LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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

2.968 16 22 36 rBvV 607851 986307 52.44% 8.177%
3.749 151 155 165 rBV 18251 34350 1.83% 0.285%
rBv2 22723 42799 2.28% 0.355%
5.659 472 480 495 rBvV 404570 759182 40.37% 6.294%
7.268 747 754 773 rBV 435817 859808 45.72% 7.128%
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7.639 809 817 832 rBV 463736 888841 47.26% 7.369%
8.109 886 897 904 rBV 79507 154218 8.20% 1.278%
rBv 334858 653766 34.76% 5.420%
9.278 1088 1096 1111 rBV 243751 503938 26.80% 4.178%
10.929 1369 1377 1387 rBV 119485 245957 13.08% 2.039%
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11 13.361 1783 1791 1807 rBV 752065 1278874 68.00% 10.602%
12 14.178 1922 1930 1943 rBV 270589 443520 23.58% 3.677%
13 14.736 2018 2025 2035 rVvB2 197355 355787 18.92% 2.949%
14 16.229 2272 2279 2291 rBV 534426 905557 48.15% 7.507%
15 17.486 2486 2493 2506 rBV2 242990 432804 23.01% 3.588%

16 17.838 2546 2553 2563 rBV2 42820 93323 4._.96% 0.774%
17 17.944 2566 2571 2575 rVB 14427 20438 1.09% 0.169%
18 18.632 2683 2688 2697 rVB2 13184 19459 1.03% 0.161%

19 19.196 2779 2784 2792 rBV 51844 102224 5.44% 0.847%
20 19.754 2874 2879 2885 rBV 114702 145322 7.73% 1.205%

21 19.865 2895 2898 2907 rVB4 17029 32732 1.74% 0.271%
22 20.077 2928 2934 2948 rBV 1304262 1880681 100.00% 15.591%
23 20.788 3051 3055 3063 rBV2 74724 110614 5.88% 0.917%
24 21.364 3149 3153 3162 rVB5 27838 47735 2.54% 0.396%
25 21.757 3213 3220 3234 rBV2 242822 477880 25.41% 3.962%

26 21.916 3243 3247 3253 rVB3 11355 19408 1.03% 0.161%
27 23.226 3464 3470 3479 rVB7 23585 49665 2.64% 0.412%
28 23.426 3499 3504 3515 rVB6 13185 31139 1.66% 0.258%
29 24.043 3606 3609 3617 rVB6 13400 29496 1.57% 0.245%

30 25.053 3766 3781 3794 rBV3 138404 456846 24.29% 3.787%

Sum of corrected areas: 12062670
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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: BG022290.D

1200000
1000000

800000
2.97
600000
707 1.64

400000 8.43

200000
811 10.93

375 518

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022290.D

20,08
1200000

1000000
800000 13.36
600000 16.23

400000

14.18 17.49 21.76

200000 14.74

19.75
20.79
15844 1863 150  fo.87 21.36 |p1.92

L0 o e L o o o s e o e B BB B L i e e B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022290.D

1200000

1000000

800000

600000

400000

200000 25.05

232343 24.04
O T e e e e e i B e e B e S

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG060616.M Mon Jun 13 19:25:26 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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.

2.97 127.91 ng 986307 1,4-Dichlorobenzene-d4 8.10
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 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7
4 N-Ethylformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 22 (2.968 min): BG022290.D (-16) (-) m/z 73.00 100.00%
7B ?
5000
43 89
2.90 3.00 3.10 3.20 3.30 3.40
55
o N 1T IR SNSRI [T - S R — m/z 43.00 36.97%
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 29.53%
5 wfgl w
e B S
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 7.69%
29
s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #703: Methane, isothiocyanato-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 5.75%
5000
45
?\8 \3‘5”\\ “\ 58 [im
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 : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 unknown3.75 Concentration Rank 8

