LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc :

ALS vial : 9 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-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41310.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.899 283 291 298 rBV 44571 73342 1.34% 0.230%
2 5.363 363 370 384 rBV 1562137 2338320 42.69% 7.321%
3 6.969 636 643 660 rBV 1584344 2534467 46.27% 7.935%
4 7.787 772 782 793 rBV 449327 703012 12.83% 2.201%
5 8.963 974 982 998 rBV 920172 1562052 28.51% 4.891%

6 10.592 1252 1259 1280 rBV 585197 1021681 18.65% 3
7 13.069 1674 1680 1695 rBV 2345203 3498057 63.86% 10.
8 14.457 1907 1916 1926 rBV 1037473 1489162 27.18% 4.662%
9 15.133 2009 2031 2033 rBV2 100703 537467 9.81% 1
10 15.827 2144 2149 2158 rBV 166558 226078 4.13% ©

11 15.957 2165 2171 2187 rBV 2431115 3398080 62.03% 10.639%
12 17.215 2379 2385 2392 rBV 1464608 1964166 35.86%
13 17.339 2402 2406 2410 rVB3 45437 60814 1.11%
14 18.115 2533 2538 2550 rBV 1192106 1795508 32.78%
15 19.398 2752 2756 2778 rVB 543938 817214 14.92%

NUTO O
=
Vo)
(o]
B

16 19.851 2828 2833 2843 rBV 4344636 5478047 100.00% 17.151%

17 21.127 3046 3050 3060 rBV 292657 440130 8.03% 1.378%
18 21.421 3095 3100 3111 rBV 1775621 2115274 38.61% 6.623%
19 23.792 3497 3503 3513 rVB 972685 1887619 34.46% 5.910%

Sum of corrected areas: 31940490
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43

Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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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TIC: BM041310.D\data.ms
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TIC: BM041310.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.899 2.09 ng 73342  1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 42
3 3-Octanol 130 C8H180 000589-98-0 38
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 291 (4.899 min): BM041310.D\data.ms (-283) (-) m/z 43.00 100.00%

43.0
5000
101.0  Ammmammme
‘ a1 4.60 4.80 5.00 5.20
obr el 233 2209 2BLUL s s9.00  63.42%
miz-> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B BN AL
4.60 4.80 5.00 5.20
m/z 101.00  22.55%
H 101.0
O\\‘M\H\H“‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance
59.0
AR EARNEEEE T
4.60 4.80 5.00 5.20
5000 m/z 58.05 14 .46%
270 101.0
o
miz--> 50 100 150 200 250
Abundance #15648: 3-Octanol R A RRARE R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.85%
5000
29.0 101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Hexathiane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.133 7.22 ng 537467  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 9

3 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
4 2-Chloro-7-methoxynaphthalene 192 C11H9C10 067061-67-0 5

5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance Scan 2031 (15.133 min): BM041310.D\data.ms (-2009) (- | m/z 63.90 100.00%

63.9
191.8
5000

127.8 = —
15.00 15.50
280.9

om_waw",wwwH_Mw_m‘w‘ m/z 191.75  60.49%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67523: Hexathiane
64.0 192.0

5000 ‘ ‘ L
15.00 15.50

128.0
m/z 127.80  19.75%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
64.0

15.00 15.50

5000 128.0 m/z 193.70  16.12%
1920 256.0
L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro- —— ——
64.0 15.00 15.50

m/z 65.90 12.81%

5000 JWWAMWN//WW\WWNMWMMV
315.0

|| ‘ 163.0 ; 534.(
O e e AR R e

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 3 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.827 3.04 ng 226078  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 68
3 Azobenzene 182 C12H1ON2 000103-33-3 64
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 53
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 53
Abundance Scan 2149 (15.827 min): BM041310.D\data.ms (-2144) (- | m/z 104.95 100.00%
105.0
77.0
182.0
5000
51.0
1550 1600
152.0
Ol et b 2000 2850 m/z 76,95 74.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1550 1600
51.0 m/z 182.00  56.80%
152.0
O‘\H\‘H‘\\‘\H‘l“\\\\‘\‘H\‘\\H‘H}\‘H\\“HH‘\H\‘\H\‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105.0
77.0 1550 1600
5000 m/z 51.00 27.09%
51.0
152.0
Ol e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
77.0 1550 1600
m/z 50.00 9.63%
182.0
5000
51.0 105.0
‘ ‘ 152.0
SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 50 16 00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Z:\svoasrv\HPCHEM1\BNA_M\Data\
BMo41310.D

