LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 4.404 391 394 401 rBV 11615 18416 4.12% 0.408%
2 5.028 495 500 512 rBV 209703 246293 55.05% 5.461%
3 5.440 567 570 584 rBV 164489 210249 46.99% 4.662%
4 6.457 740 743 761 rBV 319461 384440 85.93% 8.525%
5 6.592 763 766 773 rVV 376118 313089 69.98% 6.943%
6 6.822 802 805 813 rBV 309993 250352 55.96% 5.552%
7 6.975 828 831 842 rBV 347419 321962 71.96% 7.139%
8 7.386 898 901 913 rBV 223734 209306 46.78% 4.641%
9 8.075 1016 1018 1020 rBV 16228 13971 3.12% 0.310%
10 8.104 1020 1023 1030 rvv 334280 301090 67.30% 6.677%
11 8.157 1030 1032 1035 rVB 7720 5851 1.31% 0.130%
12 8.516 1089 1093 1095 rBV 10839 9365 2.09% 0.208%
13 8.686 1118 1122 1126 rVB 32000 24023 5.37% 0.533%
14 9.116 1193 1195 1198 rVB 11655 7944 1.78% 0.176%
15 9.180 1202 1206 1209 rBV 547924 447392 100.00% 9.921%
16 9.251 1213 1218 1221 rBV 39992 32844 7.34% 0.728%
17 9.528 1259 1265 1267 rBV5 3478 6965 1.56% 0.154%
18 9.575 1267 1273 1280 rVB 56923 62267 13.92% 1.381%
19 9.780 1304 1308 1311 rBV 39771 31567 7.06% 0.700%
20 9.863 1319 1322 1328 rVB 352656 284575 63.61% 6.310%
21 10.010 1344 1347 1350 rBv4 3939 5638 1.26% 0.125%
22 10.104 1359 1363 1367 rVB3 6915 8121 1.82% 0.180%
23 10.280 1390 1393 1396 rVB 37822 27128 6.06% 0.602%
24 10.498 1424 1430 1433 rBV3 10017 13902 3.11% 0.308%
25 10.663 1456 1458 1462 rVB 16696 15661 3.50% 0.347%
26 10.757 1470 1474 1478 rBV 26792 31708 7.09% 0.703%
27 11.204 1547 1550 1552 rBV 16079 12613 2.82% 0.280%
28 11.233 1552 1555 1560 rVB2 5443 5478 1.22% 0.121%
29 11.357 1572 1576 1579 rBV 317416 259636 58.03% 5.757%
30 11.627 1619 1622 1628 rVB2 9579 9848 2.20% 0.218%
31 12.039 1687 1692 1696 rVB2 6192 5453 1.22% 0.121%
32 12.574 1780 1783 1786 rBV 9015 7504 1.68% 0.166%
33 12.745 1810 1812 1817 rVB3 14722 13082 2.92% 0.290%
34 12.804 1817 1822 1825 rBV2 12774 16083 3.59% 0.357%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.939 1841 1845 1848 rBV 470210 375366 83.90% 8.324%

36 13.404 1920 1924 1926 rBV5 4075 6016 1.34% 0.133%
37 13.451 1930 1932 1935 rBV3 9665 9995 2.23% 0.222%
38 13.492 1937 1939 1942 rBV4 6160 7330 1.64% 0.163%
39 13.674 1968 1970 1974 rBV5 5908 6330 1.41% 0.140%
40 13.833 1992 1997 2000 rBV2 35006 49351 11.03% 1.094%

41 14.010 2023 2027 2030 rBVY 269944 246521 55.10% 5.467%
42 14.580 2122 2124 2126 rBV3 14238 14363 3.21% 0.318%
43 15.486 2274 2278 2282 rVB 145312 180536 40.35% 4._.003%

