LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : K1628-04 A0C6-2-0.5-1.0

ALS Vial : 13 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 3.220 17 22 31 rBv2 77652 157489 4_.37% 0.697%
2 3.291 31 34 44 rVB 48244 76501 2.12% 0.339%
3 5.711 437 446 457 rBV 1075062 1708923 47.42% 7 .565%
4 7.315 710 719 732 rBVY 1081297 1983727 55.05% 8.781%
5 7.691 776 783 800 rVB 1037122 1827107 50.70% 8.088%
6 8.166 856 864 875 rVB 180196 310718 8.62% 1.375%
7 8.490 911 919 927 rBV 741830 1301891 36.13% 5.763%
8 9.341 1056 1064 1075 rBV 649824 1168921 32.44% 5.174%
9 10.986 1336 1344 1352 rBV 247604 446506 12.39% 1.977%
10 13.412 1747 1757 1767 rBY 1670604 2609341 72.41% 11.551%

11 14.229 1890 1896 1903 rBV 93958 132390 3.67% 0.586%
12 14.787 1984 1991 1999 rBV2 394130 648211 17.99% 2.869%
13 16.273 2237 2244 2259 rBV 1384411 2131902 59.16% 9.437%
14 17.530 2450 2458 2469 rBV 534375 824908 22.89%% 3.652%
15 18.159 2560 2565 2571 rVB 101753 127043 3.53% 0.562%

16 18.382 2597 2603 2615 rBV 141357 259854 7.21% 1.150%
17 19.451 2780 2785 2789 rBV 87523 103751 2.88% 0.459%
18 19.533 2792 2799 2810 rBvV4 46477 104202 2.89% 0.461%
19 19.645 2815 2818 2827 rVvv4 29443 51297 1.42% 0.227%
20 19.786 2839 2842 2849 rVB 144692 175288 4._86% 0.776%

21 20.127 2893 2900 2908 rBV 2625797 3603548 100.00% 15.952%
22 20.826 3014 3019 3025 rVB 238795 272686 7.57% 1.207%
23 21.413 3114 3119 3130 rBV2 163646 322363 8.95% 1.427%
24 21.819 3181 3188 3197 rVB 538809 907543 25.18% 4.017%

25 22.600 3315 3321 3325 rBV2 37406 64507 1.79% 0.286%

26 23.317 3436 3443 3449 rBV2 52737 101561 2.82% 0.450%

27 24.151 3579 3585 3594 rVB2 47457 98684 2.74% 0.437%

28 25.196 3746 3763 3774 rBv2 282793 956638 26.55% 4.235%

29 26.324 3948 3955 3964 rVB5 26486 75310 2.09% 0.333%

30 27.746 4193 4197 4207 rVB7 14162 37621 1.04% 0.167%
Sum of corrected areas: 22590431
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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

Abundance TIC: BG039671.D
2500000

2000000

1500000

5.71 7.31 769
1000000
8.49

9.34
500000

8.17 10.99

33229
0~ﬁ'I""I""I""I""I""I""I""I""I""I"" A A A A R A

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039671.D

2500000

20.13

2000000
13.41
1500000 16.27

1000000

17.53 21.82
500000 14.79

20.83

38 19.79 21.41
14.23 n 18.18 19¢8% J\ 22.60

O e B A o o o o o LA e s e o B B B B B S L

Time--> 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 TIC: BG039671.D

2500000

2000000
1500000
1000000

500000
25.20

23.32 24.15 /\ 26.32 27.75
e e T R e T e T e e

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\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 7

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

3.29 4.92 ng 76501 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 35
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28

Abundance Scan 34 (3.291 min): BG039671.D (-31) (-) m/z 73.20 100.00%

73
43
5000
55 87

320 340 360

Obrrerrereprrrrprrr e SO 8 A | W/Z 43.15  52.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T T T T
43 320 340 360
% 87 m/z 55.15  29.93%
29
0 oL Ll
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 —— -
320 340 3.60
5000 41 55 m/z 87.15 26.43%
o M \H boesll | o7 w2 a9
R B o R a B o e S ARARBERSE RAEES TR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1996: Silane, tetramethyl- T ——
73 320 340 3.60

m/z 45.15 13.63%

5000

43
> 15 29 || 5360 | g1g8 "

bt P e T T e e T My T T

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 320 340 360
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 unknown7.69 Concentration Rank 1

