LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS Vvial : 11 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\8270E-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@4047.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.917 3 5 24 rVB 4772742 5938355 100.00% 21.552%
2 3.076 26 32 42 rVB 58057 119001 2.00% 0.432%
3  3.164 42 47 53 rBV 169112 238455 4.02% 0.865%
4 4.628 291 296 311 rVB 153197 220652 3.72% 0.801%
5 5.264 399 404 413 rBV 162359 230328 3.88% 0.836%
6 5.805 488 496 511 rBV 1246989 1963359 33.06% 7.126%
7 7.452 769 776 789 rBV 1181427 2077355 34.98% 7.539%
8 7.840 835 842 850 rBV 41145 71167 1.20% ©.258%
9 8.263 903 914 921 rBV 415774 664114 11.18% 2.410%
10 9.428 1104 1112 1120 rBV 755070 1248331 21.02% 4.531%

11 11.093 1388 1395 1409 rBV 503279 859753 14.48%
12 13.510 1799 1806 1817 rBV 1685616 2452774 41.30%
13 14.310 1937 1942 1949 rBV 143959 203252 3.42%
14 14.887 2030 2040 2048 rBV 779023 1148383 19.34%

b~ O OOW
~N
w
00
B

15 16.369 2286 2292 2308 rBV 1195938 1805766 30.41% 554%
16 17.616 2498 2504 2510 rBV 883270 1285051 21.64% 4.664%
17 18.463 2644 2648 2655 rBV 271915 441609 7.44%  1.603%
18 18.892 2717 2721 2728 rBV 56615 78461 1.32% ©.285%
19 19.592 2837 2840 2846 rVB 50207 60454  1.02% 0.219%
20 19.669 2849 2853 2861 rBV 110669 189225 3.19% 0.687%

21 20.116 2924 2929 2935 rBV 2664591 3219633 54.22% 11.
22 21.310 3129 3132 3139 rBv4 100690 193110  3.25%
23 21.651 3184 3190 3195 rBV 1086638 1455183 24.50%
24 24.116 3602 3609 3617 rBV 684741 1389302 23.40%

(BN B R
~N
)
=
R

Sum of corrected areas: 27553073
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

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

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

Abundance TIC: BP004047.D\data.ms
D17

4000000
3000000

2000000

5.805 7.452

1000000 0.428

0 %—/}@4 4.?28 5.%64 7.840
B L L L L L L L L A L L L L L L
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Abundance TIC: BP004047.D\data.ms
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Abundance TIC: BP004047.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 unknown2.917 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.917 178.84 ng 5938360 1,4-Dichlorobenzene-d4 8.263

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 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
Abundance Scan 5 (2.917 min): BP004047.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1

B

5000
3.003.103.20 3.30
obhi11130910302510 3493400847145325 )" 4365  s54.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 T T T T T T[T T T[T T T T [TTTT]
3.003.103.20 3.30
m/z 89.00 31.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
3.003.103.203.30
5000 m/z 41.10 9.71%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2138: Propane, 2-methoxy-2-methyl- R RARRRRREREEEa
73.0 3.003.103.203.30
m/z 45.05 8.11%
5000 /\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 2 Cyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.076 3.58 ng 119001 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
4 1-Hexene 84 C6H12 000592-41-6 56
5 1-Octene, 2-methyl- 126 C9H18 004588-18-5 50
Abundance  Scan 32 (3.076 min): BP004047.D\data.ms (-26) (-) m/z 56.00 100.00%
56.0
B A
\ ‘ 3.00 320 340
bt 12791930 2819 353.1 4285 5028 ' y/z 84.05  63.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1457 Cyclohexane
56.0
5000 LIS LA L HL NL
3.00 320 340
‘ m/z 41.10  57.29%
O ‘\J\'\\“‘\l‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
e R
3.00 3.20 3.40
5000 m/z 55.05 36.70%
oLt i e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1478: 1-Pentene, 2-methyl- e A
56.0 3.00 3.20 3.40
m/z 39.05 26.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 340
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.164 7.18 ng 238455 1,4-Dichlorobenzene-d4 8.263

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 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 47 (3.164 min): BP004047.D\data.ms (-42) (-) m/z 73.10 100.00%
73.1
5000
N B e o
} ‘ 2070 3.00 3.20 3.40 3.60
ol LIl 14302070 2850 3692428148475421 )" 43 05  42.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L LA L L L L B B
3.00 3.20 3.40 3.60
H m/z 55.05 29.76%
0 \J\l\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e
3.00 3.20 3.40 3.60
5000 m/z 87.05 26.10%
O+ A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methyl este T
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.78%
5000
0 ‘“w"‘lxMH“HHWHWHMH‘,m“HHWHW‘WHW e R
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\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.628 6.64 ng 220652 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 296 (4.628 min): BP004047.D\data.ms (-291) (-) m/z 55.05 100.00%
55.0
5000 /\
R R RERR RS
l ‘ JJ 4.40 4.60 4.80 5.00
ol 12 1911 8011 4057 48035448 sz 82.95 93.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 L B I L L LR B
4.40 4.60 4.80 5.00
‘ m/z 43.05 38.72%
O‘\\‘\l\i‘lJ\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
 BREEENSE S
4.40 4.60 4.80 5.00
5000 m/z 98.05 32.16%
0 25.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- A REmE
83.0 4.40 4.60 4.80 5.00
m/z 39.05 26.54%
5000
o_‘Huf}‘“u,uwmww‘mWm‘uH‘mwm_m_ s L NRREEeme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.264 6.94 ng 230328 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 404 (5.264 min): BP004047.D\data.ms (-399) (-) m/z 43.05 100.00%