Sum of corrected areas: 4509624
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101361.D
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Abundance TIC: BF101361.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 19.68 ng 246293 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF101361.D (-495) (-) m/z 43.10 100.00%
43
59
5000
101
s 83 | 460 4.80 5.00 5.20 5.40
A R RN SRR AR RRARS NSRS RARLA RARSS SRS LA RALAS RARAIARRE m/z 59.10 59.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
59 460 4.80 5.00 520 5.40
m/z 101.10 19.78%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 13.32%
68
50 126 142
wﬁmﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e
43 460 4.80 5.00 5.20 5.40

m/z 41.10 9.93%

5000

101
15 31 % 6 86

L L L L L L B N R N R N RN AR EEE RN R LI B I
BB I i“ T T [ T I | I T | I T T I I Tt

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2 unknown6.59 Concentration Rank 2

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

6.59 25.01 ng 313089 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.592 min): BF101361.D (-763) (-) m/z 132.00 100.00%
32
5000 68
N . o T ok S0 ko 700
T a1 R m/z 68.10 38.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS MRS AR R R
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.58%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 AN RN SR L
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 22.73%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole A e RRERA
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 .68%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tridecane Concentration Rank 6

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

9.25 2.31 ng 32844 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1218 (9.251 min): BF101361.D (-1213) (-) m/z 57.00 100.00%
43
71
5000
85
9.00 9.20 9.40 9.60
P BB Twsz 43.10 86.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48832: Tridecane
43 57
71
5000
29 85 9.00 9.20 9.40 9.60
m/z 71.10 57.95%
15 \‘ O %112 127 14 ges 184
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1§o 260
Abundance
23 57
71 9.00 9.20 9.40 9.60
5000 a5 m/z 41.10 50.62%
29
99 113 127 141 155 169 198
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 260
Abundance #38349: Decane, 3,8-dimethyl-
57 9.00 9.20 9.40 9.60
- m/z 85.10 33.96%
85
5000 43
99 113 141
R ""IL"'h‘I"M T "h"‘J'I' "'I"'%QSI'¥7P' T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 7

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

9.78 2.22 ng 31567 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 78
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64

Abundance Scan 1308 (9.780 min): BF101361.D (-1304) (-) m/z 57.10 100.00%
57
43
71
5000 85
) | 9w 9.40 9.60 9.80 10.00 :
T I B L B e O A m/z 43.05 T72.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000
85 9.40 9.60 9.80 10.00
29 m/z 71.10 54.63%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.10 40.62%
29
15 9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 120 140 1éo 1§o 260 250
Abundance #38331: Undecane, 5-methyl- -
43 57 9.40 9.60 9.80 10.00
- m/z 41.10 32.64%
5000 85
29 112
‘\ L I, oy L 99 | 126 140 155 170
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 9.40 9%0 980 1050
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101361.D

Aca On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 7 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.83 4.00 ng 49351 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 81
2 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 81
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 81
4 n-Nonadecanol-1 284 C19H400 001454-84-8 81
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 81

Abundance Scan 1996 (13.827 min): BF101361.D (-1992) (-) m/z 43.10 100.00%

69
97

5000

13.60 13.80 14.00 14.20
m/z 57.00 89.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene

13.|60 13.|80 14.|00 14.|20
125 m/z 69.10 79.71%

154 182 210 238 266

5000

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 e —
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 78.85%
119
2f 137194 182 50, 207 328

mﬂm@mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152719: Tetradecyl trifluoroacetate R mEEEE RS S
a3 13.60 13.80 14.00 14.20
m/z 97.10 70.65%

5000

140 168 196 553241

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101361.D

Acq On : 13 Dec 2017 6:24

Operator : SJ/JU

Sample - 16764-06 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 19.7 ng 246293 1 6.82 250352 20.0
unknown6 .59 6.59 25.0 ng 313089 1 6.82 250352 20.0
Tridecane 9.25 2.3 ng 32844 3 9.86 284575 20.0
Hexadecane 9.78 2.2 ng 31567 3 9.86 284575 20.0
1-Nonadecene 13.83 4.0 ng 49351 5 14.01 246521 20.0
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