LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/1Z

Sample - G3497-03

Misc :

ALS Vial : 42 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-BF090115.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 3.530 168 170 172 rBvV 11459 23529 1.03% 0.115%
2 4.342 239 241 243 rBvY 31111 45526 1.99% 0.222%
3 4.410 243 247 258 rVB 735370 1437965 62.82% 7.013%
4  4.822 280 283 288 rVvB 23830 32581 1.42% 0.159%
5 4.913 288 291 293 rBV 1664352 2102998 91.87% 10.257%
6 5.336 326 328 331 rvB 25535 25227 1.10% 0.123%
7 6.033 386 389 391 rBV 1954118 2289015 100.00% 11.164%
8 6.125 395 397 399 rBV 2006069 1874186 81.88% 9.141%
9 6.353 415 417 420 rVB 377805 336827 14.71% 1.643%
10 6.513 429 431 433 rBV 1792571 1560788 68.19% 7.612%
11 6.936 465 468 470 rBV 1319769 1323394 57.81% 6.455%
12 7.085 478 481 484 rBvV 19586 26679 1.17% 0.130%
13 7.645 528 530 534 rBY 522587 496770 21.70% 2.423%
14 8.353 591 592 595 rvB 40438 51456 2.25% 0.251%
15 8.456 599 601 603 rBvV 50773 44369 1.94% 0.216%
16 8.731 622 625 627 rVB 2307027 2147972 93.84% 10.476%
17 8.833 632 634 636 rBV 26351 29172 1.27% 0.142%
18 8.982 645 647 649 rvVB 22345 26752 1.17% 0.130%
19 9.051 652 653 654 rvv 41273 38107 1.66% 0.186%
20 9.085 654 656 658 rvv2 19520 28628 1.25% 0.140%
21 9.131 658 660 662 rvv 316156 278599 12.17% 1.359%
22 9.165 662 663 668 rvB 20863 28666 1.25% 0.140%
23 9.382 680 682 684 rvVB 486361 442344 19.32% 2.157%
24 9.588 698 700 702 rBv2 20178 26559 1.16% 0.130%
25 9.851 722 723 724 rBV 39831 29012 1.27% 0.142%
26 10.091 738 744 746 rBV2 17621 44218 1.93% 0.216%
27 10.171 748 751 753 rBV 1312946 1298086 56.71% 6.331%
28 10.319 760 764 770 rBV 58801 98680 4_.31% 0.481%
29 10.502 775 780 783 rBV3 13855 35101 1.53% 0.171%
30 10.765 801 803 804 rvB 45906 34774 1.52% 0.170%
31 10.845 808 810 814 rBvY 378819 514605 22.48% 2.510%
32 11.039 822 827 829 rBV3 20823 50092 2.19% 0.244%
33 11.119 833 834 838 rvv2 30780 57310 2.50% 0.280%
34 11.188 838 840 842 rVvB 56188 60930 2.66% 0.297%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/1Z

Sample - G3497-03

Misc :

ALS Vial : 42 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.348 852 854 855 rBvV 65787 55276 2.41% 0.270%
36 11.371 855 856 859 rvB 61938 80248 3.51% 0.391%
37 11.428 859 861 862 rBvV 150866 145225 6.34% 0.708%
38 11.588 873 875 878 rvVB 33660 36465 1.59% 0.178%
39 11.645 878 880 885 rBv4 32501 47442 2.07% 0.231%
40 11.897 900 902 904 rBV 32879 34536 1.51% 0.168%
41 11.977 908 909 912 rVB 39861 34516 1.51% 0.168%
42 12.102 919 920 925 rVB3 37227 42901 1.87% 0.209%
43 12.297 935 937 939 rVvB 115235 126676 5.53% 0.618%
44 12.342 939 941 942 rVvV 28962 24946 1.09% 0.122%
45 12.434 946 949 952 rVvV 1585663 1761136 76.94% 8.590%
46 12.502 952 955 958 rvB2 14492 25510 1.11% 0.124%
47 12.594 958 963 965 rvB2 12029 32416 1.42% 0.158%
48 12.697 971 972 974 rVB 26155 24159 1.06% 0.118%
49 12.994 995 998 1000 rBV 99732 110287 4.82% 0.538%
50 13.040 1000 1002 1003 rVB2 23668 31720 1.39% 0.155%

