LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acq On : 19 Aug 2021 12:28 Instrument :
Operator : CG/JU BNA_M

Sample 1 M3426-07 ClientSampleld :
Misc . SWCS-10-0002

ALS vial : 5 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-BM081621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@31824.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.734 276 280 288 rVB 14786 20888 1.52% 0.175%
2 5.169 348 354 364 rBV 519378 732874 53.37% 6.145%
3 6.728 612 619 629 rBV 468064 737346 53.70% 6.182%
4 7.534 750 756 764 rVvB 118150 179935 13.10% 1.509%
5 8.687 945 952 964 rVB 276983 454868 33.12%  3.814%

6 10.292 1219 1225 1232 rVB 130897 220074 16.03%
7 12.786 1641 1649 1656 rBV 528973 776444 56.54%
8 14.174 1879 1885 1893 rVB 178804 264288 19.25%
9 15.674 2133 2140 2151 rBV 480108 699403 50.93%
10 16.351 2251 2255 2267 rBV7 14745 31889 2.32%
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11 16.927 2347 2353 2358 rBV 240237 355210 25.87%
12 16.992 2358 2364 2365 rBV3 32310 49638 3.61%
13 17.239 2391 2406 2407 rBV 101110 233867 17.03%
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14 17.427 2424 2438 2456 rVB 297938 1213439 88.37% 10.174%
15 17.698 2474 2484 2492 rBV3 18903 65575  4.78% 550%
16 17.845 2503 2509 2525 rBV 405296 650398 47.36% 5.453%
17 18.127 2554 2557 2562 rVB5 16869 22397 1.63% ©0.188%
18 18.186 2562 2567 2572 rBV6 21480 38752  2.82% ©@.325%
19 18.780 2664 2668 2678 rVB2 31103 80712 5.88% 0.677%
20 18.992 2700 2704 2705 rBV3 24922 32095 2.34% 0.269%
21 19.133 2723 2728 2742 rBV 242265 371346 27.04%  3.114%
22 19.356 2763 2766 2770 rBV 14040 17073 1.24% 0.143%
23 19.574 2798 2803 2809 rVB 1142083 1373200 100.00% 11.514%
24 19.803 2838 2842 2848 rBV 58122 97748 7.12%  0.820%
25 20.615 2976 2980 2988 rVB2 78259 129889 9.46% 1.089%

26 20.868 3018 3023 3029 rBvV2 159968 268794 19.57%
27 21.127 3062 3067 3071 rBV 397907 511990 37.28%
28 21.297 3092 3096 3100 rBV 87824 142228 10.36%
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29 21.721 3164 3168 3170 rBV 111904 135780 9.89% 138%
30 21.750 3170 3173 3181 rVB2 282778 424186 30.89% 557%
31 21.927 3200 3203 3208 rVB2 54402 87331 6.36% 732%
32 22.209 3248 3251 3255 rVB4 53101 65240  4.75% 547%

33 22.703 3330 3335 3347 rVB2 243651 522359 38.04%
34 23.274 3427 3432 3438 rVB2 299305 519771 37.85%
35 26.927 4048 4053 4063 rVB2 140487 399459 29.09%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc

ALS vial : 5 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-BM081621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11926486
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Aug 2021 12:28
: CG/JU
: M3426-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
BM031824.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1000000

800000

600000

400000

200000

TIC: BM031824.D\data.ms

5.169
6.728

8.687

7.534 10.292
4.734

0
Time-->
Abundance

1000000

800000

600000

400000

200000

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

TIC: BM031824.D\data.ms
19.574

12.786
15.674

14.174

0
Time-->
Abundance

1000000

800000

600000

400000

200000

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: BM031824.D\data.ms

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@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.734 2.32 ng 20888 1,4-Dichlorobenzene-d4 7.534

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 9
4 Propylamine 59 C3HOSN 000107-10-8 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 280 (4.734 min): BM031824.D\data.ms (-276) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 M
4.40 4.60 4.80 5.00
Okl 858 | h7 ss.ee  59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\‘\\\\‘\\\\’\\\\‘\\\\/\‘
4.40 4.60 4.80 5.00
101.0 m/z 101.00  23.13%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4583: Morpholine, 4-methyl-
43.0
R R R
4.40 4.60 4.80 5.00
5000 m/z 58.00 12.88%
101.0
71.0
15.0
N . . Y Y
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4582: N-(n-Propyl)acetamide
30.0 4.40 4.60 4.80 5.00
m/z 41.00 12.15%
5000 43.0
90 Ul 5o 0 me
ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzamide, N-acetyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.992 2.79 ng 49638  Phenanthrene-d10 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 50
3 Cinnamic acid, .beta.-[N-benzoyl... 299 C16H13NO5 143815-48-9 47
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 40
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N0O4S 096334-43-9 35