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

3.75 4.45 ng 34350 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 155 (3.749 min): BG022290.D (-151) (-) m/z 45.00 100.00%
45
5000
394 49 57 61 3.40 3.60 3.80 4.00
.wuupnqnnpuwnupnqunpﬂlhupnwu”J”w””P”w””P”q m/z 42.95 21.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #928: R-(-)-1,2-propanediol
45
5000 USSR SRR S R
3.40 3.60 3.80 4.00
29 m/z 61.00 8.10%
123519 26| 33 3042, 53 57 61 76
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
340 3.60 380 400
5000 m/z 43.95 6.30%
27 31
1518 3841 53 57 61 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #930: (S)—(+)—l,2—Pr0panedi0I LI L L L B B
45 3.40 3.60 3.80 4.00
m/z 57.00 3.82%
5000
1519 2731 3943 | 535761 75
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 | 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 5

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

5.18 5.55 ng 42799 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 399 (5.183 min): BG022290.D (-392) (-) m/z 43.00 100.00%
43
59
5000
101 ) M
s 83 480 5.00 520 5.40 5.60
e e m/z 59.00 64 .74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A S IR UL I
480 5.00 520 5.40 5.60
m/z 100.90 26.49%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 21.88%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime
43 4.80 5.00 520 5.40 5.60
m/z 41.00 9.22%
5000
101
15 58
\ 28 37/l s1 7 69 84
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 4 unknown7.64 Concentration Rank 2

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

7.64 115.27 ng 8388841 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 817 (7.639 min): BG022290.D (-809) (-) m/z 131.90 100.00%
5000 j\k
68
96 I N N B
40 54 75 103 7.40 7.60 7.80 8.00
....,....,...“F',....??.I.',....,..5.‘?,..!.,.'...,.1.1?.,...., bl m/z 68.00 35.49%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.40 7.60 7.80 8.00
78 m/z 133.90 32.54%
Tew
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 22.03%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine . R M EamE
132 740 7.60 7.80 8.00
m/z 69.00 13.82%
5000
33 44 o g7 105
78
"”I'L"I'l"?%'”iq"'l'"ll'ﬁql"'kl'J”' }}EI"" T UL I L R R
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG060616.M Mon Jun 13 19:25:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 1-Pentadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.84 4_.31 ng 93323 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol 228 C15H320 000629-76-5 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 87
4 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 86
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 86

Abundance Scan 2553 (17.838 min): BG022290.D (-2546) (-) m/z 69.00 100.00%

97

5000

17.60 17.80 18.00 18.20
m/z 82.95 99.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75205: 1-Pentadecanol
1 55 69 83
97
5000 111

2 17.60 17.80 18.00 18.20

125 m/z 55.00 98.77%

w8l L |
RN RARRR AR

| | 139154967 182 210
R o LN R RS EEES S L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55
69 g3
9 17.60 17.80 18.00 18.20
5000 ’ m/z 97.00 90.26%
29 111
125
140 154 168 132 196 224
L L B o B e R B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #138591: Trichloroacetic acid, tridecyl ester
43 57 69 g3 17.60 17.80 18.00 18.20
m/z 43.00 82.34%
97
5000
29 111
126
‘\ M‘ ‘ ] “ \‘ \‘\ ‘ H H 140 154 15?2
T e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20

8270-BG060616.M Mon Jun 13 19:25:30 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.20 4.72 ng 102224 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 90
2 Heptafluorobutyric acid,n-tridec... 396 C17H27F702 1000216-78-9 86
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 72
4 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 72
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 68
Abundance Scan 2785 (19.201 min): BG022290.D (-2779) (-) m/z 83.00 100.00%

5000

18.80 19.00 19.20 19.40 19.60
m/z 54.95 92.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol
55 69

41 83

hY

18.|80 19.IOO 19.|20 19.I40 19.|60
111 m/z 69.00 84.31%

5
139154168 196 224

5000

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 18.80 19.00 19.20 19.40 19.60
5000 m/z 57.00 83.80%
83
97
11195139154 169183

mmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89786: 9-Octadecene, (E)- B AR
18.80 19.00 19.20 19.40 19.60
m/z 97.00 71.37%

