LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 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-BG083116.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 2.920 9 14 27 rVB 2183330 3002440 14.59% 1.557%
2 5.112 383 387 396 rVB 239877 344169 1.67% 0.178%
3 5.599 464 470 479 rBV 605268 1010448 4.91% 0.524%
4 7.221 739 746 758 rBV 770954 1454917 7.07% 0.755%
5 7.579 800 807 821 rBV 755957 1299696 6.32% 0.674%
6 8.049 878 887 895 rVB 206152 379182 1.84% 0.197%
7 8.372 935 942 949 rBV 625946 1074860 5.22% 0.557%
8 9.230 1080 1088 1098 rBV 588714 1058186 5.14% 0.549%
9 10.880 1359 1369 1384 rBV 266683 517907 2.52% 0.269%
10 13.336 1776 1787 1797 rBV 1566867 2468222 11.99% 1.280%

11 14.170 1924 1929 1937 rBV 308583 465824 2.26% 0.242%
12 14.722 2017 2023 2030 rVB 524491 793972 3.86% 0.412%
13 15.139 2087 2094 2108 rBV 696944 1310691 6.37% 0.680%
14 16.226 2272 2279 2291 rBV 878148 1398331 6.80% 0.725%
15 16.349 2295 2300 2306 rVvVv 210985 272551 1.32% 0.141%

16 16.866 2383 2388 2405 rBV 456418 763900 3.71% 0.396%
17 17.489 2488 2494 2499 rBV 700742 1075497 5.23% 0.558%
18 18.382 2638 2646 2666 rBV 4249979 8460333 41.11% 4 _.388%
19 19.492 2831 2835 2837 rBV2 455239 609368 2.96% 0.316%
20 19.522 2837 2840 2850 rVB2 413056 890872 4_.33% 0.462%

21 19.645 2855 2861 2875 rBV 4124375 6940411 33.73% 3.599%
22 20.097 2933 2938 2945 rVB 3386475 4166038 20.24% 2.161%
23 20.379 2981 2986 2993 rBV 2564415 2853939 13.87% 1.480%
24 20.755 3046 3050 3057 rVvB6 134113 241327 1.17% 0.125%
25 20.879 3066 3071 3076 rBV 8107053 9229853 44.85% 4.787%

26 21.401 3147 3160 3164 rBV2 11996734 18382967 89.33% 9.534%
27 21.437 3164 3166 3171 rVV 1505402 2034280 9.89% 1.055%
28 21.513 3171 3179 3184 rVV 7274739 12539788 60.94% 6.503%
29 21.578 3186 3190 3197 rVB 358716 496405 2.41% 0.257%
30 21.736 3213 3217 3221 rBV 290806 380035 1.85% 0.197%

31 21.795 3222 3227 3234 rVB 752391 1258089 6.11% 0.652%
32 21.965 3247 3256 3261 rBV 12304111 18648425 90.62% 9.671%
33 22.335 3314 3319 3325 rVB2 407431 666790 3.24% 0.346%
34 22.406 3327 3331 3337 rVB 160288 229964 1.12% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 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:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.594 3353 3363 3368 rBV 11616064 20578231 100.00% 10.672%

36 22.976 3421 3428 3433 rBV 3044205 5784993 28.11% 3.000%
37 23.093 3444 3448 3454 rVB2 189234 324676 1.58% 0.168%
38 23.299 3473 3483 3499 rVB 8517094 18135901 88.13% 9.405%
39 23.786 3561 3566 3575 rVB 419449 830215 4_.03% 0.431%
40 23.892 3579 3584 3590 rVB2 234328 483902 2.35% 0.251%

41 24.133 3613 3625 3638 rVB 6298754 14609382 70.99% 7.577%
42 24.703 3716 3722 3731 rVB3 387494 921367 4.48% 0.478%
43 25.102 3778 3790 3810 rBV2 3460834 10458590 50.82% 5.424%
44 26.259 3975 3987 3999 rVB 2242258 6678406 32.45% 3.463%
45 27.646 4211 4223 4238 rVB3 1021024 3926512 19.08% 2.036%

46 29.320 4498 4508 4527 rVB3 530580 2345079 11.40% 1.216%
47 31.341 4845 4852 4868 rVB4 228322 1027641 4._.99% 0.533%

Sum of corrected areas: 192824572
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG092116\
BG024051.D

21 Sep 2016 12:35

UM/SJ

H4820-21

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

.92
2000000

TIC: BG024051.D

7.22 7.58
511 5.60 8.05 8.37 9.23

10.88

0=
Time-->

— A
||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||

A
LA L L L L

3.00 350 400 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

13.34

TIC: BG024051.D

18.38

19.64

16.23

17.49

1417 14.72 15.14

A
LN I L A U B N N B B B L B |

21,40 2197

20.88
41.51

2144

5 A

i

22.5!

