LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

3.475 26 32 43 rBvV 65618 140930 4_.09% 0.968%
3.569 43 48 57 rvB 52469 87407 2.54% 0.601%
rBv 40901 74206 2.15% 0.510%
6.284 503 510 536 rBV 685843 1334004 38.70% 9.166%
7.970 790 797 818 rBV 678609 1470095 42.65% 10.101%

abrwNPE
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6 8.370 857 865 888 rBvV 652966 1368632 39.71% 9.404%
7 9.192 996 1005 1021 rBV 497171 1011529 29.35% 6.950%
8 10.056 1144 1152 1173 rBV2 368488 881693 25.58% 6.058%
9 14.104 1833 1841 1856 rBV 1117076 1954771 56.72% 13.432%
10 14.891 1968 1975 1984 rBV 72951 127115 3.69% 0.873%
11 16.237 2201 2204 2210 rVB 37155 46034 1.34% 0.316%
12 16.948 2318 2325 2343 rBV 1125929 1844956 53.53% 12.677%
13 17.095 2345 2350 2360 rVB 34589 68649 1.99% 0.472%

14 19.004 2669 2675 2684 rBV2 74581 125558 3.64% 0.863%
15 20.726 2962 2968 2979 rBV 2621447 3446618 100.00% 23.682%

16 22.065 3191 3196 3202 rBV7 19681 38140 1.11% 0.262%
17 23.828 3488 3496 3504 rBv4 69944 156575 4._.54% 1.076%
18 24.415 3588 3596 3607 rvB2 171580 376632 10.93% 2.588%

Sum of corrected areas: 14553544

8270-BG031918.M Tue Apr 10 13:04:06 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033679.D
2500000

2000000

1500000

1000000
6.28 7.97 837

500000 10.06

3387 5.77

N & L R b

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033679.D

2500000

20.73

2000000
1500000
14.10 16.95

1000000

500000

14.89 19.00
ol e free w0 20

Time--> 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: BG033679.D

2500000

2000000
1500000
1000000

500000

24.42
23/.\83

O T T e T T e

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:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Phenol, 2-fluoro- Concentration Rank 5

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

6.28 30.26 ng 1334000 Naphthalene-d8 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-fluoro- 112 C6H5FO0 000367-12-4 93
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 23
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 10
4 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 9
5 Ethyl Chloride 64 C2H5CI 000075-00-3 7

Abundance Scan 509 (6.278 min): BG033679.D (-503) (-) m/z 112.00 100.00%
112
64
5000
92
38 3 660 620 640 660
2 m/z 64.00 77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6352: Phenol, 2-fluoro-
64 12
5000 ESE ARSI
6.00 6.20 6.40 6.60
s 92 m/z 63.00 43.64%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
64
48 600 620 640 6.60
5000 m/z 92.00 29.82%
81 111
mwwwwwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6354: Phenol, 4-fluoro- R mEE T R LR
112 6.00 620 640 660

m/z 57.00 26 .35%

5000
83
57
39

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4H-Imidazol-4-one, 2-amino-... Concentration Rank 3

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

7.97 33.35 ng 1470100 Naphthalene-d8 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 64
2 2-Furancarboxvlic acid. tetrahvd... 144 C6H804 022073-04-7 45
3 2-Pvrrolidinone. 4-methvl- 99 C5H9NO 1000197-00-3 43
4 3.5-Diamino-1.2.4-triazole 99 C2H5N5 001455-77-2 43
5 Phenol-d6- 100 C6D60 013127-88-3 40

Abundance Scan 797 (7.970 min): BG033679.D (-790) (-) m/z 99.00 100.00%
9o
5000 71 ]\\‘
42 SRR RN AR AR
20 7.60 7.80 8.00 8.20 8.40
4 m/z 71.10 43.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43 99
5000 SRR RS SRR N
7 7.60 7.80 8.00 Mosm
‘ m/z 42.00 21.90%
-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%Z:::===

Abundance
99
R AREREE Ra sy s E L
7.60 7.80 8.00 8.20 8.40
5000 P m/z 70.10 18.02%
27
129144
mﬁmmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3500: 2-Pyrrolidinone, 4-methyl-  EEam s e RS e AR
30 7.60 7.80 8.00 8.20 8.40

m/z 69.00 15.54%
5000 99

56
b [ 71

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 800 8.20 8.40

f::::=>
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.37 31.05 ng 1368630 Naphthalene-d8 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 865 (8.370 min): BG033679.D (-857) (-) m/z 132.00 100.00%

