LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acqg On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc . SU-518-COMP-05

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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131592.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.169 6 14 21 rVB 462293 598374 32.75% 4.648%
2 2.275 27 32 41 rBV 21004 27663 1.51% 0.215%
3 5.110 568 514 523 rVB 203859 272109 14.89% 2.114%
4 5.516 578 583 586 rBV 1489957 1515728 82.95% 11.775%
5 6.528 749 755 758 rBV 1587190 1558274 85.28% 12.105%
6 6.892 813 817 820 rBV 441921 344359 18.85% 2.675%
7 7.457 908 913 916 rBV 1064867 999241 54.68% 7.762%
8 8.181 1031 1036 1039 rBV 520339 431834 23.63%  3.355%
9 9.263 1215 1220 1223 rBV 2128846 1827288 100.00% 14.195%
10 9.945 1332 1336 1340 rVB 634680 520299 28.47% 4.042%
11 10.739 1467 1471 1475 rBV 1402999 1249418 68.38% 9.706%
12 11.445 1587 1591 1594 rBV 595384 537709 29.43% 4.177%
13 11.510 1598 1602 1605 rVB3 27200 21523 1.18% 0.167%
14 11.969 1674 1680 1683 rBV 72230 85385 4.67% 0.663%

2

15 13.039 1857 1862 1865 rBV 1993570 1635977 89.53% 12.

16 13.263 1888 1900 1907 rBV2 43194 100080 5.48%
17 14.027 2020 2030 2038 rBV5 58772 185193 10.13%
18 14.098 2038 2042 2045 rVV 379124 331709 18.15%

OONEFEO
5]
~N
~N
3R

19 14.257 2065 2069 2075 rBV 23320 22247 1.22% 173%
20 14.627 2127 2132 2141 rBvV3 42133 93505 5.12% 726%
21 14.880 2169 2175 2182 rVB4 18255 37146 2.03% 0.289%
22 15.233 2227 2235 2243 rVB2 34187 72197 3.95% 0.561%
23 15.610 2294 2299 2307 rBV 225440 297723 16.29% 2.313%
24 15.921 2343 2352 2358 rBv4 21343 52545 2.88% 0.408%
25 16.704 2478 2485 2494 rBV4 13317 33402 1.83% ©0.259%
26 17.092 2548 2551 2558 rVB6 11531 22013 1.20% 0.171%
Sum of corrected areas: 12872941
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\

BF131592.D
: 12 Dec 2022 14:54
: CG\JU
: N5964-09
SU-518-COMP-05
. 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 34.75 ng 598374 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 14 (2.169 min): BF131592.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1

N RARRasEREREIE

9.0 ‘ 2.202.302.402.502.60
oH_m_m‘“m‘ww"w“‘mHH‘WWWWMW m/z 43.85  35.41%

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[T T 7T T T T[T 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10 26.76%
29.0
M‘ I ‘\‘ ‘ Lgo ‘ | ‘
OH‘\H\‘\H\‘!\!\‘H!‘\“\H\[HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\
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 f N T
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.09%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ARERRREEEEE S
73.0 2.202.302.402.502.60
m/z 41.10 12.10%
5000
45.0
29.0
0‘wuﬂmuuMJHW‘E%QHWWMW‘HW‘H‘MM‘MH‘MH‘_H‘ RERRRARRARRaEEIEEEASSSE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

Relative to ISTD R.T.

5.116 15.80 ng 272109 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS#

SU-518-COMP-05

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

3 2,3-Butanedione, monooxime
4 1-Propen-2-0l, acetate
5 Morpholine, 4-methyl-

101 C4H7NO2
100 C5H802
101 C5H11NO

000123-42-2 72
001116-98-9 23
000057-71-6 17
000108-22-5 10
000109-02-4 9

Abundance Scan 514 (5.110 min): BF131592.D\data.ms (-508) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
| “ 831 4.80 5.00 5.20 5.40 ;
bt A m/z 59.00 62.11%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL R I R R R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 24.43%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
N RRRERRE
4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 14.51%
126.0
bl L 128010
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime AREmmaEE TR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.90%
5000
101.0
15.0
ol 0 0 |
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc . SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.969 3.18 ng 85385 Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20

Abundance Scan1680(11969nﬂm BF131592.D\data.ms (-1674) (- m/z 73.00 100.00%

3.0
41.0
5000
129.0 213.2
| ‘ 171 1 256.1 12.00
oLb— h‘ m““‘ ‘M\‘u‘ ‘\ . “ “‘w\’ ‘\“‘ . “‘ N ITI/Z 43.10 83.56%
m/z--> 5 100 150 200 250

Abundance #143510 n-Hexadecanoic acid

5000 129.0
12.00
97.0 1710 213.0 256.0 m/z 57.00 78.00%
[ S m— ‘M‘ m\h\‘\ ‘H‘\ m ‘ ‘ | “‘ \’ ““\‘ , “\‘ ——

e

m/z--> 200 250
Abundance #126199.Pentadecanok:add
73.0
41,0 W/\/'\/v*\r‘f\/\ ——
12.00
5000 129.0 ITI/Z 60.00 75.53%
‘ 199.0 2420
ok ‘L‘ ‘; uxm nh\\\ \n‘\ ul ‘ 16]‘0‘ ‘ o ““ R
m/z--> 50 200 250
Abundance #264109: Carbomc acid, octadecyl prop-1-en-2-yl ester A s /\MMM
57.0 12.00
m/z 55.00 67.53%
5000
970
0 ZGM ‘ ‘\‘ m\ L }390 1820 224.0 297.0 0y
et e e e e e T
m/z--> 50 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\

Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc SU-518-COMP-05
ALS Vial : 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.263 6.03 ng 100080  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 1900 (13.263 min): BF131592.D\data.ms (-1888) (- m/z 57.05 100.00%
57.0
9.1 T -
‘ ‘ 13.00 13.50
0l u““w“h‘ w“w“ Lot s \'w‘ . m/z 71.18  82.88%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 V""’“M\MM ¥ J‘/\ﬂ
13.00 13.50
9.0 m/z 43.16  69.02%
ol ‘\\ | L1 34101830225.0567, 0309.0 3650
\\\‘\\\\‘f\\\‘\T\\‘\\\\‘\\\ \\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
13.00 13.50
5000 m/z 85.10 58.30%
0 L\ | h\ I \‘ u‘ \ 1 0183 0 239.0 296.0
A e
m/z--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0 13.00 13.50
m/z 55.00 32.09%
obr Ll AL, wL 101820 2520 gso o MU Ml
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF120822.M Tue Dec 13 12:02:35 2022

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc . SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Carbonic acid, eicosyl viny... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.027 11.17 ng 185193  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 90
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 90
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
Abundance Scan 2030 (14.027 min): BF131592.D\data.ms (-2020) (- m/z 57.00 100.00%
57.0
o MM
oo
o“‘th” “Jdﬁ %4%%‘33?0 2008 n/z 71.10  71.66%
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 A :
14.00
7.0 .
m/z 43.05 67.21%
0ld ‘L ! | Lol 4 1410 1820 2500 325
miz--> 50 100 150 200 25 300
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
T T \
14.00
5000 85.0 m/z 85.10 53.44%
125.0
AR NN N TR
m/z--> 50 100 150 200 250 300
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0 14.00
m/z 55.05 44.89%
h 1 mﬁwﬂ¢meJAkwMkawww
AR ARINEC P R o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 6 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.627 5.64 ng 93505  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2132 (14.627 min): BF131592.D\data.ms (-2127) () ' m/z 57.00 100.00%
57.0
w0 M\/u
9.1 ] d “06
14.5 15.
155.1 206.
ol ‘1“““ w “hhu““w”“ e ‘?‘69 L m/z 71.18 78.25%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 e st
14.50 15.00
9.0 m/z 43.00 66.90%
DL 34018300050 2610 5370 sea
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
14.50 15.00
5000 m/z 85.05 53.97%
9.0
ol 1111 141018302250 2950 3520
— e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane Pty d%MM ‘ —
57.0 14.50 15.00
m/z 54.95 26.49%
5000
9.0
oLl L1 1| 141.0183.02250267.03000 367.0
A —— —
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\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc

ALS Vial : 5 Sample Multiplier: 1

SU-518-COMP-05

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tritetracontane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
14.880 2.50 ng 37146  Perylene-di12 15.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 72
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72
4 Hexacosane 366 C26H54 000630-01-3 64
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64

Abundance Scan 2175 (14.880 min): BF131592.D\data.ms (-2169) (- m/z 57.00 100.00%
57.0

-

5000
ﬂ ‘ “]132 8 264.9 14.50 15.00
om\uk‘”“_\“h‘ W e e e M/z 71,05 74.51%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298426: Octacosane
57.0
5000 el hilbaa
14.50 15.00
m/z 43.85 62.36%
o LULFT 1970 2810 3040
\\\1‘\\\\ F\\f‘\\\\‘\\\\‘\\f\‘\\\\[\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\

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

:

Abundance #346740: Tritetracontane
57.0
14.50 15.00
5000 m/z 85.00 38.63%
o ‘ j 127.0197.0 267.0337.0  463.0 533.0 604
e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143304: Carbonic acid, dodecyl vinyl ester ANM : —
57.0 14.50 15.00
m/z 83.05 27.14%
5000
‘ J || 1680
o b e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc . SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.233 4.85 ng 72197  Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Pentacosane 352 (C25H52 000629-99-2 83
4 Octadecane 254 (C18H38 000593-45-3 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2235 (15.233 min): BF131592.D\data.ms (-2227) (-) ' m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc SU-518-COMP-05

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.921 3.53 ng 52545 Perylene-d12 15.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2352 (15.921 min): BF131592.D\data.ms (-2343) (-) ' m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acq On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc

ALS Vial : 5 Sample Multiplier: 1

SU-518-COMP-05

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 10 Tetracosane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
16.704 2.24 ng 33402 Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 52
2 Octacosane 394 (C28H58 000630-02-4 52
3 Tetratriacontane 479 C34H70 014167-59-0 50
4 Hexacosane 366 C26H54 000630-01-3 49
5 Eicosane 282 C20H42 000112-95-8 49

Abundance Scan 2485 (16.704 min): BF131592.D\data.ms (-2478) (- m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131592.D

Acqg On : 12 Dec 2022 14:54

Operator : CG\JU

Sample : N5964-09

Misc . SU-518-COMP-05

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.169 34.8 ng 598374 1 6.892 344359 20.0
2-Pentanone, 4-... 5.110 15.8 ng 272109 1 6.892 344359 20.0
n-Hexadecanoic ... 11.969 3.2 ng 85385 4 11.445 537709 20.0
Octacosane, 2-m... 13.263 6.0 ng 100080 5 14.098 331709 20.0
Carbonic acid, ... 14.027 11.2 ng 185193 5 14.098 331709 20.0
Octacosane 14.627 5.6 ng 93505 5 14.098 331709 20.0
Tritetracontane 14.880 2.5 ng 37146 6 15.610 297723 20.0
Heneicosane 15.233 4.8 ng 72197 6 15.610 297723 20.0
Eicosane 15.921 3.5 ng 52545 6 15.610 297723 20.0
Tetracosane 16.704 2.2 ng 33402 6 15.610 297723 20.0
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