LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

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-BF030316.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 5.156 249 251 258 rVB 248692 394790 7.13% 0.810%
2 5.544 282 285 288 rBV 3704492 4931217 89.10% 10-113%
3 6.562 371 374 377 rBV 3406754 5534225 100.00% 11.350%
4 6.710 383 387 389 rBV 3739566 5497402 99.33% 11.274%
5 6.927 404 406 409 rBVY 794866 1075672 19.44% 2.206%
6 7.087 418 420 423 rBV 3201403 3901690 70.50% 8.002%
7 7.499 453 456 458 rBvV 2976778 3338992 60.33% 6.848%
8 8.219 516 519 521 rBV 1656523 1479413 26.73% 3.034%
9 9.305 610 614 616 rBvY 3532866 5348454 96.64% 10.969%
10 9.693 645 648 649 rBvY 1037698 998134 18.04% 2.047%
11 9.910 664 667 669 rBV 134038 131273 2.37% 0.269%
12 9.979 670 673 675 rVvB 1747602 1618921 29.25% 3.320%
13 10.402 707 710 712 rBV2 147726 219777 3.97% 0.451%
14 10.631 727 730 733 rBY 67923 123037 2.22% 0.252%
15 10.768 739 742 745 rBV 3164055 3376221 61.01% 6.924%
16 10.882 749 752 759 rvVB 223960 270337 4._88% 0.554%
17 11.328 789 791 793 rBvV 99205 92565 1.67% 0.190%
18 11.465 800 803 805 rBV 1796405 1656381 29.93% 3.397%
19 11.991 846 849 851 rBVY 512960 487742 8.81% 1.000%
20 12.676 906 909 911 rBvV 115398 122596 2.22% 0.251%
21 12.768 915 917 924 rVVv 124026 240907 4_35% 0.494%
22 12.871 924 926 927 rVV 67830 71743 1.30% 0.147%
23 12.905 927 929 930 rVvv 82260 85812 1.55% 0.176%
24 12.951 930 933 934 rvB2 39539 60729 1.10% 0.125%
25 13.054 939 942 944 rBV 4444835 4410878 79.70% 9.046%
26 13.945 1017 1020 1029 rBV 353544 536024 9.69% 1.099%
27 14.105 1029 1034 1036 rBV 959580 1237317 22.36% 2.538%
28 14.574 1073 1075 1081 rBV 95761 147516 2.67% 0.303%
29 14.882 1099 1102 1106 rBv4 19558 56264 1.02% 0.115%
30 15.214 1128 1131 1132 rBV 48064 59223 1.07% 0.121%
31 15.568 1159 1162 1167 rBV 578612 801159 14.48% 1.643%
32 16.025 1199 1202 1205 rBvY 44501 81299 1.47% 0.167%
33 16.083 1205 1207 1211 rVVv 36788 67294 1.22% 0.138%
34 17.203 1301 1305 1311 rBV5 18303 64483 1.17% 0.132%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.603 1336 1340 1345 rBv4 56368 147776 2.67% 0.303%

36 18.643 1426 1431 1437 rBV3 24656 92546 1.67% 0.190%

Sum of corrected areas: 48759809
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085373.D

4000000 554 6.71
6.56

7.09

3000000 7.50

2000000

1000000 6.93

5.16

O e e e e e e e e T [~ — T T e T T e T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085373.D

13.05
4000000:
9.30

10.77
3000000

2000000
8.22 9.08 11.46

9.69
1000000

11.99

9. 104019 63 k‘ﬁf‘ 113 ]L 12%@%

o e e A e A e A N

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085373.D

4000000:

