LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM031119.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 5.234 375 382 397 rBVY 3506042 5186443 48.22% 7.538%
2 6.816 643 651 670 rBY 3947980 6369940 59.23% 9.258%
3 7.163 703 710 725 rBVY 3963600 6298203 58.56% 9.154%
4 7.628 783 789 797 rBV 634565 985196 9.16% 1.432%
5 7.945 834 843 853 rBVY 2646588 4191367 38.97% 6.092%
6 8.798 980 988 1006 rBY 2205759 3599087 33.46% 5.231%
7 10.410 1256 1262 1276 rBV 859793 1485808 13.82% 2.159%
8 12.898 1678 1685 1703 rBVY 6485232 9183987 85.39% 13.348%
9 13.751 1824 1830 1846 rVB 347327 542292 5.04% 0.788%
10 14.286 1915 1921 1929 rBV2 1428565 2228294 20.72% 3.239%

11 15.786 2170 2176 2191 rBV 5421778 7666941 71.29% 11.143%
12 17.045 2383 2390 2400 rBV2 1734048 2576372 23.96% 3.745%
13 17.933 2536 2541 2551 rBV 405310 706323 6.57% 1.027%
14 19.227 2756 2761 2769 rBV 120854 234467 2.18% 0.341%
15 19.686 2833 2839 2848 rBV 8538550 10754804 100.00% 15.631%

16 20.950 3050 3054 3065 rBvV 789664 1345627 12.51% 1.956%
17 21.245 3099 3104 3113 rBV 1711440 2261397 21.03% 3.287%
18 21.380 3125 3127 3138 rVB 123665 210318 1.96% 0.306%
19 21.809 3197 3200 3203 rBV 170205 216859 2.02% 0.315%
20 22.268 3275 3278 3283 rVB 204055 244953 2.28% 0.356%

21 22.768 3360 3363 3369 rVB 223936 288648 2.68% 0.420%
22 23.327 3454 3458 3462 rVB2 160505 258965 2.41% 0.376%
23 23.474 3477 3483 3495 rVB 1080886 1967434 18.29%% 2.859%

Sum of corrected areas: 68803725
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\

BM019300.D

21 Mar 2019 20:57

JussJ

K2004-10

12 Sample Multiplier: 1

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

8000000

6000000

4000000

2000000

5.23

TIC: BM019300.D

6.82 7.16

7.95
8.80

7.63

10.41

Time--> 3.00

3.50

R

4.00 4.50

I I I
5.00 550 6.00

6.50

T
700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

12.90

14.29

13.75

TIC: BM019300.D

15.79

17.04

17.93 19.23

19,69

Ok

Time--> 12.00 12,50 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

Abundance

8000000

6000000

4000000

2000000

21.24

20.95
1.38 21.81 22,27 22.77 233

23.47

N

TIC: BM019300.D

0——
Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM031119.M Mon Mar 25 17:53:57 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.16 Concentration Rank 1

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

7.16 127.86 ng 6298200 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 709 (7.157 min): BM019300.D (-703) (-) m/z 132.00 100.00%
132
5000 68
%6 680 7.00 7.0 7.40
40 54 . . . .
0 ) 207 261 m/z 68.10 47.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARAASRARSS RARRARRAR S

6.80 7.00 7.20 7.40
m/z 134.00 31.97%

31
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
s e e R
74 6.80 7.00 7.20 7.40
5000 9g 116 m/z 66.10 29.07%
S T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13916: Benzene, 1,3,5-trifluoro- s EREma Eaa
132 6.80 7.00 7.20 7.40
m/z 69.05 18.98%
5000
63 81
112
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.93 5.48 ng 706323 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Dodecane 170 C12H26 000112-40-3 18
Abundance Scan 2540 (17.927 min): BM019300.D (-2536) (-) m/z 73.00 100.00%
7B
43 §
5000
129
97 AR RS AR AR
| ﬂ 115 | | ,2157171185,99%13,0 256 - 17.60 17.80 18.00 18.20
O prr el m/z 60.00 66.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
51
5000{ 29 256 SR B U DU AR

17.60 17.80 18.00 18.20
m/z 43.10 56.80%

21
143 157171185 199

i

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 ., 78
5
17.|60 17.I80 18.|00 18.|20 I
5000 - m/z 57.05 55.08%

