LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On : 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 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-BF031816.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 5.019 237 239 252 rVB 264004 477540 12.55% 1.470%
2 5.442 273 276 278 rBV 2794934 3515649 92.40% 10.825%
3 6.470 363 366 369 rBVY 2661366 3113525 81.83% 9.587%
4 6.607 375 378 380 rBV 2464032 3603254 94.71% 11.095%
5 6.836 395 398 400 rBVY 574969 738524 19.41% 2.274%
6 6.985 409 411 414 rBV 2362074 2593028 68.15% 7.984%
7 7.396 444 447 450 rBV 1934581 2231150 58.64% 6.870%
8 8.116 507 510 512 rBV 1232480 1052844 27.67% 3.242%
9 9.191 601 604 607 rBvY 2857311 3804669 100.00% 11.715%
10 9.591 637 639 641 rBY 593763 580430 15.26% 1.787%
11 9.808 655 658 660 rBV 59250 71062 1.87% 0.219%

12 9.865 661 663 666 rvB 1018507 1081738 28.43% 3.331%
13 10.299 699 701 703 rVvB 137715 124422 3.27% 0.383%
14 10.516 718 720 724 rBV 54924 94288 2.48% 0.290%
15 10.665 729 733 735 rBV2 1653936 2418210 63.56% 7.446%

16 10.768 741 742 749 rVB 111000 202385 5.32% 0.623%
17 11.225 780 782 783 rBV 46771 58084 1.53% 0.179%
18 11.351 791 793 795 rBV 1254334 1049128 27.57% 3.230%
19 11.876 838 839 844 rBv2 150526 224772 5.91% 0.692%
20 12.665 905 908 914 rBV 33275 52028 1.37% 0.160%

21 12.939 929 932 934 rBV 2553840 2968858 78.03% 9.142%
22 13.294 953 963 968 rvv4 11170 63934 1.68% 0.197%
23 13.831 1007 1010 1018 rBV2 190302 419303 11.02% 1.291%
24 13.980 1021 1023 1026 rVvVv 755967 749490 19.70% 2.308%
25 14.048 1026 1029 1034 rVB3 32070 128162 3.37% 0.395%

26 14.265 1046 1048 1050 rBV 78989 131637 3.46% 0.405%

27 14.471 1062 1066 1072 rBV7 24499 92599 2.43% 0.285%
28 14.882 1101 1102 1105 rVB 62961 60977 1.60% 0.188%
29 15.397 1144 1147 1150 rBV 516949 636126 16.72% 1.959%
30 15.614 1163 1166 1169 rVB2 29994 44818 1.18% 0.138%
31 16.643 1253 1256 1260 rVB5 20446 40387 1.06% 0.124%
32 17.340 1313 1317 1323 rBVS 15546 53049 1.39% 0.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On : 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 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-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32476070
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF032216\

BF085692.D

23 Mar 2016  7:51

UM/SsJ

H1857-04

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF085692.D

5144 6.47

6.61 6.98

5.02
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O
Time-->
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6.00
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2500000

2000000

1500000

B.12

1000000

500000

TIC: BF085692.D

10.66

11.35
9.86

10.30 11.88

1Q§§ 11.2

12.67

10.77
LA

13.29

J

0
Time-->

12.00 12.50

10.50

11.00 11.50

13.00 13.50
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2500000

2000000

1500000

1000000

500000

0

.0514.2714 47

TIC: BF085692.D

13.98

15.40
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16.64 17.34

Time-->

T
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16.50 17.00
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15.00
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 3

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

5.02 12.93 ng 477540 1,4-Dichlorobenzene-d4 6.84
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 23
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 239 (5.019 min): BF085692.D (-237) (-) m/z 43.10 100.00%
43
59
5000
101 [T
51| 83 | 4.60 4.80 5.00 5.20 5.40
o BEMSY1 5 FEc AS m/z 59.10 58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rrrr T
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.08%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.69%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.99%
5000 101
28 59
‘ ‘ 84
0'”Iﬁﬁl”mm'Nw“'&iW'”W“'WJ”I”“P'“P”'P“W'”W“'W IR USSR LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 unknown6.61 Concentration Rank 1