3000000

2000000

1000000, 1411

15.57
13.95

14.57 1488 15.21 16®88 17.20 17.60 18.64

0 e e e et —————T——

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4

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

5.16 7.34 ng 394790 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (5.156 min): BF085373.D (-249) (-) m/z 43.05 100.00%
43
59
5000
101 AR RS SRARE B
51 83 480 5.00 520 5.40
0 m/z 59.10 57.03%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL AL L I I
59 480 500 520 540
m/z 101.10 20.79%
15 4 101
0 ‘ w N 51 \‘ 83 . ‘
LA SN RN ARARN S LRI NRRRA SRR INUREA NRRA RS LR RARAS SARAS AR RARRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.60%
68
o 50 126 142
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #224: Butane LI B B L B L B B I
43 480 5.00 520 5.40
m/z 41.10 8.70%
5000 29
58
L1 1 ] -
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 2 unknown6.71 Concentration Rank 1

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

6.71 102.21 ng 5497400 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.710 min): BF085373.D (-383) (-) m/z 132.10 100.00%
5000
68
% 640 6.60 680 7.00
40 54 : : : :
Ol .|.|..7E,‘....|,’n.°.6.1.1?..- || m/z 134.10  34.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR SR L LA
6.40 6.60 6.80 7.00
2 51 m/z 68.10 33.32%
0 ‘ Il 1 H 1y jg !
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
S RS RARSE RARRE AR
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 21.04%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.40 6.60 6.80 7.00
m/z 96.10 14 .44%
5000
ol 15 283 52 % 77 90 104y, |
s . We i o o e 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.40 2.72 ng 219777 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Undecane, 3-ethyl- 184 C13H28 017312-58-2 83

Abundance Scan 710 (10.402 min): BF085373.D (-707) (-) m/z 57.10 100.00%

g7
43

71

5000

9113157 149 177 10.00 10.20 10.40 10.60 10.80

0 m/z 43.10 72.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 71
85
5000 LA L L L L L LB LB

10 00 10. 20 10 40 10 60 10. 80
29 99 m/z 71.10 60.12%

s | | MPrimassies1ssio7on 240

) MEL O B A | S Rl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 el M AL L
71 10.00 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 39.69%
29 99
oL 15 113 127 141 155 169 183 212
A B B R AR e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl- P T T T
57 10.00 10.20 10.40 10.60 10.80
13 m/z 41.10 35.77%
71
5000 a5
29 99 141
0 ‘ ‘ Il )l 113 ! 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10 60 10. 80

