LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3.037 29 34 54 rBY 6194817 9506542 21.73% 3.517%
2 5.222 398 406 414 rVB 292978 464924 1.06% 0.172%
3 5.698 480 487 497 rVB 1309594 2211251 5.05% 0.818%
4 7.308 753 761 773 rBVY 2197158 3947841 9.02% 1.460%
5 7.678 817 824 840 rVB 1843666 3229175 7.38% 1.195%
6 8.148 896 904 910 rBV 494851 834647 1.91% 0.309%
7 8.477 950 960 969 rBY 1421464 2536205 5.80% 0.938%
8 8.971 1030 1044 1060 rBV5 405369 1636580 3.74% 0.605%
9 9.324 1097 1104 1117 rVB 1381377 2479046 5.67% 0.917%
10 10.980 1379 1386 1392 rBvV 695411 1279416 2.92% 0.473%

11 11.644 1487 1499 1513 rBvV2 360777 1141172 2.61% 0.422%
12 12.314 1607 1613 1619 rBV 309521 531135 1.21% 0.196%
13 13.419 1794 1801 1809 rVB 3568897 5392477 12.32% 1.995%
14 14.235 1934 1940 1946 rBV 493147 780323 1.78% 0.289%
15 14.799 2030 2036 2042 rVB2 1146333 1823427 4_.17% 0.675%

16 15.205 2095 2105 2112 rBV 2829673 5914266 13.52% 2.188%
17 16.286 2284 2289 2303 rVB2 1009227 1706036 3.90% 0.631%
18 16.480 2318 2322 2325 rBV2 278236 444553 1.02% 0.164%
19 16.932 2393 2399 2413 rBV 3021341 5450173 12.46% 2.016%
20 17.279 2454 2458 2463 rBV2 375665 545749 1.25% 0.202%

21 17.555 2499 2505 2508 rBV2 1357091 2206597 5.04% 0.816%
22 17.596 2508 2512 2519 rVB 828276 1487145 3.40% 0.550%
23 17.696 2523 2529 2536 rBv4 591719 1111628 2.54% 0.411%
24 18.472 2648 2661 2673 rBV 16723567 43755175 100.00% 16.187%
25 19.089 2762 2766 2772 rBV2 532220 811215 1.85% 0.300%

26 19.335 2805 2808 2813 rVB2 354637 440186 1.01% 0.163%
27 19.559 2841 2846 2847 rBV 1241865 1616110 3.69% 0.598%
28 19.606 2851 2854 2861 rVV 1843581 2779862 6.35% 1.028%
29 19.723 2865 2874 2891 rVV 17462908 36331289 83.03% 13.440%
30 19.870 2895 2899 2903 rVV 1139161 1901489 4 _.35% 0.703%

31 19.911 2904 2906 2910 rVVv2 598075 1022677 2.34% 0.378%
32 19.970 2912 2916 2924 rVB 1431854 2309351 5.28% 0.854%
33 20.158 2943 2948 2954 rVB 7778352 10539288 24.09% 3.899%
34 20.440 2992 2996 3003 rVB2 1198536 1684739 3.85% 0.623%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.945 3076 3082 3087 rVB 4413030 5834893 13.34% 2.159%

36 21.433 3160 3165 3167 rBV2 1102891 1996468 4_.56% 0.739%
37 21.468 3167 3171 3174 rVV 4111085 5817303 13.30% 2.152%
38 21.503 3174 3177 3183 rVV 1647070 2668078 6.10% 0.987%
39 21.574 3183 3189 3194 rVB 6891728 10814955 24.72% 4_.001%
40 21.727 3210 3215 3226 rVB 1884120 2750723 6.29% 1.018%

41 21.862 3231 3238 3243 rVV3 2593247 6018616 13.76% 2.227%
42 21.915 3243 3247 3253 rVB 1131821 1797467 4_.11% 0.665%
43 22.038 3263 3268 3274 rVB 4769063 6633309 15.16% 2.454%
44 22.673 3370 3376 3383 rVB 4854979 8111096 18.54% 3.001%
45 23.072 3438 3444 3450 rBV 3010594 5565281 12.72% 2.059%

46 23.401 3491 3500 3514 rBVY 10697357 23638566 54.02% 8.745%
47 24.247 3637 3644 3655 rVB2 4152842 9471210 21.65% 3.504%
48 25.252 3806 3815 3824 rBV4 3414837 9438106 21.57% 3.492%
49 26.445 4009 4018 4030 rVB 1971681 5858078 13.39% 2.167%
50 27.872 4254 4261 4274 rVB2 1159735 4048448 9.25% 1.498%

