LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090588.D

Aca On - 15 Oct 2016 5:47 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H5263-05 FK-BPM-02-001-C

ALS Vial : 28 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-BF101316.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 5.114 240 243 252 rBVY 1397211 1942542 35.97% 4_.573%
2 5.526 276 279 282 rBVY 3826160 4023177 74.49% 9.471%
3 6.554 366 369 371 rBY 3582364 4510962 83.52% 10.620%
4 6.680 378 380 383 rBVY 3274259 4514191 83.58% 10.627%
5 6.920 399 401 412 rBV 770184 1066597 19.75% 2.511%

7.069 412 414 417 rBV 3081773 3498089 64.77% 8.235%
7.480 447 450 466 rBV 2399485 3095015 57.31% 7.286%
8.200 511 513 522 rBV 1290419 1535960 28.44% 3.616%
8.315 522 523 541 rVB5 21567 82504 1.53% 0.194%
9.286 605 608 610 rBV 4799497 5400836 100.00% 12.715%

=
QO ~NO®

11 9.675 640 642 644 rBV 494392 454082 8.41% 1.069%
12 9.892 659 661 663 rvB 67763 55636 1.03% 0.131%
13 9.960 664 667 669 rBV 1915601 1692140 31.33% 3.984%
14 10.395 701 705 706 rBV 136422 134480 2.49% 0.317%
15 10.612 721 724 727 rBV 51529 85868 1.59% 0.202%

16 10.749 733 736 743 rBV 2414998 2584232 47.85% 6.084%
17 10.863 745 746 753 rVB 173242 239245 4.43% 0.563%
18 11.309 784 785 787 rBV 49810 68894 1.28% 0.162%
19 11.446 795 797 812 rBV 1279326 1484747 27.49% 3.495%
20 13.035 934 936 952 rBV 3806691 4126747 T76.41% 9.715%

21 13.927 1012 1014 1023 rBV 129859 167138 3.09% 0.393%
22 14.087 1026 1028 1041 rVvVv 676842 861380 15.95% 2.028%
23 15.550 1153 1156 1172 rBV 538441 853188 15.80% 2.009%

Sum of corrected areas: 42477650
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101416\
BF090588.D
15 Oct 2016
UM/SJ
H5263-05

5:47

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

FK-BPM-02-001-C
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090588.D

Aca On - 15 Oct 2016 5:47

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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.

5.11 36.43 ng 1942540 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 243 (5.114 min): BF090588.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
o T3k 50 50 s
83 : : : :
Obrrr i ..:|,..7.1.,~....-,|....,....,....,....,....,?97.. m/z 59.10 61.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L I
59 480 500 520 540
m/z 101.10 21.03%
101
'”'I'ﬁ}ﬂm"jﬁ"'??”'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.10 17.57%
41
29 101
73 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e e
43 480 500 5.20 5.40
m/z 41.10 8.75%
57
5000
29 101
Lo | 73 85
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090588.D

Aca On - 15 Oct 2016 5:47

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.68 Concentration Rank 1

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

6.68 84 .65 ng 4514190 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 380 (6.680 min): BF090588.D (-378) (-) m/z 132.00 100.00%
132
68
5000
40 54 % 6.40 6.60 6.80 7.00
T 07 e 200 m/z 68.10  52.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
m/z 134.00 32.11%
31 51
'”I"LMl'H'Pl'ﬂI”"I'”'I"HI"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68
6.40 6.60 6.80 7.00
5000 53 m/z 66.05 31.98%
39
132
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.10 20.09%
5000
104
66
14 27 39 50 %P 7T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090588.D

Aca On - 15 Oct 2016 5:47

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.22 ng 239245 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 746 (10.863 min): BF090588.D (-745) (-) m/z 57.10 100.00%
57
43 n
5000
110.60 10,80 11.00 11.20
m/z 43.10 67 .53%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 o7
5000 & LRI BN BRI B B
g5 mmmmnmnm
29 m/z 71.10 60.83%
| “ L w 99 113127 141 155 169 183197 226
m/z--> 25 Jo éo éo 160 150 1&0 160 180 200 220 240
Abundance
43
57 RN R BN B
10.60 10.80 11.00 11.20
5000 71 g m/z 85.10 38.19%
99111 127 g5
m/z--> 25 Jo éo éo 160 150 1&0 160 180 200 250 250
Abundance #94346: Heptadecane LI L L L L L B
57 10.60 10.80 11.00 11.20
43 71 m/z 41.10 28.23%
85
5000
29 99
s |0l | 113127 141155 169 183 107 211 240
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 200 220 240 1060 1080 1100 1120

8270-BF101316.M Mon Oct 17 16:10:46 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\

Data File : BF090588.D

Aca On - 15 Oct 2016 5:47

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.88 ng 167138 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 1014 (13.927 min): BF090588.D (-1012) (-) m/z 57.10 100.00%
43 §7
83
97
5000
111
125 9 13.60 13.80 14.00 14.20

m/z 55.10 86.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-

43 57

97

5000
13.60 13.80 14.00 14.20

m/z 43.10 85.26%

12

5
139153167182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57
83 AU R SRR

97 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.96%
111

29
125
139153167182 210

Wﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-

13.60 13.80 14.00 14.20
m/z 69.10 78.49%

5000

125
139153168182196210224 252 280

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\

Data File : BF090588.D

Acg On : 15 Oct 2016  5:47

Operator : UM/SJ

ﬁ?ggle i H5263-05 FK-BPM-02-001-C
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.11 36.4 ng 1942540 1 6.92 1066600 20.0
unknown6 .68 6.68 84.7 ng 4514190 1 6.92 1066600 20.0
Hexadecane 10.86 3.2 ng 239245 4 11.45 1484750 20.0
3-Eicosene, (E)- 13.93 3.9 ng 167138 5 14.09 861380 20.0
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