LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc :

ALS Vvial : 12 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126478.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.828 290 296 302 rBV 55138 75442  2.54%  0.320%
2 4,998 486 495 500 rBvV 74870 98908 3.33% 0.419%
3 5.404 559 564 567 rBV 2911935 2893477 97.53% 12.270%
4 6.416 731 736 739 rBV 2843028 2966657 100.00% 12.580%
5 6.781 794 798 802 rBV 942394 781374 26.34%  3.313%
6 7.345 888 894 897 rBV 2026090 1985749 66.94% 8.421%
7 7.969 996 1000 1012 rBV 913542 829777 27.97%  3.519%
8 8.063 1012 1016 1020 rVB 1216500 1090969 36.77% 4.626%
9 9.145 1194 1200 1203 rBV 3018060 2932304 98.84% 12.435%
10 9.822 1310 1315 1318 rBV 1299893 1128817 38.05% 4.787%
11 10.610 1444 1449 1452 rBV 1912808 1681325 56.67% 7.130%
12 11.304 1563 1567 1571 rVB 1301681 1065024 35.90% 4.516%
13 11.704 1630 1635 1638 rBV 91327 69278 2.34% 0.294%
14 11.839 1654 1658 1667 rBvV2 164945 169984 5.73% 0.721%
15 12.41@ 1753 1755 1758 rVB2 57829 42552 1.43% 0.180%
16 12.627 1788 1792 1799 rBV 40435 50949 1.72% 216%

17 12.892 1833 1837 1841 rBV 2494111 2525748 85.14% 1.
18 13.798 1987 1991 2006 rBv2 119038 259934  8.76%

PWRPROO
=
(]
N
R

19 13.939 2011 2015 2019 rBV 862884 824969 27.81% 498%
20 14.039 2026 2032 2041 rBV 256118 289482 9.76% 228%
21 14.721 2146 2148 2153 rVB 41492 38501 1.30% 163%
22 15.051 2200 2204 2209 rBV 69137 75131 2.53% 319%

23 15.380 2255 2260 2264 rBV 612432 713903 24.06%
24 15.421 2264 2267 2271 rVB 114615 134379  4.53%

OO wWoeoe
(]
N
N
3R

25 15.845 2333 2339 2346 rBV 119110 180359 6.08% 765%

26 16.333 2416 2422 2432 rVB2 121222 217850 7.34% 0.924%

27 16.909 2513 2520 2529 rVB 89089 182077 6.14% 0.772%

28 17.580 2627 2634 2643 rBV3 70212 162899 5.49% 0.691%

29 18.392 2763 2772 2779 rBV2 41245 113856 3.84% 0.483%
Sum of corrected areas: 23581674
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M5342-12

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
BF126478.D

4 Jan 2022 20:37

JU/CG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 10
R.T. EstConc Area Relative to ISTD R.T.
4.998 2.53 ng 98908 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Octanol 130 C8H180 000589-98-0 36
4 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
Abundance Scan 495 (4.998 min): BF126478.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 ‘\\\\‘\\\\‘\\\\‘\\\\/’x\\
4.60 4.80 5.00 5.20 5.40
‘ 83.0 9
ot e e m/z 59.00 53.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 REREE R E e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.78%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e A Ra R
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.94%
29.0 101.0
O b T30, 870 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol B S R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.38%
5000 83.0
41.0 101.0
27ﬁ
0 ‘H""“"“1‘H‘MMH“"1”iH‘ui‘m‘mu‘mwuwmw R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.969 15.21 ng 829777  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53

Abundance Scan 1000 (7.969 min): BF126478.D\data.ms (-996) (-) m/z 57.10 100.00%

57.1
5000
780 7.60 7.80 8.00 8.20
39 101.1
ol i, Mmh‘“u‘ Ap 180wz 4s.00  97.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L LN B LA BN R B
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.00  33.66%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
PP e e
7.60 7.80 8.00 8.20
5000 m/z 75.00 18.63%
29.0 75.0
100.0
0 Lt T 320 seso
miz-> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether A AREEEaREE
57.0 7.60 7.80 8.00 8.20
m/z 56.10 16.15%
5000
29.0 75.0
o \‘\ I ‘ | 100.0118.0
““‘ el pr e AR R
m/z--> 0 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.839 3.19 ng 169984  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 18

