LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG051520._.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 height area % max. total
1 5.541 410 417 429 rBY 376686 683142 14.89% 3.545%
2 7.144 683 690 703 rBVY 296298 557090 12.14% 2.891%
3 7.949 820 827 834 rBvV 213204 377565 8.23% 1.959%
4 8.272 872 882 891 rBVY 698775 1276762 27.82% 6.625%
5 9.112 1017 1025 1041 rBV 631772 1193132 26.00% 6.191%
6 10.757 1298 1305 1313 rBV 278931 516069 11.24% 2.678%
7 11.867 1487 1494 1502 rVB3 25542 50115 1.09% 0.260%
8 12.314 1563 1570 1577 rBV 30961 53196 1.16% 0.276%
9 12.637 1615 1625 1630 rBvV4 29038 64101 1.40% 0.333%
10 13.213 1712 1723 1737 rBV 1748201 2885594 62.88% 14.973%
11 13.923 1838 1844 1853 rBV 24706 67142 1.46% 0.348%
12 14.041 1859 1864 1870 rBV 158413 251135 5.47% 1.303%
13 14.317 1903 1911 1918 rBVvV4 28935 62821 1.37% 0.326%
14 14.593 1952 1958 1965 rBvV2 431115 689607 15.03% 3.578%
15 15.204 2057 2062 2069 rBvV8 19517 47742 1.04% 0.248%

16 15.973 2188 2193 2201 rVB3 58740 124312 2.71% 0.645%
17 16.091 2206 2213 2229 rVB 1477089 2415409 52.63% 12.533%
18 17.342 2420 2426 2433 rBV 530393 794489 17.31% 4.123%
19 19.962 2866 2872 2879 rBV 3378039 4589378 100.00% 23.814%
20 21.255 3089 3092 3100 rVB2 125368 194820 4._.25% 1.011%

21 21.601 3146 3151 3158 rVB 537745 872022 19.00% 4 _.525%
22 22.400 3283 3287 3292 rVB3 56526 84834 1.85% 0.440%
23 23.076 3398 3402 3409 rVB2 71386 131961 2.88% 0.685%
24 23.863 3531 3536 3543 rVB 85651 171996 3.75% 0.892%
25 24.750 3678 3687 3700 rVvB2 338506 1117575 24.35% 5.799%

Sum of corrected areas: 19272009
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045628.D
3500000

3000000
2500000
2000000
1500000

1000000
8.27 911

500000 5.54 714 - 10.76

11. 87 12, 3]12 64

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG045628.D
3500000 19.96

3000000
2500000

2000000
13.21

16.09
1500000

1000000
21.60

14.59 ahe
500000 : A
21.25
14.04 22.40
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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 TIC: BG045628.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.75
23.08 23.86
LA A

O T T T T T T A T T T e e e T

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\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 Benzo[b]thiophene, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.06 ng 53196 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 5-methyl- 148 C9HS8S 014315-14-1 83
2 3-Methylbenzothiophene 148 C9HS8S 001455-18-1 80
3 Benzo[b]thiophene, 4-methyl- 148 C9HS8S 014315-11-8 72
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 72
5 1-(3-Methylbutyl)-2,3,4,5-tetram... 204 C15H24 116761-71-8 72
Abundance Scan 1569 (12.308 min): BG045628.D (-1563) (-) m/z 147.05 100.00%
147
5000
45 69 g5 115, 310 12.00 12.20 12.40 12.60
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147
5000
12.00 12.20 12.40 12.60
5 6 m/z 69.05 10.06%
0 ..‘,.‘.“..,“..‘.“.‘,.8.9.,“..1.‘.,.1.:?.2 N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
147
12.00 12.20 12.40 12.60
5000 m/z 149.05 8.87%

