LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

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 M\Methods\8270-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34867.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.034 325 331 341 rBV 35458 59230 1.06% 0.140%
2 5.499 402 410 422 rBV 1759808 2601701 46.67% 6.164%
3 7.087 672 680 690 rBV 1698448 2696720 48.37% 6.389%
4 7.928 816 823 832 rBV 450384 709839 12.73% 1.682%
5 9.081 1012 1019 1029 rBV 1032532 1685903 30.24% 3.994%
6 10.734 1292 1300 1308 rVB 548093 946614 16.98% 2.243%
7 13.186 1711 1717 1725 rBV 2481563 3600975 64.60% 8.532%
8 14.563 1944 1951 1958 rBV 793860 1203996 21.60% 2.853%
9 15.375 2084 2089 2095 rBV2 36314 65393 1.17% 0.155%
10 16.045 2196 2203 2210 rBV 1900213 2713829 48.68% 6.430%
11 16.680 2307 2311 2323 rVB 21474 60088 1.08% 142%
12 17.304 2410 2417 2423 rBV 996332 1429118 25.64% 386%
13 17.986 2529 2533 2539 rVB 55864 68953  1.24%

14 18.204 2565 2570 2580 rBV 801413 1239631 22.24%
15 18.392 2591 2602 2604 rBV 266842 701242 12.58%
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16 19.480 2783 2787 2803 rBV 568367 866126 15.54%
17 19.921 2857 2862 2868 rBV 4418615 5574677 100.00% 13.
18 20.245 2909 2917 2933 rVB 569206 1833255 32.89%
19 21.198 3075 3079 3085 rBV2 226341 312571 5.61%
20 21.315 3093 3099 3109 rBV2 692144 2191062 39.30%
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21 21.415 3109 3116 3122 rVV 1026252 2084211 37.39%
22 21.480 3122 3127 3134 rVV 1442675 1965204 35.25%
23 21.574 3136 3143 3153 rVB4 470234 1208396 21.68%
24 22.262 3254 3260 3270 rVB 688235 1593877 28.59%
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25 23.339 3436 3443 3456 rVB 486202 1368371 24.55% 242%
26 23.498 3465 3470 3483 rVB3 428515 1171013 21.01% 2.775%
27 23.868 3527 3533 3547 rVB2 1069058 2253632 40.43% 5.340%

Sum of corrected areas: 42205627
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Apr 2022 16:43
: CG/IU
: N2577-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
BM034867.D

BLIND-DUPLICATE-4-45-22

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BM034867.D\data.ms

5.499 7.087

9.081

7.928 10.734

5.034

0

Time-->

Abundance

4000000

3000000

2000000

1000000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BM034867.D\data.ms

19.921

13.186

16.045

14.563

15.375

0

Time-->

Abundance

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM034867.D\data.ms

21.480

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.204 17.35 ng 1239630  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2570 (18.204 min): BM034867.D\data.ms (-2565) (- m/z 43.10 100.00%

43.1
5000
129.0
3.0 213.2 SIS —
‘ | ‘17‘1-1 ‘ 256.1 | 18.00 18.50
e L85y 73,05 99.26%
mlz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘ T T ‘ T
18.00 18.50
m/z 60.00 86.12%
‘ 171.0 213.0 256.0
\‘ﬂh“\ ;‘H‘\‘Ml ‘\“‘ “ “‘ \‘ ““\‘ . “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
—— =
18.00 18.50
5000 129.0 m/z 41.05 80.10%
29. 185.0 549 284.0
Al L
mfz--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.10 71.12%
5000 129.0
29. 171.0
‘ ‘ 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.392 9.81 ng 701242  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2602 (18.392 min): BM034867.D\data.ms (-2591) (- m/z 57.10 100.00%
57.1

