LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acqg On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 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_G\METHODS\8270-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@49151.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.132 11 16 25 rVW3 50408 132496 6.01% ©0.800%
2 3.215 27 30 39 rvB2 21014 40709 1.85% 0.246%
3 5.171 358 363 369 rBV3 17451 31291 1.42% 0.189%
4 5.647 437 444 455 rBV 577492 986705 44.78%  5.954%
5 7.245 708 716 728 rBV 604671 1053102 47.79% 6.355%

6 8.091 853 860 868 rBV 132317 224670 10.20%
7 9.260 1050 1059 1068 rBV 375240 686624 31.16%
8 10.676 1293 1300 1310 rBV3 22665 43218 1.96%
9 10.911 1331 1340 1349 rBV 165099 295421 13.41%
10 13.356 1749 1756 1765 rVB 880546 1400404 63.55%
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N
o)}
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R

11 14.119 1857 1886 1888 rBv4 166200 829247 37.63%
12 14.178 1893 1896 1903 rVB2 133654 240700 10.92%
13 14.736 1985 1991 1998 rVB 240394 391385 17.76%
14 16.223 2233 2244 2251 rBV 835090 1294578 58.75%
15 17.486 2452 2459 2466 rBV 315391 483952 21.96%

NNN RO
w
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N
R

16 18.361 2600 2608 2618 rVB 220863 545274 24.74%
17 19.360 2765 2778 2786 rBV 143343 486839 22.09%
18 19.472 2789 2797 2805 rVV 209058 663177 30.10%
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19 19.554 2805 2811 2817 rVV 528670 1346813 61.12% 127%
20 19.625 2819 2823 2832 rVB2 326954 686455 31.15% 142%
21 19.854 2859 2862 2868 rVB2 34213 52099 2.36% ©.314%
22 20.089 2896 2902 2910 rVB 1647153 2203573 100.00% 13.297%
23 20.324 2936 2942 2947 rBV3 36467 70814  3.21% 0.427%
24 21.047 3061 3065 3074 rVB3 47391 94653 4.30% 0.571%
25 21.411 3122 3127 3133 rBV3 119532 257637 11.69%  1.555%
26 21.481 3135 3139 3145 rVB 113176 176384 8.00% 1.064%
27 21.769 3182 3188 3194 rBV 330868 562061 25.51% 3.392%
28 21.828 3194 3198 3207 rVB2 56288 114380 5.19% ©.690%
29 22.028 3226 3232 3242 rVB3 48920 126931 5.76% 0.766%
30 22.721 3344 3350 3359 rVB3 55120 135746 6.16% 0.819%
31 23.503 3480 3483 3490 rVB2 23722 40872 1.85% ©.247%
32 23.761 3521 3527 3536 rVB4 48268 128826 5.85% 0.777%
33 24.971 3727 3733 3741 rVB4 41455 114770 5.21% 0.693%
34 25.083 3743 3752 3765 rBV2 198620 604171 27.42%  3.646%
35 26.423 3976 3980 3981 rBv4 16756 25364 1.15% ©0.153%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acqg On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc

ALS vial : 7 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_ G\METHODS\8270-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16571341
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG049151.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 5.647 7.245
400000 9.260

200000 8.091 10.911
3345 5.171 10.67

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049151.D\data.ms

1600000 20.p89

1400000
1200000
1000000
13.356 16.223
800000
600000

400000
14.736

4178

200000 116

22.7

O e T T T T T T T T T T
Time-> 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG049151.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000
25.083

23.558761 24.9111 26.423
NI o SR

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

200000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 wunknown3.215 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.215 3.62 ng 40709 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 12
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
3 1-Hexen-4-0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 9

