LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 3.147 5 10 27 rVB 1088646 1634612 17.76% 3.355%
2 5.068 332 337 348 rVB 188611 286755 3.12% 0.589%
3 5.538 409 417 428 rBV 952526 1491135 16.20% 3.061%
4 7.119 679 686 704 rVB 630798 1142375 12.41% 2.345%
5 7.495 741 750 765 rBVY 1848457 3146608 34.19% 6.459%
6 7.965 823 830 837 rVB 427835 738922 8.03% 1.517%
7 8.288 876 885 894 rBVY 1589306 2834736 30.80% 5.818%
8 9.116 1015 1026 1038 rBV 1408953 2509023 27.26% 5.150%
9 10.761 1298 1306 1315 rBV 615852 1127796 12.26% 2.315%
10 13.217 1717 1724 1738 rBVY 3731788 5959226 64.76% 12.232%
11 14.046 1858 1865 1871 rBV 62590 98116 1.07% 0.201%

12 14.592 1951 1958 1966 rBV 1086302 1712572 18.61% 3.515%
13 16.079 2204 2211 2228 rBV 3118899 4588841 49.86% 9.419%
14 17.336 2418 2425 2432 rBV 1385893 2120549 23.04% 4 _.353%
15 17.454 2437 2445 2452 rVB5 78394 134897 1.47% 0.277%

16 19.951 2863 2870 2878 rBV 6787442 9202621 100.00% 18.889%
17 20.767 3003 3009 3013 rBvV 122142 142822 1.55% 0.293%
18 21.261 3087 3093 3103 rBvV2 373169 696458 7.57% 1.430%
19 21.584 3141 3148 3158 rBV2 1347380 2216084 24.08% 4._.549%
20 21.807 3181 3186 3191 rBV 287245 387437 4.21% 0.795%

21 22.407 3282 3288 3298 rBV2 368255 632440 6.87% 1.298%
22 23.088 3397 3404 3412 rBV 467992 831776 9.04% 1.707%
23 23.276 3430 3436 3441 rVB 57028 102259 1.11% 0.210%
24 23.875 3531 3538 3552 rVB 416922 895289 9.73% 1.838%
25 24.710 3670 3680 3689 rBV2 837126 2223657 24.16% 4._.564%

26 24.804 3689 3696 3707 rVvB2 317029 827287 8.99% 1.698%
27 25.914 3876 3885 3895 rBvV2 225821 654406 7.11% 1.343%
28 27.230 4102 4109 4123 rVB3 110952 381083 4.14% 0.782%

Sum of corrected areas: 48719782
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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: BG043890.D
6000000
5000000
4000000
3000000

2000000 7.49
8.29 9.12

15
1000000 5.54
5.07

e e o TN WA | SHEESMESRMESMFRUES{ RS, DM | S RSRRESEL WESMMN SR SRR ———————

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: BG043890.D

7.12 796 10.76

19,95
6000000

5000000

4000000{ 13.22

16.08
3000000

2000000
17.34 21.58

14.59
1000000

21.26 ||21.81 22.41
14.05 7.45 20 77 i

O e o I e 0 LANLJELE o  y

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: BG043890.D

6000000
5000000
4000000
3000000
2000000

1000000 24.71
23.09 23.88 80
f23.28

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

25.91 27.23
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 3

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

3.15 44 .24 ng 1634610 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 11 (3.153 min): BG043890.D (-5) (-) m/z 73.05 100.00%
7B

