LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.033 177 179 183 rBvY 11660 18250 1.12% 0.124%
2 4_753 239 242 252 rBVY 580628 1019633 62.81% 6.947%
3 5.210 279 282 284 rBV 1522108 1623269 100.00% 11.059%
4 6.273 372 375 378 rBV 1360929 1416561 87.27% 9.651%
5 6.399 383 386 388 rBvV 1288318 1563966 96.35% 10.655%
6 6.627 403 406 408 rBvV 454604 373622 23.02% 2.545%
7 6.787 417 420 422 rBVY 859968 961234 59.22% 6.549%
8 7.199 453 456 458 rBV 1062794 1092521 67-.30% 7.443%
9 7.907 516 518 521 rBVY 334638 437232 26.94% 2.979%
10 8.993 610 613 615 rBvV 1452132 1214674 74.83% 8.275%

11 9.393 646 648 650 rBvV 214436 210839 12.99% 1.436%
12 9.656 669 671 673 rBvV 481238 433469 26.70% 2.953%
13 10.445 737 740 742 rBV 772248 765695 47.17% 5.217%

14 10.582 748 752 755 rBV 36024 45028 2.77% 0.307%
15 10.673 758 760 761 rvv2 14531 18871 1.16% 0.129%
16 10.708 761 763 766 rVB3 9377 18139 1.12% 0.124%
17 11.028 787 791 792 rBV 30814 30511 1.88% 0.208%

18 11.131 798 800 802 rBV 461993 410889 25.31% 2.799%
19 11.679 847 848 852 rvVv 88230 108356 6.68% 0.738%

20 11.736 852 853 859 rvB4 9161 18386 1.13% 0.125%
21 12.331 904 905 907 rBvV 62983 55983 3.45% 0.381%
22 12.559 922 925 927 rBV 72532 70650 4 _35% 0.481%
23 12.605 927 929 934 rVB4 15056 25351 1.56% 0.173%
24 12.719 936 939 941 rVB 961069 918417 56.58% 6.257%
25 12.948 956 959 962 rBV3 11375 28154 1.73% 0.192%

26 13.199 978 981 983 rBV 130479 123677 7.62% 0.843%
27 13.576 1011 1014 1016 rBV 9317 17879 1.10% 0.122%
28 13.634 1016 1019 1026 rVvVv 145029 233016 14.35% 1.588%
29 13.748 1027 1029 1035 rVB 392941 485853 29.93% 3.310%

30 13.874 1036 1040 1042 rBVZ2 9204 21154 1.30% 0.144%
31 13.954 1045 1047 1050 rVB2 10745 17825 1.10% 0.121%
32 14.262 1071 1074 1078 rBV 47858 92687 5.71% 0.631%
33 14.548 1097 1099 1101 rBV3 12657 17074 1.05% 0.116%
34 14.605 1103 1104 1106 rVB 30353 28206 1.74% 0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEMI\BNA_ F\METHODS\8270-BF081715.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.674 1108 1110 1112 rBV2 15458 19791 1.22% 0.135%
36 14.742 1113 1116 1121 rVB 27431 66009 4_.07% 0.450%
37 14.834 1122 1124 1126 rBV 30843 45973 2.83% 0.313%
38 14.994 1136 1138 1141 rVB 26023 36511 2.25% 0.249%
39 15.051 1141 1143 1145 rBV 22591 34942 2.15% 0.238%
40 15.108 1145 1148 1150 rBV 196568 251166 15.47% 1.711%
41 15.337 1166 1168 1172 rVB3 22655 33273 2.05% 0.227%
42 15.531 1183 1185 1187 rBV 34354 52254 3.22% 0.356%
43 15.588 1187 1190 1192 rVV 25422 50846 3.13% 0.346%
44 16.068 1230 1232 1237 rVB5 17833 38436 2.37% 0.262%
45 16.194 1241 1243 1248 rVB2 22411 39108 2.41% 0.266%
46 16.845 1296 1300 1307 rBvV8 17164 57301 3.53% 0.390%
47 17.691 1370 1374 1379 rBvV8 10749 35411 2.18% 0.241%

Sum of corrected areas: 14678092
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081034.D
5|21

1400000 6.27
6.40

1200000
7.20

1000000
6.79
800000
600000 4.75
400000 7.91

200000

4.03

e L.

