LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG061016\

Data File : BG022288.D

Acq On : 10 Jun 2016 15:03 Instrument :
Operator : UM/SJ BNA_G

Sample - H3438-12 ClientSampleld :
Misc : SB-07-COMP
ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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 height area % max. total
1 2.966 17 22 36 rvB 382218 607686 45.72% 7.522%
2 5.176 392 398 407 rvB3 14973 29129 2.19% 0.361%
3 5.657 472 480 494 rBV 243548 463429 34.87% 5.736%
4 7.267 746 754 771 rBV 265157 531033 39.96% 6.573%
5 7.637 809 817 829 rBvV 288147 547508 41.19% 6.777%
6 8.108 888 897 906 rBvV 69101 131005 9.86% 1.622%
7 8.431 944 952 961 rBVY 210528 408380 30.73% 5.055%
8 9.283 1089 1097 1108 rBV 135132 300708 22.63% 3.722%
9 10.928 1369 1377 1388 rBV 100545 214187 16.12% 2.651%
10 13.360 1783 1791 1800 rBV 475977 826608 62.19% 10.231%

11 14.183 1925 1931 1939 rBV 87156 139986 10.53% 1.733%
12 14.741 2019 2026 2038 rBv2 187181 339047 25.51% 4.197%
13 16.227 2272 2279 2290 rBV 355610 597224 44 _.94% 7.392%
14 17.485 2486 2493 2506 rBV2 242151 432323 32.53% 5.351%

15 19.529 2834 2841 2847 rBV 10692 18868 1.42% 0.234%
16 19.753 2874 2879 2884 rBV 52711 64991 4_.89% 0.804%
17 19.864 2895 2898 2901 rBv4 15147 21573 1.62% 0.267%
18 20.076 2928 2934 2955 rBV 905047 1329073 100.00% 16.450%
19 20.787 3052 3055 3061 rVB 39559 49603 3.73% 0.614%
20 20.851 3062 3066 3070 rBV5 12156 15677 1.18% 0.194%
21 21.368 3149 3154 3162 rVB4 26770 49669 3.74% 0.615%
22 21.756 3213 3220 3237 rBV 247564 486293 36.59% 6.019%
23 21.915 3243 3247 3252 rVB5 8879 14606 1.10% 0.181%
24 23.237 3467 3472 3478 rVBS8 6976 15706 1.18% 0.194%

25 25.052 3769 3781 3794 rBV2 134684 444924 33.48% 5.507%

Sum of corrected areas: 8079236
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acqg On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022288.D
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Abundance TIC: BG022288.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.97 Concentration Rank 1

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

2.97 92.77 ng 607686 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 23 (2.972 min): BG022288.D (-17) (-) m/z 73.00 100.00%
7B
5000
43 89
37 55 2.90 3.00 3.10 3.20 3.30 3.40
O e e o B B e et ST m/z 43.00 34 .73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.90 3.00 3.10 3.20 3.30 3.40
89 m/z 89.00 29.04%
5wl @ |
SN -8 AN N N [+
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 7 .46%
29
s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy- AARANRRRRRREREEEARSEEEEES SR
7B 2.90 3.00 3.10 3.20 3.30 3.40
m/z 42.00 5.64%
5000
45
29
L %QM\ S 67 | 101 =£ﬁ;J IS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 4.45 ng 29129 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
3 3-Hexanol 102 C6H140 000623-37-0 25
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 399 (5.182 min): BG022288.D (-392) (-) m/z 43.00 100.00%
43
59
5000
101
4o 83 480 500 520 540 5.60
e A L B B m/z 59.00 75.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S N SRS LR R
59 4.80 5.00 520 540 5.60
m/z 101.00 33.72%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 5.60
5000 41 m/z 58.00 23.93%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol
59 480 5.00 520 5.40 5.60
m/z 41.00 7.63%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.64 Concentration Rank 2