51 13.360 1027 1030 1036 rBV 88306 179263 7.83% 0.874%
52 13.451 1036 1038 1042 rVB 338442 395698 17.29% 1.930%

53 13.680 1055 1058 1063 rVB 27597 29892 1.31% 0.146%
54 13.840 1070 1072 1074 rBV 17046 23897 1.04% 0.117%
55 13.977 1082 1084 1089 rBV 26225 38082 1.66% 0.186%
56 14.274 1106 1110 1112 rVB2 21973 28810 1.26% 0.141%

57 14.765 1151 1153 1155 rBV 229308 253113 11.06% 1.235%

Sum of corrected areas: 20503131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081463.D

2000000 6.8512
6.51
4.91

1500000
6.94

1000000
4.41

00000 o4
S 6.35

3.53 4, 48 534 | 7.08

T PSS~ MU A SE. L s SRS LMY L S NS LR LA LRSS

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081463.D
8|73

2000000

12.43

1500000
10.17

1000000

9.38
9.13
11.43
2.3l
o300 M@H egslo.lm.soua%sw Lsosason i Moo 5% 158 1m0
T I I I | |

A A e e e e R e e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081463.D

500000
10.85 13.45

14.77

2000000

1500000

1000000

500000

T e e R

!
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

4.41 85.38 ng 1437970 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 247 (4.410 min): BF081463.D (-243) (-) m/z 43.10 100.00%
a3
59
5000
101 IR SRR L R L
4.00 4.20 4.40 4.60 4.80
o Bl Sl 8| 77 59,10 60.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 ISR SRR S R L
a1 4.00 4.20 4.40 4.60 4.80
101 m/z 101.10 15.70%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
400 420 440 460 4.80
5000 59 m/z 58.10 14 .90%
o 25 3 37 83 g3 100
L UL SUR BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.91%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁﬁlki""i' "'I""I"'g?l""l' NAABINARS ARSERRARR AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 3 unknown6.12 Concentration Rank 1

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

6.12 111.29 ng 1874190 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 397 (6.125 min): BF081463.D (-395) (-) m/z 132.10 100.00%
5000 o8
75 ° 580 600 620 640
104 : : :
o..,....,...:!'!.‘.‘? !' .6%!~.'.|,..':'.,..5.‘?,....,.'.'..,.1.1?.,...., | N m/z 68.10 51.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR SRR RS AR RN
5.80 6.00 6.20 6.40
3 78 m/z 66.10 34.02%
1 33
0“|“'wt“Wwl“JL'w'”h'“'w'“l“'w'“'w'“l”'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32.52%
33 44 g7 105
51 60 70 78 g 115
o e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one R A Bmmaa s B
68 5.80 6.00 6.20 6.40
m/z 69.05 20.47%
5000
39 96
27
55
O'W'”MP'”LL?a”L'P"I“”?%'W'”'P'”I”'W”'W'”'P' AR SRR RS RS AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.32 3.84 ng 98680 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 764 (10.319 min): BF081463.D (-760) (-) m/z 57.10 100.00%

57

5000

10.00 10.20 10.40 10.60

0 m/z 43.10 79.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L LN |
85 10.00 10.20 10.40 10.60
29 m/z 71.10 48 .44%
0 L4 %91}3127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
10.00 10.20 10.40 10.60
5000 4! m/z 85.10 33.00%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane

43 57 10.00 10.20 10.40 10.60

m/z 41.10 30.65%
71
5000 85
29 99
oL Ly 1}3127141155169183197211225 254

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\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Trifluoroacetic acid, n-hep... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.23 ng 57310 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 86
2 E-2-Hexadecacen-1-ol 240 C16H320 1000131-10-1 86
3 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 72
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 64
5 1-Heptadecanol 256 C17H360 001454-85-9 64
Abundance Scan 834 (11.119 min): BF081463.D (-833) (-) m/z 55.10 100.00%
43
83
5000 69 97

