LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095130.D
Aca On : 15 May 2017 17:38 Instrument :
Operator : SJ/MA E?Afs el
- _ lentosampleld :
3?22 le - 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.960 3 4 15 rVB 64926 81730 3.38% 0.423%
2 5.137 540 544 562 rBV 153392 330287 13.66% 1.709%
3 5.748 645 648 675 rBV 838570 1791326 74.10% 9.271%
4 7.319 911 915 932 rBVY 1053062 1726943 71.43% 8.938%
5 7.442 932 936 952 rVB 1346857 1953618 80.81% 10.111%
6 7.778 989 993 1005 rBV 386702 509371 21.07% 2.636%
7 8.013 1029 1033 1048 rBvY 1301736 1650941 68.29% 8.544%
8 8.677 1141 1146 1163 rBV 675628 974858 40.32% 5.045%
9 9.795 1332 1336 1346 rBVY 444759 601380 24.88% 3.112%
10 11.566 1632 1637 1653 rBVY 1947870 2417534 100.00% 12.512%
11 11.777 1669 1673 1680 rBvV2 40107 54160 2.24% 0.280%

12 12.260 1751 1755 1761 rBV 126479 196419 8.12% 1.017%
13 12.624 1812 1817 1827 rBV2 589222 876557 36.26% 4_537%
14 13.165 1906 1909 1915 rVB2 21028 29306 1.21% 0.152%
15 13.460 1955 1959 1964 rBV 115267 127833 5.29% 0.662%

16 13.818 2012 2020 2024 rBV2 35861 72186 2.99% 0.374%
17 13.918 2030 2037 2051 rBV 760975 1194053 49.39%% 6.180%
18 14.236 2087 2091 2093 rBV 128240 160123 6.62% 0.829%
19 14.965 2210 2215 2219 rBV 105898 124160 5.14% 0.643%
20 15.030 2219 2226 2242 rVB 493554 767484 31.75% 3.972%

21 15.624 2323 2327 2332 rVV 89976 100742 4_.17% 0.521%

22 15.871 2365 2369 2376 rVB9 12094 26447 1.09% 0.137%
23 15.989 2383 2389 2397 rBV3 44407 98865 4._.09% 0.512%
24 16.218 2424 2428 2433 rBV 72257 85268 3.53% 0.441%
25 16.759 2516 2520 2525 rVB 65236 63889 2.64% 0.331%
26 17.259 2601 2605 2609 rVB 44981 49961 2.07% 0.259%
27 17.348 2615 2620 2628 rBV 1606710 1847824 76.43% 9.563%
28 17.730 2681 2685 2688 rBV 33413 36647 1.52% 0.190%
29 18.594 2828 2832 2836 rBv4 29234 40834 1.69% 0.211%
30 18.700 2846 2850 2856 rBV 367773 475778 19.68% 2.462%
31 18.994 2896 2900 2906 rBV5 19382 29494 1.22% 0.153%
32 19.377 2962 2965 2970 rBV3 25585 30466 1.26% 0.158%
33 20.106 3085 3089 3092 rVB2 42888 51035 2.11% 0.264%

34 20.371 3130 3134 3145 rVB 362006 540452 22.36% 2.797%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.836 3211 3213 3216 rVB2 30603 31424 1.30% 0.163%
36 20.971 3234 3236 3242 rBV7 15417 24502 1.01% 0.127%
37 21.247 3278 3283 3284 rBV5 18322 27122 1.12% 0.140%
38 21.271 3284 3287 3292 rVV5 19071 37455 1.55% 0.194%
39 21.783 3370 3374 3379 rVBS8 43378 83237 3.44% 0.431%

Sum of corrected areas: 19321711
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

ﬁ?ggle : 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095130.D

1500000

7.44 8.01

7 . 3‘
1000000
5.75

8.68

500000 778

5.14
.96

Time--> 200 250 300 350 400 4.50 5.00 550 600 6.50 7.00 750 8.00 850 9.00
Abundance TIC: BF095130.D
1157

1500000

1000000
13.92

12,62 15.03
500000 9.80
12.26 14.24 15. 62
| 1178 p 317" ﬂ ® 13 ah ﬂ 95622

Time--> 9 50 10.00 10.50 11.00 11.50 12. OO 12.50 13. OO 13 50 14. OO 14. 50 15. OO 15. 50 16. OO 16 50
Abundance TIC: BF095130.D

17.35
1500000

1000000

500000 18.70 20.37

208497212y 2178

18.99 19.38

O B B e et e s e

Time--> 17 00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3

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

5.14 12.97 ng 330287 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 545 (5.142 min): BF095130.D (-540) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IBENARRENSEAE SRR R
| | 83.0 | 4.80 500 5.20 5.40
e e e e e e e m/z 59.00 59.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
2000 59.0 4.80 5.00 5.20 5.40
0
150 4, 1010 m/z 101.00 21.38%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.93%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 5.20 5.40
m/z 41.00 9.76%
5000 41.0
e 7O 1260 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

