LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : 03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS Vvial : 13  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 M\Methods\8270-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35398.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.975 314 321 343 rBV 4591370 6674200 78.85% 14.547%
2 5.440 394 400 407 rBV 196388 311065 3.68% 0.678%
3 7.034 662 671 686 rVB 962899 1628621 19.24% 3.550%
4 7.845 802 809 817 rBV 535225 872950 10.31% 1.903%
5 9.010 1000 1007 1021 rBV 1638222 2755180 32.55% 6.005%

6 9.363 1057 1067 1076 rBV 1207701 2088413 24.67%  4.552%
7 10.645 1272 1285 1291 rBV 691271 1186957 14.02%  2.587%
8 13.116 1697 1705 1718 rBV 4497494 6787213 80.19% 14.794%
9 13.233 1719 1725 1729 rBV 99783 167859 1.98% 0.366%
10 13.516 1767 1773 1785 rVB 99295 192162 2.27%  0.419%

11 14.392 1917 1922 1929 rVV 140841 274483 3.24%  ©.598%
12 14.486 1930 1938 1945 rVV 1086384 1715007 20.26% 3.738%
13 14.551 1947 1949 1958 rVB3 40195 91103 1.08% 0.199%
14 15.498 2106 2110 2114 rBV 112550 164215 1.94% ©.358%
15 15.980 2188 2192 2198 rBV 231146 360966 4.26% ©.787%

16 16.198 2225 2229 2233 rBV 299797 455191 5
17 16.327 2247 2251 2256 rBV 69893 115089 1
18 16.645 2301 2305 2311 rVB4 63773 124219 1.47%
19 16.998 2359 2365 2371 rBV 453377 749639 8
20 17.233 2400 2405 2410 rBV 1288792 1858332 21.

PP OO
N
~N
[y
I

21 17.274 2410 2412 2419 rVB 308830 409558 4
22 17.368 2424 2428 2433 rVB 112091 169605 2
23 18.139 2556 2559 2566 rBV2 202624 295888  3.50%
24 19.292 2751 2755 2762 rBV 628616 884335 1o.
25 19.415 2774 2776 2785 rVB3 85048 138900 1

OrRroOO®
)
N
Ul
3R

26 19.656 2813 2817 2827 rVB 579469 872665 10.31%
27 19.862 2847 2852 2857 rBV 6742754 8464080 100.00% 18.
28 20.315 2926 2929 2933 rVB 168481 203974  2.41%
29 21.133 3065 3068 3075 rVB3 330505 470406 5.56%
30 21.421 3111 3117 3121 rBV2 1768364 2693714 31.83%

Uk, ®oWkR
IS
IS
U
R

31 23.062 3393 3396 3401 rBV2 317663 529303 6.25%
32 23.780 3513 3518 3525 rVB2 1158044 2174210 25.69% 4.739%

[N
=
Ul
D
R

Sum of corrected areas: 45879502
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jun 2022 16:56
: CG/IU
: N3143-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
BM@35398.D

20220425-AMENDED-COMP-E

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\

Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc 20220425-AMENDED-COMP-E
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.975 152.91 ng 6674200 1,4-Dichlorobenzene-d4 7.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 321 (4.975 min): BM035398.D\data.ms (-314) (-) m/z 43.00 100.00%
43.0
5000
1011 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ ' 4.60 4.80 5.00 5.20
ol oy 1880 2070 28L. n/; 59,85  61.16%
miz--> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L LA B R
4.60 4.80 5.00 5.20
m/z 101.10 25.43%
101.0
O T T \H“ ‘\h‘ ‘ ‘\ T \‘ T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R EERaEt
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.11%
\H W 126.0
oAt
m/z--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.43%
5000
101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20

8270-BM@60222.M Mon Jun 06 18:59:37 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,2-Benzenediol, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.363 35.19 ng 2088410 Naphthalene-d8 10.645

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenediol, 4-methyl- 124 C7H802 000452-86-8 50
2 Benzene 78 C6H6 000071-43-2 9
3 Fumaronitrile 78 C4H2N2 000764-42-1 9
4 1,2,4-Trithiolane 124 C2H4S3 000289-16-7 9
5 Propanedinitrile, methylene- 78 C4H2N2 000922-64-5 7

Abundance Scan 1067 (9.363 min): BM035398.D\data.ms (-1057) (-) m/z 123.90 100.00%

