LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample - K5406-04

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 - 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-BG092519 .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 3.132 3 7 15 rVB 139591 273619 7 .55% 1.385%
2 3.208 15 20 36 rvB 752361 1199755 33.12% 6.073%
3 5.617 422 430 444 rBV 497424 894699 24.70% 4_.529%
4 7.215 693 702 716 rBV 365160 745601 20.58% 3.774%
5 7.574 755 763 781 rBV 769297 1402447 38.72% 7 .099%
6 8.038 835 842 850 rBV 157988 283796 7.83% 1.437%
7 8.361 889 897 907 rBV 546336 964970 26.64% 4 .885%
8 9.195 1030 1039 1057 rBV 408411 861393 23.78% 4.361%
9 10.840 1311 1319 1329 rBV 187259 380819 10.51% 1.928%
10 13.285 1728 1735 1747 rBVY 1232504 2070911 57.17% 10.483%

11 14.107 1870 1875 1881 rBV 130611 195052 5.38% 0.987%
12 14.659 1960 1969 1976 rBV 353704 613079 16.93% 3.104%
13 16.152 2216 2223 2238 rBV 1201640 2020277 55.77% 10.227%
14 17.409 2431 2437 2446 rBV2 412979 680206 18.78% 3.443%
15 18.302 2584 2589 2599 rBV 276493 445754 12.31% 2.256%

16 19.571 2801 2805 2811 rBV 125686 176904 4._.88% 0.896%
17 20.018 2875 2881 2896 rBV 2599569 3622278 100.00% 18.337%
18 21.322 3099 3103 3110 rVB3 87807 141239 3.90% 0.715%
19 21.675 3158 3163 3175 rVB 457951 838182 23.14% 4.243%
20 21.863 3192 3195 3201 rVB2 52648 76751 2.12% 0.389%

21 22.468 3294 3298 3304 rBV3 80254 125273 3.46% 0.634%
22 23.161 3411 3416 3425 rVB2 105704 202593 5.59% 1.026%
23 23.966 3546 3553 3559 rvVB3 100143 214317 5.92% 1.085%
24 24.889 3701 3710 3726 rVB3 377276 1148037 31.69% 5.812%
25 26.023 3898 3903 3914 rVB3 65280 176381 4.87% 0.893%

Sum of corrected areas: 19754333
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG101819\

BG043283.D

18 Oct 2019 20:01

Ju

K5406-04

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

3.21

500000
A3

TIC: BG043283.D

7.57

5.62 8.36

7.22

8.04 10.84

0
Time-->

3.50 400 450 500 550 600 650 700

750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.28

TIC: BG043283.D
20,02

16.15

21.67
17.41

l 18.30 19.57

14.66
14.11

21.32

1.86 22.47

0
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17. OO 17. 50 18. OO 18. 50 19. OO 19. 50 20. OO 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

23.16

TIC: BG043283.D

24.89

N |

AN

o) B—

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

8270-BG092519.

M Mon Oct 21 02:12:47 2019 Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.13 19.28 ng 273619 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 53
4 Pvridine-D5- 84 C5D5N 007291-22-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 7 (3.132 min): BG043283.D (-3) (-) m/z 56.10 100.00%
96
84
41
5000
69
HAS A U LN LA
3.20 3.30 3.40 3.50
50 77
0 ...,....,....,....,...:|,'I'...i-.'! Bl B Tm/z 84.10 66.07%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1455: Cyclohexane
56 84
5000 a1 IS AR SRR LR AR
69 3.20 3.30 3.40 3.50
- m/z 41.10 53.57%
0 15 |.| || || 59” I 63 1 7
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50
5000 m/z 55.10 39.67%
69 84
29
L oso e
e ) I S S UL UL SURILILS UL I I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1493: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50
a1 m/z 69.10 29.71%
5000
69
27 84
0 1 1\5 “H 33 ‘\ ‘ 50\\‘\ 63 il 7
miz--> 0 10 20 30 40 50 60 70 80 90 100 320 330 340 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.21 84 .55 ng 1199760 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 20 (3.208 min): BG043283.D (-15) (-) m/z 73.10 100.00%
7B
5000 43
55 87
63 3.20 3.30 3.40 3.50 3.60
0 ! m/z 43.10 38.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 28.20%
Orrrrprrrrrr Py frrr et ey T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 27 .76%
29 ‘
o 1, \‘\ Joesll, | o7 12 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12 .29%
5000 43 87
15 72
0”W”LP”H””H”E%E%”WL”P”H””P”W“”P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.57 Concentration Rank 1

