LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019040.D
Aca On : 05 Mar 2019 17:13 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K1705-01 EXT-028-SW002-022719
ALS Vial : 5 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-BM021119.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 5.275 365 372 388 rBY 3311581 4881236 73.92% 8.620%
2 6.851 633 640 651 rBY 3172329 5086656 77 .03% 8.983%
3 7.210 694 701 717 rBVY 3534706 5428141 82.20% 9.586%
4 7.675 774 780 789 rBV 931388 1473391 22.31% 2.602%
5 7.992 824 834 845 rBVY 2526582 3974248 60.18% 7.018%
6 8.845 971 979 998 rBVY 1790080 3062130 46.37% 5.407%
7 10.463 1245 1254 1270 rBV 1052603 1834475 27.78% 3.240%
8 12.939 1668 1675 1689 rBVY 3695833 5784264 87.59% 10.215%
9 13.798 1814 1821 1831 rBV 163443 262629 3.98% 0.464%
10 14.216 1885 1892 1902 rBvV2 27992 81217 1.23% 0.143%

11 14.327 1904 1911 1924 rVV2 1343400 2127572 32.22% 3.757%
12 15.827 2159 2166 2187 rBV 2957648 4457615 67 .50% 7.872%
13 17.080 2373 2379 2396 rBV2 1538975 2414503 36.56% 4.264%
14 17.968 2525 2530 2541 rBV 291238 508069 7.69% 0.897%
15 19.151 2726 2731 2738 rVB 144616 215616 3.27% 0.381%

16 19.256 2745 2749 2754 rBV2 116374 175175 2.65% 0.309%
17 19.515 2789 2793 2800 rVB 143083 204791 3.10% 0.362%
18 19.715 2822 2827 2841 rBV 5446488 6603769 100.00% 11.662%
19 20.980 3037 3042 3053 rBv3 303939 503939 7.63% 0.890%
20 21.186 3073 3077 3081 rBV 226381 249160 3.77% 0.440%

21 21.274 3087 3092 3097 rBV 1898818 2684892 40.66% 4.741%
22 21.415 3113 3116 3123 rBV2 114399 157753 2.39% 0.279%
23 21.845 3186 3189 3192 rBV 189328 251275 3.81% 0.444%
24 22.309 3264 3268 3273 rBV 278030 348527 5.28% 0.615%
25 22.815 3349 3354 3357 rBvV 311472 469540 7.11% 0.829%

26 23.380 3446 3450 3454 rBvV 254830 339661 5.14% 0.600%
27 23.521 3468 3474 3488 rVB 1316193 2650139 40.13% 4._.680%
28 24.021 3555 3559 3567 rvB2 207462 397547 6.02% 0.702%

Sum of corrected areas: 56627930
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

ﬁ?gg le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM019040.D

5000000

4000000

28 7.21
5 6.85

3000000
7.99

2000000 8.85

1000000 7.67 10.46

I e T e o B e i o S MEMIME | SN

T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM019040.D
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019040.D
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3000000

21.27
2000000 3.5

1000000 o031 22.82 23,

24.02
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e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 1 unknown7.21 Concentration Rank 1

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

7.21 73.68 ng 5428140 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Benzene., 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 701 (7.210 min): BM019040.D (-694) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . : :
g8 leur 27 sy 68.10  49.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A U L L
6.80 7.00 7.0 7.40 7.60
33 44 o 105 m/z 134.00 32.79%
T "J' |I“"'6?""$P""||Jh%¥5|" N DN SN SURLI B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro-
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.15%
63 81
31 101112
'|'A'W'??ﬂﬁ”'”l‘P}“w“b'l"”'l”"l""|'”'|""
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T AREREEEE R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.22%
5000 6
41 97
53
I
||||||‘|‘||“|‘||‘|‘l‘|‘|“|‘||‘|‘i |]|-0|7||“|||H||||||||||||||||||||| P e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.97 4.21 ng 508069 Phenanthrene-d10 17.08
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 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2530 (17.968 min): BM019040.D (-2525) (-) m/z 73.00 100.00%
73
43 g
5000
129
7 115 213 A AR AL A
| 01 143157171185.99" "0y 256 o8 17.60 17.80 18.00 18.20
S 1 m/z 60.00 69.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
48 73
5
5000 29 R A SR RN U
ﬂmﬂmmmmm
o7 129 256 m/z 43.10 55.73%
15 | 1431571711851 99713507

