LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

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 G\METHODS\8270-BG123019.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 3.146 5 10 34 rVB 1892551 2873365 30.45% 5.150%
2 5.067 331 337 345 rBV 282652 425801 4_.51% 0.763%
3 5.538 409 417 426 rBV 1390145 2175544 23.05% 3.899%
4 7.124 680 687 698 rVB 980963 1732886 18.36% 3.106%
5 7.494 741 750 760 rBVY 2200555 3818218 40.46% 6.843%
6 7.964 823 830 838 rBV 437212 766563 8.12% 1.374%
7 8.287 876 885 893 rBVY 1657459 2866862 30.38% 5.138%
8 9.116 1017 1026 1037 rBV 1431902 2544939 26.97% 4_.561%
9 10.761 1298 1306 1314 rBV 621987 1151496 12.20% 2.064%
10 13.217 1717 1724 1733 rBV 3643259 5995289 63.53% 10.745%

11 14.045 1857 1865 1878 rBV 268717 403992 4.28% 0.724%
12 14.592 1949 1958 1966 rBV 1099148 1730556 18.34% 3.101%
13 16.078 2204 2211 2229 rBV 3380612 5139568 54.46% 9.211%
14 17.335 2418 2425 2436 rBV 1409868 2147717 22.76% 3.849%
15 17.459 2438 2446 2454 rVB2 133941 210709 2.23% 0.378%

16 19.950 2864 2870 2883 rBV 6756694 9436724 100.00% 16.912%
17 20.273 2921 2925 2929 rVB 168715 191881 2.03% 0.344%
18 20.767 3002 3009 3013 rBV 246491 299576 3.17% 0.537%
19 21.254 3087 3092 3106 rBV 1233005 1943644 20.60% 3.483%
20 21.583 3142 3148 3156 rVB 1365612 2206752 23.38% 3.955%

21 21.807 3181 3186 3192 rBV 288152 412277 4._.37% 0.739%
22 22.406 3282 3288 3301 rBV2 395652 726731 7.70% 1.302%
23 23.088 3397 3404 3415 rBvV 454404 869010 9.21% 1.557%
24 23.875 3530 3538 3550 rBvV 440879 1007730 10.68% 1.806%
25 24.709 3670 3680 3689 rBV2 823904 2277639 24.14% 4.082%

26 24.803 3689 3696 3713 rVB2 380551 986741 10.46% 1.768%
27 25.908 3875 3884 3894 rBV2 264860 803066 8.51% 1.439%

28 26.014 3896 3902 3914 rVB5 86128 241655 2.56% 0.433%
29 27.242 4101 4111 4120 rBV3 123846 411622 4_36% 0.738%

Sum of corrected areas: 55798553
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG043899.D
6000000
5000000
4000000

3000000

15 7.49
5.54 9.12

1000000 i
10.76
5.07 7.96

e L L e

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043899.D

19,95
6000000

5000000

4000000 13.22

16.08
3000000

2000000
17.34 1.58
14.59 21.28
1000000

22.41
14.05 7.46 20.27 20.77 21.81

O s o LA e e o e B L B e e

Time--> 13 OO 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: BG043899.D

6000000
5000000
4000000
3000000
2000000
1000000 24.71

23.09 23.87 80 2
R i 27,24

O R R R L e e e B REEEE RS s e e S R BARR

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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

315 74.97ng 2873370  1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
cetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
entane, 3-methoxy- 102 C6H140 036839-67-5 12

abrwNPE
TR, >N

Abundance Scan 11 (3.152 min): BG043899.D (-5) (-) m/z 73.05 100.00%

T

5000 43
| 3.20 3.30 3.40 3.50 3.60
0 o 2 e m/z 43.10  37.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000 LI L L L L L L L LB LB LB LA
43 3.20 3.30 3.40 3.50 3.60

