LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

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-BF050217 .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 5.095 534 537 549 rBV 82576 193363 8.57% 1.118%
2 5.707 637 641 684 rBV 641082 1908524 84.60% 11.039%
3 7.283 905 909 925 rBV 692981 1641252 72.75% 9.493%
4 7.401 925 929 955 rVB 1183498 2256043 100.00% 13.050%
5 7.736 982 986 998 rBV 413862 519136 23.01% 3.003%
6 7.972 1022 1026 1046 rBvY 1103052 1461501 64.78% 8.454%
7 8.642 1136 1140 1175 rBV 428682 1083803 48.04% 6.269%
8 9.766 1327 1331 1353 rBVY 273839 656400 29.10% 3.797%
9 11.530 1627 1631 1656 rBV 790673 1572340 69.69% 9.095%
10 12.242 1748 1752 1768 rBvV 81382 164869 7.31% 0.954%
11 12.595 1807 1812 1837 rBV2 394643 727032 32.23% 4 ._.205%
12 13.424 1947 1953 1958 rVB 22357 29036 1.29% 0.168%
13 13.895 2029 2033 2059 rBv 369529 815907 36.17% 4_.719%
14 14.195 2080 2084 2087 rBv2 20868 26851 1.19% 0.155%

15 15.001 2217 2221 2226 rBV 269638 439632 19.49% 2.543%

16 15.042 2226 2228 2242 rVV 96364 184702 8.19% 1.068%
17 15.148 2242 2246 2255 rVB3 11057 23044 1.02% 0.133%
18 15.953 2378 2383 2395 rVB4 32296 77732 3.45% 0.450%
19 16.789 2520 2525 2534 rBV 166153 234099 10.38% 1.354%
20 17.089 2571 2576 2585 rBV 182626 254613 11.29%% 1.473%

21 17.312 2610 2614 2625 rVB 813484 996804 44.18% 5.766%

22 17.553 2652 2655 2660 rVB2 19307 29371 1.30% 0.170%
23 17.695 2675 2679 2684 rVVv2 24840 36740 1.63% 0.213%
24 18.553 2819 2825 2832 rBV5 37727 92196 4._.09% 0.533%
25 18.671 2840 2845 2850 rBV2 436709 696274 30.86% 4.027%
26 18.812 2864 2869 2878 rVB5 16568 32265 1.43% 0.187%
27 19.189 2927 2933 2937 rBV2 15174 24301 1.08% 0.141%
28 19.341 2956 2959 2961 rBvV4 20814 22634 1.00% 0.131%
29 19.865 3044 3048 3052 rVB5 25019 26040 1.15% 0.151%
30 19.953 3059 3063 3066 rBvV 93131 136507 6.05% 0.790%
31 20.065 3078 3082 3085 rBV2 49684 62042 2.75% 0.359%
32 20.241 3109 3112 3116 rVB 62924 67183 2.98% 0.389%
33 20.300 3119 3122 3127 rVB 78502 87316 3.87% 0.505%

34 20.353 3127 3131 3140 rBV 310211 500252 22.17% 2.894%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.788 3201 3205 3210 rBV2 46564 60672 2.69% 0.351%
36 21.712 3357 3362 3368 rBvV4 48094 91222 4._.04% 0.528%
37 22.106 3425 3429 3438 rVB2 24501 56487 2.50% 0.327%

Sum of corrected areas: 17288185
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Data Path :

Data File : BF095518.D
Aca On > 28 May 2017
Operator : SJ/MA
Sample : 13244-07
Misc :

ALS Vial : 17

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF052717\

2:38

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.10 7.45 ng 193363 1,4-Dichlorobenzene-d4 7.74
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 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 538 (5.101 min): BF095518.D (-534) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.0

| | 83.0 480 500 520 5.40
S U M. m/z 59.00 58.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 N
59.0 480 500 520 5.40

m/z 101.00 24 .71%

15.0 101.0
310
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0

4.80 5.00 5.20 5.40

5000 41.0 m/z 58.00 14 .80%
73.0 126.0 1420
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy-
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.10 9.17%
5000
73.0
120 4 “ | 87.0 1020
R o A B e A as L e s s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.40 Concentration Rank 1

