LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29 Instrument :
Operator : JU/CG BNA_F

Sample : L4771-01 ClientSampleld :
Misc : CD-BH-01-0-1

ALS Vvial : 21  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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122358.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.151 6 11 22 rVB 901804 1174127 22.48% 2.679%
2 5.075 503 508 514 rBV 87075 107765 2.06% 0.246%
3 5.475 571 576 579 rBV 4792130 4396060 84.17% 10.030%
4 6.481 742 747 750 rBV 4441615 4561258 87.33% 10.407%
5 6.863 809 812 816 rBV 1909885 1496863 28.66%  3.415%

6 7.422 903 907 911 rBV 3128318 3070966 58.80% 7.007%
7 8.151 1027 1031 1034 rBV 2347158 1955197 37.44% 4.461%
8 9.228 1209 1214 1217 rBV 6131449 5222790 100.00% 11.917%
9 9.345 1227 1234 1241 rVB2 287368 310826 5.95% 0.709%

9.616 1277 1280 1290 rVB 363782 326685 6.25% ©.745%

11  9.904 1325 1329 1333 rBV 2680684 2283479 43.72%
12 10.486 1424 1428 1436 rBV ~ 298537 268431 5.14%
13 10.692 1458 1463 1466 rBV 3671961 3395589 65.01%
14 10.963 1506 1509 1513 rVB 68254 60536 1.16%

Ve NoOUV
N
N
00
R

15 11.392 1578 1582 1584 rBV 2414336 2218551 42.48% 062%
16 11.410 1584 1585 1588 rVB 131563 88991 1.70% ©.203%
17 11.574 1609 1613 1617 rBV 121356 116211 2.23% 0.265%
18 11.916 1668 1671 1676 rBV2 402944 388239 7.43% 0.886%
19 12.216 1718 1722 1725 rVB 68852 74128 1.42% 0.169%
20 12.374 1745 1749 1752 rBV 539214 456816 8.75% 1.042%
21 12.433 1756 1759 1763 rVV 244140 290030 5.55% ©.662%
22 12.468 1763 1765 1772 rVB3 57749 89408 1.71% 0.204%
23 12.598 1784 1787 1790 rBV 168673 171936 3.29% 0.392%
24 12.639 1791 1794 1797 rVB 112594 105415 2.02% 0.241%
25 12.704 1802 1805 1810 rBV 137148 173827 3.33% ©.397%

26 12.827 1820 1826 1829 rVB 152942 174126  3.33%
27 12.974 1847 1851 1855 rBV 5285992 4844255 92.75% 1
28 13.186 1884 1887 1890 rBV 106913 128065 2.45%

PRrORO®
N
O
N
R

29 13.874 2001 2004 2015 rBV 548735 686411 13.14% 566%
30 14.027 2024 2030 2033 rBV 2105735 2135880 40.90% 873%
31 14.510 2109 2112 2118 rVB2 88473 105182 2.01% ©.240%
32 14.962 2185 2189 2197 rBV 125708 165623 3.17% 0.378%
33 15.062 2204 2206 2215 rVB 58118 120932 2.32% 0.276%
34 15.157 2219 2222 2224 rBV 74970 88272 1.69% ©0.201%
35 15.186 2224 2227 2234 rVB2 192818 288947 5.53% ©.659%

36 15.498 2275 2280 2285 rBV 1506031 1837264 35.18% 4.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample : L4771-01

Misc

ALS Vvial : 21  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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.980 2358 2362 2367 rBV 81514 120748 2.31% 0.276%
38 16.039 2367 2372 2380 rBV5 72226 184521  3.53% 0.421%
39 17.574 2630 2633 2645 rVB5 58588 143362 2.74% 0.327%

Sum of corrected areas: 43827712

8270-BF110920.M Wed Nov 18 11:51:34 2020 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
BF122358.D

: 17 Nov 2020 21:29

Ju/CaG
L4771-01

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

151

TIC: BF122358.D\data.ms

5.475

5.075

6.481

6.863

7.422

Time-->

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

9.228

9.904
8.151

9.345 9.616

TIC: BF122358.D\data.ms

10.692

10.486
A

11.392

916

12.974

B827| 13.186

0
Time-->

T — — T
9.50

10.00

L 10.963
—4 A
10.50 11.00

11.50

11.
11410574 | 1221 N
T [

12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->

14.027

14;

