LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator : JU

Sample - K5154-21

Misc :

ALS Vial : 10 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-BG092519_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 3.166 7 13 21 rBV 195431 374814 7.14% 1.504%
2 3.242 21 26 41 rVB 497576 748439 14.25% 3.003%
3 5.639 427 434 446 rBV 489420 810374 15.43% 3.252%
4 7.226 695 704 716 rBvV2 348385 715796 13.63% 2.872%
5 7.596 757 767 780 rBV 793408 1380258 26.28% 5.538%
6 8.060 838 846 854 rBvY 166231 284441 5.41% 1.141%
7 8.383 892 901 910 rBVY 550676 980765 18.67% 3.935%
8 9.218 1033 1043 1053 rBVY 473183 881456 16.78% 3.537%
9 10.863 1314 1323 1330 rBV 215410 400906 7.63% 1.609%
10 13.301 1730 1738 1755 rBV 1487332 2360386 44.94% 9.471%

11 14.124 1872 1878 1888 rBV 198182 312451 5.95% 1.254%
12 14.676 1963 1972 1983 rBV 422494 683526 13.01% 2.743%
13 16.162 2216 2225 2237 rBV 1679346 2592201 49.35% 10.401%
14 17.420 2433 2439 2447 rBV2 627650 961168 18.30% 3.857%
15 17.537 2454 2459 2464 rVB4 59680 84634 1.61% 0.340%

16 18.313 2585 2591 2615 rBV 359888 820095 15.61% 3.291%
17 19.482 2779 2790 2794 rBvV4 59149 124371 2.37% 0.499%
18 19.588 2802 2808 2822 rBV7 97621 315513 6.01% 1.266%
19 20.034 2877 2884 2892 rvVB 3781703 5252844 100.00% 21.077%
20 20.334 2931 2935 2939 rBV 71253 79469 1.51% 0.319%

21 20.828 3015 3019 3023 rVB 105931 118172 2.25% 0.474%
22 21.333 3101 3105 3113 rVB2 124955 169216 3.22% 0.679%
23 21.580 3142 3147 3153 rVB 84481 128616 2.45% 0.516%
24 21.691 3159 3166 3176 rVB 699017 1211008 23.05% 4 _.859%
25 21.885 3194 3199 3205 rVB 150341 224429 4.27% 0.901%

26 22.496 3297 3303 3308 rBV 169458 282718 5.38% 1.134%
27 23.184 3414 3420 3431 rVB 158590 303145 5.77% 1.216%
28 23.989 3550 3557 3566 rVB 145938 309578 5.89% 1.242%
29 24.911 3703 3714 3727 rBV3 445132 1524284 29.02% 6.116%
30 26.068 3904 3911 3921 rVB3 88287 258192 4.92% 1.036%

31 27.426 4134 4142 4151 rBV5 40033 130278 2.48% 0.523%
32 27.526 4153 4159 4171 rVB2 29677 98999 1.88% 0.397%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator : JU

Sample - K5154-21

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24922542
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043073.D

3500000
3000000
2500000
2000000
1500000

1000000 7.60

8.38
500000] 3:24 5.64 723 9.22

8.17 A 8.06 10.86
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043073.D

20.03
3500000

3000000
2500000

2000000
16.16

1500000 13:30

1000000
17.42 2169

500000 14.68 18.31
14.12 7.54 k_ 10989 || 20.33 20.83 21.38
N L

0 A A A
LI S s B L B B L B B L L I I O e B e L

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: BG043073.D

22.50

3500000
3000000
2500000
2000000
1500000

1000000

24.91

500000
23.18 23.99 /\
A 249\07

22A33

O T T T T T T T e e T T e e R e e T e e e 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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.17 26.35 ng 374814 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 95
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43
5 Cyclobutane 56 C4HS8 000287-23-0 43

Abundance Scan 14 (3.172 min): BG043073.D (-7) (-) m/z 56.10 100.00%
56
a1 84
5000
69
3.20 3.30 3.40 3.50 3.60
Ol el it il e M8 20T Tm/z 84.05  63.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
% 84
5000 4t RSN U U IR
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.10 57.89%
0 = I'I:"II'I'"I""I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a %
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 35.29%
27 69 g4
15
0'"'I'"'I""I""I""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 28.19%
41
5000 69
28 ‘ 84
0'":L?I""""k“""“‘l"l"'ll"'l""I""I""I""I""I"" IR AL AR B A
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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.

