LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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 5.228 375 381 394 rBVY 1947773 2894948 19.17% 3.799%
2 6.810 644 650 668 rBY 1368820 2250767 14.91% 2.954%
3 7.163 702 710 729 rBVY 4296696 6728515 44.57% 8.830%
4 7.628 782 789 797 rBV 775225 1215190 8.05% 1.595%
5 7.945 835 843 856 rBY 3557072 5593275 37.05% 7.340%

8.798 980 988 1003 rBV 2916355 4893930 32.42% 6.422%
10.410 1255 1262 1275 rBV 1060275 1850297 12.26% 2.428%
12.898 1678 1685 1701 rBV 9296135 12974048 85.93% 17.026%
13.757 1825 1831 1841 rBV 88862 151986 1.01% 0.199%
14.286 1913 1921 1935 rBV2 1833214 2776045 18.39% 3.643%

=
QO ~NO®

11 15.792 2170 2177 2192 rBV 6682742 9780335 64.78% 12.835%
12 17.045 2384 2390 2403 rBV 2061139 3016354 19.98% 3.958%
13 17.933 2537 2541 2550 rBV 362695 581275 3.85% 0.763%
14 19.227 2756 2761 2770 rBV 240353 430116 2.85% 0.564%
15 19.686 2833 2839 2844 rBV 13033690 15097551 100.00% 19.812%

16 20.951 3049 3054 3065 rBvV 375297 663305 4_.39% 0.870%
17 21.245 3099 3104 3111 rBV 1911643 2385733 15.80% 3.131%
18 22.268 3275 3278 3285 rVB4 146397 205071 1.36% 0.269%
19 22.768 3359 3363 3367 rVB 133194 185131 1.23% 0.243%
20 23.327 3453 3458 3462 rBV2 183270 313177 2.07% 0.411%

21 23.474 3476 3483 3491 rBV2 1151367 2216323 14.68% 2.908%

Sum of corrected areas: 76203372
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On - 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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: BM019306.D
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19,69
1.2e+07

1e+07 12.90

8000000
15.79

6000000

4000000

2000000 14.29 17.04

LIRS L L L L L L N L L L L I O I L L L L L B L L L LB L R B B B

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: BM019306.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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 unknown7.16 Concentration Rank 1

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

7.16 110.74 ng 6728520 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 709 (7.157 min): BM019306.D (-702) (-) m/z 132.00 100.00%
132
5000 68
40 % J 6.80 7.00 7.20 7.40
54 . . . :
ol 48 Leear 297 “n/z 68.10 50.43%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR N R I

6.80 7.00 7.20 7.40
m/z 134.00  32.54%

31 51
9
o T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
R e L R
74 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 31.69%
by b Ll ‘ Ll 158 189
0....,”..,...w....,.”., ST IR =N <M
m/z--> 40 60 100 120 140 160 180 200
Abundance #13679 5-Fluoro-2-chloropyrimidine a e L e AR
132 6.80 7.00 7.20 7.40
m/z 69.10 20.88%
5000
33 44 70 105
2P | s |
0....,”..,...w....,.”.,.. N /L S
m/z--> 40 60 100 120 140 160 180 200 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 : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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 3.85 ng 581275 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 25
4 Hexadecane 226 C16H34 000544-76-3 18
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 15
Abundance Scan 2540 (17.927 min): BM019306.D (-2537) (-) m/z 73.00 100.00%
73
60
43
5000
97 129 213 R N BN BRI U
115 | 143157171185199" 7997 256 17.60 17.80 18.00 18.20
Ob it m/z 60.00 76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 U UM SR DL SRR
17. 60 17. 80 18 00 18.20
213 m/z 43.10 64.11%
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43 17,60 17.80 18.00 18.20
5000 m/z 57.10 59.18%
129
29 ; 185 228
01115 | 143,171
0|||||||||||||||| \ml :1- H‘ “|‘|||‘||:|I-|57|||| |‘||1|99||2:|L|3||‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36165: Undecane, 2-methyl- B BAEERREEEETEEEE S
43 57 17.60 17.80 18.00 18.20

m/z 55.05 54 .57%

5000

29
99
15 \‘ \h ‘ [ A 113 ‘ 141155170

M — S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

~
iy
©
a1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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.
19.23 3.61 ng 430116 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2761 (19.227 min): BM019306.D (-2756) (-) m/z 73.00 100.00%

5000

-

19.00 19.20 19.40 19.60
m/z 59.95 71.06%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid

19.00 19.20 19.40 19.60
m/z 43.05 64.09%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid

%

43 19.I00 19!20 19.I40 19.I60
5000 m/z 57.10 63.51%
129
185 228
s T,
oAl s, L
m/z--> 50 100 150 200 250 300 350 400
Abundance #83686: Pentadecanoic acid e RARREEE R
43 73 19.00 19.20 19.40 19.60
m/z 55.10 56.60%
5000 129
199 242
157
OII‘ILJIII Wil“ul 17jl ; T s B
m/z--> 50 20 250 300 350 400 19. OO 19 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 5.56 ng 663305 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3054 (20.951 min): BM019306.D (-3049) (-) m/z 69.05 100.00%
43 97
5000
125 20.60 20.80 21.00 21.20
153 207 281 : . .
- b1 158,182207 252 281 825 355 401429 | mT g3 15 98.010
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 | 69
97
5000 NN AR SR
20.60 20.80 21.00 21.20
m/z 57.05 97 .04%
125
0 ,1‘,| ,I.J J.-,.l.l.el,S‘.‘.l?z.,.%z‘.‘.z?z....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83 NN AR SR
20.60 20.80 21.00 21.20
5000 m/z 55.05 83.94%
111
04 J " 1 1l 113l9 u 182 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester B AL B A
43 20.60 20.80 21.00 21.20
m/z 97.10 79.24%
69 WJ\\_‘M
5000
97
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\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019306.D

Aca On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.33 2.83 ng 313177 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
3 Heneicosane 296 C21H44 000629-94-7 70
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 53
5 Octadecane 254 C18H38 000593-45-3 53

Abundance Scan 3459 (23.333 min): BM019306.D (-3453) (-) m/z 57.10 100.00%

5000

281 23.00 23.20 23.40 23.60
253 313341369 417 461489
ol 549 m/z 71.10 91.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane

5

5000

23. 00 23 20 23. 40 23 60
m/z 207.00 60.51%
WWWM-\

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
5[
R e e N IR SR
23.00 23.20 23.40 23.60
5000 85 m/z 85.10 60.02%

113
[ 141 183211239267296

%

o MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane !
23.00 23.20 23.40 23.60
m/z 43.05 53.48%
5000

]

141169197225053 296
I~ T TTTrT TTTrT TT 1T L I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 23100 2320 23.40 2360
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032119\
Data File : BM019306.D

Acq On : 22 Mar 2019 00:34

Operator : JU/SJ

Sample : K1941-04

Misc :

ALS Vial : 18 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 .16 7.16 110.7 ng 6728520 1 7.63 1215190 20.0
n-Hexadecanoic acid 17.93 3.9 ng 581275 4 17.04 3016350 20.0
Octadecanoic acid 19.23 3.6 ng 430116 5 21.24 2385730 20.0
3-Octadecene, (E)- 20.95 5.6 ng 663305 5 21.24 2385730 20.0
Eicosane 23.33 2.8 ng 313177 6 23.47 2216320 20.0
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