LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020296.D
Aca On : 12 May 2019 13:44 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
a?ggle : K2766-04 P026-SS006-1824-01
ALS Vial : 6 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-BM043019 .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 5.345 395 401 415 rBVY 1182916 1720548 48.79% 7.948%
2 6.934 663 671 684 rBVY 1049607 1763474 50.01% 8.146%
3 7.292 725 732 743 rBV 1147953 1871938 53.09% 8.647%
4 7.763 806 812 820 rBV 229877 370910 10.52% 1.713%
5 8.081 859 866 878 rBV 881730 1423936 40.38% 6.578%
6 8.933 1003 1011 1024 rBV 609883 1079127 30.60% 4 .985%
7 10.557 1279 1287 1297 rBV 241619 426193 12.09% 1.969%
8 13.027 1700 1707 1720 rBV 1515727 2251732 63.86% 10.402%
9 13.868 1845 1850 1864 rBV 108517 156118 4_.43% 0.721%
10 14.410 1936 1942 1955 rBV2 364071 563369 15.98% 2.602%

11 15.904 2190 2196 2215 rBV 1248734 1892119 53.66% 8.741%
12 17.162 2403 2410 2414 rBV2 476293 706574 20.04% 3.264%

13 17.198 2414 2416 2428 rVB 48983 73112 2.07% 0.338%
14 18.039 2554 2559 2563 rBV2 77990 110839 3.14% 0.512%
15 18.086 2563 2567 2575 rVB2 18217 36560 1.04% 0.169%

16 19.221 2755 2760 2765 rVB 93146 125101 3.55% 0.578%
17 19.586 2817 2822 2830 rVB 165582 231860 6.58% 1.071%
18 19.786 2851 2856 2866 rBV 2884548 3526162 100.00% 16.289%

19 19.915 2872 2878 2886 rBV3 20431 52085 1.48% 0.241%
20 20.062 2896 2903 2904 rBV6 22662 43928 1.25% 0.203%
21 20.374 2953 2956 2960 rBV 28729 37574 1.07% 0.174%

22 21.044 3065 3070 3078 rBV3 205890 325253 9.22% 1.503%
23 21.350 3115 3122 3126 rBV 740084 1125016 31.90% 5.197%
24 21.386 3126 3128 3134 rVB 104559 124913 3.54% 0.577%
25 22.950 3389 3394 3406 rVB3 83301 265102 7.52% 1.225%

26 23.432 3472 3476 3482 rBV 74216 121756 3.45% 0.562%
27 23.532 3490 3493 3500 rVB 85875 145992 4.14% 0.674%
28 23.632 3504 3510 3526 rVB 538810 1076032 30.52% 4.971%

Sum of corrected areas: 21647323
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020296.D

Aca On : 12 May 2019 13:44

Operator : JU/SJ

ﬁ?gg le K2766-04 P026-5S006-1824-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020296.D
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Abundance TIC: BM020296.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020296.D

Aca On : 12 May 2019 13:44

Operator : JU/SJ

3?22 le K2766-04 P026-5S006-1824-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.29 Concentration Rank 1

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

7.29 100.94 ng 1871940 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 732 (7.292 min): BM020296.D (-725) (-) m/z 132.00 100.00%
132
68
5000
40 | % 104 700 7.20 7.40 7.60
S L o Sl 87 A8 L m/z 68.10 56.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 B RN AR AR AR
700 7.0 7.40 7.60
70 m/z 66.10 36.71%

31 60
0 twsm o Png g,
R R S o o o e o MARARAREARSREEES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.00 7.20 7.40 7.60
5000 m/z 134.00 32.42%

o 15 28 39 52 © 7 104 6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R R e R
132 7.00 7.20 7.40 7.60

m/z 69.10 25.26%

69
104
5000
78
il |
S S 1R T PR AN | N1 R

H | !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o

8270-BM043019.M Thu May 16 09:36:14 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020296.D