O
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
1.2e+07

1e+07

8000000

6000000

4000000

22.98

2000000

0T

TIC: BG024051.D

23.30

24.13

25.10

29.32

31.34
AN

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Propane, 2,2-dimethoxy- Concentration Rank 6

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

2.92 158.36 ng 3002440 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 14 (2.920 min): BG024051.D (-9) (-) 73.05 100.00%

73
5000 43

L 2.90 3.00 3.10 3.20 3.30
0 o d 02 135 101217 268 823355385 A3l 4% | 'm/z 43.05 51.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 {BRLERILE BN BN N B BN |

2.90 3.00 3.10 3.20 3.30
‘ m/z 89.00 35.18%
‘\

L.
R o o e L L o e o L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43

2.90 3.00 3.10 3.20 3.30

o

5000 m/z 41.00 9.12%
74
o N R U
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #733: N-Ethylformamide T
30 783 290 300 310 320 3.30

m/z 45.00 7.85%

5000 ’
0 In Ji

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 290 3.00 310 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.11 18.15 ng 344169 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 37
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 22
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 10

Abundance Scan 387 (5.112 min): BG024051.D (-383) (-) m/z 43.05 100.00%
43
5000
s ik0 5b0 520 S0
Of 8 ~,I. rrif8 207 236289280 355 409 m/z 59.05 69.61%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U N L LS
4.80 5.00 520 5.40
m/z 101.05 20.84%
‘ 101
4yl ‘67 L \‘
L s L W B L L WL B W
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
59
480 500 520 540
5000 101 m/z 58.05 17.28%
27
L s L W B L L W B W
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #12814: Dimethadione
43 4.80 5.00 520 5.40
m/z 41.05 11.22%
5000
129
N WL
m/z-> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG092116\
BG024051.D

21 Sep 2016 12:35

UM/SJ

H4820-21

3 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown7.58 Concentration Rank 11

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

7.58 68.55 ng 1299700 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 807 (7.579 min): BG024051.D (-800) (-) m/z 132.05 100.00%
132
68
5000
40 1916 e aer s yan e 7.20 7.40 7.60 7.80 8.00
o} I R B R L m/z 68.05 60 .44%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AAREARNARSS LRSS RS
7.20 7.40 7.60 7.80 8.00
q 70 m/z 66.05 43.33%
Ol"wa‘“l"“l"“ NI P SR S UL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56 132
7'.'26' 7.40 7.60 7.80 8.00
5000 m/z 133.95 31.71%
. 27 g1
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A L e R
132 720 7.0 7.60 7.80 8.00
m/z 69.05 27 .72%
5000
69
3 Wl 103
o,u.i,”hlﬂ” SN SNSMD MM
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Dodecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.14 33.02 ng 1310690 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
Abundance Scan 2094 (15.139 min): BG024051.D (-2087) (-) m/z 73.05 100.00%

73
5
5000
3 129 157 B e
97 1480 15,00 15.20 15.40
200

0 4 183 248 281 m/z 60.05 85.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid
73
43

5000 L L
129 200 14. 80 15. OO 15 20 15. 40

157 0
“1m_ ‘ m/z 55.05 60.86%
JL

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

14. 80 15. OO 15 20 15.40

o

5000 m/z 41.05 60.70%
29
o 129 171 214
o 59 111 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e L EE RS E e
73 14. 80 15. 00 15 20 15. 40
43 m/z 43.05 58.47%
5000 129
29
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Tetradecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.87 14.21 ng 763900 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2389 (16.872 min): BG024051.D (-2383) (-) m/z 73.05 100.00%
73
41
5000
129 185
97 \ 16.60 16.80 17.00 17.20
157 228
o b=t by 286 297 381 ST 4321 n/z 60.05 75.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid
73
43
5000 129 LRI SRR BRI B B
185 16 60 16.80 17. oo 17. 20
41 .05 64.51%

H ‘ 228 m/z
m/z--> 50 150 200 250 300 350 400
Abundance
43 73

16 60 16.80 17.00 17.20

5000 m/z 55.05 64.18%
129 242
97 199
171
O T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
6 16 60 16.80 17.00 17.20

m/z 43.00 56 .83%

5000 129
83
157 185 213 256
OH M { ‘ { ! { {

o ok A A e e e e i i i e el AR s

m/z--> 50 100 150 200 250 300 350 400 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.38 157.33 ng 8460330 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2646 (18.382 min): BG024051.D (-2638) (-) m/z 73.00 100.00%

73

43

5000

129

.

