LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 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-BM060921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@30348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 391 398 409 rBV 2897465 4288399 12.88%  3.246%
2 7.010 659 667 685 rBV 3060374 4723443 14.19% 3.575%
3 7.851 802 810 817 rBV 722594 1156473 3.47% 0.875%
4 9.004 998 1006 1020 rBV 1664812 2744095 8.24% 2.077%
5 10.639 1276 1284 1294 rBV 983271 1631714 4.90% 1.235%

6 13.098 1694 1702 1712 rBV 4368664 6368467 19.13%
7 13.927 1834 1843 1852 rBV 726362 1057271 3.18%
8 14.474 1928 1936 1947 rBV 1636204 2423501 7.28%
9 15.957 2181 2188 2197 rBV 4356666 5993153 18.01%
10 17.204 2395 2400 2410 rVB 2109620 3199524  9.61%

NP R O D
00
w
IS
R

11 18.098 2546 2552 2571 rBV 1108008 1737970 5.22%
12 18.315 2571 2589 2598 rBV2 1752222 9372091 28.16%
13 18.445 2602 2611 2620 rBV 2498983 8703244 26.15%
14 18.580 2622 2634 2645 rBV 8902239 33284990 100.00% 25.
15 19.368 2764 2768 2771 rBV 531111 759083 2.28%

O UTO NP
Yl
00
N
B

16 19.404 2771 2774 2804 rVB3 570454 2415312  7.26%
17 19.821 2839 2845 2851 rVB 9140116 11399375 34.25%
18 20.221 2906 2913 2938 rBV 968712 3678386 11.05%
19 20.927 3026 3033 3046 rBV 1271027 3588167 10.78%
20 21.039 3048 3052 3055 rVV 356244 695848 2.09%

ONNO®R
N
[
IS
R

21 21.086 3056 3060 3065 rVVv2 785609 1599443  4.81%
22 21.139 3065 3069 3077 rVB 1479025 2246450  6.75%
23 21.368 3103 3108 3119 rVB 2921724 3759915 11.30%
24 21.556 3134 3140 3152 rBV 1320736 3209885 9.64%
25 22.186 3242 3247 3256 rBV 1103660 2611087 7.84%

P NNR R
0
IS
o)
R

26 22.556 3307 3310 3318 rVB 287891 414704  1.25%
27 22.909 3364 3370 3380 rBV 942486 2750726  8.26%
28 23.650 3489 3496 3502 rBV2 1753291 3463408 10.41%
29 23.721 3503 3508 3523 rVB 713586 1822365 5.48%
30 24.662 3664 3668 3678 rVB 423611 1028201 3.09%

ORrLr NN
[}
N
e
R

Sum of corrected areas: 132126690
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Jun 2021 18:44
: CG/JU
. M2612-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060921\
BM030348.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

0

Time-->

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BM030348.D\data.ms

5.428 7.010

9.004
7.851 /\ 10.639

A

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BM030348.D\data.ms

13.098 15.957

17.204
14.474

13.927

0

Time-->

Abundance

le+07

8000000

6000000

4000000

2000000

Time-->

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: BM030348.D\data.ms

22.186 22.909

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@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.098 10.86 ng 1737970  Phenanthrene-d10 17.204
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2552 (18.098 min): BM030348.D\data.ms (-2546) (- m/z 73.00 100.00%
73.0

5000
129.1
213.2

— —
171.1 ‘ 256.1 18.00 18.50
Ll

ol ‘ o Ly 13279 4000 ., 43,65  o1.65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 RN
18.00 18.50
m/z 60.00 87.32%