Sum of corrected areas: 270314286
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023065.D

1.5e+07

1e+07

3.04
5000000

7.31
5.70 7.68 8.48 9.32

8.15 10.98 ‘
1 RN, ;N NNNNRNNN U Nt (A0 S G o~

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 1100 11.50 12.00
Abundance TIC: BG023065.D

18.47 1972

1.5e+07

16407
€ 20.16

21.57

2095 o '
5000000

13.42 15.20 16.93

14.80 1 16.29 L 7 2%1 1908 3 Jl 3:,[ 1 2044 1 lm

14.24 '
o) N— kl P A I 1648

Time--> 12.50 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
Abundance TIC: BG023065.D

1.5e+07

23.40

1e+07

5000000

A

Time--> 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.04 Concentration Rank 1

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

3.04 227.80 ng 9506540 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 23
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Methoxvdiacetamide 131 C5H9NO3 128459-09-6 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 35 (3.043 min): BG023065.D (-29) (-) m/z 73.05 100.00%
73
43
5000
—_— S —
3.00 320  3.40
0 A (102 140 181 214 245 280306 355 389418 463 508 ' "m/z 43.10 60.87%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L UL L
3.00 320  3.40
m/z 89.10 47 .81%
P"JP"'I”"I”"I'”'I'”'I"”I"”I"'W"'W"
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
89 300 320 340
5000/ 18 m/z 41.10 12.77%
mz-> 0 50 100 150 200 250 300 350 400 450 500 /\
Abundance #8445: 2-Hydroxy-2-methylbutyric acid ——
73 3.00 320  3.40
m/z 45.10 11.28%
5000 43 /\\
|'J“14'”%¥'“|"'w'"w""w"'l“"l“"|'“'|" A AL L I
m/z--> 50 100 150 200 250 300 350 400 450 500 3.00 320  3.40

8270-BG070816.-M Wed Jul 13 17:58:02 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16

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

5.22 11.14 ng 464924 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 43
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 37
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 406 (5.222 min): BG023065.D (-398) (-) m/z 43.10 100.00%
a3
5000
101 e
480 500 520 5.40 5.60
Ol A 3. [ 125 163101216 268295 389 447 m/z 59.10 71.01%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rerTrrrrTrrrr Ty T T T T

4.!80 5.00 5.20 5.40 5.60
m/z 101.10  24.48%

15
L.

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

101

Abundance
59
PP T T
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.05 17.44%
31
85
T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38492: 1,8-Nonanediol, 8-methyl-
59 4.80 5.00 520 5.40 5.60
m/z 41.05 8.04%
5000
‘ |83 123 159
L o o L I e B L o o s MR B
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40 5.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BGO071216\
BG023065.D

13 Jul 2016 10:48

UM/SJ

H3936-04

29 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.68 Concentration Rank 4

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

7.68 77.38 ng 3229180 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 824 (7.678 min): BG023065.D (-817) (-) m/z 132.00 100.00%
132
68
5000
40 96 LB L L L
7.40 7.60 7.80 8.00
1..1,1.. el8209 | 283 826355 A% 20850 Tn/z 68.10 60.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
31 m/z 66.10 41 .87%
'MMWhL'ﬂ"'I”"I'”'I"”I"'W""P"'I”"I'”'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 32.87%
33 105
70
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- RN EE e
132 7.40 7.60 7.80 8.00
m/z 69.05 27.03%
5000
104
63 J
"Uwhi*lm"l”"l”"I”"I”"I”"I”"I”"I'”' LRI L UL R L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.64 17.84 ng 1141170 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 1498 (11.638 min): BG023065.D (-1487) (-) m/z 73.00 100.00%

