LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

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 M\METHODS\8270-BM021119.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 5.287 367 374 388 rBVY 4806733 6811987 91.23% 9.068%
2 6.869 635 643 663 rBY 4323056 7396976 99.06% 9.847%
3 7.228 697 704 723 rBVY 4849293 7467142 100.00% 9.941%
4 7.692 776 783 791 rBVY 1365596 2142359 28.69% 2.852%
5 8.010 827 837 846 rBVY 3433791 5317042 71.21% 7.078%
6 8.863 973 982 996 rBVY 2500168 4229123 56.64% 5.630%
7 10.480 1249 1257 1264 rBV 1603322 2659835 35.62% 3.541%
8 11.516 1427 1433 1450 rBV 131340 323606 4_.33% 0.431%
9 12.957 1670 1678 1692 rBV 4812079 6935757 92.88% 9.233%
10 13.292 1730 1735 1741 rBVvV4 35614 76681 1.03% 0.102%

11 13.804 1817 1822 1832 rBV 231134 362420 4._.85% 0.482%
12 14.345 1904 1914 1923 rBV2 1957350 2925163 39.17% 3.894%
13 15.839 2162 2168 2185 rBV 3530402 5033127 67.40% 6.700%
14 17.098 2375 2382 2388 rBV 2056826 2925901 39.18% 3.895%
15 17.986 2528 2533 2542 rBV 493438 779653 10.44% 1.038%

16 19.268 2747 2751 2760 rBV 175360 294037 3.94% 0.391%
17 19.727 2824 2829 2841 rBV 5770800 7069844 94.68% 9.412%
18 20.527 2962 2965 2969 rBV 80090 94391 1.26% 0.126%
19 20.992 3040 3044 3054 rBvV 488110 721381 9.66% 0.960%
20 21.197 3075 3079 3083 rBvV 635272 710366 9.51% 0.946%

21 21.292 3090 3095 3105 rBV 2764728 3585136 48.01% 4.773%
22 21.427 3115 3118 3122 rBV 221605 240805 3.22% 0.321%
23 21.856 3188 3191 3196 rBV 288805 381452 5.11% 0.508%
24 22.321 3267 3270 3277 rVB 482238 600436 8.04% 0.799%
25 22.827 3352 3356 3361 rBV 484464 656672 8.79% 0.874%

26 23.391 3449 3452 3460 rVB 441204 704397 9.43% 0.938%
27 23.544 3471 3478 3487 rVB 1981780 3838610 51.41% 5.110%
28 24.038 3558 3562 3569 rVB 441236 833756 11.17% 1.110%

Sum of corrected areas: 75118055
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM022619\
: BMO18933.D

: 26 Feb 2019 17:22

: JU/SJ

: K1620-06

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM018933.D

5.29 7.23
6.87

8.01

8.86

7.69

10.48

11.52

0
Time-->

I
350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

AN
LI B L L N L L BB

I
10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM018933.D

12.96

15.84

14.34 17.10

| 1329 1380

17.99
19.27

1973

ok
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM018933.D

21.29
23.54

2232 22.83 233 24.04

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM0211
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.23 Concentration Rank 1

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

7.23 69.71 ng 7467140 1,4-Dichlorobenzene-d4 7.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 704 (7.228 min): BM018933.D (-697) (-) m/z 132.00 100.00%

132.0
5000 €8.0
96.0 R I L IR
40.1 6.80 7.00 7.20 7.40 7.60
0 e 20 | m/z 68.05  50.84%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RS SRS AR AR