5000 J¥/ﬂkJ/f\\\Nﬂ
9.1 I o
‘ h | | ;1410183.1225.1266.8309.4 18,90 18.50
b e m/z 43.10 71.64%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 o ——
18.00 18.50
9.0 m/z 71.10 66.28%
15.9 ‘L‘ | [ 14101830225 0267 03090 3800
\\\\‘\\\\‘\1\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
= ——
18.00 18.50
5000 m/z 85.10 50.12%
9.0
LU Yroimsoes0 30
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane == —
57.0 18.00 18.50
m/z 55.10 24.20%
5000
9.0
L0041 341-0183.0225.0 281.0 337.0 394.
A e e B L B A R R = —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43
Operator : CG/JU

Sample : N2577-05

Misc

ALS vial : 6 Sample Multiplier: 1

BLIND-DUPLICATE-4-45-22

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Octadecanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.480 8.81 ng 866126  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2787 (19.480 min): BM034867.D\data.ms (-2783) (-

m/z 43.05 100.00%

43.0
5000 129.0
3.0 185.1 241.2 —
M ‘ ‘ 284.3 19.50
— ALy Vi bbb b L 3418 s 73,00 86.57%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 19.50
m/z 60.00 76.86%
29. 185.0 541 o 284.0
H}‘““\“‘} \“‘\ \‘\‘\ “ Em \“ T \L\ ISR B
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
=
19.50
500029( 129.0 m/z 41.10 73.60%
' 199.0 242.0
w‘“l N\M “\‘ “ “ ;“‘ N R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
43.0 19.50
m/z 57.05 73.57%
5000 284.0
3.0 129.0
TV e
- w“wﬂNuw‘u“J‘M\ b 872 S
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43
Operator : CG/JU

Sample : N2577-05

Misc

ALS vial : 6 Sample Multiplier: 1

BLIND-DUPLICATE-4-45-22

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Eicosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.245 18.66 ng 1833260 Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2917 (20.245 min): BM034867.D\data.ms (-2909) (-
57.1

m/z 57.10 100.00%

- h_j\p
== —
‘ 131 169.2 20.00 20.50
ol 14 w“u e 239.2 3004 36544150 /7 43.10  69.06%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176387: Eicosane
57.0
5000 T a—
20.00 20.50
282.0 m/z 71.10 67.80%
225.0
\l‘\ \U‘ \“‘\“‘ \“‘\“\ “ “\“\ !‘\\“‘ \‘\‘\‘\‘ T \‘\ ‘ LI ‘\ T \‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
= —
20.00 20.50
5000 m/z 85.10 47.65%
““H““ R T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- T =
57.0 20.00 20.50
m/z 55.10 24.15%
B u\fﬂNVV\w/\\\ﬁwﬂkaf
13.0 239.0
LLLLTT ) 1690 239 5940 3500
— "H"““‘H‘“““_“““‘W““““ e e
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Pentacos-1-ene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.198 3.18 ng 312571 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 3079 (21.198 min): BM034867.D\data.ms (-3075) (- m/z 43.05 100.00%

30 o020
5000
207.0 LT L
[[|12841 | 2810 3661 4310 sos. 2o 2180
b D b SR S90S PRS2 m/z 55.180 99.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #259982: Pentacos-1-ene
558.0
5000 T —
1.0 21.00 21.50
m/z 57.10 97.98%
350.0
\\“\ “\ f}‘\!264.0}
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
== —
21.00 21.50
5000 111.0 m/z 83.05 84.06%
o B R e A ARmmmaa e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1 —= —]
57.0 21.00 21.50
m/z 97.05 81.51%
111.0
5000
l“ I | \‘\ “\ \11167'0222'0 308.0
L e B A R A A == —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43
Operator : CG/JU

Sample : N2577-05

Misc

ALS vial : 6 Sample Multiplier: 1

BLIND-DUPLICATE-4-45-22

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Eicosane, 10-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.315 22.30 ng 2191060  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3099 (21.315 min): BM034867.D\data.ms (-3093) (-

m/z 57.10 100.00%

57.1
5000
== —
]Jlﬂ 166.2 21.00 21.50
obr kb UL 092 239.2 30933654 42914891 /7 43,10 68.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T L
21.00 21.50
m/z 71.10 65.96%
L] o210 2810
\\\[\1!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43.0
=5 ——
21.00 21.50
5000 m/z 85.10 46.59%
9.0 196.0
AW Lo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176387: Eicosane . —
57.0 21.00 21.50
m/z 55.10 24.30%
5000
282.0
113
AL H 0Z20
‘H“H“_JJMLMWMMHR_‘H“H“H‘w“u“u‘_“w —_— —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43
Operator : CG/JU

