LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 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-BF122415.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 4.978 251 253 263 rBB 240739 346345 18.57% 2.336%
2 5.424 289 292 294 rBVY 1188137 1603188 85.97% 10.815%
3 6.453 380 382 385 rBVY 1333077 1445155 77.49% 9.749%
4 6.579 390 393 395 rBVY 1328102 1728492 92.69% 11.661%
5 6.796 410 412 415 rBV 401721 330831 17.74% 2.232%
6 6.956 424 426 428 rBV 1561751 1401587 75.16% 9.455%
7 7.367 459 462 464 rBV 1081010 1129595 60.57% 7.620%
8 8.087 522 525 527 rBV 304159 397460 21.31% 2.681%
9 9.162 616 619 621 rBVY 2043459 1864888 100.00% 12.581%
10 9.550 651 653 656 rBV 265352 279461 14.99% 1.885%
11 9.836 675 678 680 rBV 460593 421882 22.62% 2.846%
12 10.270 708 716 718 rBV 41611 51623 2.77% 0.348%
13 10.488 733 735 739 rBV2 12553 23170 1.24% 0.156%
14 10.625 744 747 749 rBV 914387 871869 46.75% 5.882%
15 10.739 756 757 761 rBV 34452 49156 2.64% 0.332%
16 11.185 795 796 798 rBV2 17546 24189 1.30% 0.163%
17 11.322 806 808 810 rBV 272327 354818 19.03% 2.394%
18 12.728 929 931 933 rBV 103081 92045 4 .94% 0.621%
19 12.796 933 937 939 rBV2 23504 42548 2.28% 0.287%
20 12.899 943 946 948 rBVY 1376338 1209852 64.88% 8.162%
21 13.425 990 992 994 rBV 65921 69045 3.70% 0.466%
22 13.471 994 996 1001 rVvv2 15083 39558 2.12% 0.267%
23 13.676 1011 1014 1016 rBV 9589 21007 1.13% 0.142%

24 13.802 1022 1025 1028 rBV2 94881 147532 7.91% 0.995%
25 13.951 1036 1038 1041 rBV 311479 354560 19.01% 2.392%

26 14.122 1050 1053 1055 rBV 41896 48007 2.57% 0.324%

27 14.419 1077 1079 1082 rBV 53404 67703 3.63% 0.457%

28 14.717 1103 1105 1108 rBV 38929 57630 3.09% 0.389%

29 15.379 1161 1163 1166 rBV 223825 294657 15.80% 1.988%

30 16.248 1237 1239 1241 rBV3 13321 24104 1.29% 0.163%

31 16.797 1285 1287 1293 rBV5 13438 31361 1.68% 0.212%
Sum of corrected areas: 14823318
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On - 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084146.D
2000000

6.96

1500000
6.46.58

5.42
7.37

1000000

500000 6.80
4.98

R . B S B R R L

I
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: BF084146.D
2000000 916

1500000 12.90

1000000 10.62

500000 9.84
8.09 9.55 11.32

1273
A 10271049110.74 111 ;&54 133nse

o>t el e e,

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF084146.D
2000000

1500000

1000000

500000

13.95 15.38

3.80|| 1412 14.42 14.72 16.25 16.80

s aass Sl et

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\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.98 20.94 ng 346345 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.978 min): BF084146.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 460 4.80 5.00 5.20 5.40
1 1 s A — m/z 59.10 72.16%
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 AL U S
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 30.10%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
460 480 500 520 5.40
5000 18 m/z 58.10 16.30%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester i s )
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.94%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.58 Concentration Rank 1

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

6.58 104.49 ng 1728490 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 393 (6.579 min): BF084146.D (-390) (-) m/z 132.00 100.00%
32
5000
68
0 sell T s T e i ou0 60 0B 70
Obrrprrrr e i bl s 87 L sl Tm/z 134.00  33.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR S L R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 29 .58%
38
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
ARSI RN LR AR
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 19.37%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .80%
5000
)15 28 39 52 O 77 90 104 4 |
iz 1 30 4o B 6 T 85 6 100 130 130 1% 150 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.27 2.45 ng 51623 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eilcosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 716 (10.270 min): BF084146.D (-708) (-) m/z 57.10 100.00%
57
43 71
5000 85
9911317 10.00 10.20 10.40 10.60
(O A RAman pans s el m/z 43.10 73.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57
5000