Abundance  Scan 30 (3.215 min): BG049151.D\data.ms (-27) (-) m/z 73.10 100.00%

73.1
5000 55.1 \’\MI\A
B
3TT 11 3.20 340 3.60
W,Hm‘u“‘mw | “m | 9 | m/z 55.10  43.95%
miz--> 20 40 60 80 100 120 140
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73.0
5000 550 \\‘\\\\‘\\\N\M"‘M\\
3.20 340 3.60
m/z 43.10 22.40%
27.0
\\\’\‘\H\\“‘\‘\\“‘\\1‘\‘\\\9\8.‘0\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
73.0
45.0 S
3.20 340 3.60
5000 m/z 39.10 16.34%
29.0
I s e
miz--> 20 40 60 80 100 120 140
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- copa M/‘\ : A‘/‘C\M‘A‘MN’
73.0 3.20 340 3.60
m/z 41.10 15.37%
5000 55.0
27.0
Lol 890 1190 1450
L B B e R I A
m/z--> 20 40 60 80 100 120 140 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.171 2.79 ng 31291 1,4-Dichlorobenzene-d4 8.091

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 3-Octanol 130 C8H180 000589-98-0 33
3 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203 006149-45-7 33
4 2-Octanol, 2-methyl- 144 C9H200 000628-44-4 9
5 Silane, trimethyl- 74 C3H1eSi 000993-07-7 9

Abundance Scan 363 (5.171 min): BG049151.D\data.ms (-358) (-) m/z 43.10 100.00%

3.1
5000
e A maaEs BE
101.1 soq 480500520540
el = m/z 59.10 53.47%
mi/z--> 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘MHN‘HH‘HH,W\M’A
4.80 5.00 5.20 5.40
m/z 101.10 16.43%
‘ 101.0
\‘\“‘\“\“‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
59.0
T e
4.80 5.00 5.20 5.40
5000 ITI/Z 41.10 8.87%
101.0
4.0
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #14332: Butanoic acid, 3-hydroxy-3-methyl-, methyl este
43.0 4.80 5.00 5.20 5.40
m/z 42.10 8.42%
5000
85.0
|
miz--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.676 2.93 ng 43218 Naphthalene-d8 10.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Heptaethylene glycol 326 C14H3008 005617-32-3 50
3 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 42
4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006 001786-94-3 42
51,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 42

Abundance Scan 1300 (10.676 min): BG049151.D\data.ms (-1293) (- | m/z 57.20 100.00%

57.2
5000

| | 1002 366.6400. 10.50 11.00
\\\\““\‘\‘\M\“‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\‘\\\“\\ m/z 45.16 92.6600

m/z--> 50 100 150 200 250 300 350 400
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000

10.50 11.00
m/z 41.10  44.32%
\“\‘ M‘

““““‘H‘\‘\“]\.“P‘HO.‘()‘]“4‘4"9‘“"‘““““““““““
miz--> 50 100 150 200 250 300 350 400
Abundance
45.0
10.50 11.00
5000 89.0 ITI/Z 56.20 14 .84%
133.0
177.0 239.0283.0
T e e T
miz--> 50 100 150 200 250 300 350 400
Abundance #101981: 3,6,9,12-Tetraoxahexadecan-1-ol
45.0 10.50 11.00
m/z 75.10 13.02%
5000
89.0
144.0
B 2 T SR | N
m/z--> 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.119 42.38 ng 829247  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 1886 (14.119 min): BG049151.D\data.ms (-1857) (- | m/z 43.20 100.00%
43.2 73.0

5000

129.2

=

T T
14.00 14.50
m/z 73.05 89.45%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 I T
14.00 14.50
m/z 55.15 85.76%
185.0 2410 284 /
‘u 4 il ‘\‘M W \ ‘ L \
’HH‘H\ HH‘HH‘HH‘HH‘HH’HH‘HH’\H\‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

60.0

7

- ——
14.00 14.50
5000 129.0 m/z 60.10  85.65%

97.0 1710 2130 256.0

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #84453: Tetradecanoic acid o —

73.0 14.00 14.50

0
43.0 m/z 57.15 82.43%

5000
129.0
185.0 228.0
et S el bt b Y —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.361 22.53 ng 545274  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2608 (18.361 min): BG049151.D\data.ms (-2600) (- | m/z 60.10 100.00%
60.1

5000

.