3.24 52.63 ng 748439 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (3.242 min): BG043073.D (-21) (-) m/z 73.05 100.00%
7B
5000 43
87
3.20 3.30 3.40 3.50 3.60
9
0,....E'-.'.:F,..'.,....1?.1...,....,1.4.7..,....,.?9?,.... e, m/z 43.10  39.73%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 55.10 29.46%
0 II=|"I|"" " AR SR DR N S B S B N s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 26 .29%
27
0 112 129
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.48%
5000 43
58
29 ﬁ7
0 .U‘.. 1 L
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown7.60

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

7.60 97.05 ng 1380260 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 768 (7.602 min): BG043073.D (-757) (-) m/z 132.00 100.00%
132
5000 68
7.20 7.40 7.60 7.80 8.00
o,....,....l,l.. e 2238 Tm/z 68.10 42.43%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R R UL L
7.20 7.40 7.60 7.80 8.00
39 m/z 134.00 33.71%
“IL103
oh ”..,”.M‘ MM SN SN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.26%
104
66
Oﬁ?il'”'l”"ﬁ""'” N DN S L LI LI
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R
132 7.20 7.40 7.60 7.80 8.00
69 m/z 69.10 18.97%
104
5000
31
O L e e B I A A o PR R B P
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 17.06 ng 820095 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2591 (18.313 min): BG043073.D (-2585) (-) m/z 73.05 100.00%

129
213

r

18.00 18.20 18.40 18.60
m/z 43.10 89.69%

157 185

5000
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid

5000
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

ﬁ

18.00 18.20 18.40 18.60
256 m/z 60.10 86.86%

157 1g5 213

%

Abundance
43 73
N e R AN EEEEE
18.00 18.20 18.40 18.60
5000 129 m/z 41.10 74 .84%
o1 185
241 284
157 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72646: Tridecanoic acid
43 73 18.00 18.20 18.40 18.60
m/z 57.10 73.67%
5000
ZT H 129 171 214
M . 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 6 Bis(2-ethylhexyl) maleate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.48 2.59 ng 124371 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 93
2 Diisooctyl maleate 340 C20H3604 001330-76-3 81
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 35
4 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 27
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 27
Abundance Scan 2790 (19.482 min): BG043073.D (-2779) (-) m/z 57.10 100.00%
57
117
5000

19.20 19.40 19.60 19.80
m/z 117.00 69.07%

147

171 207229251 276 347 429

-

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000
29 19.20 19.40 19.60 19.80
83 m/z 71.05 52.65%
o ,,ﬂ ,,l 139 185 229 297 341
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57 117
19.20 19.40 19.60 19.80
5000 m/z 70.10 40.67%
29 83
0 153 185211 543 283 311 340
I e LA e e e e o o L B e S o o B R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #48866: Undecane, 4,5-dimethyl-
5[7 19.20 19.40 19.60 19.80
m/z 100.00 39.45%
5000
29 112
83
L
m/z--> 0 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 7 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.59 5.21 ng 315513 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 55
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2808 (19.588 min): BG043073.D (-2802) (-) m/z 60.10 100.00%
5000
19.20 19.40 19.60 19.80 20.00
0 m/z 43.10 89.23%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43 7
5000 129 TTTT LR B TTTT TT
19 20 19. 40 19. 60 19. 80 20. oo
9 185 T & m/z 55.10 87.65%
ol 2 AWE R
m/z--> 50 100 150 260 2éo 360 '
Abundance
60
" 19,20 19.40 19.60 19.80 20.00
5000 129 m/z 41.10 86.05%
87
oL15 112 155172
m/z--> éo 160 150 200 250 360
Abundance #107549: n-Hexadecanoic acid AR T e S
43 60 19.20 19.40 19.60 19.80 20.00
m/z 73.05 83.40%
5000 129
H 157 185 213 256
0 mM 0 SO R P < A
m/z--> 50 150 200 250 300 19 20 19. 40 19. 60 19. 80 20. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 8 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.33 2.79 ng 169216 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3105 (21.333 min): BG043073.D (-3101) (-) m/z 57.10 100.00%

5000

21.00 21.20 21.40 21.60
m/z 43.10 61.94%

0 183207928 253 295 343 369

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane

21,00 21.20 2140 21.60
m/z 71.10 60.76%

5000

211 239 267 295 323 352

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 85.10 40.93%
85
29
o 113 141 169 197 225 253 282
LA B e o e e e e LB B S o o o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 21.00 21.20 21.40 21.60
m/z 41.10 25.71%
85
5000
29 113
ol L L, 241,360 107 225 253 206
o B T T R EAREE S E s
m/z--> 50 100 150 200 250 300 350 400 21. 00 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 9 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.89 3.71 ng 224429 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane 282 C20H42 000112-95-8 83
5 Tetratetracontane 619 C44H90 007098-22-8 76

Abundance Scan 3200 (21.891 min): BG043073.D (-3194) (-) m/z 57.10 100.00%

57
85
5000

113 mmmmnmnm
141 183207 284309 337 429
....,..-..ll,.J.n.',A....,....2?0....?99...,....,....,.4.7?. m/z 71.10 69.19%

0
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57

5000
8 21 60 21.80 22.00 22.20
m/z 43.10 54 .96%

29 i 113 141 169
ol LR s 10705 2sam a0 3y 30 AL‘L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57