Abundance Scan 2364 (16.992 min): BM031824.D\data.ms (-2358) (-  m/z 105.00 100.00%

105.0
5000 163.0
.
41.0 208.1 17.00
o by by b0 mjz 77.00  39.82%
miz--> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 T
17.00
m/z 163.00 39.09%
59.0
0+ \mi‘ “\ Tty “ \‘i”\ ™ \‘\ T \‘Z?Zc\)2\4\2‘0\ LI \\34\3"
miz--> 50 100 150 200 250 300
Abundance #39035: Benzamide, N-acetyl-
105.0
.
17.00
5000 m/Z 41.05 10.24%
163.0
43.0
miz--> 50 100 150 200 250 300
Abundance #197990: Cinnamic acid, .beta.-[N-benzoylamino]-3,4-dih P
105.0 17.00
m/z 68.10 10.21%
5000
i
Nl W P~ LN ANy
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzamide, N-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.239 13.17 ng 233867 Phenanthrene-die 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 58
3 3-Benzamidocoumarin, N-trifluoro... 361 C18H10F3NO4 1000447-52-3 47
4 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 47

5 3-Benzamidocoumarin, N-heptafluo... 461 C20H10F7NO4 1000446-98-4 47

Abundance Scan 2406 (17.239 min): BM031824.D\data.ms (-2391) (- m/z 105.00 100.00%

105.0
162.9
5000
P o
51.1 2071 17.00 17.50
ol b L O m/z 162.95  53.13%
mlz--> 50 100 150 200 250 300 350
Abundance #38609: Benzamide, N-propyl-
105.0
5000 T T T T I \/\\
17.00 17.50
163.0 m/z 77.80 39.81%
51.0 ‘
O\\\‘i‘\\“\\‘\\‘\“\‘\“\\\’\\\\’\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
P e
163.0 17.00 17.50
5000 ITI/Z 51.10 9.59%
510 ‘ 2070
okt b b i i b i
miz--> 50 100 150 200 250 300 350
Abundance  #270470: 3-Benzamidocoumarin, N-trifluoroacetyl- e —
105.0 17.00 17.50
m/z 106.00 8.30%
5000
51.0
0 L 159.0 212.0249.0 361.( f/ﬂ\ N
e e e —— et
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
17.427 68.32 ng 1213440  Phenanthrene-d10 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
2 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 50
3 Propanetrione, diphenyl- 238 C15H1003 000643-75-4 50
4 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 50
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 50
Abundance Scan 2438 (17.427 min): BM031824.D\data.ms (-2424) (-  m/z 105.00 100.00%
105.0
149.0
5000
51.0 ’ 17.50
Ol e e e e 2Ok m/z 149.00  65.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 L
17.50
m/z 77.00 53.31%
51.0
otso | ] | | 179.0
\H‘HH‘HH’HH’HH‘\H‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52227: Phenacyl thiocyanate
105.0
— =
17.50
5000 m/z 50.95 14.16%
51.0
0H%RHMNWMNWJHHHWHH_HWHH“HWHH_HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #120927: Propanetrione, diphenyl- e
105.0 17.50
m/z 105.95 7.59%
5000
51.0
0 | | | 139.0 178.0207.0238.0 f\ A
e e e e T e ; R
m/z--> 20 40 60 80 100120140160180200220240260280 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.698 3.69 ng 65575  Phenanthrene-die 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 53
4 Glyoxylamide, N-phenyl- 163 C9HONO2 ©32331-52-5 50
5 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 43

Abundance Scan 2484 (17.698 min): BM031824.D\data.ms (-2474) (- m/z 105.00 100.00%

105.0
163.1
5000
—= —
1.0 207.0 17.50 18.00
ob gl bl 4 b m/z 163.05  76.74%
miz--> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0 /L
5000 T ‘ T T T f ‘ T
17.50 18.00
m/z 77.00 46.95%
59.0
O+ \mi‘ “\ I “ \‘i“\ ™ \‘\ T \2"03(\)2\4\2‘0\ L \3\4\3"
m/z--> 50 100 150 200 250 300
Abundance #38616: Morpholine, 4-phenyl-
105.0
—= —
163.0 17.50 18.00
5000 m/Z 50.95 13.25%
51.0
ol wﬁ‘u“J“ ———
m/z--> 50 100 150 200 250 300
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate e P
105.0 17.50 18.00
m/z 105.90 9.46%
5000
163.0
51.0
SRS U ] IO S . SN et
m/z--> 50 100 150 200 250 300 17.50 18.00

