LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49
Operator : CG/JU

Sample : N4122-03

Misc :

ALS Vvial : 18 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.528 71 75 81 rBV 109065 139206 1.72% 0.252%
2 5.410 388 395 410 rBV 3277463 4757724 58.67% 8.606%
3 7.028 663 670 685 rBV 3103234 4821145 59.46% 8.721%
4 7.828 795 806 814 rBV 875633 1384221 17.07%  2.504%
5 8.998 997 1005 1013 rBV 1803713 2981313 36.77% 5.393%

6 10.634 1271 1283 1289 rBV 1155537 1925166 23.74%  3.482%
7 12.298 1560 1566 1579 rBV2 74682 139145 1.72% ©.252%
8 13.098 1695 1702 1716 rBV 4115676 5850561 72.15% 10.583%
9 14.363 1909 1917 1927 rBV2 52632 145812 1.80% 0.264%
10 14.469 1927 1935 1942 rVV 1556875 2332667 28.77% 4.220%

11 14.533 1942 1946 1956 rVB 109410 180854  2.23% ©.327%
12 14.869 1998 2003 2012 rBV 91943 152667 1.88% 0.276%
13 15.516 2107 2113 2125 rVB 99917 188002 2.32% 0.340%
14 15.963 2179 2189 2202 rBV 3306388 4695904 57.91%  8.495%
15 16.198 2222 2229 2235 rBV3 62989 117439 1.45% ©.212%
16 17.033 2367 2371 2379 rVB 56203 99930 1.23% 0.181%
17 17.216 2396 2402 2406 rBV 1868188 2623919 32.36% 4.746%
18 17.257 2406 2409 2416 rVV 492313 654056 8.07% 1.183%
19 17.345 2420 2424 2429 rVB 71186 106983 1.32% 0.194%
20 17.886 2512 2516 2521 rBV2 68931 95079 1.17% 0.172%

21 18.115 2547 2555 2564 rBV2 346689 700442  8.64%
22 18.286 2579 2584 2588 rBV3 180491 296897 3.66%
23 18.592 2632 2636 2640 rVB 75166 98397 1.21%
24 18.974 2696 2701 2709 rBV2 665905 1071165 13.21%
25 19.062 2712 2716 2720 rVB4 136525 177990 2.20%

ORrR OO R
=
N
0
xR

26 19.268 2746 2751 2758 rBV 995788 1345361 16.59%
27 19.633 2804 2813 2822 rBV 740027 1295139 15.97%  2.343%
28 19.839 2842 2848 2853 rBV 6902598 8108791 100.00% 14.668%
29 20.604 2975 2978 2981 rBV = 129277 134144 1.65% 0.243%
30 21.109 3060 3064 3071 rBV2 675360 928765 11.45% 1.680%

N
N
w
A
xR

31 21.392 3106 3112 3116 rBV 2613973 3633867 44.81% 6.573%
32 22.615 3316 3320 3329 rVB 636105 916548 11.30% 1.658%
33 23.739 3505 3511 3518 rBV2 1697613 3182300 39.25% 5.757%

Sum of corrected areas: 55281599
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Aug 2022 21:49
: CG/IU
: N4122-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\
BM036203.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49

Operator : CG/JU

Sample : N4122-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 1 Propylene Glycol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.528 2.01 ng 139206 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Methyltartronic acid 134 C4H605 000595-98-2 9
Abundance  Scan 75 (3.528 min): BM036203.D\data.ms (-71) (-) m/z 45.00 100.00%
45.0
5000 lt
BEEEsRaEEEsEsEE RS
3.20 3.40 3.60 3.80
ol 762 1293 2091 2820 /7 43,00 19.62%
miz--> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 L LA LR IR A
3.20 3.40 3.60 3.80
m/z 61.00 6.46%
15.0 , ,76.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
45.0
b e A
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.12%
89.0
—r 77
m/iz--> 50 100 150 200 250
Abundance #1091: R-(-)-1,2-propanediol REma e AR EaEEY
45.0 3.20 3.40 3.60 3.80
m/z 46.00 2.78%
5000
15.0 ‘
g S SR "
m/z--> 50 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49
Operator : CG/JU

Sample : N4122-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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.
18.116 5.34 ng 700442  Phenanthrene-di10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2555 (18 115 min): BM036203.D\data.ms (-2547) (- m/z 73.00 100.00%

5000
129.0
213.1 — S—
171.1 ‘ 256.1 18.00 18.50
MM b L L T 855y s9.95  81.23%

%

mi/z--> 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T ‘ T T ‘ T

18.00 18.50
m/z 43.00 78.74%

171021302560

m/z--> 100 150 200 250 300 350
Abundance
73.0 M\AL
1&00 1&50
5000 m/z 57.05 63.33%
129.0

29.0 185.0 228.0 \JLMJKJMMAKWVAJXMMh

L L L A A R

m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T T
73.0 18.00 18.50

m/z 55.00 61.24%

5000
2

129.0
171 o 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@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49
Operator : CG/JU

