LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc : P019-SS001-1218-01

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

Signal : TIC: BM@35167.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.622 88 91 101 rBV 91781 132228 2.04% 0.347%
2 5.481 401 407 422 rBV 2305304 3364928 51.94% 8.836%
3 7.075 670 678 692 rBV 2266555 3515691 54.27% 9.232%
4 7.904 812 819 827 rBV 561274 864672 13.35%  2.271%
5 9.063 1008 1016 1028 rBV 1398019 2277581 35.16% 5.981%

6 10.704 1286 1295 1307 rBV 688877 1168027 18.03% 3
7 13.169 1706 1714 1725 rBV 3276820 4656683 71.89% 12.
8 13.745 1806 1812 1819 rBV 51279 78054 1.20%  0.205%
9 13.998 1849 1855 1864 rBV 69893 102472 1.58% ©
10 14.163 1876 1883 1895 rBV 106499 177737 2.74% o

11 14.539 1938 1947 1954 rBV 1075993 1604492 24.77%  4.213%
12 14.645 1961 1965 1972 rVB4 47847 90899 1.40% 0.239%
13 16.027 2193 2200 2210 rBV 2840649 3927568 60.63% 10.314%
14 17.286 2406 2414 2420 rBV 1217249 1762760 27.21% 4.629%

15 17.674 2473 2480 2487 rBV2 50164 94494  1.46%  0.248%
16 17.968 2525 2530 2535 rVB 144049 177058 2.73% 0.465%
17 18.192 2562 2568 2577 rBV 629831 887069 13.69%  2.329%
18 19.139 2725 2729 2733 rVB2 142404 161210 2.49%  ©0.423%
19 19.274 2748 2752 2756 rBV 131998 143099 2.21% 0.376%
20 19.345 2761 2764 2766 rBV 59429 67739 1.e5% 0.178%

21 19.463 2780 2784 2795 rBV 231001 384626 5.94% 1.010%
22 19.704 2822 2825 2834 rBV3 45435 78897 1.22% 0.207%
23 19.910 2855 2860 2866 rBV 5535516 6477911 100.00% 17.011%
24 21.186 3073 3077 3085 rVB 812630 1033846 15.96% 2.715%
25 21.386 3108 3111 3116 rBV 581226 660888 10.20% 1.735%

26 21.468 3120 3125 3135 rVB 1573586 2166177 33.44% 5.688%
27 23.850 3525 3530 3541 rVB2 1008431 2023944 31.24%  5.315%

Sum of corrected areas: 38080750
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc : P019-SS001-1218-01

ALS vial : 18 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 TIC: BM035167.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc : P019-SS001-1218-01

ALS vial : 18 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 Propylene Glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.622 3.06 ng 132228 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 72
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 (S)-Isopropyl lactate 132 C6H1203 063697-00-7 9
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9

Abundance  Scan 91 (3.622 min): BM035167.D\data.ms (-88) (-) m/z 45.10 100.00%

45.1
5000 M
REman e e
3.20 3.40 3.60 3.80 4.00
bbb S AL 2070 myz 43.00  20.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
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5000 N L L R R
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Abundance #342: Isopropyl Alcoho
45.0
e e S RAREE
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19.
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Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RAREARARE
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.81%
- WWMJ\www
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc P019-SS001-1218-01

ALS vial : 18 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
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Peak Number 2 (1S,4S,4aS)-1-Isopropyl-4,7... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.163 2.22 ng 177737  Acenaphthene-di10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 96
2 Bicyclosesquiphellandrene 204 C15H24 054324-03-7 90
3 Epizonarene 204 C15H24 041702-63-0 83
4 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 81
5 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 76
Abundance Scan 1883 (14.163 min): BM035167.D\data.ms (-1876) (-  m/z 161.10 100.00%
105.1 164.1
5000 A¥
411 81.1 204.2 L
133.1 14 00 14.50
i e myz 105.05  84.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80361: (1S,4S,4aS)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a
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Abundance #80235: Bicyclosesquiphellandrene
161.0
L A ‘ ‘N"A
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204.0
SO O O G |
| IR 1) T Ll | \
R R B L B R B R R R
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Abundance #80106: Epizonarene
161.0 14 00 14 50
m/z 204.20 25.75%
204.0
5000 81.0
105.0
55.0 ‘ 133.0 j\
200 | b b AL Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc P019-SS001-1218-01