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.53%

31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
R
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.05 31.41%
33.0 105.0
L]
e l
L B B AR B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl R Rmn REmmE A
57.0 132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.57%
5000 98.0
7 O
e 1580 1890
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Salicyl Alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.43 ng 323606 Naphthalene-d8 10.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicvl Alcohol 124 C7H802 000090-01-7 91
2 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 87
3 2-Butenedinitrile. (E)- 78 C4H2N2 000764-42-1 64
4 1.3-Hexadien-5-vne 78 C6H6 010420-90-3 50
5 Benzene 78 C6H6 000071-43-2 50
Abundance Scan 1434 (11.522 min): BM018933.D (-1427) (-) m/z 78.05 100.00%
78.0
5000 106.0 ]\\&M~
124.0 U UL DU BN BN
39.0 511 51 95.0 11.20 11.40 11.60 11.80
O RIS US| S ] MRS m/z 106.00 44.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10073: Salicyl Alcohol
74.0
5000 RN UL BN SRR
106.0 11.20 11.40 11.60 11.80
510 124.0 m/z 77.00 32.97%
39.0 >t
280 ° . 6830 95.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4949: 2,4,6-Cycloheptatrien-1-one
74.0
106.0 U R TN BN BN
11.20 11.40 11.60 11.80
m/z 124.00 22 .81Y%
5000 510 0
s
I il |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #997: 2-Butenedinitrile, (E)- e e A
78.0 11.20 11.40 11.60 11.80
51.0 m/z 51.10 10.82%
5000
120 20 30 | 60 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.33 ng 779653 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Dodecane 170 C12H26 000112-40-3 18
4 Eicosane 282 C20H42 000112-95-8 18
5 Tetradecane 198 C14H30 000629-59-4 18
Abundance Scan 2534 (17.992 min): BM018933.D (-2528) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
97.1 213.2 e e AR R R
| | 157.1 185.1 256.2 282.0 17.60 17.80 18.00 18.20 18.40
i : m/z 60.00 71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 AR AR R R
ﬂmﬂmmmmmmm
213.0 m/z 43.05 52.25%
157.0 185.0
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0
43.0 17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 57.10 50.47%
171.0
W
Illll‘l”‘l‘l\lu‘ml‘ MU IHMIIMH \H |‘|‘|| ||||‘||||| e ”I‘I e A RRRAN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36159: Dodecane A
57.0 17.60 17.80 18.00 18.20 18.40
m/z 41.10 49 .46%
5000
85.0
29.0
|l ‘ Ly \\1120 141.0 1700
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 2éo 2éo 1760 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 4.02 ng 721381 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 76
2 1-Pentadecanol 228 C15H320 000629-76-5 64
3 1-Tricosene 322 C23H46 018835-32-0 62
4 1-Octadecanol 270 C18H380 000112-92-5 62
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 62
Abundance Scan 3044 (20.992 min): BM018933.D (-3040) (-) m/z 57.10 100.00%
57.1
5000
391 20.60 20.80 21.00 21.20 21.40
ol d 182.0221.0 281.0 355.1  416.2 461.0 n/z 83.10 75 920
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43.0
5000 U PR BRI B
3.0 20,60 20.80 21.00 21.20 21.40
m/z 71.10 74 .86%
Ao wozno
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75205: 1-Pentadecanol
41.0 83.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 69.10 72.87%
25.0
HWKIJ”LIﬁJ”““#?ﬂ'"'P"'I'”'I"'W""P'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129061: 1-Tricosene A B e R
57.0 20.60 20.80 21.00 21.20 21.40
97.0 m/z 43.10 72 .04%
5000
L ‘ | | 130 182.0 2040 2800 3220
m/z--> 50 100 150 200 250 300 350 400 450 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Eicosane, 10-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.13 ng 381452 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3192 (21.862 min): BM018933.D (-3188) (-) m/z 57.10 100.00%
51.1 n
5000
o0 21,60 21.80 22,00 22.20
1411 207.0 : : : :
ol A LT S 28103222 387.14200 490.2 5492 nz7771.10  83.71%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115575: Eicosane, 10-methyl-
51.0
5000 L UL BN UL I
2160 21.80 22.00 22.20
9.0 m/z 85.10 56.80%
"~ 154.0
. |y .77[}197.0239.0281.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107656: 10-Methylnonadecane
57.0
21,60 21.80 22,00 22.20
5000 m/z 43.10 56.64%
9.0 154.0
‘ Ly 267.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73966: Hexadecane A EAREE ma S
21.60 21.80 22.00 22.20
m/z 55.10 22 .24%
5000 fJ\wvwwﬂmmfﬁdjt\~ﬂﬂwwwV*vﬂf\
141.0183.0226.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 12160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.32 3.35 ng 600436 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3270 (22.321 min): BM018933.D (-3267) (-) m/z 57.10 100.00%
57
5000 \ “ ’
o 22.00 22.20 22.40 22.60
41. 1 183.2 : : : :
0 ,“, L8483 2010 2810 3550 417146025032 no 71 10 94.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 MUABUUNABUARAUNARAR
22.00 22.20 22.40 22.60
m/z 85.10 61.89%
141 0183.0 239.0 296.0
m/z--> 56 160 1éo 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl-
22.00 22.20 22.40 22.60
5000 m/z 43.10 56.81%

