LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 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-BG012919.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 3.226 17 23 31 rBv 79936 154187 5.04% 0.770%
2 3.296 31 35 49 rVB 49465 86493 2.83% 0.432%
3 5.252 362 368 377 rVB 53313 87973 2.87% 0.440%
4 5.711 439 446 456 rVB 941317 1471381 48.08% 7.351%
5 7.308 710 718 728 rBVY 1002392 1762697 57.59% 8.806%
6 7.696 775 784 793 rBV 924397 1573266 51.40% 7 .860%
7 8.172 858 865 873 rBV 178369 306732 10.02% 1.532%
8 8.495 911 920 929 rBV 595821 1041366 34.03% 5.203%
9 9.347 1055 1065 1076 rBV 579697 1028080 33.59% 5.136%
10 10.992 1338 1345 1356 rBvV 272355 479809 15.68% 2.397%

11 13.418 1751 1758 1765 rBV 1322241 2076997 67.86% 10.377%
12 14.234 1890 1897 1903 rBV 109799 151979 4._.97% 0.759%
13 14.792 1986 1992 2002 rBV3 470988 759967 24.83% 3.797%
14 16.279 2238 2245 2258 rBV 1321689 1999468 65.33% 9.989%
15 17.536 2453 2459 2470 rBV2 642917 997704 32.60% 4._.985%

16 18.393 2597 2605 2623 rBV2 55999 111609 3.65% 0.558%
17 20.132 2895 2901 2908 rBV 2262499 3060533 100.00% 15.290%
18 21.425 3115 3121 3129 rBV 138173 207438 6.78% 1.036%
19 21.830 3182 3190 3199 rBV2 658895 1122403 36.67% 5.608%

20 21.989 3212 3217 3227 rVB 29627 50869 1.66% 0.254%

21 22.617 3320 3324 3340 rVvB4 36144 89503 2.92% 0.447%

22 23.346 3441 3448 3454 rBV2 46920 87832 2.87% 0.439%

23 24.191 3585 3592 3599 rVB2 45723 93980 3.07% 0.470%

24 25.208 3753 3765 3782 rVB 371298 1157575 37.82% 5.783%

25 26.388 3958 3966 3976 rVB5 20317 56092 1.83% 0.280%
Sum of corrected areas: 20015933
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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\HPCHEMI\BNA G\DATA\BG021219\

BG039468.D

12 Feb 2019 17:52

JussJ

K1462-19

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000
1500000
1000000

500000

30

TIC: BG039468.D

5.71 7.70

8.50 9.35

8.17
5.25

10.99

0
Time-->

3.50 4.00 450 500 550 600 650 700

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

13.42

TIC: BG039468.D

16.28

17.54
14.79

14.23 18.39

A
T T

20.13

21.83

21.42
22.62

1.99

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

2000000

1500000

1000000

500000

23.35

TIC: BG039468.D

25.21

24.19 26.39

o=

Time-->

A AN
LB DL L L L L L L L DL L L LN LA L L L L L L

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\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 5

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

3.30 5.64 ng 86493 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 7
5 (R)-3-Pyrrolidinol 87 C4H9NO 002799-21-5 7

Abundance Scan 36 (3.302 min): BG039468.D (-31) (-) m/z 73.15 100.00%
73
5000 43 K
| | 43 320 340 360
et m/z 43.15 40.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 T T T T
43 320 340  3.60
m/z 87.25 27 .90%
m/z--> 100 150 200 250 300 350 400
Abundance #855: 1-Propanol, 2-methyl-
43
300 3w sk
5000 m/z 55.15 24 _47%
74
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol Y i

73 3 20 3. 40 3.60
m/z 45.15 9.66%

5000 41 J\A
| ‘ | h 97 129

IIIlIIIIIIIIIIIIII LN I B T T T T LN I B IIIIIII IIIIII T IIIII

I T
m/z--> 50 100 150 200 250 300 350 400 3. 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.25 5.74 ng 87973 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-0Octanol 130 C8H180 000589-98-0 33
3 Acetone 58 C3H60 000067-64-1 22
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 _alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 9