10.00 10.20 10.40 10.60
m/z 71.10 72.44%

99

113127141155169183197

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57
43
71 10.00 10.20 10.40 10.60
5000 o m/z 85.10 45_.19%
5

29
99
113127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane

57 10.00 10.20 10.40 10.60

43 m/z 41.10 40.31%
71
5000 85
29 99
0 ‘ ‘ H\ \‘ i \‘ 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.77 ng 49156 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 757 (10.739 min): BF084146.D (-756) (-) m/z 57.10 100.00%
g7
43 71
5000 85
99 113,57 10,40 10.60 10.80 11.00
(o} m/z 43.10 68.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 AUV UL AR B
85 10.40 10.60 10.80 11.00
29 m/z 71.10 67 .56%
‘ 99
0 \

N 1}31?7141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57

43 M e
71 10.40 10.60 10.80 11.00

5000 a5 m/z 85.10 48 .64%

29 99
113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane

57 10.40 10.60 10.80 11.00

43 m/z 41.05 36.16%
71
5000 85
29
99
015 ‘\ LLoa 4 113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Hexadecanoic acid, 2-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.73 5.19 ng 92045 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-methvlpropy... 312 C20H4002 000110-34-9 53
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 49
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 25
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 25

Abundance Scan 931 (12.728 min): BF084146.D (-929) (-) m/z 56.10 100.00%

56
5000 257

73

12.40 12.60 12.80 13.00

01 m/z 57.10 58.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester
57
5000 LA L L L L L LN |
4 239 957 12.40 12.60 12.80 13.00
m/z 41.10 45 _.24%
s B s 2 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R R B e o A
12.40 12.60 12.80 13.00
5000 m/z 43.10 43.42%
29 73
129
971137 157 185 213 2392%7 o5 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid B e
12.40 12.60 12.80 13.00

m/z 257.30 42 _.97%

5000

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 3-Chloropropionic acid, hep... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.40 ng 42548 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 81
2 1-Pentadecanol 228 C15H320 000629-76-5 74
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 72
4 Chloroacetic acid. tridecvl ester 276 C15H29CI02 018277-85-5 64
5 1-Octadecene 252 C18H36 000112-88-9 64
Abundance Scan 937 (12.796 min): BF084146.D (-933) (-) 43.10 100.00%

43
5000

12. 40 12 60 12. 80 13. 00 13. 20
o MR m/z 69.10 62.52%

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
43 57

5000

12.40 12.60 12.80 13.00 13.20
29 m/z 57.10 57.08%

125
0 ‘M 1 139 154167 182196210 225238251
et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55 69 83
97

12. 40 12 60 12. 80 13. 00 13. 20

5000 11 m/z 83.10 53.92%
27 125
0 139154167182 210
L o e A B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’\AVV/‘\
Abundance #124061: Acetic acid, octadecy! ester B R
43 12. 40 12 60 12. 80 13. 00 13. 20

m/z 55.05 50.33%

5000 7 g3 g7
29 0 11,
15 | | ‘ 139153 224 252

Obrr i B B e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.43 3.89 ng 69045 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 n-Butvl mvristate 284 C18H3602 000110-36-1 56
3 7-Methvl-octadecan-7-ol 284 C19H400 1000194-50-8 38
4 Octadecanoic acid 284 C18H3602 000057-11-4 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35

Abundance Scan 992 (13.425 min): BF084146.D (-990) (-) m/z 56.10 100.00%
56
5000 2
& 129
3 o7 155 185, 241 267 285 13.20 13.40 13.60 13.80
0 ! m/z 57.10 67.72%
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 LREULI BRI SUMLILS SUMLLN SULS
1320 13.40 13.60 13.80
29 129 m/z 43.10 52.18%
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 41.10 46 .59%
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 #108960: 7-Methyl-octadecan-7-ol R maa T e
57 129 13.20 13.40 13.60 13.80
A m/z 55.10 44 . 19%
5000 “Aﬁ’/Ad\»w~JJ\ﬂ\u~«’¢_j\Nf
o.“ww”.L”” 153 181 | 219238 269 st
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Heptadecane Concentration Rank 13

