Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

BF126228.D

Ju/CaG

3

Parameters:

RTE
ON

01

0.2

. 0

. PB141306BL

: 17 Dec 2021 11:08

Sample Multiplier: 1

Peak separation: 5

Method
Title

Signal

peak R.T. f
# min

6 7.375
7 8.098
8 9.175
9 9.851
10 10.639

11 11.333
12 12.922
13 13.969
14 14.757
15 15.092

16 15.410
17 15.468
18 15.898
19 16.398
20 16.704

21 16.980
22 17.668
23 18.492

rteint.p

: TIC: BF126228.D\data.ms

irst
scan

893
1017
1200
1315
1449

1568
1837
2016
2150
2207

2260
2270
2342
2427
2477

2526
2641
2781

899
1022
1205
1320
1454

1572
1842
2020
2154
2211

2265
2275
2348
2433
2485

2532
2649
2789

last
scan

902
1025
1208
1323
1457

1575
1845
2023
2158
2215

2270
2280
2359
2442
2499

2544

2659
2797

Sum

Filtering:
Min Area:
Max Peaks:
Peak Location:

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

5

3 % of largest Peak

100
TOP

PK  peak corr corr.
TY height area % max
rvB 69383 88441 1.64%
rvB 52216 64594 1.20%
rBvV 4994513 5398367 99.95%
rBV 4696695 5394507 99.88%
rBV 1391722 1131349 20.95%
rBV 3595790 3678960 68.12%
rBV 1638929 1606484 29.74%
rBV 5136706 5401084 100.00%
rBvV 1916420 1639756 30.36%
rBvV 3092219 2930178 54.25%
rBV 1810157 1482808 27.45%
rBvV 4164252 4150491 76.85%
rBv 1072527 946466 17.52%
rBv 79340 71809 1.33%
rvB 123554 130475 2.42%
rBv2 769946 940328 17.41%
rvB 167863 226446  4.19%
rBv 157783 247338 4.58%
rvB 139658 259205 4.80%
rvB4 33815 140295 2.60%
rBV. 107988 220525 4.08%
rBv3 80405 215878 4.00%
rBv3 44508 122355 2.27%
of corrected areas: 36488139
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: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

BF126228.D
: 17 Dec 2021 11:08
Ju/CG
: PB141306BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

o

Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF126228.D\data.ms

5434 6.440

7.375

6.816

128 5.046

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\L‘\\\\‘\\\

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

TIC: BF126228.D\data.ms

9.175

12.922

10.639

9.851 11.333

. |

8.098

0
Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

8270-BF121521.M Mon Dec 20 16:24:17 2021

T — — — T T T —T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF126228.D\data.ms

13.969
15.410

17.668

14757 15.002 1)&.&138 15.898  16.398 14 70416.980 18.492

L - L — U B R B N B L A 1 T T T ] . r Tt T .7 T T T T T T
18.00

T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.78 ng 130475 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 87
Abundance Scan 2211 (15.092 min): BF126228.D\data.ms (-2207) (- m/z 57.00 100.00%
57.0
5000
9.0 T [
15.00
41.0 . 282.0
o A LLLL B0 om0 220 Sl es 70,23
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
15.00
9.0 m/z 43.05 58.61%
oL L] i 114101830 225.0 267.0 3090 367.
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
T \
15.00
5000 m/z 85.00 52.97%
9.0
L) ¥018300050 2820
(o RS R 0 M Nt o
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane i
57.0 15.00
m/z 55.00 21.98%
5000
9.0
ol Ll oo 200 )
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF121521.M Mon Dec 20 16:24:18 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.469 4.82 ng 226446 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 86
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 2275 (15.468 min): BF126228.D\data.ms (-2270) (- m/z 57.05 100.00%
57.0
5000
‘ 99.1 is%d
41.1 1 '
ol w““““ L ““‘ LoAbl A1l 2820 . 105 68.74%
Miz--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 T
15.50
99.0 m/z 42.95 53.98%
erol | | ||} 400 50 zes0
[0 ‘\““\ il “ \H o "‘\ i “ LA —
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
T
15.50
5000 m/z 85.10 53.93%
99.0
ol 20 L L4 ) a0 ummo a0
miz--> 50 100 150 200 250
Abundance #212290: 6,6-Diethylhoctadecane pponfsl iy
57.0 15.50
m/z 55.05 22.61%
5000
141.0
99.0
Ll s B0
0+ “““M‘u‘u‘u‘i “H“,‘m P w‘w“ = T
m/z--> 50 100 150 200 250 15.50

