LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

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 G\METHODS\8270-BG091219.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 3.220 16 22 30 rBv 213499 443493 7.93% 1.425%
2 3.296 30 35 47 rVB 596331 891806 15.95% 2.866%
3 5.687 434 442 452 rBV 1383196 2278768 40.75% 7.323%
4 7.268 702 711 723 rBV 1549797 2723354 48.70% 8.752%
5 7.650 768 776 787 rBVY 1350639 2390981 42.76% 7.684%
6 8.120 848 856 863 rBV 267791 458875 8.21% 1.475%
7 8.449 904 912 923 rBV 977156 1710595 30.59% 5.497%
8 9.277 1044 1053 1061 rBV 864497 1524535 27.26% 4 .899%
9 10.928 1326 1334 1344 rBV 347183 626540 11.20% 2.013%
10 13.367 1742 1749 1758 rVB 2064626 3260416 58.30% 10.477%

11 14.183 1880 1888 1894 rBV 269060 387564 6.93% 1.245%
12 14.736 1973 1982 1993 rBV2 548216 885361 15.83% 2.845%
13 16.216 2227 2234 2248 rBV 1791431 2814398 50.33% 9.044%
14 17.480 2442 2449 2461 rVB 753197 1134920 20.29%% 3.647%
15 18.373 2593 2601 2609 rBv2 111081 181728 3.25% 0.584%

16 20.088 2887 2893 2900 rVB 4185962 5592219 100.00% 17.971%
17 21.410 3113 3118 3127 rBV 243727 389483 6.96% 1.252%
18 21.757 3170 3177 3185 rVB2 824224 1373363 24.56% 4.413%
19 21.986 3212 3216 3222 rVB3 40040 60349 1.08% 0.194%
20 22.621 3318 3324 3331 rBV2 63223 123582 2.21% 0.397%

21 23.337 3439 3446 3457 rBV2 63899 138758 2.48% 0.446%
22 24.172 3582 3588 3596 rBV3 59464 136037 2.43% 0.437%
23 25.029 3724 3734 3746 rVB2 492443 1369093 24.48% 4._.400%
24 25.165 3749 3757 3766 rVB2 49666 137193 2.45% 0.441%
25 26.334 3952 3956 3967 rVB5 30354 84888 1.52% 0.273%

Sum of corrected areas: 31118299
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\

BG042788.D

12 Sep 2019 18:56

HP/JU

K4852-10

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG091219 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000
3.30

3.22

TIC: BG042788.D

7.65

8.45 9.28

8.12

10.93

0
Time-->

3.50 4.00 450 500 550 600 650 700

750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
4000000

3000000

2000000

1000000

13.37

TIC: BG042788.D

20.

16.22

17.48
14.74

14.18
18.37

09

21.76

21.41

21.99 22.62
A

05
Time-->

13.00 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
4000000

3000000

2000000

1000000

23/.\34

TIC: BG042788.D

25.03

5.16

24.17 26.33

0+

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\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 3

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

3.30 38.87 ng 891806 1,4-Dichlorobenzene-d4 8.12
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 36 (3.302 min): BG042788.D (-30) (-) m/z 73.05 100.00%
73
5000{ 43
L S
l ‘ | s01 . 320 340  3.60
0 L N B e o T e e m/z 43.10 46.53%
50

m/z--> 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T I T T I T T T I T T 1 7T I
3.20 3.40 3.60

43
1 m/z 55.10 30.85%
oLl |
77—
m/z--> 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
L B LA e e e
3.20 3.40 3.60
5000, 41 m/z 87.10 24.80%
ol H,L w. ?T. }%9.,. ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #2051: 1,3-Dioxolane, 2-methyl- L LA B e o s
73 3.20 3.40 3.60

m/z 41.10 12 _.38%

5000{ 43 M
oLl ‘ |

T T T [t
m/z--> 50 100 150 200 250 300 350 400 3.20 3.40

o
3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown7.65 Concentration Rank 1

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

7.65 104.21 ng 2390980 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 776 (7.650 min): BG042788.D (-768) (-) m/z 132.00 100.00%
132
68
5000
w0 s4 || o P - J . 740 7.60 7.80 8.00
o} R e B m/z 68.10 52.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
31 51 m/z 66.10 36.53%
0 [ L B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.14%
33 44 o 105 ‘
0 ”'I'”MI'NRQMJ”%{'”hjh”l"“I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methy!- R A
132 7.40 7.60 7.80 8.00
m/z 69.10 23.39%
5000
15 2839 52 O 77 90 104y5 |
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 6

R.T. EstConc Area Relative to ISTD R.T.
18.37 3.20 ng 181728 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Tridecanoic acid