97.2 1292 213.3
‘ ‘ 1712 ‘ 256.4 18.00 18.50
‘\\H“Hh\ ‘H“\‘\“h\‘HH“HM‘\‘H‘”‘H\‘\‘\\“\‘\\‘\‘\‘\“H‘\“HH‘\‘\H‘HH“HH m/Z 43.20 99.4900

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 - L
18.00 18.50
97.0 m/z 41.15 87.50%

157 01gs. O213 0 256.0

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260

X

Abundance
73.0
43.0
18.00 18.50
5000 ITI/Z 73.10 87.08%
129.0
171.0 2140
101.0
R ARaR o o e R R
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 57.20 80.21%
5000
129.0 242.0
e e
m/z--> 20 40 60 80 100120140160 180200 220240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzamide, N-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.360 20.12 ng 486839  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 50
3 N-(2-Cyano-1-methylvinyl)benzamide 186 C11H1©N20 027036-88-0 35
4 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11BroO 001484-50-0 27
5 Isopropyl phenyl ketone 148 C10H120 000611-70-1 27
Abundance Scan 2778 (19.360 min): BG049151.D\data.ms (-2765) (- | m/z 105.10 100.00%
105.1
5000 163.2 /\A/L
— —
51.1 193.1 19.00 19.50
e ) 2982 2565 m/z 163.20  42.42%
miz-> 50 100 150 200 250
Abundance #32814: Benzamide, N-propy!-
105.0
5000 . —
19.00 19.50
163.0 m/z 77.85 36.04%
51.0
T T T T “ T T T T ‘ ‘\ T \‘ T ‘ \‘ T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
105.0
163.0
— a
19.00 19.50
5000 m/z 51.10 8.60%
51.0
15.0
— — ——
miz--> 50 100 150 200 250
Abundance #50029: N-(2-Cyano-1-methylvinyl)benzamide — T
105.0 19.00 19.50
m/z 106.10 6.80%
5000
186.0
51.0
15.0 | . | |
e — T T
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_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.472  27.41 ng 663177  Phenanthrene-die 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 53
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
3 Benzamide, N-benzoyl-N-(3-propyl... 383 C19H17N302S2 1000268-08-2 38
4 1,3,4-Oxadiazolium, 5-hydroxy-2,... 238 C14H10N202 024660-41-1 38
5 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N0O4S 096334-43-9 38
Abundance Scan 2797 (19.472 min): BG049151.D\data.ms (-2789) (- | m/z 105.10 100.00%
105.1
163.2
5000
T
51.1 19.50
b b e 238D 192865 s 163,15 60.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 1
163.0 19.50
m/z 77.10 36.46%
51.0
L | 254.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
163.0
T
19.50
5000/ 43-0 m/z 51.10 9.13%
93.0
R W e M
ml/z--> 50 100 150 200 250 300 350 400 450
Abundance #203850: Benzamide, N-benzoyl-N-(3-propylthio-1,2,4-th e
105.0 19.50
m/z 106.10 7.38%
5000
51.0
N 167.0 219.0 278.0 341.0
e e T e e e T
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.554 55.66 ng 1346810 Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 59
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 50
Abundance Scan 2811 (19.554 min): BG049151.D\data.ms (-2805) (- | m/z 105.10 100.00%
105.1
149.2
5000
R [
51"1 19.50
obrdh L1 199224132844 S840 /7 149.20  69.62%
miz--> 50 100 150 200 250 300 350
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000 —t :
19.50
m/z 77.10 53.78%
51.0