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081034.D
8.99

1400000
1200000
1000000 12.72
800000 10.44
600000

9.66 11.13
400000

9.39

200000

11.68
108887 11.0 74 12.3312,5

o e e e e e e —

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081034.D

1400000
1200000
1000000
800000
600000

400000
5.11

200000
15.343589 16.%19 16.85 17.69

o e e e e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.75 54 .58 ng 1019630 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 242 (4.753 min): BF081034.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 U L R L R
440 4.60 4.80 5.00
Ol bl B3]l 60 8 | "hm/z 59.10  56.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR LN AR AR
59 440 460 480 500
m/z 58.10 14 .51%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 13.85%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- L L R o
59 440 4.60 4.80 5.00
m/z 41.10 9.11%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁﬁlki""i' "'I""I"'g?l""l' AR LRSS SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.40 Concentration Rank 1

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

6.40 83.72 ng 1563970 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 386 (6.399 min): BF081034.D (-383) (-) m/z 132.10 100.00%
132
5000 68
© st || 7o P e oo 650 0 650 6k
o gL e | weus m/z 68.10 39.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR SRR LS
6.00 6.0 6.40 6.60 6.80
31 51 78 m/z 134.10 33.20%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 6.60 6.80
5000 67 m/z 66.10 25.87%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 15.56%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 B |0 I
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.19 ng 45028 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Hexadecane 226 C16H34 000544-76-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 752 (10.582 min): BF081034.D (-748) (-) m/z 57.05 100.00%

57

5000

10.20 10.40 10.60 10.80 11.00

0 m/z 43.05 64 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L I L L L L L L B
85 10 20 10. 40 10. 60 10 80 11. OO
29 m/z 71.10 49.62%
L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
10.20 10.40 10.60 10.80 11.00
5000 4! m/z 85.10 34.05%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57 10.20 10.40 10.60 10.80 11.00
43 m/z 41.10 30.53%
71
5000 85
29
99
015 ‘\ LLoa 4 113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10. 40 10.60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.68 5.27 ng 108356 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22
5 5-Acetoxypentadecane 270 C17H3402 1000245-62-3 14
Abundance Scan 848 (11.679 min): BF081034.D (-847) (-) m/z 43.10 100.00%
60
73
5000
85 g7 129 U DU BN AL B
115 143 157 171 185 213 11.40 11.60 11.80 12.00
01 m/z 60.00 89.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43 A
11.40 11.60 11.80 12.00
29 129 143 m/z 57.10 81.72%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,....,....‘ wo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
11,40 11.60 11.80 12,00
5000 41 m/z 73.05 77.10%
129
29
oL 18 87 101 115 143 1ge 172
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12979: Heptanoic acid AT e
60 11.40 11.60 11.80 12.00
m/z 41.10 72.52%
5000 73
87
0 H ‘ L] 101113 139
m/z--> 20 ' 60 éo 160 120 140 160 180 200 ' 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.63 9.59 ng 233016 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
2 1-Docosene 308 C22H44 001599-67-3 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1019 (13.634 min): BF081034.D (-1016) (-) m/z 57.10 100.00%
57
83
41
5000
111
IR UM BRI UL B
149 13.40 13.60 13.80 14.00
1p7
Obrrrprrrrihes 163 m/z 43.10 87.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 LRI BULIULN LI UL B
1340 13.60 13.80 14.00
125 m/z 55.10 85.17%
153169 196 224