Sample : 13122-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.44 Concentration Rank 1

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

7.44 76.71 ng 1953620 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 936 (7.442 min): BF095130.D (-932) (-) m/z 131.95 100.00%
131.9
5000 68.0 K
01 510 || oo 2 | T35 T 7k 76
e e m/z 68.05 37.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.42%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.56%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.05 14 .56%
74.0
5000 98.0 116.0
T I‘I\I \I\I ""“l : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF050217.M Tue May 16 18:10:41 2017

RO-72-11997-72-12002-72-11979-C

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.92 ng 127833 Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Tetradecane 198 C14H30 000629-59-4 87
3 9-methvlheptadecane 254 C18H38 026741-18-4 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1959 (13.460 min): BF095130.D (-1955) (-) m/z 57.05 100.00%
57.0
SRR BN RN SR
39 113.1 13.20 13.40 13.60 13.80
...,....-,...| el 2 m/Zz 43.10  70.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
w000 B0 "3al50 1340 1360 1380
29.0 m/z 71.10 65.39%
\‘ ‘\ [ A 1130 1410 1690 212.0
m/z--> ' Jo b 85 160 150 150 1éo 180 200 250 250
Abundance
57.0
13.20 1340 13.60 13.80
5000 85.0 m/z 85.05 45 _.10%
29.0
113.0 141.0 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane
57.0 13.20 13.40 13.60 13.80
85.0 m/z 41.05 37.01%
5000
140.0
29.0
Pl ™ | 0 1m0 230
m/z--> ﬁo Jo eb 85 160 120 150 1éo 180 200 250 250 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.24 4_.17 ng 160123 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 2092 (14.242 min): BF095130.D (-2087) (-) m/z 57.05 100.00%
57.0
e J\WL/\
99.1 S a4 An 14 Ra
14.00 14.20 14.40 14.60
41.0
A d b A0 e m/Z 71.10  74.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 LRI S B B R
mmmmmmmm
m/z 43.05 65.37%
26‘0“‘ L ‘990 1410 1830 226.0
m/z--> 50 160 1%0 200 250 300 350 460
Abundance
57.0
"114.00 14.20 14.40 14.60
5000 m/z 85.05 50.43%
99.0
26.0 141.0 183.0 2250 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #217413: Heptacosane, 1-chloro- I R E S s L
57.0 14.00 14.20 14.40 14.60
m/z 41.00 34.31%
5000
%7.0
| ‘ 1 w y 1410 18302170 273.0 309.0 343.0 378.0 414.0
m/z--> 5'0 100 1%0 200 250 300 350 4(')0 14'00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .97 3.24 ng 124160 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2216 (14.971 min): BF095130.D (-2210) (-) m/z 57.05 100.00%

57.0
85.0
5000

113.0 1491 14.60 14.80 15.00 15.20

m/z 43.05 69.89%

183.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 850 lllll llllllll llllll
14 60 14. 80 15. OO 15.20
9.0 m/z 71.10 63.45%
L “ [ A" 11\:\3 0 \141 0 169.0 197.0 225.0 254.0
B o O B o e R AREANERESE R SaE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T T
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.05 53.48%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0
mﬁmﬁmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #94345: Heptadecane e e e .
57.0 14.60 14.80 15.00 15.20
m/z 41.00 25.18%
5000 85.0
29.0
L b L 1901410 1690 1060 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 60 14. 80 15. OO 15. 20

8270-BF050217.M Tue May 16 18:10:43 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.62 2.63 ng 100742 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2326 (15.618 min): BF095130.D (-2323) (-) m/z 57.10 100.00%
57.1
85.1
5000
| 19115 170, ™50 15,60 1530 16,00

MDD P il L — m/z 43.05 71.00%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane

a1
~l
o

5000 850 TT T T[T T I T [T T T T[T T TT[TT
' 15.40 15.60 15.80 16.00
29.0 m/z 71.10 70.61%
| h | [1130141.0160.0 197.0225.0 253.0 296.0
e T T e e e
m/z--> 50 100 150 200 250 300
Abundance
57.0
B
15.40 15.60 15.80 16.00
5000 650 m/z 85.10 55.46%
29.0 113.0
" 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
T e e e
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane L AR R AR B
57.0 15.40 15.60 15.80 16.00