Abundance Scan 368 (5.252 min): BG039468.D (-362) (-) m/z 43.15 100.00%
43
5000
101 R RS LN RN A
l 400 5.00 5.20 5.40 5.60
A m/z 59.15 60.77%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RS SN LR L
5.00 5.20 5.40 5.60
‘ m/z 101.15  18.73%
15 J 101
J'4’ ""4""| UL AR SR UL UL B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #13627: 3-Octanol
59
83 500 520 540 5.60
5000 m/z 58.10 16.61%
29
..w.hi#..,g%..,....,.... e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217: Acetone
43 5.00 5.20 5.40 5.60
m/z 41.15 10.18%
5000
5,
mz-> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 4 unknown7.70 Concentration Rank 1

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

7.70 102.58 ng 1573270 1,4-Dichlorobenzene-d4 8.17
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 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 785 (7.702 min): BG039468.D (-775) (-) m/z 132.15 100.00%
132
5000 68
40 54 | 75 % 103 740 7.60 7.80 8.00
..,....,....,...:,'.'.‘.‘?,:.'..?:1:~.'.|,..':'.,.f.‘?.,...|.,.':..,.1.1.5.,....,"...,... m/z 68.15 41.89%
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 AT
7.40 7.60 7.80 8.00
0
314 5 78 m/z 134.15 32.90%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-

132

7.40 7.60 7.80 8.00
5000 m/z 66.15 27 .89%

63
15 28 39 52 T 7 90 1M 44 |

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine S e

132 7.40 7.60 7.80 8.00
m/z 96.15 16.45%

5000
33 44 o g7 105
78

R B o e R AR aa s B e R R  ERaaE e R

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.24 ng 111609 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99

2 Pentadecanoic acid
3 Tridecanoic acid

4 Tetradecanoic acid
5 Dodecanoic acid

242 C15H3002
214 C13H2602
228 C14H2802
200 C12H2402

001002-84-2 83
000638-53-9 70
000544-63-8 64
000143-07-7 38

Abundance Scan 2604 (18.387 min): BG039468.D (-2597) (-) m/z 73.15 100.00%
73
5000
97 129 213
171 256
| | | l 248 18.00 18.20 18.40 18.60 18.80
b A L gl = m/z 60.15  96.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
5000 129
83 18.00 18.20 18.40 18.60 18.80
0
157 g5 213 256 m/z 43.25 92.99%
O.ﬂ.lL1J.1.m.,u...,..”,....,....w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95855: Pentadecanoic acid
43 73
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 55.15 92.72%
97 199 242
Lol |
O O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
43 73 18.00 18.20 18.40 18.60 18.80
m/z 57.25 85.76%
5000
129 171 214
L5
e
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039468.D

Aca On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample : K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.42 3.70 ng 207438 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3120 (21.419 min): BG039468.D (-3115) (-) m/z 57.20 100.00%
57
83
5000
y‘ 111
139 207 21.20 21.40 21.60 21.80
e “ LS8 L Ao s w/z 43.15  80.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000
111 21.20 21.40 21.60 21.80
29 m/z 55.15 73.19%
FLAA )LL) 1280 ¥ 210238 g3 434
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97
21.20 21.40 21.60 21.80
5000 m/z 83.25 58.21%
125
29
cLadd l } 1?9 196 224 252 297 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97 21.20 21.40 21.60 21.80
m/z 69.15 52.73%
5000
125
29 | | l 1153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021219\
Data File : BG039468.D

Acq On : 12 Feb 2019 17:52

Operator : JU/SJ

Sample - K1462-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5.6 ng 86493 1 8.17 306732 20.0
2-Pentanone, 4-hy... 5.25 5.7 ng 87973 1 8.17 306732 20.0
unknown7 .70 7.70 102.6 ng 1573270 1 8.17 306732 20.0
n-Hexadecanoic acid 18.39 2.2 ng 111609 4 17.54 997704 20.0
Heptadecyl heptaf... 21.42 3.7 ng 207438 5 21.83 1122400 20.0
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