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73
17.|60 17.|80 18.|00 18.|20 I
5000 - m/z 57.05 53.33%
...lu‘...‘l‘ﬁ‘..”l”‘. \N/L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid AR S e
73 17.60 17.80 18.00 18.20
m/z 41.05 49.19%
43 57
5000
129
29 1 171 214 anJ\ﬂwwkvw#J\Vk“w\WJWN“Nﬁ
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\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 2- Chloropropionic acid, oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.98 3.75 ng 503939 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
2 1-Pentadecanol 228 C15H320 000629-76-5 87
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 3042 (20.980 min): BM019040.D (-3037) (-) m/z 57.05 100.00%
Y 83
5000
NDUNNBL NS IUNERE
139 281 20.60 20.80 21.00 21.20
o2 =t 31 401429 | 7o 83.05  82.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144923: 2- Chloropropionic acid, octadecy! ester
57 83
20.60 20.80 21.00 21.20
29 m/z 69.00 82 .45%
139 250
) W A S (AN - RN
m/z--> 50 100 150 200 250 300 350 400
Abundance #75205: 1-Pentadecanol
4, 83
20.60 20.80 21.00 21.20
5000 11 m/z 43.05 76 .34%
1 ||"” Y "J}%gf"1§? ?%q LN ALY UL SURLELELS DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester LA s B
57 20.60 20.80 21.00 21.20
83 m/z 55.05 69.09%
5000
111
29 169 238
"‘Lhwl" w'“ll'\}%gﬁ" T ?%q o "zg?l UL SN PN NN ISR SUNERE I
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.31 2.60 ng 348527 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonacosane 408 C29H60 000630-03-5 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3268 (22.309 min): BM019040.D (-3264) (-) m/z 57.10 100.00%
g7
85
5000

1M1@m nmnmnmnm

e b ||, Ll T 1, 298283 327355 387415 476 | Tz 71,10 95.09%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
7
85

5000
22.00 22.20 22.40 22.60
m/z 85.10 63.97%

29
| | J |Jlf{169197225253 296
N B e e B e AL L A o e o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99478: Tridecane, 7-hexyl-
57

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
29 22.00 22.20 22.40 22.60
5000 85 m/z 43.10 56.34%
182
Jl%%141 211 238 266
L B e o = = S
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane N it
7 22100 22,20 2240 2260

m/z 55.05 25.42%

29
| i”113141169197225253281309337365394

m/z--> 0 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\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019040.D

Aca On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Tetratriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .02 3.00 ng 397547 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 83
2 Octadecane 254 C18H38 000593-45-3 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 3559 (24.021 min): BM019040.D (-3555) (-) m/z 57.10 100.00%

5000

23.80 24.00 24.20 24.40
m/z 71.10 86.28%

13 207

239 281 376355 402431 476 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane

-

5000 85 L B e e
23. 80 24 00 24 20 24. 40

m/z 85.10 57.25%

29

13
i }41169197225253281311 367 410

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

%

Abundance #91036: Octadecane
23.80 24.00 24.20 24.40
5000 m/z 43.05 49 _.47%
13141169197205 254
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane EEEmemEEE L
57 23.80 24.00 24.20 24.40

m/z 69.10 20.85%

5000

5

29
| 313141169197225253281 323351380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019040.D

Acq On : 05 Mar 2019 17:13

Operator : JU/SJ

3?22 le - K1705-01 EXT-028-SW002-022719
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 .21 7.21 73.7 ng 5428140 1 7.67 1473390 20.0
n-Hexadecanoic acid 17.97 4.2 ng 508069 4 17.08 2414500 20.0
2- Chloropropioni... 20.98 3.8 ng 503939 5 21.27 2684890 20.0
Heneicosane 22.31 2.6 ng 348527 5 21.27 2684890 20.0
Tetratriacontane 24 .02 3.0 ng 397547 6 23.52 2650140 20.0
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