m/z 41.05 29.37%

5000

| A13:0141.0169.0 197.0 225.0 253.0 282.0

m/z--> 50 100 150 200 250 300 15.40 15. 60 15. 80 16 00

N
(o]
L9

00
a1
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl15.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.58 ng 98865 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl octadecv... 474 C30H5004 1000309-06-1 47
2 Phthalic acid. butvl cvcloheptvl... 318 C19H2604 1000322-82-9 47
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 47
4 Phthalic acid. isobutvl 4-methvl... 334 C20H3004 1000377-93-8 47
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 47
Abundance Scan 2389 (15.989 min): BF095130.D (-2383) (-) m/z 149.10 100.00%
149.1
5000
41.0 73.0
104.0 213.0 15.60 15.80 16.00 16.20 16.40
i e m/Zz 41.00 25.67%
m/z--> 50 100 50 200 250 300 350 400
Abundance #231757: Phthalic acid, isobutyl octadecy! ester
149.0
5000 AR AL PR UL B
15.60 15.80 16.00 16.20 16.40
57.0 m/z 60.00 24 .90%
104.0 223.0
26 OH ‘\‘ \u T L ‘ 1 ‘ 267.0 419.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 73.00 24 .61%
55.0 g7 223.0
mz-> 50 100 150 200 250 300 350 400
Abundance #148040: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester REEE e e m i T
149.0 15.60 15.80 16.00 16.20 16.40
m/z 43.10 22 .39%
5000
f00 | 2230
mz-> 50 100 150 200 250 300 350 400 | | 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.22 ng 85268 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2428 (16.218 min): BF095130.D (-2424) (-) m/z 57.05 100.00%
57.0
2000 it \WL\,«
1131 1410 '~ 16.00 16,20 16.40 16.60

m/z 71.10 65.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16. OO 16 20 16. 40 16 60
m/z 43.05 61.90%
29 0 113.0
LT 1410 1690 197.0 2250 2530 296.0
,,,,,,,,, e RARRRERNERAENEEES R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RmEE B R
16.00 16.20 16.40 16.60
5000 m/z 85.10 48.23%
85.0
29.0
113.0 141.0 169.0 1960  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane A REE BaEEe BRI
57.0 16.00 16.20 16.40 16.60
m/z 41.00 28.37%
5000 85.0
29.0 3.0
b M3 1410 1600 1970 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.26 2.10 ng 49961 Chrysene-di12 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 80
2 Octadecane 254 C18H38 000593-45-3 80
3 Heneicosane 296 C21H44 000629-94-7 74
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 74
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2605 (17.259 min): BF095130.D (-2601) (-) m/z 57.05 100.00%

57.0

5000

124.1 150.0 179.1 17.00 17.20 17.40 17.60
m/z 43.00 63.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57.0
5000 LA L L L L LB L L
85.0 17.00 17.20 17.40 17.60
m/z 71.05 60.75%
29 0
L L) 1801410 160.0 107.0 225.0 253.0 281.0 310.0
”qnnpnquupnqnnpn.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T
17.00 17.20 17.40 17.60
5000 85.0 m/z 85.10 49.07%
29.0

113.0 141.0 169.0 197.0 225.0 254.0

mwmmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane L R AR
57.0 17.00 17.20 17.40 17.60

m/z 41.10 32.24%

85.0
5000

7] 1410 160 0 197.0 2250 2530 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17. 20 17. 40 17. 60

29. o‘ h 113.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095130.D

Aca On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le 13122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown21.78 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.78 3.08 ng 83237 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 14
2 PhenvImethanediol dibutanoate 264 C15H2004 002929-77-3 14
3 2.2.3-Triethvloxirane 128 C8H160 053229-40-6 14
4 2-Ethvlbutvrvl chloride 134 C6H11CIO 002736-40-5 14
5 11-Methylnonacosane 422 C30H62 007371-99-5 12

Abundance Scan 3374 (21.783 min): BF095130.D (-3370) (-) m/z 57.00 100.00%

57.0

5000

21.40 21.60 21.80 22.00 22.20
m/z 71.05 90.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0

5000 e e s s
21. 40 21 60 21. 80 22. oo 22. 20
85.0 m/z 69.00 69 .36%

113.0
ul Il “n 141.0 mo 2%0%%

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

Abundance
71.0
R AN R T
21.40 21.60 21.80 22.00 22.20
5000{  43.0 105.0 m/z 43.10 47.73%
177.0
mewwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12496: 2,2,3-Triethyloxirane M RERaEEREE s s
71.0 21.40 21.60 21.80 22.00 22.20
m/z 105.05 41 .48%
43.0
5000
99.0 128.0
S T GO R O O GO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21. 40 21 60 21. 80 22. 00 22. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051517\

Data File : BF095130.D

Acq On : 15 May 2017 17:38

Operator : SJ/MA

3?22 le - 18122-01 RO-72-11997-72-12002-72-11979-C
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 13.0 ng 330287 1 7.78 509371 20.0
unknown7 .44 7.44 76.7 ng 1953620 1 7.78 509371 20.0
Pentadecane 13.46 2.9 ng 127833 3 12.62 876557 20.0
Hexadecane 14.24 4.2 ng 160123 4 15.03 767484 20.0
Octadecane 14 .97 3.2 ng 124160 4 15.03 767484 20.0
Heneicosane 15.62 2.6 ng 100742 4 15.03 767484 20.0
unknownl15.99 15.99 2.6 ng 98865 4 15.03 767484 20.0
Heptadecane 16.22 2.2 ng 85268 4 15.03 767484 20.0
Docosane 17.26 2.1 ng 49961 5 18.70 475778 20.0
unknown21.78 21.78 3.1 ng 83237 6 20.37 540452 20.0
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