LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123979.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 11 19 25 rVB 661291 825981 51.42% 7.142%
2 5.522 579 584 587 rBV 1455085 1298233 80.82% 11.225%
3 6.387 727 731 735 rBv4 16002 31678 1.97% 0.274%
4 6.528 749 755 758 rBV 1290476 1344089 83.67% 11.622%
5 6.728 786 789 794 rBV 27934 28262 1.76% 0.244%
6 6.904 815 819 822 rBV 439523 324561 20.20%  2.806%
7 7.463 909 914 917 rBV 917883 901188 56.10% 7.792%
8 8.186 1033 1037 1040 rBV 518636 412435 25.68%  3.566%
9 9.263 1215 1220 1223 rBV 1924858 1606362 100.00% 13.889%
10 9.651 1283 1286 1290 rBvV 192910 169379 10.54% 1.465%
11  9.945 1332 1336 1339 rBV 631946 489677 30.48% 4.234%
12 10.733 1465 1470 1473 rBV 1197881 1084779 67.53% 9.380%
13 11.174 1541 1545 1549 rBV2 16773 19281 1.20% 0.167%
14 11.427 1585 1588 1592 rBV 537903 487652 30.36% 4.216%
15 11.951 1674 1677 1681 rBV2 98612 91844 5.72% ©.794%
16 12.739 1808 1811 1815 rBv4 22439 27467 1.71% 237%

17 13.021 1854 1859 1862 rBV 1372429 1325731 82.53% 1
18 13.915 2008 2011 2019 rBV 138071 198127 12.33%

ONERFREFRO
~N
[y
w
R

19 14.068 2034 2037 2041 rVB 326896 311394 19.39% 692%
20 14.233 2063 2065 2071 rVB6 15887 20814 1.30% 180%
21 14.545 2112 2118 2119 rBV5 35733 43696 2.72% 0.378%
22 14.857 2168 2171 2176 rVB3 36678 41730 2.60% 0.361%
23 14.998 2190 2195 2198 rBV6 15217 34171 2.13% 0.295%
24 15.209 2227 2231 2236 rBv4 39381 58439 3.64% 0.505%
25 15.568 2286 2292 2296 rBV 233495 325913 20.29% 2.818%
26 16.051 2370 2374 2379 rBV5 23159 41719 2.60% 0.361%
27 16.115 2382 2385 2387 rBv4 16677 20820 1.30% 0.180%
Sum of corrected areas: 11565422
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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\BF051821\

BF123979.D

: 18 May 2021 15:25
Ju/CG

: M2435-10

: 6 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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1500000
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500000

0
Time-->
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TIC: BF123979.D\data.ms

14.068
15.568
13.915

14233 14545 148570085209 || 1qem1s

Time-->

T
13.

T T ‘ T ‘ T T ‘ T T ‘ T T T T T T T T T
50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

8270-BF051421.M Wed May 19 11:38:31 2021

Page: 2




Library Search

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Compound Report

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.199 50.90 ng 825981 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetic acid, (acetyloxy)- 118 C4He04 013831-30-6 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9
Abundance  Scan 19 (2.199 min): BF123979.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
43.0
5000 55.1
87.1
T
2.20 2.40 2.60
oH_‘H‘HH_H“,‘h“wmwHHMH_MMWW m/z 43.00  51.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B
43,0 950 220 240 260
87.0 m/z 55.10 40.18%
27.0 ‘
O\\‘\\\\‘\\\‘H‘M\\\"1\‘\\‘\‘\i\‘\\\\H\}\\‘\\\\‘\\\\‘\.\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
P
40 g, 87.0 220 240 2.60
5000 ' m/z 87.10 26.97%
29.0
15.0
Ot et e A e e ey
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 41.10 16.66%
5000 43.0
58.0
) NSNS B NS 1 AN NS SN VS VO S —
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.77 ng 91844  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 80
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Trehalose 342 C12H22011 000099-20-7 43
Abundance Scan 1677 (11.951 min): BF123979.D\data.ms (-1674) (- m/z 43.00 100.00%
43.0 73.1
5000
129.1 L
101.0 157.1 14 g 2133 12.00
0+ m/z 60.00 85.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61121: Dodecanoic acid
73.0
43.0
5000 — 12!0“3“*“‘
129.0 .
1570 2000 m/z 73.10  84.34%
‘ 101.0 ‘
0]\-\5\‘\‘\\\“‘\‘\\H!“\w\‘\‘Hh‘\\\H“‘\\H‘\‘\\\\‘W\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60.0
PRI LTV
12.00
5000 m/z 57.05 77 .84%
29.0 87.0 129.0
' 157.0 186.0
R s LR | AT B LI S FERE A—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95885: Dodecanoic acid, 1-methylethyl ester ——
43.0 12.00
m/z 41.00 77 .38%
5000 102.0
73.0
1290 200.0
L babao=e ||
R 1 O P O AP S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Data Path :
Data File : B
Acqg On 01
Operator : ]
Sample L
Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\

