LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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 5.263 363 370 388 rBVY 4737977 6764388 36.91% 7.271%
2 6.845 631 639 664 rBY 4903313 7791993 42 .52% 8.376%
3 7.198 692 699 718 rBVY 4895192 7682061 41.92% 8.258%
4 7.663 771 778 786 rBV 797743 1263862 6.90% 1.359%
5 7.981 824 832 843 rBVY 3321753 5275159 28.79% 5.671%

8.834 966 977 995 rBV 2632882 4396317 23.99% 4.726%
10.451 1244 1252 1266 rBVY 993179 1756711 9.59% 1.888%
12.933 1666 1674 1689 rBV 7591276 11113303 60.65% 11.946%
13.786 1811 1819 1836 rBVY 332491 5565225 3.03% 0.597%
14.316 1903 1909 1923 rBV2 1710964 2610493 14.25% 2.806%

=
QO ~NO®

11 15.815 2157 2164 2184 rBV 6939783 9801996 53.49% 10.537%
12 17.068 2371 2377 2394 rBV2 2164827 3294819 17.98% 3.542%
13 17.833 2500 2507 2514 rBV3 91978 238277 1.30% 0.256%
14 17.962 2523 2529 2540 rBV 1021567 1512815 8.26% 1.626%
15 19.251 2743 2748 2763 rBV 229032 470176 2.57% 0.505%

16 19.709 2820 2826 2840 rBV 15866343 18325030 100.00% 19.699%
17 20.968 3035 3040 3053 rBV 1436990 1813289 9.90% 1.949%
18 21.268 3086 3091 3102 rBV 3069573 3926109 21.42% 4._.220%
19 22.421 3284 3287 3294 rVB 196655 244599 1.33% 0.263%
20 23.509 3465 3472 3485 rVB 1924830 3680153 20.08% 3.956%

21 24.097 3568 3572 3581 rVB3 259835 510036 2.78% 0.548%

Sum of corrected areas: 93026811
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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

Abundance TIC: BM019109.D
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Abundance TIC: BM019109.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: BM019109.D

1.4e+07
1.2e+07

le+07
8000000
6000000
4000000 21.27

23.51
20000001 20.97

22.42 J 24.10
SV

O | e e S ——————————
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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 unknown7.20 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.20 121.57 ng 7682060 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
Abundance Scan 699 (7.198 min): BM019109.D (-692) (-) m/z 132.00 100.00%
132
5000 68