TIC: BF122358.D\data.ms

136839

T ‘ T T ‘ T T ‘ T T ‘
14.00 14.50 15.00 15.50

T ‘ T
13.50

T ‘ T
16.00 16.50

T ‘ T
17.00

17.5

0 18.00

T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.151 15.69 ng 1174130 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 11 (2.151 min): BF122358.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.0
R RRRRAREIEEE
‘ 2.202.302.402.502.60
Ot L w2 a3.es 37.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T[T T T[T irrifrt
43.0 2.202.302.402.502.60
590 87.0 m/z 55.10  26.10%
2 |
O\\‘\\\\‘\\\H“\\\\“}\‘\\‘\\\\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
R RAREARE
87.0 2.202.302.402.502.60
41.0 55.0
5000 ’ m/z 87.05 24.91%
29.0
15.0
Ot e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RREE e Eaaa R
73.0 2.202.302.402.502.60
m/z 41.05 12.29%
5000 43.0
58.0
29.0 87‘-0
o) ¥ Y M S A T
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.345 2.72 ng 310826  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 (-)-1@-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 56
Abundance Scan 1234 (9.345 min): BF122358.D\data.ms (-1227) (-) m/z 43.00 100.00%
3.0
109.1
5000 151.0
R e A REEE B o
‘ 69"0 | 9.00 9.20 9.40 9.60
Obrrr e MM Mt i b e m/z 109.10 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L LI B LA B I
9.00 9.20 9.40 9.60
69.0 m/z 151.00 46.71%
0 :\L\S\.?\ ‘\‘\ \"‘ i ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ T \“\H‘\‘\ “\ N \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
A R RARER
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.92%
43.0
80.0
15.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p-Isopropoxyaniline
109.0 9.00 9.20 9.40 9.60
m/z 69.05 16.02%
5000
80.0 151.0
o270 830 |
A A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknownl©.486 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.486 2.35 ng 268431  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
2 7-Oxa-bicyclo[2.2.1]heptan-2-01,... 254 C14H2204 329362-13-2 35
3 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C1OH15C103S 1000194-76-1 32
4 Acetaminophen 151 C8H9NO2 000103-90-2 30
5 Diacetamate 193 C10H11NO3 002623-33-8 27
Abundance Scan 1428 (10.486 min): BF122358.D\data.ms (-1424) (- m/z 43.00 100.00%
3.0
109.1
5000
1511 213.2
=
10.50
255;
S— u“‘u JL‘W\M‘“M» Al it 285 L TPt m/z 109.10 66.33%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
10.50
m/z 151.05 27.06%
O \H‘\‘\‘H“‘\H“\‘H‘ \“\“HH“\\‘\H\‘\\Hl‘\“\H‘\“Hl\‘H‘H‘J-\g\\z\‘()\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance
43.0 ﬂ
—
10.50
5000 m/z 213.20 25.90%
109.0
151.0
o 79.0 193.0 5350
T T e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #101702: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-met po
109.0 10.50
81.0 m/z 41.05 24.44%
5000
41.0 151.0
0“WAM“&NMUMNV“M‘M‘_HV_J‘_H%ﬁqgw‘uw‘uw‘u“ =l
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.50

