Data Path :

Data File : BF090062.
Acq On : 12 Sep 20
Operator : UM/SJ
Sample : H4716-02
Misc :

ALS Vial :

D
16 14:38

LSC Area Percent Report

8 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE
Smoothing : ON
Sampling 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title
Signal > TIC

peak R.T. first max

# min scan scan
1 1.713 9 11
2 5.096 304 307
3 5.141 310 311
4 6.239 403 407
5 6.342 414 416
6 6.536 418 433
7 6.570 435 436
8 6.707 441 448
9 6.764 452 453

10 6.993 471 473

11 7.096 476 482
12 7.142 484 486
13 7.359 497 505
14 7.530 507 520
15 7.862 529 549

16 8.193 576 578
17 8.479 601 603
18 8.868 631 637
19 8.948 641 644
20 8.982 645 647

21 9.039 650 652
22 9.073 654 655
23 9.119 657 659
24 9.210 663 667
25 9.233 668 669

26 9.348 677 679
27 9.450 686 688
28 9.576 696 699
29 9.599 700 701
30 9.633 703 704

31 9.725 710 712
32 9.748 713 714
33 9.976 721 734
34 10.068 741 742

8270-BF083116.M Tue Sep

680 rBvY
690 rBv
700 rBV2
703 rvv2
708 rvB2

713 rBY
719 rvVB2
736 rBvV2
746 rVB3

13 04:37:

peak
height
5262636
1645582

893150

250090
1778747

1483887
1055017
9452307

628907
1283330

352710
1810412
716141
2551092
3984654

258870
1911714
1520408
4352767

829468

2558586
915901
1051219
763291
2011869

789754
924748
864593
2499637
855149

742506
1468984
6416082

403023

02 2016

Z:\HPCHEMI\BNA_F\DATA\BF091216\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
12359256
2328347
981540
743248
2255971

6890745
954251
32934135
698865
1385828

807994
2463102
2330696

13808187
19447357

565000
1645878
3100908
4991892
1225879

2586265
1200809
1055052
1150168
2031010

722965
1215392
1767277
3089009
1515255

650974
1890733
28551694
804066

= Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
26.77%
5.04%
2.13%
1.61%
4_.89%

14 .93%
2.07%
71.33%
1.51%
3.00%

1.75%
5.34%
5.05%
29.91%
42_.12%

1.22%
3.56%
6.72%
10.81%
2.66%

5.60%
2.60%
2.29%
2.49%
4._.40%

1.57%
2.63%
3.83%
6.69%
3.28%

1.41%
4._.10%
61.84%
1.74%

0.234%
0.177%
0.539%

1.646%
0.228%
7.865%
0.167%
0.331%

0.193%
0.588%
0.557%
3.297%
4.644%

0.135%
0.393%
0.741%
1.192%
0.293%

0.618%
0.287%
0.252%
0.275%
0.485%

0.173%
0.290%
0.422%
0.738%
0.362%

0.155%
0.452%
6.818%
0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.251 756 758 760 rVB 1096518 1031529 2.23% 0.246%

36 10.388 768 770 773 rBV 1584265 1696246 3.67% 0.405%
37 10.445 773 775 777 rVB 1631872 2246730 4._.87% 0.537%
38 10.536 777 783 788 rBV 473546 1266216 2.74% 0.302%
39 10.651 790 793 794 rBV 6324686 9507670 20.59% 2.270%
40 10.685 794 796 797 rVB 5812145 6717387 14.55% 1.604%

41 10.811 802 807 812 rvv2 2766210 6220777 13.47% 1.486%
42 10.902 812 815 817 rvV 4839382 5142939 11.14% 1.228%
43 10.948 817 819 828 rvv 752348 2241663 4._86% 0.535%
44 11.073 828 830 833 rvv 1170396 1835203 3.98% 0.438%
45 11.336 850 853 855 rBvV 436173 644334 1.40% 0.154%

