LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\
Data File : BM019066.D
Aca On : 06 Mar 2019 11:12 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
a?ggle : K1705-20 PST-028-B105-022719
ALS Vial : 10 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 5.275 365 372 389 rBY 4774114 6850583 85.00% 10.075%
2 6.857 633 641 653 rBY 4367141 7048353 87.45% 10.366%
3 7.210 693 701 719 rBVY 4859643 7482464 92.84% 11.004%
4 7.675 773 780 787 rBV 907489 1444449 17.92% 2.124%
5 7.987 823 833 846 rBY 3385704 5375070 66.69% 7.905%
6 8.839 969 978 1002 rBVY 2461553 4208771 52.22% 6.190%
7 10.457 1246 1253 1268 rBV 999065 1772726 22.00% 2.607%
8 12.939 1667 1675 1691 rBV 5010616 7311609 90.72% 10.753%
9 13.792 1813 1820 1832 rBV 251811 389480 4.83% 0.573%
10 14.327 1903 1911 1920 rBV2 1330070 2012892 24.98% 2.960%

11 15.827 2159 2166 2185 rBV 3638442 5574778 69.17% 8.199%
12 17.080 2373 2379 2384 rBV 1465129 2127449 26.40% 3.129%
13 17.121 2384 2386 2392 rVB 151448 185437 2.30% 0.273%
14 17.968 2524 2530 2534 rBV2 195657 307646 3.82% 0.452%
15 19.145 2725 2730 2739 rBV 212215 306056 3.80% 0.450%

16 19.256 2745 2749 2754 rBV4 57346 86016 1.07% 0.127%
17 19.509 2788 2792 2800 rVB 184509 278679 3.46% 0.410%
18 19.715 2821 2827 2842 rBV 6758471 8059519 100.00% 11.853%
19 20.974 3037 3041 3051 rBVv3 309089 442401 5.49% 0.651%
20 21.180 3073 3076 3081 rBV 238043 271575 3.37% 0.399%

21 21.274 3087 3092 3097 rBV 2205053 2925278 36.30% 4_.302%
22 21.868 3190 3193 3201 rVB4 242637 370126 4_59% 0.544%
23 23.521 3467 3474 3491 rVB 1540572 3163430 39.25% 4.652%

Sum of corrected areas: 67994787
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LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\

: BM019066.D

: 06 Mar 2019 11:12

- JUu/SJ

K1705-20 PST-028-B105-022719
- 10 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM019066.D

5.28 7.21

6.86

7.99

8.84

7.67 10.46

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

T
10.00 10.50 11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM019066.D
19

72
12.94

15.83

14.33 17.08

13.79 10.12 17.97

Time-->

0l
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM019066.D

21.27
23.52

20.91.

21.87

YN

AN e N,

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 : BM019066.D

Aca On : 06 Mar 2019 11:12

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 unknown7.21 Concentration Rank 1

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

7.21 103.60 ng 7482460 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 701 (7.210 min): BM019066.D (-693) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 : : : : :
ol 82 {tis 207 281 m/z 68.10 49.68%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A A L L
6.80 7.00 7.0 7.40 7.60
33 105 m/z 134.00 32.85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 9g 116 m/z 66.10 30.30%
SN O 1 T R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE P
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.58%
5000
92
P'”I”M“L'W”leﬁ"J"“"”"”'"”"” [T T I R UL L
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM019066.D

Aca On : 06 Mar 2019 11:12

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 2.89 ng 307646 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 40
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 37
Abundance Scan 2530 (17.968 min): BM019066.D (-2524) (-) m/z 73.00 100.00%
7B
43
5000
o7 129
M us | 1s717L 192 23 s 17.60 17.80 18.00 18.20
el m/z 60.00 68.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
48 60 73
5000 29 256 S SR R AR
17. 60 17. 80 18 00 18.20
213 m/z 43.05 53.64%
L, 143157171185 199
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 7B
43 17,60 17.80 18.00 18.20
5000 129 m/z 57.05 48 .23%
29 . 185 228
01115 | 143..5171
IIIIII“I“””IIITI :1- H‘ “|‘|||‘||:|I-|57|||| |‘||1|99||25L|3||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid e A B e e
60 78 17.60 17.80 18.00 18.20
m/z 55.05 46 .72%
43
5000
129
29 ‘ .15 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM019066.D

Aca On : 06 Mar 2019 11:12

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 4 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.02 ng 442401 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 93
2 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3040 (20.968 min): BM019066.D (-3037) (-) m/z 57.05 100.00%
57 83
20.60 20.80 21.00 21.20
R m/z 69.05 90.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
4
97
5000 AR AR A
20.60 20.80 21.00 21.20
m/z 83.10 88.81%
125
J ll 1" 154180 224252
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43
o 20.60 20.80 21.00 21.20
5000 m/z 55.00 85.64%
97
b IJLll%S 169 210
mz-> 50 100 150 200 250 300 350 400 450
Abundance #154046: Bromoacetic acid, octadecyl ester A m e I
43 20.60 20.80 21.00 21.20
69 m/z 43.10 76 .16%
97
5000
21
L Jl | 153181 224290 g7
m/z--> 50 100 150 200 250 300 350 400 450 ' 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 : BM019066.D

Aca On : 06 Mar 2019 11:12

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 5 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.87 2.53 ng 370126 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-Hexadecanol 242 C16H340 036653-82-4 83
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 74
4 Cvclopentane. l-pentvl-2-propvl- 182 C13H26 062199-51-3 70
5 Cyclohexadecane 224 C16H32 000295-65-8 68

Abundance Scan 3193 (21.868 min): BM019066.D (-3190) (-) m/z 69.10 100.00%

6997

:

5000 41
125 242 21160 2180 22,00 22.20
53182213 282 329 369 430 489 549 : : : :
bl .Afnﬂaq..J,”..“.” 09401430 489 5 w/z 83.10 98.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #154046: Bromoacetic acid, octadecyl ester

s

83

5000 T T T T T T T T T
21 60 21. 80 22. OO 22 20

m/z 97.10 85.83%

| 181 222250 597
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83793: 1-Hexadecanol
56
83 e
21.60 21.80 22.00 22.20
5000 m/z 55.10 82.56%
11
Al
I 139168196224
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R B e
57 21.60 21.80 22.00 22.20
m/z 43.10 66.88%
97
5000
29 PZS 169 510238
REY T YO O L R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. 00 22 20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM019066.D

Acq On : 06 Mar 2019 11:12

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119._M
Quant Title : 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 7.21 103.6 ng 7482460 1 7.67 1444450 20.0
n-Hexadecanoic acid 17.97 2.9 ng 307646 4 17.08 2127450 20.0
3-Octadecene, (E)- 20.97 3.0 ng 442401 5 21.27 2925280 20.0
Bromoacetic acid,... 21.87 2.5 ng 370126 5 21.27 2925280 20.0
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