LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS Vial : 9 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

5.251 378 385 405 rBV 5119032 7368631 64.41% 8.655%
6.834 646 654 672 rBVY 5385343 8765621 76.62% 10.295%
rBvV 5579736 8715116 76.18% 10.236%
7.645 786 792 800 rBV 885067 1409529 12.32% 1.656%
7.963 839 846 857 rBV 3577409 5617410 49.10% 6.598%
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8.822 984 992 1008 rBV 2933165 5138776 44.92% 6.036%
10.433 1259 1266 1279 rBV 1177734 2054166 17.95% 2.413%
12.916 1681 1688 1704 rBV 7441901 10592898 92.59% 12.442%
13.768 1826 1833 1846 rBVY 429004 713551 6.24% 0.838%
14.304 1917 1924 1934 rBV2 1815606 2920026 25.52% 3.430%

=
QO ~NO®

11 15.804 2172 2179 2197 rBV 6299715 9105314 79.59% 10.694%
12 17.056 2386 2392 2407 rBV2 2132517 3268030 28.56% 3.838%
13 17.951 2539 2544 2557 rBV 624961 1056004 9.23% 1.240%
14 18.239 2589 2593 2600 rVB6 61552 125600 1.10% 0.148%
15 19.239 2759 2763 2771 rBV2 196245 352300 3.08% 0.414%

16 19.697 2835 2841 2850 rBV 9507121 11440706 100.00% 13.437%
17 20.962 3052 3056 3066 rBV 761516 1098995 9.61% 1.291%
18 21.256 3101 3106 3121 rBV 1947546 2833038 24.76% 3.327%
19 21.821 3200 3202 3206 rVvB2 130579 138132 1.21% 0.162%
20 23.491 3480 3486 3498 rVB2 1243305 2426473 21.21% 2.850%

Sum of corrected areas: 85140316
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BM019219.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019219.D
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Time-->  12.00 1250 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: BM019219.D

8000000

6000000

4000000

21.26

2000000 23.49
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21.82
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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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS Vial : 9 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 1 unknown7.19 Concentration Rank 1

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

7.19 123.66 ng 8715120 1,4-Dichlorobenzene-d4 7.65
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-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.192 min): BM019219.D (-706) (-) m/z 132.00 100.00%
132.0
5000 68.1
6.80 7.00 7.20 7.40 7.60
o} m/z 68.10 47 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 ARASRARAS SRR RS L
6.80 7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 33.50%
L1
0'”P'”Pw”h”JV“'P“'P"P”'P”"”"“"”"”W'”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
6.80 7.00 7.20 7.40 7.60
5000 98.0 m/z 66.00 29.37%
o Ll M\‘ b 1580 1890
m/z--> 20 40 60 86 100 150 1&0 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole e
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.05 19.00%
5000
104.0
66.0
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\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS Vial : 9 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.
17.95 6.46 ng 1056000 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2544 (17.951 min): BM019219.D (-2539) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
970 2132 I|""|llll|llll|llll|l
| 157.1 185.1 256.3 083 1 17.60 17.80 18.00 18.20
O bl - m/z 59.95 70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 D SRR BN UL B
17. 60 17. 80 18. 00 18.20
129.0 m/z 43.05 57 .69%
256.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
17.60 17.80 18.00 18.20
5000 129.0 m/z 57.05 55.16%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid AL A Emm S
73.0 17.60 17.80 18.00 18.20
m/z 41.10 52.40%
43.0
5000
1290 171.0
: 214.0
98.0
0 1%9”.P.i‘. M.thk“u”p”lq.i.ﬂn...i S g
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\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS Vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.24 2.49 ng 352300 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Eicosane 282 C20H42 000112-95-8 60

Abundance Scan 2763 (19.239 min): BM019219.D (-2759) (-) m/z 73.00 100.00%

73.0
43.0
5000

185.1 241.2 L e
284.3 19.00 19.20 19.40 19.60

0! m/z 60.00 67.08%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0
19.00 19.20 19.40 19.60
1850 54y 2840 m/z 43.05 62.82%
1.
e | goe |
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43.0 ,73.0
 EE BRSBTS
19.00 19.20 19.40 19.60
5000 m/z 57.10 60.45%
129.0 242.0
199.0
Lol [ |
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R EEEES
43.0 19.00 19.20 19.40 19.60
m/z 55.05 56.78%
73.0
129.0
185.0213.0241.0
oLl “H 0 | o0 | a0 o
m/z--> 50 150 200 250 300 350 19. 00 19 20 19. 40 19 60

8270-BM031119.M Wed Mar 20 07:32:19 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019219.D

Aca On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample : K1935-02

Misc :

ALS Vial : 9 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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 7.76 ng 1099000 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 3056 (20.962 min): BM019219.D (-3052) (-) m/z 83.10 100.00%
31 3t
5000
}25'1 20.60 20.80 21.00 21.20
Ol by 1671 20702000 2810 sa31 a1~ lrRte 0 oe ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57.0
97.0
5000 UL AL SRS B
20.60 20.80 21.00 21.20
m/z 57.10 92 .52%
0 25Jo| ,L,J l 139.0 182.0 2240 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
83.0 20.60 20.80 21.00 21.20
5000 m/z 55.10 85.99%
21.0
o1 W m 1830 2080 2900 5979
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester N RaEEE R
43.0 20.60 20.80 21.00 21.20
83.0 m/z 97.10 82.03%
5000
25.0
o’ -Jﬂ4u‘|-WL o }?ﬁq i S B BB B B e T
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031819\
Data File : BM019219.D

Acq On : 18 Mar 2019 17:15

Operator : JU/SJ

Sample - K1935-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 .19 7.19 123.7 ng 8715120 1 7.65 1409530 20.0
n-Hexadecanoic acid 17.95 6.5 ng 1056000 4 17.06 3268030 20.0
Octadecanoic acid 19.24 2.5 ng 352300 5 21.26 2833040 20.0
3-Eicosene, (E)- 20.96 7.8 ng 1099000 5 21.26 2833040 20.0
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