LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acqg On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc :

ALS vial : 3  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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132057.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.134 3 8 18 rVB 34312 46806 1.17% ©0.215%
2 4.998 488 495 505 rBV 64794 105286 2.63% 0.484%
3 5.404 559 564 576 rBV 2587183 2606816 65.06% 11.976%
4 6.428 733 738 741 rBV 2538204 2568428 64.11% 11.800%
5 6.775 793 797 800 rBV 582649 504528 12.59% 2.318%

.351 889 895 898 rBV 1567554 1721809 42.97% 7.910%
.063 1011 1016 1020 rBV 717257 650283 16.23% 2.987%
.145 1194 1200 1203 rBV 3343761 3356013 83.76% 15.418%
.822 1310 1315 1319 rBV 924424 800986 19.99%  3.680%
10 10.622 1446 1451 1454 rBV 2436955 2218385 55.37% 10.192%

11 11.316 1563 1569 1572 rBV 1116536 889194 22.19% 4.085%
12 11.663 1624 1628 1633 rBV 100648 113716 2.84% ©.522%
13 11.869 1659 1663 1669 rVB 75021 91451 2.28% 0.420%
14 12.357 1741 1746 1753 rVB5 24457 40228 1.00% 0.185%
15 12.780 1812 1818 1823 rBV 25801 41109 1.03% ©.189%

16 12.910 1835 1840 1843 rBV 4012057 4006595 100.00% 18.

8
17 13.962 2016 2019 2023 rBV 861995 733114 18.30% 3.368%
18 14.121 2037 2046 2050 rBV3 40825 65864 1.64% ©0.303%
19 14.727 2145 2149 2154 rBV 42806 52063 1.30% 0.239%
20 15.057 2201 2205 2210 rVB 59584 64947 1.62% 0.298%
21 15.427 2262 2268 2274 rBV 490107 610046 15.23% 2.803%
22 15.856 2336 2341 2347 rVB 65601 96109 2.40% 0.442%
23 15.933 2349 2354 2362 rVW3 47702 79277 1.98% 0.364%
24 16.351 2415 2425 2431 rVB 63237 142470 3.56% ©.655%
25 16.927 2519 2523 2534 rVB3 40905 86082 2.15% ©.395%
26 17.615 2634 2640 2647 rVB3 32441 75394 1.88% 0.346%
Sum of corrected areas: 21766999
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132057.D\data.ms

3500000

3000000
5.404 6.428
2500000
2000000
7.351
1500000
1000000
6.775

500000
134 4.998

Oﬁ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ L L L L L I B L B

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 .
4000000 TIC: BF132057.D\data.ms

12.910
3500000 9.145

3000000
2500000 10.622
2000000

1500000
11.316

1000000 9.822
8.063

500000

o 12,357 12.78(
— - — —— — — SR SR
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance .
4000000 TIC: BF132057.D\data.ms

11.6681.869
T /\\ T /\\ ‘

3500000

3000000

2500000

2000000

1500000

1000000 13.962

500000 15.427

14.121 14.727 15.057 1&85§§1«~}§§§§;_AHWk;§§p7 17.615

0 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\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.998 4.17 ng 105286  1,4-Dichlorobenzene-d4 6.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetamide, N-(cyanomethyl)- 98 C4H6EN20 004814-80-6 9
Abundance Scan 495 (4.998 min): BF132057.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R T T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
oHH‘m‘u‘uHMHH“;Huw”_m_‘ m/z 59.00 62.19%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LN B
4.60 4.80 5.00 5.20 5.40
590 m/z 101.00  22.06%
101.
27.0 ‘ H 83.0 0‘ 0
O\\\\‘\“\H\\“‘1\\‘1‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.11%
101.0
o 180 . 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RAREaRARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 11.19%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
—_—
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 wunknownll.663 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.663 2.56 ng 113716  Phenanthrene-di0 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Levodopa 197 C9H11NO4 000059-92-7 28
2 Benzoic acid, hexyl ester 206 C13H1802 006789-88-4 17
3 Niacin 123 C6H5N02 000059-67-6 9
4 Propanamide, N-(4-methoxyphenyl)- 179 C10H13NO02 002760-31-8 9

5 4-Pyrimidinamine, 2,6-dimethyl- 123 C6HON3 000461-98-3 9

Abundance Scan 1628 (11.663 min): BF132057.D\data.ms (-1624) (- m/z 123.00 100.00%