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

13.47 2.23 ng 39558 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Octacosane 394 C28H58 000630-02-4 53
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 53
4 Dodecane 170 C12H26 000112-40-3 50

5 2-Bromo dodecane

248 C12H25Br

013187-99-0 50

Abundance Scan 996 (13.471 min): BF084146.D (-994) (-) m/z 57.10 100.00%
57
L
l | | |11|3 141 175 13.20 13.40 13.60 13.80
o—4 ek m/z 71.05 63.77%
miz--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57
5000 LA L L L L LN
85 13.20 13.40 13.60 13.80
29 m/z 43.10 61.95%
0 \‘ \‘ ‘\ “\ Ii \\‘ 1%‘\-3 i 14\.1 169 196 24\.0
e e SRR
miz--> 50 100 150 200 250 300 350
Abundance
57
B = = SIS
13.20 13.40 13.60 13.80
5000 85 m/z 85.10 47.26%
29 13 941
0 169 197 225 253 281 309 337 365 394
R T o ot B A S
miz--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl- R e B
57 13.20 13.40 13.60 13.80
m/z 99.10 22 .61%
5000
85
29 113
oLl L 7T 14 188 911 03
e
miz--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 8.32 ng 147532 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
5 Trihexadecyl borate 735 C48H99B03 002665-11-4 74
Abundance Scan 1025 (13.802 min): BF084146.D (-1022) (-) m/z 57.10 100.00%
57
83
5000
31 w261 1340 13160 1380 14100 1420
Ot m/z 43.10 69.17%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LR SRR DU BN B
Bmmmnmmmmm
29 125 m/z 83.10 67.82%
ob ik “ “H \‘H m\u u‘u “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
57
83 LIS BRI SRS BRI B
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 66.49%
29
139 167196224 271 47 EQMAﬁ\yﬁAfw_ﬂ\;/WWAJ«rV“”
Ot Bl g s 4y ey
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester A RREEE RS E ST
43 13.40 13.60 13.80 14.00 14.20
m/z 97.10 66.35%
| wiww
5000
97
0 \ | F??154183 224252
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 13. 40 13. 60 13. 80 14. 00 14. 20

8270-BF122415.M Tue Dec 29 10:41:41 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.71 ng 48007 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1053 (14.122 min): BF084146.D (-1050) (-) m/z 57.10 100.00%
57
5000
249,10, 13.80 14.00 14.20 14.40
O m/z 71.10 88.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57
5000 UL A SO BRI UL
13.80 14.00 14 20 14.40
m/z 85.10 66.41%
99
0 2§“ |1],141 183225 281 337 394
IR AR R B BN B RN BN BN BN B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 43.10 62 .52%
99
ol 15 141 183 225 267 311 367 410
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 500 5%0 660
Abundance #172957: Tetratetracontane e o o
57 Bmmmmmmm

m/z 55.10 32.62%

b

26 ‘ | ; 141 183 205 267 309 351 393 435 491 535 574 617

S RS S SR e L S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14.20 14.40

8270-BF122415.M Tue Dec 29 10:41:42 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl4.42 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.42 3.82 ng 67703 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 46
2 Tetratriacontane 479 C34H70 014167-59-0 46
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 41
4 Eicosane 282 C20H42 000112-95-8 41
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 41
Abundance Scan 1079 (14.419 min): BF084146.D (-1077) (-) m/z 57.10 100.00%
57
5000
397
156 185 215239 283 353 14.00 14.20 14.40 14.60 14.80
0 Ut b e m/z 71.10 69.76%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85 R SRR BB B B
14.00 14.20 14.40 14.60 14.80
m/z 85.10 57.40%
29‘ ‘ | M8 141 160
ol LA Ly TP 197 225 253 281 309 337 360
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 14.40 14.60 14.80
5000 85 m/z 43.10 56.82%
29 113
. 141 169 197 225 253 281 311337 367 410435 /r\JKAvvﬁlkfvﬁ\,/x»pruﬂ\pr
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115572: Eicosane, 2-methyl- e
57 14.00 14.20 14.40 14.60 14.80
m/z 129.05 42.62%
5000 85
29 253
2 DLl R 10107 25 T
m/z--> 0 50 100 150 2(')0 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF122415.M Tue Dec 29 10:41:43 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Nonadecane, l1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.72 3.91 ng 57630 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 68
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 53
3 Tetratriacontane 479 C34H70 014167-59-0 52
4 Nonadecane 268 C19H40 000629-92-5 49
5 Hexacosane 366 C26H54 000630-01-3 47

