LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS Vvial : 19 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_F\METHODS\8270-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125952.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 6 13 19 rBV 1955065 2498364 60.19% 8.076%
2 3.357 213 216 227 rBvV2 22411 48618 1.17% 0.157%
3 3.946 307 316 321 rBv4 28605 63366 1.53% 0.205%
4 5.087 507 510 515 rVvB 40095 50369 1.21% 0.163%
5 5.481 569 577 580 rBV 4338004 4150803 100.00% 13.418%
6 6.398 730 733 736 rBV 61617 68869 1.66% 0.223%
7 6.428 736 738 741 rVB2 58951 46920 1.13% 0.152%
8 6.487 742 748 751 rBV 3978604 4099557 98.77% 13.252%
9 6.557 756 760 767 rVB 67560 60671 1.46% 0.196%
106 6.692 780 783 788 rBV 267773 216276  5.21% 0.699%
11 6.863 809 812 815 rBV 1175692 1039762 25.05% 3.361%
12 6.928 820 823 826 rBV 94152 80142 1.93% 0.259%
13 7.187 863 867 870 rBV3 69687 63002 1.52% 0.204%
14 7.428 898 908 911 rBV 2745077 2665282 64.21% 8.616%
15 7.51@ 917 922 927 rVB5 28567 42024 1.01% ©0.136%
16 7.639 939 944 946 rBv3 41647 47019 1.13% 0.152%
17 8.051 1010 1014 1017 rBV 1092229 764494 18.42% @ 2.471%
18 8.145 1026 1030 1033 rBV 1457425 1347700 32.47% 4.357%
19 8.857 1145 1151 1154 rVB 61941 55131 1.33% 0.178%
20 9.222 1209 1213 1217 rBV 3586128 3226382 77.73% 10.430%

21  9.898 1325 1328 1332 rVB 1426057 1298135 31.27%
22 10.192 1374 1378 1386 rVB 83913 99474  2.40%
23 10.686 1458 1462 1465 rBV 2390827 2031425 48.94%
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Ui
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24 11.386 1577 1581 1584 rBV 1320521 1114216 26.84% 602%
25 11.786 1646 1649 1653 rBV 64250 50578 1.22% 163%
26 11.910 1667 1670 1677 rBV 142970 148740 3.58% 0.481%
27 12.492 1763 1769 1772 rBV2 109496 128803 3.10% ©0.416%
28 12.698 1801 1804 1807 rBV2 71677 65858 1.59% ©0.213%
29 12.974 1847 1851 1854 rBV 2463811 2301922 55.46% 7.441%
30 13.216 1889 1892 1895 rBV2 79492 70087 1.69% 0.227%
31 13.874 2001 2004 2011 rBV2 280085 315976 7.61% 1.021%
32 14.021 2025 2029 2032 rBV 1097235 965636 23.26%  3.121%
33 14.204 2057 2060 2063 rVB2 53998 61961 1.49% 0.200%
34 14.510 2109 2112 2119 rBV 259275 294363 7.09%  ©.952%
35 14.821 2162 2165 2166 rBvV2 50044 48567 1.17% ©.157%

36 15.492 2274 2279 2283 rBV 768392 896701 21.60% 2.899%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc

ALS Vvial : 19 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_F\METHODS\8270-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.992 2361 2364 2367 rBV 58780 64166 1.55% 0.207%

38 16.039 2368 2372 2377 rVB4 76389 116570 2.81% ©.377%
39 16.221 2400 2403 2411 rVB3 88056 140706 3.39% 0.455%
40 16.668 2475 2479 2484 rVB8 53456 86492 2.08% 0.280%

Sum of corrected areas: 30935127
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Oct 2021 00:55
: M4316-01

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
BF125952.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF125952.D\data.ms

5481 6.487

7.428

2.163

6.863

6.692

3.357 3.946 5.087 57)  6.928 7.187 l(.510635

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF125952.D\data.ms

9.222

10.686 12.974

8.145
8.05

9.898 11.386

10.192

0
Time-->
Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

0
Time-->

8270-BF102521

1113610
T UL A N L B B P

10.00 10.50 11.00 11.50
TIC: BF125952.D\data.ms

12.4992 698 13.21
=T

S e
12.00 12.50 13.00

14.021

153036.221 16.668

T
13.