132
68
5000
96

40 54 104 800 820 840 860 880
6 g7 115 148
..,....,....,...!I'!...,!!..,:!.-.|.1.,....,....,.'!~..,....,....,'.'..,....,.... m/z 68.00 52.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 R e T
800 8.20 840 8.60 8.80

70 m/z 66.00 35.84%

31 60
52 ® | 38 105 16
T T T e I T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132
69

104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 32.66%

39

WTWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14503: 1H-Benzimidazole, 2-methyl- e R
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 20.16%

5000
63 90 104
15 28 39 52 ) 77 1 |, 116 \
T T T T e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.24 13.41 ng 46034 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptacosane 380 C27H56 000593-49-7 78
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 2205 (16.243 min): BG033679.D (-2201) (-) m/z 57.00 100.00%

5000

16.00 16.20 16.40 16.60
m/z 43.00 76.75%

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

Abundance #71393: Pentadecane
57
5000 LA L L LB L L L B B
16.00 16.20 16.40 16.60
m/z 85.00 39.14%
99
2%‘ “ \‘ || \141 212
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 71.05 38.92%
97

141 183 225 267 309 351 393 463 505 561 603

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

Abundance #59881: Tetradecane
57 16.00 16.20 16.40 16.60
m/z 41.00 31.23%
5000
% 141 108
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.09 20.00 ng 68649 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80

Abundance Scan 2349 (17.089 min): BG033679.D (-2345) (-) m/z 57.00 100.00%

5000

16.80 17.00 17.20 17.40
m/z 43.00 78.92%

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

Abundance #83027: Hexadecane
57
5000 LA L L L L L L LB
16.80 17.00 17.20 17.40
m/z 85.00 43.82%
14 1] " 101 183 226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.80 17.00 17.20 17.40
5000 m/z 71.00 38.89%

9
141 183 239 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57 16.80 17.00 17.20 17.40

m/z 41.05 30.38%

5000

97
, 141 183 225 267 309 351 393 432463 505 561 603

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.00 36.58 ng 125558 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2674 (18.998 min): BG033679.D (-2669) (-) m/z 43.00 100.00%
7B
5000
129
97 157 213 A A A A
| | 1 185 256 e 321 18.60 18.80 19.00 19.20 19.40
ALl m/z 73.00 97.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.60 18.80 19.00 19.20 19.40

83 -
157 1g5 213 256 m/z 60.00 92.18%
239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 78
18.60 18.80 19.00 19.20 19.40
5000 129 m/z 55.05 84.72%
171
27 97
113 152 197214
mmmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39474: n-Decanoic acid e LA RE e R e
73 18.60 18.80 19.00 19.20 19.40
m/z 57.00 83.47%
129
5000
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 p-Terphenyl-dl4 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.73 1807.35 ng 3446620 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Terphenvl-dl4 244 C18D14 001718-51-0 90
2 4-Phenvildibenzofuran 244 C18H120 1000314-39-5 74
3 Anthracen-1(2H)-one. 3.4-dihvdro... 244 C14H1204 037802-95-2 64
4 Imidazoll.2-alpvridine. 2-(2-nap... 244 C17H12N2 038922-71-3 64
5 4-Benzylbiphenyl 244 C19H16 000613-42-3 64
Abundance Scan 2969 (20.732 min): BG033679.D (-2962) (-) m/z 244.10 100.00%
244
5000
122 160 1, 212 20.40 20.60 20.80 21.00
Ol e 82202717 7384 L Il 265285 322 356319 | 77 245 20 20.54%
m/z--> 50 100 150 200 250 300 350
Abundance #97569: p-Terphenyl-d14
244
5000 INALABLUABRLUABL VAR