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

7.57 98.83 ng 1402450 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 762 (7.568 min): BG043283.D (-755) (-) m/z 132.00 100.00%
132
5000 68 ]\_
0 4 5 g ‘ o Fs 720 7.40 7.60 7.80 8.00
o S 1 2 T ..:.,....,....,.'!..,....,...., - m/z 68.10 42.12%
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 RN LR LU UL

720 7.40 7.60 7.80 8.00
78 m/z 66.10 31.05%

31 ‘
38
..,....,....,'...'!-,.!..,|!...,...!,...I,....,....,..I.,....,....,-...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 30.86%

o

63
15 28 39 %2 4 7 90 10 g6
Obr e ettt et e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine O EEamE L e R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.05 19.23%

5000
33 44 o g7 105
60 78 ‘
|5t e | | ms |
SNBSS USRS YIRS S WSS PN NS NN AU | M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.30 13.11 ng 445754 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2589 (18.302 min): BG043283.D (-2584) (-) m/z 73.05 100.00%

73
5
157171 1851 256

5000
143 99 282 18.00 18.20 18.40 18.60
o m/z 43.10 95.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LA L L L L L LB L |
83 18.00 18.20 18.40 18.60
157 213 m/z 60.10 84.81%
143 171185199
Olrrrprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57
18.00 18.20 18.40 18.60
5000 m/z 55.10 75.80%
29
0 ..1.5,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid B BAE R EEEE S

73 18.00 18.20 18.40 18.60
m/z 57.10 75.72%

43 5

5000

:

I I T T
18.00 18.20 18.40 18.60

8270-BG092519.M Mon Oct 21 02:12:49 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.57 4.22 ng 176904 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 68
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2805 (19.571 min): BG043283.D (-2801) (-) m/z 43.10 100.00%

73
5000

19.20 19.40 19.60 19.80
m/z 73.10 83.65%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

5000

19.20 19.40 19.60 19.80
m/z 60.05  78.80%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
L o
73 19.20 19.40 19.60 19.80
5000 284 m/z 57.15 67 .85%
129
185 213 241
o ‘m ‘ 257 1L 265 | 311 372
m/z--> 50 l 0 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid R R EEE B
60 19.20 19.40 19.60 19.80
m/z 55.10 66.97%
4
5000 129
“u m 157 185 213 256
ol Hm.w N N

m/z--> 50 150 200 250 300 350 19 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Methyl 2-hydroxy-eicosanoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.37 ng 141239 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-hvdroxv-eicosanoate 342 C21H4203 1000336-20-4 90
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 87
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 83
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 80
Abundance Scan 3103 (21.322 min): BG043283.D (-3099) (-) m/z 57.10 100.00%
57
97
5000
\ y T 7100 21120 2140 2160
ol b, i G225 SRS AL "m/z 55.10  73.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178639: Methyl 2-hydroxy-eicosanoate
57
97
5000 VLRI BN B
21.00 21.20 21.40 21.60
m/z 43.10 71.43%
153 194 238
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209361: Eicosy! trifluoroacetate
T ¥ VLA BN B
21.00 21.20 21.40 21.60
5000 m/z 97.10 52.33%
125
L] ( l (183182910 252280 325 376
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene I R ma
43 21.00 21.20 21.40 21.60
m/z 83.10 51.78%
5000 83
y 111
o | 139167 196224 267292 321 462 490
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\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .47 2.99 ng 125273 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 87
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3298 (22.468 min): BG043283.D (-3294) (-) m/z 57.10 100.00%

:

5000
99 e o R B T AR e
141 191 933264296 22.20 22.40 22.60 22.80
Ol A bl o g E 020 838 383 429 m/z 43.10 65.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000 LA L L L L L L LB
22 20 22. 40 22. 60 22. 80
m/z 71.10 55.70%
ol 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
T [T T T
22.20 22.40 22.60 22.80
5000 m/z 85.10 50.01%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