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

7.69 117.61 ng 1827110 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 783 (7.691 min): BG039671.D (-776) (-) m/z 132.10 100.00%
5000 68
0 sl P T Th 7k 8bo
o S LT 1O S A S | S, m/z 68.15 45.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A

7.40 7.60 7.80 8.00

0
31 4 51 78 m/z 134.15 33.91%
o | I " [ A |
A B R L o L RARaEE LA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
R
7.40 7.60 7.80 8.00
5000 m/z 66.10 31.79%
104
51 o, 06 77
oL 14 27 3744° 58 | . 89 o7 | 115 \
R B e B RAARARaSS L L o e RAARA RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L R R
132 7.40 7.60 7.80 8.00
m/z 69.25 18.45%
5000 67
41 53 97 117
| | 9 g9
0..,.”.,.”.,?ﬂaiﬂ..4MN.§RHMN“.MUﬂ”.u,”H.,}95,..jq%gﬁ.ﬂt..“.. e
m/z--> 10 20 30 40 50 60 70 80 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\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 5 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.16 3.08 ng 127043 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 86
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2565 (18.159 min): BG039671.D (-2560) (-) m/z 74.15 100.00%
74
5000
43
ﬁ 97 11y 126 13157171185199213277241 - 17780 15,00 18.20 1840
0 ,....,...-:',.-... P 0N o P e e W m/z 87.15 80.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000
43 17.80 18.00 18.20 18.40
143 m/z 43.15 35.12%
LTl s Csnngsioonszran o
miz> 20 40 60 80 100 130 190 160 180 250 730 250 260 2%
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester
74
17.80 18.00 18.20 18.40
5000 43 m/z 55.15 34.04%

143
h “‘ ‘%7111 1291 | 157171185199013227241255 285

o,n.wm.w.”ws”q.”w.”w.”..”..”..”..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

74 17.80 18.00 18.20 18.40
m/z 41.15 26.55%
5000 43
29 7

b bl by 711 129 Ba57171185100215227 001 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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.
18.38 6.30 ng 259854 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2603 (18.382 min): BG039671.D (-2597) (-) m/z 60.15 100.00%
b 73
5000
85 129 213
TJ[ 8 115 | g 1o7tass o | L, 296 18.00 18.20 18.40 18.60
o} m/z 73.10 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 43.20 96.78%
7JJ 143157171185199213
0‘

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

Abundance #39474: n-Decanoic acid
60 73
129 18.00 18.20 18.40 18.60
5000 m/z 57.25 91.22%
87
‘ ‘ }\?1 M‘ I 1‘\13 172
0,.”.,”..“. ,..”,.”....w..”,.”. S
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid I EAR e e e
60 73 18.00 18.20 18.40 18.60
43 m/z 55.15 73.76%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 i M N T N
m/z--> 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

8270-BG012919.M Fri Mar

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Methyl stearate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.45 2.52 ng 103751 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 90
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 83
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 2785 (19.451 min): BG039671.D (-2780) (-) m/z 74.15 100.00%
i
5000 43
9 10120 19.40 19.60 19.80
o} m/z 87.15 76 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74
5000 43 LB UL BN SN B
19,20 19.40 19.60 19.80
143 199 255 m/z 43.25 37 .49%
oo Al b, | am 1 22 ] oo
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280 360
Abundance #107596: Pentadecanoic acid, methyl ester
74
10120 19.40 10.60 19.80
5000 m/z 55.15 33.98%
43
2 9 143 256
b T Pl 10 a2 g e O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143185: Heptadecanoic acid, 16-methyl-, methyl ester T T T
74 19.20 19.40 19.60 19.80
m/z 41.15 25 .54%
5000
43
143 298
0 L 890 1 us 171 199 221 2‘7’5270 |
m/z--> ﬁo 40 eb éo 160 150 140 160 180 200 220 240 260 280 300 19,20 19.40 19.60 19.80

