LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc :

ALS vial : 8 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133437.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.898 473 478 492 rVB 701871 952784 21.61% 3.020%
2 5.328 547 551 562 rBV 4505679 4248001 96.36% 13.465%
3 5.716 614 617 624 rVB 65323 61428 1.39% 0©.195%
4 6.357 722 726 743 rBV 4033501 4408663 100.00% 13.974%
5 6.710 783 786 790 rBV 1373464 1060885 24.06% 3.363%

6 7.275 878 882 885 rBV 2767335 2610967 59.22% 8.276%
7 7.998 1001 1005 1011 rBV 1594581 1455528 33.02% 4.614%
8 9.075 1184 1188 1191 rBV 4267712 3610453 81.89% 11.444%
9 9.745 1299 1302 1306 rBV 1438648 1280681 29.05% 4.059%

10 10.463 1419 1424 1427 rBV 130672 114718 2.60% 0.364%
11 10.539 1433 1437 1440 rBV 2859817 2410146 54.67% 7.640%
12 11.233 1551 1555 1558 rBV 1528150 1344750 30.50% 4.263%
13 11.304 1563 1567 1572 rVB4 39068 46290 1.05% 0.147%
14 11.768 1643 1646 1657 rBV3 180915 255670 5.80% ©.810%
15 12.445 1757 1761 1767 rBV 98333 93316 2.12%  ©.296%
16 12.557 1775 1780 1790 rBVS8 32424 71302 1.62% 0.226%

17 12.668 1793 1799 1862 rVV 101065 101249 2.30% ©.321%
18 12.821 1820 1825 1828 rBV 3829641 3613992 81.97% 11.456%

19 13.057 1859 1865 1870 rBV2 62353 82180 1.86% 0.260%
20 13.727 1975 1979 1981 rBV 117141 138440 3.14% 0.439%
21 13.751 1981 1983 1997 rVB3 110168 255742 5.80% ©0.811%
22 13.868 1998 2003 2006 rBV 1305376 1184127 26.86%  3.753%
23 14.039 2029 2032 2035 rBV 76321 73171 1.66% 0.232%
24 14.345 2080 2084 2087 rBV 118991 117869 2.67% ©.374%
25 14.398 2087 2093 2104 rVV4 76209 217750  4.94%  ©.690%
26 14.645 2129 2135 2138 rBV 73347 94900 2.15% ©0.301%
27 14.886 2173 2176 2184 rVB 42976 74534  1.69%  0.236%
28 14.962 2186 2189 2193 rBV2 89270 88155 2.00% ©.279%
29 15.039 2196 2202 2206 rBV4 55013 98084  2.22% 0.311%
30 15.292 2240 2245 2249 rBV 983563 1171269 26.57% 3.713%
31 15.727 2316 2319 2327 rVB2 58862 86674 1.97% 0.275%

32 15.839 2334 2338 2347 rVB4 56882 124337 2.82% 0.394%

Sum of corrected areas: 31548055
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 May 2023 12:59
¢ CG\JU
: 02812-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
BF133437.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133437.D\data.ms
5.828
6.357
4000000
3000000 7.275
2000000
6.710
1000000
4.898
0 5.716
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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
Abundance TIC: BF133437.D\data.ms
9.075
4000000 12.821
3000000 10.539
2000000
7.
998 9.745 11.233
1000000
10.4 h 11.768 ) 568
R | S NN Ty G Y-
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133437.D\data.ms
4000000
3000000
2000000
13.868
15.292
1000000
ma/v\ 14.039 14849814.645 4439 1572839
A N AR B
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.898 17.96 ng 952784  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 478 (4.898 min): BF133437.D\data.ms (-473) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 AR R R
‘ 831 ‘ 4.60 4.80 5.00 5.20
ol gl B 1280 m/z 59.10  58.04%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L LI B A BN
59.0 4.60 4.80 5.00 5.20
m/z 101.10 20.53%
0 27\\\ Ll | 830 10%0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A
4.60 4.80 5.00 5.20
5000 410 m/z 58.05 15.21%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl- A RAREE S
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.34%
5000
15.0 71.0 101.0
0 ! \M\ | ‘ | | ‘

el e ‘,“

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.769 3.80 ng 255670  Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1646 (11.768 min): BF133437.D\data.ms (-1643) (- m/z 73.10 100.00%

430|731
A

157.1185.1213'2 256.3 f \ i 1

0,

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T IR
11.50 12.00

m/z 43.05 83.75%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

43.0 P A

11.50 12.00
5000 129.0 m/Z 41.05 71.32%
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid s T
43.0 73.0 11.50 12.00

m/z 57.05 65.76%

5000 129.0
199.0
oo T
0150‘L‘HMM\HH\HM\H\ L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Data Path :