-‘l.'l“i' l 41164192 230 273 309336 376 420445 g0 05 96.86%

B
5000
115
T T
100 150 200 250 300 350 400

m/z--> 0
Abundance

11.40 11.60 11.80 12.00
#28742: Nonanoic acid

-

5000
11.40 11.60 11.80 12.00

n5 m/z 57.05 59.58%
‘HM N —
m/z--> () 150 200 250 300 350 400
Abundance
60
11.40 11.60 11.80 12.00
5000{ 29 129 m/z 41.10 53.79%
87
172
I B o B L B N T A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #46615: Undecanoic acid e B
0 11.40 11.60 11.80 12.00
m/z 55.10 42 _.68%
5000
29 g5 129
186
m/z--> 0 50 100 150 200 250 300 350 400 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Formamide, N,N-dibutyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.31 8.30 ng 531135 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dibutvl- 157 C9H19NO 000761-65-9 72
2 1.2-Ethanediamine. N-propvl- 102 C5H14N2 000111-39-7 47
3 Diisopropvlethvlamine 129 C8HI1OSN 007087-68-5 45
4 l1sobutvl-propvl-amine 115 C7H17N 039190-66-4 43
5 N-Acetylnorvaline methylamide 172 C8H16N202 033067-46-8 39

Abundance Scan 1612 (12.308 min): BG023065.D (-1607) (-) m/z 72.10 100.00%

n
5000
24 114

12.00 12.20 12.40 12.60
—— JJI.L, et $OI2T170 209 243 270295 335 403429 | nyz 114.10  36.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28100: Formamide, N,N-dibutyl-
72
114

5000 e e
12,00 12.20 12.40 12.60

m/z 44.10 29.13%

MM“’S
m/z--> 50 100 150 200 250 300 350 400
Abundance
30 72

12.00 12 20 12. 40 12.60

5000 m/z 73.10 19.07%
102
LA e e e e e e e o 0 M LA B e e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #12606: Diisopropylethylamine
72 12.00 12.20 12.40 12.60
m/z 41.10 14.98%
114
5000
44
m/z--> 50 100 150 200 250 300 350 400 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.20 64 .87 ng 5914270 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Heptanoic acid 130 C7H1402 000111-14-8 47
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Octanoic Acid 144 C8H1602 000124-07-2 46

Abundance Scan 2104 (15.199 min): BG023065.D (-2095) (-) m/z 73.05 100.00%

5000

|

14. 80 15. OO 15. 20 15. 40 15 60
200
ol 249281 342 m/z 60.10 89.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56043: Dodecanoic acid

43

5000 LB o e R R
14. 80 15. OO 15. 20 15. 40 15 60

29
157 200 m/z 41.10 62.63%

1
‘01
|"""‘| "‘hﬂ‘“‘l"“"“Nl"""l‘""|""|""|""|""|""l""l' /‘/\_~/\\A¢¥
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.80 15.00 15.20 15.40 15.60

5000{ 29 m/z 43.10 56.61%
129
101 157186
e L s B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12981: Heptanoic acid T T T e
60 14. 80 15. 00 15. 20 15. 40 15. 60

m/z 55.10 54 .23%

|2HQJL|“1P?1131||||||||| %L%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.93 49.40 ng 5450170 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
Abundance Scan 2399 (16.932 min): BG023065.D (-2393) (-) m/z 73.10 100.00%
5000 /L
T
228 16.60 16.80 17.00 17.20
o 281 330 366 401 483 m/z 60.05 79 570
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #75069: Tetradecanoic acid
43 |7
5000 129 228 U N PR SUG S I
mmmmﬂmﬂm
185 m/z 43.10 64 .34%
|1|8‘\|U‘\Iu‘\ umm\\\‘\ ‘. ‘.“.‘.‘l..‘..|....|....|....|....|....|
miz--> 0 50 150 200 250 300 350 400 450
Abundance
73
43 16,60 16.80 17.00 17.20
5000 m/z 55.10 62.79%
129 171
214
18 %
mz-> 0 50 100 150 200 250 300 350 400 450 |
Abundance #56046: Dodecanoic acid I B R e s S
60 16.60 16.80 17.00 17.20
m/z 41.10 59.56%
5000 129
29 85 157
200
e 'J“,“\..:,\..{..,{....,....,....,....,....,...., R A mERES e S
miz--> 0 50 100 150 200 250 300 350 400 450 16. 60 16. 80 17. oo 17.20

8270-BG070816.-M Wed Jul 13 17:58:08 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.09 7.35 ng 811215 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2766 (19.089 min): BG023065.D (-2762) (-) m/z 73.05 100.00%

5000

18.80 19.00 19.20 19.40
m/z 60.05 91.10%

o 322 375 411443 480 547

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100679: Heptadecanoic acid
43 73

