LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.198 11 19 27 rVB 613947 801147 26.12% 2.969%
2 5.110 509 514 525 rVB 434175 552187 18.01% 2.047%
3 5.516 578 583 586 rBY 2585974 2400482 78.28% 8.897%
4 6.522 749 754 757 rBVY 2355935 2573064 83.90% 9.537%
5 6.663 774 778 782 rBVY 2786250 2674942 87.23% 9.915%
6 6.892 814 817 821 rBV 862384 703297 22.93% 2.607%
7 7.051 840 844 847 rBVY 2385241 2051435 66.89% 7.604%
8 7.457 908 913 916 rBY 1994724 1884711 61.46% 6.986%
9 8.180 1032 1036 1040 rBvV 1212023 997187 32.52% 3.696%
10 9.263 1215 1220 1223 rBvV 3710772 3066671 100.00% 11.366%

11 9.651 1283 1286 1291 rBV 651378 516460 16.84% 1.914%
12 9.945 1332 1336 1340 rBV 1317760 1028633 33.54% 3.813%
13 10.321 1386 1400 1402 rBV5 20275 64044 2.09% 0.237%
14 10.739 1467 1471 1474 rBV 2074379 1757258 57.30% 6.513%
15 11.439 1586 1590 1593 rBV 993259 780477 25.45% 2.893%

16 11.668 1626 1629 1636 rBV2 44447 60831 1.98% 0.225%
17 11.957 1675 1678 1684 rBV 288609 310538 10.13% 1.151%
18 12.392 1746 1752 1754 rBV7 19559 40136 1.31% 0.149%
19 12.663 1795 1798 1801 rBV 37704 54621 1.78% 0.202%
20 12.745 1809 1812 1816 rBV2 102505 108278 3.53% 0.401%
21 12.833 1825 1827 1831 rBV4 24423 40346 1.32% 0.150%
22 12.898 1834 1838 1842 rVv4 60925 75948 2.48% 0.281%
23 13.027 1856 1860 1864 rBV 2816442 2581900 84.19% 9.570%
24 13.251 1894 1898 1901 rBV6 36336 67128 2.19% 0.249%
25 13.721 1975 1978 1979 rBV2 32606 37250 1.21% 0.138%

26 13.933 2011 2014 2020 rVB3 138341 234208 7.64% 0.868%
27 14.092 2037 2041 2048 rVB 670625 622469 20.30% 2.307%

28 14.551 2117 2119 2122 rBV2 57055 44259 1.44% 0.164%
29 14.851 2166 2170 2172 rBV 118151 157915 5.15% 0.585%
30 15.221 2230 2233 2240 rVB 76713 88451 2.88% 0.328%

31 15.598 2292 2297 2306 rBV 381658 603660 19.68% 2.237%

Sum of corrected areas: 26979933
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118012.D
3500000

3000000 6.66

5.52
2500000 6.52 7.05

2000000 7.46

1500000
1000000 6.89

2.20
500000 511

L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118012.D

3500000

3000000 13.03

2500000

10.74
2000000

1500000
8.18 9.95

1000000
9.65
500000 11.96
L 10.32 11,67 I\ 12 39 12; 13.25

o e e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12. 50 13 00
Abundance TIC: BF118012.D

3500000

3000000
2500000
2000000
1500000
1000000 14.09

15.60
13.72

orr

Time--> 13 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\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.20 22.78 ng 801147 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 19 (2.198 min): BF118012.D (-11) (-) m/z 73.00 100.00%
73.0
5000 !
43.0
55.0 87.1
2.20 2.30 2.40 2.50 2.60
B S S PR O ——— Y -2 < T [ A -0 [
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 50 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 87.10 26.27%
27.0
|'“m”“'JiJ'w"”|'“'HJ"V"W"&q%9“|“"w"w"“
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 55.00 24 _.11%
29.0 ‘
..,..ﬁh...j,uy.,..lﬂp...J.l..“..:,.?lq...}1%9.,.}%%9..
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.19%
5000
45.0
29.0
I ‘ 101.0 j\
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.11 15.70 ng 552187 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF118012.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 Y I S
| 83.0 4.80 500 520 5.40
e el e m/z 59.00 60.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR UL LS UL I
59.0 480 500 520 540
m/z 101.00 23.03%
N 830 1019
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.45%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e R
43.0 480 500 520 5.40
m/z 41.00 9.10%
5000
101.0
15.0 58.0
280 L " 690 840 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.66 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.66 76.07 ng 2674940 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 778 (6.663 min): BF118012.D (-774) (-) m/z 132.00 100.00%
132.0
96.0 IR AR RS L R
40.0 540 6.40 6.60 6.80 7.00
|.':8}-9. T 2 m/z 68.00 39.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 g0 1180 S A RS AR AR