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.163 48.06 ng 2498360 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance Scan 13 (2.163 min): BF125952.D\data.ms (-6) (-)

m/z 73.10 100.00%

73.1
43.0
5000
e
“ 880 2.202.302.402.502.60
Ol 80 L 880 nyz 43.00  55.79%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T[T [TT1
430 2.202.302.402.502.60
‘ m/z 54.95 39.40%
27.0 ggo
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 224Tr|methyl3pentanol
73.0
R RRARREREE
2.202.302.402.502.60
5000 55.0 m/z 87.10 24.94%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- B REAREREZES S
73.0 2.202.302.402.502.60
m/z 41.00 17.33%
5000
150 43.0
Y PR .. W 1. N, g 0 1 WU ——
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.692 4.16 ng 216276 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 81
Abundance Scan 783 (6.692 min): BF125952.D\data.ms (-780) (-) m/z 105.10 100.00%
105.1
5000 120.1 M/\ ﬂ ﬂ
45.0 MHH_MW,MM
59.0 /7.0 910 6.40 6.60 6.80 7.00
Obrrererrr et Al gz 120010 42.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
770 m/z 45.00 20.47%
. 7 91.0
OH\‘\H\‘\2\\7\.‘0\H\“\\\\i‘}‘\\M\‘\‘\\‘\\\‘H‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
A aans
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.84%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A ﬂ
Abundance #10716: Benzene, 1,2,4-trimethyl- ‘Hﬂmuﬁ“u“‘Nw,mu‘
105.0 6.40 6.60 6.80 7.00
m/z 77.00 11.22%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
O‘H‘AMW‘JM‘Hiw‘HWMA WVW‘HW‘H‘m‘H‘NM‘HWWMH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 11.35 ng 764494 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Pentaethylene glycol 238 C10H2206 004792-15-8 50
5 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 47
Abundance Scan 1014 (8.051 min): BF125952.D\data.ms (-1010) (-) m/z 45.00 100.00%
5000

750 ' 7.80 8.00 8.20 8.40

R Y Pl = ~£6.95 93.573

ob el el W PR SR m/z 56.95  98.57%

m/z--> 20 40 60 80 100 120 140 160

Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-

57.0
5000 L B I L I RN B
7.80 8.00 8.20 8.40
29.0 75.0
: m/z 41.00 35.70%
101.0
O \\\‘\H“\ \“‘h‘\ \m\ \“‘1‘\ T U\ 1T ‘ \:L\SHWZ-\()‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
o R R R R
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.40%
29.0 75.0
100.0
0 Lt T 320 seso
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- fmr T e
45.0 7.80 8.00 8.20 8.40
m/z 75.00 13.54%
5000
89.0
27,0
SR R TS Y D
m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.910 2.67 ng 148740  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1670 (11.910 min): BF125952.D\data.ms (-1667) (1 m/z 43.10 100.00%

43.1 ,73.0
5000
129.0
213.2 PRI
AL T, s o
O MLl il bl Lty L T myz 59,95 94.93%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 B
12.00
129.0 p150 256.0 m/z 72.95 88.66%
LA g, | 15701850 |
O\H‘H‘H“H\H\M\M\‘\M\\‘H“Hw\‘H\\‘\H\‘\\‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
12.00
5000 m/z 57.00 78.42%
129.0 242.0
199.0
|
O bt ML ALl Wl L
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid —
3
430 | 7390 12.00
m/z 55.00 76.55%
5000 129.0
171.0
214.0
0150? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.492 2.31 ng 128803  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 76
2 9-Octadecenoic acid, 12-hydroxy-... 312 C19H3603 000141-24-2 52
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 52
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 49
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 47

Abundance Scan 1769 (12.492 min): BF125952.D\data.ms (-1763) (- m/z 55.10 100.00%

5]:
2% NWJLJLM
87.0
P
206.1
Hﬂ ‘ | 265.1 12.50
0! | Wmm mm Mm A m/z 41.00 67.40%
miz--> 50 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 1
12.50
23.0 m/z 43.05 58.37%
' 180.0 264.0
04 \‘\ T ‘ H‘“‘ L ‘1 T ‘2\21“2-\0\ T \‘\ \2\96’(
m/z--> 50 100 150 200 250
Abundance #214803: 9-Octadecenoic acid, 12-hydroxy-, methyl ester
55.0
P
12.50
5000 m/z 57.00 57.73%
97.0 166.0
198.0
ol ‘m I ﬁ%‘ L R0 26302940
miz--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 68.95 45.50%
5000
97.0
MH\ | 550 100 2220 280,05,
Ow ‘\“ H I Hm uu\ ‘M‘\ aullls o \h‘w‘ b I ‘ ‘h‘ — —
mlz--> 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.54 ng 315976 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
2 Cycloeicosane 280 C20H40 000296-56-0 94
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 2004 (13.874 min): BF125952.D\data.ms (-2001) (- m/z 57.00 100.00%