Sample : N2577-05

Misc

ALS vial : 6 Sample Multiplier: 1

BLIND-DUPLICATE-4-45-22

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Cyclooctacosane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.415 21.21 ng 2084210  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctacosane 392 C28H56 000297-24-5 95
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
3 Octacosanol 410 C28H580 000557-61-9 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3116 (21.415 min): BM034867.D\data.ms (-3109) (-
57.1

5000

5.1

‘(l‘hhhhl2090 282.0341.1 43124911549

‘\\\’\\\\‘\\‘\\‘ \\‘\\\\\\\\‘\\\‘\\\\\\\\‘\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #297106: Cyclooctacosane

I3,
~Jl
o

5000

| ‘if || 196.0 264.0322.0 0

[T ’\\H‘\\H‘\\H‘\\H R L R R R U R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #321407: Heptacosyl acetate
43.0

5000 1.0

\ || | ‘ | 181.0 250.0308.0 378. 0438 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #308225: Octacosano
57.0

5000

125.0

11 n‘,\ L1950 2920 3920

‘H [

m/z 57.10 100.00%

%

21.50
m/z 43.10 90.24%

.

21.50
m/z 83.10 84.42%

%

21.50
m/z 55.10 83.77%

g

21.50
m/z 97.10  80.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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-

21.50

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 8 unknown21.574 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.574 12.30 ng 1208400 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylenepent-2-enyl)benzene 158 C12H14 084313-24-6 22
2 2-Chloro-6-fluorobenzyl alcohol,... 216 C11H14C1FO 1000378-14-3 15
3 2-Chloro-6-fluorobenzyl alcohol,... 202 C10H12C1lFO 1000378-14-5 11
4 Isoquinoline, 1-butyl- 185 C13H15N 007661-38-3 11
5 Quinoline, 6-methyl- 143 C10HSN 000091-62-3 11

Abundance Scan 3143 (21.574 min): BM034867.D\data.ms (-3136) (- m/z 43.05 100.00%

43.0
143.1
5000
394.4

-
Uil .
e R 912849 s 143 05 75.49%

i
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34730: (1-Methylenepent-2-enyl)benzene
148.0
5000 e ‘
77.0 21.50

m/z 135.05 66.03%

waﬂﬂtyk

|
‘\\\1]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93762: 2-Chloro-6-fluorobenzyl alcohol, 2-methylpropyl
143.0

-

—
21.50
5000 m/z 55.05 55.96%

MJ L 1216.0

‘\\\\’1\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #77283: 2-Chloro-6-fluorobenzyl alcohol, n-propyl ether T
143.0 21.50

m/z 119.05 45.78%

N
w
o

5000

‘}3:'0 \\ 1 \202'0 M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method

: 28 Apr 2022 16:43
: CG/JU
: N2577-05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
BM034867.D

: 6 Sample Multiplier: 1

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 9 Heptadecane, 9-hexyl-
R.T. EstConc Area

22.262 16.22 ng 1593880  Chrysene-d12

Hit# of 5 Tentative ID MW MolForm
1 Heptadecane, 9-hexyl- 324 C23H48
2 Tricosane 324 C23H48
3 Heneicosane 296 C21H44
4 Octacosane 394 (C28H58
5 Hexacosane 366 C26H54

Abundance Scan 3260 (22.262 min): BM034867.D\data.ms (-3254) (-
57.1

5000

o | Wd\“w72 281.1 3514 4161 490.0
e L 1972 2811 3514 4161 4900

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #229650: Heptadecane, 9-hexyl-

43.0

5000

2100
Tynns 267.0324.0

\11\‘\\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #229644: Tricosane

5000

197.0 267.0

.J\\\\\m\x
RERESR ; Hr

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane

JF 324.0

57.0

5000

\‘ IFFAA‘;970 296.0

Concentration Rank 5

Relative to ISTD R.T.

