LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BM043019 .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 3.016 3 5 8 rvB 96794 87895 1.22% 0.188%
2 5.363 397 404 415 rVB 2796986 3904652 54.22% 8.334%
3 6.945 665 673 684 rBY 2743966 4215713 58.54% 8.998%
4 7.316 727 736 747 rBVY 2891610 4377075 60.78% 9.342%
5 7.787 809 816 822 rBV 506896 765878 10.63% 1.635%
6 8.104 863 870 878 rBVY 2018315 3187978 44.27% 6.804%
7 8.951 1006 1014 1024 rBV 1647579 2624112 36.44% 5.601%
8 10.580 1284 1291 1300 rVB 573906 965826 13.41% 2.061%
9 13.045 1703 1710 1717 rVB 3581701 5202421 72.24% 11.104%
10 13.233 1732 1742 1750 rBvV2 85557 135025 1.87% 0.288%
11 13.886 1847 1853 1859 rBvV 377932 541854 7.52% 1.157%
12 14.316 1920 1926 1933 rBvV 132609 185754 2.58% 0.396%
13 14.427 1939 1945 1952 rVB2 857519 1274154 17.69% 2.719%
14 15.268 2082 2088 2092 rVB 157296 192441 2.67% 0.411%
15 15.674 2149 2157 2161 rBvV3 42504 78675 1.09% 0.168%
16 15.915 2188 2198 2208 rBY 3304542 4680728 64.99% 9.990%
17 16.127 2229 2234 2242 rBV 169662 301715 4_.19% 0.644%
18 16.921 2364 2369 2373 rBvV 132173 158088 2.20% 0.337%
19 17.174 2405 2412 2417 rBV 1151809 1596933 22.17% 3.408%
20 17.656 2490 2494 2502 rVB 112793 139194 1.93% 0.297%
21 18.056 2557 2562 2568 rBV 160534 250848 3.48% 0.535%
22 18.351 2608 2612 2618 rBV 93891 108285 1.50% 0.231%
23 19.339 2775 2780 2784 rBV3 77014 120790 1.68% 0.258%
24 19.797 2853 2858 2864 rVB 5997532 7201805 100.00% 15.371%
25 21.056 3069 3072 3077 rVB2 139729 154284 2.14% 0.329%
26 21.356 3118 3123 3128 rBVY 1387506 1729511 24.01% 3.691%
27 21.497 3144 3147 3152 rVB2 65824 77111 1.07% 0.165%
28 21.939 3219 3222 3228 rBV5 87129 151287 2.10% 0.323%
29 22.409 3299 3302 3306 rVB 96565 115010 1.60% 0.245%
30 22.927 3386 3390 3395 rVB 175124 241333 3.35% 0.515%
31 23.509 3486 3489 3494 rVB3 96013 143325 1.99% 0.306%
32 23.638 3505 3511 3520 rVB 887161 1750075 24.30% 3.735%
33 24.174 3599 3602 3610 rVB3 98750 192916 2.68% 0.412%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 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-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46852691
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020112.D
6000000

5000000
4000000

3000000 5.36 605 7.32

8.10
2000000 8.95

1000000
7.79 10.58

A

T
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM020112.D
6000000 19,80

5000000

4000000
13.05
15.92

3000000

2000000

17.17
1000000 14.43

13.89
1323 | 14 15.27 1567 16.13 16.92 17.66 18-0?1835 19.34 J

Time--> 12.00 12.50 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: BM020112.D
6000000

5000000

4000000

3000000

2000000
21.36

23.64

1000000

21.06 |p1 50 21.94 2241 2293 23 24.17

e e —

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\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.02 2.30 ng 87895 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 N-EthvIformamide 73 C3H7NO 000627-45-2 17
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 2-(2-Bromoethyl)-1,3-dioxolane 180 C5H9Bro2 018742-02-4 9

Abundance Scan 6 (3.022 min): BM020112.D (-3) (-) m/z 73.10 100.00%
7B
5000 55
87
42 | 207 3.10 3.20 3.30 3.40
Ot bl e Y m/Z 55.00 41.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
7B
5000 HRULARSE UL U LS
43 3.10 3.20 3.30 3.40
55 87 m/z 87.00 22.34%
2]
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
30
3 HRNULARSE U U U
3.10 3.20 3.30 3.40
5000 m/z 69.90 18.26%
44 58
0....|....|....|....l....l....l....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #726: Acetamide, N-methyl- B AmmamEaEaEEE LR
3 7B 3.10 3.20 3.30 3.40
2 m/z 47.00 11.94%
58
5000
15 ‘
0""'l'w"i‘l""|'""|'"'|'"'|""l""l""l""l"" HRNUARSE U U U
m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 2 unknown7.32 Concentration Rank 1

