LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample : K1586-03

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 3.220 17 22 31 rBv 80908 157199 5.24% 0.846%
2 3.296 31 35 41 rVB 40205 57417 1.91% 0.309%
3 5.710 439 446 456 rBV 768666 1233968 41.15% 6.645%
4 7.314 711 719 733 rBV 793599 1411939 47.08% 7.603%
5 7.696 777 784 793 rBV 746815 1287557 42.94% 6.933%
6 8.166 857 864 875 rVB 183919 305683 10.19% 1.646%
7 8.489 911 919 927 rBV 529301 918345 30.62% 4 .945%
8 9.341 1056 1064 1074 rBV 449961 814943 27.18% 4 .388%
9 10.986 1337 1344 1352 rBV 239529 438711 14.63% 2.362%
10 13.412 1746 1757 1765 rBV 1143045 1758406 58.64% 9.468%
11 14.228 1891 1896 1903 rBvV 60968 88156 2.94% 0.475%

12 14.792 1983 1992 2000 rBV2 393624 641423 21.39% 3.454%
13 16.273 2237 2244 2260 rBV 1029691 1602667 53.44% 8.630%
14 17.536 2452 2459 2471 rBV2 562875 890428 29.69% 4._795%
15 18.258 2576 2582 2590 rBV6 15159 32155 1.07% 0.173%

16 18.387 2599 2604 2615 rBV 109032 183052 6.10% 0.986%
17 20.126 2894 2900 2907 rBV 2310201 2998847 100.00% 16.148%
18 20.397 2941 2946 2955 rBV 49774 66292 2.21% 0.357%
19 20.890 3026 3030 3035 rBvV 73537 89519 2.99% 0.482%
20 21.407 3114 3118 3131 rBv4 87532 205154 6.84% 1.105%

21 21.519 3134 3137 3146 rVB2 20331 38551 1.29% 0.208%
22 21.818 3181 3188 3198 rBV 643028 1121488 37.40% 6.039%
23 21.971 3208 3214 3219 rBV2 100172 147077 4_.90% 0.792%
24 22.599 3315 3321 3327 rBV 103306 168272 5.61% 0.906%
25 23.316 3437 3443 3455 rVB 90194 188840 6.30% 1.017%

26 23.522 3471 3478 3488 rVB 103130 207033 6.90% 1.115%
27 24.162 3579 3587 3595 rVB 71865 156888 5.23% 0.845%
28 25.196 3749 3763 3775 rBV3 357822 1205459 40.20% 6.491%
29 26.336 3949 3957 3969 rvVB4 36132 121216 4._.04% 0.653%
30 27.751 4189 4198 4199 rBV6 17639 34477 1.15% 0.186%

Sum of corrected areas: 18571162
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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

Abundance TIC: BG039602.D

2000000
1500000

1000000
5.71 731 770

8.49
500000 9.34

8.17 10.99

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039602.D

20.13

2000000

1500000

13.41
16.27
1000000

21.82
17.54

500000 14.79

18.39 1.97 22.60

14.23 - 40 2089 214

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: BG039602.D

2000000

1500000

1000000

500000 25 20

233352  24.16
o AN A 26.34 27.75
AR AR RARAE RARAE R R L A e e R AR ReEaR R

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\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 unknown3.30 Concentration Rank 5

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

3.30 3.76 ng 57417 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 45
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 5
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 5

Abundance Scan 36 (3.302 min): BG039602.D (-31) (-) m/z 73.10 100.00%
3
5000 43 j\\
87
L S
320 340  3.60
9
.,....,....-;'l.-'..-%-,..'.,....,....,....,.... e m/z 43.15  38.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 L T
320 340  3.60
87 m/z 87.15 30.11%
w'“'w'“ﬂy'w"'|“'w'“'w'“|“"'“' SRS RS SR B
m/z--> 0 20 40 80 100 120 140 160 180 200 220 240
Abundance #1996: Silane, tetramethyl-
78
VY
5000 m/z 55.10 26.02%
43
2 152 || 59 | g
m/z--> 0 ﬁo 45 éo 80 100 120 140 160 180 200 220 240
Abundance #7506: 2- l\/IethyI 5-hexen-3-ol T T f T =7
78 320 340  3.60
55 m/z 45.15 11.70%
5000
4
27 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 unknown7.70 Concentration Rank 1