213

18.00 18.20 18.40 18.60

157185

357 388

0 m/z 60.05 81.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
5000 129 [Trr T rrrrrrrrprrerpri

18.00 18.20 18.40 18.60
m/z 43.05 76.39%

157 185 213 256

; “\\M\hmm S
m/z--> 50 50 200 250 300 350 400 450 500
Abundance
73
43 RREEEEE AL
18.00 18.20 18.40 18.60
5000 m/z 55.05 71.84%
129
185 228
B 157
ot A o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid REERE RS LSSy ]
43 73 18.00 18.20 18.40 18.60
m/z 41.05 65.39%
5000
129 242
199
m/z--> 50 100 150 200 250 300 350 400 450 500 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 8 9,12-Octadecadienoic acid (... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.49 11.33 ng 609368 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Methvl 9.12-heptadecadienoate 280 C18H3202 1000336-36-2 90
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 80
4 n-Propvl 9.12-octadecadienoate 322 C21H3802 1000336-77-8 72
5 3-Octyne 110 C8H14 015232-76-5 64
Abundance Scan 2835 (19.492 min): BG024051.D (-2831) (-) m/z 67.05 100.00%
67

5000 41

-

19.20 19.40 19.60 19.80
m/z 81.05 75.88%

136 173 205 238 280 323 362

418 448

ol 511

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

Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
41
5000 LA L L L LB LB
19.20 19.40 19.60 19.80
m/z 55.05 59.59%
LU F150 16200055 20
ol 1S Ll 182200288 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
67
_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l_
95 19.20 19.40 19.60 19.80
5000 m/z 41.05 45.80%
121150 248 280
177 206
O e B B B o o B L B e O I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10664: 3,4-Octadiene, 7-methyl- L B B e
a1 67 19.20 19.40 19.60 19.80
m/z 95.05 43.48%
5000 95
‘124
77— R Ra e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.64 110.33 ng 6940410 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 2860 (19.639 min): BG024051.D (-2855) (-) m/z 73.05 100.00%

5000

L

19. 40 19. 60 19. 80 20 00
0 325355 381 431 m/z 43.05 94.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131258: Octadecanoic acid
43 73
129

5000
19 40 19.60 19.80 20.00

284

H 185,41 m/z 60.05 85.10%
ob=, H‘MM L2 \ st ‘ N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73

19.40 19.60 19.80 20.00
5000 129 m/z 55.05 81.95%

199
101 157 242
15
O L A LA B o s R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid

1040 19160 10.80 20,00
m/z 57.05 76.82%

185 228

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 10 Heptadecane, 9-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.38 45.37 ng 2853940 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 2986 (20.379 min): BG024051.D (-2981) (-) m/z 57.05 100.00%
57
5000 85
13 20.00 20.20 20.40 20.60
141
o LA [ 1001072250553081 300 357 03 w2 a76 543 72T 08 72.81%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 NS BN BN I
20.00 20.20 20.40 20.60
m/z 43.10 71.39%
ol ““M }?7455183 M 239267296323
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o 20.00 20.20 20.40 20.60
5000 m/z 85.10 51.26%
29 113
0 141169197225253 296
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane T
20.00 20.20 20.40 20.60
m/z 41.05 33.66%
5000

| 13141169197225253281309337365394
mz-> 0 50 100 150 200 250 300 350 400 450 500 20,00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 11 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.88 146.73 ng 9229850 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3071 (20.879 min): BG024051.D (-3066) (-) m/z 57.10 100.00%
57
85
5000 \
141 20.60 20.80 21.00 21.20
Y- ] . .‘,F. A 259107225 267295 338 371402429458 806535 | nzu 71.10  77.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57
85
5000
20.60 20.80 21.00 21.20
m/z 43.10 76.62%
0 30“ i \\ h ‘\1411‘?9,19722‘52532813093?8
m/z--> 6 §o 100 150 200 250 300 3éo 460 4éo 560 '
Abundance
57 \
2060 20.80 21.00 21.20
5000 85 m/z 85.10 57 .66%
29