46 11.656 877 881 883 rBV 1979017 3402921 7.37% 0.813%
47 11.942 899 9006 908 rBV 4818214 12859592 27.85% 3.071%
48 12.102 917 920 922 rBV 1874623 2626200 5.69% 0.627%
49 12.148 922 924 926 rVB 1583757 1741617 3.77% 0.416%
50 12.194 926 928 930 rBV 690320 943448 2.04% 0.225%

51 12.262 930 934 936 rvv2 1339741 2106123 4._.56% 0.503%
52 12.354 940 942 944 rVvV 3352430 3341801 7.24% 0.798%
53 12.411 944 947 948 rVV2 1034614 1906590 4._.13% 0.455%
54 12.445 948 950 952 rvv2 1659797 3671041 7.95% 0.877%
55 12.525 955 957 958 rvv 1173541 1632164 3.54% 0.390%

56 12.582 960 962 963 rvv 790793 1013500 2.20% 0.242%
57 12.639 963 967 971 rVV3 8869135 22124125 47.92% 5.283%
58 12.731 971 975 977 rVV3 4520073 11433887 24.77% 2.730%
59 12.765 977 978 979 rvV 487391 504649 1.09% 0.121%
60 12.799 979 981 983 rVvV 1458771 2247152 4.87% 0.537%

61 12.834 983 984 985 rVvV 1374283 1016013 2.20% 0.243%
62 12.879 986 988 991 rvv2 1193260 1952818 4.23% 0.466%
63 13.017 995 1000 1002 rBV 9591038 19206173 41.60% 4 _.586%
64 13.097 1004 1007 1009 rVV 3330923 3932845 8.52% 0.939%
65 13.142 1009 1011 1013 rVV 1518307 2900436 6.28% 0.693%

66 13.177 1013 1014 1016 rVV 1387453 1188059 2.57% 0.284%
67 13.222 1016 1018 1020 rVvV 986365 1311607 2.84% 0.313%
68 13.268 1020 1022 1025 rVV 3145578 3458917 7.49% 0.826%
69 13.359 1026 1030 1033 rVV 8472513 17692897 38.32% 4.225%
70 13.439 1033 1037 1040 rVB 4766747 8558980 18.54% 2.044%

71 13.588 1047 1050 1053 rVB 3535358 5631574 12.20% 1.345%

8270-BF083116.M Tue Sep 13 04:37:02 2016 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 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
Title

= Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.702 1056 1060 1062 rBV 9045931 14474125 31.35% 3.456%
73 13.999 1084 1086 1089 rBV 405304 534718 1.16% 0.128%
74 14.079 1092 1093 1097 rBV 361631 698131 1.51% 0.167%
75 14.205 1102 1104 1106 rVV 3468517 3675818 7.96% 0.878%

76 14.708 1145 1148 1150 rBV3 245527 497333 1.08% 0.119%
77 14.800 1153 1156 1159 rBV2 4928940 7907512 17.13% 1.888%
78 15.028 1174 1176 1179 rVV 1159702 1590623 3.45% 0.380%
79 16.183 1275 1277 1287 rVB2 126664 477854 1.04% 0.114%
80 16.423 1295 1298 1309 rVB 216969 726492 1.57% 0.173%

81 17.394 1366 1383 1393 rBV 6695569 46168281 100.00% 11.025%
82 17.577 1394 1399 1410 rVB2 597361 3513375 7.61% 0.839%

83 18.023 1435 1438 1450 rVB 163770 621619 1.35% 0.148%
84 19.200 1535 1541 1548 rBV2 194014 765236 1.66% 0.183%

Sum of corrected areas: 418756688
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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:\HPCHEM1I\BNA_F\DATA\BF091216\

BF090062.D

12 Sep 2016 14:38

UM/SsJ

H4716-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

1.71

4000000

2000000

Y

TIC: BF090062.D
6.71

5.10
.14

0

Time-->

A
LI

T T
4.50 5.00

T
2.00

2.50

3.00

3.50

4.00

T
5.50

Abundance
1e+07

8000000

6000000

4000000

2000000

0

7.