Abundance Scan 1658 (11.839 min): BF126478.D\data.ms (-1654) (1  m/z 73.00 100.00%

430 730
5000
129.1
P e
157.1 213.2
W M\ H 1 AT esea BRSO 1207
0 brrr el AL ”mw‘l e N S ST m/z 60.00  89.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
151018502130 256.0 m/z 43.00 84.40%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
s T
11.50 12.00
5000 129.0 m/z 57.10 76.01%
199.0
LA s ) e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance #109279: Tetradecanoic acid phespr A
73.0 11.50 12.00
43.0 m/z 55.00 63.74%
5000 129.0
185.0
H 228.0
0;§RW\WHMMMMmkﬁ“wuﬁmwwuwMwwwuwwuwwwwwuww
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.798 6.30 ng 259934  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 1991 (13.798 min): BF126478.D\data.ms (-1987) (-] m/z 56.95 100.00%
57.0

07.1
5000
1350 14.00
| \‘ | 11891 208.1248.2 135 14. .
L e m/z 43.05  84.36%
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 T ——
13.50 14.00
m/z 83.10 82.44%
.0
ol H | 11810222.0264.0306.0 _ 378!
\\\\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
57.0 o710
' kg sal St
13.50 14.00
5000 m/z 97.10 72.86%
390
““““‘ “““ R R AL
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0 13.50 14.00
43.Q o
m/z 55.05 71.66%
5000
25.0
ol 4LLLLR " 16702100 2800 e Mo
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\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.039 7.02 ng 289482  Chrysene-di2 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 40

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 9

Abundance Scan 2032 (14.039 min): BF126478.D\data.ms (-2026) (. m/z 277.05 100.00%
277.1

5000
77.0 199.0 [ . T
39.9 ‘ 150 00 ‘ H 14.00
o398 I 50 ““M N S - m/z 278.18  31.24%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —i :
14.00
77.0 199.0 m/z 77.60  22.93%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““ T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
ol ‘
14.00
5000 m/z 199.00 19.78%
77.0 183.0
o320 L1280 L U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy g
277.0 14.00
m/z 183.00 19.08%
5000
o 183.0
s
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.051 2.10 ng 75131  Perylene-di12 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2204 (15.051 min): BF126478.D\data.ms (-2200) (- m/z 57.05 100.00%

57.0
5000
9.0 T I
15.00
ob— u‘m A uhu”‘ “““#4&1@9‘ [ ALO 2810 nz 71.e5  62.03%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 =
15.00
9.0 m/z 43.00 50.03%
0 ‘ | uh\ \h\ \‘\‘ h‘ %4%9 1'830 225.0 267.0 309.0 367.1
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T
15.00
5000 ITI/Z 85.10 48.20%
‘ 9.0
41.0
50 L |11 1002250 2060
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T ‘
57.0 15.00
m/z 55.00 22.18%
5000
9.0
oisd LI 100 2000 .
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.845 5.05 ng 180359  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
4 Eicosane 282 (C20H42 000112-95-8 89
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2339 (15.845 min): BF126478.D\data.ms (-2333) (- m/z 57.05 100.00%
57.0

- MU
9.1 - e
‘ 15.50 16.00
0 Hu“h_““‘ il ffiesn 220 m/z 71.10  68.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = —
15.50 16.00
9.0 m/z 43.05 54.57%
Ol\ \d\ ‘ \““‘ \h‘\ h“ \“‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
15.50 16.00
5000 m/z 85.05 51.13%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl- = =T
57.0 15.50 16.00
m/z 54.95 21.98%
B ﬁAvwwwwmwA/Wmewwwﬁ
o%%“”wsom’ S
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.333 6.10 ng 217850  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2422 (16.333 min): BF126478.D\data.ms (-2416) (- m/z 57.00 100.00%
57.0

