LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 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-BG052919 .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 3.126 3 6 15 rvB2 118788 218123 3.71% 0.675%
2 3.209 15 20 35 rvB 416610 623654 10.61% 1.930%
3 5.653 429 436 449 rBV 1313597 2139012 36.39% 6.618%
4 7.269 701 711 722 rBVY 1450650 2511651 42.73% 7.771%
5 7.651 767 776 784 rBVY 1339853 2322856 39.52% 7.187%
6 8.121 850 856 868 rVB 258513 429656 7.31% 1.329%
7 8.444 904 911 919 rBV 984906 1673922 28.48% 5.179%
8 9.302 1048 1057 1067 rBV 835293 1533587 26.09% 4._.745%
9 10.947 1330 1337 1345 rBV 311941 566018 9.63% 1.751%
10 13.373 1743 1750 1760 rBY 2343450 3637521 61.89% 11.255%

11 14.190 1883 1889 1895 rBV 270736 401787 6.84% 1.243%
12 14.754 1978 1985 1994 rVB3 538482 880206 14.98% 2.723%
13 16.241 2230 2238 2255 rBV 2204550 3325014 56.57% 10.288%
14 17.498 2444 2452 2463 rBV2 778726 1189587 20.24% 3.681%
15 18.350 2590 2597 2608 rBV 375090 567731 9.66% 1.757%

16 19.613 2808 2812 2822 rBvV2 139313 211034 3.59% 0.653%
17 20.095 2887 2894 2900 rBV 4399178 5877427 100.00% 18.186%
18 21.370 3106 3111 3123 rBV2 250220 436445 7.43% 1.350%
19 21.775 3173 3180 3187 rBv2 810122 1340131 22.80% 4.147%
20 21.928 3202 3206 3213 rVB2 44832 66595 1.13% 0.206%

21 22.545 3305 3311 3320 rBV2 65604 135828 2.31% 0.420%
22 23.262 3426 3433 3444 rBV 82219 172820 2.94% 0.535%
23 24.084 3567 3573 3583 rVB2 75957 176797 3.01% 0.547%
24 25.118 3734 3749 3758 rBV2 412283 1407292 23.94% 4 _.354%
25 26.241 3932 3940 3951 rVB6 51125 154468 2.63% 0.478%

26 27.234 4100 4109 4121 rVB7 37771 147964 2.52% 0.458%
27 29.243 4439 4451 4453 rBV6 32030 100035 1.70% 0.310%
28 31.781 4873 4883 4884 rBV9 32676 71788 1.22% 0.222%

Sum of corrected areas: 32318949
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040964.D

4000000
3000000

2000000

5.65 7.65

1000000 8.44 9.30

3.21 8.12 10.95
£
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040964.D

20,09
4000000

3000000

1331 16.24

2000000

1000000 17.50 21.78
14.75

18.35
21.37
| 19.61 | 1.93 2254
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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: BG040964.D

14.19

4000000
3000000
2000000

1000000

25.12
21126 24.08 / \ 26.24 27.23 29.24 31.78

(O e DL L e B LU L B R 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

8270-BG052919.M Fri May 31 17:55:16 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 29.03 ng 623654 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 20 (3.209 min): BG040964.D (-15) (-) m/z 72.95 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Ol e e 20022 200 7 43,00 40.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
3
5000 USSR AR AR I AL
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 87.00 29.25%
0 “4.WL.”,..H,”..“.....” R o IAREE R
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 28.08%
0 H . 99 112 129
IIIIIII rrrrTTrTTrTT T T T T T T T T T T T T T T T T T T T T T T
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.47%
5000
45
> M
0 |'U"N"”??'““|"'}?}"'"" SESUSREBE SRS S EARY SRR B IS AR AL AR RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 3 unknown7.65 Concentration Rank 1

