LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample : K4852-16

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-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 3.217 16 22 31 rBv 185394 368513 9.63% 1.558%
2 3.293 31 35 44 rVB 343730 507913 13.28% 2.147%
3 5.685 435 442 452 rBV 946367 1523898 39.84% 6.442%
4 7.265 704 711 720 rBVY 1040505 1782633 46.60% 7 .536%
5 7.653 769 777 785 rBV 902923 1586368 41.47% 6.706%
6 8.123 847 857 864 rBV 279083 493849 12.91% 2.088%
7 8.446 903 912 923 rBV 671826 1191573 31.15% 5.037%
8 9.274 1044 1053 1061 rBV 567035 1008808 26.37% 4.264%
9 10.931 1327 1335 1342 rVB 358091 662993 17.33% 2.803%
10 13.364 1742 1749 1757 rBV 1428813 2246713 58.74% 9.497%

11 14.181 1882 1888 1894 rBV 117314 173854 4 _55% 0.735%
12 14.739 1976 1983 1992 rVB2 603423 945740 24.72% 3.998%
13 16.213 2227 2234 2247 rBV 1225870 1940096 50.72% 8.201%
14 17.477 2443 2449 2456 rBV2 821827 1238634 32.38% 5.236%
15 18.370 2597 2601 2611 rBV2 134607 207488 5.42% 0.877%

16 19.639 2813 2817 2821 rBV4 39168 50890 1.33% 0.215%
17 20.085 2887 2893 2899 rVB 3047780 3825112 100.00% 16.169%
18 21.407 3114 3118 3127 rBV2 203680 329064 8.60% 1.391%
19 21.754 3171 3177 3187 rVB 874202 1467418 38.36% 6.203%

20 21.983 3212 3216 3220 rBV3 30371 41006 1.07% 0.173%
21 22.618 3319 3324 3329 rBV3 54323 97154 2.54% 0.411%
22 23.334 3440 3446 3456 rVB3 58592 125278 3.28% 0.530%
23 23.522 3474 3478 3486 rVB3 38540 75631 1.98% 0.320%

24 24.163 3581 3587 3595 rBV3 49468 113619 2.97% 0.480%
25 25.027 3724 3734 3749 rVB3 500302 1426604 37.30% 6.031%

26 25.156 3749 3756 3764 rVB4 41251 107124 2.80% 0.453%

27 26.331 3953 3956 3965 rVB6 28826 63204 1.65% 0.267%
28 26.431 3968 3973 3984 rVB6 16293 55226 1.44% 0.233%
Sum of corrected areas: 23656403
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 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

Abundance TIC: BG042792.D
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Abundance TIC: BG042792.D
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Abundance TIC: BG042792.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.29 20.57 ng 507913 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 34 (3.287 min): BG042792.D (-31) (-) m/z 73.10 100.00%
3

—

5000 43
320 340 360
o 127 207 28 23 m/z 43.10 46.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L R B B B
43 320 3.40 3.60
m/z 55.10 32.72%
74
Ot e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

320 340  3.60
5000 m/z 87.10 25.84Y%

4

| 97 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2051: 1,3-Dioxolane, 2-methyl- IS S e s e e e
73 320 3.40 360
m/z 41.10 12.31%
5000 43
2]
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 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 64 .25 ng 1586370 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10

Abundance Scan 777 (7.653 min): BG042792.D (-769) (-) m/z 132.00 100.00%
32
5000

7.40 7.60 7.80 8.00

0 m/z 68.10 49 _.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 |/|\|||||||||||||||||||||

7.40 7.60 7.80 8.00
m/z 66.10 33.91%

15 39 6|i|3 90 104

Otrrr et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole
132
A RARRE LSS
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.73%
104
66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R B N mama
132 7.40 7.60 7.80 8.00
m/z 69.10 20.25%
5000
69
5
39 89103
0‘ TTWWWWWW Ty rrrrpr iy rprrrrproT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 740 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 : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 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 3.35 ng 207488 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Docosanoic acid 340 C22H4402 000112-85-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2601 (18.370 min): BG042792.D (-2597) (-) m/z 73.00 100.00%

43

5000

-

256 18.00 18.20 18.40 18.60

m/z 43.10 83.91%

339 366

0!

m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43 7
5000 256 LA L L L L LB L B
129 18.00 18.20 18.40 18.60
213 m/z 60.05 77.83%
157 185
o P S < A
m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
a3 | P
18.00 18.20 18.40 18.60
5000 m/z 55.10 74 .94%
129 171 214
LA ] s T s |
ob bl oy | |22 | es |
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
a3 7 18.00 18.20 18.40 18.60
m/z 41.10 69.80%
5000 129
o1 185
241 284
‘ 157 207
ol 1Y PN L0 AP N N,
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BG091219.M Fri Sep 13 17:48:04 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042792.D

Aca On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 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 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 4.48 ng 329064 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Cvclotetracosane 336 C24H48 000297-03-0 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 3118 (21.407 min): BG042792.D (-3114) (-) m/z 57.10 100.00%
a7
97
5000
125 21.00 21.20 21.40 21.60 21.80
154 207 : : : : :
ob LAl b)) (147 207 265 22 7381 7 TEETio 0 92.70%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
56
97
5000
29 21.00 21.20 21.40 21.60 21.80
o5 m/z 43.05 91.06%
ol L | 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
83
21,00 21.20 21.40 21.60 21.80
5000 m/z 69.10 72.51%
111
ol 1| 3 J‘J\J | 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- B e TR
57 21.00 21.20 21.40 21.60 21.80
83 m/z 97.10 66.53%
5000
29 111
o ] H I J 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80

8270-BG091219.M Fri Sep 13 17:48:05 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091219\
Data File : BG042792.D

Acq On : 12 Sep 2019 21:30

Operator : HP/JU

Sample - K4852-16

Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.29 20.6 ng 507913 1 8.12 493849 20.0
unknown? .65 7.65 64.3 ng 1586370 1 8.12 493849 20.0
n-Hexadecanoic acid 18.37 3.4 ng 207488 4 17.48 1238630 20.0
1-Docosene 21.41 4.5 ng 329064 5 21.75 1467420 20.0
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