TIC: BF090062.D
10.68

10

9.98

11.94 3.44

86

Time-->

12.00 12.50 13.00

I
9.50 10.00 10.50 11.00 11.50

Abundance
1e+07

13.70

8000000

6000000

4000000

2000000

TIC: BF090062.D

17.39

14.80

17.58

16.1816.42 18.02 19.20

Time-->

16.00 16.50 17.00 17.50

14.00 14.50 15.00 15.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.34 Concentration Rank 11

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

6.34 47.28 ng 2255970 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 416 (6.342 min): BF090062.D (-414) (-) m/z 132.10 100.00%
132
5000
68
96 rrrrrrTyrTrT T T T T
40 54 a5 06 6.00 6.20 6.40 6.60
e S e m/z 134.10 33.45%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 S SR NRARE EE SLRE
o7 6.00 6.20 6.40 6.60
117 m/z 68.10 33.08%
|||||||| |||||]|-0|7||||| s e R m
m/z--> 80 100 120 140 160 180 200 220
Abundance
57 132
74 600 620 640 660
5000 gg 116 m/z 66.05 20.78%
158 189
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil TR
132 6.00 6.20 6.40 6.60
m/z 96.10 13.32%
5000
105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 4'0 6|0 8|O 1(')0 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.71 690.26 ng 32934100 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-l1sobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 53
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 42

Abundance Scan 448 (6.707 min): BF090062.D (-441) (-) m/z 57.10 100.00%
57
5000 41 A
" w8 640 660 6.80 7.00
98 : : : -
o...,....,....,....',!...,.-..:,....',|-....,:|.'..?.1...',....1,?.2..,...1.2,9...,....,. m/z 41.10 41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
o 6.40 6.60 6.80 7.00
70 83 m/z 43.10 34.91%
IIII']'-'S'I""I""I""I"''I""I""I""I'"9'8I""]I-]'-'2"I""I""I""II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
42 6.40 6.60 6.80 7.00
5000 m/z 55.10 29.36%
29

71 33
98 112 158 143

mmm‘wwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

3

Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
5[7 6.40 6.60 6.80 7.00
m/z 56.05 22.17%
5000 43
29 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Decanoic acid Concentration Rank 20

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

8.87 20.08 ng 3100910 Acenaphthene-d10 9.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Nonanoic acid 158 C9H1802 000112-05-0 53
3 Octanoic acid, silver(l+) salt 250 C8H15Ag02 024927-67-1 52
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
5 Hexanoic acid 116 C6H1202 000142-62-1 49

Abundance Scan 637 (8.868 min): BF090062.D (-631) (-) m/z 60.00 100.00%

60
41
5000 129

87
1 8.60 8.80 9.00 9.20
Moi® |, weges | “w/z 73.05 84.53%

m/z--> 50 100 150 200 250 300 350
Abundance #39473: n-Decanoic acid
60
4 129

5000 R R
8.60 8.80 9.00 9.20

m/z 41.10 63.18%

i
m/z--> 50 100 150 200 250 300 350
Abundance
60
8.60 8.80 9.00 9.20
5000 m/z 43.10 60.70%
41
115
87
18 139158
e T
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60 8.60 8.80 9.00 9.20
127 m/z 55.10 52.30%
5000
4
L ¢|J #? 216 249 273 359
—h— LI B e LA B e e S R e o L AR RARE
m/z--> 50 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Dodecanoic acid Concentration Rank 4

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

9.98 184.86 ng 28551700 Acenaphthene-d10 9.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Nonanoic acid 158 C9H1802 000112-05-0 58
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 47

Abundance Scan 734 (9.976 min): BF090062.D (-721) (-) m/z 73.10 100.00%
43 6o 7B
5000
85 129 157
| “ o7 115 143 171 183 200 9. 60 9. 80 10. 00 10. 20
0 At Bl m/z 60.05 99.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 RSN AR
129 157 9.60 9.80 10.00 10.20
29 ‘ m/z 43.10 79.02%