-

5000
| | 3.20 3.30 3.40 3.50 3.60
0 L 196 1sarel 217 % Tm/z 43.10 37.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
8
5000
3.20 3.30 3.40 3.50 3.60
J m/z 87.05 27.03%
ol
,....,....,....,.”.,....,....,....,....,....,.
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
783
411 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.38%
1§L‘ 97
O+ T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.75%
5000 87 \/L
oL S —
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 7.76 ng 286755 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 64
2 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 337 (5.068 min): BG043890.D (-332) (-) m/z 43.10 100.00%
a3
5000 %9
s ik 5b0 520 S0
73 : : : :
owﬁlu....'~|,...'.f'~.3...-,|....,....,....,....,....,2197.. m/z 59.10 51.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN LS L UL
4.80 500 5.20 5.40
59 m/z 101.10 20.27%
27 0 83 101
e I R I R B B S SRS SR SE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59
480 500 520 540
5000 117 m/z 58.05 13.72%
45
29 ‘ 73 103
ol 15 U J‘ 28 | | 133 147160 177 191
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 500 5.20 5.40
m/z 41.10 9.91%
5000 41
o Il |73 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 85.17 ng 3146610 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 749 (7.489 min): BG043890.D (-741) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 103 7.20 7.40 7.60 7.80
o..,....,....,...:,".'.‘.‘?,:!.. h '.|....,..5.‘.7,..!.,.':..,.1.1:‘3.,.1?:‘3., - m/z 68.05 43.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L R IR
7.20 7.40 7.60 7.80
2 78 m/z 134.00 33.73%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80
5000 m/z 66.10 28.26%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal N s maa i o
132 7.20 7.40 7.60 7.80
m/z 69.10 18.09%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" U UL L R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.26 6.29 ng 696458 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 3093 (21.261 min): BG043890.D (-3087) (-) m/z 57.05 100.00%
g7
5000 8
Mln
139 21.00 21.20 21.40 21.60
Obrrd b by .l,l.l. L0915 204 268295 856 | m/z 43.10 78.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55 g3
5000
29 111 21.00 21.20 21.40 21.60
l m/z 55.10 57 .45%
0= 'll' '!'k' J}i3467,¥gfef?,| R LA DAL UL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
97 21.00 21.20 21.40 21.60
5000 m/z 71.10 57 .30%
125
o %9 1l 11}§3;81208 250 278306 334 364392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #95994: 1-Decanol, 2-hexyl-
57 21.00 21.20 21.40 21.60
m/z 83.10 51.42%
5000 83
111
m/z--> 50 100 150 200 250 300 350 400 450 ' 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 3.50 ng 387437 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 3186 (21.807 min): BG043890.D (-3181) (-) m/z 57.10 100.00%
57
85
5000

21.40 21.60 21.80 22.00 22.20

155 183 208
ol h, L || 1135 Seo.230 282 842 402429 "m/z 43.05 66.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
21.40 21.60 21.80 22.00 22.20
m/z 71.10 66.13%
29 141
LI s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
5[7
TP e T
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 53.98%
113
oL \ L0241 169 107 %39 267 204 323 352
...,....,....,....,.... L e e e e e LALAN m i e a
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
5[7 21.40 21.60 21.80 22.00 22.20

m/z 55.10 26.01%

5000 85
29 113
oLl ] |l | 777,141 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 400 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .41 5.71 ng 632440 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3289 (22.412 min): BG043890.D (-3282) (-) m/z 57.05 100.00%
57
5000 85

22.00 22.20 22.40 22.60 22.80

| 141 169 207
ol 4 ﬂ“ 109, 207 239 283 324 3% 429 | “ny7 71.10  70.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
5000 85 | NI L L L L LB LB L

22.00 22.20 22.40 22.60 22.80
m/z 43.05 66 .50%

324
oo Lm0 2020
e o L e B O
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 49.69%
29 113
oL T } LI 77,24t 169 197 205 253 295 323 367
i e s o e L L A e e e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane P T T
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 24.86%
85
5000
29 113
oL ] L] J 141 169 197 225 253 296
e ....,....,.... T AERAREEEE e e
m/z--> 50 100 150 200 250 300 350 400 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.09 7.51 ng 831776 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3404 (23.088 min): BG043890.D (-3397) (-) m/z 57.10 100.00%

7

5000

|

22. 80 23 00 23. 20 23. 40

141 169
o 197 225252 295 337 373 445 483 m/z 71.10 73.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 LA L L L L L L LB
22. 80 23 00 23. 20 23. 40
m/z 43.05 66.15%
o2 1141 169 197 225 253 282
BRI e L B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94344: Heptadecane
22.80 23 00 23. 20 23.40
5000 85 m/z 85.10 53.27%
o 113141169197 240
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane st S

57 22. 80 23 00 23. 20 23. 40
m/z 55.10 23.94%

5000 g5
29
J | 13141 169 197 205 255 296
OV 8 B b LR ——

m/z--> 0 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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.88 8.05 ng 895289 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3539 (23.881 min): BG043890.D (-3531) (-) m/z 57.10 100.00%

57
85
5000

23 60 23. 80 24 00 24 20
141 169
oL LLLL ll '1 pyar 2189 211 239 266 295 323 356 m/z 71.10 76.74%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000 B I B B
23 60 23. 80 24 00 24 20