113141169197225253 296
R B Wi L — \

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

Abundance #129491: Eicosane e e

57 20.60 20.80 21.00 21.20
m/z 41.05 37 .95%

5000 85
29
113

oMM s || e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 12 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.40 292.24 ng 18383000 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3160 (21.401 min): BG024051.D (-3147) (-) m/z 57.10 100.00%
57
5000
99 S A U
141 21.00 21.20 21.40 21.60 21.80
O “ LI 185 225 267 309 362 401 450 831 | “nzz 71.10  84.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105884: Octadecane
57
5000 AR DU B DU BN
mmmmmmmmmm
99 m/z 43.10 79.88%
m/z--> §0 160 1%0 260 2%0 300 3éo 400 4%0 560 séo 660
Abundance
57
21.00 21.20 21.40 21.60 21.80
5000 m/z 85.10 67.47%
99
ol 27 141 183 225 267 309 365
m/z--> §0 160 150 260 250 300 350 400 4%0 560 séo 660
Abundance #241174: Tritetracontane T e
57 21.00 21.20 21.40 21.60 21.80
m/z 55.05 40.94%
5000
97
o | 12? 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 160 150 260 2%0 300 350 400 450 560 séo 660 21. oo 21. 20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 13 Benzamide, N-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.44 32.34 ng 2034280 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-propvl- 163 C10H13NO 010546-70-0 56
2 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 50
3 Benzenepropanamide. .alpha.-(ben... 284 C16H16N203 058690-81-6 43
4 Benzamide. N-acetvl- 163 C9HONO2 001575-95-7 36
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 27
Abundance Scan 3167 (21.442 min): BG024051.D (-3164) (-) m/z 105.05 100.00%
195 163
5000 77 /\/\/l
e
207 21.20 21.40 21.60 21.80
Ob ok A28 L LI 249281 327 382416 463 507542 n757163.05  96.14Y%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32814: Benzamide, N-propyl-
105
5000 T T T T ---j\---- T
77 2120 21.40 21.60 21.80
163 m/z 77.05 44 . 44%
o4t 134 ‘
mz-> 0 50 160 150 200 250 300 350 400 450 500
Abundance
105
163 2120 21.40 21.60 21.80
5000 m/z 106.05 8.79%
77
o 27 132
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-4-hydr... T ./.\, B e
105 21.20 21.40 21.60 21.80
163 m/z 51.05 7.43%
5000 77
0 39 ¥33\ ‘ 240 284
mz-> 0 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 14 Benzoic acid, 2-(4-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.51 199.35 ng 12539800 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 78
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 74
3 1-Triazene. 3.3-dimethvl-1-phenvl- 149 C8H11N3 007227-91-0 72
4 Benzoic acid. (2-methvl-3-nitrop... 271 C15H13N0O4 1000367-95-0 64
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
Abundance Scan 3178 (21.507 min): BG024051.D (-3171) (-) m/z 105.05 100.00%
105
77 149
5000
i 21120 2140 2160 2180
- ,l Wl 1 179207234 279 328355 388 427457 505 m/z 149.05  79.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105 149
77
5000 SR SRR UL RN

21.20 21.40 21.60 21.80
m/z 77.05  74.58%

51
o) AT TP U VO VR S . —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105

149 2120 21.40 21.60 21.80
5000 m/z 51.05 20.86%
77
ol 15 51 179 209236
e b

miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #23508: 1-Triazene, 3,3-dimethyl-1-phenyl- T
77 2120 21.40 21.60 21.80

m/z 106.05 13.62%

5000
105
51 ’
149
0 15 l\\ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 15 Tricosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.97 296.46 ng 18648400 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane. 2-methvl- 338 C24H50 001928-30-9 94
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3257 (21.971 min): BG024051.D (-3247) (-) m/z 57.10 100.00%
57
85
5000

21.60 21.80 22.00 22.20

113 M
.ll 169197225253 295323 366 402 460492 548

0,...,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”... m/z 71.10 81.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175565: Tricosane, 2-methyl-
43
5000 71 LI L L L L L L L L L

21.60 21.80 22.00 22.20
m/z 43.15 74 .48%

‘ 127;55183211239267295323

0 .”‘hh o T P T P [T e

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
57
R e RAREREE
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 63.45%
29 s 295
0 141169197225 266 | 323 435
T T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane e EARRRREEEE RS
21.60 21.80 22.00 22.20
m/z 55.05 35.92%
5000