8 115
‘ “ ‘ 101 ‘ 143 171 200
..1.5,.‘...W..“l“‘.‘l‘.‘.,”h“ . M‘ " .‘..‘i‘....‘,..‘..1,8.3...l...
m/z--> 20 40 60 80 100 1 140 160 180 200
Abundance
M 60 73
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_

9.60 9.80 10.00 10.20

5000l o m/z 41.10  75.51%
87 129 143
16 101 115 157 186
L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39474: n-Decanoic acid I e e e e e
60 73 9.60 9.80 10.00 10.20

m/z 55.10 66 .57%

129
5000
43
87
115
101 143
Ll | ot _Tass 172

m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 103.61 ng 9507670 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 50
3 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 50
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 47
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 47
Abundance Scan 793 (10.651 min): BF090062.D (-790) (-) m/z 57.10 100.00%
57
5000
41 83 o 140 10.40 10.60 10.80 11.00
111 : : : :
o 125°7% 157 181196 213 237 255 m/z 41.10 17.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000
10.40 10.60 10.80 11.00
a1 a3 m/z 83.10 11.30%
270 4 4 L 9( 111125140 157,79 196 213 255270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 10.40 10.60 10.80 11.00
5000 m/z 55.10 11.29%
29 111

25
139153167 182196210224 252 280
mmmwwwwwwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84613: 1-Dodecanol, 3,7,11-trimethyl- L e e
43 57 10.40 10.60 10.80 11.00
m/z 43.10 11.04%
5000
14‘”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.81 67.79 ng 6220780 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 807 (10.811 min): BF090062.D (-802) (-) m/z 73.05 100.00%

7B

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 98.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452:; Tetradecanoic acid
73
43
5000 129 L B N I TT T T[T T T T [TT

10.40 10.60 10.80 11.00 11.20
m/z 60.10 96.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
60
43
10.40 10.60 10.80 11.00 11.20
5000 120 m/z 41.10 81.77%
85 157
101
200
26 183
WWTWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43 73 10.40 10.60 10.80 11.00 11.20
m/z 55.10 72.67%
5000 129

25 ||| I

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
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 11.20

8270-BF083116.M Tue Sep 13 04:37:10 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Hexadecanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.90 56.05 ng 5142940 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 1-Tetradecanol 214 C14H300 000112-72-1 91
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Pentadecene 210 C15H30 013360-61-7 91
5 Cetene 224 C16H32 000629-73-2 91
Abundance Scan 815 (10.902 min): BF090062.D (-812) (-) m/z 55.10 100.00%
41
5000
111
125 10.60 10.80 11.00 11.20
N — 190154168182 202 230 268 m/z 43.10 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95985: 1-Hexadecanol
43 5,
83
5000 U AR AL U B
29 10.60 10.80 11.00 11.20
125 m/z 41.10 76 .54%
\\ J‘ J‘\‘ 140154168182196 224
m/z--> ﬁo 45 éo 85 100 120 140 160 180 200 220 240 260
Abundance
55 69 83
97
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj
41 10.60 10.80 11.00 11.20
5000 11 m/z 57.10 71.43%
125
2f 140,5,188 196,14
wﬁwﬁmﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84601: n-Pentadecanol
4B | g9 83 10.60 10.80 11.00 11.20
m/z 69.10 70.44%
5000
29 111
5
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20

8270-BF083116.M Tue Sep 13 04:37:11 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl10.95 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.95 24 .43 ng 2241660 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 36
2 3-Butoxypropylamine 131 C7H17NO 016499-88-0 9
3 Methyl valerate 116 C6H1202 000624-24-8 9
4 Urea, methyl- 74 C2H6N20 000598-50-5 9
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 9

