LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG012919.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 3.222 17 23 32 rBv 73931 146825 3.47% 0.545%
2 3.292 32 35 44 rVB 52400 78004 1.84% 0.290%
3 5.254 363 369 378 rBB 68533 111558 2.64% 0.414%
4 5.713 436 447 458 rBV 1154632 1885536 44.56% 7 .000%
5 7.310 709 719 735 rBVY 1279054 2248741 53.14% 8.348%
6 7.698 776 785 793 rBVY 1138707 1990520 47.04% 7 .390%
7 8.174 857 866 876 rVB 184446 321984 7.61% 1.195%
8 8.497 912 921 929 rBV 766962 1375623 32.51% 5.107%
9 9.349 1056 1066 1074 rBV 708405 1301586 30.76% 4.832%
10 10.994 1338 1346 1354 rVB 286123 511237 12.08% 1.898%

11 13.420 1751 1759 1773 rBV 2007324 3156770 74.60% 11.719%
12 14.236 1892 1898 1904 rBV 145900 210826 4.98% 0.783%
13 14.794 1986 1993 2003 rBV2 511264 816981 19.31% 3.033%
14 16.281 2239 2246 2261 rBV 1646903 2598019 61.39% 9.645%
15 17.538 2453 2460 2467 rBV 661707 1012730 23.93% 3.760%

16 18.395 2597 2606 2623 rBV2 153470 281122 6.64% 1.044%

17 18.730 2657 2663 2668 rBV7 44245 63835 1.51% 0.237%
18 19.653 2816 2820 2833 rBV 81516 146769 3.47% 0.545%
19 19.935 2861 2868 2875 rVB8 22942 45778 1.08% 0.170%
20 20.134 2895 2902 2907 rBV 3123938 4231720 100.00% 15.710%
21 20.763 3004 3009 3013 rBV3 37051 54089 1.28% 0.201%
22 20.904 3029 3033 3039 rVB 41914 49363 1.17% 0.183%

23 21.421 3116 3121 3133 rBV 169359 271374 6.41% 1.007%
24 21.826 3183 3190 3201 rVB 634494 1083364 25.60% 4.022%
25 21.985 3213 3217 3222 rVB 75141 105027 2.48% 0.390%

26 22.619 3319 3325 3333 rBvV 126555 212414 5.02% 0.789%
27 23.342 3440 3448 3456 rBvV 145789 285971 6.76% 1.062%
28 23.547 3477 3483 3489 rBV2 70462 134076 3.17% 0.498%
29 24.188 3584 3592 3600 rBV2 147771 328123 7.75% 1.218%
30 24.270 3600 3606 3613 rVVv7 28232 72549 1.71% 0.269%

31 25.204 3751 3765 3778 rBV3 413997 1354872 32.02% 5.030%
32 26.379 3956 3965 3975 rVB 91231 249335 5.89% 0.926%
33 27.812 4200 4209 4221 rVB4 36348 129247 3.05% 0.480%
34 29.551 4497 4505 4518 rVB7 17424 70115 1.66% 0.260%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26936083
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\