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

7.70 84.24 ng 1287560 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 785 (7.702 min): BG039602.D (-777) (-) m/z 132.15 100.00%
132
5000 68
— e
40 . 54 ‘ 75 6 103 7.40 7.60 7.80 8.00
48
e B Gl e LTS wms W Tnsz 68.15  4l.75%
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 A
7.40 7.60 7.80 8.00
78 m/z 134.15 33.61%
138 44
”'WL”WP!”JL'W'”!P'”I”'W'”'P'” R SRR BERR SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.40 7.60 7.80 8.00

5000 67 m/z 66.15 29.88%
41 53 97
79 117
s |l s, ll7al 8 | 108110 | 124

et e e e e e e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine B R e e

132 7.40 7.60 7.80 8.00

m/z 69.15 15.94%

5000

33 44 g7 105

I S B Rt

m/z--> 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\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 5 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.39 4_.11 ng 183052 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2604 (18.387 min): BG039602.D (-2599) (-) m/z 73.15 100.00%
60 73
5000 129
213
%ﬂ 7 us | 071185 o0 | 0 sg 18.00 18.20 18.40 18.60 18.80
m/z 60.15 99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 B
5000 129
- 18.00 18.20 18.40 18.60 18.80
m/z 43.25 94 .61%
15 || Il 143157
m/z--> "56' 'Zb ) 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78
18.00 18,20 18.40 18.60 18.80
5000 129 m/z 55.15 86.71%
29
.?'.Sl I‘;‘ . 'W ; IHIM‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid e B B .
60 78 18.00 18.20 18.40 18.60 18.80
m/z 57.15 77 .00%
5000 43
2 7 115129143 186
101
15\“\\\ , T“’”m e
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\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.41 3.66 ng 205154 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 3119 (21.413 min): BG039602.D (-3114) (-) m/z 57.20 100.00%

57
5000 g5
113 21.00 21.20 21.40 21.60 21.80
141

|, L A, 182 211239 280 | “m/z 43.20 55.28%

m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 | AL LI L L L LB LB L
21.00 21.20 21.40 21.60 21.80
- m/z 71.25 50.74%
i | J 1 “113 141 169 197 225 253 281 309 337 365 394
T A o e e A B L L B A S o B S b B i
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
21.00 21.20 21.40 21.60 21.80
5000 85 m/z 85.15 35.62%
29
[ A113 141 160 197 225 253 296
...,.... e e L e o e LA A B o o o o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57 21.00 21.20 21.40 21.60 21.80
m/z 55.25 28.55%
5000 85
29 268
| J J |‘ 12:‘-3 | 1?1 l 1?9 \197 225

m/z--> 0 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.97 2.62 ng 147077 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
Abundance Scan 3214 (21.971 min): BG039602.D (-3208) (-) m/z 57.20 100.00%
57
e T MAL
113 141 21 60 21.80 22.00 22.20
ol b b b LT M ae0t0n 225249 2m1 G us s 65,360
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 R AR A R
85 21'60 21.80 22.00 22.20
m/z 71.20 54 _75%
2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
21.60 21.80 22.00 22.20
5000 g5 m/z 85.15 40.36%
29
| ] |y 18 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57 21.60 21.80 22.00 22.20
m/z 55.15 25.82%
5000 85
‘ ’ | J1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 ' 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .60 3.00 ng 168272 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87

Abundance Scan 3321 (22.599 min): BG039602.D (-3315) (-) m/z 57.25 100.00%

5000

22.20 22.40 22.60 22.80 23.00
m/z 43.15 61.59%

13141 183211 253281 327356
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #185535: Heptadecane, 9-octyl-

5000 85 I L L B B
22.20 22.40 22.60 22.80 23.00

m/z 71.20 52.12%

113
[7°141169197 29267294 323352

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane

22.20 22.40 22.60 22.80 23.00
5000 m/z 85.25 43 .20%

141169197225 267295 365393

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

22.20 22.40 22.60 22.80 23.00
m/z 41.15 21.17%

5000

141169197225253 296
R b A
miz--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 8
R.T. EstConc Area Relative to ISTD R.T.