57.0
7.0
5000
H 13.50 14.00
392 ' :
[ “ “ L322 18502271 2800 ./, ss.ee  91.29%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — ——
13.50 14.00
m/z 43.00 90.70%
0 ‘\ “\“ ‘H‘ “ % | (‘)\1\8\2\0‘2\2\4\(\)‘ \2\8(\)\0‘ L e
m/z--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
53.0
— ——
13.50 14.00
5000 m/z 83.05 72.68%
i ‘ e B e e
m/z--> 50 100 150 200 250 300 350
Abundance  #293797: Pentafluoropropionic acid, hexadecyl ester T —
57.0 13.50 14.00
97.0 m/z 69.00 59.81%
h ywwmﬂvaMﬂAMWMww/WV”
ol5.0 | ‘H Hu‘“  182.0 2240 269.0 370.
P ““ R e e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.510 6.10 ng 294363 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91
5 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 91

Abundance Scan 2112 (14.510 min): BF125952.D\data.ms (-2109) (- m/z 57.10 100.00%

57.1
5000
T \
| 189.0249.0308.0 397.3 1450
0 il ‘M‘ﬂmlumv R R e A ARRARAR m/z 43.10 80.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
5000 i4%d
308.0 :
195.0 m/z 55.00  69.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155962: Z-5-Nonadecene
55.0
T \
14.50
5000 111.0 m/z 83.10 47.13%
266.0
‘ J H 168.0
Ot b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate T ‘
57.0 14.50
m/z 71.10 42.98%
5000
1p5.0
0 JHWOZ%O?’Z?OSW .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 E-15-Heptadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.039 2.60 ng 116570 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
2 1-Octadecene 252 C18H36 000112-88-9 68
3 E-7-Octadecene 252 C18H36 1000130-92-0 58
4 n-Tetracosanol-1 354 C24H500 000506-51-4 49
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35

Abundance Scan 2372 (16.039 min): BF125952.D\data.ms (-2368) (- m/z 55.00 100.00%

55.0
97.1
5000
T \
16.00
04l m/z 57.00 91.81%
m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 — ‘
16.00
m/z 97.10 81.73%
H‘ J{ZS'O 252.0
O LI “\H!‘ !‘ \“L‘ 1‘ \“‘\ w ‘l\6§.\0\2‘1\0.\0\ T “\ LI ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene
43.0
83.0 T 7 \
16.00
5000 ITI/Z 43.00 70.39%
250
2520
o] M || 108021002520
m/z--> 50 100 150 200 250 300 350
Abundance #138522: E-7-Octadecene T ‘
43.0 16.00
m/z 83.05 63.52%
3.0
5000
252.0
0 h | h 16802100 |
R | R BRI —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 unknownl6.221 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.221 3.14 ng 140706 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 47
2 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 38
3 4(1H)-Pteridinone, 2-amino-6,7-d... 191 C8H9IN50 000611-55-2 25
4 N-[[2-0x0-1,2'-bi(tricyclo[3.3.1... 355 C23H33NO2 1000305-39-6 22
5 2-Amino-4-methyl-6-(2-thienyl)py... 191 C9H9N3S 026963-43-9 18
Abundance Scan 2403 (16.221 min): BF125952.D\data.ms (-2400) (-  m/z 191.05 100.00%
191.1
81.0
5000 123.1
41. T U
37.0 282.0 3290 383 16.00 16.50
o LW bt e L T m/z 81.00  64.08%
mlz--> 50 100 150 200 250 300 350
Abundance #270196: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 — ——
43.0 16.00 16.50
m/z 95.10 56.72%
135.0 360.0
O \\\‘\ "H\“ “Hhh ‘1\\\‘\\‘\"\\\\2‘6\4\0\3\0‘4.\0\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #133596: Anthracene, 9-butyltetradecahydro-
95.0 191.0
41.0 — —
16.00 16.50
5000 m/z 55.00 50.95%
248.0
135.0 ‘
o Ayl L
miz--> 50 100 150 200 250 300 350
Abundance  #66019: 4(1H)-Pteridinone, 2-amino-6,7-dimethyl- —— —
191.0 16.00 16.50
m/z 177.10 44 .43%
5000 150.0
43.0
107
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125952.D

Acqg On : 27 Oct 2021 00:55
Operator : JU/CG

Sample : M4316-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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|
Butane, 2-metho... 2.163 48.1 ng 2498360 1 6.869 1039760 20.0
Mesitylene 6.692 4.2 ng 216276 1 6.869 1039760 20.0
Ethanol, 2-(2-b... 8.051 11.4 ng 764494 2 8.151 1347700 20.0
n-Hexadecanoic ... 11.910 2.7 ng 148740 4 11.386 1114220 20.0
9-Octadecenoic ... 12.492 2.3 ng 128803 4 11.386 1114220 20.0
3-Eicosene, (E)- 13.874 6.5 ng 315976 5 14.021 965636 20.0
1-Docosene 14.510 6.1 ng 294363 5 14.021 965636 20.0
E-15-Heptadecenal 16.039 2.6 ng 116570 6 15.492 896701 20.0
unknownl16.221 16.221 3.1 ng 140706 6 15.492 896701 20.0
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