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

7.32 114.30 ng 4377080 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 737 (7.322 min): BM020112.D (-727) (-) m/z 132.00 100.00%
32
68
5000
40 % 7.00 7.20 7.40 7.60
54 . . . .
o & dws 27 "m/z 68.10 57.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 AT

7.00 7.20 7.40 7.60
m/z 66.10 38.46%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
s A Amman
9 7.00 7.20 7.40 7.60
5000 ! m/z 134.00 33.45%
34 7
ol P L0 W~ - —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine s e E RaR
132 7.00 7.20 7.40 7.60
69 m/z 69.10 25.65%
104
5000
31 81
0 ‘ Iy H oy ‘ “ |
i B L o B e R I i b R e REa
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 10
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.12 ng 135025 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Eilcosane 282 C20H42 000112-95-8 80
3 Undecane. 5.7-dimethvl- 184 C13H28 017312-83-3 80
4 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 78
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 78

Abundance Scan 1741 (13.227 min): BM020112.D (-1732) (-) m/z 57.05 100.00%

57 71

43

5000

13.00 13.20 13.40 13.60
m/z 71.10 89.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55007: Tetradecane
5|7

43
71

5000
13.00 13.20 13.40 13.60

m/z 43.05 66.78%

99113127141155169 198

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
T e
71 13.00 13.20 13.40 13.60
5000 m/z 85.10 52.54%
85
29 9
ok L b S 1}3127141155169 282
AR o L L R B LR E s S A ARARABRAERRLS LoaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45568: Undecane, 5,7-dimethyl- R e SR LSS
43 13.00 13.20 13.40 13.60
57 m/z 41.00 49.63%
5000
71 85
29
99 127
B 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BM043019.M Mon May 06 05:35:57 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.32 2.92 ng 185754 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 86
4 Heptacosane 380 C27H56 000593-49-7 72
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 1927 (14.321 min): BM020112.D (-1920) (-) m/z 71.05 100.00%
1
43
5000
99
127 14.00 14.20 14.40 14.60
Ol el o m/z 57.05 99.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane
57
5000 85
4 14.00 14.20 14.40 14.60
m/z 43.05 74 .90%
169
0l15 | .‘. bod 7 sss10 T 248
TTTprrrTpreT I""I""IIIII IIIIIIIII I A D B D B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 67 .48%
4
183
o\‘lmlzglss IR [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64578: Tetradecane, 4-methyl-
43 71 14.00 14.20 14.40 14.60
m/z 41.05 49.22%
5000
99
0 Lo 1T asa H 197213
m/z--> 25 Jo éo 80 160 150 140 160 180 200 220 240 260 280 360 14.00 14. 20 14.40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.02 ng 192441 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Pentadecane 212 C15H32 000629-62-9 80
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72

Abundance Scan 2088 (15.268 min): BM020112.D (-2082) (-) m/z 57.05 100.00%

57 71

5000

-

15.00 15.20 15.40 15.60
m/z 71.10 91.14%

9
. 113127141 168183 207 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
5|7

43
71

-

5000
15.00 15.20 15.40 15.60

m/z 43.05 65.61%

99

) 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57

:

15.00 15.20 15.40 15.60
m/z 85.05 61.51%

5000

99

| 113127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane

43 57 15.00 15.20 15.40 15.60
m/z 41.10 48 .48%

-

5000
85

%

‘ L 4 | %91}3127141155169 282

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.78 ng 301715 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 86
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 81
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
Abundance Scan 2234 (16.127 min): BM020112.D (-2229) (-) m/z 57.05 100.00%
57 7
o /\WL
113 AU SRR BN BN
127 141 155 169 183 207 15.80 16.00 16.20 16.40

0 m/z 71.05 94 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #45543: Tridecane

