LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

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 M\METHODS\8270-BM111218 .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 5.210 372 378 395 rBVY 1855569 2760470 4.18% 1.378%
2 6.775 631 644 657 rBY 1862644 3245132 4.91% 1.619%
3 7.122 696 703 711 rVB 2036563 3199050 4.84% 1.596%
4 7.581 770 781 789 rBVY 1032789 1654565 2.50% 0.826%
5 7.892 828 834 841 rVB 1493118 2385338 3.61% 1.190%
6 8.734 970 977 983 rBVY 1079772 1898746 2.87% 0.948%
7 10.351 1240 1252 1257 rBV2 1233518 2785656 4.22% 1.390%
8 11.775 1484 1494 1505 rBV 668412 1179844 1.79% 0.589%
9 12.839 1669 1675 1683 rBY 2570835 3730738 5.65% 1.862%
10 13.045 1705 1710 1716 rVB 795145 1127424 1.71% 0.563%

11 13.698 1815 1821 1826 rBV3 324434 727271 1.10% 0.363%
12 14.133 1889 1895 1900 rBV 928359 1216230 1.84% 0.607%
13 14.227 1903 1911 1918 rVV2 1563585 2621624 3.97% 1.308%
14 15.092 2054 2058 2063 rVB 873066 1011273 1.53% 0.505%
15 15.733 2159 2167 2174 rBV 1703214 2663703 4._.03% 1.329%

16 15.957 2201 2205 2214 rBV 897865 1532331 2.32% 0.765%
17 16.751 2336 2340 2345 rBV 696319 858505 1.30% 0.428%
18 16.986 2375 2380 2384 rBV 1617756 2394270 3.62% 1.195%
19 17.027 2384 2387 2395 rVV 1576450 2158208 3.27% 1.077%
20 17.121 2398 2403 2409 rVB 494852 726529 1.10% 0.363%

21 17.492 2461 2466 2471 rBV 593825 797048 1.21% 0.398%
22 17.674 2491 2497 2502 rBV 14106857 16709508 25.29% 8.338%
23 17.904 2531 2536 2545 rVB2 960919 1589381 2.41% 0.793%
24 18.186 2579 2584 2587 rBV 517420 672005 1.02% 0.335%
25 18.833 2682 2694 2697 rBV 41501158 66068255 100.00% 32.969%

26 18.868 2697 2700 2708 rVB2 31041138 40190537 60.83% 20.056%
27 18.992 2716 2721 2725 rVB 5411947 6354706 9.62% 3.171%
28 19.051 2725 2731 2747 rBV3 3005990 8621999 13.05% 4 _.303%
29 19.421 2786 2794 2803 rVB 1870203 3352288 5.07% 1.673%
30 19.633 2824 2830 2834 rBV 2758482 3332852 5.04% 1.663%

31 20.092 2901 2908 2912 rBV3 688081 1297327 1.96% 0.647%
32 20.915 3045 3048 3054 rBV2 663831 771859 1.17% 0.385%
33 21.192 3089 3095 3099 rBV2 2252986 3876706 5.87% 1.935%
34 21.227 3099 3101 3110 rVB 824839 1000455 1.51% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM111218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.774 3190 3194 3205 rVB3 784485 1378915 2.09% 0.688%
36 22.427 3301 3305 3310 rVB 724811 1132500 1.71% 0.565%

37 22.721 3352 3355 3361 rBV2 684306 1283936 1.94% 0.641%
38 23.380 3462 3467 3472 rVB 1249262 2085879 3.16% 1.041%

Sum of corrected areas: 200393063
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM120518\
Data File : BM0O17913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM111218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM017913.D
4e+07

3e+07

2e+07

le+07

5.21 6.77 712 55789 8.73 10.35 11.

Dy
LI N B S e B B B B S B D B B N B B B

I I I
10.00 10.50 11.00 11.50

T T T T T T T T
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BM017913.D
4e+07 1883

3e+07

2e+07 m
17.67

le+07
18.99

12.84 1P.05 .63
15.7% 96 985 17 49| 17.988 19 19455 5000
01 N DO .