270

5000 L B B
129 1880 19. 00 19. 20 19. 40
H199

227 m/z 43.10 81.16%
\‘ \‘\ u‘ [ u“"l\ﬁ]\-\\‘m "
| T """"""I""""I""I""I'

171 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
73
43 B R R
18.80 19.00 19.20 19.40
5000 m/z 57.10 71.62%
129
185 228
I B o B E s B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56047: Dodecanoic acid N B EE
73 18.80 19.00 19.20 19.40
m/z 55.10 71.27%
43
5000
129
157 200
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 80 19. 00 19. 20 19. 40

8270-BG070816.-M Wed Jul 13 17:58:09 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.72 120.73 ng 36331300 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2873 (19.717 min): BG023065.D (-2865) (-) m/z 73.05 100.00%
43 A
5000
AR AR A
19.40 19.60 19.80 20.00
o 316343 386416 458487 533 m/z 43.10 38 46%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
Vil
5000 AR A AU
mmmmmmmm
m/z 60.10 84 .52%
154
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
73 19.40 19.60 19.80 20.00
5000 284 m/z 55.10 79.20%
129
185
101 213241 311 372
miz—-> 0 55 160 1%0 200 250 300 350 400 4%0 560 !
Abundance #83686: Pentadecanoic acid s L B AEE
43 73 19.40 19.60 19.80 20.00
m/z 57.10 77 .98%
5000 129
199 242
101 57
T T 1T T ] —v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—r
miz—-> 0 5'0 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00

8270-BG070816.-M Wed Jul 13 17:58:10 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.95 19.39 ng 5834890 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 58
2 Hexadecane 226 C16H34 000544-76-3 48
3 Eicosane 282 C20H42 000112-95-8 48
4 Octadecane 254 C18H38 000593-45-3 47
5 Heptadecane 240 C17H36 000629-78-7 38
Abundance Scan 3083 (20.951 min): BG023065.D (-3076) (-) m/z 59.10 100.00%
59 ”
5000
114 240 20.60 20.80 21.00 21.20
0 141 184210 283309 343 389415443 475 n/z 72.10 59.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
20.60 20.80 21.00 21.20
m/z 57.10 58.03%
29 83 281
L e s g0 25T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
20.60 20.80 21.00 21.20
5000 85 m/z 43.10 51.18%
29 113147 169 197 226
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #107653: Eicosane I ma s o R
57 20.60 20.80 21.00 21.20
m/z 71.10 41.24%
5000 85
29
| (13141 169 197 225 253 292
m/z--> 50 100 150 200 250 300 350 400 450 ' 20,60 20.80 21.00 21.20

8270-BG070816.M Wed Jul 13 17:58:11 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.47 19.33 ng 5817300 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3171 (21.468 min): BG023065.D (-3167) (-) m/z 57.10 100.00%

57
85
5000

13 21.20 21.40 21.60 21.80
141169197 228
oLt 1|,11| [y R0 T 207296323352 402430 493 544 | nzz 71.10  77.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #73963: Hexadecane
57
5000 85 LA L L L L L L LB
21 20 21. 40 21. 60 21. 80
29 m/z 43.10 68.21%
||| 3141160107226
”..,..., B L L o e o e O L I e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
R N RERE SRS R
21.20 21.40 21.60 21.80
5000 85 m/z 85.10 56.63%

113
141169197 239567294323352

%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl- T T T T
43 21.20 21.40 21.60 21.80
- m/z 55.10 31.30%
5000

3

99 157 e 100
] | 5'155 [ 1225253280

m/z--> 50 100 150 200 250 300 350 400 450 500 21 20 21. 40 21. 60 21. 80

8270-BG070816.-M Wed Jul 13 17:58:12 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Benzamide, N-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.50 8.87 ng 2668080 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-propvl- 163 C10H13NO 010546-70-0 78
2 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 64
3 Ethanone. 2-(2-methvlpropoxv)-1.... 268 C18H2002 022499-12-3 64
4 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 50
5 Glyoxylamide, N-phenyl- 163 C9H9ONO2 032331-52-5 50
Abundance d?can 3176 (21.497 min): BG023065.D (-3174) (-) m/z 105.00 100.00%
105
163
5000 77
51 21.20 21.40 21.60 21.80
Ol kb A38 | 207234 273299326 359385413 451 489519 1.777163.00  60.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31149: Benzamide, N-propyl-
105
5000 AL IR B U IURR
77 21.20 21.40 21.60 21.80
163 m/z 77.10 37 .94%
51 134 ‘
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
105
163 21.20 21.40 21.60 21.80
5000 m/z 106.00 9.48%
77
o am  Pap ms
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99385: Ethanone, 2-(2-methylpropoxy)-1,2-diphenyl-
105 21.20 21.40 21.60 21.80
163 m/z 164.00 8.30%
77
5000
41
'dtl“'J”""H"}?ﬁ"'l'”'l""ﬁ"'l"'W""I'” S N DR SN SUNR
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80