6.40 6.60 6.80 7.00
m/z 134.00 33.28%

ol 158.0 189.0
e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13p.0
e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.27%
41.0 97.0
‘ ‘ 117.0
smodige LW
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14560: Xenon B REAa A
18.0 6.40 6.60 6.80 7.00
m/z 69.00 16.67%
5000
66.0
e 1| SN ||
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 7.96 ng 310538 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1679 (11.963 min): BF118012.D (-1675) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
I

11.60 11.80 12.00 12.20
m/z 59.95 76.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 1160 1180 12.00 12.20
83.0
4

256.0 m/z 43.00 74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
3.0

157.0 1g50 213.0

SN

w

o
~
w

11.60 11.80 12.00 12.20

5000 m/z 41.00 63.57%
‘ o0 129.0 1710 214.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B R e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.00 61.33%
5000 129.0

%

150J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.77 ng 108278 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1811 (12.739 min): BF118012.D (-1809) (-) m/z 43.00 100.00%
430 73.0
5000
129.0
99.0 185.0 241.2 .
‘ H 157.0 207.0 284.2 1240 12.60 12.80 13.00
SN! 1 {1111 m/z 59.95  80.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0
12.40 12.60 12.80 13.00
Tﬂ : 2410 2840 m/z 57.05 79.71%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 73.00 78.96%
1501 Il di
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 56.47%
5000 129.0
1l AU RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl12.90 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.44 ng 75948 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 12
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 12
3 Acetic acid. 1l-cvano-1-(l-cvclop... 193 C10H11NO3 1000156-29-2 11
4 1.2.5-Triazole. 1-(3-propenvl)-3... 213 C6H7N504 311314-76-8 10
5 Dioctyl disulphide 290 C16H34S2 000822-27-5 10
Abundance Scan 1838 (12.898 min): BF118012.D (-1834) (-) m/z 57.05 100.00%
57.0
275.2
5000
12.60 12.80 13.00 13.20
“.’3.1'.1,|. Wl "m/z 43.00 94.31%
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 85.0 R R A IV
1260 12.80 13.00 13,20
281.0 m/z 71.05 81.22%
b L 2 18901080 PO | 100 3520 a920
m/z--> 50 100 150 200 250 300 350
Abundance #194511: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0
12.60 12.80 13.00 13.20
5000 85.0 m/z 41.05 64.12%
183 0 281.0
\‘ ‘ J}ﬂ270 .| 2250 337.0
m/z--> 50 100 150 260 250 300 350
Abundance #55196: Acetic acid, 1-cyano-1-(1-cyclopenten-3-one-1-yl)-... R R R
29.0 12.60 12.80 13.00 13.20
m/z 275.20 55.60%
5000
65.0 121.0
1 ‘ ‘ 193.0
Medat oo
m/z--> 50 100 150 200 250 300 350 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl3.25 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

13.25 2.16 ng 67128 Chrysene-di12 14.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2-Bicvclol2.2.1Thept-5-en-2-v... 283 C17H17NO3 1000300-35-9 32
2 N.N"-Trimethvlenebisls-3-aminopr... 382 C9H22N206S4 035871-60-4 25
3 4-(2.4-Dioxo-1.2.3.4-tetrahvdro-... 273 C13H11N304 1000300-05-4 22
4 4.7-Methano-1H-indene. 2.3.3a.4.... 134 C10H14 019398-83-5 22
5 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14 002825-86-7 22

Abundance Scan 1898 (13.251 min): BF118012.D (-1894) (-) m/z 57.00 100.00%
5000
111.1 303.1
154.0178.1 2211 9501 277.2 326.1 L e e e o o e e e
13.00 13.20 13.40 13.60
m/z 65.90 83.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130136: 3-(2-Bicyclo[2.2.1]hept-5-en-2-yI-2-oxo-ethyl)-3-...
553.0
3000 T Sy
92.0 120.0 : : : :
m/z 63.90 76.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #203745: N,N-Trimethylenebis[s-3-aminopropylthiosulfuric ...
64.0
s S
a1 13.00 13.20 13.40 13.60
5000 ' m/z 55.00 75.41%
159.0
191.0 221.0 253.0 285.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121606: 4-(2,4-Dioxo-1,2,3,4-tetrahydro-pyrimidin-5-yl)-4... T
43.0 66.0 208.0 13.00 13.20 13.40 13.60
' m/z 43.10 71.47%
5000 91.0
273.0
} H‘ l | 136.0 164.0 ‘\ 250.0
bl pl R I l -
A R L B o ana e A AR AR an s s S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.93 7.53 ng 234208 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 2013 (13.927 min): BF118012.D (-2011) (-) m/z 57.00 100.00%

