LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 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-BF072016.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 1.701 8 10 29 rVvB 1401410 2652859 100.00% 14.039%
2 2.684 93 96 117 rVB 5119 29695 1.12% 0.157%
3 4.696 270 272 285 rVB 47746 100512 3.79% 0.532%
4 5.141 309 311 314 rBV 974621 1506958 56.81% 7.975%
5 6.227 403 406 413 rVB 1338423 1694110 63.86% 8.965%
6 6.330 413 415 433 rVB 1498511 1773920 66.87% 9.387%
7 6.559 433 435 446 rVB 252262 313405 11.81% 1.659%
8 6.719 446 449 451 rBV 1363179 1378187 51.95% 7.293%
9 7.130 483 485 495 rBV 628735 1083423 40.84% 5.733%
10 7.850 545 548 550 rBV 326043 393310 14.83% 2.081%

11 8.925 639 642 645 rBV 1542724 1754860 66.15% 9.287%
12 9.325 675 677 679 rBvV 512993 445473 16.79% 2.357%

13 9.359 679 680 694 rVB 36199 72165 2.72% 0.382%
14 9.588 698 700 703 rBV 452484 460919 17.37% 2.439%
15 10.022 734 738 742 rBV3 22705 36989 1.39% 0.196%

16 10.376 767 769 778 rBV 1010603 1099262 41.44% 5.817%
17 10.513 778 781 787 rVB 24292 33425 1.26% 0.177%
18 11.062 827 829 833 rBvV 453177 441118 16.63% 2.334%
19 12.491 951 954 956 rBV 495079 479631 18.08% 2.538%

20 12.559 959 960 965 rVvB 64003 82658 3.12% 0.437%
21 12.651 965 968 970 rBV 1192807 1526303 57.53% 8.077%
22 12.891 986 989 993 rVB 19881 27475 1.04% 0.145%
23 13.188 1012 1015 1017 rBV 396620 345023 13.01% 1.826%
24 13.234 1017 1019 1020 rBV 46737 38831 1.46% 0.205%

25 13.554 1044 1047 1055 rBV 99448 146319 5.52% 0.774%

26 13.679 1055 1058 1064 rBV 292315 301063 11.35% 1.593%

27 13.874 1073 1075 1079 rVB 62616 56071 2.11% 0.297%
28 14.182 1099 1102 1104 rBV 35242 50025 1.89% 0.265%
29 14.468 1124 1127 1130 rBV 59336 57537 2.17% 0.304%
30 14.754 1149 1152 1156 rBV 57306 61239 2.31% 0.324%
31 15.017 1173 1175 1178 rBV 199854 235026 8.86% 1.244%
32 15.062 1178 1179 1182 rVB 44027 51041 1.92% 0.270%
33 15.417 1208 1210 1213 rBV 32876 48754 1.84% 0.258%
34 15.828 1241 1246 1253 rVB2 25285 51503 1.94% 0.273%

8270-BF072016.M Tue Jul 26 17:26:35 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 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-BF072016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.297 1284 1287 1290 rBV 13180 27667 1.04% 0.146%
36 16.685 1317 1321 1326 rVB2 15193 39901 1.50% 0.211%

Sum of corrected areas: 18896657
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF072516\

BF089272.D

25 Jul 2016 11:42

UM/SsJ

H4154-01

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6

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

4.70 6.41 ng 100512 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 272 (4.696 min): BF089272.D (-270) (-) m/z 43.05 100.00%
43
59
5000
101 .,
| 83 440 4.60 4.80 5.00
o 1 | S S — m/z 59.10 60.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 DRSS SR U L
440 4.60 4.80 5.00
59 101 m/z 101.10 22.73%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 4.60 4.80 500
5000 m/z 58.10 16.41%
29 101
o 15 73 83
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 e e
59 440 4.60 4.80 5.00
m/z 41.10 10.09%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 480 500