‘ 113 m/z 43.10 65.17%
29 141
b s o s o 222
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 23.60 23. 80 24 00 24.20
5000 m/z 85.10 56.20%
29 113
oL L by | 717 141 160 197 225 53 296
et e A e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane i e o e
57 23 60 23. 80 24 00 24 20

m/z 55.10 23.25%

5000 P
29 113
ol Lt 141 169 197 225 253 281 309 337 365 394
L Mt e R N L -

m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .80 7.44 ng 827287 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 89

Abundance Scan 3695 (24.798 min): BG043890.D (-3689) (-) m/z 57.10 100.00%

57
85
5000

113 Mmmmmm%m%m
141 183
ot I Jllﬂ R F}%?qa .fﬁ?,..?3§ﬁ¥?.., m/z 71.10 75.06%

m/z--> 50 1 150 200 250 300 350
Abundance #209566: Octacosane
57

5000 85 LA L L L L LB L L LB
24, 40 24 60 24 80 25. 00 25 20
- m/z 43.10 63.50%
oL |l M3 141 169 197 225 253 281 309 337 365 394
L o I e e o e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 24, 40 24 60 24 80 25. 00 25 20
5000 m/z 85.10 58.03%
29 113
oL L by J | 141 169 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R R EEREE
57 24, 40 24 60 24 80 25. 00 25 20

m/z 55.10 23.58%

5000 85
29
DL (MR 14 169 107 205 253 205 323 367

oyt R AR e e

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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 Heptadecane, 9-octyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.91 5.89 ng 654406 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3884 (25.908 min): BG043890.D (-3876) (-) m/z 57.05 100.00%

g7
85
5000
113 111 25.60 25.80 26.00 26.20
B — ,I. J .I-.-“, hoas 109189 211 289 281 327 3% | n,o7 7110 74.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 RN BN SRR SRR

25.60 25.80 26.00 26.20
m/z 43.10 65.57%

29 \ 113
ol Ay | M 10 107 225 omy 6
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 53.18%
29 113
0 I‘ L ‘\ I 1‘ | | 1§1 ! 169 197 225 254
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 25.60 25.80 26.00 26.20
m/z 55.10 22.16%
5000 85
113
oL % “ Lo (570,14 169 197 %° 567 294 323 352
e e e R SRERE RS S
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 : BG043890.D

Aca On : 3 Jan 2020 16:38

Operator :© JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 2-methyloctacosane Concentration Rank 12

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

27.23 3.43 ng 381083 Perylene-di12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 4109 (27.230 min): BG043890.D (-4102) (-) m/z 57.10 100.00%

g7
85
5000 J
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
113 141 169 207 281 27.00 27.20 27.40 27.60
0...,|. ||..l'..',.‘...,..2.3?,...l.,...3.4?....,..42]9. m/z 71.10 75.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000

27.00 27.20 27.40 27.60
m/z 85.10 58.66%

29 141
LU L o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
27.00 27.20 27.40 27.60
5000 85 m/z 43.10 56.07%
113
o 29| I L |77 242 160 107 225 267 295 365 393
— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T TR
57 27. OO 27 20 27. 40 27 60

m/z 55.10 22 .28%

5000 85
13 14
oL iy | 717141 169 197 225 253 281 309 337 365 393 422

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 : BG043890.D

Acq On : 3 Jan 2020 16:38

Operator : JU

Sample - K6464-08

Misc :

ALS Vial : 4 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 44.2 ng 1634610 1 7.96 738922 20.0
2-Pentanone, 4-hy... 5.07 7.8 ng 286755 1 7.96 738922 20.0
unknown7 .49 7.49 85.2 ng 3146610 1 7.96 738922 20.0
Cyclohexadecane 21.26 6.3 ng 696458 5 21.58 2216080 20.0
Eicosane 21.81 3.5 ng 387437 5 21.58 2216080 20.0
Tricosane 22.41 5.7 ng 632440 5 21.58 2216080 20.0
Heptadecane 23.09 7.5 ng 831776 5 21.58 2216080 20.0
Heneicosane 23.88 8.1 ng 895289 6 24.71 2223660 20.0
Octacosane 24 .80 7.4 ng 827287 6 24.71 2223660 20.0
Heptadecane, 9-oc... 25.91 5.9 ng 654406 6 24.71 2223660 20.0
2-methyloctacosane 27 .23 3.4 ng 381083 6 24.71 2223660 20.0
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