210.0
141.0 252.0  309.0

EE

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99477: Nonadecane B e e
57.0 22.00 22.20 22.40 22.60
m/z 55.05 23.64%
5000

i

9.0
“ 1, 1410183022502680

m/z--> 50 100 150 200 250 300 350 400 450 500 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.83 3.42 ng 656672 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3357 (22.833 min): BM018933.D (-3352) (-) m/z 57.10 100.00%
57.
5000
50 2060 22:80 23.00 23.20
141.1 ] 281.0 . . . .
N ¥ ¥ ||, Ll 2080 2500 85183990 4902 54921 nso 71 10 94.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #122578: Tridecane, 1-iodo-
57.0
5000 BRI AR U
nmnmmmmm
m/z 85.10 62.26%
9.0 183.0
. 1141077 310.0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #115570: Heneicosane
§
2260 22:80 23.00 23.20
5000 m/z 43.10 56.35%
9.0
15.0 | | 1141018302250  296.0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- Al EREEEEET S
43.0 22.60 22.80 23.00 23.20
m/z 55.10 24 .58%
L] 1127 0169.0 2250 29503370
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4éo 5(')0 5&'30 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 6
R.T. EstConc Area Relative to ISTD R.T.
23.39 3.67 ng 704397 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 3452 (23.391 min): BM018933.D (-3449) (-) m/z 57.10 100.00%

5000

:

23.00 23.20 23.40 23.60 23.80
m/z 71.10 88 .85%

141.1

o 207.0 282.0 335.1379.1 445.1 549.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

u

23. OO 23. 20 23. 40 23 60 23. 80
9.0 m/z 85.10 63.57%

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

5000

E

Abundance #151555: Heptacosane
57.0
23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 53.52%
9.0

15.0 ) || ) | 141-0183.0225, 0267 0309.0  380. o

R B I I o A o B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64573: Pentadecane AR BT

23.00 23.20 23.40 23.60 23.80
m/z 69.10 23.12%

5000

%

71410 2120

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23. 20 23. 40 23 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018933.D

Aca On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.04 4.34 ng 833756 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 3562 (24.038 min): BM018933.D (-3558) (-) m/z 57.10 100.00%
57.
2000 ,~,,A~,\,\%~_j\L/\‘MN.__A,H\
. " 23.80 24.00 24,20 24.40
41.1 : : :
Ol d 4 J|, Li%11831204.1267.0 3380 380.1 437.0477.1 8362 =77 10 0. 14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #151556: Heptacosane
51.0
5000 LR I B SULILN B

23.I80 24.IOO 24.I20 24.I4O
m/z 85.10 59.67%

9.0
|, 141.0183.0225.0267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane

&)
i
o

23.80 24.00 24.20 24.40

5000 m/z 43.10 56.11%
9.0
| | ¥41.0183.0225.0267.0300.0351.0  422.0
R e B T AL e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl- I  BREmEEES B

23.80 24.00 24.20 24.40
m/z 55.10 24.12%

5000

:

.0
252.0 309.0
RN s e
m/z--> 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018933.D

Acq On : 26 Feb 2019 17:22

Operator : JU/SJ

Sample : K1620-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .23 7.23 69.7 ng 7467140 1 7.69 2142360 20.0
Salicyl Alcohol 11.52 2.4 ng 323606 2 10.48 2659840 20.0
n-Hexadecanoic acid 17.99 5.3 ng 779653 4 17.10 2925900 20.0
Heptafluorobutyri... 20.99 4.0 ng 721381 5 21.29 3585140 20.0
Eicosane, 10-methyl- 21.86 2.1 ng 381452 5 21.29 3585140 20.0
Heptadecane, 2,6,... 22.32 3.4 ng 600436 5 21.29 3585140 20.0
Tridecane, l1l-iodo- 22.83 3.4 ng 656672 6 23.54 3838610 20.0
Heneicosane 23.39 3.7 ng 704397 6 23.54 3838610 20.0
Heptacosane 24.04 4.3 ng 833756 6 23.54 3838610 20.0
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