57.0

%

5000

"7 153.9 183.1 216.1244.0271.2 302.1330.0 369.1 13.60 13.80 14.00 14.20
m/z 43.05 78.39%

m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LN L L L L L LB L |
13.60 13.80 14.00 14.20
200 250 m/z 83.10 73.49%

et
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane

43.0
1 1 1

13.60 13.80 14.00 14.20
5000 m/z 55.00 64 .48%

11.0

3

IR A J J\‘M‘F3%0}61019&022402510279030&033§0
s

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

Abundance #127770: 9-Eicosene, (E)- R AEmEEEE L
57.0 13.60 13.80 14.00 14.20

m/z 69.00 63.13%

5000

N
—  ©
- o
()
~
o

25.0
“ I 4 ) | 153.0181.0209.0 252.0280.0
A ) e e S

T I T I
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 13-Docosenamide, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.85 5.23 ng 157915 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 Dodecanamide 199 C12H25N0 001120-16-7 35
Abundance Scan 2170 (14.851 min): BF118012.D (-2166) (-) m/z 59.00 100.00%
.0
5000
701260 | drims 2850 3372 sas . 1480 1460 1500 1520
: : m/z 72.00 74.02%
m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
59.0
5000
137.0 14.60 14.80 15.00 15.20
97.0 m/z 55.00 55.46%
|l 1930 2400 2940 337.0
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59.0
1460 14.80 15.00 15.20
5000 m/z 43.10 42 .37%
20) 1}, 1149 15401840 2200252 62"
m/z--> 50 100 150 200 250 300 350
Abundance #83610: Tetradecanamide I a BREmEEES
59.0 14.60 14.80 15.00 15.20
m/z 41.00 32.60%
5000
29,0“ i 97‘.0 128.0 1840 227.0
J Il 4l ul ol |
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118012.D

Aca On : 26 Nov 2019 17:32

Operator :© JU

Sample = K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Pentacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.22 2.93 ng 88451 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Heneicosane 296 C21H44 000629-94-7 93
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2233 (15.221 min): BF118012.D (-2230) (-) m/z 57.00 100.00%
57.0
5000
183 2212800 892 | w/z 71.05  72.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 L BRI BN BRI B
mmmmmmmm
m/z 43.00 62.94%
nplllLﬂﬂomw2%0%m3mo%m
m/z--> 50 100 150 260 250 300 3éo 400
Abundance #141426: Heneicosane
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 85.10 53.51%
99.0
Q%JL”JJMN1%OQM2%M%O
m/z--> éo 160 1%0 200 250 360 350 400
Abundance #227195: Docosane, 11-decyl- L e
57.0 15.00 15.20 15.40 15.60
m/z 99.10 18.63%
5000
99.0
— 1 LAy 110 1830 2250 2670 00 ssoossno
m/z--> 50 100 150 200 250 300 350 400 15.00 1520 1540 1560
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112619\
Data File : BF118012.D

Acq On : 26 Nov 2019 17:32

Operator : JU

Sample - K5948-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
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-methoxy... 2.20 22.8 ng 801147 1 6.89 703297 20.0
2-Pentanone, 4-hy... 5.11 15.7 ng 552187 1 6.89 703297 20.0
unknown6 .66 6.66 76.1 ng 2674940 1 6.89 703297 20.0
n-Hexadecanoic acid 11.96 8.0 ng 310538 4 11.44 780477 20.0
Octadecanoic acid 12.74 2.8 ng 108278 4 11.44 780477 20.0
unknown12 .90 12.90 2.4 ng 75948 5 14.09 622469 20.0
unknownl13.25 13.25 2.2 ng 67128 5 14.09 622469 20.0
Heptadecyl heptaf... 13.93 7.5 ng 234208 5 14.09 622469 20.0
13-Docosenamide, ... 14.85 5.2 ng 157915 6 15.60 603660 20.0
Pentacosane 15.22 2.9 ng 88451 6 15.60 603660 20.0

8270-BF111319.M Wed Nov 27 06:02:17 2019 Page: 13



