LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\

Data File : BF084367.D

Aca On : 10 Jan 2016 16:20 Instrument :
Operator : SJ/UM ?:'l\:gﬁ't:Sam ol
3?22Ie ; H1043-18 SBACOMPP
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-BF123115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.144 3 5 9 rvB 60554 89267 1.00% 0.117%
2 5.047 256 259 268 rVB 1340117 2406918 27 .06% 3.147%
3 5.481 294 297 299 rBVY 7574500 8837285 99.34% 11.556%
4 6.510 383 387 389 rBY 7084133 8250828 92.75% 10.789%
5 6.636 395 398 400 rBY 7215666 8895737 100.00% 11.633%
6 6.853 415 417 419 rBVY 2106539 1723737 19.38% 2.254%
7 7.013 428 431 433 rBY 6737528 6081041 68.36% 7.952%
8 7.424 463 467 469 rBV 5221827 5442727 61.18% 7.117%
9 8.144 527 530 532 rBVY 2329748 2283209 25.67% 2.986%
10 9.219 621 624 627 rBY 7440464 7498403 84.29% 9.805%

11 9.619 656 659 660 rBVY 1750173 1761398 19.80% 2.303%
12 9.825 675 677 680 rBvV 174730 243951 2.74% 0.319%
13 9.893 681 683 686 rVB 2519674 2312303 25.99% 3.024%
14 10.328 720 721 723 rVB 468357 400754 4_.51% 0.524%
15 10.545 737 740 744 rBV 135042 263726 2.96% 0.345%

16 10.682 749 752 755 rvv2 3997579 5383430 60.52% 7.040%
17 10.796 759 762 770 rvv2 479529 892405 10.03% 1.167%
18 11.002 778 780 784 rVB3 52443 126052 1.42% 0.165%
19 11.253 800 802 803 rBvV 273651 246015 2.77% 0.322%
20 11.379 811 813 815 rVvV 2628540 2217062 24.92% 2.899%

21 11.436 815 818 822 rvVvB2 46505 101612 1.14% 0.133%
22 12.796 934 937 938 rBV 257131 283778 3.19% 0.371%
23 12.853 938 942 949 rVvB2 192366 320949 3.61% 0.420%
24 12.968 949 0952 955 rBV 6554738 6395956 71.90% 8.364%
25 13.494 996 998 1000 rBV 196085 201050 2.26% 0.263%

26 13.871 1028 1031 1041 rBV 213831 383238 4_.31% 0.501%
27 14.019 1041 1044 1046 rBV 1095984 1467124 16.49% 1.919%
28 15.437 1166 1168 1171 rBV 808717 1246184 14.01% 1.630%
29 16.385 1247 1251 1256 rBV2 49475 104297 1.17% 0.136%
30 16.945 1296 1300 1304 rBV 53475 120718 1.36% 0.158%

31 17.608 1355 1358 1369 rVB 60669 193060 2.17% 0.252%

32 18.408 1423 1428 1434 rBV2 50733 156419 1.76% 0.205%
33 19.346 1506 1510 1517 rVB2 41101 141394 1.59% 0.185%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 76472027
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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:\HPCHEM1I\BNA F\DATA\BF011016\

BF084367.D

10 Jan 2016 16:20

SJ/UM

H1043-18

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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5000000

4000000

3000000

2000000
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P.14

TIC: BF084367.D

5|48 6.56.64
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Time-->
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5.50
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0
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22

10.68

0.89 11.38
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10.33
° J 1059 [ )\ 1100 ¥ aa

L,
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1388 13.49

5

T
Time--> 8.00
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7000000
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14.02

15.44
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 27.93 ng 2406920 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 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 259 (5.047 min): BF084367.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101 480 5.00 520 5.40
O 30t 3 e 8|t ee 10 56, 90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI LIS I
59 480 500 520 5.40
m/z 101.10 16.89%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
480 5.00 520 5.40
5000 m/z 58.00 14.78%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R ...
50 480 500 520 5.40

m/z 41.05 9.01%

5000
41
o W], 53 73 86 |
SN 1 MM SFRN .Y FEENIMEN RN IS E

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.64 Concentration Rank 1

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

6.64 103.22 ng 8895740 1,4-Dichlorobenzene-d4 6.85
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 398 (6.636 min): BF084367.D (-395) (-) m/z 132.00 100.00%
32
5000 68
6 rTTTTTTTT rrTyTTTTTTTT
40 54 g2 | 75 104 6.40 6.60 6.80 7.00
Ot d8 2 U D e |0 ws M w/z 68.10  38.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL L L L
6.40 6.60 6.80 7.00
2 78 m/z 134.00 35.98%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 25.49%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 6.40 6.60 6.80 7.00

m/z 69.10 16.58%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L B B SR,

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 Hexadecane Concentration Rank 15