8270-BG070816.-M Wed Jul 13 17:58:13 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Diethylene glycol dibenzoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.57 35.94 ng 10815000 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 56
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 47
4 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 38
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 38
Abundance Scan 3188 (21.568 min): BG023065.D (-3183) (-) m/z 105.10 100.00%
105 149
77
5000
ot 21.20 21.40 21.60 21.80
- ;|. Mol | 179208234 262309 342 400428456 512 | sz 149.05  80.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124905: Diethylene glycol dibenzoate
105 149
5000 LNV BN DU UG I
77 21.20 21.40 21.60 21.80
m/z 77.10 70.15%
18 ﬁl | | 179
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105
21.20 21.40 21.60 21.80
5000 27 m/z 51.10 18.48%
149
51 177 210238 271
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149 21.20 21.40 21.60 21.80
m/z 106.00 13.38%
107
5000
"“H%“A'I'l"""I"”I""I”"I"'W""I"”I"
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80

8270-BG070816.-M Wed Jul 13 17:58:14 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.04 22.04 ng 6633310 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3268 (22.038 min): BG023065.D (-3263) (-) m/z 57.10 100.00%
57
85
5000
113 " 2180 22.00 22.20 22,40
141
O A4 1|, L i 189107225253 295323 366400432 476502 | n77 7110 | 78.43%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
5000 AN SR TN I
21.80 22.00 22.20 22.40
29 113 m/z 43.10 67 .48%
111 141160107205053 296
miz—-> 0 §0 160 1éo 260 250 360 3%0 460 4éo 560
Abundance
57
" 2180 22.00 22.20 22.40
5000 85 m/z 85.10 57 .65%

113
1MWWmmmmm

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #114973: 1-lodo-2-methylundecane R EmREEESSSLSae

57 21.80 22.00 22.20 22.40
m/z 55.10 29.65%

5000
85
29

SEDYEUC SN NS )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40

8270-BG070816.-M Wed Jul 13 17:58:15 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 1-lodo-2-methylundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .67 26.95 ng 8111100 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 93

Abundance Scan 3376 (22.673 min): BG023065.D (-3370) (-) m/z 57.10 100.00%

57
85
5000

13 22.40 22.60 22.80 23.00
141169197
Y .1|,1.'|.1. Firany225 267 300337 373401 451 489 534 | sz  71.10  78.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L L
22. 40 22. 60 22. 80 23 00
29 m/z 43.10 65.54%

L |4 hh ‘1“‘1‘1‘?9197225253 296
L e Ly R —

m/z--> 0 50 100 150 200 250 300 350 400 450 500

.

Abundance
22.40 22.60 22.80 23.00
5000 m/z 85.10 55.73%
85
29
113 169 211 296

m/z--> 0 5|0 1(|)0 15|0 200 250 300 35|0 4CI)O 45|O 5CI)O I
Abundance #115577: Pentadecane, 8-hexyl- B ARAERREE E e

43 22.40 22.60 22.80 23.00

m/z 55.10 27 .41%

5000

%

9 1570 19°
| ;4155 [ 1225252280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 40 22. 60 22. 80 23 00

8270-BG070816.-M Wed Jul 13 17:58:16 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.40 78.55 ng 23638600 Chrysene-di12 21.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Heptadecane 240 C17H36 000629-78-7 43
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 38
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 35
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 35
Abundance Scan 3500 (23.401 min): BG023065.D (-3491) (-) m/z 59.10 100.00%
o /\_/\
23.00 23.20 23.40 23.60 23.80
0 m/z 57.10 92.44Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57
85
5000 ABRUABR AU
Bmmmmmmmmm
m/z 72.10 83.32%
30‘ ‘\ L \\ ] H‘” 169 197 225 253 281 309 338
m/z--> 100 150 260 2éo 360 3éo 460 4%0 560
Abundance
57
23.00 23.20 23.40 23.60 23.80
5000 a5 m/z 43.10 78.13%
29
113141169195 240
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 560
Abundance #91052: Hexadecane, 7,9-dimethyl- L
57 23.00 23.20 23.40 23.60 23.80
m/z 55.10 72.13%
5000 85
155
120 183011 239 .«J\«.*J e
m/z--> 55 160 1%0 200 2éo 360 3éo 460 4%0 560 2300 2320 2340 2360 2380

