LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019054.D
Aca On : 06 Mar 2019 03:03 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 5.269 365 371 388 rBVY 3646680 5273530 54.13% 7 .596%
2 6.851 633 640 658 rBY 3622939 5722810 58.74% 8.244%
3 7.204 692 700 718 rBVY 3673237 5944881 61.02% 8.564%
4 7.675 773 780 788 rBV 815925 1314918 13.50% 1.894%
5 7.986 825 833 842 rBVY 2572977 4109343 42.18% 5.919%
6 8.839 971 978 996 rBVY 1942238 3333683 34.22% 4.802%
7 10.457 1246 1253 1268 rBV 955305 1752909 17.99% 2.525%
8 12.939 1668 1675 1697 rBV 4535680 6666371 68.43% 9.603%
9 13.792 1815 1820 1833 rBV 162674 260911 2.68% 0.376%
10 14.327 1904 1911 1928 rBV2 1437641 2273335 23.34% 3.275%

11 15.827 2159 2166 2185 rBV 3815742 5990474 61.49% 8.629%
12 17.080 2373 2379 2384 rBV 1942013 2790538 28.64% 4._.020%
13 17.121 2384 2386 2396 rVB 214040 281392 2.89% 0.405%
14 17.968 2525 2530 2535 rBV 439571 652935 6.70% 0.941%
15 19.145 2725 2730 2738 rVB 318721 462210 4.74% 0.666%

16 19.256 2744 2749 2753 rBV 148223 206373 2.12% 0.297%
17 19.480 2783 2787 2789 rBV2 84439 110557 1.13% 0.159%
18 19.509 2789 2792 2801 rVB 325685 484124 4._.97% 0.697%
19 19.715 2821 2827 2839 rVB 8070667 9742020 100.00% 14.033%
20 20.009 2875 2877 2881 rVB2 106382 125048 1.28% 0.180%

21 20.386 2938 2941 2948 rVB9 68561 115068 1.18% 0.166%
22 20.509 2959 2962 2966 rBV 129503 143156 1.47% 0.206%
23 20.974 3037 3041 3052 rBV 1194308 1555784 15.97% 2.241%
24 21.274 3086 3092 3097 rBV 2899168 4036123 41.43% 5.814%
25 21.415 3112 3116 3125 rBV2 230285 372691 3.83% 0.537%

26 21.844 3186 3189 3191 rBV 201688 249196 2.56% 0.359%
27 21.868 3191 3193 3202 rVB5 295342 447244 4_59% 0.644%
28 22.303 3264 3267 3272 rVB 239950 286765 2.94% 0.413%
29 22.809 3349 3353 3356 rBvV 268540 367115 3.77% 0.529%
30 23.374 3446 3449 3453 rVB 178218 240622 2.47% 0.347%

31 23.521 3467 3474 3489 rVB 1891082 3622727 37.19% 5.219%
32 24.109 3571 3574 3587 rVB3 227499 485777 4._.99% 0.700%
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LSC Area Percent Report

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

Data File : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 69420630
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LSC Report - Integrated Chromatogram

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

Data File : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

ﬁ?gg le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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: BM019054.D
8000000

6000000

4000000 5.27 6.85 7.20

7.99

2000000 8.84

7.67 10.46

O = L e CHIMMMESMNER | S EHEEUEEEEHE M | M-

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM019054.D
8000000 19,72

6000000

12.94
4000000 15.83

2000000 17.08

14.33

13.79 1,12 17.97 194983 @939,23@:

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM019054.D
8000000

6000000

4000000
21.27

23.52
2000000

20.97

2230 2281 233 24.11
1.42 2487 JUN VAN AN

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 : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 unknown7.20 Concentration Rank 1

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

7.20 90.42 ng 5944880 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 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 699 (7.198 min): BM019054.D (-692) (-) m/z 132.00 100.00%
68
5000
20 .50 ¢ || 75 % 103 6.80 7.00 7.20 7.40 7.60
SR AL N -7 S U . NN | N m/z 68.10 53.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRRANNRASSRARAS RARSE RN
6.80 7.00 7.20 7.40 7.60
33 44 o 97 105 m/z 66.10 33.66%
"P"'P"W"'W"“?%"ﬁq"ﬁ"Tﬁ'ﬁql'”'l'“h }%ﬁl'”'l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.74%
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one P e
68 6.80 7.00 7.20 7.40 7.60
m/z 69.10 21.92%
5000
96
27
'w"}ﬁ"ﬂw"'”l"w'??w"'|"”?%“'|'“'|“"v"'w"w"'w" L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 4.68 ng 652935 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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 2530 (17.968 min): BM019054.D (-2525) (-) m/z 73.00 100.00%
7B
43
5000 2
129
7 213 L DL B [ o e e
01115 143157171185, 00| "oyy 256 1%60 Ifso 1&50 1850
S— 261 m/z 60.00 75.25%
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 L DA DR DL U B

17.60 17.80 18.00 18.20
m/z 43.05 57.68%

21
1431571711851 g

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN

w
@]

|

~

()

17.60 17.80 18.00 18.20
m/z 55.05 51.39%

5000

m/z--> 20 4I0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid S S e e
73 17.60 17.80 18.00 18.20

m/z 57.10 49 .59%

EE

5000 129

185 228
143157171 ‘ 199713 ‘

M T }leﬁs \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20

i
w

)]
%
'
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Library Search Compound Report