01 16:26:57 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 unknownl19.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.53 2.53 ng 104202 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid 254 C16H3002 002091-29-4 49
2 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 46
3 1-Nonadecene 266 C19H38 018435-45-5 45
4 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 45
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 45

Abundance Scan 2798 (19.528 min): BG039671.D (-2792) (-) m/z 55.15 100.00%

5000

19.20 19.40 19.60 19.80
m/z 69.15 66.95%

27 151168 189207

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105670: 9-Hexadecenoic acid

5000 TT [T T I T [T T T T[T T T T[T TTT]
19.20 19.40 19.60 19.80
m/z 41.15 61.95%
o 138 165 194 219236254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170431: Pentafluoropropionic acid, dodecyl ester
55
Y
19.20 19.40 19.60 19.80
5000 m/z 43.15 52.62%
29 140 168
o J 1‘ 195213 243 314
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene B LmamE S
4 57 19.20 19.40 19.60 19.80
) 83 m/z 83.15 51.67%
5000
111
aammanse L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.79 3.86 ng 175288 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 92
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 2843 (19.792 min): BG039671.D (-2839) (-) m/z 56.25 100.00%
56
5000
R 230"
\ o7 129 185 213 19.40 19.60 19.80 20.00 20.20
) S !l.-.“..,- 1 & 288 3% ‘m/z 57.25 56.54%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56
5000 BUVAUNAERUSIUNA
19.40 19.60 19.80 20.00 20.20
29 129 257 m/z 43.25 36.00%
0 . | I|| by | 157 185 213 2?9 | 288 312
miz--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
19.40 19,60 19.80 20.00 20.20
5000 m/z 41.15 30.75%
29 73
0 ‘ ‘ i ﬂ‘ ok N 157 185 213 297 o 312
miz--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester e
57 19.40 19.60 19.80 20.00 20.20
m/z 55.15 28.79%
5000 4
239 957
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 ' 19.40 19.60 19.80 20.00 20.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

BG039671.D

28 Feb 2019 22:14

Jus/sJ

K1628-04 AOC6-2-0.5-1.0
13 Sample Multiplier: 1

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

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 Butyl myristate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.83 6.01 ng 272686 Chrysene-d12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 74
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 49
3 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43

Abundance Scan 3020 (20.832 min): BG039671.D (-3014) (-) m/z 56.20 100.00%
56
5000
u r 97 129 185 2672T5 " 20,60 20.80 21.00 21.20
241 20.60 20.80 21.00 21.20
3 340
I I' -\u."f B O 0 W A 0 m/z 57.20  59.54%
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56
5000
229 20.60 20.80 21.00 21.20
u 73 9 - m/z 43.15 40.19%
oA s 2T [ e T
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57
" 20,60 20.80 21.00 21.20 |
5000 m/z 55.15 34 .13%
29 267285
83 129 |
oL— ‘. \I I‘ \JI\ hm IA“JI \“kl.l.:H\-l “. - :|I'5.7 : ]:8\? 2|13| sz\u : “. AL I3]'-O' .3‘:0'
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester B L
56 20.60 20.80 21.00 21.20
m/z 41.15 31.15%
5000 085 240
73 267
97 185 241
0,,,3‘,I‘l\‘L\“,m,MI\,“h, s 1 o213 7 .‘...‘,3.11..., SR | P
m/z--> 50 100 150 200 250 300 20.60 20.80 21.00 21.20

8270-BG012919.