141169197225 267205 365393
- T T T LU T L I T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 16 Eicosane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.59 327.14 ng 20578200 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 2-methylhexacosane 380 C27H56 1000376-72-7 91
Abundance Scan 3362 (22.588 min): BG024051.D (-3353) (-) m/z 57.10 100.00%
57
85
5000
113141169197225253 295323351380 416442470498 533 220 22.40 22,60 22.80 2300
ol A AN AL LT/ 77197225255 295323351380 416442470498 533 /57 71 15 84.53Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209567: Eicosane, 9-octyl-
43
71
5000 R R AR AR AR
22.20 22.40 22.60 22.80 23.00
281 m/z 43.10 77.07%
99
ob— || 1271551831138 | 309336 365392
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
22.20 22.40 22.60 22.80 23.00
5000 85 m/z 85.10 66.21%
0 29 1314116019705 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209569: Docosane, 7-hexyl- mma e AR EE Ty
43 22.20 22.40 22.60 22.80 23.00
m/z 55.05 39.75%
71
5000
182 309
97 127
obrh b b hra 20 | 211230 260 | 83736534 D UYL WS LS8
m/z--> 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 17 1,4-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.98 91.96 ng 5784990 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
2 Terephthalic acid. 4-bromophenvl... 432 C22H25Br04 1000323-68-4 43
3 Isophthalic acid. di(4-octvl) ester 390 C24H3804 1000344-04-3 38
4 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 38
5 Phthalic acid, 3,5-difluoropheny... 390 C22H24F204 1000315-51-3 35
Abundance Scan 3429 (22.982 min): BG024051.D (-3421) (-) m/z 70.05 100.00%
70 149 261
5000 112
41{ 1
22.60 22.80 23.00 23.20
- .M, : l, ) ll | 170209 | ??} 526355387416442 490 543 "m/z 149.05 83.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261
149
70
5000 112 AU SO SN I
22.60 22.80 23.00 23.20
a1 L L m/z 261.10 80.68%
ob Mw‘h \\L‘ | 180207233 91 333361389
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
261
22.60 22.80 23.00 23.20
5000 m/z 57.15 48_.87%
149
29 65 104 305 434
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207680: Isophthalic acid, di(4-octyl) ester
261 22.60 22.80 23.00 23.20
m/z 112.15 40.46%
167
5000
a0 TP |
m/z--> 50 160 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 19 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24 .13 27.94 ng 14609400 Perylene-d12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3624 (24.127 min): BG024051.D (-3613) (-) m/z 57.05 100.00%
57
5000
% 23.80 24.00 24.20 24.40
141 : : . .
o ALMLL 348 188 225 067 300 351 a0m as0 sz IR EROLR IO Loy
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 AU A R
23. 80 24 00 24 20 24.40
99 m/z 43.05 70.99%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
23.80 24.00 24.20 24.40
5000 m/z 85.10 56.17%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141433: Pentadecane, 8-hexyl- e  EREEREE R
43 23.80 24.00 24.20 24.40
m/z 55.05 32.84%
5000 85
127 196
0 ! | , 239 280
L AR e e e R BAARARREE B R e BARmama e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024051.D

Aca On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 2-Bromo dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
26.26 12.77 ng 6678410 Perylene-d12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3987 (26.259 min): BG024051.D (-3975) (-) m/z 57.05 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092116\
Data File : BG024051.D

Acq On : 21 Sep 2016 12:35

Operator : UM/SJ

Sample - H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
Propane, 2,2-dime... 2.92 158.4 ng 3002440 1 8.05 379182 20.0
2-Pentanone, 4-hy... 5.11 18.1 ng 344169 1 8.05 379182 20.0
unknown7 .58 7.58 68.5 ng 1299700 1 8.05 379182 20.0
Dodecanoic acid 15.14 33.0 ng 1310690 3 14.72 793972 20.0
Tetradecanoic acid 16.87 14.2 ng 763900 4 17.49 1075500 20.0
n-Hexadecanoic acid 18.38 157.3 ng 8460330 4 17.49 1075500 20.0
9,12-Octadecadien... 19.49 11.3 ng 609368 4 17.49 1075500 20.0
Octadecanoic acid 19.64 110.3 ng 6940410 5 21.79 1258090 20.0
Heptadecane, 9-he... 20.38 45.4 ng 2853940 5 21.79 1258090 20.0
Tetracosane 20.88 146.7 ng 9229850 5 21.79 1258090 20.0
Octadecane 21.40 292.2 ng 18383000 5 21.79 1258090 20.0
Benzamide, N-propyl- 21.44 32.3 ng 2034280 5 21.79 1258090 20.0
Benzoic acid, 2-(... 21.51 199.3 ng 12539800 5 21.79 1258090 20.0
Tricosane, 2-methyl- 21.97 296.5 ng 18648400 5 21.79 1258090 20.0
Eicosane, 9-octyl- 22.59 327.1 ng 20578200 5 21.79 1258090 20.0
1,4-Benzenedicarb... 22.98 92.0 ng 5784990 5 21.79 1258090 20.0
Heneicosane 24.13 27.9 ng 14609400 6 25.14 10458600 20.0
2-Bromo dodecane 26.26 12.8 ng 6678410 6 25.14 10458600 20.0
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