|l 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
149.0
105.0 S
19.50
5000 m/z 51.10 14 .50%
45.0
T T T T
miz--> 50 100 150 200 250 300 350
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy T ‘
105.0 19.50
m/z 106.10 9.24%
149.0
5000
51O 1 1930 2360
B e e i B P
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.625 28.37 ng 686455  Phenanthrene-die 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2823 (19.625 min): BG049151.D\data.ms (-2819) (- | m/z 43.20 100.00%
5000
129.2 jL
185.2 241.3 —— i
19.50 20.00
L m/z 41.20  86.63%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 — —
19.50 20.00
1850 2410 2840 m/z 57.20  84.80%
L “‘M‘m\“‘\”“ \M‘\w \“\\‘\\“‘\\‘\ \“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
73.0
— —
19.50 20.00
5000 129.0 m/z 60.10 84 .55%
29.0
199.0 2420
s I a a
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — T
43.0 19.50 20.00
m/z 55.20 83.82%
5000 284.0
3.0 129.0
‘ ‘ 1850 2410
—— \‘\M \‘H‘H\‘uh\‘\ Ju‘\‘\} ‘\ ‘ \‘ “ “‘ \‘ “ el “ ‘\‘ " “‘ IR ‘3‘7‘2"' ; ‘ ; ; ‘ :
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.324 2.52 ng 70814 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetratetracontane 619 C44H90 007098-22-8 74
3 Tritetracontane 605 C43H88 007098-21-7 72
4 Octadecane 254 C18H38 000593-45-3 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2942 (20.324 min): BG049151.D\data.ms (-2936) (- | m/z 57.20 100.00%
57.2
2 ij\\wmwm
2071 — —
|[p330 " [ 282 355 20.00 20.50
H‘HHWWHUuhmu‘mw‘u‘_H‘_‘uw‘u‘uH‘H‘WH‘W‘H m/z 43.15 66.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57.0
5000 — ——
20.00 20.50
m/z 71.20 55.67%
|| 12701970 282.0
TTT ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
— —
20.00 20.50
5000 m/z 85.20 33.49%
127.0197.0267.0337.0  463.0 561.0
T R e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane “ —
57.0 20.00 20.50
m/z 41.10 27.53%
l j 270197.0267.0337.0  463.0533.0 604.0
e e e e e e e e e e P ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.047 3.37 ng 94653 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 64
3 Eicosane 282 C20H42 000112-95-8 64
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Nonadecane 268 C19H40 000629-92-5 60
Abundance Scan 3065 (21.047 min): BG049151.D\data.ms (-3061) (- | m/z 57.10 100.00%
57.1
2% umVMwwMWVJ\wwwmwj\wﬁ
21.00 |
_— u‘u u\\wu “ﬂ“““ e L8R3, 2O, 3Lt 4000 4315 75.32%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117649: Octadecane, 2-methyl-
57.0
5000 — :
21.00
2950 m/z 71.15 50.86%
2’0\\"\ \“‘\ ‘\“ \h\ “ \“\‘\ \‘ ‘1‘\6‘\9\()\ ‘ T \“\ \‘2\6\9\0\ ‘ LI ‘ T T ‘ T
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
T \
21.00
5000 m/z 85.15 43.68%
182.0
113.0
225.0269.0
o B L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane T
57.0 21.00
m/z 55.10 35.95%
B MwwmanMW/NwwwwwwAXM
'1690 225.0 282.0
A P
m/z--> 0 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.411 9.17 ng 257637 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 96
2 1-Eicosene 280 C20H40 003452-07-1 95
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93