H 171.0213.0256.0
0! “H‘\‘\‘\\h”\ \‘ﬂ‘\ ] “ ‘ ‘ | ‘\ I L

‘\\\\‘\\\\]\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid
73.0
—T —
18.00 18.50
5000 ITI/Z 55.05 70.25%
129.0
29.0 185.0228.0
oL ““ H‘u‘\ M {ML‘H} ‘\‘\‘m‘\ “\‘ \’ ) “\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid =T —
73.0 18.00 18.50

m/z 41.10 69.95%
5000 129.0

199.0242 0

e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

o
N
E— ©
— o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Propanol, 2-[2-(benzoylox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.315 58.58 ng 9372090  Phenanthrene-die 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 56
4 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 43
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 38
Abundance Scan 2589 (18.315 min): BM030348.D\data.ms (-2571) (- m/z 105.00 100.00%
105.0
5000 163.1 /J\A\
— ——
51.0 18.00 18.50
ol 2001 28503269 p; 163.10  46.50%
mlz--> 50 100 150 200 250 300 350
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 o —
18.00 18.50
m/z 77.00 29.02%
59.0 207.0
Ot ‘M\i‘\“ Tty “\‘i“\ ™ \‘\ T \“‘\ L \3\4\3‘0\
miz--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl-
105.0
— ——
163.0 18.00 18.50
5000 m/z 106.00 7.91%
51.0
0‘mu‘u‘u“"“‘,““H‘HH‘HH‘HH_
miz--> 50 100 150 200 250 300 350
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate — —
105.0 18.00 18.50
m/z 51.00 6.31%
5000
163.0
51.0
ol Ll ‘ 254.0
— e h——— — o
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@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44

Operator : CG/JU

Sample : M2612-19

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Morpholine, 4-phenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.445 54.40 ng 8703240  Phenanthrene-die 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 72
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 Ethanone, 1,2-diphenyl- 196 C14H120 000451-40-1 22
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 22
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 22

Abundance Scan 2611 (18.445 min): BM030348.D\data.ms (-2602) (- m/z 105.00 100.00%
105.0
163.1
5000
18.50
51.0 .
207.1
0Lt e b 2810 3430 4011 yyy 163,10 73.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 U
18.50
m/z 77.00 31.37%
51.0
O\\‘\‘\‘i‘\\‘\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33146: Glyoxylamide, N-phenyl-
12001630
——
18.50
5000/ 43.0 m/z 164.10 8.01%
0
miz--> 50 100 150 200 250 300 350 400
Abundance #58238: Ethanone, 1,2-diphenyl- ——
105.0 18.50
m/z 106.00 7.90%
5000
510 178.0
0t e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.580 208.06 ng 33285000 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
5 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 56

Abundance Scan 2634 (18.580 min): BM030348.D\data.ms (-2622) (-  m/z 105.00 100.00%

105.0
5000
T T T
51.0 150.0 18.50
ol Ll 2250 28113269 3869 ./, 149.00 82.16%
mlz--> 50 100 150 200 250 300 350 400
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 — :
18.50
m/z 77.00 44.89%
51.0 150.0
O\\\\i‘\l‘\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
— :
18.50
s000| 290 m/z 51.00 11.05%
‘ 150.0
ol bd 42990
miz--> 50 100 150 200 250 300 350 400
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- — ‘
149.0 18.50
m/z 150.00 8.35%
5000
77.0
29, ||
L0 e L e e e —f—
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.368 4.04 ng 759083 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2768 (19.368 min): BM030348.D\data.ms (-2764) (- m/z 43.10 100.00%

43.1
5000 129.0
185.2 241.2 P ——
19.00 19.50
¢ 2950 3561 46l m/z 73.00  88.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — S—
19.00 19.50
‘ 1850 2840 m/z 57.10 86.05%
O \\“\H[ ‘ ‘JIHJ ‘\l“l\ \L\\\ “ 1‘\‘1 \1\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84453: Tetradecanoic acid
73.0
= ——
19.00 19.50
5000 m/z 60.00 78.83%
129.0
228.0
bbbl H' e “‘ww“\‘ - ‘L .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid == —1
73.0 19.00 19.50
m/z 55.10 71.90%
5000 129.0
199.0
oLa@LWﬂ}L = —
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.404 12.85 ng 2415310 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87
2 Docosane 310 C22H46 000629-97-0 80
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Heptacosane 380 C27H56 000593-49-7 70