8270-BF030316.M Mon Mar 14 09:31:32 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.26 ng 270337 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 752 (10.882 min): BF085373.D (-749) (-) m/z 57.10 100.00%
57
43 1
5000
99 T en anten 11000 14100
113157 10.60 10.80 11.00 11.20
Ol 140 155169183 m/z 71.10 70.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91035: Octadecane
43 57
71
5000 85 L B U BN B
10 60 10. 80 11.00 11.20
- 99 m/z 43.10 67 .45%
o | ) 11‘3127141155169183197211225 254
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
57
43 71 RPN SN BN B
85 10.60 10.80 11.00 11.20
5000 m/z 85.10 48 .62%
29 99
oLs 113127141155169183197211 240
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 260
Abundance #64575: Pentadecane R LA A
57 10.60 10.80 11.00 11.20
43 m/z 41.10 30.82%
71
5000 85
29
olrrrad ‘ | L e 155169183 212
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 1éo 200 220 24'10 2('30 10 60 10. 80 11. oo 11'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 5.89 ng 487742 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 849 (11.991 min): BF085373.D (-846) (-) m/z 73.10 100.00%
43 60 P
5000 129
9 115 157 213 LA ORI SRR B B
| 14301171185 199717 007 256 11.60 11.80 12.00 12.20 12.40
O il m/z 43.10 81.81%
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 T T
129 nmnmnmnmnm
. 213 m/z 60.00 81.58%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11!80 12foo 12!20 12!40
5000 29 m/z 55.05 64.93%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid T T T
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 57.10 64.51%
5000 129
29 ; 185 228
9 115 | 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.91 ng 240907 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Methyl 2,6-anhydro-_.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 15
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 11
5 1-Pentadecanol acetate 270 C17H3402 000629-58-3 11
Abundance Scan 917 (12.768 min): BF085373.D (-915) (-) m/z 73.00 100.00%
B35, B
5000 129
P 111 185 240 12.60 12.80 13.00
iy 143 157 171 ~9° 199 297 241 12.40 12.60 12.80 13.00
O m/z 43.10 99.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
60 78
43
5000 129 12.40 12.60 12.80 13.00
8597 115 185 228 m/z 57.10 83.42%
143 157 171
0 T ‘\ ‘ H‘ ‘ |‘h“||‘=‘H|‘||‘M=||| |‘||fl-|5|7|‘|‘|| |“||1|99||2:|L|3|||‘||||||||
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
5 5
1240 12.60 12.80 13.00
5000 m/z 60.00 82.29%
42
87
o 104 127 144158 176
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #159526: Pentafluoropropionic acid, octadecy! ester A e e
43 57 12.40 12.60 12.80 13.00
m/z 41.10 73.91%
5000 69
29
0 Lol M ‘M h 125139 154167181195 224 252
miz-> 20 40 éo 80 100 150 140 160 180 200 220 240 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.95 8.66 ng 536024 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1020 (13.945 min): BF085373.D (-1017) (-) m/z 57.10 100.00%
57 83
5000 111 A
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
139 230 13.60 13.80 14.00 14.20
168 202
Ofrr it} .,..l..,....,..!. B — m/z 83.10 98.48%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 97
69
13.60 13.80 14.00 14.20
125 m/z 97.10 89.13%
miz--> 0 55 100 150 260 2éo 360 3%0 460 4%0 '
Abundance
43
13.60 13.80 14.00 14.20
5000 83 m/z 55.10 87 .15%
111
0 139167196 224 267292 321 462 490
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #106400: 3-Eicosene, (E)- LI L B B B L B
13.60 13.80 14.00 14.20
m/z 43.10 85.69%
5000 \
o 139167 196 224 252 280
miz--> 0 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. oo 14 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 9 Tetrapentacontane, 1,54-dib... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.57 2.38 ng 147516 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 83
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 74
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 64
Abundance Scan 1075 (14.574 min): BF085373.D (-1073) (-) m/z 57.10 100.00%
57
1 LN DA B DU I
l 155 55254 14.20 14.40 14.60 14.80
oLk ....,....,....,....,....,.... R m/z 43.10 76.48%
mz-> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57
5000 LR BN B SR B
14.20 14.40 14.60 14.80
m/z 71.10 65.58%
0 ““ﬂﬂhmﬁ?§;97 253295337 415457499543586 670 755 835
mz-> 0 200 300 400 500 600 700 800
Abundance
57
1420 14.40 14:60 14.80
5000 111 m/z 55.10 57.62%
NEL 153 209 267 320364 421 490 «wAVVAv\fvvwwj\\\J\WAJNV\J\
R A N N A N
mz-> 0 100 200 300 400 500 600 700 800
Abundance #93396: Ethanol, 2—(tetradecy|oxy)— LI L L L L L LB B
7 14.20 14.40 14.60 14.80
m/z 83.05 51.18%
5000
11
oLl ‘umsm I e T
mz-> 0 100 200 300 400 500 600 700 800 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.03 ng 81299 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 1202 (16.025 min): BF085373.D (-1199) (-) m/z 57.10 100.00%

57
5000

15.80 16.00 16.20 16.40

0! m/z 71.05 74_.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LA L L L L L L L
4 15. 80 16. 00 16. 20 16. 40
m/z 43.05 55.46%
113
0 H\ H\ Il \‘ | il 141 169 197212 240
.”,””P.”P”.P”q.”wnnluup.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e R R R RS
85 15.80 16.00 16.20 16.40
5000 m/z 85.10 54.37%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107653: Eicosane e
57 15.80 16.00 16.20 16.40
m/z 55.10 20.17%
5000 4 85