8270-BF110920.M Wed Nov 18 11:51:37 2020 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.50 ng 388239  Phenanthrene-d10 11.392
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1671 (11.916 min): BF122358.D\data.ms (-1668) (- m/z 73.00 100.00%
43.1 73.0
5000
129.1
213.2 L——
‘ 157.1185.2 256.3 12.00
Y m/z 43.10 90.92%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157015502130 2560 m/z 59.95  83.39%
O \H‘HH“}‘HH!H\H‘H‘H\‘\\‘}‘h‘“\\”‘1‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0 12.00
5000 m/z 41.05 76.29%
129.0
1710 2140
0150 101.0
T T T e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 73.05%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W A
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknownl2.374 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.374 4.12 ng 456816  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 32
5 Vardenafil 488 C23H32N604S 224785-90-4 27
Abundance Scan 1749 (12.374 min): BF122358.D\data.ms (-1745) (-} ' m/z 57.10 100.00%
57.1
113.1
- A__J\/\m.k
‘ 83.0 = P
12.00 12.50
169.2
o] E— u“h A “ el 8L 2081 hyz 113,10 51.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 T T MA“
27.0 12.00 12.50
83.0 m/z 97.10 48.31%
O' ‘\‘\‘u\“}\\\“\\!‘\‘\\\1\4‘.\3.\(\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= =
12.00 12.50
5000 m/z 55.10 27.17%
113.0
83.0
0 137.0 168.0
T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54932: Octane, 2-bromo- o —
57.0 12.00 12.50
m/z 83.05 19.87%
5000
113.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknownl12.433 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.433 2.61 ng 290030  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 49
2 Cyclohexadecane 224 C16H32 000295-65-8 46
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 45
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 38
5 1-Hexadecanol 242 C16H340 036653-82-4 38
Abundance Scan 1759 (12.433 min): BF122358.D\data.ms (-1756) (- m/z 57.10 100.00%
57.1
99.1
5000
155.2 12'50
2061 12.50
(o} m/z 99.10 71.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #69595: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 T
12.50
167.0 m/z 55.10 51.86%
O ‘\U \“‘h!‘\\‘U‘\M\“\H\H‘HH‘MH’HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0
—
97.0 12.50
5000 m/z 43.10 49.63%
o 2410 126.0 167.0 224.0
A RRARA S L e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127769: 5-Eicosene, (E)- 7
55.0 12.50
m/z 69.10 48.63%
5000
280, || 3260 16701960 280
‘_H‘_H et e e e e e R
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 G5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.43 ng 686411 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Cyclopentadecane 210 C15H30 000295-48-7 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2004 (13.874 min): BF122358.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
97.1
5000
1350 14.00
9.1 230.1 . .
ol b L] H‘ A j[ pa 282l T 2801 m/z 43.10  98.89%
miz--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 - s
13.50 14.00
m/z 55.05 96.72%
O T \“\ \ ’ \h\ \““\“L ‘\‘ \:F-\ \9‘()\]\_8\2\0‘ 2\2\3\0\ \2\89\()‘ L
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
— —
13.50 14.00
5000 m/z 83.05 93.43%
0 19.0 139.0 182.0 224.0 266.0
e L e
m/z--> 50 100 150 200 250 300
Abundance #177132: 1-Heneicosyl formate T —
57.0 13.50 14.00
97.0 m/z 69.10  85.94%
- AJM
294.0
ol LA L LS Q1202020 240 i )t
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.186 3.15 ng 288947 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 n-Nonadecanol-1 284 C19H40e0 001454-84-8 81

Abundance Scan 2227 (15.186 min): BF122358.D\data.ms (-2224) (- m/z 83.10 100.00%

437 B3.1
5000

25.1 —— —
| |, 168.0207.0 2791 3401 1500 1550
(o LR SL T L Tt St m/z 97.10  98.96%
miz-> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 —r ——
15.00 15.50

m/z 69.10 97.68%

oL #90182-0 22402660
m/z--> 50 100 150 200 250 300 350
Abundance
83.0

43.0
7 —
15.00 15.50
5000 m/z 57.10 95.79%
125.0
0 167.0 210.0 280.0
L o T A B o e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T —
55.0 15.00 15.50

p7.0 m/z 55.05 94.12%

S “/LL

015-0\\ L 18‘2‘0 224.0 266.0

\ —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample . L4771-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.039 2.01 ng 184521 Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
Abundance Scan 2372 (16.039 min): BF122358.D\data.ms (-2367) (- m/z 57.05 100.00%
57.0
N \
251.0 301.1 355.1 16.00
0Lyl m/z 97.10 80.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
5000 11.0 T \
16.00
m/z 55.05 80.78%
o LLLL || em0 22002690 a0
\\\\‘\\\‘ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
N \
16.00
5000 111.0 m/z 43.00 80.28%
0 167.0 222.0266.0 \M\ﬁwwwjb\mwwwwﬂﬂk
e e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate T ‘
57.0 16.00
m/z 83.10 78.75%
5000 11.0 MWMMAMMWJJ\WVMAMNWNW
ol il { 14,3870 222.0266.0 322.0367.0 418
SN N R A e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122358.D

Acqg On : 17 Nov 2020 21:29
Operator : JU/CG

Sample : L4771-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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|
Butane, 2-metho... 2.151 15.7 ng 1174130 1 6.863 1496860 20.0
2,4,7,9-Tetrame... 9.345 2.7 ng 310826 3 9.904 2283480 20.0
unknown10.486 10.486 2.4 ng 268431 3 9.904 2283480 20.0
n-Hexadecanoic ... 11.916 3.5 ng 388239 4 11.392 2218550 20.0
unknownl12.374 12.374 4.1 ng 456816 4 11.392 2218550 20.0
unknown12.433 12.433 2.6 ng 290030 4 11.392 2218550 20.0
5-Eicosene, (E)- 13.874 6.4 ng 686411 5 14.027 2135880 20.0
1-Nonadecene 15.186 3.1 ng 288947 6 15.498 1837260 20.0
Pentafluoroprop... 16.039 2.0 ng 184521 6 15.498 1837260 20.0
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