— —
| ‘ | ‘ 14111831 2810 16.00 16.50
omuuw!‘hHHmeWm_m_m_m m/z 71.10  70.68%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 = P
16.00 16.50
m/z 85.10 51.35%
| | ‘ | 141018300050 282.0
O\\“\‘\“‘\“\‘\“\h‘\“\\“““T\‘\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
= G
16.00 16.50
5000 m/z 43.05 49.99%
9.0
58 L 1Ly 100050 20
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane “ —
57.0 16.00 16.50
m/z 55.00 21.20%
5000
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
"‘W‘“““‘W“““‘H“““"H“““ — ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37

Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: 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 9

Octacosane, 2-methyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.909 5.10 ng 182077  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 86

Abundance Scan 2520 (16.909 min): BF126478.D\data.ms (-2513) (-]

m/z 57.00 100.00%

57.0
5000
17.00
0 WH J w‘“ Ly “1691 2211 2820 w/z 71.65 67.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 L
17.00
m/z 43.05 55.71%
O T \‘\ ‘ T \ \“‘\h‘ \“\\“\ “‘1\6\9\0\ ‘2\2\5\(\)‘ T \2\9\6‘\()\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
—
17.00
5000 m/z 85.05 54.04%
0l uu u 4 w%??? 2250 2810 3630
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane —7
57.0 17.00
m/z 99.10 21.35%
5000
oL i u“u | ml‘nt 20,2250 2810 3370 422 W RA -
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.580 4.56 ng 162899  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2634 (17.580 min): BF126478.D\data.ms (-2627) (- m/z 57.05 100.00%
57.0
. WJ\Q/
9.1 T 1
141.1 17.50
ot u““*“ ! w‘m““ bt | o 2090 2810 m/z 71.10  65.98%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 T :
17.50
9.0 m/z 85.10 49.94%
Jisg ) LI, 1401300050 2860
\\\\‘1\\\‘\\1\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
f A
17.50
5000 m/z 43.00 46.45%
9.0
ol | | 141.0183.0225.0 281.0 337.0 394.
B i B e B R
miz--> 0 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- 7 ‘
57.0 17.50
m/z 99.10 20.56%
5000
9.0 154.0
0 “‘ﬂ med\im | 1197.0239.0281.0 i MLA‘ ‘ IW

m/z--> 0 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 11 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.392 3.19 ng 113856  Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2772 (18.392 min): BF126478.D\data.ms (-2763) (-] m/z 57.00 100.00%

57.0
5000

18.00 1850
— “ | \“MH“LHM N 2ore 2830 m/z 71.00  69.03%

m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

o

5000
1800 1850
9.0 m/z 85.05 55.24%
Olwswd\ “‘ \“‘\ h“ \“‘ \JT\ \“ “\1\8\3\(‘)2\2\5\(\)| T \?9\6‘ (\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
1800 1850
oL L \\ | 1410183.02250 2810 3370 394 MM
A e A A e
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane “ —
57.0 18.00 18.50
m/z 99.10 21.52%
5000 /\
0 L “\ h\ h‘ H‘]T | ]EST?’ 02250 2820

m/z--> 50 100 150 200 250 300 350 1800 1850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126478.D

Acqg On : 4 Jan 2022 20:37
Operator : JU/CG

Sample : M5342-12

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-... 4.998 2.5 ng 98908 1 6.781 781374 20.0
Ethanol, 2-(2-b... 7.969 15.2 ng 829777 2 8.063 1090970 20.0
n-Hexadecanoic ... 11.839 3.2 ng 169984 4 11.304 1065020 20.0
1-Heptacosanol 13.798 6.3 ng 259934 5 13.945 824969 20.0
Triphenylphosph... 14.039 7.0 ng 289482 5 13.945 824969 20.0
Hexacosane 15.051 2.1 ng 75131 6 15.380 713903 20.0
Heneicosane 15.845 5.0 ng 180359 6 15.380 713903 20.0
Eicosane 16.333 6.1 ng 217850 6 15.380 713903 20.0
Octacosane, 2-m... 16.909 5.1 ng 182077 6 15.380 713903 20.0
Octacosane 17.580 4.6 ng 162899 6 15.380 713903 20.0
Heptadecane 18.392 3.2 ng 113856 6 15.380 713903 20.0

8270-BF122921.M Wed Jan 05 14:28:31 2022 Pag 14