45 59 74 gg 115

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

Abundance #23294: Benzo[b]thiophene, 4-methyl-
147 12.00 12.20 12.40 12.60

m/z 115.05 8.26%
5000
45 115
0 ..uJJ.ﬁ.JJJ,ﬁ?.,w.n.P%?? e —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 3 Naphthalene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.48 ng 64101 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 90
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 86
3 Naphthalene, 2-butyl- 184 C14H16 001134-62-9 59
4 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 59
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 53
Abundance Scan 1626 (12.643 min): BG045628.D (-1615) (-) m/z 142.05 100.00%
142
115
5000
45 63 75 g 98 128 159 12,40 12,60 12.80 13.00
o B e m/z 141.05 94 _.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19239: Naphthalene, 2-methyl-
142
5000
115 12.40 12.60 12.80 13.00
m/z 115.05 70.97%
0 39 58 71 89 102 | 126 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
142
12.40 12.60 12.80 13.00
5000 m/z 138.95 18.25%
115
71
0 27 39 51 g1 89 102 126
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48924: Naphthalene, 2-butyl-
141 12.40 12.60 12.80 13.00
m/z 143.05 12.73%
5000
184
115
ol 13 44 63 76 89 102 | 128 | 195167
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 4 1-Naphthalenecarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.13 ng 124312 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 52
2 N,N-Dimethylthiocarbamic acid, 3... 235 C13H17NOS 1000197-43-1 47
3 Benzene, 1,3-bis(1-buten-3-yl-)- 186 C14H18 158117-62-5 38
4 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 37
5 [2-(Hydroxy-phenyl-phosphinoyl)-... 316 C15H13N204P 300566-65-8 27
Abundance Scan 2192 (15.968 min): BG045628.D (-2188) (-) m/z 131.05 100.00%
131
176
5000 o1 158
a0 O 1560 15.80 16.00 16,20
193 - - :
ol b dai20 3% /7 176.05  49.04%
m/z--> 50 100 150 200 250 300 350
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
158176
5000 91
51 15.60 15.80 16.00 16.20
27 m/z 158.00 45 _52%
o ! ‘.““l“.‘.‘..luuuuluuuu|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
131
72 15.60 15.80 16.00 16.20
5000 m/z 114.95 42 _.18%
91
42 235
0 114 161 202
m/z--> 50 100 150 200 250 300 350
Abundance #50389: Benzene, 1,3-bis(1-buten-3-yl-)- R R RmmaR S o
5 131 15.60 15.80 16.00 16.20
m/z 91.05 37.97%
5000
91
29 186
0 74 | g 157 |
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 5 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.25 4_47 ng 194820 Chrysene-d12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3091 (21.249 min): BG045628.D (-3089) (-) m/z 83.05 100.00%
57
200 M’V\-AL
269 325 387 429 21. 00 21. 20 21. 40 21. 60
— 08 m/z 57.05 89.78%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55 g3
5000 LN SUMLIE SRR AN B
29 111 21.00 21.20 21.40 21.60
‘ ‘ m/z 69.05 86.10%
oLl \‘ ‘H | “13:9‘16”%2.2?.,....,....,....,....,....,.
m/iz--> 0 50 200 250 300 350 400 450 500
Abundance
57
83 R SUNII SIS B U
21.00 21.20 21.40 21.60
5000 111 m/z 55.05 81.91%
29 169
Ol 1y T 11 e ] T T e T e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164113: Trifluoroacetic acid, pentadecy! ester  EEEEEE R e
57 21.00 21.20 21.40 21.60
83 m/z 43.05 78.90%
5000 111
29
o | [140 182210 255 506
mz> 50 100 150 200 20 3o 3% 4o 4% 5k 21,00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 6 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.08 3.03 ng 131961 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 76
2 Octadecane 254 C18H38 000593-45-3 76
3 Tricosane 324 C23H48 000638-67-5 76
4 Nonadecane 268 C19H40 000629-92-5 70
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 70
Abundance Scan 3403 (23.082 min): BG045628.D (-3398) (-) m/z 57.05 100.00%
57
85
5000
182 22.80 23.00 23.20 23.40
08231 261287 328 417
0l Al 30 5 "m/z 71.10 91.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194495: Hexacosane
57
5000 85 BRI ARE
22. 80 23. oo 23 20 23. 40
- 113 m/z 85.05 72.92%
366
ol 005 a5s st 09 057 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
2280 23.00 23.20 23140
5000 85 m/z 43.10 54 _.22%
29
. 113 141 169 197 995 254
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #164578: Tricosane BN EEEEE S
57 22.80 23.00 23.20 23.40
m/z 55.05 34.38%
5000 85
113 324
o LU 100197 230267 305 ]
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&1;0 22. 80 23. oo 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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 7 6,6-Diethylhexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.86 3.08 ng 171996 Perylene-di12 24.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6,6-Diethylhexadecane 282 C20H42 1000360-41-4 86
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 83
3 Pentadecane 212 C15H32 000629-62-9 74
4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 72
5 5-Butyl-5-ethylheptadecane 324 C23H48 1000360-43-0 72
Abundance Scan 3536 (23.863 min): BG045628.D (-3531) (-) m/z 57.05 100.00%
g7
85
5000
HSR LR BN BRI
193 23.60 23.80 24.00 24.20
18 253 295 305 355
ol iyl 325 m/z 71.15 83.17%

m/z--> 0 50 100 150 200 250 300 350 400

450 500

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #129500: 6,6-Diethylhexadecane
57
85
5000
141
113 253
‘M\\‘lﬁgz“ |
0 L | O v | 1
T T e e T e

450 500

Abundance

:

T T T I
23.60 23.80 24.00 24.20

m/z 85.05 64 .88%

i

23.60 23.80 24.00 24.20

m/z 43.05 55.77%

23.60 23.80 24.00 24.20

m/z 55.05 30.87%

57
5000 85
29 253
L2 113141169197 905 | 281
T T T T T T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71395: Pentadecane
5000
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500

T T T I
23.60 23.80 24.00 24.20

8270-BG051520.M Mon Jun 08 03:33:34 2020

Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060520\
Data File : BG045628.D

Acq On : 5 Jun 2020 22:55

Operator : CG/JU

Sample : L2903-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Benzo[b]thiophene... 12.31 2.1 ng 53196 2 10.76 516069 20.0
Naphthalene, 2-me... 12.64 2.5 ng 64101 2 10.76 516069 20.0
1-Naphthalenecarb... 15.97 3.1 ng 124312 4 17.34 794489 20.0
Cyclohexadecane 21.25 4.5 ng 194820 5 21.60 872022 20.0
Hexacosane 23.08 3.0 ng 131961 5 21.60 872022 20.0
6,6-Diethylhexade... 23.86 3.1 ng 171996 6 24.74 1117580 20.0
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