Data File :
: 18 May 2023 12:59
: CG\JU

: 02812-09

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\

BF133437.D

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: 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 3 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.727 2.34 ng 138440  Chrysene-di2 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octacosane 394 C28H58 000630-02-4 90
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 83
Abundance Scan 1979 (13.727 min): BF133437.D\data.ms (-1975) (- m/z 57.10 100.00%
57.1
1350 14.00
2300 :
ol LA, H‘. LAl Jesor 2820 m/z 43.10 61.25%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
13.50 14.00
m/z 71.05 59.47%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
P -
13.50 14.00
5000 ITI/Z 85.05 41.96%
0 \\ \u‘ il H Il 139 0 197 0 249.0
e R B R B
m/z--> O 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- = T
57.0 13.50 14.00
m/z 41.05 23.10%
h vﬁﬂﬁww%$ﬂﬂﬁ\mvmﬂﬁwmv
0 ‘\‘ “\ i \‘ u‘ \4%[01830 239.0 296.0
I B e e A R — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Tridecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 4.32 ng 255742  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecene 182 C13H26 002437-56-1 76
2 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 74
3 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 72
4 3-Chloropropionic acid, tridecyl... 290 C16H31C102 1000281-77-4 72
5 Chloroacetic acid, tridecyl ester 276 C15H29C1l02 018277-85-5 72

Abundance Scan 1983 (13.751 min): BF133437.D\data.ms (-1981) (- m/z 55.10 100.00%
1

58.
5000 97.1

P
F.39.1 177.0 209.0 267.1 13.50 14.00
oY — | T \“\\‘h\‘d‘ T R 6 ANt il m/z 43.10 82.19%

m/z--> 50 100 150 200 250
Abundance #56947: 1-Tridecene
43.0
83.0

5000 ]
13.50 14.00
m/z 83.10 64.06%

25.0
O 1\4-\0‘\ “} L “ ‘\ ‘ T }F T ” T ‘} ‘ L T ]\.8\‘2'\0 ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #193731: Trifluoroacetic acid,n-tridecyl ester

69.0

—T —
13.50 14.00
5000 11.0 ITI/Z 41.10 61.18%
29.0 ‘ 154.0
ol LU L B im0 270 rag
miz--> 50 100 150 200 250
Abundance #179098: 1-Hexadecanol, acetate —— —
43.0 13.50 14.00

m/z 69.10 54.60%

83.0
5000
|10 gaqueno
L LT 166029, 269.0

oL—il BN B L\ L i R s
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.68 ng 217750  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Octacosanol 410 C28H580 000557-61-9 93
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 2093 (14.398 min): BF133437.D\data.ms (-2087) (- m/z 43.00 100.00%

43.9
97.0
5000

——
14.00 14.50
o—— m/z 57.10 96.18%

m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0

5000 ——
14.00 14.50

39.1 1921 239.2 g, 4

m/z 55.05 94.42%

53.0
T “\‘ ‘\‘ “ T ‘ ‘H‘ \‘H‘\J‘Tl‘ “h T h\ J\Tg\\r”.\o\z?’?.‘o\ T ??g.p\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0

97.0

o

——
14.00 14.50
5000 m/z 83.10  86.89%

39.0
ey ]‘\‘ | 182022402650
miz—> 50 100 150 200 250 300 350 400

Abundance #232316: Behenic alcohol “ —
83.0 14.00 14.50

m/z 97.05 76.43%

o

5000

r

25.0

oLl i L)) 16702100 @ 2800 o
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\

BF133437.D
: 18 May 2023 12:59
: CG\JU
. 02812-09
: 8 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl5.839 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.839 2.12 ng 124337  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 35
2 Ethanone, 1-cyclododecyl- 210 C14H260 028925-00-0 30
3 Triacontane 422 C30H62 000638-68-6 25
4 6-Undecen-3-one, 5-butyl-2,2-dim... 252 C17H320 055976-05-1 15
5 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 14

Abundance Scan 2338 (15.839 min): BF133437.D\data.ms (-2334) (- m/z 58.95 100.00%
59.0
- ML
111 T 1 MM”
‘ “‘ 250.1 341.0 422 15.50 16.00
0 HAW.me¢mWwwWJmumuhmuw‘nu P m/z 43.10 94.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #73923: 2-Undecanone, 6,10-dimethyl-
43.0
5000 — —
15.50 16.00
180.0 ITI/Z 58.05 69.29%
H | ‘1090
0\\‘\\\\“‘\\\“\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #87562: Ethanone, 1-cyclododecyl-
43.0 wa
— s
15.50 16.00
5000 m/z 57.10 60.07%
97.0
Ll 20 20
o AL T
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane “ —
57.0 15.50 16.00
m/z 71.05 52.14%
- WNJM\/\]
0 i | \‘h h‘ “‘ | \6\9 9 225 0 281.0 337.0 422 ¢
s L B L e Ea s P e
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
Data File : BF133437.D

Acqg On : 18 May 2023 12:59
Operator : CG\JU

Sample : 02812-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.898 18.0 ng 952784 1 6.710 1060890 20.0
n-Hexadecanoic ... 11.769 3.8 ng 255670 4 11.233 1344750 20.0
Octacosane 13.727 2.3 ng 138440 5 13.868 1184130 20.0
1-Tridecene 13.751 4.3 ng 255742 5 13.868 1184130 20.0
n-Tetracosanol-1 14.398 3.7 ng 217750 5 13.868 1184130 20.0
unknown15.839 15.839 2.1 ng 124337 6 15.292 1171270 20.0
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