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

7.65 108.13 ng 2322860 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 776 (7.651 min): BG040964.D (-767) (-) m/z 132.00 100.00%
132
5000 68
w0 | % - 208 428 740 7.60 7.80 8.00
0 SNBSS NN ESEEEENHMESE .- A L m/z 68.00 49.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
31 m/z 66.00 34.98%
0 "“Jl'“"|""|""|""|""|""|""|"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
740 7.60 7.80 8.00
5000 m/z 134.00 34.06%
15 M 3“9 163\ L h1014
m/z--> 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole B s
132 7.40 7.60 7.80 8.00
m/z 69.00 22 .43%
5000
104
66
0 14 44\ | 4
m/z--> 50 100 150 200 250 300 350 400 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 9.55 ng 567731 Phenanthrene-d10 17.50
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 2597 (18.350 min): BG040964.D (-2590) (-) m/z 73.00 100.00%
43 go 73 AA\
5000
129
97 213 SSS J
US| 15717185, o | oy 256 18.00 18.20 18.40 18.60
0 m/z 43.10 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR UL UL BN
mmmmmmmm
m/z 60.00 84.92%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
mmmmmmﬁm
5000 29 m/z 41.10 74.68%
129
“ ?7 1115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,‘mml,,,\;I,,,,ﬁf%,l?(,,\,,I,‘,,l,els,,,\‘,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R i e
43 60 73 mmmmmmmm
m/z 55.00 71.89%
5000 129
29 242
1115
157171
0.?'.5“...'.... f :h\ M IHI\IIIHH\”” / ‘“2?'?2??”‘””“' s S
m/z--> 20 40 60 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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.61 3.55 ng 211034 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 30

Abundance Scan 2811 (19.607 min): BG040964.D (-2808) (-) m/z 73.00 100.00%

43

5000

3

19.20 19.40 19.60 19.80 20.00
m/z 43.00 93.64%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

5

5000 129 ||||||||II|IIII|IIII|II
97 19.20 19.40 19.60 19.80 20.00

m/z 41.00 88 .86%

185 241 284
(157 | | 207
0! e e e
m/z--> 50 100 150 200 250 300 350
Abundance #39472: n-Decanoic acid
60
a1 L B e
19.20 19.40 19.60 19.80 20.00
5000 m/z 60.00 84 .38%
129
‘ 87 172

bt | g

m/z--> 5i 100 150 200 250 300 350
Abundance #50051: Undecanoic acid T P PR
60 19.20 19.40 19.60 19.80 20.00

m/z 57.00 80.80%
5000 4
‘ ‘ ‘ 85 129
186

Lasl Wil | o 20

m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 7 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.37 6.51 ng 436445 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
Abundance Scan 3111 (21.370 min): BG040964.D (-3106) (-) m/z 57.05 100.00%
57
83
5000
139 167 21.00 21.20 21.40 21.60
ol 20,238 280 315342 m/z 43.10 87.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000
21.00 21.20 21.40 21.60
29 m/z 55.00 84 .35%
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
o1 21.00 21.20 21.40 21.60
5000 m/z 83.05 64 .78%
29 125
0 Ll 118 J J\ 1\154 182 210 238 28.3 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane o PR T Y
57 21.00 21.20 21.40 21.60
97 m/z 68.95 58.61%
5000
29 125
ol ‘ | 154 196 224 269 30
m/z--> % 100 150 ﬁ 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 8 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.54 2.03 ng 135828 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3310 (22.539 min): BG040964.D (-3305) (-) m/z 57.10 100.00%
g7
NN AR
113 141 168 192 222 g7 321 355 22.20 22.40 22.60 22.80
0‘,' 'I Loty A S0l PO R Tm/z 70.95  79.34%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 22.20 22.40 22.60 22.80
m/z 43.00 78.05%
. | j L 11}3‘141 169 197 225 253 282
m/z--> 55 100 1%0 260 2éo 300 3éo
Abundance #209566: Octacosane
57
22120 22.40 22.60 22.80
5000 g5 m/z 85.10 43.92%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #175557: Tetracosane
57 22.20 22.40 22.60 22.80
m/z 55.10 41 .05%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> % 1& 1% 2& 250 300 3% ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 9 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.26 2.58 ng 172820 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 81
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 76
5 Triacontane 422 C30H62 000638-68-6 76
Abundance Scan 3433 (23.262 min): BG040964.D (-3426) (-) m/z 57.10 100.00%

57
5000

99 I EEEEa R ]

207 Bmmmmmmm
41176 | 238 282 322357
Olprrry 1|,11,,|,,, e — m/z 43.05 70.90%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
5|7

5000 LA L L L L L L L
23. OO 23. 20 23. 40 23. 60
99 m/z 71.00 59.45%
ol 26 Jl (41 183 225 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7
23.00 23.20 23.40 23.60
5000 m/z 85.10 46 .69%
99
ol 28l L] ]| 14t 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5[7 23.00 23.20 23.40 23.60
m/z 55.05 36.14%
5000