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

6.61 97.58 ng 3603250 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 378 (6.607 min): BF085692.D (-375) (-) m/z 132.10 100.00%
132
5000
68
‘ % 620 640 6.60 6.80 7.00
40 - - - - -
0 N i + ) qrer | sus ) m/z 134.10  34.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA IR A UL
620 6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 31.05%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 19.64%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl i e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 13.82%
5000 og 0
ol L ‘L!JD.Z‘.\‘”\H. s 189 N | N
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.30 ng 124422 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 701 (10.299 min): BF085692.D (-699) (-) m/z 57.10 100.00%
57
43
5000
110,00 10.20 10.40 10.60
0! m/z 43.10 68.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane
57
43
71
5000 AR AR AR DR
85 10,00 10,20 10,40 1060
29 m/z 71.10 53.45%
0 15 \‘ \“ H ol 9\9 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250
Abundance
57
43 71 RN AR LA AR
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 41 .66%
29 99
113 157
oL 15 141155169183197211 240
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240
Abundance #55008: Tetradecane B A Riams e
57 10.00 10.20 10.40 10.60
43 m/z 41.10 32.32%
71
5000 85
29
ol 15 “ UL %9 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.77 3.86 ng 202385 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 742 (10.768 min): BF085692.D (-741) (-) m/z 57.10 100.00%

g7
5000 85

113 10.40 10.60 10.80 11.00
169 197 332
Obrrprrrefbrlt e b A ey || M7z 43,10 69. 19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane
57
5000 85 IIIIIIIIIIIIIIIII|I
10.40 10.60 10.80 11.00
m/z 71.10 65.60%
29 113
0 \ H 1L \1 (- 141 169 197 225 2§8
”q”up”q”upn.”u.”.uu.”.uu.”.uu.”.uu.uquupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
BB Eaman T
10.40 10.60 10.80 11.00
5000 P m/z 85.10 42 .49%
29 141
0 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane R EE R EnEEa L
57 10.40 10.60 10.80 11.00
m/z 41.10 33.85%
5000 85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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.
11.88 4.28 ng 224772 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 839 (11.876 min): BF085692.D (-838) (-) m/z 73.05 100.00%

5000

—

11.60 11.80 12.00 12.20
m/z 43.10 90.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 3

:

ll.l60 ll.l80 12.IOO 12!20
m/z 60.00 85.63%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R ERa T A REEs
11.60 11.80 12.00 12.20
5000 m/z 57.10 72.90%
27 129 242
97 199
o 58 113 | 144 171 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75072: Tetradecanoic acid T e T
73 11.60 11.80 12.00 12.20
43 m/z 55.10 69 .55%
5000 129
2
o R A S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.19 ng 419303 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 94
Abundance Scan 1010 (13.831 min): BF085692.D (-1007) (-) m/z 57.10 100.00%
57
. _/d,__/k“/\,/\\
' 13'60 13.80 14,00 14.20
o} m/z 83.10 92 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 AN PN DU B
29 13.60 13.80 14.00 14.20
195 m/z 43.10 87.14%
0! H 7 ‘ \H\ \‘\ \‘l L 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
' 13'60 13.80 14,00 14.20
5000 111 m/z 55.05 84 _75%
29
o 139 168 191210 238 5 295
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester T
57 83 13.60 13.80 14.00 14.20
m/z 97.10 84 _.37%
29
139 250
ol \HHH ,h, |68 104 24T 2T 3%0 et L
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 3,4:9,10-Dibenzopyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.05 3.42 ng 128162 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4:9,10-Dibenzopyrene 302 C24H14 000189-55-9 72
2 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 59
3 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 56
4 Benzaldehyde hydrazone,4-methoxy... 302 C15H18N403 052421-35-9 53
5 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 53
Abundance Scan 1029 (14.048 min): BF085692.D (-1026) (-) m/z 302.20 100.00%
302
5000
151 SUGUD AN <A
333 I I I I
56 g1 107124 274 | 13.80 14.00 14.20 14.40
Obrrrrprrrb ettty m/z 303.20 34.08%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118893: 3,4:9,10-Dibenzopyrene
302
5000 LR S SUILLE BRI B
13.80 14.00 14.20 14.40
151 m/z 151.10 22.78%
o 63 99 125 ﬂ 174 198 222 248 274 L
m>m&&m@mmmmmmmmmﬁﬁ'
Abundance
302
13.80 14.00 14.20 14.40
5000 m/z 333.10 14 .30%
151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 Aﬂ/
Abundance #118891: 3,4:8,9-Dibenzopyrene R b R Emas ma
302 13.80 14.00 14.20 14.40
m/z 138.05 9.84%
5000
151
ol 4074 100 124 | 163185202 224 248 274 Il
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 17-Octadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.27 3.51 ng 131637 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 81
2 Octadecanal 268 C18H360 000638-66-4 70
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
4 Pentadecanal- 226 C15H300 002765-11-9 64
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62