Abundance Scan 3127 (21.411 min): BG049151.D\data.ms (-3122) (- | m/z 43.10 100.00%
43.1
o000 Wwf\dWNMMJ\WWMAMMWﬁ&
163 1
——
21.50
207.2 283.1
il M “ ‘” ‘J“ bl D ST 3862 429 Lo 57015 89.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43
97.0 280.0
5000 T
21.50
| m/z 55.10  89.20%
.0
\\‘\‘ “\‘h\‘ “ ‘H‘ “ ‘Jm h\‘\ \‘\2?\9\()\ T ‘L\ T \‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance
43.0
97.0 1
21.50
5000 m/z 69.10 65.84%
280.0
153.0 209.0
I e T s
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)- —
55.0 21.50
m/z 83.15 59.24%
5000
11.0
\‘ 1] “ l ‘ |, 167.0 223.0 280.0
e “‘ R e L LA B s S P
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.481 6.28 ng 176384 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 53
5 Benzamide, N-[5-(1-cyano-2-methy... 284 C14H12N40S 172535-11-4 47
Abundance Scan 3139 (21.481 min): BG049151.D\data.ms (-3135) (- | m/z 105.10 100.00%
105.1
149.1
5000
511 413 21.50
bl | 200024132843 385. ;949 65 67.48%
miz--> 50 100 150 200 250 300 350
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
5000 T
21.50
510 m/z 77.10 49.09%
. 20702500 314.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
105.0 149.0
—
21.50
5000 m/z 51.10 11.66%
510 193.0236.0
e I a2
m/z--> 50 100 150 200 250 300 350
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0 21.50
m/z 150.05 8.54%
5000
51.0
L \‘\‘ P 211.0 287.0
57—
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.828 4.07 ng 114380 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 89
3 Pentadecane 212 C15H32 000629-62-9 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 72
Abundance Scan 3198 (21.828 min): BG049151.D\data.ms (-3194) (- | m/z 57.15 100.00%
57.1
. J\NIJM—
— ——
‘ | ‘ 1552 2112 2821 357, 21.50 22.00
gl sl W‘M“ v i W m/z 43.15  72.88%
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 — ——
21.50 22.00
m/z 71.15 40.84%
\‘ “ b “\ A 1‘41018302250 282.0
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
21.50 22.00
5000 m/z 85.15 37.25%
99.0
15.0 141.0 183.0 240.0
e
miz--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane “ T
57.0 21.50 22.00
m/z 55.20 26.14%
- VJ\V»/\—/\‘M
9.0
L F o a2 Y e W
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_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.028 4.52 ng 126931 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 81
3 Supraene 410 C30H50 007683-64-9 74
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72

5 8-Chloro-1-octanol, benzyldimeth... 312 C17H29C1l0Si 1000375-56-9 64

Abundance Scan 3232 (22.028 min): BG049151.D\data.ms (-3226) (- | m/z 69.15 100.00%
69.2
> JL
T \
‘ 149.2 . 2200
T ‘\‘ ‘HM“””V‘\h”“m\ ‘i“‘ i“h“” “i gy L ““‘\ \‘\.\3“ \‘2\8\3\-]‘_\ T ‘3\6§\o\ T m/Z 81.15 56.9600
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 —— ‘
22.00
m/z 41.10 24.40%
137.0
270 |\ |, 1910 2730 341.0 410
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
T \
22.00
5000 ITI/Z 95.15 16.31%
27.0
1230 177.0
e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene T ‘
69.0 22.00
m/z 149.15 16.21%
5000
137.0
270, | ) .y, 1910 2730 3410 410 |
L e e R B ——
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_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.721 4.83 ng 135746 Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86

Abundance Scan 3350 (22.721 min): BG049151.D\data.ms (-3344) (- | m/z 57.15 100.00%

57.1
5000

—
1131 22.50 23.00
169.3213.4  282.1
\\\‘”WW‘WﬂJWJ“‘w\“‘\\““\““§?§?‘\‘ m/z 43.20  75.72%

m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0

5000 — e
22.50 23.00

m/z 71.10  48.19%

|14 wm d%4?9%83°2250 282.0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

—
22.50 23.00

5000 m/z 85.20 38.16%
99.0
141.0183.0225.0267.0  338.0
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T —
57.0 22.50 23.00

m/z 55.10  27.37%

- WMW

| h‘ H J141018302250 281.0 337.0 394.