71
5000 85

-

15.80 16.00 16.20 16.40
29 9 m/z 43.05 68.28%
Ls | Lo 512 127 141 155 160 194
L B o o e B o B B LALAL AL o i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #114972: Dodecane, 1-iodo-
57
71 e T e T
15.80 16.00 16.20 16.40
5000 43 85 m/z 85.05 61.43%
29 99 155
ol R 220 0 Y 169 153 g7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45555: Dodecane, 4-methyl-
43 57 71 15.80 16.00 16.20 16.40
m/z 41.10 45 .99%
5000 85
29 99 141
0 15 \‘ \“\ h\ b \‘ 1]\'2 127 H 155 169 184
I o o o e B o B LR e LR B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.06 3.14 ng 250848 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 3.7-Dimethvl-8-0oxo0-1.5-dioxa-spi... 256 C13H2005 1000193-79-8 35
3 Tridecanoic acid 214 C13H2602 000638-53-9 22
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 18
5 Nonanoic acid 158 C9H1802 000112-05-0 18
Abundance Scan 2563 (18.062 min): BM020112.D (-2557) (-) m/z 73.10 100.00%
73
43 80
5000 129
7 171 213
112 1437 | 185199 | o5, 296 ) 17.80 18.00 18.20 18.40
o} m/z 60.00 71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
4 60 73
5000{ 29 256 LI UL SURILL SULBLLN R
17.80 18.00 18.20 18.40
57171 213 m/z 43.10 64 .34%
185
o ,i..h'.: 143 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #91848: 3,7-Dimethyl-8-oxo-1,5-dioxa-spiro[5.5]undecane-3-...
56 185
213
P I I A I
17.80 18.00 18.20 18.40
5000 41 256 m/z 55.05 63.39%
27 % 126 199
28
ol b, ‘H‘ ) N . N0 N U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid NS B B e S
43 60 73 17.80 18.00 18.20 18.40
m/z 41.05 57.60%
5000
29
129 171 214
Ll 3o T | aasas | 205
O il ol ....‘,‘...a,....,‘.... e A e R e R B am
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 M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Nonacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.93 2.76 ng 241333 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 87
2 Eilcosane 282 C20H42 000112-95-8 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 3391 (22.933 min): BM020112.D (-3386) (-) m/z 57.10 100.00%
57
85
5000
141 183 211 253 22.60 22.80 23.00 23.20
oLl 295323 3% 415 m/z 71.10 91.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 AU AU AR
nmnmmmmm
m/z 85.10 77 .75%
L2y ﬂ1}311$1‘169 197 225 253 281 309 337 365 408
m/z--> 55 100 150 260 250 300 350 460
Abundance #107651: Eicosane
57
22.60 22.80 23.00 23.20
5000 m/z 43.10 59.76%
85
29
o [ J113‘141 169 197 225 253 282
m/z--> 55 100 1%0 260 2éo 360 3%0 460
Abundance #115570: Heneicosane A E R
57 22.60 22.80 23.00 23.20
m/z 55.05 30.56%
85
- M“‘/\b\/w«m
29 113
oL |1, J 141 169 197 225 253 296
m/z--> % 1m ﬁo M 250 ﬁo ﬁ)4& nmnmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020112.D

Aca On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24 .17 2.20 ng 192916 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Tetratriacontane 479 C34H70 014167-59-0 83
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 80

Abundance Scan 3601 (24.168 min): BM020112.D (-3599) (-) m/z 71.10 100.00%

5000

357 401 23.80 24.00 24.20 24.40

151 197 235267

0 m/z 57.05 95.03%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
5000 LA L L L L L L I

23.80 24.00 24.20 24.40
m/z 43.10 63.72%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57
R A B o
23.80 24.00 24.20 24.40
5000 m/z 85.05 61.04%
99
ol 15 | | 14t 183 225 267 311 367 410
I LM L R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R R e R AR
43 23.80 24.00 24.20 24.40
m/z 55.10 41.04%
o 1 MWWWJ\/\“W
o | 27 169 225 264295 337
R i o R e A B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. OO 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050319\
Data File : BM020112.D

Acq On : 03 May 2019 15:16

Operator : JU/SJ

Sample : K2668-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
Butane, 2-methoxy... 3.02 2.3 ng 87895 1 7.79 765878 20.0
unknown7 .32 7.32 114.3 ng 4377080 1 7.79 765878 20.0
Tetradecane 13.23 2.1 ng 135025 3 14.43 1274150 20.0
2-Bromo dodecane 14_.32 2.9 ng 185754 3 14.43 1274150 20.0
Hexadecane 15.27 3.0 ng 192441 3 14.43 1274150 20.0
Tridecane 16.13 3.8 ng 301715 4 17.17 1596930 20.0
n-Hexadecanoic acid 18.06 3.1 ng 250848 4 17.17 1596930 20.0
Nonacosane 22.93 2.8 ng 241333 6 23.64 1750080 20.0
Tetratetracontane 24 _17 2.2 ng 192916 6 23.64 1750080 20.0
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