LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 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-BF112115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.393 116 123 135 rBVY 5848002 13530449 100.00% 18.191%
2 4.787 242 245 260 rVB 2037404 3437272 25.40% 4.621%
3 5.244 283 285 288 rBVY 4168301 5695652 42.10% 7.658%
4 6.307 375 378 381 rBVY 4187986 6359698 47 .00% 8.550%
5 6.422 385 388 390 rBVY 4271606 5949969 43.97% 8.000%
6 6.639 405 407 409 rBV 1514902 1347036 9.96% 1.811%
7 6.799 418 421 423 rBV 4419755 4537129 33.53% 6.100%
8 7.210 454 457 460 rBV 3336327 3703909 27.37% 4 .980%
9 7.930 517 520 524 rBVY 1608926 1939506 14.33% 2.608%
10 9.005 611 614 617 rBVY 4859405 5610202 41.46% 7.543%

11 9.405 647 649 652 rBvV 965548 924517 6.83% 1.243%
12 9.679 670 673 675 rBV 1392747 1807425 13.36% 2.430%
13 10.125 704 712 714 rBV 288864 322696 2.38% 0.434%
14 10.342 728 731 734 rBV 121038 182640 1.35% 0.246%
15 10.468 739 742 744 rBV 2402376 3400508 25.13% 4.572%

16 10.593 751 753 757 rBV 298785 339424 2.51% 0.456%
17 11.039 788 792 794 rBv2 171557 232250 1.72% 0.312%
18 11.154 799 802 805 rVvV 1374684 2044332 15.11% 2.749%
19 11.222 805 808 811 rvB2 138857 180718 1.34% 0.243%
20 11.702 848 850 853 rvv 776187 844803 6.24% 1.136%

21 11.759 853 855 861 rvB2 110488 188194 1.39% 0.253%
22 12.354 905 907 909 rBvV 737529 673310 4.98% 0.905%
23 12.479 917 918 921 rVvv2 214670 317532 2.35% 0.427%
24 12.582 924 927 929 rVvV 549321 729611 5.39% 0.981%
25 12.731 938 940 943 rVB 3262169 4300761 31.79% 5.782%

26 12.914 951 956 958 rBV2 81559 161051 1.19% 0.217%
27 13.211 980 982 985 rvB2 116623 147172 1.09% 0.198%
28 13.645 1017 1020 1023 rBV2 384020 477531 3.53% 0.642%
29 13.771 1028 1031 1036 rVV2 1363475 1908992 14.11% 2.567%
30 14.274 1073 1075 1079 rVB2 115009 216639 1.60% 0.291%

31 14.765 1116 1118 1122 rBV 274065 482604 3.57% 0.649%
32 15.028 1139 1141 1144 rVB 171682 215775 1.59% 0.290%
33 15.085 1144 1146 1148 rBV 210266 284439 2.10% 0.382%
34 15.131 1148 1150 1153 rBV 709409 1107998 8.19% 1.490%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.554 1185 1187 1189 rBV 122313 201353 1.49% 0.271%
36 16.388 1258 1260 1265 rVB2 97786 202946 1.50% 0.273%

37 16.525 1270 1272 1276 rVB3 114059 223811 1.65% 0.301%
38 16.766 1290 1293 1296 rBV 78457 148896 1.10% 0.200%

Sum of corrected areas: 74378750
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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\BF112315\

BF083217.D

23 Nov 2015 21:38

umsiz

G4512-02

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Abundance

5000000

4000000

3000000

2000000

1000000

04
Time-->
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9.00 9.50

13.00

13.50

14.50

14.00

Abundance

5000000

4000000

3000000

2000000

1000000{>:13

0
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16.36.5316.77

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.79 51.03 ng 3437270 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.787 min): BF083217.D (-242) (-) m/z 43.10 100.00%
43
59
5000
101 [rrrryrrTer T T T T T T
440 4.60 4.80 5.00 5.20
Ob e Bt 3N 9 8 | 77 59.10  56.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR U UL L
59 440 4.60 4.80 5.00 5.20
m/z 101.10 15.73%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 5.00 520
5000 m/z 58.10 13.96%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59 440 4.60 4.80 5.00 5.20

m/z 41.10 9.09%

5000
a1 101
15 81 7| =3 69 83
D T T
T I I I T I [ I T | I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.42 Concentration Rank 2

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

6.42 88.34 ng 5949970 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 388 (6.422 min): BF083217.D (-385) (-) m/z 132.10 100.00%
32
5000 68
© w5 || T g Tio g o5 550 60 oko 6By
on.w.”.w.u,u.w.”.“.”,”.w.”.“w”,”.w.”.,h”,”. m/z 68.10 41.07%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 NSNS RS SR R
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.10 35.11%
1 38
44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 67 m/z 66.05 24 .50%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon | BRI L LA N B
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 16.01%