4 Tetradecanoic acid
5 Pentadecanoic acid

256 C16H3202
284 C18H3602
214 C13H2602
228 C14H2802
242 C15H3002

000057-10-3 95
000057-11-4 87
000638-53-9 86
000544-63-8 83
001002-84-2 72

Abundance Scan 2601 (18.373 min): BG042788.D (-2593) (-) m/z 73.00 100.00%
73 n
5000
18.00 18.20 18.40 18.60
0! m/z 57.10 84.62%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LA L L L L L B LB B
129 18.00 18.20 18.40 18.60
97 3 m/z 60.10 82.09%
157 185
o i -
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
443 73
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 75.77%
o1 185
241 284
| 1. 187, | 207
okt L
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid e e e L
43 73 18.00 18.20 18.40 18.60
m/z 43.05 73.60%
5000 129
171
WAL | o
e o249 Lgos1
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.41 5.67 ng 389483 Chrysene-d12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98

2 1-Heneicosanol 312 C21H440 015594-90-8 94

3 1-Docosene 308 C22H44 001599-67-3 94

4 n-Tetracosanol-
5 Trifluoroacetoxy hexadecane

354 C24H500

338 C18H33F302

000506-51-4 91
006222-03-3 91

Abundance Scan 3118 (21.410 min): BG042788.D (-3113) (-)
o7
83
4
5000
o 139154 178194209226 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
29
0 d 139154 182 209
ARRRRARE RaRE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000
29
ob i 139954 187 210 238 266 204
ARRREARE RAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55
97
5000
29
125
NECEN| 153168
Frrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 57.05 100.00%

L

21.00 21.20 21.40 21.60 21.80

m/z 55.05 94 .46%

L

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
21.00 21.20 21.40 21.60 21.80

m/z 43.10 86.70%

_

21. OO 21. 20 21. 40 21. 60 21.80

m/z 83.05 79.67%

e

21.00 21.20 21.40 21.60 21.80

m/z 69.05 70.57%

-

21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2334 2.02ng 138758 Chrysene-d12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane. 3-methvl- 206 C21H44 006418-46-8 72

2 Pentadecane 212 C15H32 000629-62-9 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Eicosane., 2-methvl- 296 C21H44 001560-84-5 72
5 Eicosane 282 C20H42 000112-95-8 70
Abundance Scan 3446 (23.337 min): BG042788.D (-3439) (-) m/z 57.10 100.00%
57
e ‘——\//L
85
4 113 141 169 100209 239 23.00 23.20 23.40 23.60
ol AL ST 1t 1001007 7 239 gesB2 3L e 61,730
m/z--> 50 100 150 200 250 300
Abundance #141428: Eicosane, 3-methyl-
57
5000 RS BARRAUARRR
23. OO 23. 20 23. 40 23.60
85 m/z 71.10 55.71%
o 3 1 J (113 141 169 197 220239 27 294
m/z--> 5|O l(I)O 150 2(I)O 250 3(I)O I
Abundance #71393: Pentadecane
57
23.00 23.20 23.40 23.60
5000 g5 m/z 85.05 33.57%
[o) I\’I \J ||" le IMI ||1|13| Ilfl |16|9| : |2|:!-2| — T ——
m/z--> 100 150 200 250 300
Abundance #141425: Heneicosane
57 23.00 23.20 23.40 23.60
m/z 55.10 24 _.07%
5000 85
29
ol12 . L ,[113 141 169 197 225 253 296
m/z--> 5|O 100 150 200 250 300 23. OO 23. 20 23. 40 23 60 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042788.D

Aca On : 12 Sep 2019 18:56

Operator : HP/JU

Sample : K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 8
R.T. EstConc Area Relative to ISTD R.T.

25.16 2.00 ng 137193 Perylene-di12 25.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heptadecane 240 C17H36 000629-78-7 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3756 (25.159 min): BG042788.D (-3749) (-) m/z 57.10 100.00%

5000

24.80 25.00 25.20 25.40

155 191 223 259281

328 355

0! m/z 43.10 56.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
5000 LA L L L L L L B
85 24.80 25.00 25.20 25.40
29 m/z 71.10 45 _.53%
. 11 J1}3|141 169 197 225 253 262
el — T A A e o s o
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
R R b R St
24.80 25.00 25.20 25.40
5000 85 m/z 85.05 42 .22%
29
S i ....,....,.... — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57 24.80 25.00 25.20 25.40
m/z 41.05 26.30%
5000 85
29
0 \‘ “ ’ | \J 113. 141 169 197 225 268
e e e B R e N REE
m/z--> 50 100 150 200 250 300 350 400 24 80 25. 00 25. 20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091219\
Data File : BG042788.D

Acq On : 12 Sep 2019 18:56

Operator : HP/JU

Sample - K4852-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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... 3.30 38.9 ng 891806 1 8.12 458875 20.0
unknown? .65 7.65 104.2 ng 2390980 1 8.12 458875 20.0
n-Hexadecanoic acid 18.37 3.2 ng 181728 4 17.48 1134920 20.0
5-Eicosene, (E)- 21.41 5.7 ng 389483 5 21.76 1373360 20.0
Eicosane, 3-methyl- 23.34 2.0 ng 138758 5 21.76 1373360 20.0
Eicosane 25.16 2.0 ng 137193 6 25.03 1369090 20.0
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