21.60 21. 80 22. 00 22.20

5000 g5 m/z 85.10 52.81%
29
o 113 141 169 197 225 253 281 309 337 365 394
e T o . e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
7 21.60 21.80 22.00 22.20
m/z 55.10 28.89Y%
5000 85
29 113
ol {4l |71 141 169 197 225 253 281 309 338
T e e e o RS R e S
miz--> 0 50 100 150 200 250 300 350 400 450 2160 2180 2200 2220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.50 4_.67 ng 282718 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octadecane, 3-methyl- 268 C19H40 006561-44-0 90
Abundance Scan 3304 (22.502 min): BG043073.D (-3297) (-) m/z 57.10 100.00%
57
o i '\N\//\\/«/
113 481 nmnmnmnm
141169195 225 253
ol bl LTy G52 220203 284313 396 401432 L | “nmyz 43.10 61.52%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 NS BABSUABUNVAEER!
85 nmnmnmnm
29 m/z 71.10 59.76%
L L

113
,|‘ [ ] e 183 25253282
RS B R L L
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

22.20 22.40 22.60 22.80

5000 85 m/z 85.10 45 _.36%
29
o 113141169 197 225 253 281 309337 365 394
R o o L LA e e T L i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223853: Heneicosane, 11-decyl-
57 22.20 22.40 22.60 22.80

m/z 55.10 28.47%

5000 85
2 295
113141
| j7°141169197225 266 | 323 435

R N . N AL S A At

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 11 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.18 5.01 ng 303145 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3419 (23.178 min): BG043073.D (-3414) (-) m/z 57.10 100.00%

57
5000

99
1Mm3mwm%5 a01 22'80 23.00 23,20 23140
Olprrrhy J,“,, ST e R — m/z 43.10 63.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7

5000 R e R
22.80 23.00 23.20 23.40

m/z 71.10 59.83%

99
| lﬂl 141 183 225 267 309 367
e e e e e e
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

22.80 23.00 23.20 23.40

o

5000 m/z 85.10 51.68%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
N I A R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57 22.80 23.00 23.20 23.40

m/z 55.10 29.94%

5000
99
26 |, 141 183 225 281 337 394

e M —— Sl oot on.a

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23 00 23. 20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 12 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.99 4.06 ng 309578 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3557 (23.989 min): BG043073.D (-3550) (-) m/z 57.10 100.00%
57
5000 85
113 23.60 23.80 24.00 24.20 24.40
141 169 211
ol b AL 000 211030267 309 s 415 st 0T 6. gan
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
5000

23.60 23.80 24.00 24.20 24.40
m/z 43.10 58.30%

113 141 169 197 225 253 282

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R R ELLBREE
85 23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 47 .90%
29 141
113 169
O T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 26.54%
5000 85
113
o2, ]‘. | |77, 141 169 197 225 267 295 365 393
e e e e T
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator :© JU

Sample : K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 13 Dodecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.07 3.39 ng 258192 Perylene-di12 24.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
2 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 80
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 3911 (26.068 min): BG043073.D (-3904) (-) m/z 57.10 100.00%

57
= T MJLJ\
|

113 141 169 211 o25p 91 325 401 431 2580 26,00 26,20 26,40
ol L T8, B 282281 325355 401431 L PTUS G 6. gat

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #48851: Dodecane, 2-methyl-
43
71

5000 IR e e e e
2580 26. 00 26. 20 2640

141 m/z 71.10 46.61%

99
0 ?..i ,.4#.4H.ni,}?g.,....,....,....,....,.... f
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43

71 25.80 26.00 26.20 26.40

5000 m/z 85.10 42.02%
99 183
127 155 211
ot e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester
57 25.80 26.00 26.20 26.40

m/z 55.10 24 .26%

5000 85
29“ l 141
NI NE L 193

|

ol e = e T

m/z--> 0 50 100 150 200 250 300 350 400 25 80 26. 00 26. 20 26 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043073.D

Acq On : 7 Oct 2019 18:32

Operator : JU

Sample - K5154-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.17 26.4 ng 374814 1 8.06 284441 20.0
Butane, 2-methoxy... 3.24 52.6 ng 748439 1 8.06 284441 20.0
unknown? .60 7.60 97.0 ng 1380260 1 8.06 284441 20.0
n-Hexadecanoic acid 18.31 17.1 ng 820095 4 17.42 961168 20.0
Bis(2-ethylhexyl) ... 19.48 2.6 ng 124371 4 17.42 961168 20.0
Octadecanoic acid 19.59 5.2 ng 315513 5 21.69 1211010 20.0
Pentacosane 21.33 2.8 ng 169216 5 21.69 1211010 20.0
Heptacosane 21.89 3.7 ng 224429 5 21.69 1211010 20.0
Hexadecane, 2,6,1... 22.50 4.7 ng 282718 5 21.69 1211010 20.0
Hexacosane 23.18 5.0 ng 303145 5 21.69 1211010 20.0
Eicosane 23.99 4.1 ng 309578 6 24.91 1524280 20.0
Dodecane, 2-methyl- 26.07 3.4 ng 258192 6 24.91 1524280 20.0
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