ALS vial : 18 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
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Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.968 2.01 ng 177058  Phenanthrene-die 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2530 (17.968 min): BM035167.D\data.ms (-2525) (- m/z 74.10 100.00%
74.1
50007 430
143.1 = JL
227.2
185.1 18.00
11.0 270.1
: w‘v‘w HT el “ b b m/z 87.10 72.55%
miz--> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 R
43.0 18.00
143.0 m/z 43.05 40.91%
L W10, | 1850 2270 2700
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 #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
==
18.00
5000 43.0 m/z 55.05  34.20%
‘ M‘ H il ;1101430 1850 2270 270.0
e
miz--> 50 100 150 200 250
Abundance #126207: Methyl tetradecanoate T
74.0 18.00
m/z 41.05 32.82%
5000
43.0 143.0
199.0
242.0
blillgse L, T e A
m/z--> 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc : P019-SS001-1218-01

ALS vial : 18 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 4 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.192 10.06 ng 887069  Phenanthrene-die 17.286
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2568 (18.192 min): BM035167.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000 129.1
213.2 — =
‘ | ﬂlT 25‘6-1 18.00 18.50
36 ‘\“‘h“‘ ‘1‘”‘\“} \‘ T - \‘\“‘ i ‘\ T T T \3\4\0.‘9\ m/Z 43.10 96.12%
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
171.0 213.0 256.0 m/z 59.95 83.64%
, ﬂh“‘\ ;‘H‘\‘Ml ‘\ ‘ “ “ “‘ \‘ ““ - “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 m/z 41.05 79.30%
129.0
29. 185.0 228.0
‘M‘\‘H} “ : \‘m‘\ " \‘ e I
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid = T
73.0 18.00 18.50
m/z 55.10 73.55%
5000 129.0
29. 185.0 41 284.0
N T Y A e
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@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc : P019-SS001-1218-01

ALS vial : 18 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.462 3.55 ng 384626 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2784 (19.462 min): BM035167.D\data.ms (-2780) (- m/z 43.10 100.00%

5000 129.0 J\MM
185.1 241.2 1
I | |
0 Hu“p“\‘ Lol L a by 13152 4200 10 73 00 94.93%
mlz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0 T
185.0 19.50
} m/z 59.95 74.40%
\\‘l\‘ “‘“‘ ‘“HH““\M\\\“‘\\\\\‘\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
e
19.50
5000 m/z 57.10  72.36%
129.0
H ’ 185.0
H‘I “ ‘\I““h\‘\u\u‘mwH‘m‘\‘H“HH‘HH‘HH‘HH
miz--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 55.10 71.82%
5000 129.0
199.0
L ] 2
LN VAR Y E— -
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35167.D

Acqg On : 19 May 2022 23:59

Operator : CG/JU

Sample : N2865-11 :
Misc P019-SS001-1218-01

ALS vial : 18 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 6 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.186 9.55 ng 1033850  Chrysene-di12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3077 (21.186 min): BM035167.D\data.ms (-3073) (- m/z 43.10 100.00%

97.1
5000
2100 2150
541 226.1 ’ :
o L3 22012001 seso amsase o510 o363
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene
430 970
5000 R —
21.00 21.50
m/z 55.05 93.21%
L A‘ 1530 2100 336.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
P e
21.00 21.50
5000 111.0 ITI/Z 83.10 83.90%
AHI‘HWO%G-O
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester —— —
43. 21.00 21.50
m/z 69.10 80.02%
7.0
5000
W30 2240 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@51922\

Data File : BM@35167.D

Acqg On : 19 May 2022 23:59
Operator : CG/JU

Sample ¢ N2865-11

Misc

ALS Vvial : 18 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---|
RT Resp Conc|

.904 864672
.539 1604490
.286 1762760
.286 1762760
.468 2166180

20.
20.
20.
20.
20.

P019-SS001-1218-01

TIC Top Hit name RT EstConc Units Response |#
Propylene Glycol 3.622 3.1 ng 132228 1
(1S,4S,4aS)-1-I... 14.163 2.2 ng 177737 3
Hexadecanoic ac... 17.968 2.0 ng 177058 4
n-Hexadecanoic ... 18.192 10.1 ng 887069 4
Octadecanoic acid 19.462 3.5 ng 384626 5
1-Tetracosene 21.186 9.6 ng 1033850 5
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.468 2166180
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