8270-BF072016.-M Tue Jul 26 17:26:38 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.33 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 6.33 113.20 ng 1773920  1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 415 (6.330 min): BF089272.D (-413) (-) m/z 132.00 100.00%
5000 68 &
40 4 %6 J 6.00 6.20 6.40 6.60
7 . . . .
ol fe lsus o /7 68.10  46.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.75%
0 ‘ b1 H Moy . !
L LA SR SR WL IS UL UL BN
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 640 660
5000 m/z 66.10 30.29%
33 44 o 105
o € 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 19.16%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189 --.----./L-/-\-.----.----.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 4 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 31.86 ng 479631 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 70
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 954 (12.491 min): BF089272.D (-951) (-) m/z 56.10 100.00%
56
5000 73
129 239257 SR BN SRR SUNRN B
3 | 157 185 213 12.20 12.40 12.60 12.80
S | Fi o '“ e, | etk b rros2- | m/z 57.10  60.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 A AR A
nmnmnmnm
29 129 257 m/z 41.10 43.90%
0 L h H dey | 157 185 213 2:\39 N
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
1220 12.40 12,60 12.80
5000 m/z 43.10 42 .25%
29 73
o 97113 157 185 213 239757 L app
R R R R A L L AR LA LA LA LR AR SRR LA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 12.20 12.40 12.60 12.80
m/z 55.10 36.17%
5000 4
{ 239 957
RS JH opug s s 23 L | m 3w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heptadecyl acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.49 ng 82658 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 91
2 l1l-Hexacosanol 382 C26H540 000506-52-5 64
3 1ll1-Tricosene 322 C23H46 052078-56-5 53
4 n-Heptadecanol-1 256 C17H360 001454-85-9 40
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 960 (12.559 min): BF089272.D (-959) (-) m/z 43.10 100.00%
43
5000 83
1
111
I l 12.20 12.40 12.60 12.80
o ..L S m/z 83.10 50.20%
m/z--> 50 100 150 200 250 300 350
Abundance #143134: Heptadecy! acetate
43
5000 83 II""I""II'\"'I""II
12.20 12.40 12.60 12.80
111 m/z 55.05 49 _.50%

NECHE M h \139 l68 210 238 283
T — T T T
m/z--> 150 200 250 300 350
Abundance

43

12.20 12.40 12.60 12.80

5000 83 m/z 69.10 48.61%
18 111
o 65 139 168 196 224 252 278 308 336 364
e e =T T T
m/z--> 50 100 150 200 250 300 350
Abundance #163017: 11-Tricosene P P e S
43 1220 12.40 12.60 12.80

m/z 97.10 42 _.09%

5000

111
‘ 140 168 196 224243 266 294 322

Ol s e T VL |

m/z--> 50 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.19 22.92 ng 345023 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 53
4 5-Methvl-2-hexanol. chlorodifluo... 228 C9H15CIF202 1000376-27-1 35
5 Cyclohexanamine 99 C6H13N 000108-91-8 30

Abundance Scan 1015 (13.188 min): BF089272.D (-1012) (-) m/z 56.10 100.00%
56
5000
u 83 129 285 R UM SULIE BN B
01 | 185 267 12.80 13.00 13.20 13.40 13.60
3 241
| — I|m.]']h,l po 357, 21 TP s 55710 65. 18%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285
340 12.80 13.00 13.20 13.40 13.60
73 . 267 m/z 43.10 48.63%
ol 3 Ll Lo s T o P 11 au
m/z--> 50 100 150 200 250 300
Abundance
56
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 43.74%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester SRR R
57 12.80 13.00 13.20 13.40 13.60
m/z 55.05 37 .68%
5000
29 267285
83 129
o LT ey 185 g 2 | gy w0
m/z--> 50 100 150 200 250 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Tritetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.58 ng 38831 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1019 (13.234 min): BF089272.D (-1017) (-) m/z 57.10 100.00%
57 A
5000
99
‘ | 141 13.00 13.20 13.40 13.60
-ty m/z 71.10 74 .00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 AN AR R B R
13.00 13.20 13.40 13.60
m/z 43.10 68.61%

97
0 | JWM‘J‘Q; 183 225 267 323 379 421 463 505 547 604
R o R Al A S e e e AR B
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