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM017913.D
4e+07

3e+07

2e+07

le+07

20 9%21}“.]293 21.77 22.432.72 23.38
b= -

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1 unknown7.12 Concentration Rank 5

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

7.12 38.67 ng 3199050 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 703 (7.122 min): BM017913.D (-696) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 R S UL I
40.0 6.80 7.00 7.20 7.40
0 .r,....,'!.1.1‘?-?..-J.,....,....,....,29‘?-.9. m/z 68.05 40.11%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR BARAE SRS AR
6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.97%
0 S DN DAL SARLELL UARL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
6.80 7.00 7.20 7.40
5000 m/z 66.10 25.48%
0= J' |'?%ﬁq k”7ﬂlo'n8§1q JI J“ S B B L B B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal RN maE R S
132.0 6.80 7.00 7.20 7.40
m/z 69.05 15.63%
5000 67.0
41.0 97.0
‘ ‘ 117.0
0----‘““--“-“- T2
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.77 8.47 ng 1179840 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 72
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
Abundance Scan 1493 (11.769 min): BM017913.D (-1484) (-) m/z 57.10 100.00%
51.1
5000
11.40 11.60 11.80 12.00
o 652 1812 2069 m/z 43.10 75.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
51.0
5000
11.40 11.60 11.80 12.00
29.0 m/z 71.10 67.68%
o 1l 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
11.40 11.60 11.80 12.00
5000 m/z 41.05 43.30%
85.0
29.0
o \‘ \ I 1180 141 0 169 0 226.0
m/z--> 20 b éo 80 160 150 140 160 180 200 220
Abundance #55009: Tetradecane e L
57.0 11.40 11.60 11.80 12.00
m/z 85.05 38.79%
5000 850
29.0
ol 1 1l ‘ A J M0 110 1e90 1980
m/z--> 20 40 60 50 160 150 140 160 180 260 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.05 8.60 ng 1127420 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
4 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 72
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 64

Abundance Scan 1711 (13.051 min): BM017913.D (-1705) (-) m/z 57.05 100.00%

51.0

5000

39 113.1 154.1 108.2 12.80 13.00 13.20 13.40
ol £36.0 sl m/z 43.10 70.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55007: Tetradecane
57.0

5000
12.80 13.00 13.20 13.40
200 m/z 71.05 67.57%
113.0 141.0 169.0 198.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
12.80 13.00 13.20 13.40
5000 m/z 85.10 42.74%
85.0
29.0
0 ‘\ “ Il ‘ 1130 1410 169.0 197.0 226.0
A o o e o o LI A s e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27137: Nonane, 3,7-dimethyl-
57.0 12.80 13.00 13.20 13.40
m/z 41.10 39.36%
5000
290 85.0
‘ 127.0
0 0ol 156.0
T T T T T T e T [ T R R AR ESR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.13 9.28 ng 1216230 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Eilcosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 1894 (14.127 min): BM017913.D (-1889) (-) m/z 57.10 100.00%

517.1
5000 .

113.1 13 80 14.00 14.20 14.40
141.1 X 212.2
0 169.1191.2 m/z 43.10  71.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.80 14.00 14.20 14.40
29.0 m/z 71.10 67 .98%

0 113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

13.80 14.00 14.20 14.40

5000 m/z 85.05 44.01%
85.0
29.0
0 \‘ ‘\ h | Y 1130 141.0 1690 282.0
m/z--> 2|0 4|0 6|O 8|0 1CI)O 12|0 14|10 160 180 200 220 240 2610 28|O
Abundance #55008: Tetradecane
57.0 13.80 14.00 14.20 14.40

m/z 41.10 40.99%

5000 85.0
29.0
L) 1130 1410 1600 1980

e edata el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Decane, 2,3,5-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.09 7.71 ng 1011270 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Eilcosane 282 C20H42 000112-95-8 83
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81

Abundance Scan 2058 (15.092 min): BM017913.D (-2054) (-) m/z 57.10 100.00%

517.1
5000 :