T 7
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

BGO63021.M

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 Octacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.761 4.26 ng 128826 Perylene-di2 25.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 86

4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S

1000309-12-6 80
1000309-12-4 80

Abundance Scan 3527 (23.761 min): BG049151.D\data.ms (-3521) (-
57.1

5000

n‘h uh“\ ‘H ]I ‘\ Ly 1168 2211 4256 l 341 1

m/z--> 50 lOO 150 200 250 300 350 400

Abundance #175557: Tetracosane
57.0
5000
\‘ ‘L ‘ “\ I \‘ \ \17690 2250 2810 3380
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
5000

1130 1690 225.0 281.0 337.0 394.0

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

m/z 57.15 100.00%

T T
23.50 24.00

m/z 43.15 78.71%

— —
23.50 24.00

m/z 71.20 62.97%

T T
23.50 24.00

m/z 85.15 47.59%

Abundance #232379: Tetracosane, 11-decyl- 1
57.0 23.50 24.00

m/z 55.10 34.19%

o Nwwj\wmww
\]ﬂ L1 1690 2250 294.03%703800 S
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acq On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.971 3.80 ng 114770 Perylene-di2 25.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octacosane 394 (C28H58 000630-02-4 86
Abundance Scan 3733 (24.971 min): BG049151.D\data.ms (-3727) (- | m/z 57.15 100.00%
57.1
5000 \LAMJ\//\\M/
25.00
169.3 2 :
“‘ w\ : ‘Hh “‘ bl ey 254‘ e ‘3"5‘6‘3 z [ m/z 43.20  64.14%
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 T
25.00
m/z 71.15 55.90%
13.
L ‘ T h‘ \‘ \].L \h \“\ \‘ ?-‘\6‘\9\9 ’2\2\“5\ \()‘ T \:\3(‘)\9\()\ \3‘6\5\ \C)\ ‘ \4\.3\,7\"
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
——
25.00
5000 m/z 85.20 40.83%
113.0
169.0 225.0 281.0 380.0
e e e e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129494: 10-Methylnonadecane —
57.0 25.00
m/z 55.15 22.62%
o WWJ\MW\/W
154.0
et -
m/z--> 50 100 150 200 250 300 350 400 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070121\
Data File : BGO49151.D

Acqg On : 1 Jul 2021 13:16
Operator : CG/JU

Sample : M2895-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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|
unknown3.215 3.215 3.6 ng 40709 1 8.091 224670 20.0
2-Pentanone, 4-... 5.171 2.8 ng 31291 1 8.091 224670 20.0
Ethanol, 2-(2-b... 10.676 2.9 ng 43218 2 10.911 295421 20.0
Octadecanoic acid 14.119 42.4 ng 829247 3 14.736 391385 20.0
n-Hexadecanoic ... 18.361 22.5 ng 545274 4 17.486 483952 20.0
Benzamide, N-pr... 19.360 20.1 ng 486839 4 17.486 483952 20.0
(3-Phenyloxiran... 19.472 27.4 ng 663177 4 17.486 483952 20.0
Diethylene glyc... 19.554 55.7 ng 1346810 4 17.486 483952 20.0
Pentadecanoic acid 19.625 28.4 ng 686455 4 17.486 483952 20.0
Eicosane 20.324 2.5 ng 70814 5 21.769 562061 20.0
Octadecane, 2-m... 21.047 4 ng 94653 5 21.769 562061 20.0
Cyclohexadecane... 21.411 9.2 ng 257637 5 21.769 562061 20.0
3,6,9,12-Tetrao... 21.481 6.3 ng 176384 5 21.769 562061 20.0
Heptadecane 21.828 4.1 ng 114380 5 21.769 562061 20.0
Squalene 22.028 4.5 ng 126931 5 21.769 562061 20.0
Tetracosane 22.721 4.8 ng 135746 5 21.769 562061 20.0
Octacosane 23.761 4.3 ng 128826 6 25.083 604171 20.0
Hentriacontane 24.971 3.8 ng 114770 6 25.083 604171 20.0
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