13.00 13.20 13.40 13.60

5000 m/z 85.10 55.37%
99
o 141 183 225 267 309 367
B B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425: Heneicosane ; . e S G R
57 13. OO 13. 20 13. 40 13 60

m/z 41.05 25.95%

5000
) 99
F |yl 14 183 225 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. OO 13. 20 13. 40 13 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Oxalic acid, cyclobutyl hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 9.72 ng 146319 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 90
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 81
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 72
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 70
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
Abundance Scan 1047 (13.554 min): BF089272.D (-1044) (-) m/z 57.10 100.00%
71
5000

13.20 13.40 13.60 13.80

0 m/z 43.10 81.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #203491: Oxalic acid, cyclobutyl heptadecy! ester
55
5000
13.20 13.40 13.60 13.80
4 71 m/z 71.10 62.33%
Oy Ay 25880 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 T .”. R i
71 13 20 13. 40 13.60 13.80
5000 m/z 55.10 59.05%

85
29 111
o 125139 154168182196210224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156543: Isobutyl tetradecy! carbonate

13.20 13.40 13.60 13.80
m/z 83.10 55.31%

|

25139 154168
B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13.80

5000

196
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.18 3.32 ng 50025 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 1102 (14.182 min): BF089272.D (-1099) (-) m/z 57.10 100.00%
g7
85
5000
13 11 207 13.80 14.00 14.20 14.40 14.60
ol L L m/z 71.10  75.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85

13.80 14.00 14.20 14.40 14.60
m/z 43.10 61.68%

29 113 141
ol il M“ ‘ | 141 169 197 225 253 281 309 337 380
ity i T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R N R RS e e
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 54 _92%
29
. 113 141 160 197 225 253 205 323 367
L e o o o o L LA B o s o e o o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57 13.80 14.00 14.20 14.40 14.60

m/z 55.10 28 .30%

5000 P
29
oLt d ‘U I 141162183 211 239 273 301322343 371 414

m/z--> 50 100 150 200 250 300 350 400 13 80 14. 00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.90 ng 57537 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1127 (14.468 min): BF089272.D (-1124) (-) m/z 57.10 100.00%
5
5000
99
1 14.20 14.40 14.60 14.80
ol ! m/z 71.10 75.99%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000

14.20 14.40 14.60 14.80
m/z 43.10 59.51%

99
Lth 141 183 205 267 309 367

.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
N R RREEEE SRS S
14.20 14.40 14.60 14.80
5000 m/z 85.10 54.76%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

517 14.20 14.40 14.60 14.80

m/z 55.10 23.38%
5000
99
ob_26] I 1)) 141 183 225 296 “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.21 ng 61239 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 1152 (14.754 min): BF089272.D (-1149) (-) m/z 57.10 100.00%
57
85
5000
L8 15 a0p 14.40 14.60 14.80 15.00
ot ey m/z 71.10 76 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.05 62 .44%
29 113
0 DL 77141 169 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.10 56.05%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 41.10 25.05%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393 | |
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 14M0 14.60 14.80 15.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.42 4_.15 ng 48754 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 1210 (15.417 min): BF089272.D (-1208) (-) m/z 57.10 100.00%
g7
85
5000
[0 20 g 1550 15,40 1560 1550
oA B B o m/z 71.10 74.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57
5000 85
15.20 15.40 15.60 15.80
113 m/z 43.10 57 .84%
o h“‘\ 141169197 225253 281309337365 437
miz--> 0 55 1%0 260 2%0 360 3éo 460 4éo 560
Abundance
57
" 15.20 15.40 15.60 15.80
5000 a5 m/z 85.10 53.58%
29 113
0 141169197225253281309337 379 421449 477 506
miz--> 0 55 160 1%0 260 250 360 350 460 4éo 560
Abundance #209567: Eicosane, 9-octyl-
43 15.20 15.40 15.60 15.80
m/z 55.10 22 .64%
71
5000
99 281
o | 127155183211238 | 300336365392
miz--> 0 5'0 1(')0 1&1,0 2(')0 250 300 350 400 4&'30 5(')0 15'20 15. 40 15. 60 15|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.83 4.38 ng 51503 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(l1l-ethvilpropvl)- 366 C26H54 055282-11-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
5 Tritetracontane 605 C43H88 007098-21-7 86