39 1131 1412 ~ 1480 15/00 1520 1540
0 169.2 2021 2263 7110 71 E5k

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0

5000
14180 15,00 15,20 1540
m/z 43.10 70.50%

0! : .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0

14.80 15. 00 15. 20 15.40

m/z 85.10 46.22%
5000 85.0
29.0

0 \‘ ‘ H dh ol \1130 \ 1410 1690 212.0

,,,,,, T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane

57.0 14. 80 15.00 15.20 15.40

m/z 41.10 37 .98%

5000 85.0
29.0
| | | 1130 1410 1600 1980

0...“...“...“J..“...“...“u..............“...“... el ottt

m/z--> 60 80 100 120 140 160 180 200 220 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.96 12.80 ng 1532330 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 2206 (15.962 min): BM017913.D (-2201) (-) m/z 57.10 100.00%
57.1
o /\W\/LW
9.0 15,60 15.80 16.00 16.20
' 169.1 : : : :
ol d b g 2AQLTP, 21032408 2812 | Tnm/z 71.10  74.17%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57.0
5000 AR
15.60 15.80 16.00 16.20
m/z 43.10 68.12%
99.0
o210l | 7], 1410 1830 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
15,60 15.80 16.00 16,20
5000 m/z 85.10 49 _.53%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane R EBABANEES e e
57.0 15.60 15.80 16.00 16.20
m/z 41.05 39.16%
- A\/\/\/\_\,\fk\’«__mv
o 27‘\-0“ U190 1410 1830 250 2820
m/z--> 50 100 1%0 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.75 7.17 ng 858505 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 94
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 2340 (16.751 min): BM017913.D (-2336) (-) m/z 57.10 100.00%

57.1

5000

:

16.40 16.60 16.80 17.00
m/z 71.10 73.58%

113.1

oh._ 38 1411  169.2 192.0211.2 254.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91036: Octadecane
57.0

r

5000

16.40 16.60 16.80 17.00
m/z 43.10 69.83%

1130 1410 1690 1970 2950

254.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91041: Heptadecane, 8-methyl-
57.0
T T T T
85.0 16.40 16.60 16.80 17.00
5000 m/z 85.10 50.11%
‘ 154.0
o bbbt A 1830 20 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane AR REREE Ba s e
57.0 16.40 16.60 16.80 17.00

m/z 41.05 36.35%

5000

[e0]
a1
o

29.0
Do 80 1410 1690 1960 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16 40 16. 60 16. 80 17. 00

o

8270-BM111218.M Wed Dec 05 11:49:02 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.49 6.66 ng 797048 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 90
Abundance Scan 2466 (17.492 min): BM017913.D (-2461) (-) m/z 57.10 100.00%
57.1 d
85.1
5000
113.1 147 2 17.20 17.40 17.60 17.80
Obrrrrrrtbrh et 2691 2031 23012683 | n77 7110 75.22%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #115570: Heneicosane
57.0
85.0
17.20 17.40 17.60 17.80
0.0 1130 m/z 43.10 65.56%
oL, ] | | | 7] 141.0160.0197.02250253.0 296.0
m/z--> 25 45 60 85 160120140160180200220240260280300350350
Abundance #99477: Nonadecane
57.0
17.20 17.40 17.60 17.80
5000 85.0 m/z 85.10 52.06%
29.0
0 L h ‘ M‘ll? 0 141 0 169 O 197 0 225 0 268 0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance #136481: Tetracosane AR SEESE e
57.0 17.20 17.40 17.60 17.80
m/z 41.10 35.26%
5000 85.0
290 113.0
0 ‘ 7127 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> i4b&%ﬁmmmﬁmmmnmmmmmmmmo 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanoic acid, 14-meth... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.67 139.58 ng 16709500 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 93
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 87
Abundance Scan 2496 (17.668 min): BM017913.D (-2491) (-) m/z 74.10 100.00%

74.1
5000
43.0
143.1 2972 L BB SULIU UL UL
\ h | 1011 185.1 I 2703 326.0 17.40 17.60 17.80 18.00
oL N A 150 5 S G U St B -2 m/z 87.05 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000{ 43.0 LR BRI BURIL UL B

17.40 17.60 17.80 18.00
m/z 43.05 31.61%

.

|, 1| oo 1430 1a50 2270 2700

Oluupnquupu¢nupu.””.”.””.”.””.”.””.”.””P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83693: Methyl tetradecanoate
74.0
17.40 17.60 17.80 18.00
5000 m/z 55.10 26.34%