8270-BG070816.M Wed Jul 13 17:58:17 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Docosane, 11-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

26.44 12.41 ng 5858080 Perylene-d12 25.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 4017 (26.439 min): BG023065.D (-4009) (-) m/z 57.10 100.00%

57
85
5000

26.20 26.40 26.60 26.80

113
J 141169 211239 282310337 386 434 477 549

ob A e e A m/z 71.10 76.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57
85
5000 LA B L B L L L LB
26 20 26. 40 26. 60 26 80
m/z 43.10 60.33%
30 1|1 \\ ] ‘\141169‘19‘7225253281309338
T . T T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
N EREREEE
26.20 26.40 26.60 26.80
5000 85 m/z 85.10 53.87%

113
141169 210239267 309335 366

RS

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl- T T T T
57 26.20 26.40 26.60 26.80
m/z 55.10 27 .29%
o T /\A\/N]\ﬂw
113
‘ 1141 182517 25389309337365

s
||||||||||||||||||||||||||||||||||||||||||||||||||| LIS L L L L L L L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 26 20 26. 40 26. 60 26 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023065.D

Aca On 13 Jul 2016 10:48

Operator : UM/SJ

Sample : H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Tridecane, l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
27.87 8.58 ng 4048450 Perylene-di12 25.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 4261 (27.872 min): BG023065.D (-4254) (-) m/z 57.10 100.00%
57
R BN SN BN B
13141469 27.60 27.80 28.00 28.20
Y 1[1 L o9 239266296323 365302 429 480511 847 | nso 71710 68.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 LI BRI BRI SRS B
ﬂmﬂmmm%m
28 183 m/z 43.10 62.06%
Lo M8 s 310
m/z--> 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance
57
| 27.60 27.80 28.00 28.20
5000 a5 m/z 85.10 51.32%
29
113141169197225253281309337365394
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #123100: Pentadecane, 8-heptyl- S A R
27.60 27.80 28.00 28.20
m/z 55.10 29.09%
- WJLM\
1
239266 309 I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2760 2780 2800 2820
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071216\
Data File : BG023065.D

Acq On 13 Jul 2016 10:48

Operator : UM/SJ

Sample - H3936-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 227.8 ng 9506540 1 8.15 834647 20.0
2-Pentanone, 4-hy... 5.22 11.1 ng 464924 1 8.15 834647 20.0
unknown? .68 7.68 77.4 ng 3229180 1 8.15 834647 20.0
Nonanoic acid 11.64 17.8 ng 1141170 2 10.98 1279420 20.0
Formamide, N,N-di... 12.31 8.3 ng 531135 2 10.98 1279420 20.0
Dodecanoic acid 15.20 64.9 ng 5914270 3 14.80 1823430 20.0
Tetradecanoic acid 16.93 49.4 ng 5450170 4 17.56 2206600 20.0
Heptadecanoic acid 19.09 7.3 ng 811215 4 17.56 2206600 20.0
Octadecanoic acid 19.72 120.7 ng 36331300 5 21.87 6018620 20.0
9-Octadecenamide, ... 20.95 19.4 ng 5834890 5 21.87 6018620 20.0
Hexadecane 21.47 19.3 ng 5817300 5 21.87 6018620 20.0
Benzamide, N-propyl- 21.50 8.9 ng 2668080 5 21.87 6018620 20.0
Diethylene glycol... 21.57 35.9 ng 10815000 5 21.87 6018620 20.0
Heneicosane 22.04 22.0 ng 6633310 5 21.87 6018620 20.0
1-lodo-2-methylun... 22.67 26.9 ng 8111100 5 21.87 6018620 20.0
Tetracosane 23.40 78.5 ng 23638600 5 21.87 6018620 20.0
Docosane, 11-butyl- 26.44 12.4 ng 5858080 6 25.26 9438110 20.0
Tridecane, l-iodo- 27.87 8.6 ng 4048450 6 25.26 9438110 20.0
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