F123979.D

8 May 2021 15:25
U/CG

2435-10

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.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 Heneicosyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.915 12.73 ng 198127 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

4 Carbonic acid, isobutyl octadecy... 370 C23H4603
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

1000314-61-5 91
006385-15-5 91

Abundance Scan 2011 (13.915 min): BF123979.D\data.ms (-2008) (- m/z 55.00 100.00%
55.0
2000 MWJKW&/\
111.1 —
UL o200 1 o
ok m Mo o2® m/z 57.10  91.02%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate
57.0
o 1400
m/z 43.10 82.42%
oL 000 2000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
—r
14.00
5000 111.0 ITI/Z 69.10 52.38%
0 168.0 224.0 297.0348.0
I e e R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate P
57.0 14.00
m/z 83.05 50.47%
5000
111.0
169.0
o‘\23804340 -
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Disulfide, di-tert-dodecyl Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.545 2.81 ng 43696 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 52
2 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 47
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 43
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 43
Abundance Scan 2118 (14.545 min): BF123979.D\data.ms (-2112) (|  m/z 57.10 100.00%
57.1
5000
113.1 T T
} H ‘ ‘ ‘ 191.2 281.1 14.50
ol bl b a7 njz a3.10 0 57.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecyl
57.0
5000 — :
14.50
9.0 m/z 55.00  49.48%
‘ 169.0
01\5-\(#“\‘ “ \“\H\h“\‘h‘ \h‘ T “\ “\ T \’2}\9.\0\ LS B B \4\0’2\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T \
14.50
5000 m/z 71.10 42.43%
113.0
155.0 2110 281.0
(LS S0 AP B A i s SRS N
m/z--> 50 100 150 200 250 300 350 400
Abundance #48886: Decane, 2,3,6-trimethyl- ——
43.0 14.50
m/z 85.10 36.40%
5000 5.0
141.0
0 H“m_‘!u“u‘\ml“m‘,HH_H“HH_M,‘ ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecane, 7,9-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.857 2.56 ng 41730 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 55
2 Hexadecane 226 C1l6H34 000544-76-3 50
3 Tetradecane 198 C14H30 000629-59-4 50
4 Octadecane 254 C18H38 000593-45-3 49
5 5-Iodo-nonane 254 C9H191I 059456-19-8 46
Abundance Scan 2171 (14.857 min): BF123979.D\data.ms (-2168) (- m/z 57.00 100.00%
57.0
5000
— ——
1252 1692 2211 283 | 14.50 15.00
0! m/z 43.00 87.68%
miz--> 50 100 150 200 250
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
5000 — ——
14.50 15.00
m/z 71.00  63.04%
113.0 155.0
O H‘ \“‘\ h‘ \‘H\h\ t “‘\ “\ \1\97|O\ \2\3\9?\ E—
miz--> 50 100 150 200 250
Abundance
57.0
— ——
14.50 15.00
5000 m/z 41.00 32.05%
99.0
27.0 141.0 1830 2260
ol L e
miz--> 50 100 150 200 250
Abundance #59882: Tetradecane “ —
57.0 14.50 15.00
m/z 85.05 28.98%
5000
27.0 99.0
DLl a0 1980
O — e
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl4.998 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.008 2.0ng 34171 Perylene-di2 15.568
Hit# of 1 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 2-chloro-4,5,6-tri... 256 C7H7CLF60  1000277-59-7 2

Abundance Scan 2195 (14.998 min): BF123979.D\data.ms (-2190) (- m/z 81.20 100.00%