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

7.40 86.92 ng 2256040 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 929 (7.401 min): BF095518.D (-925) (-) m/z 132.00 100.00%
13%.0
5000 68.1 f&
00 510 || a0 % wro b5 75 7% 7k 78
SRRSO O | W .- D £ SN | N m/z 68.10 38.17%
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
132.0
=000 i o Tk e T e
M0 530 . m/z 134.00 31.71%
‘ 79.0 :
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 700 750 740 750 750
5000 m/z 66.00 22.67%
31.0 51.0
wwmwmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14.31%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550 ‘\
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 110 150 150 140 700 750 7h0 7%0 7%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 4

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

15.95 3.54 ng 77732 Phenanthrene-d10 15.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 47
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 43
4 2-Ethvlthio-5-chloro-pvrimidin-4... 190 C6H7CIN20S 106146-79-6 12
5 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 12

Abundance Scan 2382 (15.948 min): BF095518.D (-2378) (-) m/z 189.10 100.00%
189.1
43.0 73.0
5000
94.6
129.0 ..................
1w%%1 15.60 15.80 16.00 16.20
1 T UV | m/z 190.10  90.91%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
.......” e
5000 15.60 15.80 16.00 16.20
94.0 m/z 43.00 69.19%
163.0 !
o~ o A [
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
45.0 146.0
15.60 15.80 16.00 16.20
5000 82.0 m/z 73.00 68.09%
117.0
162.0
65.0 102.0
e e s e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-  EEam s L S REARE R
190.0 15.60 15.80 16.00 16.20
m/z 60.00 61.34%
5000
63.0 133.0 172.0
280 4g g10 °|° \ 148.0
...,....,..9.,“ o X N O [ SN | E—
miz--> 20 40 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.65 ng 92196 Chrysene-di12 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
3 17-Pentatriacontene 491 C35H70 006971-40-0 74
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 74
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 74
Abundance Scan 2824 (18.547 min): BF095518.D (-2819) (-) m/z 43.10 100.00%
431 83.1
5000

2‘?0 18.20 18.40 18.60 18.80
Lhll g

B I T m/z 83.10 97.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

57.0

{ 230.0 e

5000 U

18.20 18.40 18.60 18.80
m/z 57.05  95.73%

.0

39.0

.0
| hl J\\ A
m/z--> 0 50 100

184

96
el Ak 280
150 200 250 300 350 400 450
Abundance
57.0
R Em B
18.20 18.40 18.60 18.80
5000 97.0 m/z 55.05 82.73%
e s B e e B I e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene L B o
57.0 18.20 18.40 18.60 18.80
97.0 m/z 71.10 74.98%
5000
39.0
15.0 |, i |, ; 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
R i B o L L B B R e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095518.D

Aca On : 28 May 2017 2:38

Operator : SJ/MA

Sample = 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.79 2.43 ng 60672 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3205 (20.788 min): BF095518.D (-3201) (-) m/z 57.05 100.00%

51.0
5000

20 40 20. 60 20 80 21. OO 21. 20
m/z 71.10 81.61%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0

5000 R EEEEEmEm e
2040 20. 60 2080 21. OO 21. 20

99.0 m/z 43.10 61.37%

200 ‘ h i \\ | }410 1830 2250 2810  337.0 3940
L : e S e S L S Lo
miz--> 50 100 150 200 250 300 350
Abundance
57.0

20 40 20. 60 20 80 21. OO 21.20

1169.0 231.1 266.0

5000 m/z 85.05 59.04%
99.0
27,0 141.0 183, 0 225.0 266.0296.0
L B B
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane B e M
57.0 20 40 20. 60 20 80 21. OO 21.20

m/z 99.10 23.32%

5000
ol | i 1“0mm2%0%m3mo%m
e e T A A AL LA

{ |
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\
Data File : BF095518.D

Acq On : 28 May 2017 2:38

Operator : SJ/MA

Sample - 13244-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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... 5.10 7.5 ng 193363 1 7.74 519136 20.0
unknown? .40 7.40 86.9 ng 2256040 1 7.74 519136 20.0
6H-Cyclobuta[jk]p--. 15.95 3.5 ng 77732 4 15.00 439632 20.0
Ethanol, 2-(tetra... 18.55 2.6 ng 92196 5 18.67 696274 20.0
Octacosane 20.79 2.4 ng 60672 6 20.35 500252 20.0
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