m/z 87.10 26.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

o
~
W

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
a1 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.30%
14[‘ |
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
0 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.10%
5000 87
59‘
O H T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 11.11 ng 425801 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 337 (5.067 min): BG043899.D (-331) (-) m/z 43.10 100.00%
43
59
5000
s a0 500 520 540
73 : : : :
N I A L ,| 2T 67190 s 59.10  58.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.10 19.96%
15 4 101
0"JW'Wh”W"‘|”"F?”'W"”l"'w""w"'l”"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.05 16.96%
29 101
L1 Il 73 83
S B L B LS B SIS S W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4488: Propane, 1-ethoxy-2-methyl- s e e RERE m R
31 59 480 5.00 5.20 5.40
m/z 41.05 8.84%
5000
41
0 ‘\‘ \‘\‘\ \\‘ ! 7\3 87 192 A
m/z--> 20 40 6 80 100 120 140 160 180 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 99.62 ng 3818220 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1-l1soaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 12

Abundance Scan 749 (7.488 min): BG043899.D (-741) (-) m/z 132.00 100.00%
132
5000 68
40 916 403 720 7.40 7.60 7.80
oyl Ao A m/z 68.10 43.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 U U L R IR
a1 o7 7.20 7.40 7.60 7.80
m/z 134.00 34 .29%
0 U A N S SR SURIL DU UL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
720 7.40 7.60 7.80
5000 m/z 66.10 28.16%
104
3963 J
0 JWWMA+I'h"I""P"'I""I""I"”I""I""I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #102556: Amphetaminil = T T
132 7.20 7.40 7.60 7.80
m/z 69.10 17.51%
5000
105
o SL )| ) 159 222
m/z--> 50 100 150 200 250 300 350 400 450 ' 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.72 ng 299576 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3010 (20.773 min): BG043899.D (-3002) (-) m/z 57.10 100.00%
g7
85
5000
1113114‘11 169197 239266295 343369 478 20.40 20,20 20.80 2100

(VI W 5 B B i s AR SR o N 1L m/z 71.10 69.72%
0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
57
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
20.40 20.60 20.80 21.00
29 m/z 43.10 66.68%

1114 MR 160107 240
O o T N L I o o o o e o B I O e B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

20.40 20.60 20.80 21.00

85

5000 m/z 85.10 55.39%
29
ol 1] || {13141 169 197 225 953 338
L I i o o LA o e B I B A e o i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57 20.40 20.60 20.80 21.00
m/z 55.10 26.20%
85
5000
29 113
RN o R L N B [V SR
m/z--> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.25 17.62 ng 1943640 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3091 (21.249 min): BG043899.D (-3087) (-) m/z 57.10 100.00%

o
~

5000 11 ’

1139 21.00 21.20 21.40 21.60
167
o...,....,..LA.,*....2,‘?8..?5???? S 2| m/z 43.10 99.81%

T 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
83
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

5000
11 21.00 21.20 21.40 21.60
29 m/z 55.10 95.85%
1 239 1822}0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1
55 83
”..“.....” Eaa
21.00 21.20 21.40 21.60
5000 n11 m/z 83.05 95.14%
29
I | | 3168105 238266
o —H L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene R e e A
43 97 21. 00 21. 20 21. 40 21 60