20.40 20.60 20.80 21.00
m/z 243.20 14 .43%

122
30 54 8099 | 1?0 184 22

T
m/z--> 50 100 150 200 250 300 350

Abundance
244
R e
20.40 20.60 20.80 21.00
5000 m/z 240.10 10.58%
30 63 94 122 163 189 215
—— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #97249: Anthracen-1(2H)-one, 3,4-dihydro-8,9,10-trihydroxy- R B R
244 20.40 20.60 20.80 21.00
m/z 212.10 8.31%
5000
188
51 77 102121141100 | 215
R R L B e R R R maEE
m/z--> 50 100 150 200 250 300 350 20.40 20. 60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.07 20.00 ng 38140 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 89
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 86
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 58
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 49
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 49
Abundance Scan 3197 (22.071 min): BG033679.D (-3191) (-) m/z 55.00 100.00%
56
97
5000

429 21.80 22.00 22.20 22.40
m/z 56.95 98 .94%

192 230293 281

m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 s B A L
29 111 21.80 22.00 22.20 22.40

m/z 43.05 86.61%
‘ L 39 167 196 224 252 280

m/z--> 50 250 300 350 400
Abundance
57 83
R R REEE S
21.80 22.00 22.20 22.40
5000 m/z 97.05 62.69%
29 111

139 168 196 223 252 280

m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83 21.80 22.00 22.20 22.40
m/z 82.90 50.81%
5000 11
29
139 250

LMY P aom 100 2070 207 e

m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40

8270-BG031918.M Tue Apr 10 13:04:11 2018

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown23.83 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.83 8.31 ng 156575 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 47
2 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 35
3 Phthalic acid. 3.5-difluorophenv... 418 C24H28F204 1000315-53-1 27
4 9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI12N403 1000111-04-6 27
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 27
Abundance Scan 3496 (23.828 min): BG033679.D (-3488) (-) m/z 70.00 100.00%
70
149 261
5000 112
41 . .
23.60 23.80 24.00 24.20
207 282
A ~1.|b9,". | s A5 27230 | 2P7 327 355 343 | o T148 95 76.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207809: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70 112 261
149
5000
23.60 23.80 24.00 24.20
‘ m/z 261.10 69.30%
,,‘ﬁ?lww‘,‘ W R - S - N
m/z--> 50 100 150 200 250 300 350 400
Abundance
261
L7 ' 23.60 23.80 24.00 24.20
5000 m/z 112.10 44 _28%
112
41 70 132
mz-> 50 100 150 200 250 300 350 400
Abundance #218536: Phthalic acid, 3,5-difluorophenyl 6-ethyloct-3-yl...
149 23.60 23.80 24.00 24.20
m/z 57.00 41.64%
5000 37 85 261
29‘\ ‘J M ieeoa 2m |
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:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033679.D

Aca On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .42 20.00 ng 376632 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
5 trans-Farnesol 222 C15H260 000106-28-5 78
Abundance Scan 3597 (24.421 min): BG033679.D (-3588) (-) m/z 69.00 100.00%
60
5000 J\
e 30 2440 5160 2480
149 . . . :
ek b T I 218 251 209 885 0 Tz 81.00 51.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! U U B SO R
24.20 24.40 24.60 24.80
m/z 40.95 22 .94%
9% 137
CLb a1ty 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.20 24.40 24.60 24.80
5000 m/z 68.00 13.02%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69 24.20 24.40 24.60 24.80
m/z 95.00 11.83%
5000 41
e 121
L L9 a7 20sppspas 273 200 342
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
Data File : BG033679.D

Acq On : 9 Apr 2018 14:08

Operator : SJ/JU

Sample : J2227-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Phenol, 2-fluoro- 6.28 30.3 ng 1334000 1 11.58 881693 20.0
4H-1Imidazol-4-one. .. 7.97 33.4 ng 1470100 1 11.58 881693 20.0
unknown8 .37 8.37 31.1 ng 1368630 1 11.58 881693 20.0
Pentadecane 16.24 13.4 ng 46034 3 17.43 68649 20.0
Hexadecane 17.09 20.0 ng 68649 3 17.43 68649 20.0
n-Hexadecanoic acid 19.00 36.6 ng 125558 3 17.43 68649 20.0
p-Terphenyl-d14 20.73 1807.3 ng 3446620 4 21.50 38140 20.0
3-Eicosene, (E)- 22.07 20.0 ng 38140 4 21.50 38140 20.0
unknown23.83 23.83 8.3 ng 156575 5 25.06 376632 20.0
Squalene 24._42 20.0 ng 376632 5 25.06 376632 20.0
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