Aca On : 12 May 2019 13:44

Operator : JU/SJ

3?22 le K2766-04 P026-5S006-1824-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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.
18.04 3.14 ng 110839 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2559 (18.039 min): BM020296.D (-2554) (-) m/z 72.95 100.00%
73
60
43
5000 192
213
143 107171 007 256 17.80 18.00 18.20 18.40
0 m/z 60.00 76.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 LRI BRI BN BN I
17.80 18.00 18.20 18.40
m/z 57.10 59.31%
. Il ‘ H m }01 ;15 129 143 157171185 199 213 227 202 2?6
m/z--> 25 Jo 80 100 120 1&0 1éo 180 200 220 240 260
Abundance
43 60 73
17.80 18.00 18.20 18.40
5000 - 129 m/z 55.00 58.71%
87 242
143 199
115 185
101 157 171 213
O e L B L e Mo AR,
m/z--> 25 Jo éo 85 160 150 1&0 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
60 73 17.80 18.00 18.20 18.40
43 m/z 43.10 53.33%
5000 129
- 185 228
01115 | 1435171
0 “ ‘\ " ‘H“ |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020296.D

Aca On : 12 May 2019 13:44

Operator : JU/SJ

3?22 le K2766-04 P026-5S006-1824-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 7-Hexadecene, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 5.78 ng 325253 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3069 (21.039 min): BM020296.D (-3065) (-) m/z 83.05 100.00%
5000
139 161178 200 251 281302 20.80 21.00 21.20 21.40
o e 30 Th/z 69.100 92.79%
m/z--> 50 100 150 200 250 300 350
Abundance #72494: 7-Hexadecene, (2)-
55
5000 8
20.80 21.00 21.20 21.40
29 11 m/z 55.10 91.66%
o ‘-““-“‘. Lo M0 167 106 2%
m/z--> 50 100 150 200 250 300 350
Abundance
43
" 20.80 21.00 21.20 21.40
5000 69 m/z 57.10 87.11%
97
026 125 154 181 205224 252
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43 20.80 21.00 21.20 21.40
m/z 43.05 76.27%
69
5000
97
Lol s s o 2
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020296.D

Aca On : 12 May 2019 13:44

Operator : JU/SJ

Sample : K2766-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Perylene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.53 2.71 ng 145992 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 68
2 Benzolalpvrene 252 C20H12 000050-32-8 64
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 62

3-T4-Chlorophenvl1-1-methvl naph... 252 C17H13ClI 055614-28-3 59
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 58
Abundance Scan 3493 (23.532 min): BM020296.D (-3490) (-) m/z 252.10 100.00%
252
5000
23.20 23.40 23.60 23.80
o 321855 A5 | "m/z 254.00 24.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89815: Perylene
252
5000
23.20 23.40 23.60 23.80
196 m/z 253.10 19.65%
ol 43 73 100, | 149169 200224 |
m/z--> 50 160 150 200 250 300 350 400
Abundance
252
2320 23.40 23.60 23.80
5000 m/z 250.00 18.09%
126
228
ol 57 83104 & 149 200
mz-> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene e S RE R R AL
252 2320 23.40 23.60 23.80
m/z 207 .00 14 _.45%
5000
126
ol 39 74 100, | 150174 200224 |
m/z--> 50 1& 150 200 250 300 350 400 23120 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051219\

Data File : BM020296.D

Acq On : 12 May 2019 13:44

Operator : JU/SJ

3?22 le K2766-04 P026-SS006-1824-01
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 .29 7.29 100.9 ng 1871940 1 7.76 370910 20.0
n-Hexadecanoic acid 18.04 3.1 ng 110839 4 17.16 706574 20.0
7-Hexadecene, (Z2)- 21.04 5.8 ng 325253 5 21.35 1125020 20.0
Perylene 23.53 2.7 ng 145992 6 23.63 1076030 20.0
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