10.80 11.00 11.20 11.40

0 m/z 43.10 89.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
57
69
5000 LA L L L L LN
83 97 10.80 11.00 11.20 11.40
111 m/z 57.10 70.82%
o I MH l L‘ | 125140152 182 210
B B o e LA e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55
B E RN R
10.80 11.00 11.20 11.40
5000 69 83 m/z 41.10 65.92%
97
111 210
0 125 140 154 168 182 197 | 223 240
B B o e A R RREE T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122698: Dichloroacetic acid, tridecyl ester T T T
43 57 10.80 11.00 11.20 11.40
69 83 m/z 56.10 61.13%
5000 o1
29 111
125
154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.37 ng 60930 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 50
3 Octacosane 394 C28H58 000630-02-4 50
4 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 49
5 Decane, 1-iodo- 268 C10H211 002050-77-3 47
Abundance Scan 840 (11.188 min): BF081463.D (-838) (-) m/z 57.10 100.00%
57
5000 85
165
194 LA DI DM B B
J I 113 139 } l 10.80 11.00 11.20 11.40 11.60
S e m/z 43.10 69.45%
m/z--> 50 100 150 200 250 300 350
Abundance #55010: Tetradecane
57
5000 85 AR DI DA B B
- 10.80 11.00 11.20 11.40 11.60
m/z 71.10 50.74%
198
o ,\\, I .‘”- fo M e R
m/z--> 50 100 150 200 250 300 350
Abundance
57
P 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 40.12%
141 157
A 113
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57 10.80 11.00 11.20 11.40 11.60
m/z 165.05 28.79%
5000 85
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Phenanthrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.15 ng 55276 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 854 (11.348 min): BF081463.D (-852) (-) m/z 192.05 100.00%
192
5000
165 00 1100 1140 1160

‘ e || M7z 191.10  61.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #50627: Phenanthrene, 2-methyl-
192
5000 ||||||||||||||||||I|\|||
11.00 11.20 11.40 11.60
165 m/z 189.10  36.92%
oL27 5063 \‘ 115 139152 | 177 |
“.”,”.w.”.“.”,”.w.”.“.”,”.......” R S ERARE N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
P e
11.00 11.20 11.40 11.60
5000 m/z 193.10 18.37%
165

2739 63 82 9% 115 139152 | 177

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

Abundance #50611: Anthracene, 2-methyl-

192 11.00 11.20 11.40 11.60

m/z 190.10 17.43%
5000
96 165
o 63 & | 15 sy ||
,,,,,,,, R e S REREEEE R B o S REmma

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.37 3.12 ng 80248 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1l-methyl- 192 C15H12 000610-48-0 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
Abundance Scan 856 (11.371 min): BF081463.D (-855) (-) m/z 192.05 100.00%
192
5000
165 T T
115 ;55139 152 11.00 11.20 11.40 11.60
of m/z 191.10 60.74%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50618: Anthracene, 1-methyl-
192
5000 T ----’ﬁ}--u--“-u-

11,00 11.20 11.40 11.60
m/z 189.10 32.91%
|

165
ol 27 39 51 63 74 86 9 115126 139 152 |~ 178 ||
R e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11,00 11.20 11.40 11.60
5000 m/z 165.10 22.72%

165
27 39 50 63 74 86 96 115126 139 152 176

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50608: Anthracene, 9-methyl-

192 11.00 11.20 11.40 11.60

m/z 190.10 16.73%
5000
9% 165
oL 27 39 51 63 8 | 115126 139 152 | /"176 |
L I L BRI A A e e R e o

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.43 5.64 ng 145225 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 861 (11.428 min): BF081463.D (-859) (-) m/z 43.10 100.00%
5000
129
aa 167171185 0 23 " 11%0 1140 1160 11180
0 m/z 60.10 95.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 LB UL IR UL B
11.20 11.40 11.60 11.80
m/z 73.00 89.77%
. L ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 1&0 1éo 180 200 220 240 260
Abundance
43 60 73
- 11120 1140 11.60 11.80
5000 m/z 57.05 84.87%
129 242
i 101 115 143 157171 185 199 213226
O L B AR I
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #75071: Tetradecanoic acid N R S S
60 73 11.20 11.40 11.60 11.80
43 m/z 41.10 75.42%
5000 129
- 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.30 6.40 ng 126676 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 81
3 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 937 (12.297 min): BF081463.D (-935) (-) m/z 56.05 100.00%
56
5000
4
129 239 257 AU
213 12.00 12.20 12.40 12.60
||l| 157 185
o,nuqh.“.m" m/z 57.10 59.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 USRI LA BN AR
41 12,00 12.20 12.40 12.60
1 257 m/z 43.10 38.02%
RE h H\ e | 187 185 213 2?9 | 283 312
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 41 m/z 55.10 35.40%
73
o2 971121 157 185 213 239257 5 app
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7639: Cyclohexanol, 4-amino-, trans- LI L I L L I
56 12,00 12.20 12.40 12.60

m/z 41.10 35.31%

- A_/\VA—AM
L 81 o7 115

" 4 .
LN L L B B L B R R B L R L R R LN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Butyl myristate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.99 5.57ng 110287  Chrysene-d12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Butyl myristate 284 C18H3602 000110-36-1 93