Abundance Scan 2774 (19.404 min): BM030348.D\data.ms (-2771) - m/z 57.10 100.00%
57.1

5000 J&
05.0 —
H ‘ 149.0 19.50
ob Ly F07 2118 2810 8559 4311 [, 7119 69.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl-
43.0
5000 U
19.50
m/z 43.10 59.40%
126.0 183.0
O\\“‘ “‘\“‘\h‘\“\h\\‘\\\\’2\2\7\\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
——
19.50
5000 m/z 85.10 51.64%
.0
i ]y 3830 2390 3100
(R I 0 i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #83029: Tridecane, 7-propyl- —
43.0 19.50
m/z 55.10 21.02%
5000
140.0
oo lbisso | a0 -
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@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.221 19.57 ng 3678390 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2913 (20.221 min): BM030348.D\data.ms (-2906) (- m/z 57.10 100.00%
57.1
5000 \/JL
== —
‘ 169.2 20.00 20.50
ol ‘M w iv22ll 2811 3551 4311489 n/; 43.10  65.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141433: Pentadecane, 8-hexyl-
43
5000 m—— M—
20.00 20.50
m/z 71.10 63.60%
196.0
O\\J“‘\h\\“‘A\\\f‘\TY\I]U\\Z\S‘Z\(\)\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57.0
== —
20.00 20.50
5000 m/z 85.10 47.29%
ST T I Y R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane ~kaA‘ ‘ —
57.0 20.00 20.50
m/z 55.05 24.37%
5000 MJLWMM“ﬁvf\\k\A“\MwN
113.0
0 ‘ ‘ “ \‘ {4 11\69 02250 295.0 367.0
H““H““‘_“‘ T T T T —— ——
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.927 19.09 ng 3588170 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 97
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3033 (20.927 min): BM030348.D\data.ms (-3026) (- m/z 57.10 100.00%

57.1
5000
——
| 3. 1169 1 21.00
obAddlL1 2691225.22811341.0 4150 4893 /7 71.10  64.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane
57.0
5000 LI
21.00
m/z 43.05 64.31%
\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219831: Triacontane
57.0
——
21.00
5000 ITI/Z 85.10 46.37%
ob L] h | \169 :0225.0281.0337.0 422.0
N B A E e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane T
57.0 21.00
m/z 55.10  24.05%
5000 JM
oLl \ [1130169.0225.0281.0  380.0
m“HH“m‘HH‘mWm_m‘mwmwm_m‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzamide, N-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.039 3.70 ng 695848 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 59
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 56
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 56
4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17BroO3 1000191-33-3 25
5 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 25
Abundance Scan 3052 (21.039 min): BM030348.D\data.ms (-3048) (-  m/z 105.00 100.00%
105.0
5000 163.1 J
T T
41 281.0 2100
oAl L 41 22302810 357.1 430.0489.1549. 17 163.10  43.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 —— :
21.00
m/z 77.00 @ 26.92%
270 | | 1
O‘\\l\l\"\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
T \
21.00
5000 m/z 106.00 6.53%
163.0
0 417\ I L))
A R N R A AR L REama
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz T I
105.0 21.00
m/z 51.00 6.21%
163.0
5000
ob Pl Ll | 2210 saso N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown21.086 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.086 8.51 ng 1599440 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 50
2 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 38
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 36
4 Formamide, N-methyl-N-[(4-methyl... 163 C1OH13NO 054410-77-4 28
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 27

Abundance Scan 3060 (21.086 min): BM030348.D\data.ms (-3056) (-  m/z 105.00 100.00%