8270-BF121521.M Mon Dec 20 16:24:19 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.898 5.26 ng 247338 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 2-Methyltetracosane 352 C25H52 001560-78-7 90
Abundance Scan 2348 (15.898 min): BF126228.D\data.ms (-2342) (- m/z 57.05 100.00%
57.0
5000
9.1 T 1
‘ ‘ ‘ ‘ 411 1909 2671 15.50 16.00
ommm“MMHum‘_m_m_m_m m/z 71.85 66.94%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 == N
15.50 16.00
m/z 43.05 51.47%
Ol\ \d\ ‘ “‘ \h‘\h“ \“‘ \]T\ “ ‘9%8\3\(‘)2\2\5\(\)‘ T \?9\(‘)‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
= e
15.50 16.00
5000 m/z 85.10 48.02%
ol ‘h‘ | H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl- i st e,
43.0 15.50 16.00
m/z 55.00 19.51%
5000
5.0
2 22
ol LLL 201600 22500680 baecread bt
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF121521.M Mon Dec 20 16:24:20 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Octacosane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.398 5.51 ng 259205 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 2433 (16.398 min): BF126228.D\data.ms (-2427) (- m/z 57.05 100.00%
57.0

16‘0(5 ‘16‘50‘
41.0 : :
0 mu‘u“ h‘ A “L L Jm“2??'9”_‘”_”‘_‘” m/z 71.10 68.92%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 et —
16.00 16.50
m/z 85.05 51.59%
ol “\ “‘\ H | 141-0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\Y\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
foi i
16.00 16.50
5000 m/z 43.05 50.93%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo- T —
57.0 16.00 16.50
m/z 55.00 20.26%
h \WMJ\M
Jsa 1L 5800 s
i ‘““‘“““““““““““““ — —
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF121521.M Mon Dec 20 16:24:20 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08

Operator : JU/CG

Sample : PB141306BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: 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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.704 2.98 ng 140295 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 93

2 4-Amino-3-[3-(trifluoromethyl)ph... 360 C14H15F3N202SSi 1010500-98-0 50
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47

4 Androst-4-ene-3,17-dione, 12-hyd... 360 C21H32N203 069688-31-9 43

5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13BO6 1000150-23-7 43

Abundance Scan 2485 (16.704 min): BF126228.D\data.ms (-2477) (- m/z 360.10 100.00%

360.1
5000 152.0
T ‘ T \A ‘ T
390 771 ‘ 208.0 255.1 16.50 17.00
oy U AP T nyz 152.00  49.53%
m/z--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.C
5000 —
152.0 16.50 17.00
77.0 m/z 361.05 30.56%
ol ‘MW‘M““ﬁ Jﬁ ‘q‘ ‘?ﬁﬁ]g‘ R “‘
miz--> 50 100 150 200 250 300 350
Abundance #269169: 4-Amino-3-[3-(trifluoromethyl)phenyl]-1,2-thiazc
360.C
75.0 _— _—
301.0 16.50 17.00
5000 m/z 179.00 29.21%
152.0
242.0
203.0 ‘
0 ZQQ\ \\“ ‘u‘ | \:Hl‘g‘q‘ ‘ y }\ . ‘\N\‘ ‘\‘ “ “ - “ — ““‘ “‘
miz--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h —— AL fl ‘
360.C 16.50 1700
m/z 359.10 26.08%
5000
207.0
015' Ly m\Gﬂ % lL ::_2?,?17\6?\1 L 2570 " 318 ‘ ‘\ A
e e L o o —r e
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BF121521.M Mon Dec 20 16:24:21 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.980 4.69 ng 220525 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 2-Methyltetracosane 352 (C25H52 001560-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 2532 (16.980 min): BF126228.D\data.ms (-2526) (1 m/z 57.00 100.00%
57.0
5000
9.1 i?bd
- h L, “‘L LY0 2070 2830 L, 7110 70.50%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 Tt gy R e
17.00
9.0 m/z 43.05 51.67%
oLt h Al $#018302250 2950 352
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
——
17.00
5000 m/z 85.10 50.90%
‘ 9.0
41.0
ol bt LILL 14501820 2250 2670 3090
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 17.00
m/z 55.00 21.07%
5000
‘ 9.0
41.0
o5 | |11 108302250 200 oo
m/z--> 50 100 150 200 250 300 350 17.00