128.9
78.0
5000 45.0
T
‘ ‘ 9.00 9.20 9.40 9.60
0 byl 2069 2669 ., 77.95  75.14%
miz-> 50 100 150 200 250
Abundance #11925: 1,2-Benzenediol, 4-methyl-
78.0 124.0
5000 L L L B B LR I
9.00 9.20 9.40 9.60
39.0 m/z 44.95 51.44%
o) H— \\‘H HHM‘H \‘\\‘\L“H‘ ‘\‘ .
miz--> 50 100 150 200 250
Abundance #1166: Benzene
78.0
T
9.00 9.20 9.40 9.60
5000 m/z 46.00 22.58%
ow”‘”“‘h_ e — —
miz--> 100 150 200 250
Abundance #1163: Fumaronitrile R AREARIREERE
78.0 9.00 9.20 9.40 9.60
m/z 60.00 17.78%
5000
38.0
0 A \‘\ ‘ ‘\

m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56
Operator : CG/JU

Sample : N3143-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 3 unknown13.516 Conce
R.T. EstConc Area Relative to IS

13.516  2.2a1ng 192162  Acenaphthene-d10-

Hit# of 5 Tentative ID MW MolForm

1 4,5-Diamino-6-methyl-2-thiopyrim... 156 C5H8N4S

arch Compound Report

20220425-AMENDED-COMP-E

BM060222 .M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 8

L) R.T.

""""" 14.486
CASH# Qual

006305-99-3 47

2 4H-1,2,4-triazole-3-carboxylic a... 156 C5H8N402 1000404-32-7 32
3 Omethoate 213 C5H12NO04PS 001113-02-6 25
4 [1,2,3,4]Tetrathiane 156 C2H4S4 000290-81-3 17
5 Orotyl-2,2-dimethylhydrazide 198 C7H10N403 1000250-76-4 10
Abundance Scan 1773 (13.516 min): BM035398.D\data.ms (-1767) (-  m/z 155.90 100.00%
155.9
5000 45.0 109.9
T I
‘78-0 13.50
0 Al “‘ e b 2081 2810 ny7 109.90  50.07%
miz-> 50 100 150 200 250
Abundance #33293: 4,5-Diamino-6-methyl-2-thiopyrimidine
156.0
5000 = :
i 110.0 1350
' m/z 45.00  48.49%
o m ‘MM‘ I “ . ‘\“ -
miz--> 50 100 150 200 250
Abundance #33291: 4H-1,2,4-triazole-3-carboxylic acid, 5-amino-, etr
28.0 156.0
U [
110.0 13.50
5000 m/z 46.00 43.58%
69.0
AT 1T 1
miz--> 50 100 150 200 250
Abundance #91128: Omethoate = ‘
156.0 13.50
110.0 m/z 63.90 19.74%
5000
79.0
PN I T A /\
e e T S [l
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl4.392 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.392 3.20 ng 274483  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-chloro-4-nitro-, 1-o... 174 C5H3C1N203 014432-16-7 10
2 p-Bromofluorobenzene 174 C6H4BrF 000460-00-4 9

3 3-Chloro-5-nitro-2(1H)-pyridinone 174 C5H3C1N203 022353-38-4 9
4 Benzene, 1-bromo-3-fluoro- 174 C6H4BrF 001073-06-9 9

5 2,4-Dinitrothiophene 174 C4H2N204S 005347-12-6 9

Abundance Scan 1922 (14.392 min): BM035398.D\data.ms (-1917) (- m/z 173.90 100.00%

173.9
5000 64.0 109.9
= b
14.00 14.50
141.9 .
0 ‘wHM“m‘m‘,uuuwm‘m_W‘ 208l 28L /7 109.90  41.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49223: Pyridine, 2-chloro-4-nitro-, 1-oxide
174.0
63.0
5000 — —
144.0 14.00 14.50
m/z 63.95 38.45%
O \\\‘\\\w““‘\‘\“‘}w}“w\\“1’!‘w\‘\“‘HH‘\l‘\\‘\\\\‘\\\"\\H‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49274: p-Bromofluorobenzene
95.0 174.0
e e
14.00 14.50
5000 ITI/Z 45.00 32.54%
50.0
PYRROSH ST WY 1T ER——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49221: 3-Chloro-5-nitro-2(1H)-pyridinone P —
174.0 14.00 14.50
73.0 m/z 175.85  23.32%
5000
116.0
%k L
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Lenthionine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.198 4.90 ng 455191  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2HA4S5 000292-46-6 93
2 1,2,4,6-Tetrathiepane 170 C3H6S4 000292-45-5 45
3 Hexathiepane 206 CH2S6 017233-71-5 40
4 Ehylthiophosphonamide, o-methyl ... 139 C3H1@NOPS 1000306-03-7 33
5 4-Chloro-2-nitrobenzyl alcohol 187 C7H6CINO3 022996-18-5 25

Abundance Scan 2229 (16.198 min): BM035398.D\data.ms (-2225) (-  m/z 141.90 100.00%