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

Data File : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 7.71 ng 1555780 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3040 (20.968 min): BM019054.D (-3037) (-) m/z 57.05 100.00%
57 g3
5000
139 207228 20.60 20.80 21.00 21.20
i 168 250 280 327 355 n/z 69.10 87.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97 T~
5000 NN R IR
20.60 20.80 21.00 21.20
21 m/z 83.05 82.09%
d h 153181 224250 597
m/z--> 50 100 150 200 250 300 350 400
Abundance #142901: 1-Tetracosanol
43
20.60 20.80 21.00 21.20
5000 83 m/z 43.05 81.05%
18 111
[L 0 L 4T 140 168 106 238 266 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester N BEERE R s e e
43 20.60 20.80 21.00 21.20
83 m/z 55.05 76 .52%
5000
111
139 182 210
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 : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 Cyclopentane, decyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.87 2.22 ng 447244 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. decvl- 210 C15H30 001795-21-7 64
2 Cvclododecane 168 Cl1l2H24 000294-62-2 64
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 55
4 1-Hexadecanol 242 C16H340 036653-82-4 52
5 Cyclopentane, nonyl- 196 C14H28 002882-98-6 49

Abundance Scan 3193 (21.868 min): BM019054.D (-3191) (-) m/z 83.10 100.00%

83

55

5000

:

21.60 21.80 22.00 22.20
m/z 69.10 92 .30%

267295 329356 397 429 461 489

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63055: Cyclopentane, decyl-

N

=)

[0)]

©
%

5000 I o s e e
21 60 21. 80 22. OO 22 20

m/z 97.10 89.17%

125
s, “

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #34708: Cyclododecane

&

83 IIIIIIIIIIIIIIIIIIIIIII
21.60 21.80 22.00 22.20

5000 m/z 55.10 75.53%

29 111
“ ‘ 140 168
| [ 4] |

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

XA

Abundance #44153: Cyclopentane, 1-pentyl-2-propyl- T
9 21.60 21.80 22.00 22.20
m/z 111.10 51.64%
5000 41 111
139 182
m/z--> 0 50 100 150 200 250 300 350 400 450 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

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

Data File : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 6 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.81 2.03 ng 367115 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 3353 (22.809 min): BM019054.D (-3349) (-) m/z 57.10 100.00%
LN AU SUNIL I
13 207 22.40 22.60 22.80 23.00 23.20
141
169 253282309339 402 n/z 71.10 91 96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane
57
5000 RN LU
85 22. 40 22. 60 22. 80 23. oo 23. 20
29 m/z 85.05 63.36%
| 113141169 282
m/z--> 55 160 150 200 250 300 3éo 460 4éo 560 séo
Abundance #115577: Pentadecane, 8-hexyl-
48
N NN SUNRA I
71 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.10 56.99%
99 196
- ,...J.d,.f.'ﬁ?l??...l paspspps0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73970: Tridecane, 6-propyl- A B B e ma e
43 22.40 22.60 22.80 23.00 23.20
71 m/z 55.10 21.00%
o M\M
99126154183
‘ ; 226
m/z--> 5'0 1(')0 1éo 200 250 300 3&'30 4(')0 4&'30 5(')0 5&'30 22. 40 22. 60 22. 80 23. oo 23. 20
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Library Search Compound Report

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

Data File : BM019054.D

Aca On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le K1704-08 PST-028-SW002-022719
ALS Vial : 17 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 7 1-Docosanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .11 2.68 ng 485777 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 91
2 Cvclotetradecane 196 C14H28 000295-17-0 90
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 83
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 83
Abundance Scan 3574 (24.109 min): BM019054.D (-3571) (-) m/z 83.10 100.00%
5]
43
5000
A 80 24100 2450 2045
249 283 358 416 : : :
Y 525 m/z 57.10 91.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138156: 1-Docosanethiol
43 97
5000 UL BN B
23.80 24.00 24.20 24.40
308 345 m/z 69.10 90.58%
195223252280

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53622: Cyclotetradecane

(61}

a1
[o0]
w

23.80 24.00 24.20 24.40

5000 m/z 97.10 86.31%
111
2
W l 139168196
i 1
L B R AL B s M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154046: Bromoacetic acid, octadecyl ester e A RERREEaSSE
43 23.80 24.00 24.20 24.40

m/z 43.10 67 .88%

5000
111

139
1, m |, 181 222290 597

T T I T
m/z--> 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 : BM019054.D

Acq On : 06 Mar 2019 03:03

Operator : JU/SJ

3?22 le - K1704-08 PST-028-SW002-022719
ALS Vial : 17 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .20 7.20 90.4 ng 5944880 1 7.67 1314920 20.0
n-Hexadecanoic acid 17.97 4.7 ng 652935 4 17.08 2790540 20.0
Bromoacetic acid,... 20.97 7.7 ng 1555780 5 21.27 4036120 20.0
Cyclopentane, decyl- 21.87 2.2 ng 447244 5 21.27 4036120 20.0
Eicosane 22.81 2.0 ng 367115 6 23.52 3622730 20.0
1-Docosanethiol 2411 2.7 ng 485777 6 23.52 3622730 20.0
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