LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP©©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS Vvial : 18 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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3849.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.952 5 11 31 rVB 3035701 4634453 100.00% 15.722%
2 3.105 31 37 48 rVW2 99377 243195 5.25% 0.825%
3 3.199 48 53 64 rVB 123677 202127 4.36% 0.686%
4 5.822 492 499 509 rBV 1083676 1673306 36.11% 5.677%
5 7.469 770 779 792 rBV 1047029 1744768 37.65% 5.919%

6 8.304 914 921 928 rBV 672796 1055943 22.78%
7 9.463 1109 1118 1126 rBV 668158 1099149 23.72%
8 11.134 1393 1402 1409 rBV 868603 1446094 31.20%
9 13.539 1804 1811 1825 rBV 1607416 2326320 50.20%
10 14.339 1942 1947 1954 rBV 197466 266360 5.75%
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11 14.692 2002 2007 2021 rVB 35810 85190 1.84%
12 14.916 2039 2045 2052 rBV 1237672 1804161 38.93%
13 16.392 2290 2296 2302 rBV 1132556 1578747 34.07%
14 17.645 2503 2509 2513 rBV 1400898 1997579 43.10%
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15 17.686 2513 2516 2522 rVB 230823 303776  6.55% 031%
16 17.775 2527 2531 2535 rVB 52865 73978 1.60% ©.251%
17 18.480 2647 2651 2656 rBV3 125877 211581 4.57% ©.718%
18 18.680 2680 2685 2688 rBV2 46949 83042 1.79% ©.282%
19 19.616 2839 2844 2849 rBV 394510 497164 10.73% 1.687%
20 19.963 2899 2903 2911 rVB 401301 543838 11.73%  1.845%

21 20.133 2927 2932 2937 rVB 2473447 2860081 61.71%
22 20.768 3037 3040 3047 rVB 358158 440142  9.50%
23 21.321 3131 3134 3138 rBV2 362896 406612 8.77%
24 21.668 3188 3193 3197 rVB 1614011 2405585 51.91%
25 24.151 3610 3615 3621 rBV2 830026 1494427 32.25%
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Sum of corrected areas: 29477618
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003849.D\data.ms
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Abundance TIC: BP003849.D\data.ms
3000000

20.133

2500000
2000000
13.539

1500000 17.645

1000000

500000

R e e e RTINS

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP003849.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14
Operator : CG/JU

Sample : L4657-02 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 unknown2.952 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.952 87.78 ng 4634450 1,4-Dichlorobenzene-d4 8.304

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38

2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

3 1-Hexen-4-0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9

4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
89

5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-

Abundance  Scan 11 (2.952 min): BP003849.D\data.ms (-5) (-) m/z 73.05 100.00%

73.0
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3.003.103.203.303.40
hill1sae  23sozora 379043731952 .o 4300  56.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-

o

73.0

5000 e
3.003.103.203.303.40

m/z 89.00  30.42%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2222: 1,3-Diaminoguanidine
43.0

3.003.103.203.303.40
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5000 m/z 41.05 10.52%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- T T T
73.0 3.003.103.203.303.40

m/z 44.95 8.51%

5000
oh il 145.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14
Operator : CG/JU

Sample : L4657-02 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclohexane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.105 4.61 ng 243195 1,4-Dichlorobenzene-d4 8.304

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
5 Cyclobutane 56 C4HS8 000287-23-0 46

Abundance  Scan 37 (3.105 min): BP003849.D\data.ms (-31) (-)
56.0

m/z 56.05 100.00%

——
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D R
‘ ‘ 300 320 3.40
okt 1660 2809 3925 4945 ./, 8405 63.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0
5000 L L L L I I LI L |
3.00 3.20 3.40
‘ m/z 41.05 56.53%
OLJI;JJW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1487: 1-Pentene, 2-methyl-
56.0
T B e
3.00 3.20 3.40
5000 m/z 55.85  39.43%
OJ“‘,‘JJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3333: 1-Hexene, 5-methyl- e
56.0 3.00 3.20 3.40
m/z 68.95 25.85%
o_JHA,”“‘H‘WH‘mww_HWm_Mwwww“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40