2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
3 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 998 (12.994 min): BF081463.D (-995) (-) m/z 56.10 100.00%
56
5000
B9, 129
3 165 185 209 230 267285 12.60 12.80 13.00 13.20 13.40
o} m/z 57.10 58.13%
m/z--> 50 100 150 200 250 300
Abundance #108840: n-Butyl myristate
56
5000 LA L L L L L L L
29 229 1260 12.80 13.00 13.20 13.40
“ 129 211 m/z 43.10 44 _12%
98 185 ‘ ‘
ol MLy e |67, 0y 255 284
m/z--> 50 100 150 200 250 300
Abundance
56
T e T
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.10 33.35%
29 73
129 285
267
o 97 157 185 513 241 311 340
L o e e B A B B e
m/z--> 50 100 150 200 250 300
Abundance #53651: 2-Methyl-n-1-tridecene B o e m E AL
56 12.60 12.80 13.00 13.20 13.40
m/z 55.05 32.16%
5000
29
83
o w [ )} (111 140 168 196
o o e o S e S Bt e Bt R e
m/z--> 50 100 150 200 250 300 1260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 13 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.36 9.06 ng 179263 Chrysene-di2 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 81
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 74
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 72
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 72
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 64
Abundance Scan 1030 (13.360 min): BF081463.D (-1027) (-) m/z 57.10 100.00%
57
5000 4] 83
111 USSR BN SR
| 149 13.00 13.20 13.40 13.60
Obrrr e m/z 43.10 84 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 NSNS BN BUULRE
29 13.00 13.20 13.40 13.60
15 m/z 55.10 66 .43%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 13.00 13.20 13.40 13.60
5000 m/z 41.05 44 .34%
29 111
ol 139154 182 209 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159526: Pentafluoropropionic acid, octadecy! ester L BB e
43 13.00 13.20 13.40 13.60
m/z 83.10 44 .23%
5000 69
97
0 ZW L 125 154 181196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/I1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 14 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.27 2.28 ng 28810 Perylene-di12 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Heptacosane 380 C27H56 000593-49-7 78
3 Tetracosane 338 C24H50 000646-31-1 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1110 (14.274 min): BF081463.D (-1106) (-) m/z 57.10 100.00%
57
5000 85
125 276 | 14.00 14.20 14.40 1460
ot e m/z 43.10 67.68%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 AR SO SURIL BUMIL I
85 14.00 14.20 14.40 14.60
29 m/z 71.10 60.35%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 41 .52%
85
0 29 113 141 169 197 225 253 281 323 351 380
NI N UL SRR LY UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane \—v—v—r
57 14.00 14.20 14.40 14.60
m/z 55.10 29.60%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 1450 1450 1420 14%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081463.D

Acq On : 5 Sep 2015 14:17

Operator : UM/1Z

Sample - G3497-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Propane, 2-methyl. .. 4.41 85.4 ng 1437970 1 6.35 336827 20.0
unknown6.12 6.12 111.3 ng 1874190 1 6.35 336827 20.0
Eicosane 10.32 3.8 ng 98680 4 10.85 514605 20.0
Trifluoroacetic a... 11.12 2.2 ng 57310 4 10.85 514605 20.0
Tetradecane 11.19 2.4 ng 60930 4 10.85 514605 20.0
Phenanthrene, 2-m... 11.35 2.1 ng 55276 4 10.85 514605 20.0
Anthracene, 1-met... 11.37 3.1 ng 80248 4 10.85 514605 20.0
n-Hexadecanoic acid 11.43 5.6 ng 145225 4 10.85 514605 20.0
Hexadecanoic acid... 12.30 6.4 ng 126676 5 13.45 395698 20.0
n-Butyl myristate 12.99 5.6 ng 110287 5 13.45 395698 20.0
1-Docosene 13.36 9.1 ng 179263 5 13.45 395698 20.0
Octacosane 14.27 2.3 ng 28810 6 14.77 253113 20.0
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