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

L A S I SR e L Mbhuau UL L A sl

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. OO 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.08 2.51 ng 176797 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3572 (24.078 min): BG040964.D (-3567) (-) m/z 57.00 100.00%

57
5000 85

127 2380 24'00 24.20 24.40
0 155 183 209 239 266 294 323 355
0....l,. A0 20 P, 200 294 323 3 | "m/z 43.05 59.97%

m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57

5000 85 RN e e e e
23. 80 24 00 24 20 24. 40

m/z 71.10 50.81%

29 113 149 324
ol M b P e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.00 39.29%
29 113 14
ol ) 1 |y 169 197 225 253 261 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57 23.80 24.00 24.20 24.40
m/z 55.10 24 .34%
5000 85
113
ol 38 J | | A ‘141 182 211 52 281 308 337
m/z--> 50 100 150 200 250 300 350 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 11 13-Methylheptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.24 2.20 ng 154468 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Hexacosane 366 C26H54 000630-01-3 80
3 13-Methvlheptacosane 394 C28H58 015689-72-2 74
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 3940 (26.241 min): BG040964.D (-3932) (-) m/z 57.05 100.00%
57
5000 J a5
13 207 " 26.00 26,20 26.40 26.60
147 183 241 267
- .‘J."'.Jlu““f sl TULd SRR 82 4B Ta/z 71.00  54.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000
29 26.00 26.20 26.40 26.60
m/z 43.05 48 .69%
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
' 26.00 26,20 26.40 26.60
5000 85 m/z 85.00 39.88%
29 ] 113 14
oL b b L |t 109 107 225 253 205 303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #209570: 13-Methylheptacosane
57 26.00 26.20 26.40 26.60
196 m/z 55.00 27.02%
85
5000 224
113 168
Loiimeame | | o mmmas
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 26.|00 26.|20 26.|40 26.I60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040964.D

Aca On : 31 May 2019 00:00

Operator : HP/JU

Sample = K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 12 Cyclononasiloxane, octadeca... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.23 2.10 ng 147964 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
2 Carbamic acid. N-(2.3-dimethvlph... 221 C12H15N03 339273-79-9 43
3 Mercaptoacetic acid. bis(trimeth._.. 236 C8H2002SSi?2 006398-62-5 37
4 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
Abundance Scan 4108 (27.228 min): BG040964.D (-4100) (-) m/z 221.00 100.00%
147 221
73 281
5000
355
429 S 570 o7 a0 oo en
107 | 185 474 27.00 27.20 27.40 27.60
Ot d m/z 147.00 84 .42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
B 147 221 429
355
5000 281 LR S BURBLL IS UL
27.00 27.20 27.40 27.60
m/z 73.00 72 .54%
0 | AT 651
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 eéo
Abundance #78154: Carbamic acid, N-(2,3-dimethylphenyl)-, oxiranylme...
147
221
77 R SR U U U
39 27.00 27.20 27.40 27.60
5000 m/z 280.95 68 .59%
A R L LA AR AR BRSNS AR LAR SN SARAN SARRS SRR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)- AR RRREE LS
7 27.00 27.20 27.40 27.60
147 m/z 207.00 44.65%
5000
221
ol 290 ] 106
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG053019\
Data File : BG040964.D

Acq On : 31 May 2019 00:00

Operator : HP/JU

Sample - K3090-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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... 3.21 29.0 ng 623654 1 8.12 429656 20.0
unknown? .65 7.65 108.1 ng 2322860 1 8.12 429656 20.0
n-Hexadecanoic acid 18.35 9.6 ng 567731 4 17.50 1189590 20.0
Octadecanoic acid 19.61 3.5 ng 211034 4 17.50 1189590 20.0
Heptafluorobutyri... 21.37 6.5 ng 436445 5 21.78 1340130 20.0
Eicosane 22.54 2.0 ng 135828 5 21.78 1340130 20.0
2-methyloctacosane 23.26 2.6 ng 172820 5 21.78 1340130 20.0
Tricosane 24.08 2.5 ng 176797 6 25.12 1407290 20.0
13-Methylheptacosane 26.24 2.2 ng 154468 6 25.12 1407290 20.0
Cyclononasiloxane... 27.23 2.1 ng 147964 6 25.12 1407290 20.0
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