055124-79-3 94
000638-67-5 93
000629-94-7 91
000630-02-4 91
000630-01-3 91

m/z 57.10 100.00%

%

22.00 22.50
m/z 71.10 65.41%

:

22.00 22.50
m/z 43.10 63.56%

:

22.00 22.50
m/z 85.10  48.47%

.

22.00 22.50
m/z 55.10  23.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

8270-BM042722.M Fri Apr 29 15:54:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 10 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.339 12.14 ng 1368370  Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87

Abundance Scan 3443 (23.339 min): BM034867.D\data.ms (-3436) (- m/z 57.10 100.00%
57.1

=

5000
- T
‘ HM 1971 2811 23.00 23.50
Ot il 2 2OLL 3561 480 m/z 71.10  66.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000

USSRV
2300 2350

m/z 43.10  63.51%
,\\

||[#7%197.0267.0 3800

‘\H\‘\\\\I‘HH‘\H\l’l\l\H‘\\H‘\H\‘H\l\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0

=

“ 7
23.00 23.50
5000 m/z 85.10 49.13%

U"*

127.0197.0267.0337.0407.0 491.0562.0

iTsiae

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — L
57.0 23.00 23.50
m/z 55.10  22.29%
L 1#7019702670 3650
e e S e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50

8270-BM042722.M Fri Apr 29 15:54:11 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43
Operator : CG/JU

Sample : N2577-05

Misc

ALS vial : 6 Sample Multiplier: 1

BLIND-DUPLICATE-4-45-22

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT 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 11 1-Hexacosene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.497 10.39 ng 1171016  Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Nonacos-1-ene 406 C29H58 018835-35-3 93
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 93

Abundance Scan 3470 (23.498 min): BM034867.D\data.ms (-3465) (-
57.1

5000

AL | { ‘“ \“u‘in\ b 1 u l ‘l 3813 478.6 549

J .
A S S R L AR SRR SRR AR AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

5000
125.0

‘ ‘WJH‘,hJ9&O 292.0 364.0

‘\\‘\ "\\H‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano

55.0

5000

125.0

h\\ A f\‘”h 196.0 266.0

‘\\l\\’\\\\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosano

57.0

5000

125.0

11 n‘,\ L1950 2920 392.0

‘H [

m/z 57.10 100.00%

-

23.50
m/z 43.10 90.49%

:

23.50
m/z 83.10  78.25%

-

23.50
m/z 55.10 77.81%

-

23.50
m/z 97.10  75.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270-BM042722.M Fri Apr 29 15:54:12 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42822\
Data File : BM@34867.D

Acqg On : 28 Apr 2022 16:43

Operator : CG/JU

Sample : N2577-05 :

Misc : BLIND-DUPLICATE-4-45-22

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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|
n-Hexadecanoic ... 18.204 17.4 ng 1239630 4 17.304 1429120 20.0
Heptacosane 18.392 9.8 ng 701242 4 17.304 1429120 20.0
Octadecanoic acid 19.480 8.8 ng 866126 5 21.480 1965200 20.0
Eicosane 20.245 18.7 ng 1833260 5 21.480 1965200 20.0
Pentacos-1-ene 21.198 3.2 ng 312571 5 21.480 1965200 20.0
Eicosane, 10-me... 21.315 22.3 ng 2191060 5 21.480 1965200 20.0
Cyclooctacosane 21.415 21.2 ng 2084210 5 21.480 1965200 20.0
unknown21.574 21.574 12.3 ng 1208400 5 21.480 1965200 20.0
Heptadecane, 9-... 22.262 16.2 ng 1593880 5 21.480 1965200 20.0
Tetratetracontane  23.339 12.1 ng 1368370 6 23.868 2253630 20.0
1-Hexacosene 23.497 10.4 ng 1171010 6 23.868 2253630 20.0
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