8270-BP110320.M Mon Nov 09 12:52:00 2020

PAV-B49-110520-0-10

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.199 3.83 ng 202127 1,4-Dichlorobenzene-d4 8.304

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 53 (3.199 min): BP003849.D\data.ms (-48) (-) m/z 73.00 100.00%
73.0
5000 Jk
R ma s
’ 3.00 3.20 3.40 3.60
ob )] 132819202500 335130184484 5143 1/, 43,05  33.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L L L B L
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‘ m/z 55.00  29.72%
O JJA\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R e S
3.00 3.20 3.40 3.60
5000 m/z 87.05 27.19%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- e e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 12.87%
5000
0 J\u‘“m‘HH‘HH_W‘HHWH_m_m_m_m_ ANHIANS N ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.480 2.12 ng 211581  Phenanthrene-die 17.645
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 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2651 (18.480 min): BP003849.D\data.ms (-2647) (- m/z 73.00 100.00%

73.0
5000 192.1
—
a7 o
0 ‘l"w{x'w““ i Mww»w““““9‘1‘7”47‘2“4“5‘3’?5 m/z 43.10 85.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ]
18.50
213.0 m/z 55.00 83.04%
O\\i“ m‘"!"“l\\\\!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
—
18.50
5000 ITI/Z 60.00 80.79%
L‘ 214.0
ob b n\u\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61117: Dodecanoic acid -
73.0 18.50
m/z 57.10 73.54%
5000
‘ F 200.0
O‘L“‘ \M‘J\\\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.769 3.66 ng 440142 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Nonanamide 157 CO9H19NO 001120-07-6 53
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 53

Abundance Scan 3040 (20.768 min): BP003849.D\data.ms (-3037) (- m/z 59.00 100.00%

59.0
5000
— =
1061 2161 20.50 21.00
Ly 228 304.1
bbbl 900] 881944115043  pyz 72,00 62.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 — T
20.50 21.00
‘ m/z 55.10 39.74%
126.0
Ot d\ ‘\“” ‘H}'w\"m} l\“\‘h\ 't ’L:\L\8\4\‘0\ T ‘2\\8\‘1\‘0\ T T T T T[T T T T T T ITT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106564: Hexadecanamide
59.0
— —
20.50 21.00
5000 ITI/Z 41.10 31.86%

128.0 255.0
Hh.knlx 194.0

miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydro: — —

59.0 20.50 21.00
m/z 43.10 24.63%

o

r

5000

3

| 141.0 212.0
O bt ptp et e e 7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.321 3.38 ng 406612 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
4 Heneicosyl pentafluoropropionate 458 C24H43F502 1000351-81-1 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90

Abundance Scan 3134 (21.321 min): BP003849.D\data.ms (-3131) (- m/z 57.10 100.00%
57.1

5000

-

T T
| %ﬁl 234-0592.1 356.1 2100 2150
ot 202135014140 484.0549. /7 55,10 82.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol

]
13:1
o

5000 — —
21.00 21.50
125.0 m/z 43.10 81.89%
O‘HJ\M\"H' \J}‘l\l\‘l\‘!‘h\l\l\g\e‘.\Q\\z‘G\?.\Q‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
— I —
21.00 21.50
5000 ITI/Z 83.10 65.40%
1P25.
o, o
op bbb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester — ——
57.0 21.00 21.50
m/z 69.10 59.26%

5000

=
[&)]
o

224.0
0 \‘M L \}\ . ‘\ [ 420.0
R o e o o I REEEAERaRR S ‘\

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BP110320.M Mon Nov 09 12:52:03 2020 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP©©3849.D

Acqg On : 06 Nov 2020 20:14

Operator : CG/JU

Sample : L4657-02 2X :
Misc : PAV-B49-110520-0-10

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.952 2.952 87.8 ng 4634450 1  8.304 1055940 20.0
Cyclohexane 3.105 4.6 ng 243195 1  8.304 1055940 20.0
Butane, 2-metho... 3.199 3.8 ng 202127 1 8.304 1055940 20.0
n-Hexadecanoic ... 18.480 2.1 ng 211581 4 17.645 1997580 20.0
9-Octadecenamid... 20.769 3.7 ng 440142 5 21.668 2405590 20.0
1-Heneicosanol 21.321 3.4 ng 406612 5 21.668 2405590 20.0
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