LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

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-BF051420.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 4.792 457 460 469 rBV 78740 113673 1.73% 0.170%
2 5.222 530 533 562 rBY 4085369 4841389 73.89% 7.223%
3 6.269 707 711 739 rBVY 3807013 4854351 74.09% 7.242%
4 6.610 766 769 781 rBVY 1365482 1804542 27.54% 2.692%
5 6.769 791 796 821 rVB 3564513 4020733 61.37% 5.998%
6 7.181 862 866 879 rBVY 2861965 3144749 48.00% 4.692%
7 7.269 879 881 897 rVB2 62215 141558 2.16% 0.211%
8 7.898 984 988 1015 rBY 2147405 2555581 39.00% 3.813%
9 8.975 1166 1171 1184 rBV 6316542 6552006 100.00% 9.775%
10 9.374 1234 1239 1247 rBV 663771 661487 10.10% 0.987%

11 9.651 1280 1286 1298 rBV 2893868 3217850 49.11% 4.801%
12 10.439 1415 1420 1434 rBV 3551394 3983537 60.80% 5.943%
13 11.133 1533 1538 1540 rBV 2746864 2815304 42.97% 4._.200%
14 11.151 1540 1541 1546 rVvV 430110 398555 6.08% 0.595%
15 11.204 1548 1550 1554 rVB 58222 68717 1.05% 0.103%

16 11.680 1625 1631 1639 rBV2 1136502 1354307 20.67% 2.020%
17 12.215 1719 1722 1724 rBV2 63023 69035 1.05% 0.103%
18 12.339 1739 1743 1746 rBV 539234 542279 8.28% 0.809%
19 12.386 1749 1751 1760 rvv4 158830 320996 4_90% 0.479%
20 12.463 1760 1764 1776 rVVv2 529975 825216 12.59% 1.231%

21 12.568 1776 1782 1786 rVV 419306 586649 8.95% 0.875%
22 12.721 1803 1808 1816 rVB 5694963 5884142 89.81% 8.778%
23 12.957 1842 1848 1852 rBV2 237809 263395 4.02% 0.393%
24 13.004 1852 1856 1864 rVB3 52803 90731 1.38% 0.135%
25 13.298 1901 1906 1909 rBV2 160430 160393 2.45% 0.239%

26 13.415 1922 1926 1933 rVB2 66582 91249 1.39% 0.136%
27 13.515 1938 1943 1946 rBV2 51254 69967 1.07% 0.104%
28 13.627 1958 1962 1978 rBV 1107913 1500629 22.90% 2.239%
29 13.768 1980 1986 1998 rVB2 2411169 3092582 47.20% 4.614%
30 13.945 2012 2016 2024 rBV 646769 641740 9.79% 0.957%

31 14.062 2033 2036 2039 rVB 85715 74530 1.14% 0.111%
32 14.251 2064 2068 2081 rBV2 1224784 1683955 25.70% 2.512%
33 14.539 2113 2117 2121 rBV 1226875 1279397 19.53% 1.909%
34 14.674 2136 2140 2146 rVB 270409 287175 4._.38% 0.428%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.768 2152 2156 2164 rVB 154415 288666 4.41% 0.431%

36 14.851 2165 2170 2173 rBV 1724258 1978197 30.19% 2.951%
37 14.874 2173 2174 2185 rVB3 196588 311954 4.76% 0.465%
38 15.045 2199 2203 2209 rVB2 88580 138011 2.11% 0.206%
39 15.104 2209 2213 2217 rVB 116699 153780 2.35% 0.229%
40 15.156 2217 2222 2225 rBV 1384191 1779239 27.16% 2.654%

41 15.186 2225 2227 2233 rVB 1004865 1095563 16.72% 1.634%
42 15.362 2253 2257 2262 rVB 181949 238766 3.64% 0.356%
43 15.574 2288 2293 2298 rBVY 902559 1193111 18.21% 1.780%
44 15.633 2298 2303 2309 rBV4 97837 220817 3.37% 0.329%
45 16.021 2363 2369 2376 rBVY 356730 622398 9.50% 0.929%

46 16.274 2408 2412 2419 rVB2 103130 179908 2.75% 0.268%
47 16.474 2442 2446 2452 rBV2 51027 104061 1.59% 0.155%
48 16.539 2452 2457 2465 rVB 151375 298292 4 _55% 0.445%
49 16.986 2526 2533 2542 rBVY 46090 131575 2.01% 0.196%
50 17.150 2558 2561 2569 rVB 54183 102518 1.56% 0.153%

51 17.539 2620 2627 2634 rBV5 36282 89187 1.36% 0.133%
52 17.880 2678 2685 2693 rVB7 42980 112302 1.71% 0.168%