m/z 69.05 85.33%

5000 0
125
ol15, J J 184182210238265

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 00 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 3.74 ng 412277 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3187 (21.813 min): BG043899.D (-3181) (-) m/z 57.10 100.00%
57
5000
LN BRI BN IR BN
113 21.40 21.60 21.80 22.00 22.20
141 207
- | Sl 0e1160 207050053 205317342 398 429 1o 7110 69. 35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57
5000 85 AR A PR L
21. 40 21. 60 21. 80 22. oo 22. 20
m/z 43.10 62 .58%
0 2.9 . ‘|1}31141 169 197 226
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
o 21/40 21,60 21.80 22.00 22.20
5000 m/z 85.10 53.00%
29 113
oL L. |1, J 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #71394: Pentadecane P TR PR R
57 21.40 21.60 21.80 22.00 22.20
m/z 55.05 26.27%
5000 85
29
o L] 113 141 168 212
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 21. 40 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .41 6.59 ng 726731 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3289 (22.412 min): BG043899.D (-3282) (-) m/z 57.05 100.00%
g7 h
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—
113 22.00 22.20 22.40 22.60 22.80
141
- | A 1y At a0 107 205 053 282 324 3m7380 ar7 | Ln 7110 72.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
22.00 22.20 22.40 22.60 22.80
‘ m/z 43.10 65.29%
29 141
L R D e s gz
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
g5 22.00 22,20 2240 22.60 22.80
5000 m/z 85.05 51.25%
29
m/z--> §o 160 1éo 260 250 300 3éo 460
Abundance #175559: Tetracosane T TR R
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 30.96%
| /_'V\/L“
5000
29
oL J1f3‘1?1d1691197 225 253 338
m/z--> 5'0 100 1&'30 2(')0 250 300 3&'30 4(')0 22. oo 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane, 9-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.09 7.88 ng 869010 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3404 (23.088 min): BG043899.D (-3397) (-) m/z 57.10 100.00%

7
85
5000

113 144 22.80 23.00 23,20 23.40
ol Ay 100107205 267294328 357 460 | s 71 10 66.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 AR AU ARE

22. 80 23. OO 23. 20 23. 40
m/z 43.10 63.04%

99 210
oA Al 2T | HO 6720633
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57

22 80 23.00 23.20 23.40

5000 o m/z 85.10 55.00%
29
o | | M8 141 169 197 225 253 281 309 337 365 394
A S A R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R e e R
57 22.80 23.00 23.20 23.40

m/z 55.10 23.16%

) 85 WJL“
113
| 770241160 197 239 67 294 323 352

e B

m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.87 8.85 ng 1007730 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3537 (23.869 min): BG043899.D (-3530) (-) m/z 57.10 100.00%

57
5000 8

113 23 60 23. 80 24 00 24 20
141 169 197
ol ll Lo 0 07 225 251 295828 401 Thzz 71.05  69.61%
m/z--> 50 1 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 lllllllllllllllllll

23 60 23. 80 24 00 24 20
m/z 43.10 62.28%

29
PLLL M a6 197 25 200
ot e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5[7

23.60 23. 80 24 00 24.20

5000 85 m/z 85.05 51.28%
113
o 29 | ‘ s 169 197 225 267 295 365 393
e i e e e e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane EEE e ERmmEREE LR S
57 23 60 23. 80 24 00 24 20

m/z 41.10 22 .65%

85
5000
29 ‘ 113
141
| |77 141 169 197 225 253 338

L e e e

T
m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24 00 24 20

8270-BG123019.M Mon Jan 06 14:42:35 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .80 8.66 ng 986741 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3695 (24.797 min): BG043899.D (-3689) (-) m/z 57.10 100.00%
g7
5000
113 24,40 24.60 24.80 25.00 25.20
141
o3 ,I 1| 169 107 225 253 203 326 356 m/z 71.10 71.90%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 U L A

24.40 24.60 24.80 25.00 25.20
m/z 43.10 66.26%

29
)L e e 10 oo
ol b e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
RN RENEE e
24, 40 24 60 24 80 25.00 25.20
5000 85 m/z 85.10 54 _.02%
29
oL w “ | M2 1491 169 197 205 253 205 323 367
e
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane e
57 24, 40 24 60 24 80 25. 00 25 20

m/z 41.10 21.73%

85
5000
29
| M | | M2 141 169 107 225 253 281 309 338

ot A e T T T

m/z--> 50 100 150 200 250 300 350 24. 40 24 60 24 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

25.91 7.05 ng 803066 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3884 (25.908 min): BG043899.D (-3875) (-) m/z 57.10 100.00%

57
85
5000

141 169 211 25.60 25.80 26.00 26.20
ol 1 1] LW JP189 20 239260281 341 m/z 71.10 72.21%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
85