105.0
163.1
5000
43.0 — :
e zrszo10 s
Of bl Al ] 2211 2010 8551 42914893 n/7 163.10  61.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 —
21.00
m/z 77.00 33.83%
51.0
O\\l\l\‘i\\\‘\\l‘\\\‘\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0

-

= ‘
163.0 21.00
5000 m/z 57.10  25.75%

51.0
L 220.0 343.0

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

Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate —— ‘
105.0 21.00

m/z 43.05 24.28%

o

N

5000
163.0

51.0

-

0 e 254.0
T e T T T T e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.139 11.95 ng 2246450 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 56
Abundance Scan 3069 (21.139 min): BM030348.D\data.ms (-3065) (- 105.00 100.00%
105.0
5000 \//\/\jk
—
21. 00 21.50
o 420 | B790 2831 35514151 535 .7 149.00  78.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 T
77.0 21 OO 21.50
77.00  41.81%

o

iy
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
T

21 00 21.50

5000 51.00  10.42%
45.
0\**\*‘*‘“*”“”**‘*\1*7”97?*H*\*‘**\Hwmw”w”w”w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156210: Diethylene glycol dibenzoate ‘
105.0 21 00 21 50

m/z 106.00 7.86%

5000 M
0l27.9 ’ 179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. OO 21. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.556 17.07 ng 3209890 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane 282 C20H42 000112-95-8 96
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3140 (21.556 min): BM030348.D\data.ms (-3134) - m/z 57.10 100.00%
57.1

%

5000
13.1 21.50
207.0
0 mu‘u | ﬁ\ et i 20108878 AI71 4770 sz 71.10  67.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 = i
21.50
m/z 43.10 64.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
T
21.50
5000 ITI/Z 85.10 48.77%
113.0
|| ” | J’l\ 169.0 225.0 282.0
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane = ‘
57.0 21.50
m/z 55.05 24.05%
0 ‘ \“ “ h ” J\l A \\1\6‘9‘02250 295.0 367.0
R e LA R e —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.186 13.89 ng 2611090 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3247 (22.186 min): BM030348.D\data.ms (-3242) - m/z 57.10 100.00%
57.1
5000 $
— —
| ’lF 207.0 2811 22.00 22.50
0 m_m\_uh«w [ 28113410 43214911549 m/z 71.10  65.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 - —=
22.00 22.50
m/z 43.10 61.78%
|| 113.0 225.0
O \\"\1\\‘!J\J\T‘\1\\‘f\l\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
—— —
22.00 22.50
5000 m/z 85.10 48.76%
1
bbb [L[ 3970 2670 maTo 4220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- —= —
43.0 22.00 22.50
m/z 55.10 23.63%
130 1830 2950
o A A e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22.556 2.39 ng 414704 Perylene-di2 23.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 Farnesol isomer a 222 C15H260 1000108-92-4 74
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 Supraene 410 C30H50 007683-64-9 68

Abundance Scan 3310 (22.556 min): BM030348.D\data.ms (-3307) - m/z 69.10 100.00%

69.1
5000
L
137.1 208.0 22.50
obblbaduily, 2080 283034114010 47145350 ./, g1.19  48.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene
69.0
5000 . :
22.50
m/z 41.10 23.88%
137.0
Oy ‘\“M\ “\‘\“‘“\ \“\1‘\ “ T \\2\0‘3\.9 \‘2\7\3\9 \3\)%\‘1‘.9\ \4:}(\)\.(\)\ EERRRRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79401: Farnesol isomer a
69.0
—
22.50
5000 ITI/Z 95.10 12.31%
o 50 0a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —— ‘
69.0 22.50
m/z 67.00 10.43%
- ﬁw/\“w/waAm\wwwMj\fx
l 137.0
obddblnl 2080 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270-BMO60921.M Thu Jun 10 19:18:20 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.909 15.88 ng 2750730 Perylene-di2 23.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3370 (22.909 min): BM030348.D\data.ms (-3364) (- m/z 57.10 100.00%