8270-BM081621.M Fri Aug 20 13:17:18 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.845 36.62 ng 650398  Phenanthrene-die 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2509 (17.845 min): BM031824.D\data.ms (-2503) (- m/z 73.00 100.00%

43.0 73.0 ' '
5000
129.1
213.2 — P
H ‘ 171 1 256.1 17.50 18.00
[ w“ H““ il b L u\ L m/z 43.05 97.59%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 [N IR
17.50 18.00
97.0 1710 9130 256.0 m/z 41.10  89.66%
oL— ‘M‘ U!\ Hu M‘H\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
= —T
43.0 17.50 18.00
5000 m/z 60.00 87.43%
129.0
1710 2140
[o)=mthal H\ ‘u‘u‘ “H‘\‘\} L ‘\M‘ “\ “‘ | “\‘ P
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — =
43.0 73.0 17.50 18.00
m/z 55.05 77.01%
5000 129.0
‘ 199.0 2420
ol L H H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1‘57‘\-0;“ ‘i o ‘L — = i~
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 +trans-Sinapyl alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.186 2.18 ng 38752  Phenanthrene-die 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 78
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 60
3 1H-Pyrrolo[2,3-b]pyridine, 3-ami... 210 C12H1ON4 023616-68-4 38
4 Phenol, 2-chloro-4-cyclohexyl- 210 C12H15C10 003964-61-2 38
5 2-Ethoxyphenol, TMS derivative 210 C11H1802Si 099448-04-1 30
Abundance Scan 2567 (18.186 min): BM031824.D\data.ms (-2562) (-  m/z 210.05 100.00%
166.9 210.1
5000 0
106.0
41.0 —_
" HHMM ‘ 280.¢ 18.00 18.50
0 WAL eyl m/z 166.95  94.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000
18.00 18.50
770 1510 m/z 154.80  50.99%
O ’ ‘\‘“P\‘\Mi“w\um\“‘HH}\"‘\‘\H“““H\‘\‘H‘H‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
e
18.00 18.50
5000 77.0 m/z 182.00 50.85%
121.0
39.0 ‘
o YL —
m/z--> 20 40 60 80 100120140160180200220240260280 AA
Abundance #87100: 1H-Pyrrolo[2,3-b]pyridine, 3-amino-2-(4-pyridyl)- —— Ho—
210.0 18.00 18.50
m/z 77.00 43.51%
5000
51.0 105.0
L 1550 | |
0 et — —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.780 4.54 ng 80712  Phenanthrene-d10 16.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
2 Pentacosane 352 C25H52 000629-99-2 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 83
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 2668 (18.780 min): BM031824.D\data.ms (-2664) (- m/z 57.10 100.00%
57.1

> M
T —
‘ ‘ 140.9 206.1 281.0 18.50 19.00
(o R ”“W bl el m/z 43.10  84.52%
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000 T —
18.50 19.00
m/z 71.05 67.08%
182.
O T } ‘ \H“‘ \h\ “‘ \“ \}\4}‘9 \8\ \()‘2\2\5\(\)‘ \2\8%\()‘:3\2\2\0\ ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T —
18.50 19.00
5000 m/z 85.05 45.48%
9.0
0 \ h\ \h\ h‘ | :!\-4\1 9]\'8\3 0225 0 295.0 352.0
i A A
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T —
57.0 18.50 19.00
m/z 41.00 35.34%
h J
J154 ‘L‘ | 1114101820225 0067 03090 380:
Tt e e e —— ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.133 14.51 ng 371346 Chrysene-d12 21.127
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2728 (19.133 min): BM031824.D\data.ms (-2723) - m/z 43.10 100.00%

