LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acqg On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140079.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.246 20 26 40 rVB 60072 108884 2.67% 0.408%
2 4.022 321 328 334 rBvV 93912 147840 3.62% 0.554%
3 5.516 575 582 587 rBV 2379442 3421011 83.78% 12.815%
4 6.510 744 751 756 rBV 2331665 3426748 83.92% 12.837%
5 6.887 810 815 820 rVB 625889 757614 18.55%  2.838%

.445 903 910 0915 rBV 1658563 2322515 56.88%  8.700%
.169 1027 1033 1038 rBV 769758 999772 24.48%  3.745%
.245 1209 1216 1221 rBV 2955121 4083263 100.00% 15.296%
.922 1325 1331 1350 rBV 888634 1150328 28.17% 4.309%
10 10.710 1459 1465 1479 rBV 1742785 2374056 58.14%  8.893%

11 11.410 1578 1584 1589 rBV 925255 1151100 28.19% 4
12 11.916 1654 16760 1693 rBv4 134194 476747 11.68% 1
13 12.710 1798 1805 1819 rBV 77196 174157 4.27% 0.652%
14 12.904 1830 1838 1848 rVB 123444 267755 6.56% 1
3

15 12.998 1848 1854 1859 rBV 2651055 3536154 86.60% 13.247%
16 13.610 1951 1958 1969 rBV 119466 225935 5.53% 0.846%
17 14.045 2027 2032 2044 rVB 478740 638690 15.64% 2.393%
18 14.174 2047 2054 2062 rBV 120925 206612 5.06% 0.774%
19 14.651 2129 2135 2144 rBV 83690 147643 3.62% 0.553%
20 15.157 2214 2221 2227 rBV 58409 119213 2.92% 0.447%
21 15.527 2277 2284 2300 rBV 441980 752741 18.43% 2.820%
22 15.727 2312 2318 2328 rVB 31989 66705 1.63% 0.250%
23 16.380 2425 2429 2439 rVB 19521 43026 1.05% 0.161%
24 17.539 2619 2626 2638 rVB2 34805 95983 2.35% 0.360%
Sum of corrected areas: 26694492
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 28 Oct 2024 11:31
: RC/JU
. PB164444BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
BF140079.D

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF140079.D\data.ms

5.516

2.246

4.022

6.510

6.887

7.445

Oﬁ\\u’uH‘HH‘\H\‘\\H‘HH’HH‘\H\‘\H\‘\\H’HH‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\\H‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\

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

2500000

2000000

1500000

1000000

500000

8.169

9.

P45

TIC: BF140079.D\data.ms

10.710

9.922

11.410

11.916

12.998

aaisid

0
Time-->

10.00

—T —T
10.50 11.00

T
11.50

12.00

12.7
T
12.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

14.045

13.610

4.174

14.651
AN

15.157

15.527

15.727

TIC: BF140079.D\data.ms

17.539

Time-->

13.50 14.00

14.50

15.00

15.50

16.00

17.00

17.50

T ‘ T
18.00

T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.246 2.87 ng 108884  1,4-Dichlorobenzene-d4 6.886

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 39
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 26 (2.246 min): BF140079.D\data.ms (-20) (-) m/z 73.10 100.00%
73.1
5000 431 j\
87.0 T T ‘ L L
‘ LQO 220 2.40 260
bt . m/z 43.10  38.61%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T =
220 240 260
43.0

87.0 m/z 55.05  28.24%

290
'?0!!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 2.60

o

5000 41.0 55.0 m/z 87.05 25.66%
27.0
0 H il il L 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #4950: Silane, ethyltrimethyl- T
73.0 220 240 260

m/z 41.00 13.66%

5000 59.0
87.0
43.0
200 || ] 102.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Sulfurous acid, 2-propyl te... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 8.28 ng 476747  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 53
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 53
3 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 49
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 49
5 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 49

Abundance Scan 1670 (11.916 min): BF140079.D\data.ms (-1654) (- m/z 57.10 100.00%
57.1