81.2
9000
8000
7000
—
6000 15.00
m/z 110.80 52.08%
110.8
5000 276.3
161.1
3000 197.0 237.3
2000 iQod
m/z 131.00 49.80%
1000
O’HH’ \H‘HH“‘H\ ‘\‘H\ \H‘\‘\H\’\H\‘HH‘HH‘HH‘HH TTT "HH’\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107793: Cyclohexanol, 2-chloro-4,5,6-trifluoro-4-trifluord

31.0
9000 AL
15.00
8000 m/z 276.30  47.52%
7000
6000
5000
4000 15.00
m/z 69.90  46.72%
3000
2000
1000 64.0
| ‘ 1010 13701710 2060
0,HHMMMWNAMmﬂﬂquubwuuqu\wﬁuwﬂuw\uw\u\wu\wu\w ]
miz> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl5.210 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.210 3.59 ng 58439 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 43
2 Heptadecane 240 C17H36 000629-78-7 43
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 43
4 Dodecane 170 C12H26 000112-40-3 38
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
Abundance Scan 2231 (15.209 min): BF123979.D\data.ms (-2227) (- m/z 57.05 100.00%
57.0
5000 WW
P e
‘ ‘ 107.1 1552 189 0219.1 282 ( 15.00 15.50
ob—— H‘W WNMMNMJNWMMWU”UHW‘MW J“\‘J" m/z 43.18 60.34Y%
miz--> 50 100 150 200 250
Abundance #19159: Decane
43.0
5000 —r— —
15.00 15.50
85.0 m/z 71.10  58.92%
142.0
O T T ‘\“ ““‘\ ‘! \“\ H‘ \“ T T \‘ ‘ T T T \2‘()7\0\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
15.00 15.50
5000 m/z 85.10 28.96%
99.0
27.0 141.0 183.0 240.0
ol b
miz--> 50 100 150 200 250
Abundance #59901: Decane, 2,3,5,8-tetramethyl- —— ——
57.0 15.00 15.50
m/z 55.00 21.85%
so0 W\WWMM
27.0
99.0
155.0
ol ‘\H‘ Ll \‘ Lo 0 aeso R
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl6.051 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.051 2.56 ng 41719 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 43
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 38
3 Eicosane 282 C20H42 000112-95-8 38
4 Dotetracontane 591 C42H86 007098-20-6 35
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 35
Abundance Scan 2374 (16.051 min): BF123979.D\data.ms (-2370) (- m/z 57.05 100.00%
57.0
5000 W
111.1
T \
L Y S 1600
0 ‘H‘ \H\MMH‘ “H‘ “‘HH“ m “\‘\M\’ “ U || : i ‘\‘H‘\‘ m/z 43.05 69.70%
miz--> 50 100 150 200 250 300
Abundance #182578: Sulfurous acid, butyl pentadecyl ester
57.0
5000 ——
16.00
m/z 71.05 45.63%
H ‘ 970 211.0
OZ\G‘L\O‘\‘ “\‘h‘\‘ \‘L\M‘ \H \‘%4‘}.?‘\ L f .\ T ‘26\3\0\ T
miz--> 50 100 150 200 250 300
Abundance
57.0
T \
16.00
5000 m/z 85.10 35.55%
. 99.0 141.0 211.0
— T
miz--> 50 100 150 200 250 300
Abundance #129493: Eicosane T
57.0 16.00
m/z 111.10  28.54%
5000
282.0
‘ 990 41.0
U 183.0 2250
Oz‘al‘o“\“‘h‘ | “H‘_HL | ﬁ T e S -
m/z--> 50 100 150 200 250 300 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123979.D

Acqg On : 18 May 2021 15:25
Operator : JU/CG

Sample : M2435-10

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.199 50.9 ng 825981 1 6.904 324561 20.0
Dodecanoic acid 11.951 3.8 ng 91844 4 11.427 487652 20.0
Heneicosyl hept... 13.915 12.7 ng 198127 5 14.074 311394 20.0
Disulfide, di-t... 14.545 2.8 ng 43696 5 14.074 311394 20.0
Hexadecane, 7,9... 14.857 2.6 ng 41730 6 15.568 325913 20.0
unknown14.998 14.998 2.1 ng 34171 6 15.568 325913 20.0
unknown15.210 15.210 3.6 ng 58439 6 15.568 325913 20.0
unknownl16.051 16.051 2.6 ng 41719 6 15.568 325913 20.0
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