Abundance Scan 819 (10.948 min): BF090062.D (-817) (-) m/z 74.10 100.00%
Y
5000
57
44 88 127 171 10020 10.60 10.80 11.00 11.20
ol 100 114 147 188 | 212 227 m/z 57.10 26 . 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61163: Undecanoic acid, methyl ester
74
87
5000
10.60 10.80 11.00 11.20
55 157169 200 m/z 56.10 22 .05%
43 101 143
..%S. ?..ﬂt..k”,.ﬂut,hl .nﬂ..%%ﬁ }??. | ..j,.Ju. 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
30
10.60 10.80 11.00 11.20
5000 57 m/z 200.20 12.17%
74
18 M gg 14 13
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8073: Methyl valerate R B B BARE
74 10.60 10.80 11.00 11.20
m/z 44.10 11.16%
so00f 290 43 .
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF083116.M Tue Sep 13 04:37:11 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.66 37.09 ng 3402920 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 881 (11.656 min): BF090062.D (-877) (-) m/z 43.10 100.00%
48 60 73
5000 129
213
3157171185199 227 256 11.40 11.60 11.80 12.00
Freperhes m/z 73.10 98.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
5000 129 R B B L B
29 171 nmnmnmnm
115 214 m/z 60.10 85.94%
‘ } ‘ 143157 ‘ 185
Il‘lll‘l‘l\llulml‘lh IH \H Iwwl ”“ A I NE— S ARamanEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R AR DU BN B
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 76.93%
29 87 185
115 143 __171 228
s MR TS [ e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e T
43 60 73 11.40 11.60 11.80 12.00
m/z 55.10 76.05%
5000 129
29 242
115
1 157171
15 M‘M\HH‘ :h\ \u .“.‘..l.......... ‘.?}?Z?Q.....l.. g c A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12. 00

8270-BF083116.M Tue Sep 13 04:37:12 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl1l1.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 140.14 ng 12859600 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-methyl-4-pentenoic acid 129 C6H11NO2 1000133-00-5 45
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 38
3 2-Amino-2-methyl-1,3-propanediol 105 C4H11NO2 000115-69-5 36
4 Methyl isovalerate 116 C6H1202 000556-24-1 36
5 Propanoic acid 74 C3H602 000079-09-4 36
Abundance Scan 906 (11.942 min): BF090062.D (-899) (-) m/z 74.10 100.00%

4
5000
57

2 e
g8 190 127 147700171 188200515 oo 1160 11.80 12,00 12.20

ol IR A ST e R R m/z 57.10 32.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12870: 2-Amino-4-methyl-4-pentenoic acid
74

5000 SRR S
11,60 11.80 12.00 12.20

m/z 43.10 14 _.31%

41 57
N 97 111 129
T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
74
R
11.60 11.80 12.00 12.20
5000 43 m/z 41.10 13.68%
27 87
15 > 101 117
e R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4923: 2-Amino-2-methyl-1,3-propanediol e B
74 11.60 11.80 12.00 12.20
m/z 55.10 13.51%
5000 56
28
42
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. OO 12. 20

8270-BF083116.M Tue Sep 13 04:37:13 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl12.10 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.10 28.62 ng 2626200 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 47
2 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 46
3 Benzoic acid, hept-3-yl ester 220 C14H2002 1000368-76-7 38
4 2-Octyl benzoate 234 C15H2202 006938-51-8 30
5 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 27
Abundance Scan 920 %2.102 min): BF090062.D (-917) (-) m/z 105.10 100.00%
105
5000 56 1
Lt T
168 11.80 12.00 12.20 12.40
bl Aol | vois!Pasz 100 222 aaozeszeg | 0B 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65940: genzom acid 2-methylpenty! ester
105
5000 56 84 RN UGN SRR B
11.80 12.00 12.20 12.40
123 m/z 77.10 35.20%
“'|?Z'Wtﬂul'L'|'“'|J'“|"'w""%gg'w"'zgq' SRS RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
70
11.80 12.00 12.20 12.40
5000 m/z 57.10 29.16%
415 g4 123
27 148 168 234

WWTWTWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77322: Benzoic acid, hept-3-yl ester B m B M SR
11.80 12.00 12.20 12.40

m/z 70.10 27 .58%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40

8270-BF083116.M Tue Sep 13 04:37:14 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzoic acid, 2-ethylhexyl ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.26 22.95 ng 2106120 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 58
2 1-Butanol, 3-methyl-, benzoate 192 C12H1602 000094-46-2 53
3 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 38
4 Benzoic acid, 2-methylbutyl ester 192 C12H1602 1000367-91-3 38
5 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 35
Abundance Scan 934 (12(])262 min): BF090062.D (-930) (-) m/z 105.10 100.00%
105
5000 70
123
41 55 | |83
139 168 12.00 12.20 12.40 12.60
ol ALl i b L 188 200221 230 262 | =007 00 a8 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89087: Benzoic acid, 2-ethylhexyl ester
105
70
5000 L BN BN BN SR
12.00 12.20 12.40 12.60
41 55 123 m/z 77.10 30.75%
...,.2.7..,‘u.\.‘l‘,.n..,‘l...,.‘..‘.,‘....,1.‘.‘5.‘. 108 24
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
70
12.00 12.20 12.40 12.60
5000 m/z 123.10 23.29%
123
55
27 42 84 149 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43809: Benzoic acid, 1-methylpropyl ester

12.00 12.20 12.40 12.60
m/z 55.10 19.07%

5000

149163 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. OO 12. 20 12. 40 12 60

8270-BF083116.M Tue Sep 13 04:37:15 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 15 unknownl2.35 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.35 36.42 ng 3341800 Phenanthrene-d10 11.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 45
2 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 42
3 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 38
4 Benzoic acid, pentyl ester 192 C12H1602 002049-96-9 38
5 1-Butanol, 3-methyl-, benzoate 192 C12H1602 000094-46-2 38
Abundance Scan 942 (12.354 min): BF090062.D (-940) (-) m/z 105.10 100.00%
105
5000 56
7w 123
140 , 168 12.00 12.20 12.40 12.60
0 ,,“ .'” Al LA9LL .'!.,....,..1.5.4....,.1.??,..?.1,5‘..2]3??....2,‘??‘.. m/z 56.10 48.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65940: Benzoic acid 2-methylpenty! ester
105
5000 56 84 AR SR AN
12,00 12.20 12.40 12.60
69 123 m/z 77.10 34 .90%
"'|?7"N'J”w"t'|""|""|""|“" e ""zgq' BRRSE DAL SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
123 12.00 12.20 12.40 12.60
5000 m/z 123.10 32.27%
56 77
41
2 01 137
wmmﬁmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43809: Benzoic acid, 1-methylpropyl ester
105 12.00 12.20 12.40 12.60
m/z 57.10 28.00%
5000 123
77
56
27 %t | \y 91 | 149163178
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 1200 12.20 12.40 12.60 '

8270-BF083116.M Tue Sep 13 04:37:16 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 16 Benzoic acid, tridecyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.02 26.54 ng 19206200 Chrysene-d12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 87
3 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 86
4 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 83
Abundance Scan 1000 (13.017 min): BF090062.D (-995) (-) m/z 123.10 100.00%
123
105
5000
77
43
182 12.80 13.00 13.20 13.40
ol " ||.|I, Wb Ly o 1e4 182 2z oe7s04 1 57705 10 74.61%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
12.80 13.00 13.20 13.40
a3 m/z 77.10 32.57%
26 | J gl g a2 s
m/z--> 50 100 150 200 250 300 350
Abundance
123
12.80 13.00 13.20 13.40
5000 105 m/z 43.10 21.82%
55 77
29 140 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #124497: Benzoic acid, undecyl ester R B a Emans R
123 12.80 13.00 13.20 13.40
m/z 55.10 21.81%
5000 105
77
55 154
2N VTN P N R S 1| S— L
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

8270-BF083116.M Tue Sep 13 04:37:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 18 Oxiraneoctanoic acid, 3-oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 99.43 ng 7907510 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid, 3-octyl-, ... 410 C26H5003 000141-38-8 53
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 27
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 25
4 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 22
5 2-(4-Cyanophenyl)-5-hydroxypyrim... 197 C11H7N30 150405-59-7 11
Abundance Scan 1156 (14.800 min): BF090062.D (-1153) (-) 57.10 100.00%

g7
197
5000
97

129 14. 40 14 60 14. 80 15. 00 15 20
157 265
o3 el .17.7|. 222 24670284 308327 385 381 | "n/z 55.10  78.76%

m/z--> 50 100 150 200 250 300 350
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197