BEE

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #149369: Sulfurous acid, butyl dodecy! ester T T T

517 22.20 22.40 22.60 22.80
m/z 41.10 26.41%
h NWWM

99
o 281 LT, 29 22
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22 20 22. 40 22. 60 22. 80

8270-BG092519.M Mon Oct 21 02:12:51 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.16 4.83 ng 202593 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 3416 (23.161 min): BG043283.D (-3411) (-) m/z 57.10 100.00%

g7

:

5000 85
113 22:80 23.00 23.20 23.40
141 181 11 239264 309
0 ”..,.”.iﬂﬂ.uh.rup...,”..,.ﬁ?%..”,@?.w.f@. m/z 43.10 62.27%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane
57
5000 85 LI L B B L B

22.I80 23.IOO 23.I20 23.40
m/z 71.10  60.04%

113
| J |17 [241 169 197 225 253 281 300 337 365 394

R e

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane

}

22.80 23.00 23.20 23.40

5000 85 m/z 85.10 46.00%
29
oL {43141 160 197 225 253 295323 367
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane e AR At
22.80 23.00 23.20 23.40
m/z 55.10 26.15%
85
5000

-

141 169 197 225 253 296
1 I I I
miz—-> 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\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.97 3.73 ng 214317 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Eilcosane 282 C20H42 000112-95-8 93
3 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 93
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3554 (23.972 min): BG043283.D (-3546) (-) m/z 57.10 100.00%

7

5000

23.60 23.80 24.00 24.20

13 141161 195 211 938

281309325 351 401

0 m/z 43.10 65.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
7
5000 LA L L L L L L I
85 23.60 23.80 24.00 24.20
29 m/z 71.10 62.10%
113 141 212
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 45.82%
29
0 J L L3041 160 107 225 253 282
e e N B B o L I e A H e e o ML B o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #83043: Pentadecane, 2-methyl-
43 23.60 23.80 24.00 24.20
m/z 41.10 20.87%
71
5000
99 183
Ottt e e R e SRR
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043283.D

Aca On : 18 Oct 2019 20:01

Operator :© JU

Sample = K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.02 3.07 ng 176381 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Sulfurous acid. dodecvyl 2-propvl... 292 C15H3203S 1000309-12-3 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3903 (26.023 min): BG043283.D (-3898) (-) m/z 57.10 100.00%
57
>0 MJ/LA
Jgg 25.60 25.80 26.00 26.20 26.40
155 193225 281
o,....,....“!.J.e-*.-w.',...~~.;.'..h.-,..?f‘z...‘.‘o.l... e M/Z 43.10  63.65%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425:; Heneicosane
57

5000 R N R e
25. 60 2580 26. OO 26 20 26. 40

m/z 71.10 62 .95%

99
. 15” Jh 141 18 225 2%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57

25. 60 25 80 26. 00 26 20 26.40

5000 m/z 85.10 41 _09%

99
Jll 141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 25.60 25.80 26.00 26.20 26.40
m/z 55.10 27 .62%
5000

97
26 | ; 141 183 225 267 309 351 393 435 491 535574 617

L LSS CEAS e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25. 60 25 80 26. OO 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101819\
Data File : BG043283.D

Acq On : 18 Oct 2019 20:01

Operator : JU

Sample : K5406-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.13 19.3 ng 273619 1 8.04 283796 20.0
Butane, 2-methoxy... 3.21 84.5 ng 1199760 1 8.04 283796 20.0
unknown7 .57 7.57 98.8 ng 1402450 1 8.04 283796 20.0
n-Hexadecanoic acid 18.30 13.1 ng 445754 4 17.41 680206 20.0
Octadecanoic acid 19.57 4.2 ng 176904 5 21.67 838182 20.0
Methyl 2-hydroxy-... 21.32 3.4 ng 141239 5 21.67 838182 20.0
Heneicosane 22 .47 3.0 ng 125273 5 21.67 838182 20.0
Octacosane 23.16 4.8 ng 202593 5 21.67 838182 20.0
Pentadecane 23.97 3.7 ng 214317 6 24.89 1148040 20.0
Hentriacontane 26.02 3.1 ng 176381 6 24.89 1148040 20.0
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