%

5000
—
‘ 171.1 2132 256.3 12.00
Ol m/z 43.85 82.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 T
850 12.00

m/z 71.10 56.00%

125.0
| M‘\\ ‘\L | 1250 1680197.0 53102610

‘\\H‘\Hf‘\\f\‘\Hf‘\\f‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0

o

ﬁ

—
12.00
5000 85.0 m/z 55.10 49.52%

L
I \‘ \H‘ Il u‘ ‘

-

0 “7C1550  210.0

et H e et e e e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #261362: 1-Octadecanesulphonyl chloride e
57.0 12.00

m/z 60.00 48.64%

5000

%

0280, 1330 1750

T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.710 3.03 ng 174157  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1805 (12.710 min): BF140079.D\data.ms (-1798) (- m/z 43.10 100.00%

43.1
5000
3.0 129.1

185.2 9413 ; ;
‘ ‘ 284.3 12.50 13.00
— il bbb L m/z 73.05  95.58%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — -
B3.0 12.50 13.00

m/z 60.00  90.63%

284.0
H 1850 2410 ‘
O\\A‘M WMWMM“‘MM‘MM"Hﬁ‘qu\\ﬁ‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0

T — T
12.50 13.00

w

5000 m/z 57.05 88.29%
129.0
29.0 185.0 228.0
0 — “‘ ‘ | ‘u‘u“ m ‘HM“‘ u‘“‘“ {ML‘ H} “ i L \u“ . ‘\‘ \‘ — ‘\‘ L 0 L o e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es — —==
43.0 12.50 13.00

m/z 55.10  83.10%

5000 284.0
30 129.0
1TV
i H‘H il ‘ 372.

oLy ""uwJ“M“M“_me‘_H S— e
miz--> 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\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Heptacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.904 8.38 ng 267755  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 1838 (12.904 min): BF140079.D\data.ms (-1830) (- m/z 57.05 100.00%
57.0
- JJ\W
13.00
141 2 :
- \L“ L “‘ Liiassl 2s2z8l m/z 71.10 60.70%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 1 T
13.00
m/z 43.05 59.25%
ol ‘ || ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘\\\\‘\\\\‘\!\\‘\\\T‘\\\\T\\\‘\\!\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—
13.00
5000 m/z 85.10 42 .87%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
i A A T e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane =
57.0 13.00
m/z 55.05  23.23%
41.0
jso ||| Moo o -
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 6 Hexacosane

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
13.610 7.07 ng 225935  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1958 (13.610 min): BF140079.D\data.ms (-1951) (-
57.1

5000

0 ‘L A uh\ \‘h \‘\‘ h‘ %4111832225 2267.1
L B e B L e R e B

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

Abundance #275537: Hexacosane
57.0
5000
0 \‘LH L H | 141-9183.0225.0267.0300.0 3670
\\\‘\\\‘\\\‘\ ‘\\\‘\\\\‘\\\\‘\\\\‘

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

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

Abundance #287977: Heptacosane
57.0
5000
0 ‘\\ g F ‘1410183022502670 323.0 380.0
iy T T

m/z 57.10 100.00%

B

13.50 14.00

m/z 71.10  58.36%

%

13.50 14.00

m/z 43.10  58.26%

%

13.50 14.00

m/z 85.10  43.47%

%

Abundance #298426: Octacosane
57.0 13.50 14.00
m/z 55.00 22.02%
B JJ\M\/\
AR \\ | 11018302250 2810 337.0 304
el e e T — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.174 6.47 ng 206612  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2054 (14.174 min): BF140079.D\data.ms (-2047) (- m/z 57.05 100.00%

57.0
5000

91 == — =
14.00 14.50
0 “‘k‘mMWﬂkNﬁ%ﬁ%%g%%?%5?“?5%¥‘““““ m/z 71.85 59.55%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e ==
14.00 14.50

m/z 43.10 57.00%
\L

9.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

—
14.00 14.50

5000 m/z 85.05 44 .03%
‘ 9.0
41.0
ol 11| | Hhomm0ms0 20
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane = ==
57.0 14.00 14.50

m/z 55.05 22.96%

5000
9.0
|| 141.0183.0225.0 281.0 337.0 394.

ol Ll HLL 018002250 2810 337.0 394 B
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.651 4.62 ng 147643  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H909 007098-22-8 91