23.32 3.37 ng 188840 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Hexacosane 366 C26H54 000630-01-3 81
5 Tridecane 184 C13H28 000629-50-5 81

Abundance Scan 3444 (23.322 min): BG039602.D (-3437) (-) m/z 57.20 100.00%

g7
5000 85

23.00 23.20 23.40 23.60

113 141 169 207
—~ J, b T 109 207 253 283 327 355 m/z 71.20 59.28%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85
23.00 23.20 23.40 23.60
29 m/z 43.15 52.28%
1 | | J 8,141 160 197 225 253 281 300 338
i o e e N L B B A A B e o e e e e LB
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5[7
T T P T
23.00 23.20 23.40 23.60
5000 85 m/z 85.20 44 _55%
113
29 ] T 169 197 225 267 295 365 393
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
5[7 23.00 23.20 23.40 23.60
m/z 55.15 25.96%
5000 85

113
3 l Ll 57,34 169 197 239 967 594 323 352

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\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.52 3.43 ng 207033 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3478 (23.522 min): BG039602.D (-3471) (-) m/z 69.20 100.00%
69
5000
41
9 137 23.20 23.40 23.60 23.80
— ‘ w by d 319 1 |163 189210231251 283 | 41367 /o gl 15 48.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
23.20 23.40 23.60 23.80
m/z 41.15 26.77%
95 137
L d f1y’) 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.20 23.40 23.60 23.80
5000 m/z 95.15 14 .32%
41

95 137
’ Lo by A1y [ 163 191 217 245 273 299 341 367 410

m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.20 23.40 23.60 23.80
m/z 68.25 13.12%
5000 41
93

Cl J‘\ L %h@ | 161 192 231 273 315341 384

T
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.16 2.60 ng 156888 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 83
4 Heneicosane 296 C21H44 000629-94-7 72
5 Hexatriacontane 507 C36H74 000630-06-8 68
Abundance Scan 3587 (24.162 min): BG039602.D (-3579) (-) m/z 57.20 100.00%
57
5000 85
113 141 23.80 24.00 24.20 24.40
L o 2e0 e ass R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 AU AUV RS B
23.80 24.00 24.20 24.40
m/z 71.15 49_40%
29 113
PUL L3241 160 107 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.20 40.86%
29
miz--> ThT i e e Ao o o o
Abundance #217413: Heptacosane, 1-chloro-
57 23.80 24.00 24.20 24.40
m/z 41.15 20.21%
5000 85
29
Ll U L, 141162183 211 239 273 301322343 371 414
m/z--> 5'0 " 100 1&1;0 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039602.D

Aca On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.34 2.01 ng 121216 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 90
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
Abundance Scan 3958 (26.341 min): BG039602.D (-3949) (-) m/z 57.20 100.00%

g7
e 8 \AJ\\/%'

155 183 208 281 26.00 26.20 26.40 26.60

...J. d"333 2 | M/Z 43.20 54.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000 e
26.00 26.20 26.40 26.60

m/z 71.20 51.95%

141 169 197 225 365 393

267 295

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.20 36.33%
29
| ] || M8 141 169 197 205 253 281 309 337 365 394
L I e LA BN B e e o e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57 26.00 26.20 26.40 26.60
m/z 55.20 22_.77%
5000 85
113 1
LUt 248 160 197 25 253 295 337 364 303 420
m/z--> 50 100 150 200 250 300 350 400 26 00 26 20 26. 40 26 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022619\
Data File : BG039602.D

Acq On : 26 Feb 2019 16:02

Operator : JU/SJ

Sample - K1586-03

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]
unknown3 .30 3.30 3.8 ng 57417 1 8.17 305683 20.0
unknown7 .70 7.70 84.2 ng 1287560 1 8.17 305683 20.0
Tridecanoic acid 18.39 4.1 ng 183052 4 17.54 890428 20.0
Octacosane 21.41 3.7 ng 205154 5 21.82 1121490 20.0
Heptacosane 21.97 2.6 ng 147077 5 21.82 1121490 20.0
Heptadecane, 9-oc... 22.60 3.0 ng 168272 5 21.82 1121490 20.0
Tetracosane 23.32 3.4 ng 188840 5 21.82 1121490 20.0
Squalene 23.52 3.4 ng 207033 6 25.20 1205460 20.0
Heptadecane 24.16 2.6 ng 156888 6 25.20 1205460 20.0
2-methyloctacosane 26.34 2.0 ng 121216 6 25.20 1205460 20.0
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