143.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100704: Hexadecanoic acid, methy! ester R AREER RS aa e n
74.0 17.40 17.60 17.80 18.00

m/z 41.10 25.45%

o

5000 43.0

143.0 270.0
o T e o
' L

M
|||||||||||||||||||||||||||||| T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00

o

8270-BM111218_.M Wed Dec 05 11:49:03 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.90 13.28 ng 1589380 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35
Abundance Scan 2535 (17.898 min): BM017913.D (-2531) (-) m/z 73.00 100.00%
431 730
5000 1291
15711851 ) 256.3 1760 17°80 1800 1820
1.1 17.60 17.80 18.00 18.20
o b L L | Ll 3020 3850 /0743710 83.50%
m/z--> 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
5000 256.0
129.0 17.60 17.80 18.00 18.20
213.0 m/z 60.00 77.66%
101.0 157.0 185.0 l
0‘ Iu: II.I ll || |I|‘I| T T II T | ll T T T | T T T T | T
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73.0
430 "0 17580 1800 18,20
5000 129.0 m/z 41.10 70.18%
171.0
‘ ‘ 9.0 ‘ 214.0
0! I” I Ill J m\ h\ il . n i .‘. .“. —
m/z--> 50 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20
m/z 55.10 66.18%
5000 129.0
1990 2420
HP? 1570 l
0! ‘.I.“ H h\u\ ‘ | A —— ........&.........
m/z--> 50 mo 200 250 300 350 ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.19 5.61 ng 672005 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
3 Heptacosane 380 C27H56 000593-49-7 81
4 Pentadecane 212 C15H32 000629-62-9 74
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 2585 (18.192 min): BM017913.D (-2579) (-) m/z 57.10 100.00%
57.1
T LN/\uAN\
5000
27.1 17.80 18.00 18.20 18.40 18.60
ob L 2 3602 28loarorrse S G 74, 90w
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane
57.0
5000 AU BN N
17.80 18.00 18.20 1840 18.60
m/z 43.10 63.35%
0 2000 | | ,9?01 }410169019302260
m/z--> 50 100 150 200 250 300 350
Abundance #73970: Tridecane, 6-propyl-
43.0
17.80 18.00 18.20 18.40 18.60
5000 85.0 m/z 85.10 52.45%
126.0 183.0
0...*.,-}.]..i.J,....ISP.O... 20
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane B i e e e
57.0 17.80 18.00 18.20 18.40 18.60
m/z 41.10 30.65%
oL 20} | | 19?01 141.0169.0 211.0 253.0 2950 337.0 380.0
m/z--> 50 100 1% 200 250 300 350 17.80 18.00 18.20 18.40 18.60

8270-BM111218.M Wed Dec 05 11:49:04 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.83 551.89 ng 66068300 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 2694 (18.833 min): BM017913.D (-2682) (-) m/z 67.05 100.00%
5.1
5000
mzzmzZ%M%3 mmmmmmmw
o! h ol “ - 826035511 77781 10 89.37%
m/z--> 100 150 200 250 300 350
Abundance #114374 9,12-Octadecadienoic acid, methyl ester
5000 R UL UL BN R
18. 60 18. 80 19. 00 19. 20
3.0 m/z 95.10 61.43%
o L 5?'0..17?-0 2230 2630 2940
m/z--> 100 150 260 2%0 360 3éo
Abundance #114395. 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
41.0 610
"' 18/60 18.80 19.00 19.20
5000 95.0 m/z 55.10 59.90%
L L pomoime apo mpo0
m/z--> §o 100 150 260 2%0 360 3éo
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0 18.60 18.80 19.00 19.20

m/z 41.10 47 .66%

5000 95.0
(A H JL \ni 14901780 262.0 294.0
oL—— III ’ Iu\\ 1 | ‘# T L L L

m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20

8270-BM111218.M Wed Dec 05 11:49:05 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.87 335.72 ng 40190500 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 2700 (18.868 min): BM017913.D (-2697) (-) m/z 55.10 100.00%

5000
264.3
222.3
180.2 || 2963 32013562 18.60 18.80 19.00 19.20
o b L2963 329135 m/z 69.10 72.00%
miz--> 50 100 150 200 250 300 350
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