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

7.64 83.59 ng 547508 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 38
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 817 (7.637 min): BG022288.D (-809) (-) m/z 131.90 100.00%
132
5000 68 /\¥
10 50 || g5 % 740 7.60 7.80 8.00
ety e 8 e M v m/Z 68.00 36.59%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AN AN RN R
a1 97 7.40 7.60 7.80 8.00
53 117 m/z 133.90 32.28%
|||||||||||||||||||||||||||| I o e R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.00 22 .01%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil . P

132 7.40 7.60 7.80 8.00
m/z 69.00 13.28%

5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
SN AN SR ! S RS CANEUL AN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.75 2.67 ng 64991 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 64
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 25

Abundance Scan 2879 (19.753 min): BG022288.D (-2874) (-) m/z 56.00 100.00%
56
5000
239 257
101
3 ‘ 213 19.40 19.60 19.80 20.00
S || AL ....,....,.1.7.?,.... e ||281,, m/z 57.00 52.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
19.40 19.60 19.80 20.00
29 1 230257 m/z 43.00 32.95%
ol e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
19.40 19.60 19.80 20.00
5000 m/z 55.00 29 .54%
29 73
7113 157 185 213 239257 L4 3
Wmﬁwmmwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid
19.40 19.60 19.80 20.00
m/z 73.00 29.49%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1940 19.60 19.80 20.00

8270-BG060616.M Mon Jun 13 19:24:58 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.79 2.04 ng 49603 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, butyl ester

340 C22H4402

000123-95-5 83

2 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 30
3 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 3056 (20.793 min): BG022288.D (-3052) (-) m/z 56.00 100.00%
56
5000 73
97 129 285
3 157 185207 o 2T7 \ 20.40 20.60 20.80 21.00 21.20
wl 0 L S Ll Tm/z 57.00 0 52.78%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 AR AR AR R R
20.40 20.60 20.80 21.00 21.20
29 1 13 129 - m/z 43.00 43.17%
97 267
— “: \I T ‘M \‘H‘ I\M\I \‘\I\ I\\hl . ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00 21.20
5000 m/z 73.00 39.02%
112
79
m/z--> " 'so 100 150 200 250 300
Abundance #17378: Cyclohexane, (l,l—dlmethylethyl)— LI L L L L B L LB
56 20.40 20.60 20.80 21.00 21.20
m/z 55.00 37.98%
5000
29 82
..”.Mﬂuujh ,.??. T T R B R
m/z--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.37 2.04 ng 49669 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 86
2 1-Pentadecanethiol 244 C15H32S 025276-70-4 76
3 Isoheptadecanol 256 C17H360 057289-07-3 76
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 64
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 64

Abundance Scan 3154 (21.368 min): BG022288.D (-3149) (-) m/z 57.00 100.00%

83

5000

21.00 21.20 21.40 21.60
m/z 83.00 88.85%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene
43
5000 83
21.00 21.20 21.40 21.60
111 m/z 71.00 83.71%
‘M‘Md\ﬁ 139167 196 224 267292 321 462 490
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
21.00 21.20 21.40 21.60
5000 m/z 69.00 75.21%
29 111 244
210
139 182
B L B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92322: Isoheptadecanol A B
57 83 21.00 21.20 21.40 21.60
m/z 96.95 72.17%
5000 111
29
N

e R e

1 T I
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022288.D

Acq On : 10 Jun 2016 15:03

Operator : UM/SJ

Sample - H3438-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown2 .97 2.97 92.8 ng 607686 1 8.11 131005 20.0
2-Pentanone, 4-hy... 5.18 4.5 ng 29129 1 8.11 131005 20.0
unknown7 .64 7.64 83.6 ng 547508 1 8.11 131005 20.0
Hexadecanoic acid... 19.75 2.7 ng 64991 5 21.76 486293 20.0
Octadecanoic acid... 20.79 2.0 ng 49603 5 21.76 486293 20.0
17-Pentatriacontene 21.37 2.0 ng 49669 5 21.76 486293 20.0
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