Sum of corrected areas: 67030744
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\

BF120327.D

15 May 2020 17:51

MA/SJ

L2604-01

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF120327.D

5.22
6.27

4.79

6.77

6.61

7.18

0
Time-->

T
5.00
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6000000

5000000

4000000

3000000

2000000

1000000

7.90

TIC: BF120327.D

10.44

9.65 11.13

11.68

11.15
.20

J

e

12,3246 57
o LI

1296, 133
| N

o—
Time-->

12.00

11.00 11.50

10.00 10.50

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

13.63

3425
0

TIC: BF120327.D

13.77

14.25 14.54

13.94
14.06

16.27146:p4

16.997.15 17.54

17.88

Time-->

13.50

I
17.50

14.00

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1168 9.62ng 1354310  Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1631 (11.680 min): BF120327.D (-1625) (-) m/z 60.00 100.00%
6d.0
5000 129.1
85.0
213.2 L e e S R
39lp .Jo“ 0 157.1 1851 256.2 11.40 11.60 11.80 12.00
R LA i m/z 73.00 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 2560 LA L L L L L LB LB LB
11.40 11.60 11.80 12.00
97.0 m/z 57.00 86.56%
L 1970 1850
TTT I TrTT I T II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730 )
e R RE=—
11.40 11.60 11.80 12.00
5000 129.0 m/z 42.95 86.31%
}ﬁ?”.w.“.. ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R AT e
43.0 | 73.0 11.40 11.60 11.80 12.00
m/z 55.00 72.12%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.34 ng 825216 Chrysene-di12 13.77
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1764 (12.463 min): BF120327.D (-1760) (-) m/z 57.00 100.00%
57,0
5000 1291
12.20 12.40 12.60 12.80
O m/z 60.00 95.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0 KW“‘¥
5000 129.0 -------’\]--- TP
nmnmnmnm
Tﬂ 2410 2840 m/z 43.00 95.40%
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
11220 12.40 12.60 12.80
5000 129.0 m/z 73.00 95.15%
1501 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.00 81.23%
5000 1290
185.0 228.0
b \
L Iunwiﬂ‘\ﬂﬂlﬁhlmwlullt}ﬁ19ﬂl RN S A\ )V Mo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 4 Oxalic acid, isobutyl tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 9.70 ng 1500630 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 81
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 68
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 68
5 11-Tricosene 322 C23H46 052078-56-5 60
Abundance Scan 1962 (13.627 min): BF120327.D (-1958) (-) m/z 57.00 100.00%
5%.0
5000

111 13.40 13.60 13.80 14.00

m/z 43.00 56.68%

139.1 169.1 200.0 2300

267.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
571.0
5000

13.40 13.60 13.80 14.00
29.0 850 m/z 71.05  49.12%

111.0  1480168.0 196.0 241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0

71.0 13.40 13.60 13.80 14.00
m/z 55.00 43.29%

5000

125.0

O 155.0 183.0 2240 2530
bt

Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #196922: Oxalic acid, isobutyl hexadecy! ester N B
57.0 13.40 13.60 13.80 14.00
m/z 84.95 34.35%
5000
i 820 1110
R, 1960 2240 209.0

L L B L L B B L B B L L I L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.15 ng 641740 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2015 (13.939 min): BF120327.D (-2012) (-) m/z 57.00 100.00%
57.0
5000 85.0
13.1 13.60 13.80 14.00 14.20
b b i AR 116901972 2392267.0 0 “m/z 71.05  53.39%
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propy!-
43.0
71.0
5000
13.60 13.80 14.00 14.20
m/z 43.00 52.92%
126.0154.0183.0
. |.'].'.'.'l|.".|..||'...“. |2|26|-0| e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.05 40.60%
85.0
200 1) }13014101690197022502530281o 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R ARENREE R e
57.0 13.60 13.80 14.00 14.20
m/z 55.00 20.07%
5000 85.0
113.0 155.0
‘ A \J\ J A .‘ i \[ 1830 225.0
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\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.25 10.89 ng 1683960  Chrysene-d12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 91

2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2068 (14.251 min): BF120327.D (-2064) (-) m/z 57.00 100.00%
5000

14.00 14.20 14.40 14.60
m/z 71.05 53.21%

141.1183.2 239.1 295.3
m/z-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #209565: Octacosane

5000
14.00 14.20 14.40 14.60

9.0

| 1141018302050 2810 337.0 394.0

m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance #235973: Hexatriacontane
57.0
5000
9.0
18.0 | 4 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 5.0
| 1270169.0 2250  295.0337.0

m/z

14.00 14.20 14.40 14.60

43.05

50.27%

L.