BG039464.D

12 Feb 2019 15:13

JussJ

K1462-11

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000
3¥29

TIC: BG039464.D

7.31

5.71 7.70

8.50 9.35

817 10.99
5.25

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

IIIIIIIIIIIIIIIIIAIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.42

TIC: BG039464.D
2013

16.28

17.54 21.83

14.79

21.42
2(R03P0

A
=TT

18.40

14.24 1873

198 2262

19,689 o3

05
Time-->

A
LN B S e B B B B [ e [ B N B N O [ N B LN B S B B B S N B e |

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

Ol

2334 55

TIC: BG039464.D

25.20

26.38

27.81

HE 2955

Time-->  23.00

23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.29 4.85 ng 78004 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 35 (3.292 min): BG039464.D (-32) (-) m/z 73.20 100.00%
73
5000 43
55 87
e —_———
39 320 340  3.60
35 59 67
““mvmvmvmvmvmvmvmvMJ“LNPMPMPMPNJJPMPNPmvmv“ m/z  43.15 42.05%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- M
7B
5000 T T
43 320 340  3.60
55 87 m/z 55.15 30.17%
,2333 39 || 50 | 59 69|, 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
7B
320 340 360
5000 m/z 87.15 26.23%
43
2 15 942933 39 | la7 53 59 6569 || 7781 88
miz--> A A U At A
Abundance #734: N-Ethylformamide T N A
30 320 340  3.60
73 m/z 41.15 14 .50%
5000
44 58
18
'““'w'“w'“'v%?v'“l““??""'w'""“|'“l“ﬁf““l“'W“'w'"'v“'v'“v'“l"“l“' T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.25 6.93 ng 111558 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 368 (5.249 min): BG039464.D (-363) (-) m/z 43.15 100.00%
43
59
5000
| 73 83 “l’l - 500 520 540 5.60
el 8 S = | m/z 59.15 55.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RIS UL UL I I
59 500 5.20 540 5.60
m/z 101.15 15.54%
31 101
""I”M'“w'":I""F?"'I""I""I""I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
500 520 540 5.60
5000 m/z 58.15 14.88%
41
29 101
T A '“m‘?q‘“i' = |?§ L AR UL LA UURLELE B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4030: 2,3-Butanedione, monooxime T e ERRASRE
43 5.00 5.20 5.40 5.60
m/z 41.25 9.31%
5000
101
15 31 | 58 g g
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 123.64 ng 1990520 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 785 (7.698 min): BG039464.D (-776) (-) m/z 132.15 100.00%
13
5000 68
6 Trr[rrrr|rrrr|prrrr|rrrr
40 54 6o ‘ 75 103 7.40 7.60 7.80 8.00
....,...:,'!.‘.‘.7,.'.'..,.-:~.'.|,..'.-~.,..??,...'.,.'.'..,.1.1?.,....,-'...,... m/z 68.15 44 .48%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L LU I R
7.40 7.60 7.80 8.00
78 m/z 134.15 33.31%
138 44
”'WL”WP!”JL'W'”!P'”I”'W'“'P'” SRS SARSS BERRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.92%
69
39 > ‘ 89 103
....,....‘Hw.‘.‘?‘,‘.‘.‘.‘.,‘.3?..,..‘.:,....‘,..?Z,.‘w..,.l.l?.,....,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R EEEEEmEE e e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.67%
5000 67
41 97
‘ 53 2 117
s || | ey P 0| 103110 | 124 )
miz--> 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.40 5.55 ng 281122 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2607 (18.401 min): BG039464.D (-2597) (-) m/z 73.15 100.00%
43 73
60
5000
129 213 j\“vMAA
97 171185 256 VAU SR U
| 115 | 143157 199 | 227 18. oo 18. 20 18 40 18. 60 18. 80

b m/z 43.15 88 .39%

f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 90

18.00 18.20 18.40 18.60 18.80

83
m/z 60.15 80.29%
213
J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
s
43 | BERE R e S
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 55.15  77.78%
29
as L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B e o R
43 | 3 18.00 18.20 18.40 18.60 18.80
5 m/z 57.25 74 .60%
5000 129
29
199
‘ | 143157171185 242
L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.65 2.90 ng 146769 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2820 (19.653 min): BG039464.D (-2816) (-) m/z 73.15 100.00%
43 57 713
5000 129
974111 185 241 R
143157171 | 199, 0957 284 19.40 19.60 19.80 20.00
S} m/z 43.10 98.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 LUNNLIL I N L N B L B

19.I40 19.I60 19.I80 20.IOO
m/z 57.15 86.67%

185 241 284

J‘LA 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
R e e L e
19.40 19.60 19.80 20.00
5000 129 m/z 60.15 85.40%
83
157171 213
“ J‘Lt, 143 185199
T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 |78 19.40 19.60 19.80 20.00
5 m/z 55.15 82.03%
5000 129
29
199
‘ ‘ 143157171185 242
L e

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hexacosyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.42 5.01 ng 271374 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 3121 (21.421 min): BG039464.D (-3116) (-) m/z 57.15 100.00%
57
5000 97
25 " 21.20 21.40 21.60 21.80
A Doz a0 am SRR EB RGN,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57
5000
21.20 21.40 21.60 21.80
125 m/z 55.20 67.67%
29 | ﬂ53181208236264292 336364 409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236054: Heneicosy! heptafluorobutyrate
57
o7 " 21.20 21140 21.60 21.80
5000 m/z 71.25 49 _.49%
- 125
I, | | 1697 238266294 330 490
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57 21.20 21.40 21.60 21.80
m/z 83.15 47 .55%
5000
29| | o
J‘ Nﬂ | 125154 196224 269 N
m/z--> 50 160 150 200 250 300 350 400 450 500 550 21,20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.62 3.92 ng 212414 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tricosane 324 C23H48 000638-67-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3325 (22.619 min): BG039464.D (-3319) (-) m/z 57.25 100.00%