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R B o
97 13.40 13.60 13.80 14.00
5000 71 m/z 83.10 69.04%
29
125
0 153 181 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene L S AR
43 13.40 13.60 13.80 14.00
m/z 97.10 60.81%
5000 83
111
o | | 140 168 106 224243 266 204 322
e e e e e e e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Pentafluoropropionic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.26 3.82 ng 92687 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
2 l17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 83
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 83
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 74
Abundance Scan 1074 (14.262 min): BF081034.D (-1071) (-) m/z 57.10 100.00%
57
5000 83 ULN\]L\/J\A”
111 o
139,.c 203 241 14.00 14.20 14.40 14.60
0 e N — m/z 43.10 78.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 LA UL B I IR
111 14.00 14.20 14.40 14.60
- m/z 55.10 70.80%
0 .“.‘.‘l““ ‘ ‘\ \M‘\ “gl‘].-(‘iu8..|2].-0.?3.8|..2.8.3|....|....|....|....|
m/z--> 50 200 250 300 350 400 450
Abundance
43
14.00 14.20 14.40 14.60
5000 83 m/z 83.10 50.18%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #141326: Cyclopentane, (4-octyldodecyl)- R B EERmE R
43 14.00 14.20 14.40 14.60
83 m/z 69.10 47 _.87%
5000
111
0 | i f39467195 2%6264293 350
m/z--> 55 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Squalene Concentration Rank 18

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

14.61 2.25 ng 28206 Perylene-di12 15.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 58
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 53
3 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 003790-71-4 53
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 42
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 42

Abundance Scan 1104 (14.605 min): BF081034.D (-1103) (-) m/z 69.10 100.00%
69
5000 ‘/\_'/[\\_J\_r\
41
136 175 215239 59 14.20 14.40 14.60 14.80 15.00
o m/z 81.10 50.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LA L L L L L LB
14 20 14. 40 14. 60 14. 80 15. OO
41 o5 137 m/z 41.10 31.32%
0 16 163 191 217 245 273 299 341 367 410
T e T — T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R NN EEERE R
14.20 14.40 14.60 14.80 15.00
5000 m/z 95.10 14 .59%
41
95 137 4¢5 193
o T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #70996: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)- T
69 14.20 14.40 14.60 14.80 15.00
m/z 68.05 11.40%
5000 41
93
123
oLde g e 22 Y T
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80 15. OO

8270-BF081715.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.66 ng 45973 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 53
2 Octane, 2-methyl- 128 C9H20 003221-61-2 52
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 49
4 Eicosane 282 C20H42 000112-95-8 49
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 49
Abundance Scan 1124 (14.834 min): BF081034.D (-1122) (-) m/z 57.10 100.00%
| J\/NJLL/V/
5000 g5
252 R UM S B B
| I | 113 11y 169 g5 221 I| 14.60 14.80 15.00 15.20
VYR U PV o - i N — m/z 43.10 64.54%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 L UL I L B
14.60 14.80 15.00 15.20
29 m/z 71.10 51.74%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
43
" 14.60 14.80 15.00 15.20
5000 m/z 85.10 36 .58%
71
113
L L (L WL WL B S
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, g-OCtyl- LI L L L L LA
57 14.60 14.80 15.00 15.20
m/z 252.10 22 .68%
5000 85
oL 3 l | M2 141 160 197 239 567 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20