57.1
5000
—r
|| 72 197.2 2810 23.00
ouu_w\ Afppte 20008410 432148915949, n/z 71.18 67.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 T
23.00
m/z 43.10 58.84%
1
O\‘\"\.\\”‘\F\A\‘\l“\‘\]_\g\r\(\)\\2‘6\7\\0\‘1\\ﬁe\?\q‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43.0
—r
23.00
5000 ITI/Z 85.10 49.11%
196.0
N Yo T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- —
57.0 23.00
m/z 55.10 23.32%
- \%J\NW
ol M 0 e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heptadecane, 9-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.721 10.52 ng 1822370 Perylene-di2 23.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3508 (23.721 min): BM030348.D\data.ms (-3503) (- m/z 57.10 100.00%
57.1
. V\/L/L/\
2350 24.00
127.2 ‘ . .
0 | ‘ i U‘ £l 1 20102670 3430 417.0 490.1549. 1/, 7110  64.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 e —
23.50 24.00
m/z 43.10 56.30%
1130 2100
O\\\J“\“\‘\‘\\\‘\ﬂ\J\\J“\‘\\\‘!\\%6\?.\0\‘3\2\4\..9\\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
—— —
23.50 24.00
5000 m/z 85.10 47.93%
127.0
SIS T I R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane T —
57.0 23.50 24.00
m/z 55.10 23.01%
- W\\j\w
oL LML 1970 2810  sea0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.662 5.94 ng 1028200 Perylene-di2 23.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3668 (24.662 min): BM030348.D\data.ms (-3664) (- m/z 57.10 100.00%
57.1

%

5000
209.0
0o ‘}, I ‘V‘ Ly S 134114000 47615361 /0 7110 64.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
5000 T T
24.50 25.00
‘ m/z 43.10 55.82%
O‘\\"\ "\\‘\l\ll‘\ﬁl\\l(‘)‘\\].\9\7‘\0\\\‘2\\8%‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
—— —
24.50 25.00
5000 m/z 85.10 50.89%
} | 1#/0 1970 365.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T ——
57.0 24.50 25.00
m/z 55.10 22.84%
127
0 “ \H‘ ‘\1\1970 296.0
‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30348.D

Acqg On : 09 Jun 2021 18:44
Operator : CG/JU

Sample : M2612-19

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@60921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.098 10.9 ng 1737970 4 17.204 3199520 20.0
1-Propanol, 2-[... 18.315 58.6 ng 9372090 4 17.204 3199520 20.0
Morpholine, 4-p... 18.445 54.4 ng 8703240 4 17.204 3199520 20.0
Diethylene glyc... 18.580 208.1 ng 33285000 4 17.204 3199520 20.0
Octadecanoic acid 19.368 4.0 ng 759083 5 21.368 3759920 20.0
Tridecane, 6-pr... 19.404 12.9 ng 2415310 5 21.368 3759920 20.0
Pentadecane, 8-... 20.221 19.6 ng 3678390 5 21.368 3759920 20.0
Octacosane 20.927 19.1 ng 3588170 5 21.368 3759920 20.0
Benzamide, N-pr... 21.039 3.7 ng 695848 5 21.368 3759920 20.0
unknown21.086 21.086 8.5 ng 1599440 5 21.368 3759920 20.0
1,3-Dioxolane, ... 21.139 11.9 ng 2246450 5 21.368 3759920 20.0
Heneicosane 21.556 17.1 ng 3209890 5 21.368 3759920 20.0
Octadecane, 2-m... 22.186 13.9 ng 2611090 5 21.368 3759920 20.0
Squalene 22.556 2.4 ng 414704 6 23.650 3463410 20.0
Hexacosane 22.909 15.9 ng 2750730 6 23.650 3463410 20.0
Heptadecane, 9-... 23.721 10.5 ng 1822370 6 23.650 3463410 20.0
Eicosane 24.662 5.9 ng 1028200 6 23.650 3463410 20.0
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