128.0
5000 57.0
79.0

179.0
M 190 | a7 1150  12.00
et et AL T m/z s56.95 49.87%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72972: Levodopa
123.0
N

o

5000 ‘ 1
1150 1200
m/z 104.95  41.347%
oL 280 510 o 1520 1970
\\\\‘\\\\"\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\i‘\\w\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82484: Benzoic acid, hexyl ester
123.0
SNV -
11.50 12.00
5000 77.0 41.05  31.85%
ol 290 ﬂ w0 | 1es0 2080
rerr e e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11506: Niacin
128.0 1150 1200

m/z 79.00  24.27%

5000 78.0
51.0
0 u \\ | \“‘ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 1,2-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.868 2.06 ng 91451  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 90
2 1,4-Dibutyl benzene-1,4-dicarbox... 278 C16H2204 001962-75-0 90
3 Dibutyl phthalate 278 C16H2204 000084-74-2 90
4 Phthalic acid, butyl 8-chlorooct... 368 C20H29C104 1000356-85-9 83
5 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 83

Abundance Scan 1663 (11.868 min): BF132057.D\data.ms (-1659) (- m/z 148.95 100.00%
148.9

5000

— ——
410 76.0104.0 223.0 11.50 12.00
prrreree bbb e b e e M/Z 150,00 9.49%
miz-> 20 40 60 80 100120140160 180 200220 240 260 280

Abundance #170899: 1,2-Benzenedicarboxylic acid, butyl 2-methylpr
149.0

o

N ay

\
11.50 12.00
m/z 41.00 7.69%

5000

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170787: 1,4-Dibutyl benzene-1,4-dicarboxylate

o

149.0
s el
11.50 12.00
5000 ITI/Z 104.00 5.98%
41‘.0 76.0 1071.0 | 1770 223.0 278.(
S sl ARSI H Y4 4 M i1 £~
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170759: Dibutyl phthalate SN N § S
149.0 11.50 12.00

m/z 76.00 5.89%

5000

76.0 104.0 1770 2230 278.C L A h

) SRS )N [ ¥ £ S s —- -2 S W | S
m/z--> 20 40 60 80 100120140160180 200220240260 280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Sulfurous acid, butyl undec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.057 2.13 ng 64947  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 80
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2205 (15.057 min): BF132057.D\data.ms (-2201) (- m/z 57.05 100.00%
57.0
99.0 Lo ‘
‘ ‘ | ‘ | | 1410 2070 49 15.00
ob—W Al b Bl o T O m/z 71.18  74.89%
m/z--> 50 100 150 200 250 300
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
5000 =
15.00
‘ m/z 43.18 72.03%
99.0
155.0
OZ\GL\O‘\L ‘H\ h‘ \“”\ H‘ ey “‘\ T \2(‘)7\(\) L B B e
miz—-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
15.00
5000 m/z 85.05 57.23%
99.0 183.0
o0l |7 e TT s
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- T
57.0 15.00
m/z 55.00  25.86%
- W
99.0
155.0 225.0
A N At o —
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 5 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.857 3.15 ng 96109  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 90
2 Octadecane 254 (C18H38 000593-45-3 87
3 Heneicosane 296 (C21H44 000629-94-7 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 2341 (15.856 min): BF132057.D\data.ms (-2336) (- m/z 57.05 100.00%
57.0
2000 UJJ
— ——
Hl? 1971 2820 15.50 16.00
o‘HH,‘HWMmH‘HH_HWHwHH‘Hwa”wwm m/z 71.10 68.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 e s
15.50 16.00
m/z 43.05 56.15%
0 [ ER7-0197.0 267.0337.0407.0 491.0562.0
‘HH’HH‘HH‘\H!WHY[HT\‘W\HWHHHH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
— ——
15.50 16.00
5000 m/z 85.05 45 .48%
70 254.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane T T
57.0 15.50 16.00
m/z 55.00 22.63%
5000
0 “ Jﬂlﬁ“;l_g70 296.0
‘HH,HH‘H‘WH‘WH‘W‘HW‘HW‘HW‘H‘_H‘_H‘_‘H_“ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50

Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library
TIC Integration Parameters:

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 6 unknownl5.933 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.933 2.60 ng 79277  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Diamino-7-t-butyl-5,6,7,8-te... 276 C14H20N4S 049620-43-1 43
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 35
3 Pyridine, 3-trifluoromethyl-2-(4... 277 C10H1OF3N303  288247-15-4 30
4 [1-(4-Fluorophenyl)pyrazol-4-yl]... 192 C10H9FN20 153863-34-4 25
5 s-1,2,3,4-Tetrahydroisoquinolin-... 299 C18H21NO3 1000128-00-7 22