Abundance Scan 1246 (15.828 min): BF089272.D (-1241) (-) m/z 57.10 100.00%
g7
85
5000
| e, 1 - ' 15.60 15.80 16.00 16.20
ob—L, T — m/z 71.10 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000
15.60 15.80 16.00 16.20
o m/z 43.05 59.37%
ol Ll 77155 183 225 253 295 337
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 54 .52%
29 113 141
0 169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20
m/z 55.05 22.81%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 15.|60 15.|8O 16.|00 16.|20

8270-BF072016.-M Tue Jul 26 17:26:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Eicosane, 10-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.35 ng 27667 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
2 Octacosane 394 C28H58 000630-02-4 83
3 Heneicosane 296 C21H44 000629-94-7 78
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 78
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1287 (16.297 min): BF089272.D (-1284) (-) m/z 57.10 100.00%
g7
85
5000
(] - 16:00 16,20 1640 16.60
b e m/z 71.10 84._48%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
16.00 16.20 16.40 16.60
m/z 43.10 62.06%
‘ 113, _ 154
bbb L1887 (183 211 230 281
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.10 57.32%
29 13 94
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' N
Abundance #141426: Heneicosane A
57 16.00 16.20 16.40 16.60
m/z 83.10 22 .28%
85
5000
29 113
oL Tl )7 24 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089272.D

Aca On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknownl6.69 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.69 3.40 ng 39901 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(C11) 220 C15H240 1000159-36-7 37
2 Cvclohexane. l1-ethenvl-1-methvl-... 204 C15H24 000515-13-9 32
3 Guaia-1(10).11-diene 204 C15H24 1000374-19-7 27
4 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 25
5 Bicyclo[7.2.0]Jundec-4-ene, 4,11,... 204 C15H24 013877-93-5 25
Abundance Scan 1321 (16.685 min): BF089272.D (-1317) (-) m/z 81.10 100.00%
a3 8t 105
145
67 119 150 213
5000 5 13
| ‘ ‘ 16.40 16.60 16.80 17.00
oY U | S | 1 1 N R M m/z 43.10 98.01%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #77521: Ledene oxide-(ll)
43
27
5000 55 16.40 16,60 16.80 17.00
91 159 : : : :
6 105 0131 145 | 177 m/z 105.00 91.51%
202
0 I .l T I\ 188 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81 93
41 68 LSRN SR N SR
107 16.40 16.60 16.80 17.00
5000 55 121 m/z 107.10 77.78%
133 147 161
29 189
175 204
S R L S UL L B B B B L W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64351: Guaia-1(10),11-diene R EAmmam s me s
93 107 161 16.40 16.60 16.80 17.00
a1 79 m/z 95.00 77.04%
5000 55 &7
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089272.D

Acq On = 25 Jul 2016 11:42

Operator : UM/SJ

Sample : H4154-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.70 6.4 ng 100512 1 6.56 313405 20.0
unknown6 .33 6.33 113.2 ng 1773920 1 6.56 313405 20.0
Hexadecanoic acid... 12.49 31.9 ng 479631 5 13.68 301063 20.0
Heptadecyl acetate 12.56 5.5 ng 82658 5 13.68 301063 20.0
Octadecanoic acid... 13.19 22.9 ng 345023 5 13.68 301063 20.0
Tritetracontane 13.23 2.6 ng 38831 5 13.68 301063 20.0
Oxalic acid, cycl... 13.55 9.7 ng 146319 5 13.68 301063 20.0
Heptacosane 14.18 3.3 ng 50025 5 13.68 301063 20.0
Hexacosane 14 .47 4.9 ng 57537 6 15.02 235026 20.0
Heneicosane 14.75 5.2 ng 61239 6 15.02 235026 20.0
Hentriacontane 15.42 4.2 ng 48754 6 15.02 235026 20.0
Heneicosane, 11-(... 15.83 4.4 ng 51503 6 15.02 235026 20.0
Eicosane, 10-methyl- 16.30 2.4 ng 27667 6 15.02 235026 20.0
unknownl16 .69 16.69 3.4 ng 39901 6 15.02 235026 20.0
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