57
5000 85

113 22. 40 22. 60 22. 80 23 00
3 I 141 183 211
o bl g 168108 2R 239 267 295 324 855 | Tn/z 43.20 57.38%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L LY LB L B LB
85 22. 40 22. 60 22. 80 23 00
29 m/z 71.25 54 _.58%
J.\I.l.n J113 141 169 197 225 253 282
e e e L e e e I A o o e e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
LRI R e
22.40 22.60 22.80 23.00
5000 85 m/z 85.25 41 .36%
29 113
‘ J‘j‘ | u\ 141 169 197 225 253 281 309 338
et E R L e e T e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57 22.40 22.60 22.80 23.00

m/z 55.15 21.54%

5000 85
29 1183 1m 324
auy | U ATy TP 109 197 225 253 o1

L il J L
LI —— LRI L L LN L BRI L B

T
m/z--> 50 100 150 200 250 300 350 22. 40 22. 60 22. 80 23 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 10 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.34 5.28 ng 285971 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3448 (23.342 min): BG039464.D (-3440) (-) m/z 57.20 100.00%
57
5000 85
113 141 23.00 23.20 23.40 23.60
e b LT, R 169001210 230 283 L o 43.25  62.11%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.00 23.20 23.40 23.60
m/z 71.25 51.33%
29 113
LAl J | J1ﬂ11169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.25 42 _.93%
2 13 1
RN |4 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance #185533: Pentacosane R R pEaaE s
57 23.00 23.20 23.40 23.60
m/z 55.15 22 .63%
5000 85
113
29| | || \ | 1 169189211 239 267 205 3p3 352
IIIIIIIII LN DL UL L rfrrrryrTTT T T T T TTTA
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .19 4.84 ng 328123 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3592 (24.188 min): BG039464.D (-3584) (-) m/z 57.20 100.00%

5000

99 23.80 24.00 24.20 24.40 24.60
211 252283 376 m/z 43.25 54.08%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
5|7
5000

23.80 24.00 24.20 24.40 24.60
m/z 71.20  49.74%

2611 /1% 141 183 226

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

23.80 24.00 24.20 24.40 24.60
5000 m/z 85.25 39.09%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane PP T PPty
57 23.80 24.00 24.20 24.40 24.60

m/z 55.10 22 .53%

5000

99
26 ] |, 4 183 225 267 338

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23.80 24 00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039464.D

Aca On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample : K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.38 3.68 ng 249335 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3965 (26.379 min): BG039464.D (-3956) (-) m/z 57.20 100.00%
57
5000 85
113 26.00 26.20 26.40 26.60
141 169
e T e 0r 2es 282 Tm/z 71.15  57.74%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 26.00 26.20 26.40 26.60
29 m/z 43.25 55.47%
l|J (113 141 169 107 225 253 282
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #71393: Pentadecane
57
26.00 26.20 26.40 26.60
5000 g5 m/z 85.20 42 .59%
29
m/z--> 50 160 1%0 200 250 300 3%0 '
Abundance #209566: Octacosane
57 26.00 26.20 26.40 26.60
m/z 55.15 23.62%
5000 85
29 113
‘ oy 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

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

26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021219\
Data File : BG039464.D

Acq On : 12 Feb 2019 15:13

Operator : JU/SJ

Sample - K1462-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.29 4.8 ng 78004 1 8.17 321984 20.0
2-Pentanone, 4-hy... 5.25 6.9 ng 111558 1 8.17 321984 20.0
unknown7 .70 7.70 123.6 ng 1990520 1 8.17 321984 20.0
n-Hexadecanoic acid 18.40 5.5 ng 281122 4 17.54 1012730 20.0
Octadecanoic acid 19.65 2.9 ng 146769 4 17.54 1012730 20.0
Hexacosyl heptafl... 21.42 5.0 ng 271374 5 21.83 1083360 20.0
Tetracosane 22.62 3.9 ng 212414 5 21.83 1083360 20.0
Heneicosane 23.34 5.3 ng 285971 5 21.83 1083360 20.0
Hexadecane 24.19 4.8 ng 328123 6 25.21 1354870 20.0
Eicosane 26.38 3.7 ng 249335 6 25.21 1354870 20.0
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