: 07 Aug 2023 13:43
: MA/JU
: 03963-03

: 9 Sample Multiplier: 1

¢ Z:\svoasrv\HPCHEM1\BNA_M\Me
: ASP BNA STANDARDS FOR 5 POI

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

Library Search Compound Report

BMO80723\

thods\8270-BM072823.M
NT CALIBRATION

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 n-Hexadecanoic acid

Concentration Rank 1

R.T. E
18.115 18
Hit# of 5

stConc Area Rel
.28 ng 1795510  Phenan
Tentative ID MW

ative to ISTD R.T.
threne-dio 17.215
MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 Nonanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
158 CSH1802

000057-10-3 99
000638-53-9 94
001002-84-2 90
000544-63-8 90
000112-05-0 58

Abundance Scan 2538 (18.115 min): BM041310.D\data.ms (-2533) (- | m/z 73.00 100.00%
3.0
5000
129.0
213.1 — ——
‘ 171.1 256.1 18.00 18.50
ol.38 Al L L T 8 e.ee 81.91%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 e ——
129.0 18.00 18.50
3.0 213.0 m/z 43.00  76.91%
171.0 ‘
0 “M‘\‘H} \““\ \‘ \‘\”“ \‘\‘\ T “\ L e
miz--> 50 100 150 200 250 300
Abundance
73.0
— —
18.00 18.50
5000 129.0 m/Z 41.00 64.81%
29.9 171.0
214.0
oAby o Lol oy L
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — = —
73.0 18.00 18.50
m/z 55.00 61.90%
5000 129.0
199.0 2420
m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43

Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecanoic acid

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.398 7.73 ng 817214  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

5 n-Decanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
214 C13H2602
172 C1eH2002

000057-11-4 99
001002-84-2 89
000544-63-8 87
000638-53-9 70
000334-48-5 58

Abundance Scan 2756 (19.398 min): BM041310.D\data.ms (-2752) (- | m/z 73.00 100.00%
73.0
5000 129.0 VAMMA\\“mekwﬁ
1851 241.2 T T
‘H ‘ 284.1 19.00 19.50
0 Ly L b L3271 4009 0 4368 85.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 — —=
129.0 19.00 19.50
m/z 59.95 79.93%
29. 185.0 547 (284.0
O' \““‘HH‘“‘“\“““‘“’““““““““‘“““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
e e
19.00 19.50
5000 129.0 m/z 57.00 68.16%
29.0
199.0242.0
ol b MMl Ll Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid = —
73.0 19.00 19.50
m/z 55.00 63.92%
5000
129.0
29. 185.0228.0
0, i ‘ ; . ‘ ;
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 6 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.127 4.16 ng 440130  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3050 (21.127 min): BM041310.D\data.ms (-3046) (- | m/z 57.00 100.00%

57.0
5000 11

=
21.00 21.50
208.0 281.0
-1 *""lll o081 416.0 475,y 7 55,00 91.27%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 — ——
21.00 21.50
’ 11.0 m/z 43.00 91.10%
0 T \\‘\ ‘\“ T \J‘ T L‘ ‘\‘ \‘l\ l\16\7\ \o\ 2\2\3\ \o‘\z\g\o\o‘\ TTT ’ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
—— —
21.00 21.50
5000 111.0 ITI/Z 83.05 85.82%
0 182.0 255.03p6.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol = T
83.0 21.00 21.50

m/z 69.05 81.33%

5000
29. 90
R 1060 2800

1

o A — e
m/z-> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41310.D

Acqg On : 07 Aug 2023 13:43
Operator : MA/JU

Sample : 03903-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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-... 4.899 2.1 ng 73342 1 7.787 703012 20.0
Hexathiane 15.133 7.2 ng 537467 3 14.457 1489160 20.0
Benzophenone 15.827 3.0 ng 226078 3 14.457 1489160 20.0
n-Hexadecanoic ... 18.115 18.3 ng 1795510 4 17.215 1964170 20.0
Octadecanoic acid 19.398 7.7 ng 817214 5 21.421 2115270 20.0
5-Eicosene, (E)- 21.127 4.2 ng 440130 5 21.421 2115270 20.0
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