43.1 73.0
5000 129.0
185.1 241.2 ) — —T—
‘ “ ‘ ‘ 284. 19.00 19.50
ob— H’ H!\ “M‘H‘\Hh‘h H;\u‘\“w ! : H‘H‘L e \‘ ol b e ‘L‘ m/z 73.00 93.85%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 U U
19.00 19.50
m/z 41.05 86.89%
‘ 1850 5410 284
ok ‘\“ H’ M\ \‘H‘ “M”‘L ‘1‘”“\‘“1 i - . S ‘L - ““
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
e e
19.00 19.50
5000 256.0 m/Z 60.00 85.65%
129.0
213.0
L, fte
0— “‘ M’ H!‘ ‘H‘H‘ uh“‘ 1‘”“\”1 oy “ “ “‘m‘ b \‘ :
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —r =
43.0 73.0 19.00 19.50
m/z 55.05 83.52%
5000 129.0
‘ 199.0 2420
ol w’ il “HM\‘H \\h\‘\‘ M\‘u; “‘ ‘1‘57‘\-0;“ ‘i N ““ . — —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.803 3.82 ng 97748 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2842 (19.803 min): BM031824.D\data.ms (-2838) - m/z 57.05 100.00%
57.0

. /F/\j\/\/\ﬂﬂ
1950  20.00
oLLA hw“““ L0 1072 2650 851 7 4310 75.60%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
19.50 20.00
m/z 71.10 66.75%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
P e
19.50 20.00
5000 ITI/Z 85.05 46.43%
41.0
Ll ooy smo
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — —
43.0 19.50 20.00
m/z 41.00 32.34%
- WWWW
oL L1 112701690 2250 29503370
- A P e
m/z--> 5 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.615 5.07 ng 129889 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2980 (20.615 min): BM031824.D\data.ms (-2976) (- m/z 57.10 100.00%
57.1

. mewwjxwvf/\vvjvﬂk»wﬂw
2050 2100
- “uuu‘h‘ 1, “‘ L0 18702300 2051 3860 . 4310 83.21%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T ——
20.50 21.00
m/z 71.05 71.19%
9.0
0 \‘ \L ‘ H\ L H‘ | :!\-4\1 9183 0 225.0 268 0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
— —
20.50 21.00
5000 ITI/Z 85.05 48.43%
9.0
o150 | | | [} 141018302250067.03000_380:
R B T AL e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 20.50 21.00
m/z 41.10 34.03%
- mMMwwﬂwwwAwko\ﬂmMm
et e e e e e —— ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.868 10.50 ng 268794 Chrysene-di2 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 87
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 83

Abundance Scan 3023 (20.868 min): BM031824.D\data.ms (-3018) (- m/z 57.05 100.00%
57.0

5000

=

= —
‘11630 20.50 21.00
1

41.0315.2 ,
ol iyl O8I0 m/z 43.05  95.66%

m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0

=

5000 — e
20.50 21.00
m/z 55.10 71.90%
0 2240
| ‘ﬁnA ] 415.0 620.0
M

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

o

-

57.0
— ——
20.50 21.00
5000 m/z 69.10 59.83%
okl %F;?‘ 2520 3690 648 WM
e e e e e e
m/z--> 0 50 100150 200 250 300 350400 450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- — —
57.0 20.50 21.00
m/z 41.05 58.19%
L‘ .0196.0
ol At — ——
m/z--> 0 50 100150200 250300 350400 450500550600650 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.297 5.56 ng 142228 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3096 (21.297 min): BM031824.D\data.ms (-3092) - m/z 57.10 100.00%
57.1

5000

-

°

2100 2150
1541 2080
0l w‘h‘ | “ Loty 20725212980 39514011 0 43,05 75.48%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane

a1
~!
o

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0 21.00 21.50

m/z 55.10  29.69%

5000
21.00 21.50
0.0 m/z 71.10 70.30%
Ols.cJ Ll 1) 141018302250  296.0
\\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
—— ——
21.00 21.50
5000 m/z 85.05 46.83%
9.0
0 I ‘H\ ] H‘ I ]T4T‘|'01830 268.0
R T
m/z--> 0 50 100 150 200 250 300 350 400
—— ——

°

5000

okl \ M%f?l‘%%? 2390 2060

m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.50

g
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.721 5.30 ng 135780 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
3 Hexadecane 226 C1l6H34 000544-76-3 92
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 90
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 3168 (21.721 min): BM031824.D\data.ms (-3164) (- m/z 57.05 100.00%

57.0
5000
2150  22.00
207.0 : :
282.0
— w‘h‘ ‘h “ LI, 0724402820 | 386, s 65 77.50%
mlz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — e
21.50 22.00
m/z 71.05 69.09%
99.0
oL h | L], 14101830 2250 2820
L T T LI ‘ L ‘ L ‘ L ‘ L ’ T
miz--> 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
— —
21.50 22.00
5000 m/z 85.05 47.81%
113.0 155 0
S R O -t R
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane 7 —
57.0 21.50 22.00
m/z 41.10 28.40%
- MN/M
99.0
oo || P mommomee e
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.750 16.57 ng 424186 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 86
2 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 62
3 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 60
4 2,4,4,6,6,8,8-Heptamethyl-2-nonene 224 C16H32 039761-73-4 38
5 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C16H30 002883-08-1 38