5000

111

5
139154168182196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 8 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.75 6.08 ng 145322 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 98
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 96
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 86
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
Abundance Scan 2878 (19.748 min): BG022290.D (-2874) (-) m/z 56.00 100.00%
56
5000
& 129 239257
97 19.40 19.60 19.80 20.00
3 157 185 213
S 1 E 261 312 m/z 57.00 56.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 AR ARABRUNARRE N
29 73 19.40 19.60 19.80 20.00
m/z 43.00 33.40%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 300
Abundance
56
19.40 19,60 19.80 20.00
5000 m/z 73.00 32.09%
29 3 129 239 %’
97 113 157 185 213 og3 312
R R R R I R K LSS LA LA LA LA LA LAY SRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e AR
57 19.40 19.60 19.80 20.00
m/z 41.00 29.62%
h 4 Aﬁl\k\‘w
239 957
18, ( H JH i m\ 1 ﬁ ? 157185 23 ‘ H 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1940 19.60 19.80 20.00 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 9 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.79 4.63 ng 110614 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
2 n-Butyl myristate 284 C18H3602 000110-36-1 59
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 32
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 30

Abundance Scan 3055 (20.788 min): BG022290.D (-3051) (-) m/z 56.00 100.00%
56
5000
73
129 267285 ﬁ*—l—p——r
97 | 185 241 20.40 20.60 20.80 21.00 21.20
S YO L - e A § 20 "m/z 57.00 56.48%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LN U PRI SR I
20.40 20.60 20.80 21.00 21.20
29 3 m/z 43.00 35.35%
‘ ‘ ‘ o7 185 2a1 267285 340
— ‘: \I T ‘:‘ “l“:‘“‘:‘hl‘ I\\hl . ?‘57“ I\I |2|13| . I\ e |3:|I-1| —t T
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 34.46%
229
73 211
129
185 284
39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid A ma e
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 33.03%
5000
30 84 129
101
..[ﬁﬂ.h..!.... ——— 77— R ma e
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 : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 10 unknown23.23 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.23 2.08 ng 49665 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, 2-ethyl-3-propyl-, cis- 114 C7H140 056052-94-9 42
2 3-Dodecanol 186 C12H260 010203-30-2 27
3 Heptacosane 380 C27H56 000593-49-7 22
4 Eicosane 282 C20H42 000112-95-8 20
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 18
Abundance Scan 3471 (23.232 min): BG022290.D (-3464) (-) m/z 57.00 100.00%
85
5000
12137 177 2?7 " 23.00 23.20 23.40 23,60
A e . m/z 71.00 84.65%
m/z--> 50 100 150 200 250 300 350
Abundance #7412: Oxirane, 2-ethyl-3-propyl-, cis-
5
5000 LRI SR U B B
85 23.00 23.20 23.40 23.60
m/z 43.00 67 .93%
...M, W..;yﬁ..,.... e
m/z--> 50 100 150 200 250 300 350
Abundance
59
83 " 23.00 23.20 23.40 23,60
5000 m/z 71.95 58.53%
29 157
111
mz-> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane .
57 23.00 23.20 23.40 23.60
m/z 58.95 58.19%
5000 85
29 13 1
oL A 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 250 300 350 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061016\
Data File : BG022290.D

Acq On : 10 Jun 2016 16:23

Operator : UM/SJ

Sample - H3438-02

Misc :

ALS Vial : 5 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 2.97 127.9 ng 986307 1 8.10 154218 20.0
unknown3.75 3.75 4.5 ng 34350 1 8.10 154218 20.0
2-Pentanone, 4-hy... 5.18 5.5 ng 42799 1 8.10 154218 20.0
unknown? .64 7.64 115.3 ng 888841 1 8.10 154218 20.0
1-Pentadecanol 17.84 4.3 ng 93323 4 17.49 432804 20.0
1-Hexadecanol 19.20 4.7 ng 102224 4 17.49 432804 20.0
Hexadecanoic acid... 19.75 6.1 ng 145322 5 21.76 477880 20.0
Octadecanoic acid... 20.79 4.6 ng 110614 5 21.76 477880 20.0
unknown23.23 23.23 2.1 ng 49665 5 21.76 477880 20.0

8270-BG060616.M Mon Jun 13 19:25:33 2016 Page: 12