8270-BF121521.M Mon Dec 20 16:24:22 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Bromotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.668 4.59 ng 215878 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
5 Octacosane 394 (C28H58 000630-02-4 83
Abundance Scan 2649 (17.668 min): BF126228.D\data.ms (-2641) (-, 57.00 100.00%
57.0
‘ ‘ | ” 410 2070 17 50 18 00
o"m‘uwl"“w“h‘Jww‘m‘_m_m_m m/z 70.95  71.64%

m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
W

5000
17 50 18.00
m/z 85.05 50.54%

LR ‘ T \ T \ \ ‘ \ T T ‘ LU ‘ T \ T ‘ T \ T ‘ T \ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

i

17.50 18.00
5000 m/z 43.00 48.08%
9.0
ol 11 | 1| | 1410183.0225.0267.0300.0 367.0
T e R
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 17 50 18 00
m/z 99.00 19.92%
5000
9.0
o5 L1 10050 20 ]
m/z--> 50 100 150 200 250 300 350 17 50 18.00

8270-BF121521.M Mon Dec 20 16:24:23 2021 Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\
Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.492 2.60 ng 122355 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90

Abundance Scan 2789 (18.492 min): BF126228.D\data.ms (-2781) (- m/z 57.00 100.00%
57.0

.

5000
71 18.50
o‘H‘}_mrw“J"\‘2‘9?“9‘_m_HwHH‘HHw‘_m_wm m/z 71.85 69.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
18.50
m/z 85.05 54.81%
o 70970 30905790
‘HH‘\!HH\T‘HH’\\H‘\\H‘W\\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
18.50
5000 m/z 43.00 54.48%

m_;

J (}27-0197.0 267.0337.0407.0 491.0562.0

g

0‘HJW‘HW‘H‘$\mw‘H‘H‘W‘HW‘H‘_‘H‘HH‘H‘W‘H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0 18.50
m/z 55.00 24.21%
- MWWM
Aoz o
_H‘_‘HM‘HM‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18.50

8270-BF121521.M Mon Dec 20 16:24:24 2021
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Data Path :

Data File : BF126228.D

Acqg On : 17 Dec 2021 11:08
Operator : JU/CG

Sample : PB141306BL

Misc

ALS vial : 3

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

20.
20.
20.
20.
20.
20.
20.
20.

Hexacosane
Eicosane
Heneicosane
Octacosane, 2-m...
(1,1'-Biphenyl)...
Pentacosane
2-Bromotetradecane
Hentriacontane

8270-BF121521.M Mon Dec 20 16:24:24 2021

RT

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121721\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Tentatively Identified Compound (LSC) summary

| --Internal Standard---|
Resp Conc|

EstConc Units Response |#

NDRDwuuhbhnN

A NO® U WO

ng
ng
ng
ng
ng
ng
ng
ng

130475
226446
247338
259205
140295
220525
215878
122355

[e) e )Ne) W) W) We) o) Ne))

RT

940328
940328
940328
940328
940328
940328
940328
940328
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