6.80 7.00 7.20 7.40 7.60

0 ek || m/z 68.10  49.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 /l\lllllllllllllllllllll
680 7.00 7.20 7.40 7.60
31 m/z 134.00 32.74%
,...."-,:.'!.,.:.j?....,....,.. -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
I o e R S R
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.55%
33 44 7 105
10T | s
,”..,..”,....“...,”..,...,....“...,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE R R RS R mma S
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.53%
5000
92
65
o7 39 51 0 77 105,45 ‘
e e e e e e e e R o e e R
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\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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.
17.96 9.18 ng 1512820 Phenanthrene-d10 17.07
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Eicosane 282 C20H42 000112-95-8 18
Abundance Scan 2529 (17.962 min): BM019109.D (-2523) (-) m/z 73.00 100.00%
73
43
5000
129
97 AR AR AR R
| || ﬂ 115 143157171185199213227 25 o 17.60 17.80 18.00 18.20
e m/z 60.00 72 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 73
5
5000 29 256 L LR UL G B B
17. 60 17. 80 18. oo 18 20
213 m/z 43.05 59.58%
Iy 143127171185, 99
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, T8
17.60 17.80 18.00 18.20
5000 - m/z 57.10 55.20%
|||||‘|||‘|‘i‘||“l”‘|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.10 53.98%
43 57
5000
129
29 115 171 214
185
15“\,‘”'\,,,, i .Tlﬂ...m ‘ 9‘ I et N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.25 2.40 ng 470176 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Eicosane 282 C20H42 000112-95-8 25
Abundance Scan 2748 (19.251 min): BM019109.D (-2743) (-) m/z 73.00 100.00%
43
5000 129
97 185 241 e
284 19.00 19.20 19.40 19.60
157
apalp Lo 22 L L 3 “n/z 60.00 69.24%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129
19.00 19.20 19.40 19.60
9 185 oay 284 m/z 43.10 64.10%
15 a2y |23 | 2,65,\, I
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73
" 10,00 19.20 19.40 19.60
5000 129 m/z 57.10 59.89%
199 242
157
Ll Wim [ P
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester Bl
ile] 19.00 19.20 19.40 19.60
m/z 55.05 58.91%
73
5000 284
129
185
“Hm‘\”‘ T LR s | s
m/z--> 50 100 150 200 250 300 350 19. oo 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 9.24 ng 1813290 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 83
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83
Abundance Scan 3040 (20.968 min): BM019109.D (-3035) (-) m/z 83.05 100.00%
57| 8B
5000 111 K
R R AR
139 20.60 20.80 21.00 21.20
IV J 1P 207 252280 a25 355 aonaze | s CRe 10" o5 1on
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 NN UL SUULRE B
20.60 20.80 21.00 21.20
29 111 m/z 57.10 85.88%
|| | \ Il [ 139 1(?8 1?6
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83 UNABAUARAR AR RARES A
20.60 20.80 21.00 21.20
5000 m/z 97.05 83.78%
29 111
J { J ’ ‘ l | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #106399: 9-Eicosene, (E)- T TR
87 g3 20.60 20.80 21.00 21.20
m/z 55.05 83.19%
5000
29 111
| J 1 l | 139 168 196 223 252 280
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\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019109.D

Aca On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample : K1835-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.10 2.77 ng 510036 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 93

2 1-Nonadecene 266 C19H38 018435-45-5 93

3 1-Docosene 308 C22H44 001599-67-3 89

n-octad... 466 C22H37F702
n-penta... 424 C19H31F702

000400-57-7 87
1000216-79-3 86

4 Heptafluorobutvric acid.
5 Heptafluorobutyric acid,

Abundance 83Scan 3572 (24.097 min): BM019109.D (-3568) (-) m/z 83.05 100.00%
55
5000
23.80 24.00 24.20 24.40
237265293 343371 417 461489 535 BT 10 63 75w
m/z--> 100 150 200 250 300 350 400 450 500 550

Abundance #106400: 3-Eicosene, (E)-

o
o1

(6]
o o

97
5000 TTT TTTT TT T T TTTT TTTT
29 23. 80 24. 00 24 20 24 40
25 m/z 69.10 86.29%
J PL 153182210 252280
R i AL BN i o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98171: 1-Nonadecene
43 97
R REREE SR s R
23.80 24.00 24.20 24.40
5000 m/z 97.05 80.32%
25
s/ 1] l 154182210238266

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

i

Abundance #121981: 1-Docosene
55 23.80 24.00 24.20 24.40
m/z 55.10 71.40%
97
5000
2 25
‘ ‘ | 153181 308
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\HPCHEM1\BNA_M\DATA\BM031219\
Data File : BM019109.D

Acq On : 12 Mar 2019 13:26

Operator : JU/SJ

Sample - K1835-03

Misc :

ALS Vial : 4 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 .20 7.20 121.6 ng 7682060 1 7.66 1263860 20.0
n-Hexadecanoic acid 17.96 9.2 ng 1512820 4 17.07 3294820 20.0
Octadecanoic acid 19.25 2.4 ng 470176 5 21.27 3926110 20.0
Cyclotetradecane 20.97 9.2 ng 1813290 5 21.27 3926110 20.0
3-Eicosene, (E)- 24._.10 2.8 ng 510036 6 23.51 3680150 20.0
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