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

9.82 2.11 ng 243951 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 83
3 Tridecane 184 C13H28 000629-50-5 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Decane 142 C10H22 000124-18-5 64

Abundance Scan 677 (9.825 min): BF084367.D (-675) (-) m/z 57.10 100.00%
43 37
5000 n
85
99 9.60 9.80 10.00 10.20
o 18 w2 m/z 43.10  84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 & L L R BULLN B
g5 9.60 9.80 10. oo 10. 20
29 m/z 71.05 50.20%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
57
43 U LR RN SURIURN SN
71 9.60 9.80 10.00 10.20
5000 85 m/z 41.10 34.92%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #45544: Tridecane TT T T T T T T T[T T T T T T T T [TT
43 97 9.60 9.80 10.00 10.20
m/z 85.10 31.28%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Heptacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.54 2.28 ng 263726 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Eicosane 282 C20H42 000112-95-8 72
5 Hexadecane 226 Cl16H34 000544-76-3 72

Abundance Scan 740 (10.545 min): BF084367.D (-737) (-) m/z 57.05 100.00%
g7
5000
85 Y N Y S
112 10.20 10.40 10.60 10.80
0..34,A.'.'.'|.“,.'...1,5‘."...,.... | | m/z 43.05 50.31%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 U AU
85 10,20 10.40 10.60 10.80
m/z 71.05 50.25%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.10 26.84%
85
29 126 469
ob——r——r
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane e R e B L
57 10.20 10.40 10.60 10.80
m/z 41.10 24 _.59%
5000 85
29
oL | L 4 g3, 141 169 212
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 8.05 ng 892405 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 95
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 42
3 Hexadecane 226 C16H34 000544-76-3 38
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 30
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 30
Abundance Scan 762 (10.796 min): BF084367.D (-759) (-) m/z 91.05 100.00%
57 Ji
43
5000 71
155 185
121 10.40 10.60 10.80 11.00 11.20
108 : : : : :
o 139 | 169 m/z 57.10 91.27%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #46291: Benzenesulfonamide, N,4-dimethyl-
g1
5000 LRI PRI SR SO DU
10.40 10.60 10.80 11.00 11.20
30 65 121 155 185 m/z 43.10 67.80%
m/z--> 25 4b eb éo 160 150 150 160 180 260 250
Abundance
57
1 LN PRI S SO B
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 46.61%
29 85 112
99 154
0 126 140 168 184
m/z--> 25 4b eb éo 160 150 150 160 180 200 250
Abundance #73965: Hexadecane AR e S
43 5 10.40 10.60 10.80 11.00 11.20
m/z 41.10 31.31%
5000 n
85
29
o ‘ L I “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 250 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.22 ng 246015 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 802 (11.253 min): BF084367.D (-800) (-) m/z 57.10 100.00%

g7

5000
4
_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l'
113 192 11.00 11.20 11.40 11.60
141 160
0! m/z 43.10 67.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57
5000 85 L B B B
4 11.00 11.20 11.40 11.60
m/z 71.10 58.47%
0 Zé il ‘ \‘ L 1:\I\-3 n 141 169 198
T T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
11.00 11.20 11.40 11.60
5000 m/z 85.10 42.22%
85
41
ol 26 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57 11.00 11.20 11.40 11.60
m/z 41.05 27 .22%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.80 3.87 ng 283778 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 72
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 53
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35
Abundance Scan 937 (12.796 min): BF084367.D (-934) (-) m/z 56.10 100.00%

56

5000

_E:::::=_
—

12.40 12.60 12.80 13.00 13.20

01 m/z 57.05 58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 TTTT TTTT TTTT TT T T TT
257 12. 40 12 60 12. 80 13. 00 13. 20
29 & 129 239 m/z 43.10 42.32%
213 ‘ 312
oo T |7 1 20 | g 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L o L
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 38.21%
4 239 957
73
129
ol.18 %8113 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester T e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.10 33.02%
5000
29 73
‘ i “‘ LT 113' 7 157 185 213 28927 o5y 31
O e T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.85 4.38 ng 320949 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
3 4-Bromo-2-(methvlamino)tropone 213 C8H8BrNO 1000241-45-0 50
4 Naphthalene-2.6-dicarboxvlic aci... 376 C24H2404 1000189-60-8 47
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 42
Abundance Scan 942 (12.853 min): BF084367.D (-938) (-) m/z 213.10 100.00%
213
5000 M
N “|9 228 1260 1280 1300 1320
41 77 107 135 152165 197 2 2 : :
oS3 P LAY Pt e a0 || 119000 22, 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LA BRI UL SUMIUEN R
1260 12.80 13.00 13,20
119 228 m/z 214.10 17 .09%
o 51 65 77 gﬁ 107 135 152165
s o 4o 8 % 10 13 16 1% 180 3 Do
Abundance k
213
SR SRR SR SURIUBN S
12.60 12.80 13.00 13.20
5000 m/z 228.10 16.36%
167 196
o 51 65 77 98 115 139
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65159: 4-Bromo-2-(methylamino)tropone B T
2 1260 12.80 13.00 13.20
m/z 91.05 11.63%
5000
m/z--> 4 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.74 ng 201050 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 90
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 43
4 Cvclopentanamine 85 C5H11N 001003-03-8 38
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 998 (13.494 min): BF084367.D (-996) (-) m/z 56.05 100.00%
56
5000
3 129
97
3 185 267285 13.20 13.40 13.60 13.80
0 149 211 241 m/z 57.10 58.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 I BN BN UL S
1320 13.40 13.60 13.80
29 129 m/z 43.10 46.26%
85 267 285
0 | ) M H \M\ \h\ b \h 157 L 213 241 | \‘ 311 340
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
1320 13.40 13.60 13.80
5000 m/z 41.05 36.71%
229
73 211
129 284
ol % 101 157 % 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- A mma TR
56 13.20 13.40 13.60 13.80
m/z 55.05 28.98%
5000
28
ol ' ‘ 8 111 140 168 196
m/z--> %beommmmmmmmmnmmm%w&mﬁo 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.22 ng 383238 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1031 (13.871 min): BF084367.D (-1028) (-) m/z 57.10 100.00%
57