5000
18.60 18.80 19.00 19.20

11.0 m/z 41.10 67.96%
137.0 180.0 222.0 264.0

bty | | L 2%0
o’ bl —————
m/z--> 50 100 150 200 250 300 350
Abundance #115446: 16-Octadecenoic acid, methyl ester
55.0
18.60 18.80 19.00 19.20
5000 87.0 m/z 74.10 61.77%
29.0 264.0
’ “ |123 0 15201800 222.0 296.0
m/z--> 50 100 150 200 250 300 350
Abundance #115444: 13-Octadecenoic acid, methyl ester R maE  RRE
55.0 18.60 18.80 19.00 19.20
m/z 83.10 57.92%
5000
3.0
29.0 264.0
L \‘ Lm0 1m0 220 | amo
I T s N S . L
m/z--> 50 l O 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.99 53.08 ng 6354710 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
Abundance Scan 2721 (18.992 min): BM017913.D (-2716) (-) m/z 74.05 100.00%
74.0
5000
43.1
18:60 18.80 19.00 19.20 19.40
o} m/z 87.10 74 .92%
m/z--> 50 100 150 200 250 300 350
Abundance #116665: Octadecanoic acid, methyl ester
74.0
50001 430 18:60 18.80 19.00 19.20 19.40

143.0 298.0 m/z 43.10 32.65%
. 1910 T 4710199057780 |
! LA WL L IS WL L S

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

Abundance #116687: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
18.60 18.80 19.00 19.20 19.40
5000 298.0 m/z 55.10 26.38%
43.0
143.0
111.0 ‘ 199.0 2550
onsoy LU B0 | ol g™ |
m/z--> 50 100 150 200 250 300 350
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 18.60 18.80 19.00 19.20 19.40
m/z 41.10 22.98%
5000
28.0
‘ 143.0 2550 2980
101.0 199.0
P 00 SO = T A
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40

8270-BM111218.M Wed Dec 05 11:49:06 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Eicosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.09 6.69 ng 1297330 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 70
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 70

Abundance Scan 2908 (20.092 min): BM017913.D (-2901) (-) m/z 74.05 100.00%
74.0
5000
283.3 1980 2000 20190 2040
326.3 19.80 20.00 20.20 20.40
0 2 86223941 /7 87.10  78.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130939: Eicosanoic acid, methyl ester
74.0
5000
19.80 20.00 20.20 20.40
43.0 143.0 326.0 m/z 43.10 38.57%
: 283.0
ol h lylud B0, | 1990 2ar0 TP |
m/z--> 50 100 150 200 250 300 350 400
Abundance #108886: Hexadecanoic acid, 15-methyl-, methy! ester
74.0
19.80 20.00 20.20 20.40
5000 m/z 55.05 36.45%
43.0
143.0 284.0
o mso 20
0 .ul;,k!ﬁ.}s.k. GBI A S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #108874: Heptadecanoic acid, methy! ester I AEEREE TS
74.0 19.80 20.00 20.20 20.40
m/z 216.10 35.62%
5000
43.0
bl a0 7 ass0 2o a0
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 Cyclohexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.98 ng 771859 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 86
2 Hexadecane 226 C16H34 000544-76-3 64
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 58
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 52
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 50
Abundance Scan 3049 (20.921 min): BM017913.D (-3045) (-) m/z 57.10 100.00%
57.1
5000 971 226.1

20.60 20.80 21.00 21.20

i l 1139 11821 h 266.1308.1 365.3404.1442.2 501.4

(O o B LI e e e AR EmmEEe m/z 43.10 70.52%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72491: Cyclohexadecane
55.0
5000 LA L L L L L LB LB |
20.60 20.80 21.00 21.20
m/z 71.10 67.07%
o l 139 0181 0 224 0
it ettt
m/iz-> 0 50 1 O 150 200 250 300 350 400 450 500
Abundance #73967: Hexadecane
57.0
R RERREEEE R Ry
20.60 20.80 21.00 21.20
5000 m/z 55.05 54_77%
9.0
olaa Ll iy , 141.0183.0 226.0
L e B AL e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #125129: Ethanol, 2-(octadecyloxy)- e  EaRmEamSTT
57.0 20.60 20.80 21.00 21.20