5000 R e R EEaEaa
83 14. 40 14 60 14. 80 15. 00 15 20

m/z 71.10 66 .83%

29 143 ‘ 283
— “: ‘:“ Id H ‘M‘: le \;H + | ‘: ml‘ |‘ 1:5'67I \I ‘l |2|22|241| 2?4; |“ . ?27| 3|5|5 ——
m/z--> 50 100 150 200 250 300 350
Abundance
57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20

5000 m/z 197.20 54.98%
29 85 113
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #156344: Oxalic acid, bis(2-ethylhexyl) ester e REam L e
57 14.40 14.60 14.80 15.00 15.20

m/z 43.10 53.25%

5000
29 112
LR e

m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. 00 15 20

8270-BF083116.M Tue Sep 13 04:37:18 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 19 8-Octadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.39 580.51 ng 46168300 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 53
2 Triacontane 422 C30H62 000638-68-6 43
3 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 42
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 38
5 Pentanoic acid, 2,4-dimethyl-, t... 186 C11H2202 1000163-75-4 38
Abundance Scan 1383 (17.394 min): BF090062.D (-1366) (-) m/z 57.10 100.00%
57
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Abundance #157576: Trichloroacetic acid, undecy! ester B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 20 unknownl7.58 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.58 44 .18 ng 3513380 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 42
2 Octacosane 394 C28H58 000630-02-4 38
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 35
4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 35
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 27
Abundance Scan 1399 (17.577 min): BF090062.D (-1394) (-) m/z 57.10 100.00%
57
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Abundance #157576: Trichloroacetic acid, undecyl ester
57, 83
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5000 85 m/z 43.10 13.63%
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m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl- A mE I LI
57 17.20 17.40 17.60 17.80
m/z 127.20 11.93%
5000 ////ﬂ\Kv/k\k
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090062.D

Acq On : 12 Sep 2016 14:38

Operator : UM/SJ

Sample : H4716-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .34 6.34 47.3 ng 2255970 1 6.57 954251 20.0
1-Hexanol, 2-ethyl- 6.71 690.3 ng 32934100 1 6.57 954251 20.0
n-Decanoic acid 8.87 20.1 ng 3100910 3 9.61 3089010 20.0
Dodecanoic acid 9.98 184.9 ng 28551700 3 9.61 3089010 20.0
1-Octanol, 5,7,7-... 10.65 103.6 ng 9507670 4 11.08 1835200 20.0
Tetradecanoic acid 10.81 67.8 ng 6220780 4 11.08 1835200 20.0
1-Hexadecanol 10.90 56.0 ng 5142940 4 11.08 1835200 20.0
unknown10.95 10.95 24 .4 ng 2241660 4 11.08 1835200 20.0
Tridecanoic acid 11.66 37.1 ng 3402920 4 11.08 1835200 20.0
unknownll.94 11.94 140.1 ng 12859600 4 11.08 1835200 20.0
unknown12.10 12.10 28.6 ng 2626200 4 11.08 1835200 20.0
Benzoic acid, 2-e... 12.26 22.9 ng 2106120 4 11.08 1835200 20.0
unknownl12 .35 12.35 36.4 ng 3341800 4 11.08 1835200 20.0
Benzoic acid, tri... 13.02 26.5 ng 19206200 5 13.70 14474100 20.0
Oxiraneoctanoic a... 14.80 99.4 ng 7907510 6 15.03 1590620 20.0
8-Octadecenal 17.39 580.5 ng 46168300 6 15.03 1590620 20.0
unknownl17 .58 17.58 44.2 ng 3513380 6 15.03 1590620 20.0

8270-BF083116.M Tue Sep 13 04:37:20 2016 Page: 22



