl H | L4 28202250 2950 3670 —_—
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF110321.M Mon Nov 15 16:04:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.615 3.49 ng 190113  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2300 (15.615 min): BF126124.D\data.ms (-2295) (-,

57.1
5000
“ ‘h “ 141118502251 2711 385.1
oL— ‘M M} ‘h\‘ \‘\hmwu\ \‘u‘\\‘u‘u‘u\u‘\ Al \‘M‘ - a ‘\‘h‘ ]
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
ol ‘L‘ L M | 141-9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
ol | “\\ H | 1410183.0225.0267.0309.0 365.0
AR “““ e e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

%

15.50 16.00
m/z 43.10 78.37%

%

15.50 16.00
m/z 71.10 62.33%

%

15.50 16.00
m/z 85.10 55.23%

%

Abundance #246483: Tetracosane
57.0 15.50 16.00
m/z 55.05 29.26%
41.0
JLLLLLL s omsomse o I
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF110321.M Mon Nov 15 16:04:12 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Sulfurous acid, butyl tride... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.368 2.30 ng 125212  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 86
2 Hexacosane 366 C26H54 000630-01-3 72
3 Heptadecane 240 C17H36 000629-78-7 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 2428 (16.368 min): BF126124.D\data.ms (-2422) (-1 m/z 57.05 100.00%
57.0

“ H H13901822 235.1 283.1 16.00 16.50
[ — “w‘ ‘\H\H . ‘H\‘M‘\\u\‘w\d by H\H“\‘\\‘\ 1l \HM ‘H I ‘\‘\‘\‘ T m/z 71.05 66.02%
mlz--> 50 100 150 200 250 300 350
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 — ——
16.00 16.50
% m/z 43.00 43.10%
0 T “\ ‘\L “\H“\‘ \M\ H‘ \H \1?’\9 ‘O\ ]\-8\:‘3\? T ?:3\5\0‘ T 1T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
— —
16.00 16.50
5000 m/z 85.10 39.04%
Ll *10183.02250 26703090 366
= A A A
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane — T
57.0 16.00 16.50
m/z 41.10 30.70%
o W/WWW
dsg L1 [ momes0 o0
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF110321.M Mon Nov 15 16:04:12 2021 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126124.D

Acqg On : 11 Nov 2021 13:45
Operator : JU/CG

Sample : M4576-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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|
2-Pentanone, 4-... 5.034 5.5 ng 215394 1 6.839 784307 20.0
2-Pyrrolidinone... 6.981 9.2 ng 359044 1 6.839 784307 20.0
7,9-Di-tert-but... 11.757 19.4 ng 1286500 4 11.363 1329460 20.0
Pentacosane 12.898 3.5 ng 227626 5 14.004 1311780 20.0
Triacontane 13.757 3.6 ng 238924 5 14.004 1311780 20.0
Eicosane 14.398 3.6 ng 238157 5 14.004 1311780 20.0
Hentriacontane 14.974 3.6 ng 194604 6 15.468 1088540 20.0
Hexacosane 15.615 3.5 ng 190113 6 15.468 1088540 20.0
Sulfurous acid,... 16.368 2.3 ng 125212 6 15.468 1088540 20.0

8270-BF110321.M Mon Nov 15 16:04:12 2021
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