Sample : N4122-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.286 2.26 ng 296897  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 L-Ethionine, 2TMS derivative 307 C12H29N02SSi2 ©55255-82-8 23

Abundance Scan 2584 (18.286 min): BM036203.D\data.ms (-2579) (- | m/z 189.00 100.00%
189.0
- JMJ\
945 — —r
62,0 138.9 h ‘ 18.00 18.50
20 2389 L 2431 8040 s 190.00  96.78%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 e
18.00 18.50
94.0 m/z 191.00  26.12%
300 \‘\ 1370 |
\\\‘\\\\ \\\\‘\\\ ‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance
189.0
T -
18.00 18.50
m/z 94.50 22.11%
5000
94.0
T T S A
miz--> 50 100 150 200 250 300
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde —— ——
39.0 190.0 18.00 18.50
m/z 192.05 21.02%
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@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49

Operator : CG/JU

Sample : N4122-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.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 4 5-Octadecene, (E)-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.974 8.16 ng 10711760  Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 99
2 Cyclohexadecane 224 C16H32 000295-65-8 98
3 Cyclotetradecane 196 C14H28 000295-17-0 97
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 2701 (18.974 min): BM036203.D\data.ms (-2696) (- | m/z 55.00 100.00%
55.0
97.0
5000
——
‘ ‘ 90 19.00
AL J‘ & 118212242 2820 3430 ./, g3.16  93.90%
miz--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 T
97.0 19.00
m/z 69.00 88.62%
\‘ dh ! ‘\‘ 139.0 1810 2520
\\\‘\ \\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
——
97.0 19.00
5000 ITI/Z 43.05 88.17%
139.0 181.0 224.0
—— e
m/z--> 50 100 150 200 250 300 350
Abundance #71732: Cyclotetradecane T
5.0 19.00
m/z 57.05 84.79%
- I W“WJVJ\KN/wMWAM
LLimeo w0 b
mlz--> 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49
Operator : CG/JU

Sample : N4122-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.109 5.11 ng 928765  Chrysene-di12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 Cyclotetracosane 336 C24H48 000297-03-0 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3064 (21.109 min): BM036203.D\data.ms (-3060) (- | m/z 57.10 100.00%
7.1
2000 . ¢¥
—— —
‘ } 168].22&0 302.1 1 21.00 21.50
ob A RLERLEOR S ) PR30l 41714749 njz 55.00  85.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #244230: 1-Tetracosene
55.0
111.0
5000 —r— ——
21.00 21.50
m/z 83.10 85.58%
‘ ‘} 336.0
\\\\\‘\ ‘\‘\“\“\‘\“i\‘“\\\\‘\\\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —
21.00 21.50
5000 m/z 43.05 84.76%
111.0
167.0 223.0 280.0
B B A A o e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane —— ——
55.0 21.00 21.50
m/z 97.05 76.72%
5000
111.0
224.0
Lm0 —
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 10

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\
BM036203.D

Aug 2022 21:49

: CG/IU
: N4122-03

. 18

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Squalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.615 s5.76ng 016548 Perylene-d12 23.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene at0 C3oHse 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91

1000163-04-7 90
125529-10-4 87

3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
Abundance Scan 3320 (22.615 min): BM036203.D\data.ms (-3316) (- | m/z 69.10 100.00%
69.1
5000 NWAJ\\
o o
‘ 207.0 22.50 23.00
bbb u\‘w” “M‘L 2080 SALL 4291 n/z 81.00  49.91%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308258: Squalene
69.0
5000 — —
22.50 23.00
m/z 41.00 21.92%
121.0
T \ “‘\‘ ‘\ \\“‘H\ \“ \I“\ l‘17\5\ \()‘ \2\3\]-\0\2\8\5\ 0\ \3\4.\]-‘0\\ \\4‘1\0\0\\ ‘ TT T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
P e
22.50 23.00
5000 ITI/Z 95.10 13.17%
137.0
191.0 273.0 341.0 410.0
e B e e R L S B = o e TR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, —— ——
69.0 22.50 23.00
m/z 68.05 11.26%
L ‘ Ll h 0L 1\\ 192 0 26003150 384.0
“‘_ ———— P P
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36203.D

Acqg On : 10 Aug 2022 21:49
Operator : CG/JU

Sample : N4122-03

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Propylene Glycol 3.528 2.0 ng 139206 1  7.828 1384220 20.0
n-Hexadecanoic ... 18.116 5.3 ng 700442 4 17.215 2623920 20.0
4H-Cyclopenta[d... 18.286 2.3 ng 296897 4 17.215 2623920 20.0
5-Octadecene, (E)- 18.974 8.2 ng 1071170 4 17.215 2623920 20.0
1-Tetracosene 21.109 5.1 ng 928765 5 21.392 3633870 20.0
Squalene 22.615 5.8 ng 916548 6 23.739 3182300 20.0
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