Abundance Scan 1105 (14.717 min): BF084146.D (-1103) (-) m/z 57.10 100.00%

5000
156178201223245 283 14.40 14.60 14.80 15.00
0f m/z 71.10 67.90%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #118727: Nonadecane, 1-chloro-
57
5000 LA L L L L L L LB LN |
14.40 14.60 14.80 15.00
29 m/z 43.10 55.54%
oL 11l \‘ \ L&H%% 161 203 231250 397
L T T
m/z--> 0 50 150 200 250 300 350 400
Abundance
57
AR REREEEEE ST
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 51.56%
29 113 155 oo
ol e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane R EEmm R S
57 14.40 14.60 14.80 15.00
m/z 41.10 27.23%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
L B e A o L e I LR B AN B
m/z--> 0 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. 00

8270-BF122415.M Tue Dec 29 10:41:44 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084146.D

Aca On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample : G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl16.80 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.80 2.13 ng 31361 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 35
2 5-Chloro-2-nitrobenzotrifluoride 225 C7H3CIF3NO2 000118-83-2 11
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 10
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 10
5 Heneicosane 296 C21H44 000629-94-7 10
Abundance Scan 1287 (16.797 min): BF084146.D (-1285) (-) m/z 57.10 100.00%
57
43 85
5000
245 282 301 e
16.40 16.60 16.80 17.00 17.20
0 m/z 85.10 69 .85%

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

Abundance #107651: Eicosane
57
43
5000 LA L L L L L L LB
85 16 40 16 60 16. 80 17. 00 17. 20
m/z 71.10 63.82%
99
o h | . o, 127 155169 197211 239 282
P.”,””,”.w.”q.”.P”.P.”,””,”.q.”..”...”..“,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
30 179
R RN AEEREE R
16.40 16.60 16.80 17.00 17.20
5000 75 144 195 225 m/z 43.10 63.17%
125
50 93 109 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91039: Heptadecane, 2-methyl- A B
57 16.40 16.60 16.80 17.00 17.20
43 m/z 55.10 43.00%
5000 85
i 127 e 211
0 27 ‘\ ‘\ - ‘ ‘ | 173 169 197 | 239254
e e e P e e e e e e R RN AEEREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 40 16 60 16. 80 17. 00 17. 20

8270-BF122415.M Tue Dec 29 10:41:45 2015 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084146.D

Acq On : 25 Dec 2015 23:31

Operator : UM/SJ

Sample - G4920-06

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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._.98 20.9 ng 346345 1 6.80 330831 20.0
unknown6 .58 6.58 104.5 ng 1728490 1 6.80 330831 20.0
Nonadecane 10.27 2.5 ng 51623 3 9.84 421882 20.0
Eicosane 10.74 2.8 ng 49156 4 11.32 354818 20.0
Hexadecanoic acid... 12.73 5.2 ng 92045 5 13.95 354560 20.0
3-Chloropropionic... 12.80 2.4 ng 42548 5 13.95 354560 20.0
Octadecanoic acid... 13.43 3.9 ng 69045 5 13.95 354560 20.0
Heptadecane 13.47 2.2 ng 39558 5 13.95 354560 20.0
17-Pentatriacontene 13.80 8.3 ng 147532 5 13.95 354560 20.0
Octacosane 14.12 2.7 ng 48007 5 13.95 354560 20.0
unknownl14 .42 14.42 3.8 ng 67703 5 13.95 354560 20.0
Nonadecane, 1-chl... 14.72 3.9 ng 57630 6 15.38 294657 20.0
unknown16 .80 16.80 2.1 ng 31361 6 15.38 294657 20.0
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