141.9
78.0
50001 45.0
187.9

‘ 109.9 ‘ 16 00 iG.Sd
Ly | l

Ol b e 2281 2670 n/z 78.00  78.33%
miz--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #63003: Lenthionine
78.0 142.0
45.0
5000 =
188.0 16.00 16.50

‘ m/z 123.90  46.99%

110.0
Hlw‘HW“H‘L‘J\Hwa‘wdle‘Hwﬁhw‘HW‘H‘M‘H\H‘W‘
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #45572: 1,2,4,6-Tetrathiepane
78.0

o

45.0
124.0 170.0 16 00 16 50
5000 m/z 45.00  43.59%
Olrrrrprer ety
m/z--> 40 60 80 100120140 160180 200 220 240 260 280
Abundance #83360: Hexathiepane
142.0 1600 1650

m/z 187.90  36.21%

78.0
45.0
5000
206.0
110.0 ‘ 174.0 ‘
0 || ‘ M ‘ ‘ . |

m/z--> 40 60 80 100120140160 180200220 240260280 16 00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\

Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 unknownl6.998 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.998 8.07 ng 749639  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiepane 206 CH2S6 017233-71-5 32
2 Lenthionine 188 C2H4S5 000292-46-6 14
3 (S)-(-)-2-Chloropropionic acid 108 C3H5C102 029617-66-1 12
4 1,3-Benzenedithiol 142 C6H6S2 000626-04-0 10
5 L-Leucine, N-(n-butyl)-, methyl ... 201 C11H23NO2 1000452-94-2 9

Abundance Scan 2365 (16.998 min): BM035398.D\data.ms (-2359) (-  m/z 141.90 100.00%

141.9
5000 78.0 205.8
ssp o[y J L. | 1700
ol Wbk d bt L2501 3410y 78 00 46.66%
mlz--> 50 100 150 200 250 300 350
Abundance #83360: Hexathiepane
142.0
78.0
5000
17 00
206.0 m/z 205.80  44.72%
e
O\\\‘\“\‘\M\“!\‘\\’!‘\“\\“‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #63003: Lenthionine
78.0 142.0
17 00
29 |
ob— Ay
miz--> 50 100 150 200 250 300 350

Abundance #5893: (S)-(-)-2-Chloropropionic acid
28.0 1700
m/z 44.95  25.49%
5000
OHHOBO S\ S—
m/z--> 100 150 200 250 300 350 1700
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.139 3.18 ng 295888  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2559 (18.139 min): BM035398.D\data.ms (-2556) (- m/z 73.00 100.00%

%

5000 129.0
213.2
1711 \
‘ ‘ 25‘612951 18.00 18.50
o3 u” “‘ el 3550 m/z 43.10  83.00%
m/z--> 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 RN CT
18.00 18.50
1710 213.0 256.0 m/z 60.00 78.69%
0! m\h”w H‘\ h} \ “ ‘ _ \‘ “\‘ - “\‘ T
m/z--> 100 200 250 300 350
Abundance #92068.Tndecanok:add
0
‘ S

T
18.00 18.50

5000 ITI/Z 41.05 70.00%
2
129.0
‘ 1710 214.0
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 69.67%
185.0 5410 284.0
0 W 1N S A IS
m/z--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : @03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.133 3.49 ng 470406 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 3068 (21.133 min): BM035398.D\data.ms (-3065) (- m/z 57.10 100.00%
57.1

3

5000
226.1 T T
BL | 3291 4151 5349 2100 2159
Ol g P A 2 m/z 43.05  84.93%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #173728: Cycloeicosane
5.0
5000 — —
21.00 21.50
m/z 55.00 73.87%
5.0
LU, 1960 280.0
O‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\"\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

3

57.0
— —
21.00 21.50
5000 m/z 83.10 71.24%
e et et e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 21.00 21.50
m/z 69.10 66.92%
- JJ\”/\
L‘ .0196.0
ol At —r— ——
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35398.D

Acqg On : 03 Jun 2022 16:56

Operator : CG/JU

Sample : N3143-03 :

Misc : 20220425-AMENDED-COMP-E

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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-... 4.975 152.9 ng 6674200 1 7.845 872950 20.0
1,2-Benzenediol... 9.363 35.2 ng 2088410 2 10.645 1186960 20.0
unknown13.516 13.516 2.2 ng 192162 3 14.486 1715010 20.0
unknown14.392 14.392 3.2 ng 274483 3 14.486 1715010 20.0
Lenthionine 16.198 4.9 ng 455191 4 17.233 1858330 20.0
unknown16.998 16.998 8.1 ng 749639 4 17.233 1858330 20.0
n-Hexadecanoic ... 18.139 3.2 ng 295888 4 17.233 1858330 20.0
Cycloeicosane 21.133 3.5 ng 470406 5 21.421 2693710 20.0
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