43.0
5000
101.0 I ABEEREEEEEs s
’ 5.00 5.20 5.40 5.60
Ot 1929 264.9 3358 42874927 m/z 58.95  56.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B L SR

5.00 5.20 5.40 5.60
m/z 100.95 18.77%

101.0
O‘\\"\“\‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
R ERRRREEEEEE S
5.00 5.20 5.40 5.60
5000 m/z 58.05 14.98%
117.0
O T e e e

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

Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R AREEAR R
59.0 5.00 5.20 5.40 5.60

m/z 41.05 9.77%

5000

” 126.0
O R R RARBARSasssas R R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.840 2.14 ng 71167 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 78
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
Abundance Scan 842 (7.840 min): BP004047.D\data.ms (-835) (-) m/z 45.10 100.00%
451
5000
N

7.60 7.80 8.00 8.20

\."\106-0 206.9 284.0342.7 4445 536.1

O e e P T e T e T e m/z 59.00 33.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ”/\\H\‘HH‘HH‘HH’H\

7.60 7.80 8.00 8.20
m/z 72.00 23.64%

| oso
O‘\H\\\l‘\\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
 AREEREEEE SR
7.60 7.80 8.00 8.20
5000 m/z 73.00 15.65%
103.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- e amaaat e he
45.0 7.60 7.80 8.00 8.20
m/z 43.05 13.02%
5000
|| 1090
Ot e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.463 6.87 ng 441609  Phenanthrene-d10 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2648 (18.463 min): BP004047.D\data.ms (-2644) (- m/z 73.00 100.00%

5000 L
213.2 =
CM \ 18.50
obr MULAEIER L L, 281034084050 4849549 4310 o011
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L
18.50
m‘ 213.0 m/z 60.00 86.06%
0‘\\\\1"‘\\"\h\“\\“l\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
=
18.50
5000 m/z 55.10 74.16%
185.0
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid —
73.0 18.50
m/z 57.10 73.60%
5000
‘ 1850 240
0 p‘JW“%WMNJAMHH“Hk‘H‘w“u“u‘_“w“u“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
BP004047.D

Nov 2020 20:21

: CG/JU
L4839-02

11

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

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

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 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.669 2.60 ng 189225 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2853 (19.669 min): BP004047.D\data.ms (-2849) (- m/z 43.10 100.00%

5000 1290
241 2 e e
m \ ‘ 6s 19.50 20.00
| P17 MM bk 3268 4289 8203 07300 99.62%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — —
19.50 20.00
‘ 284.0 m/z 55.10 88.37%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
e e
19.50 20.00
5000 ITI/Z 57.10 85.23%

284.0
129.0 WM
213.0
bl L L 820
0 50 100 150 200 250 300 350 400 450 500 550

0
m/z-->
Abundance #95855: Pentadecanoic acid —— —
73.0 19.50 20.00
m/z 41.10 77.89%
5000
143.0 242.0

A1 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BPO@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 9 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.310 2.65 ng 193110 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
3 1-Heptadecene 238 C17H34 006765-39-5 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3132 (21.310 min): BP004047.D\data.ms (-3129) (- m/z 57.10 100.00%
57.1
5000
— ——
1ps5.1 21.00 21.50
193.0 92830 . :
oLy GE, 25303438 4309 8031 4310 85.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
97.0
5000 — —
21.00 21.50
9.0 m/z 55.05 84.95%
0 “ LQBSO 266.0
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
— ——
21.00 21.50
5000 m/z 69.10 68.07%
125.0
322.0
0 196.0 264.0
e T A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92567: 1-Heptadecene “ —
57.0 21.00 21.50
m/z 97.10 67.36%
- ﬂwwbuwwwa\WdeWJVJW
loﬂ.mo‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4047.D

Acqg On : 21 Nov 2020 20:21
Operator : CG/JU

Sample : L4839-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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|
unknown2.917 2.917 178.8 ng 5938360 1 8.263 664114 20.0
Cyclohexane 3.076 3.6 ng 119001 1 8.263 664114 20.0
Butane, 2-metho... 3.164 7.2 ng 238455 1 8.263 664114 20.0
3-Penten-2-one,... 4.628 6.6 ng 220652 1 8.263 664114 20.0
2-Pentanone, 4-... 5.264 6.9 ng 230328 1 8.263 664114 20.0
Ethanol, 2-(2-e... 7.840 2.1 ng 71167 1 8.263 664114 20.0
n-Hexadecanoic ... 18.463 6.9 ng 441609 4 17.616 1285050 20.0
Octadecanoic acid 19.669 2.6 ng 189225 5 21.651 1455180 20.0
1-Nonadecene 21.310 2.6 ng 193110 5 21.651 1455180 20.0
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