5000 4

13.60 13.80 14.00 14.20

139155 181

213

0 m/z 43.05 83.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
83
5000 LA L L L L LN
4 13 60 13. 80 14. OO 14 20
m/z 55.10 74 _.59%
ol 25 168 104210 238
uqu”.”,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 e AEEE R
13.60 13.80 14.00 14.20
5000 A 11 m/z 83.10 57.20%

139

o 167 196 224 253271 589 307323
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #93396: Ethanol, 2-(tetradecyloxy)- R R R
13.60 13.80 14.00 14.20

m/z 69.10 53.70%

4

5000 4

%

168 196 9o7

127 157 258
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 13 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.61 3.10 ng 193060 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1358 (17.608 min): BF084367.D (-1355) (-) m/z 57.10 100.00%

5000

17.20 17.40 17.60 17.80 18.00
m/z 43.10 57.56%

0!

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LA L B L B L B L L L L

17.20 17.40 17.60 17.80 18.00
m/z 71.05 54.33%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
A
17.20 17.40 17.60 17.80 18.00
5000 m/z 85.10 43 .58%
9
o 141 183 225 295 337 378 420
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane B ma s
517 17.20 17.40 17.60 17.80 18.00
m/z 83.10 19.25%
5000

i

99
26| | ||| 141 183 225 267 309 351 393 436

. N — SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084367.D

Aca On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.41 2.51 ng 156419 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 10-MethvlInonadecane 282 C20H42 056862-62-5 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 1428 (18.408 min): BF084367.D (-1423) (-) m/z 57.10 100.00%

g7

134 155 177 197213 249 281 18.00 18.20 18.40 18.60 18.80
m/z 71.10 71.62%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LI L L L LELELL I B
4 85 18. OO 18 20 18. 40 18. 60 18 80
m/z 85.10 53.17%
b 201 260w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
I B e B
85 18.00 18.20 18.40 18.60 18.80
5000 al m/z 43.10 52.21%
154
113
o 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136479: Tetracosane R A RRams A S
57 18.00 18.20 18.40 18.60 18.80
m/z 55.00 21.69%
. i AwVVVWANVVM/A\“NW/qANﬁJVV
4
113
oLl L |t 109 197 225 253 am1 3p9 338
A RaE L B Raaaa B L AR RAAALA EEaEanate s os s e EEman mE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. OO 18 20 18. 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011016\
Data File : BF084367.D

Acq On : 10 Jan 2016 16:20

Operator : SJ/UM

Sample : H1043-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.05 27.9 ng 2406920 1 6.85 1723740 20.0
unknown6 .64 6.64 103.2 ng 8895740 1 6.85 1723740 20.0
Hexadecane 9.82 2.1 ng 243951 3 9.89 2312300 20.0
Heptacosane 10.54 2.3 ng 263726 3 9.89 2312300 20.0
Benzenesulfonamid... 10.80 8.1 ng 892405 4 11.38 2217060 20.0
Tetradecane 11.25 2.2 ng 246015 4 11.38 2217060 20.0
Hexadecanoic acid... 12.80 3.9 ng 283778 5 14.02 1467120 20.0
Phenol, 4,4"-(1-m... 12.85 4.4 ng 320949 5 14.02 1467120 20.0
Octadecanoic acid... 13.49 2.7 ng 201050 5 14.02 1467120 20.0
Pentafluoropropio... 13.87 5.2 ng 383238 5 14.02 1467120 20.0
Tetratetracontane 17.61 3.1 ng 193060 6 15.45 1246180 20.0
Eicosane 18.41 2.5 ng 156419 6 15.45 1246180 20.0
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