Abundance Scan 1048 (14.265 min): BF085692.D (-1046) (-) m/z 57.10 100.00%

7 82

5000

i

14.00 14.20 14.40 14.60
m/z 82.10 87.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98126: 17-Octadecenal

-

5000
14.00 14.20 14.40 14.60

109 m/z 43.10 83.78%
137154170 196 224 252,94

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43 82
T
14.00 14.20 14.40 14.60
5000 m/z 55.10 64.16%
110
250

ol 26 | 59 138 166 194 222 268

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I

Abundance #99459: Oxirane, hexadecy!- T
14.00 14.20 14.40 14.60

m/z 302.20 60.24%

5000

-

166182 208225 250268
R N IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On = 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknownl4.47 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.47 ng 92599 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, 2-hydroxy-, m... 314 C19H3803 002420-35-1 22
2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 20
3 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 18
4 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 18
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 15
Abundance Scan 1066 (14.471 min): BF085692.D (-1062) (-) m/z 57.10 100.00%
57 97
5000{ 41
14,20 14:40 14,60 14.80
of m/z 69.10 95.82%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125014: Octadecanoic acid, 2-hydroxy-, methyl ester
43
5000 L AR B I SR
14.20 14.40 14.60 14.80
255 m/z 97.10 90.78%
o 125145 167183 210 236 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 R DU B B SO
97 14.20 14.40 14.60 14.80
5000 m/z 83.10 86.60%
123
. 2r 141 166 196 222 269
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester B A RRREE R
14.20 14.40 14.60 14.80
m/z 301.15 82.67%
5000
. 139 4gg 196 222 269 33 \
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ' 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085692.D

Acq On : 23 Mar 2016 7:51

Operator : UM/SJ

Sample : H1857-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.02 12.9 ng 477540 1 6.84 738524 20.0
unknown6 .61 6.61 97.6 ng 3603250 1 6.84 738524 20.0
Pentadecane 10.30 2.3 ng 124422 3 9.86 1081740 20.0
Nonadecane 10.77 3.9 ng 202385 4 11.35 1049130 20.0
n-Hexadecanoic acid 11.88 4.3 ng 224772 4 11.35 1049130 20.0
1-Docosene 13.83 11.2 ng 419303 5 13.98 749490 20.0
3,4:9,10-Dibenzop... 14.05 3.4 ng 128162 5 13.98 749490 20.0
17-Octadecenal 14.27 3.5 ng 131637 5 13.98 749490 20.0
unknownl14 .47 14 .47 2.5 ng 92599 5 13.98 749490 20.0

8270-BF031816.M Wed Mar 23 17:12:00 2016 Page: 13