%

26| ‘ | | M8 141 169 197 225 053 282

| s S - .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 unknownl7.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.60 3.69 ng 147776 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allopregnane-3.beta.,7.alpha.-di... 334 C21H3403 000566-20-1 35
2 Ledene oxide-(11) 220 C15H240 1000159-36-7 32
3 Androstan-3-one, 17-hydroxy-1,17... 318 C21H3402 002881-21-2 25
4 9,12-Octadecadienoic acid (Z,2)-... 438 C25H4206 055320-03-1 12
5 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 10
Abundance Scan 1340 (17.603 min): BF085373.D (-1336) (-) m/z 43.10 100.00%

107

5000
213

255 R S R R
231 282 303 329 17.20 17.40 17.60 17.80 18.00

0 m/z 107.10 66 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134793: Allopregnane-3.beta.,7.alpha.-diol-20-one
43
5000
17.20 17.40 17.60 17.80 18.00
m/z 55.05 60.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R B R
2 17.20 17.40 17.60 17.80 18.00
5000 27 m/z 95.10 54.92%
91
6 a7 159177
. 202 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127255: Androstan-3-one, 17-hydroxy-1,17-dimethyl-, (1.al... B B e
4 17. 20 17. 40 17. 60 17. 80 18. 00

m/z 145.10 52 .39%

b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 20 17. 40 17. 60 17. 80 18. 00

5000

245261 285,,.318
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 unknownl8.64 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.64 2.31ng 92546  Perylene-di2 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane, i-chloro- 288 Cl8H37CI 003386-33-2 22
2 Acetic acid, cyano-, (1-methylet... 139 C6H9N30 004974-42-9 14

3 Nonacosane 408 C29H60 000630-03-5 14
4 Pentatriacontane 493 C35H72 000630-07-9 14
5 Pentacosane 352 C25H52 000629-99-2 14
Abundance Scan 1431 (18.643 min): BF085373.D (-1426) (-) m/z 57.10 100.00%
57
85 124
5000
149
175 L L B B
||| || | " 207 - 18.40 18.60 18.80 19.00
(o} | :.. T m/z 43.10 82.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110992: Octadecane, 1-chloro-
57
5000 85 LA B L L L L B
mmmmmmwm
20 m/z 124.10 69.03%
0 \‘ “ \‘ H‘ ‘ m“ ‘\H \\3\161 189 217 245 288
T — e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
71
96 |||||||||||||||||||||||
18.40 18.60 18.80 19.00
5000 m/z 85.10 67.87%
77—
m/z--> 50 100 150 200 250 300 350 400
Abundance #158130: Nonacosane
57 18.40 18.60 18.80 19.00
m/z 71.10 65.27%
85
5000
29 113 141
oL ey 1T 169 197 225 253 281 300 337 365 408
—— T T T e e B
m/z--> 50 100 150 200 250 300 350 400 18. 40 18 60 18. 80 19. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085373.D

Acq On : 11 Mar 2016 15:41

Operator : UM/SJ

Sample - H1731-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.16 7.3 ng 394790 1 6.94 1075670 20.0
unknown6.71 6.71 102.2 ng 5497400 1 6.94 1075670 20.0
Heptadecane 10.40 2.7 ng 219777 3 9.98 1618920 20.0
Octadecane 10.88 3.3 ng 270337 4 11.46 1656380 20.0
n-Hexadecanoic acid 11.99 5.9 ng 487742 4 11.46 1656380 20.0
Tetradecanoic acid 12.77 2.9 ng 240907 4 11.46 1656380 20.0
1-Nonadecene 13.95 8.7 ng 536024 5 14.11 1237320 20.0
Tetrapentacontane... 14.57 2.4 ng 147516 5 14.11 1237320 20.0
Heneicosane 16.03 2.0 ng 81299 6 15.57 801159 20.0
unknownl17 .60 17.60 3.7 ng 147776 6 15.57 801159 20.0
unknownl18.64 18.64 2.3 ng 92546 6 15.57 801159 20.0
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