m/z

14.00 14.20 14.40 14.60

85.05 41 _47%

m/z

55.00 23 .85%

m/z--> 0 50

100 150 200 250 300 350 400 450 500

T
14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Nonadecane, 9-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.54 14.38 ng 1279400 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
Abundance Scan 2117 (14.539 min): BF120327.D (-2113) (-) m/z 57.00 100.00%
57.0
5000
| 991'0 111 1831 9509561 3003 14.20 14.40 14.60 14.80
ol b g s 1831 22522061 8098 m/z 71.05 55_12%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000
14.20 14.40 14.60 14.80
090 140.0 m/z 43.00 49_.41%
2710.‘ [ I| i l 16E'0 211.0 267.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 40.33%
99.0
27,0 | | |7y, 1410 1830 2250 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 19.79%
5000
99.0
27,0 ] | |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heptadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.23 ng 287175 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 94
2 Hexadecanal 240 C16H320 000629-80-1 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Bicvclol10.8.0l1eicosane. cis- 278 C20H38 1000155-82-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 2139 (14.668 min): BF120327.D (-2136) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 81.95 82.77%

165.1 194.0 223.1245.0 267.8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal

82.0

14.40 14.60 14.'80 15.00
109.0 m/z 43.00 82 .46%

58.0180.0 208.0 236.0
m/iz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #94314: Hexadecanal
.0

5000

14.40 14.60 14.80 15.00
m/z 55.00 63.80%

5000

110.0
137.0 166.0 196.0 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal S BN e e
14.40 14.60 14.80 15.00
m/z 96.05 56.58%

5000

1370 1660 1940 2220 2500

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.85 22.24 ng 1978200 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2170 (14.851 min): BF120327.D (-2165) (-) m/z 57.00 100.00%
5%.0
5000
9.1 14.60 14.80 15.00 15.20
141.1 : : : :
ol Al A |y f4HL 1831 2252 2671 3093 3513 nzu 71 05 55.78%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.00 47 . 74%
2m‘|J]JMN1%02m2%M%O
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 43 .68%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #94344: Heptadecane
57.0 14.60 14.80 15.00 15.20

m/z 55.00 20.12%

5000
27‘ ' 9?'0 1410 1330 240.0 I\ }L\

IIII IIIJIII‘III IIII T T T T T T IIIIIIIII IIIIIIIIIIIIIIIIIII

T T
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.68 ng 238766 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 78
4 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 53
5 E-10-Methyl-11-tetradecen-1-ol p... 282 C18H3402 1000130-77-3 49

Abundance Scan 2257 (15.362 min): BF120327.D (-2253) (-) m/z 57.00 100.00%

5%.0

5000
207.0 5398 266.1 15.00 15.20 15.40 15.60 :
RARRERRRS RS m/z 43.00 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal
43.0
5000

15.00 15.20 15.40 15.60
m/z 81.95 67.36%

137.0 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

15.00 15.20 15.40 15.60
m/z 96.00 51.07%

5000
L L 166.0 1940  236.0 264.0
R ARARZR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- e R BAEEE R
.0 15.00 15.20 15.40 15.60
m/z 55.00 47.00%
5000

208.0 250.0

166.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF051420.M Mon May 18 04:58:00 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 12 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.57 13.41 ng 1193110 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2292 (15.568 min): BF120327.D (-2288) (-) m/z 57.00 100.00%
57.0
5000
| ’9911 411 1831 2252 266.12952 3551 1520 1540 1550 1580
ol b g 77 1831 2252 26612952 8561 m/z 71.00 55.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000
15.20 15.40 15.60 15.80
m/z 43.05 48.96%
27,0| |lJ]“m1%02m2mom% 366.0
m/z--> 50 100 150 260 250 360 3éo
Abundance #209566: Octacosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.05 40.02%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #194500: Docosane, 11-butyl-
57.0 15.20 15.40 15.60 15.80
m/z 55.00 20.22%
5000