5000

66

126

.| 1 S

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.12 3.57 ng 322696 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 712 (10.125 min): BF083217.D (-704) (-) m/z 57.10 100.00%
57
43
5000
113 9 80 10.00 10.20 10.40
0 CARL RS m/z 43.10 78.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 n DRSS BB
g5 9. 80 10 00 10 20 10.40
29 m/z 71.10 58.83%
0 | L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 1éo 1§o 200 250
Abundance
57
43
71 9 80 10.00 10.20 10.40
5000 85 m/z 85.10 36.97%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #64571: Pentadecane
57 9.80 10.00 10.20 10.40
43 m/z 41.10 34.09%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 980 1000 1020 1040 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknownl0.34 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.34 2.02 ng 182640 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 46
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 46
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 46
4 Heptadecane 240 C17H36 000629-78-7 46
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 43
Abundance Scan 731 (10.342 min): BF083217.D (-728) (-) m/z 57.10 100.00%
57
5000 169
85 rprrrryrTTTprTTT T eI
\ J 13 141 | 10.00 10.20 10.40 10.60
ot bl e M m/z 169.10 50.31%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85
10.00 10.20 10.40 10.60
29 m/z 71.10 46.08%
ol L h || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10.00 10.20 10.40 10.60
5000 m/z 43.10 45_.91%
85
29
0 113 141 183 211 239
m/z--> 50 100 150 200 250 300 350 '
Abundance #18444: Octane, 3,5-dimethyl- I B e
57 10.00 10.20 10.40 10.60
m/z 85.10 25.91%
5000
29 85 113
0 ..WE,L‘.J.ﬂ.U }ﬁa"' PR ALY UL UL UNNUMUNSESR RSN SUNLRE
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Dodecane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.04 2.27 ng 232250 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
2 Eicosane 282 C20H42 000112-95-8 72
3 Heptadecane 240 C17H36 000629-78-7 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 792 (11.039 min): BF083217.D (-788) (-) m/z 57.10 100.00%
57
43
5000

10.80 11.00 11.20 11.40

99 184
125139 157

277

o m/z 43.10 70.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45562: Dodecane, 3-methyl-
57
43 71
5000 85 LA L B L LB L L B B
155 10. 80 11. 00 11. 20 11. 40
29 m/z 71.10 56.30%
99113157 184
Ohrreyrhretherb bbb ki L2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 10.80 11.00 11.20 11.40
5000 m/z 85.10 39.27%
85
29

99
113127141155169183197211225239253 282

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane T T T T
57 10.80 11.00 11.20 11.40
43 | 5 m/z 41.10 36 .88%
85
5000
29 99
113
s [ 1l |1 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.70 8.26 ng 844803 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 78
Abundance Scan 850 (11.702 min): BF083217.D (-848) (-) m/z 43.10 100.00%
48 60 73
5000
o 129
USRI BN BN SRR
115 157 171 185 1 o 213 11.40 11.60 11.80 12.00
143 199 256
ob el 2 m/z 73.05 93.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 UL B BULRE SRR U
129 umumumnm
. 213 m/z 60.05 86.14%
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | Iil-?lsl]:glgl . I‘I |2|2|7|?4|.9| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11,60 11.80 12.00
m/ 57.10 74 .84Y%
5000 129 z 0
29 87 185 228
. 99 115 ' 14357171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid L A
43 60 73 11.40 11.60 11.80 12.00
m/z 41.10 73.70%
29
5000
129 242
01115 143 199
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.33 ng 317532 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 20
Abundance Scan 918 (12.479 min): BF083217.D (-917) (-) m/z 43.10 100.00%
43
73
57
5000 ./LJ\AfL/Lﬁ,/\dAkvLﬂAAf~vwv-”
129
71 185 241 12.20 12.40 12.60 12.80
143157171 203 284 . . . .
I 27 m/z 73.10 76.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 73
57
5000 129 RN BN BN BN U
29 12.20 12.40 12.60 12.80
m/z 60.05 71.81%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
AR AR RN R
43 57 12.20 12.40 12.60 12.80
5000 129 m/z 57.10 68.87%
gr 115 =h 214
101 143157 @ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid B A RRREE R
43 12.20 12.40 12.60 12.80
5 m/z 55.10 66.12%
o W\j&w
129
256
A 1l 143157171185199%13507
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 1520 1£4o 12%0 12%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.65 5.00 ng 477531 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87

Abundance Scan 1020 (13.645 min): BF083217.D (-1017) (-) m/z 57.10 100.00%

43 57

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 86.35%

12

5
o 139153168182196 213227241 260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53621: Cyclotetradecane
41 55

69

%

83

13.'40 13.|60 13.|8O 14.'00
111 m/z 55.10 83.53%

5000

o 125139153168 196
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 8397
N
11 13.40 13.60 13.80 14.00
5000 m/z 83.10 76.41%
- 125
oL1s 139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)- L e B B,
55 13.40 13.60 13.80 14.00
m/z 69.10 64 .12%
4 69 83