8270-BF081715.M Tue Aug 18 18:50:42 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl5.34 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.65 ng 33273 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Decen-1-yl acetate 198 C12H2202 050816-18-7 38
2 Chloromethyl 6-chlorododecanoate 282 C13H24Cl1202 080419-02-9 27
3 6,10,13-Trimethyltetradecanol 256 C17H360 1000131-71-0 25
4 7Z-13-Octadecen-1-yl acetate 310 C20H3802 060037-58-3 22
5 trans-3-tert-butylcycloheptanol 170 C11H220 019790-14-8 22
Abundance Scan 1168 (15.337 min): BF081034.D (-1166) (-) m/z 57.10 100.00%
a3 ¥
82 o
5000
138 195 215 A U BRI B
1247 199 281 15.00 15.20 15.40 15.60
177
Obrrylh m/z 43.10 80.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54673: 9-Decen-1-yl acetate
43
5000 U U BN B
15.00 15.20 15.40 15.60
m/z 55.10 74 .22%
Orr s
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
a 15.00 15.20 15.40 15.60
5000 69 96 m/z 82.10 61.59%
83 138
110155 163 181
O o L T o B O S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92327: 6,10,13-Trimethyltetradecanol R RS B
43 57 15.00 15.20 15.40 15.60
97 m/z 96.10 54 .52%
5000
112
o) 126139 154169182 510223238
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF081715.M Tue Aug 18 18:50:43 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.53 4.16 ng 52254 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Tetratriacontane 479 C34H70 014167-59-0 80
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1185 (15.531 min): BF081034.D (-1183) (-) m/z 57.10 100.00%
57
5000 W
85
1l 1 gm om 15130 1540 15,60 1580
(I T A b e A ey || M/Zz 43.10  55.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57
5000 85 LR BN BRI B SR
mmmmmmmm
113 m/z 71.10 54 _.37%
0 2\‘9 ‘\ ‘ ‘H\ \h\ ‘\‘ H‘ u‘lﬂil 169 197 225 253 295 366
m/z--> éo 160 1éo 260 2%0 360 3%0 460 '
Abundance
57
15.20 15.40 15.60 15.80
5000 m/z 85.10 34.83%
85
29 113 141 169 197
ol b bl gy 2 197 225 263 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane R R mEEE
57 15.20 15.40 15.60 15.80
m/z 41.10 21.64%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 15.20 1540 1560 15%0

8270-BF081715.M Tue Aug 18 18:50:45 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 1-Pentadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 4.05 ng 50846 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 72
2 1-Nonadecanol 284 C19H400 001454-84-8 72
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
4 1-Tetracosanol 354 C24H500 000506-51-4 52
5 1-Nonadecene 266 C19H38 018435-45-5 43
Abundance Scan 1190 (15.588 min): BF081034.D (-1187) (-) m/z 57.10 100.00%
1 qﬁwakuvAA\/nMkav,
5000
111125 L Trrr[rrrrJrrrr TT
wssazy o A 239 283 15.20 15.40 15.60 15.80 16.00
Ok b m/z 83.10 77.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63049: 1-Pentadecene
43 57 gq
5000 AU AR A SR S
29 11 15.20 15.40 15.60 15.80 16.00
125 m/z 43.10 76.71%
ol15 \ H‘ 140154168182 210
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 AU AR AL SR S
15.20 15.40 15.60 15.80 16.00
5000 m/z 97.10 74 .84%
29 111
125
oL14 139154168182196210224238 952266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89757: E-15-Heptadecenal A ERmEa mEa S
15.20 15.40 15.60 15.80 16.00
7 83 m/z 55.10 71.03%
97
5000
125
o 139154168182106210224238252

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00

8270-BF081715.M Tue Aug 18 18:50:46 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl6.07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.06 ng 38436 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C10H12N2S 1000147-35-4 27
2 2-Phenyliminoperhydro-1,3-thiazine 192 C10H12N2S 1000138-91-3 27
3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 25
4 7a-l1sopropenyl-4,5-dimethyloctah... 236 C15H2402 1000192-14-7 23
5 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 10
Abundance Scan 1232 (16.068 min): BF081034.D (-1230) (-) m/z 191.15 100.00%
191
95
5000 123136 -
109 231 R LR BN SN B
||| | \ | |H 16317’7 | 281 15.80 16.00 16.20 16.40
of il -' S| 1 D A m/z 95.10 48.36%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50071: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191
5000 L S BULILRN UL U
77 136 15.80 16.00 16.20 16.40
o 118 163 m/z 192.20 47.06%
104
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
15.80 16.00 16.20 16.40
5000 m/z 136.20 42 _.73%
77
118 136
163
REx o1 91104
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191 15.80 16.00 16.20 16.40
109 m/z 41.10 39.36%
5000 82
136
57
L] s e
0|'“'w'“Vwa'L'wt“l”'w'“'ﬂ"'"'"“ SRRAY PRI SRS B R LR BN SN B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