m/z 83.10 50.25%

5000

41.0183.0224.0 283.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 Nonadecane, 1-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.77 7.11 ng 1378920 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 87
2 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 62
3 Docosane. 1.22-dibromo- 466 C22H44Br2 034540-49-3 60
4 Eicosane 282 C20H42 000112-95-8 60
5 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 55
Abundance Scan 3193 (21.768 min): BM017913.D (-3190) (-) m/z 57.10 100.00%
51.1
5000
262.1
164.1207.1 21.40 21.60 21.80 22.00
341.1 400.9
- } 1603 5204 m/z 55.10 79.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118727: Nonadecane, 1-chloro-
51.0
5000 R U BRI UL
21140 21.60 21.80 22.00
i m/z 45.05 79.61%
0
o ,..h?,x.-.%ﬁ?..%03.92:459..3."?;‘?..,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164417: Docosane, 11-decyl-
43.9
21.40 21.60 21.80 22.00
5000 50 m/z 43.10 79.18%
309.0
o | 127.0169.0211.0253.0 | | 351.0392.0 442.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165995: Docosane, 1,22-dibromo- L B o
57.0 21.40 21.60 21.80 22.00
m/z 71.10 76.39%
5000
9.0
oL | 1410 101.0233.0275.0317.0 3890 4680
m/z--> éo 160 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017913.D

Aca On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Decane,-1,10-diamino,-N,N,N... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.43 10.86 ng 1132500 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane.-1.10-diamino.-N.N.N".N"-._._. 228 C14H32N2 001938-62-1 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
4 3(N.N-DimethvImvristylammonio)pr... 363 C19H41NO3S 014933-09-6 64
5 Acetone, 1-[4-(dimethylaminoetho... 221 C13H19NO2 086608-11-9 64

Abundance Scan 3306 (22.433 min): BM017913.D (-3301) (-) m/z 58.10 100.00%

58.1
5000

157.1 256.2 366.4 22.20 22.40 22.60 22.80
Ob M2 21325507 S203 T M3 84 Tnyz 72.10 0 7.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75130: Decane,-1,10-diamino,-N,N,N',N'-tetramethy|
58.0

5000 T T T [T T T T
22. 20 22. 40 22 60 22. 80

m/z 157.10 6.60%

oL il 1140 17002130
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19735: 3-(Dimethylamino)propyl isothiocyanate
58.0

22.20 22.40 22 60 22.80

5000 m/z 55.10 6.23%
101.0
0 15\.OIIJL‘\J|‘ 1440
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27828: N,N-Dimethyloctylamine Al EREEEEET S
58.0 22.20 22.40 22.60 22.80

m/z 59.05 5.83%

15.0 114,0157-0

TR T T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\
Data File : BM017913.D

Acq On : 04 Dec 2018 21:35

Operator : JU/SJ

Sample : J5771-07 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .12 7.12 38.7 ng 3199050 1 7.58 1654570 20.0
Tridecane 11.77 8.5 ng 1179840 2 10.35 2785660 20.0
Tetradecane 13.05 8.6 ng 1127420 3 14.23 2621620 20.0
Pentadecane 14.13 9.3 ng 1216230 3 14.23 2621620 20.0
Decane, 2,3,5-tri... 15.09 7.7 ng 1011270 3 14.23 2621620 20.0
Nonadecane 15.96 12.8 ng 1532330 4 16.99 2394270 20.0
Octadecane 16.75 7.2 ng 858505 4 16.99 2394270 20.0
Heneicosane 17 .49 6.7 ng 797048 4 16.99 2394270 20.0
Pentadecanoic aci... 17.67 139.6 ng 16709500 4 16.99 2394270 20.0
n-Hexadecanoic acid 17.90 13.3 ng 1589380 4 16.99 2394270 20.0
Hexadecane 18.19 5.6 ng 672005 4 16.99 2394270 20.0
9,12-Octadecadien... 18.83 551.9 ng 66068300 4 16.99 2394270 20.0
9-Octadecenoic ac... 18.87 335.7 ng 40190500 4 16.99 2394270 20.0
Octadecanoic acid... 18.99 53.1 ng 6354710 4 16.99 2394270 20.0
Eicosanoic acid, ... 20.09 6.7 ng 1297330 5 21.19 3876710 20.0
Cyclohexadecane 20.92 4.0 ng 771859 5 21.19 3876710 20.0
Nonadecane, 1-chl... 21.77 7.1 ng 1378920 5 21.19 3876710 20.0
Decane,-1,10-diam... 22.43 10.9 ng 1132500 6 23.38 2085880 20.0
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