5000

LA

5

‘ 139153167182196210224 252 280
AR RaS R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

111
12

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 17-Pentatriacontene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .27 2.27 ng 216639 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 86
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
4 9-Nonadecene 266 C19H38 031035-07-1 62
5 Cyclotetracosane 336 C24H48 000297-03-0 58
Abundance Scan 1075 (14.274 min): BF083217.D (-1073) (-) m/z 57.10 100.00%

a0
~
foe}
@

5000
l 400 14,20 1440 1480
| 139 180207,3,256 201 397 00 14.20 14.40 14,
ol ,e..J.',‘..l.‘.-u.u., TS e S — m/z 43.10 78.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene

%

5000 83 IIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
111 m/z 55.10 55.39%
0 \ M\Nd \\139167196224 267292 321 462 490
— i e e AR
m/z--> 5 150 200 250 300 350 400 450
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 m/z 83.10 54 .88%
111
29 168
139
o AR, e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89757: E-15-Heptadecenal B R

14.00 14.20 14.40 14.60
m/z 69.10 52.47%

5000

id

139 168 196 224 252
R B o
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.55 3.63 ng 201353 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 89
4 Tricosane 324 C23H48 000638-67-5 81
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1187 (15.554 min): BF083217.D (-1185) (-) m/z 57.10 100.00%
g7
5000 85 M“/lva\A,~/\\xu~\~“\J\“
LN AR B DU I
113 141 191 266 15.20 15.40 15.60 15.80
ol b .J\.‘", L T JHO9 TP 228242 ©10 296 %234l | h/z 43.10  68.10%
m/z--> 50 100 150 200 250 300
Abundance #115570: Heneicosane
57
85
5000 L DAL UL B B B
15.20 15.40 15.60 15.80
m/z 71.10 62.06%
29 113
0 \‘ ‘L ‘\ H\ ‘hw |‘ H‘ { 1ﬁ1 | 169 197 225 253 296
m/z--> §0 160 150 200 2%0 360
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 42 .64%
29
. 113 141 169 197 295 254
m/z--> §0 160 150 200 2%0 360
Abundance #91052: Hexadecane, 7,9-dimethyl- R e R B
57 15.20 15.40 15.60 15.80
m/z 55.10 24 _.67%
5000 85
155
Ll 1092 P e o e
m/z--> §0 160 150 200 250 360 ' 1550 1540 1560 1§80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083217.D

Aca On : 23 Nov 2015 21:38

Operator : UM/I1Z

Sample : 64512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1H-Cycloprop[e]azulene, la,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.04 ng 223811 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. l1la.2.3.5... 204 C15H24 021747-46-6 64
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 64
3 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 47
4 Aciphvllene 204 C15H24 087745-31-1 41
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 35
Abundance Scan 1272 (16.525 min): BF083217.D (-1270) (-) m/z 204.15 100.00%
204
109 135
5000{ 41
278 301
167 15 255
227 317 341 16.20 16.40 16.60 16.80
o} m/z 135.10 69.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
107

16.I20 16.I40 16!60 16.I8O
m/z 109.10  65.62%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
204
A BEmma B R
16.20 16.40 16.60 16.80
5000 m/z 121.10 63.44%
95 161
41 123
67
0 177
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... A BEmma B R
161 204 16.20 16.40 16.60 16.80
41 m/z 95.10 61.19%
5000 9 107 135
7
0‘ 'rrv'rrrrv'rrrrv‘rrrrv‘rrrﬂ'rﬂ'n‘rrrﬂ'rn‘n‘rr II|IIII|IIII|IIII|IIII|
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112315\
Data File : BF083217.D

Acq On : 23 Nov 2015 21:38

Operator : UM/1Z

Sample - G4512-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.79 51.0 ng 3437270 1 6.64 1347040 20.0
unknown6 .42 6.42 88.3 ng 5949970 1 6.64 1347040 20.0
Hexadecane 10.12 3.6 ng 322696 3 9.68 1807430 20.0
unknown10.34 10.34 2.0 ng 182640 3 9.68 1807430 20.0
Dodecane, 3-methyl- 11.04 2.3 ng 232250 4 11.15 2044330 20.0
n-Hexadecanoic acid 11.70 8.3 ng 844803 4 11.15 2044330 20.0
Pentadecanoic acid 12.48 3.3 ng 317532 5 13.77 1908990 20.0
Cyclotetradecane 13.65 5.0 ng 477531 5 13.77 1908990 20.0
17-Pentatriacontene 14 .27 2.3 ng 216639 5 13.77 1908990 20.0
Heneicosane 15.55 3.6 ng 201353 6 15.14 1108000 20.0
1H-Cycloprop[e]laz... 16.53 4.0 ng 223811 6 15.14 1108000 20.0
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