Abundance Scan 2135 (14.651 min): BF140079.D\data.ms (-2129) (- m/z 57.10 100.00%

57.1
5000

T
14.50 15.00

141.2
0 \\\LM‘MMW\MW\‘H%Q%%Z%§?%§?}\‘\\\\‘\H\ m/z 71.10  59.59%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 == s
14.50 15.00

m/z 43.05 55.83%
\L

9.0
. | ||| 141.0183.0225.0267.0300.0 3670
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

—
14.50 15.00

5000 m/z 85.05 40.31%
‘ 9.0
41.0
ol 11| | Hhomm0ms0 20
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T =
57.0 14.50 15.00

m/z 55.05  23.22%

- u—/

ol L] H J141918302250 281.0 337.0 394.
b L e S8 0eeeD 2810 387.0 394 — :

m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.157 3.17 ng 119213 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 2221 (15.157 min): BF140079.D\data.ms (-2214) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

0l \L “‘h‘ L “ pRiies2  ael1 7110 s8.79%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T ——

15.00 15.50
m/z 43.05 55.82%

9.0
\‘ ‘L‘ “ u‘\ I h‘ | 14101783022502670 338.0
\\\\‘\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

—
15.00 15.50

o

5000 m/z 85.05 44 ,75%
9.0
ols0L || #0500 260
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 15.00 15.50

m/z 55.10 21.09%

]

0 i uh\ h\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
L e I By I — I —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF101824.M Tue Oct 29 06:47:09 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acq On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 10 unknownl7.539 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.539 2.55 ng 95983 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indole-3-acetic acid, 5-metho... 233 C13H15NO3 007588-36-5 43
2 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-8 43
3 1,2,5-Trimethylindol-6-amine 174 C11H14N2 1000389-10-0 38
4 [+]-2,4-Dihydroxy-3,3-dimethyl-N... 411 C18H25N306S 028124-68-7 38
5 N-(Isopropyl)-1-phenylcyclohexyl... 217 C15H23N 002201-48-1 38
Abundance Scan 2626 (17.539 min): BF140079.D\data.ms (-2619) (- m/z 174.10 100.00%
174.1
5000
43.0
91.0 269.1 410.« L — O T
32. ‘ 227.2 17.50
0 b L m/z 161.10 32.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114814: 1H-Indole-3-acetic acid, 5-methoxy-2-methyl-,
174.0
233.0
=000 L aanane L A A
17.50
131.0 m/z 43.05 30.06%
7o | \‘ |
O\\"\‘\‘\H\“‘\‘\\‘\“1\‘\1‘\\\\‘\\\\‘\\\\‘\\\\|\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #63904: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl
174.0
— T \
17.50
5000 m/z 187.10 29.87%
79.0 132.0 ‘
0",‘w¢ﬂwﬂhwWJlMﬂ“““““““‘_“‘,“
m/z--> 50 100 150 200 250 300 350 400
Abundance #49007: 1,2,5-Trimethylindol-6-amine —] ‘A I, ‘
174.0 17.50
m/z 159.05 25.16%
5000
87.0
39.0 ‘ 130.0 ‘
0 ‘\‘N ’\huu‘\‘\‘\‘umh“ \‘\}\ ‘m‘hh‘ \!\w ‘H‘h‘\“} T R N I T S SR I — ‘m‘
m/z--> 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102824\
Data File : BF140079.D

Acqg On : 28 Oct 2024 11:31
Operator : RC/JU

Sample : PB164444BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.246 2.9 ng 108884 1 6.886 757614 20.0
Sulfurous acid,... 11.916 8.3 ng 476747 4 11.410 1151100 20.0
Octadecanoic acid 12.710 3.0 ng 174157 4 11.410 1151100 20.0
Heptacosane 12.904 8.4 ng 267755 5 14.045 638690 20.0
Hexacosane 13.610 7.1 ng 225935 5 14.045 638690 20.0
Heneicosane 14.174 6.5 ng 206612 5 14.045 638690 20.0
Octacosane 14.651 4.6 ng 147643 5 14.045 638690 20.0
Tetracosane 15.157 3.2 ng 119213 6 15.527 752741 20.0
unknownl7.539 17.539 2.5 ng 95983 6 15.527 752741 20.0
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