Abundance Scan 3173 (21.750 min): BM031824.D\data.ms (-3170) - m/z 83.10 100.00%

5000
2531 JAMMMWWWJ\NJhdva\
— —
3900 ]{39_1 21‘5'1 ‘ 21.50 22.00
ol AL Al L 3281 420 gg 10 97.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
5000, 44 e Sants
153.0 21.50 22.00
m/z 43.10  89.83%
O \“\U“\“!‘J‘h\“‘h‘\\‘\“‘\\\‘\‘2\2\‘4\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alpr
55.0
—r —
21.50 22.00
5000 111.0 m/z 55.10  89.23%
167.0
miz--> 50 100 150 200 250 300 350 400
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- — ——
41.0 97.0 21.50 22.00
m/z 69.10 87.86%
5000
153.0
ARTTH 1T i
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.927 3.41 ng 87331 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Pentacosane 352 (C25H52 000629-99-2 86
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
5 Tetradecane 198 C14H30 000629-59-4 81

Abundance Scan 3203 (21.927 min): BM031824.D\data.ms (-3200) - m/z 57.05 100.00%
57.0

2 M
‘ 22.00
111 190.9 :
ob— \}‘ = hn uhuﬁ‘m\”w J\Hw ‘\ \h mn‘ I\ \\\%‘3? ‘9‘ ‘2‘9‘5‘ 9‘ — ‘3‘6‘9‘1‘4‘.]‘-§ m/z 71.10 69.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T
22.00
m/z 43.05 68.03%
O T “\ “ “ \h‘\ h‘ \“‘ \“\ “ ‘1\6\9 \()\ ‘2\2\5\ \0‘ T \2\9\6‘ \0\ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
——
22.00
5000 m/z 85.05 50.36%
13.0
NI D FwedEL LI L BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane —
57.0 22.00
m/z 55.05 28.24%
B J\qu
0 L h \h\ ]M u‘ L] 1\8\\3 0 . 239'0 295.0 352'0
A A A e —
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.209 2.51 ng 65240 Perylene-di2 23.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 87
2 1,7-Dimethyl-4-(1-methylethyl)cy... 218 C15H30 000645-108-3 64
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 59
4 1,2-Dodecanediol 202 C12H2602 001119-87-5 58
5 Octacosan-14-o0l 410 C28H580 138967-02-9 52

Abundance Scan 3251 (22 209 min): BM031824.D\data.ms (-3248) (- m/z 57.10 100.00%
.0

oy
5000
— —
22.00 22.50
oL, m/z 69.10  96.79%
mlz--> 50 100 150 200 250 300 350
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 — —
153.0 22.00 22.50
m/z 97.05 96.62%
O T “\ ‘\‘ ‘h‘\ “‘ ‘\“h\““ ‘” T ‘\ “‘\ T \‘ T ‘ ?2\‘4\0\ ‘ T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
—— —
22.00 22.50
5000 m/z 43.10  88.29%
‘ 167.0
o“‘kﬂ‘“NMWH‘J“V‘L“ e
miz--> 50 100 150 200 250 300 350
Abundance #173738: Cyclohexadecane, 1,2-diethyl- T —
43.0 22.00 22.50
m/z 83.05 75.10%
280.0
5000
Ow‘w “H M‘ H\H\‘\ \‘\‘h‘ i ‘92‘2‘3‘0‘ ‘ ““HH“ — —
m/z--> 50 100 150 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 18 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.703 20.10 ng 522359 Perylene-di2 23.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 87
2 Octacosanol 410 C28H580 000557-61-9 83
3 Nonacos-1-ene 406 C29H58 018835-35-3 76
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 1-Tetracosene 336 C24H48 010192-32-2 70
Abundance Scan 3335 (22.703 min): BM031824.D\data.ms (-3330) - m/z 57.05 100.00%
7.0
5000 1.1
‘ 22.50 ‘23‘00‘
168.0213.2 360.1
0 H‘WuMJ‘MMwwhpu‘~q‘““?§92“““““4?9‘ m/z 43.10  91.03%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43.
07.0
5000
22 50 23 00
m/z 97.05 83.37%