8270-BF081715.M Tue Aug 18 18:50:47 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl16.19 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.19 3.11 ng 39108 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 38
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 30
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 27
4 2,5a-Methano-5aH-pyrido[1,2-b]J[1... 167 C10H17NO 054980-46-0 27
5 Ecgonine 185 C9H15N03 000481-37-8 22
Abundance Scan 1243 (16.194 min): BF081034.D (-1241) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40 16.60

0 m/z 43.10 89.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98127: 16-Octadecenal
5000 LI B B B B B |

15.I80 16.I00 16!20 16.I4O 16!60
m/z 82.10 61.48%

252

137152 168182 207 22453g

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 NSUNARSRUNNARUNN
68 15.80 16.00 16.20 16.40 16.60
5000{ 99 m/z 96.10 54.74%
111
125

0 152166180194208222236250264 282

W‘WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
#99459: Oxirane, hexadecyl-

Abundance

15.80 16.00 16.20 16.40 16.60
m/z 97.10 50.85%

5000

I I T T T
15.80 16.00 16.20 16.40 16.60

8270-BF081715.M Tue Aug 18 18:50:49 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/I1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl7.69 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.69 2.82 ng 35411 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-6-methoxypyridine 124 C6H8N20 017920-35-3 25
2 2-Amino-4-methyl-3-pyridinol 124 C6H8N20 020348-18-9 22
3 4,6-Dimethyl-2-pyrimidone 124 C6H8N20 000108-79-2 22
4 Methyl 2-[(1H-2-oxo0-4-pyrimidiny... 183 C7H9N303 128786-77-6 16
5 N-Methyl-2-(propionylmethylene)p... 153 C9H15NO 082071-14-5 14
Abundance Scan 1374 (17.691 min): BF081034.D (-1370) (-) m/z 124.10 100.00%
57 124
43
135
5000
71
84 o 110 \[\
17.40 17.60 17.80 18.00
0 m/z 57.10 81.13%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10004: 2-Amino-6-methoxypyridine
124
5000 R B BN AL B
a1 95 17.40 17.60 17.80 18.00
67 m/z 43.10 70.45%
4 ‘ “ 107
0|....l‘.‘.‘l“‘.l‘l“l‘..Hluu“.‘l‘l.“l.. ‘... s L M
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
124
17.40 17.60 17.80 18.00
5000 95 m/z 135.10 61.26%
52
69
27 41 81 107
A R R R S B B W WL S B
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10005: 4,6-Dimethyl-2-pyrimidone e  RRREE R
124 17.40 17.60 17.80 18.00
m/z 39.00 39.82%
5000 9% 109
42
‘ 55 66 g2
0|""k“l"u‘l‘|"‘l“"I“"""I""'I ‘...l....l....l....l....l....
mz-> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081034.D

Acq On : 18 Aug 2015 7:25

Operator : UM/1Z

Sample - G3290-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.75 54_.6 ng 1019630 1 6.63 373622 20.0
unknown6 .40 6.40 83.7 ng 1563970 1 6.63 373622 20.0
Eicosane 10.58 2.2 ng 45028 4 11.13 410889 20.0
Undecanoic acid 11.68 5.3 ng 108356 4 11.13 410889 20.0
Trichloroacetic a... 13.63 9.6 ng 233016 5 13.75 485853 20.0
Pentafluoropropio... 14.26 3.8 ng 92687 5 13.75 485853 20.0
Squalene 14.61 2.3 ng 28206 6 15.11 251166 20.0
Octacosane 14.83 3.7 ng 45973 6 15.11 251166 20.0
unknownl15.34 15.34 2.6 ng 33273 6 15.11 251166 20.0
Hexacosane 15.53 4.2 ng 52254 6 15.11 251166 20.0
1-Pentadecene 15.59 4.0 ng 50846 6 15.11 251166 20.0
unknownl16 .07 16.07 3.1 ng 38436 6 15.11 251166 20.0
unknownl16.19 16.19 3.1 ng 39108 6 15.11 251166 20.0
unknownl17 .69 17.69 2.8 ng 35411 6 15.11 251166 20.0
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