99.0
}IJJJMWNMZN%wmwo3w%%mmo

II‘III\IIII T T T T T T IIIIIIIIII IIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 13 1-Eicosene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.48 ng 220817 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 97
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance . Scan 2303 (15.633 min): BF120327.D (-2298) (-) m/z 57.00 100.00%
97.1
5000
e m/z 55.00 93.58%
m/z--> mmmmmmmmmmmmmmmm
Abundance #127765: 1-Eicosene
57.0
5000 LRI BRI I B UL
ﬁmmmﬁmmm
m/z 97.10 77 .64%
29.0 182.0 210.0  252.0
m»lwh%mmmmmmmmmmmmm
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
69.0 LRI SUMILE B BN SUM
15.40 15.60 15.80 16.00
5000 m/z 83.10 66.63%
251.0
153.0 181.0 209.0
m»'%%mmmmmmmmmmmmmm
Abundance #175127: Trifluoroacetoxy hexadecane i TR e
57.0 15.40 15.60 15.80 16.00
97.0 m/z 69.00 64 .38%
5000
29.0
Lol 154.0 196.0 224.0 269.0 320.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 14 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.00 ng 622398 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 92
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 2369 (16.021 min): BF120327.D (-2363) (-) m/z 57.00 100.00%
57.0
5000
99.0 15.80 16.00 16.20 16.40
Lhg ]y 4441 1830 2392 2961 355.0 : : : :
byl

P NI S S - E— m/z 71.00 51.28%

m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
15.80 16.00 16.20 16.40
99.0 m/z 43.05 48.23%
| f |y 1410 1830  239.0  296.0
— et
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 40.86%
99.0
27,0 ] i J , 1410 183.0 2250 267.0 309.0338.0
L o e e T A e e e L B o e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 19.26%
5000
99.0
28.0 ].i.\ | | 1410 1830 2250 267.0 300.0  365.0394.0
L e e o e e o e I LA A B o s o B e I B A e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF051420.M Mon May 18 04:58:01 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 15 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.02 ng 179908 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
3 Octadecanal 268 C18H360 000638-66-4 52
4 1.19-Eicosadiene 278 C20H38 014811-95-1 49
5 Pentadecanal- 226 C15H300 002765-11-9 49
Abundance Scan 2411 (16.268 min): BF120327.D (-2408) (-) m/z 57.00 100.00%
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
203.1 249.1 276.0 16.00 16.20 16.40 16.60
m/z 43.00 56.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
57.0
5000 RPN SUNILR BN B
16.00 16.20 16.40 16.60
29.0 m/z 82.00 55.73%
Ll 211.0  250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43.0
16,00 16.20 16,40 16.60
5000 m/z 55.00 54 _.24%
l ol 166.0 194.0 236.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal AR EEREE RS
43.0 16.00 16.20 16.40 16.60
m/z 96.05 47 .51%
5000
109.0
N 1370 1660 194.0 2220 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120327.D

Aca On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 16 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.35 ng 298292 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2457 (16.539 min): BF120327.D (-2452) (-) m/z 57.00 100.00%
57.0
>0 e L\—J/\M—]\/\A
IUNAUMUASUNAUURES
141 1169 1 16.20 16.40 16.60 16.80
— J‘ W "1 AS712252 2801 3552 m/z 71.05 59.95%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 AR TARRA BB ARRE
mmmmmmmm
0.0 130 m/z 43.00 45 _.95%
| |L,J}ﬂmwMWMEmm02%0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #105886: Octadecane
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 85.05 45 _.87%
2?0 ﬂl }4}01690197022502540
m/z--> o '§0 ' 150" ' 560" ' ééo" ' 560" ' ééo"
Abundance #194493: Hexacosane LI LI L B LR
57.0 16.20 16.40 16.60 16.80
m/z 55.00 23.05%
290 i || M2 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 16 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051520\
Data File : BF120327.D

Acq On : 15 May 2020 17:51

Operator : MA/SJ

Sample : L2604-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420_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]
n-Hexadecanoic acid 11.68 9.6 ng 1354310 4 11.13 2815300 20.0
Octadecanoic acid 12.46 5.3 ng 825216 5 13.77 3092580 20.0
Oxalic acid, isob... 13.63 9.7 ng 1500630 5 13.77 3092580 20.0
Tridecane, 6-propyl- 13.94 4.2 ng 641740 5 13.77 3092580 20.0
Octacosane 14.25 10.9 ng 1683960 5 13.77 3092580 20.0
Nonadecane, 9-met... 14.54 14.4 ng 1279400 6 15.16 1779240 20.0
Heptadecanal 14.67 3.2 ng 287175 6 15.16 1779240 20.0
Heneicosane 14.85 22.2 ng 1978200 6 15.16 1779240 20.0
Octadecanal 15.36 2.7 ng 238766 6 15.16 1779240 20.0
Hexacosane 15.57 13.4 ng 1193110 6 15.16 1779240 20.0
1-Eicosene 15.63 2.5 ng 220817 6 15.16 1779240 20.0
Heptadecane, 2,6,... 16.02 7.0 ng 622398 6 15.16 1779240 20.0
Oxirane, hexadecyl- 16.27 2.0 ng 179908 6 15.16 1779240 20.0
Octadecane 16.54 3.4 ng 298292 6 15.16 1779240 20.0
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