O \‘\‘ h \ “ ““\‘\\\‘\\\\‘\\\\‘3\2\2\0\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308226: Octacosanol
83.0

2250 2300
5000 m/z 83.10 82.50%
39.0
of AL L1950 2500 070 B0
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0 22 50 23 00
m/z 55.05 81.58%

B |/ \\/\A/\/\w
hdnm 167.0 406.0

O\i‘ﬁ\\\‘ S bl
m/z--> 50 100 150 200 250 300 350 400 22 50 23 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 19 Methanone, bis[4-(diethylam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.927 15.37 ng 399459 Perylene-di2 23.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [2](9,10)(1,2,3,4-Tetrahydroanth... 309 C23H19N 1000156-07-2 56
2 Methanone, bis[4-(diethylamino)p... 324 C21H28N20 000090-93-7 53
3 2-(4-Isopropylphenyl)-1,3-benzox... 324 C19H24N20Si 1000471-61-2 43
4 4'-Hydroxy-6-methylflavone, trim... 324 C19H2003Si 1010454-24-9 43
5 benzenamine, 4,4'-(2,2-dimethylp... 366 C25H38N2 1000398-57-3 27

Abundance Scan 4053 (26.927 min): BM031824.D\data.ms (-4048) (-  m/z 324.20 100.00%

324.2
5000 279.1
—r—
225 |
0L ! “\‘ .y MM iy ‘\ f u‘\u‘ h‘ / ‘\‘HH‘ d‘\\“\ I ‘4‘0“1‘2“ : m/z 309.20 97.10%
mlz--> 50 100 150 200 250 300 350 400
Abundance #210838: [2](9,10)(1,2,3,4-Tetrahydroanthraceno)[2](2,6)
309.0
5000
27 00
204.0 254.0 m/z 279.10  43.02%
13
O \2\7“\(‘\‘)“ \7\\0\‘\\“\“\‘\\\‘\‘ ‘J‘\‘\h‘\ ‘\“““\m‘\i ‘h “ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #229523: Methanone, bis[4-(diethylamino)phenyl]-
309.0
27.00
5000 m/z 280.10 37.87%
147.0
0 290 770\\‘\ \‘\‘1202370‘\ I 1
R e R R e T
miz--> 50 100 150 200 250 300 350 400
Abundance #229236: 2-(4-Isopropylphenyl)-1,3-benzoxazol-5-amine, et -
324.0 27.00
m/z 265.05 35.84%
5000 164.0
73
27.0, ‘ 251 0
m/z--> 50 100 150 200 250 300 350 400 27 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81921\
Data File : BM@31824.D

Acqg On : 19 Aug 2021 12:28
Operator : CG/JU

Sample : M3426-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81621.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-... 4.734 2.3 ng 20888 1 7.534 179935 20.0
Benzamide, N-ac... 16.992 2.8 ng 49638 4 16.927 355210 20.0
Benzamide, N-pr... 17.239 13.2 ng 233867 4 16.927 355210 20.0
Diethylene glyc... 17.427 68.3 ng 1213440 4 16.927 355210 20.0
1-Propanol, 2-[... 17.698 3.7 ng 65575 4 16.927 355210 20.0
n-Hexadecanoic ... 17.845 36.6 ng 650398 4 16.927 355210 20.0
trans-Sinapyl a... 18.186 2.2 ng 38752 4 16.927 355210 20.0
Eicosane, 7-hexyl- 18.780 4.5 ng 80712 4 16.927 355210 20.0
Octadecanoic acid 19.133 14.5 ng 371346 5 21.127 511990 20.0
Octacosane 19.803 3.8 ng 97748 5 21.127 511990 20.0
Nonadecane 20.615 5.1 ng 129889 5 21.127 511990 20.0
Pentadecafluoro... 20.868 10.5 ng 268794 5 21.127 511990 20.0
Heneicosane 21.297 5.6 ng 142228 5 21.127 511990 20.0
Eicosane 21.721 5.3 ng 135780 5 21.127 511990 20.0
Cyclohexane, 1,... 21.750 16.6 ng 424186 5 21.127 511990 20.0
Pentacosane 21.927 3.4 ng 87331 5 21.127 511990 20.0
Cyclohexane, 1,... 22.209 2.5 ng 65240 6 23.274 519771 20.0
1-Tricosene 22.703 20.1 ng 522359 6 23.274 519771 20.0
Methanone, bis[... 26.927 15.4 ng 399459 6 23.274 519771 20.0
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