LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 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-BF032217.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 3.999 355 359 368 rVB 408760 469421 13.13% 1.461%
2 4.399 422 427 430 rBY 3222609 3066652 85.79% 9.547%
3 5.469 603 609 612 rBY 2885110 3218633 90.05% 10.020%
4 5.610 628 633 636 rBY 3311648 3319002 92.85% 10.333%
5 5.863 672 676 680 rBY 1188381 1036074 28.99% 3.225%
6 6.040 701 706 710 rBVY 2515812 2553474 71.44% 7.949%
7 6.510 780 786 789 rBVY 2020626 2095992 58.64% 6.525%
8 7.363 926 931 935 rBVY 1351924 1386358 38.79% 4.316%
9 8.687 1149 1156 1160 rBV 3421939 3574395 100.00% 11.128%
10 9.181 1236 1240 1244 rBV 258713 248755 6.96% 0.774%
11 9.504 1287 1295 1299 rBV2 1453791 1494427 41.81% 4.652%
12 10.098 1392 1396 1400 rVB 95278 87738 2.45% 0.273%
13 10.369 1433 1442 1445 rBvV3 31581 55825 1.56% 0.174%

14 10.475 1455 1460 1464 rBV 1744021 1791416 50.12% 5.577%
15 10.681 1491 1495 1497 rBV 105840 100576 2.81% 0.313%

16 11.239 1585 1590 1593 rBV 55349 55824 1.56% 0.174%
17 11.328 1600 1605 1607 rBV 1330464 1285584 35.97% 4.002%
18 11.351 1607 1609 1613 rVB 239056 215492 6.03% 0.671%

19 11.416 1617 1620 1625 rVB 44984 42967 1.20% 0.134%
20 12.057 1722 1729 1730 rBV3 35980 45455 1.27% 0.142%
21 12.080 1730 1733 1736 rVB2 46121 48875 1.37% 0.152%

22 12.816 1850 1858 1862 rBV 340188 343553 9.61% 1.070%
23 13.092 1898 1905 1908 rBV 279232 325448 9.10% 1.013%
24 13.304 1935 1941 1945 rBV 2296583 2438762 68.23% 7.592%
25 13.910 2041 2044 2049 rVB 57637 64442 1.80% 0.201%

26 14.480 2136 2141 2147 rBV3 81629 160471 4._.49% 0.500%
27 14.574 2152 2157 2160 rvVv 952078 1134507 31.74% 3.532%
28 14.604 2160 2162 2164 rVV 140945 136437 3.82% 0.425%
29 14.633 2164 2167 2172 rVB 81694 102688 2.87% 0.320%
30 15.798 2362 2365 2368 rBV 102042 134976 3.78% 0.420%

31 16.139 2421 2423 2427 rVB 91293 103094 2.88% 0.321%

32 16.204 2429 2434 2438 rBV 729488 857014 23.98% 2.668%
33 17.180 2597 2600 2608 rVB4 60702 127379 3.56% 0.397%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32121706
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF094203.D
4.40 5,61

3000000 5.47

2500000 6.04

2000000 6.51

1500000 7.36
5.86
1000000

500000 4.00

e L .

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094203.D

3000000
2500000 13.30

2000000
10.47

1500000 9.50 11.33
1000000

500000
9.18 1(.35 12.82 13,09

10.10 10.68
i 10.37L al 11.241.42 12088

e | V| W S e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094203.D

3000000
2500000
2000000
1500000

14.57
1000000 16.20

500000

15.80 16. 17.18

e T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.00 9.06 ng 469421 1,4-Dichlorobenzene-d4 5.86
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.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 359 (3.999 min): BF094203.D (-355) (-) m/z 43.00 100.00%
a3
59
5000
101 INSEBNAEDE SSR R
51| o7 83 | 3.60 3.80 4.00 4.20 4.40
o} £ P A L — m/z 59.10 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 INSEBNAEDE SSR R
59 3.60 3.80 4.00 4.20 4.40
m/z 101.10 21.97%
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
360 3.80 4.00 4.20 4.40
5000 M m/z 58.00 16.07%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— S NN LI N L
43 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.80%
5000
101
71
15
"'I'L'I"%ﬁ""fJ"I'?ﬁl'"'b"'l'?ﬁl""k”"l"'W""I”"I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2 unknown5.61 Concentration Rank 1

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

5.61 64 .07 ng 3319000 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 633 (5.610 min): BF094203.D (-628) (-) m/z 132.00 100.00%
32
5000 68
6 TTrT T T T T T T T T T
40 _ 54 75 104 5.20 5.40 5.60 5.80 6.00
I 0l N O 1 M = I [ N m/z 68.10 38.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL UL L
5.20 5.40 5.60 5.80 6.00
78 m/z 134.00 32.91%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 5.60 580 6.00
5000 m/z 66.10 23.71%
104
66
14 27 37 4451 58 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e
132 5.20 5.40 5.60 5.80 6.00
m/z 69.10 15.08%
5000 6
41 97
53 117
"v"'l“"lgﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" SR U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Trichloroacetic acid, tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.83 ng 160471 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
2 Isotridecanol- 200 C13H280 027458-92-0 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
4 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 80
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 74

Abundance Scan 2141 (14.480 min): BF094203.D (-2136) (-) m/z 57.10 100.00%

43 57

83 97

5000

125 S —
140154 176 106 213 Stosp 281 14.20 14.40 14.60 14.80

m/z 43.05 95.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43 57 83

14.20 14.40 14,60 14.80
125 m/z 55.10 91.12%

139153168 196 241

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
a1 e B
55 14.20 14.40 14.60 14.80
5000 83 m/z 69.05 79.13%
97111

125940154 171185

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester N B EE
57 14.20 14.40 14.60 14.80

43 m/z 83.10 74.81%
83 97

5000

125

\‘ A 196210 238 265 283
|....|...

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094203.D

Aca On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.18 2.97 ng 127379 Perylene-d12 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Eilcosane 282 C20H42 000112-95-8 86
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 72
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Nonadecane 268 C19H40 000629-92-5 70
Abundance Scan 2600 (17.180 min): BF094203.D (-2597) (-) m/z 57.10 100.00%
g7
5000
16,80 17.00 17.20 17.40
il m/z 71.10 75.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane
57
5000 85 A DU B UL R
mmﬂmﬂmﬂm
- 113 m/z 85.10 60.97%
SR 25058 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16,80 17.00 17.20 17.40
5000 m/z 43.10 45 _.80%
85
29
113 141 169 282
m/z--> éo 160 1%0 200 250 300 3%0 460
Abundance #159267: Heptacosane, 1-chloro- A B o
57 16.80 17.00 17.20 17.40
m/z 97.10 19.69%
5000 85
29
Ll U L, 141162183 211 239 273 301322343 371 414
m/z--> 5'0 100 1&1;0 2(')0 25'30 3(')0 3&1,0 4(')0 16 80 17. 00 17. 20 17'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040517\
Data File : BF094203.D

Acq On : 5 Apr 2017 21:38

Operator : SJ/MA

Sample : 12522-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
2-Pentanone, 4-hy... 4_.00 9.1 ng 469421 1 5.86 1036070 20.0
unknown5.61 5.61 64.1 ng 3319000 1 5.86 1036070 20.0
Trichloroacetic a... 14.48 2.8 ng 160471 5 14.57 1134510 20.0
Heneicosane 17.18 3.0 ng 127379 6 16.20 857014 20.0
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