LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample : H3591-02

Misc :

ALS Vial : 25 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-BF060716.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 1.656 5 6 14 rVvVv 246806 383598 15.80% 1.748%
2 1.770 14 16 50 rvB 1198302 2427843 100.00% 11.063%
3 4.822 281 283 293 rVB 79681 125406 5.17% 0.571%
4 5.267 319 322 324 rBVY 1501661 1927285 79.38% 8.782%
5 6.319 411 414 417 rBV 1570897 1716447 70.70% 7.821%

6.433 422 424 427 rBV 1651079 1860559 76.63% 8.478%
6.662 443 444 447 rBV 445113 495197 20.40% 2.256%
6.822 455 458 460 rBV 1873094 1604134 66.07% 7.310%
7.233 492 494 497 rBV 1122496 1153381 47.51% 5.256%
7.953 555 557 559 rBvV 721460 679630 27.99% 3.097%

=
QO ~NO®

11 9.028 648 651 654 rBV 2275464 2231657 91.92% 10.169%
12 9.428 683 686 688 rBvV 588969 491067 20.23% 2.238%

13 9.645 703 705 707 rBV 32673 31424 1.29% 0.143%
14 9.702 707 710 712 rBV 680726 751805 30.97% 3.426%
15 10.136 747 748 750 rvVB 79202 67289 2.77% 0.307%
16 10.354 764 767 771 rBV 28245 49957 2.06% 0.228%

17 10.491 776 779 781 rBV 1011815 1256927 51.77% 5.727%
18 10.605 788 789 794 rBV 84629 118636 4._.89% 0.541%
19 11.051 826 828 830 rBV 45984 52310 2.15% 0.238%
20 11.176 837 839 841 rBV 923960 784163 32.30% 3.573%

21 12.754 975 977 980 rBV 1571407 2197946 90.53% 10.015%
22 13.714 1055 1061 1067 rBVZ2 40828 200075 8.24% 0.912%
23 13.805 1067 1069 1071 rVB 681469 697703 28.74% 3.179%
24 14.400 1116 1121 1132 rBV 7117 36044 1.48% 0.164%
25 15.177 1187 1189 1195 rBV 467286 575907 23.72% 2.624%

26 15.577 1221 1224 1226 rBV 17846 29446 1.21% 0.134%

Sum of corrected areas: 21945836
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample = H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088195.D
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Abundance TIC: BF088195.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample = H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.82 5.06 ng 125406 1,4-Dichlorobenzene-d4 6.66
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 283 (4.822 min): BF088195.D (-281) (-) m/z 43.05 100.00%
43
59
5000
101 [T
| 83 440 4.60 4.80 5.00 5.20
o} T 1 | A M m/z 59.10 61.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS SR RN LU S
440 4.60 4.80 5.00 5.20
m/z 101.10 22 .19%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500 520
5000 m/z 58.00 18.31%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R maE L REE AR
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000 41
68
0 || s0, 126 142
m/z--> 10 20 30 4'0 5'0 6|O 70 80 90 100 110 120 1§o 140 440 460 480 500 520

8270-BF060716.M Tue Jun 21 17:04:56 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample = H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.43 Concentration Rank 2

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

6.43 75.14 ng 1860560 1,4-Dichlorobenzene-d4 6.66
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 424 (6.433 min): BF088195.D (-422) (-) m/z 132.00 100.00%
32
5000 68
6 rrrTrrTrTyTrT T T T T T
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:,".'..?,:!..??...' SNOSNEN -7 A NS . S [ N m/z 68.10 A41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R B UL
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.40%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26.77%
104
oL 14 27 37 4451 58 % 77 599, | 115
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 A BT e LR
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.95%
5000 6
41 97
53 117
0..,.”.,.”.,?ﬂ.hj..4MM.W.MMJP.MUﬂ”.é?.L.,}Pﬁl..jw%%?.,t.. N RSN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample = H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.61 3.03 ng 118636 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72
Abundance Scan 789 (10.605 min): BF088195.D (-788) (-) m/z 57.10 100.00%
57
43 71
5000

10.20 10.40 10.60 10.80 11.00

0! m/z 43.10 67 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 L L B B R
10 20 10. 40 10. 60 10. 80 11. OO
29 m/z 71.10 64.03%
oL15 ‘\ L ﬂ9113127141155169 198
..W.H.P.”,”.w.“.P.”,”.w.“......“...” R AR RRRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 |7 B B AR LA
85 10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 41.27%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane A mate e
57 10.20 10.40 10.60 10.80 11.00
43 m/z 41.10 31.05%
71
5000 85
29 99
oL 15 ‘\ Lo ) 113127141155169183 212
..W.H.P.”,.“.“.”,”.w.”......“...” ERRARERRERERSE LRSS B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088195.D

Aca On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample = H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.71 5.74 ng 200075 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1061 (13.714 min): BF088195.D (-1055) (-) m/z 83.10 100.00%
o7
5000 111
0 Y A WY
207 13.40 13.60 13.80 14.00
Obrreprr bl m/z 57.10 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000
13.40 13.60 13.80 14.00
29 m/z 55.00 93.45%
ol Lol 167 196 238 266 294
PP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 97.10 87.54%
29 139

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83 13.40 13.60 13.80 14.00

m/z 43.10 84 .13%

5000

29 139

0 Il ‘ 168 196 238 266 \ A
TIT[TITT [T T T[rTT TTyrrrrirrrprrrrprrro]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088195.D

Acq On : 21 Jun 2016 3:11

Operator : UM/SJ

Sample - H3591-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.82 5.1 ng 125406 1 6.66 495197 20.0
unknown6 .43 6.43 75.1 ng 1860560 1 6.66 495197 20.0
Tetradecane 10.61 3.0 ng 118636 4 11.18 784163 20.0
1-Heneicosanol 13.71 5.7 ng 200075 5 13.81 697703 20.0
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