LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 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-BM121518 .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 4.675 298 304 309 rBV 46333 64091 2.51% 0.254%
2 5.128 374 381 392 rBVY 1185853 1811261 70.99% 7.191%
3 6.698 641 648 662 rBY 1171265 2018347 79.11% 8.013%
4 6.798 662 665 678 rVB3 17666 38723 1.52% 0.154%
5 7.028 697 704 718 rVB 1288411 2017513 79.07% 8.010%
6 7.481 775 781 790 rBV 485530 764714 29.97% 3.036%
7 7.792 827 834 844 rBV 943359 1459915 57.22% 5.796%
8 8.639 972 978 992 rBV 659939 1161890 45.54% 4.613%
9 9.663 1145 1152 1160 rVB2 60167 98319 3.85% 0.390%
10 10.245 1245 1251 1266 rBvV 614583 1085868 42.56% 4.311%

11 12.751 1670 1677 1689 rBV 1565311 2434667 95.42% 9.666%
12 13.615 1817 1824 1831 rBV 146706 231255 9.06% 0.918%

13 14.051 1891 1898 1903 rBvV4 21144 48170 1.89% 0.191%
14 14.145 1908 1914 1921 rVvV2 867607 1336863 52.40% 5.308%
15 15.009 2055 2061 2066 rVB2 25772 35810 1.40% 0.142%
16 15.657 2165 2171 2179 rBV 1229946 1863262 73.03% 7.397%
17 15.880 2204 2209 2216 rBV 45702 92104 3.61% 0.366%
18 16.333 2282 2286 2289 rBV5 22385 27534 1.08% 0.109%
19 16.674 2340 2344 2347 rBV 49862 64347 2.52% 0.255%
20 16.827 2366 2370 2377 rVB7 20446 38717 1.52% 0.154%

21 16.909 2378 2384 2389 rBV 969780 1455262 57.04% 5.778%
22 16.956 2389 2392 2397 rVB 121945 169938 6.66% 0.675%

23 17.045 2404 2407 2412 rVB 32783 51182 2.01% 0.203%
24 17.409 2466 2469 2474 rBV 46597 55014 2.16% 0.218%
25 17.762 2525 2529 2531 rBV5 18278 26740 1.05% 0.106%
26 17.827 2535 2540 2547 rVVv2 228315 352585 13.82% 1.400%
27 17.915 2553 2555 2560 rVB6 19411 26987 1.06% 0.107%
28 17.986 2564 2567 2571 rVv4 20855 33257 1.30% 0.132%
29 18.103 2583 2587 2593 rBV2 58240 97796 3.83% 0.388%
30 18.750 2694 2697 2700 rBV3 46488 53865 2.11% 0.214%

31 18.986 2733 2737 2745 rVB 222467 336478 13.19% 1.336%
32 19.121 2757 2760 2766 rBV6 68197 105959 4._.15% 0.421%
33 19.356 2795 2800 2803 rBV 169272 253267 9.93% 1.006%
34 19.568 2830 2836 2841 rBV 2065512 2551455 100.00% 10.130%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.850 3051 3054 3061 rVB2 238434 301621 11.82% 1.197%
36 21.139 3098 3103 3107 rBV 1031093 1425082 55.85% 5.658%
37 23.303 3467 3471 3478 rVB2 698002 1197934 46.95% 4_.756%

Sum of corrected areas: 25187792
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018371.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 1

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

7.03 52.77 ng 2017510 1,4-Dichlorobenzene-d4 7.48
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 704 (7.028 min): BM018371.D (-697) (-) m/z 132.00 100.00%
5000 68
40 54 % 6.60 6.80 7.00 7.20 7.40
0 & 1s 207 m/z 68.10 49.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o7 SRASE AR SRR AR R
660 6.80 700 7.20 7.40
70 m/z 66.10 34.82%
31 44
0 P b, 88 116
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.77%

63
15 283 82 4 77 %9 Wue |

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #13677: 3-Chloro-6-fluoro-pyrazine e
132 6.60 6.80 7.00 7.20 7.40

69 m/z 69.05 21.88%
104
5000
31
0 ...,..‘..”‘,l.H.,.l..‘,....,.‘...,.. N
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 4.85 ng 352585 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 2541 (17.833 min): BM018371.D (-2535) (-) m/z 73.05 100.00%
78
41 55
5000 129
115 213
7 185 R EU L L BRI
01 13! g | 227 296 17.60 17.80 18.00 18.20
(o} m/z 41.00 67 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
57
5000 29 256 L BRI LN BN B
17. 60 17. 80 18 00 18. 20
213 m/z 55.10 65.75%
143157171185,
Ol rr bl
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
78
43
57 17.|60 17.|80 18.|00 18.|20
5000 29 m/z 59.95 64.12%
129 - 214
L L 3T | vl
o ..,.a..‘,‘.‘..“l“ e ....‘,‘...a,....,‘....,....,.‘... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 78 17.60 17.80 18.00 18.20
i m/z 43.00 57.31%
5000 29 129
87 115 185
. o1 143,171 | 149 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "i%ea i%éd iédoliééd'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018371.D

Aca On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Cyclotetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 4.23 ng 301621 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 86
2 Hexadecane 226 C16H34 000544-76-3 70
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 64
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 60
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 58
Abundance Scan 3054 (20.850 min): BM018371.D (-3051) (-) m/z 57.10 100.00%
57
83
5000
141163 201 275 20.60 20.80 21.00 21.20
N 250 310 340365388 430 /7  71.10 82 . 08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
g5
83
5000 LRI SN BRI SULRILE I
20.60 20.80 21.00 21.20
29 m/z 43.10 81.69%
0 [ | | 1139 168 170
m/z--> 55 100 150 200 250 300 350 400
Abundance #73967: Hexadecane
57
20,60 20.80 21.00 21.20
5000 85 m/z 83.10 69.40%
29
o Ll ‘ |13 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester NN s
57 20.60 20.80 21.00 21.20
83 m/z 69.10 68.96%
5000
111
29
m/z--> 50 100 1&'30 2(')0 250 300 350 400 20.60 20.80 21.00 21.20

8270-BM121518 .M Mon Dec 24 17:23:14 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
Data File : BM018371.D

Acq On : 21 Dec 2018 23:42

Operator : JU/SJ

Sample : J6501-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .03 7.03 52.8 ng 2017510 1 7.48 764714 20.0
n-Hexadecanoic acid 17.83 4.8 ng 352585 4 16.92 1455260 20.0
Cyclotetradecane 20.85 4.2 ng 301621 5 21.14 1425080 20.0
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