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e e T S
73 17.60 17.80 18.00 18.20
m/z 55.05 50.96%
43 5
5000 129
185 228
115
01 143167171 ‘ ‘
0, T TR A Ll 2 T A ) T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.23 2.07 ng 234467 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 2-Propanol. 1-(Chexadecvloxv)- 300 C19H4002 007455-58-5 18
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 2762 (19.233 min): BM019300.D (-2756) (-) m/z 73.00 100.00%
5000 4
"' 10,00 1920 19.40 19.60
Obrrrrr il m/z 57.10 59.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000 RN UL SRR UL R
mmmmwmmm
m/z 59.95 56.93%
143,5,171
Obrrr
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 55 783
19.00 19.20 19.40 19.60
5000 129 m/z 55.05 56.58%
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R B e e
73 19.00 19.20 19.40 19.60
43 m/z 43.10 55.39%
5
5000 129
185 228
m 115 | 14357171 | 199
0,,‘ Al L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 1960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 11.90 ng 1345630 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 3054 (20.950 min): BM019300.D (-3050) (-) m/z 83.10 100.00%
57
5000 111 f\\\
R N
3 l 139 20.60 20.80 21.00 21.20
ol d ) 108 196 224 252 280 308 343 | /7, 69.10 97.17%
m/z--> 50 150 200 250 300 350
Abundance #53619: Cyclotetradecane
55
83
5000 AU AR BN B
20.60 20.80 21.00 21.20
29 111 m/z 57.10 91.30%
0 | | j1s0 168 1%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
7
83 NSRRI AU SRR
20.60 20.80 21.00 21.20
5000 m/z 97.10 86.17%
29 111
ol 11 | J I, L | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester B E Ba s e e
43 20.60 20.80 21.00 21.20
m/z 55.10 83.19%
69 n
5000
97
m/z--> 50 1éo 200 250 300 350 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.27 2.17 ng 244953 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 3278 (22.268 min): BM019300.D (-3275) (-) m/z 71.10 100.00%
1
5000
% 127 22.00 22.20 22,40 22.60
155 183208 : . . .
Ol ,J . .ll LA 20233 273300 844369 401 475 | nzn 57.10  95.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 USRS VN BN B
22.00 22.20 22.40 22.60
° m/z 85.10 66.59%
o Ll 127155183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57
22.00 22.20 22,40 22.60
5000 a5 m/z 43.10 53.07%
29
ol J | J 13 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane AR EEEEE RS
57 22.00 22.20 22.40 22.60
m/z 55.05 21.74%
5000
85
o 290 ||| /113141160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22,20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5
R.T. EstConc Area Relative to ISTD R.T.

22.77 2.93 ng 288648 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 3363 (22.768 min): BM019300.D (-3360) (-) m/z 57.10 100.00%

85
5000

22.40 22.60 22.80 23.00
m/z 71.10 94 .07%

o 113141 169 197 225049 282 323 358 430 461

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane

5

5000 85 LIS INLENLILINLI LI LB LN LA I
22.40 22.60 22.80 23.00
m/z 85.10 66.75%
0 29 11}31141 169 197 226
-t
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
7
T T
85 22.40 22.60 22.80 23.00
5000 m/z 43.10 50.95%
29 113
oL | 17141169 197 225 253 296
LA o o e AL I B o o o o B o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl- L B o
43 22.40 22.60 22.80 23.00

m/z 55.10 22 .31%

71 ) )
- \“”W“MA\Ah4~*“}\J\VMM/quvWMJN
99 19
o 127155 | 295252 280
S B9 O O o e —
mz-> 0 50 100 150 200 250 300 350 400 450 22.40 22,60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019300.D

Aca On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.33 2.63 ng 258965 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 3459 (23.333 min): BM019300.D (-3454) (-) m/z 57.10 100.00%

5000

.

23.00 23.20 23.40 23.60
m/z 71.10 93.41%

240268295 341

403
o

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57
5000 85 LA L L L L B LB LB |
23.00 23.20 23.40 23.60
0
113 155 m/z 85.10 73.07%
183 o5
O L o o T e o o L o e e o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane
R R R EEEREEEE SRR
23.00 23.20 23.40 23.60
5000 o m/z 43.10 49.73%

113141169197225253281309337365394

Lex

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!- T
57 23.00 23.20 23.40 23.60
m/z 207.00 26.23%
WS AN AN A ANA AN A AN AR AN
5000 85

113
714 183211239267296

L & e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032119\
Data File : BM019300.D

Acq On : 21 Mar 2019 20:57

Operator : JU/SJ

Sample : K2004-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .16 7.16 127.9 ng 6298200 1 7.63 985196 20.0
n-Hexadecanoic acid 17.93 5.5 ng 706323 4 17.04 2576370 20.0
Octadecanoic acid 19.23 2.1 ng 234467 5 21.24 2261400 20.0
Cyclotetradecane 20.95 11.9 ng 1345630 5 21.24 2261400 20.0
Heneicosane, 11-(... 22.27 2.2 ng 244953 5 21.24 2261400 20.0
Hexadecane 22.77 2.9 ng 288648 6 23.47 1967430 20.0
Tetradecane, 2,6,... 23.33 2.6 ng 258965 6 23.47 1967430 20.0
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