Abundance Scan 2354 (15.933 min): BF132057.D\data.ms (-2349) (- m/z 192.00 100.00%
19p.0 276.1
41.0
5000
103.0 147.0 332.2 Loy gy
‘ 31.0 ‘ 16.00
ok M \“\M\H“M h‘ H\‘M MH\\ LA ‘M \‘hu‘\\ g \“H‘ L }‘ I \“’ p i, ‘“‘ : “‘ \‘ m/z 276.05 86.31%
m/z--> 50 100 150 200 250 300 350
Abundance #168284: 2,4-Diamino-7-t-butyl-5,6,7,8-tetrahydrobenzok
276.0
192.0
5000 A\ \A T A\ T A\ \/\ T
16.00
43.0 m/z 41.00 65.41%
150.0 %
[ \H“”H I 8\9\0‘\ t \‘\‘ | t \m\ \H‘ L \3\1.\0’ | \“\ LI LA B
m/z--> 50 100 150 200 250 300 350
Abundance #168933: Benzo[ghi]perylene
276.0
—
16.00
5000 m/z 57.00 62.98%
137.0
910 \‘ \
oAbt
m/z--> 50 100 150 200 250 300 350
Abundance #169061: Pyridine, 3-trifluoromethyl-2-(4-morpholyl)-5-nit e
192.0 16.00
m/z 174.95 55.29%
5000 234.0
146.0
46.0 277.0
O‘JMW‘Hme‘ ’ - e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octacosane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.351 4.67 ng 142470  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 86
4 Octacosane 394 (C28H58 000630-02-4 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2425 (16.351 min): BF132057.D\data.ms (-2415) (- m/z 57.00 100.00%
57.0
2000 \/\J\J\—\/\/\
— ——
‘ “ H | %4111830 2509 16.00 16.50
0b— ‘wwmw Tty S m/z 71.00 82.85%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 jala e
16.00 16.50
0.0 m/z 43.00  67.48%
ol ‘\\ | L1 34101830225.0567, 0309.0 3650
\\\‘\\\\‘f\\\‘\T\\‘\\\\‘\\\ \\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
— ——
16.00 16.50
5000 m/z 85.05 56.63%
ol Ll 11201690 2250 295.03370
B N B A e
m/z--> 50 100 150 200 250 300 350
Abundance #170576: Sulfurous acid, 2-propyl undecyl ester — ——
43.0 16.00 16.50
m/z 54.95 26.20%
5000
I W
ol il Ll 1950 2190 I
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\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Nonacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.927 2.82 ng 86082  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2523 (16.927 min): BF132057.D\data.ms (-2519) (- m/z 57.00 100.00%
57.0
5000 W\Mj\{\ﬁw
17.00
il 1 2er0 '
0 “M‘NWW‘JMLW”‘““ R o S I m/z 71.00 85.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307031: Nonacosane
57.0
5000 T
17.00
m/z 43.00 68.27%
0 J L uh\ uw h |‘ ‘ J | \0\2\2x5\0\2‘810 337.0 4080
\\\‘\\\\\T\ T\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
——
17.00
5000 m/z 85.05 56.55%
fo ! I H\ \‘h h‘ | \1690 2250 281.0 337.0 422(
e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane —
57.0 17.00
m/z 55.05 27.83%
5000
“ | 1f° 169.0  254.0
ol bt 189, o —
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acq On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 7
R.T. EstConc Area Relative to ISTD R.T.
17.615 2.47 ng 75394  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2640 (17.615 min): BF132057.D\data.ms (-2634) (- m/z 57.05 100.00%
57.0
5000 MMWWWMNWJp\WNNWWMWMM
—— —
l ‘ | M 301580 22115681 3410 17.50 18.00
ok ‘\‘ \l“\H\‘\H‘HHH\‘\H\MH‘\M‘M“\‘\"H‘u‘H“H‘\“H“HH m/z 71.00 70.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 — ——
17.50 18.00
m/z 43.10 59.30%
O T ‘\ \ ‘ T U‘ \H‘\]M‘ \“‘\“\ \‘ “\6\9\0\ ‘2\2\2\9‘2\6§ \O\ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
17.50 18.00
5000 m/z 85.00 48.97%
0 I uhl I‘h ]J h .h‘ \ ]:6\9 \0 il 2\21\5 Q Ly 3090 3650 437'
i R i s ot ST T R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T ——
57.0 17.50 18.00
m/z 41.05 21.49%
5000 WWWMWWW
0 ‘ ‘ uh\ 1‘\\1‘ h‘ I | ]TGQQ 225.0 295.0 367.0
A e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011323\
Data File : BF132057.D

Acqg On : 13 Jan 2023 13:50
Operator : CG\JU

Sample : PB150221BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.998 4.2 ng 105286 1 6.775 504528 20.0
unknown11.663 11.663 2.6 ng 113716 4 11.316 889194 20.0
1,2-Benzenedica... 11.868 2.1 ng 91451 4 11.316 889194 20.0
Sulfurous acid,... 15.057 2.1 ng 64947 6 15.427 610046 20.0
Tetratetracontane 15.857 3.1 ng 96109 6 15.427 610046 20.0
unknown15.933 15.933 2.6 ng 79277 6 15.427 610046 20.0
Octacosane, 2-m... 16.351 4.7 ng 142470 6 15.427 610046 20.0
Nonacosane 16.927 2.8 ng 86082 6 15.427 610046 20.0
Nonadecane 17.615 2.5 ng 75394 6 15.427 610046 20.0
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