M Fri Mar 01 16:26:59 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.41 7.10 ng 322363 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 3118 (21.407 min): BG039671.D (-3114) (-) m/z 57.25 100.00%
57
83
5000
I 111
139 207 21.00 21.20 21.40 21.60 21.80
— Y ll, JI.L. s L 2228 8% . m/z 43.20 84.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
g5 83
5000 R LA DU PR
21,00 21.20 21.40 21.60 21.80
29 m/z 55.15 78.28%
0 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
97 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.20 58.81%
oL L, ll |l ga7] 196 224 969 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3 21.00 21.20 21.40 21.60 21.80
m/z 69.20 56.25%
5000 111
29
L “‘140 168 196 o1 342
0‘ .... I “....................... e AR EE s
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80

8270-BG012919.M Fri Mar 01 16:26:59 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 12

R.T. EstConc Area Relative to ISTD R.T.
23.32 2.24 ng 101561 Chrysene-di12 21.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Tritetracontane 605 C43H88 007098-21-7 80

5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80

Abundance Scan 3444 (23.322 min): BG039671.D (-3436) (-) m/z 57.20 100.00%

57
5000 85

113133155 183 208 23100 2320 23.40 2360
0—l m/z 43.25 53.60%

m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
85

5000 LA L L L L L LN |
29 23.00 23.20 23.40 23.60
m/z 71.25 47 .19%
0 I 18,241 169 197 225 253 282
- I T T T T I T T T I T I I T I T T T T T T I T T T T T I T T T I
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester
57
23.00 23.20 23.40 23.60
5000 m/z 85.20 38.28%
85
oL L. 1] |11 .13 169 196 225 250 289
i Ll T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 23.00 23.20 23.40 23.60
m/z 55.20 27 .97%
5000 85
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
— T T T T T T e e A Ba
m/z--> 50 100 150 200 250 300 350 23 00 23. 20 23. 40 23.60

8270-BG012919.M Fri Mar 01 16:27:00 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022819\

Data File : BG039671.D

Aca On : 28 Feb 2019 22:14

Operator : JU/SJ

ﬁ?ggle i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 13 Heneicosane, 11-(1-ethylpro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24 .15 2.06 ng 98684 Perylene-di12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 3585 (24.151 min): BG039671.D (-3579) (-) m/z 57.20 100.00%
57
5000 85
111 141 169 225 267 23.80 24.00 24.20 24.40
o..Jl,J.I LR, 20892 20 2o 3% ‘m/z 71.20 53.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000
23.80 24.00 24.20 24.40
m/z 43.20 50.24%
9 197
ol A1y 155 183202225 253 295 337
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
23.80 24.00 24.20 24.40
5000 g5 m/z 85.25 42 .35%
29
oL ] | 8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57 23.80 24.00 24.20 24.40
m/z 55.25 20.86%
5000
85
oL L ° || t\ U3 130 183 5
mz-> ' ‘5 100' BT A " """ " 23.80 24.00 24.20 24.40

8270-BG012919.M Fri Mar 01 16:27:00 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022819\

Data File : BG039671.D

Acg On : 28 Feb 2019 22:14

Operator : JU/SJ

3?22'6 i K1628-04 AOC6-2-0.5-1.0
ALS Vial : 13 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 4.9 ng 76501 1 8.17 310718 20.0
unknown? .69 7.69 117.6 ng 1827110 1 8.17 310718 20.0
Hexadecanoic acid... 18.16 3.1 ng 127043 4 17.53 824908 20.0
n-Hexadecanoic acid 18.38 6.3 ng 259854 4 17.53 824908 20.0
Methyl stearate 19.45 2.5 ng 103751 4 17.53 824908 20.0
unknownl19 .53 19.53 2.5 ng 104202 4 17.53 824908 20.0
Hexadecanoic acid... 19.79 3.9 ng 175288 5 21.82 907543 20.0
Butyl myristate 20.83 6.0 ng 272686 5 21.82 907543 20.0
1-Heneicosanol 21.41 7.1 ng 322363 5 21.82 907543 20.0
Eicosane 23.32 2.2 ng 101561 5 21.82 907543 20.0
Heneicosane, 11-(... 24.15 2.1 ng 98684 6 25.20 956638 20.0
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