5000 R e
25.60 25.80 26.00 26.20

m/z 43.10 64 .45%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
i — R B B4 LA AN
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l'
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 59.08%
29
I T e L B —
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane = T TR
57 25.60 25.80 26.00 26.20
m/z 55.05 22_.79%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
s e = s B
m/z--> 50 100 150 200 250 300 350 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 13 Octacosyl acetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.01 2.12 ng 241655 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 90
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 87
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
4 1-Docosene 308 C22H44 001599-67-3 81
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 74
Abundance Scan 3901 (26.008 min): BG043899.D (-3896) (-) m/z 57.10 100.00%
57
83
5000 111
R a s ERE
139167194222 969 355 25.60 25.80 26.00 26.20 26.40
1Y ) ¥ o142 m/z 55.10 77.99%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227661: Octacosyl acetate
43 97
9
5000 LN IR A SRR B
25.60 25.80 26.00 26.20 26.40
m/z 83.10 77.27%
ol 15, 193181209 250278306334 364392 437
T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105686: 13-Tetradecen-1-ol acetate
43
83 LN AR SRR B
25.60 25.80 26.00 26.20 26.40
5000 m/z 97.10 70.21%
111
o Al | L 39167104 24 254
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene L B o e AR
55 83 25.60 25.80 26.00 26.20 26.40
m/z 43.10 69.40%
5000 111
266
o P?gl§8 210238 |
T T rrrrrrrrryrrrryrrrryrrrryrrrryrrrr[yrrrr[rrrrrrrr —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
mz-> 0 50 100 150 200 250 300 350 400 450 500 25.60 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043899.D

Aca On : 3 Jan 2020 22:32

Operator :© JU

Sample : K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 14 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27 .24 3.61 ng 411622 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 4111 (27.242 min): BG043899.D (-4101) (-) m/z 57.10 100.00%
57
5000 85 \Jd,\~v&N__vj/\\wwv\gwaﬂ_wh*
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
113 27.00 27.20 27.40 27.60
141 133
ol LA LL |, laii, K520 252281 823 365 40 nzy 71.10  72.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 L SULRILE B BRI
27.00 27.20 27.40 27.60
m/z 43.10 61.31%
29 113 141
0 | LUy 469 197 225 253 281 309 337 380
m/z--> 55 100 1%0 260 250 300 350 400
Abundance #194493: Hexacosane
57
" 27.00 27.20 27.40 27.60
5000 85 m/z 85.10 49.60%
. 290 1| | M3 141 160 107 205 253 295 323 367
m/z--> 55 100 1%0 200 250 300 350 400
Abundance #175557: Tetracosane
57 27.00 27.20 27.40 27.60
m/z 55.05 24 .05%
- I WN\]\W/\H
29
ol L | M3 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043899.D

Acq On : 3 Jan 2020 22:32

Operator : JU

Sample - K6449-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 75.0 ng 2873370 1 7.96 766563 20.0
2-Pentanone, 4-hy... 5.07 11.1 ng 425801 1 7.96 766563 20.0
unknown7 .49 7.49 99.6 ng 3818220 1 7.96 766563 20.0
Heptadecane 20.77 2.7 ng 299576 5 21.58 2206750 20.0
Cyclopentadecane 21.25 17.6 ng 1943640 5 21.58 2206750 20.0
Hexadecane 21.81 3.7 ng 412277 5 21.58 2206750 20.0
Eicosane 22.41 6.6 ng 726731 5 21.58 2206750 20.0
Heptadecane, 9-he... 23.09 7.9 ng 869010 5 21.58 2206750 20.0
Nonadecane 23.87 8.8 ng 1007730 6 24.71 2277640 20.0
Hexacosane 24 .80 8.7 ng 986741 6 24.71 2277640 20.0
Heptadecane, 9-oc... 25.91 7.0 ng 803066 6 24.71 2277640 20.0
Octacosyl acetate 26.01 2.1 ng 241655 6 24.71 2277640 20.0
Heptacosane 27.24 3.6 ng 411622 6 24.71 2277640 20.0
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