LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 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-BF102616_.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 4.910 244 247 255 rBVY 380206 575887 15.54% 1.562%
2 5.344 282 285 287 rBV 3093761 3125573 84.37% 8.478%
3 6.396 374 377 379 rBV 2898230 3392088 91.56% 9.201%
4 6.521 385 388 390 rBV 2472100 3354488 90.55% 9.099%
5 6.750 405 408 410 rBVY 720578 756398 20.42% 2.052%
6 6.899 419 421 424 rBV 2149464 2466506 66.58% 6.691%
7 7.310 455 457 460 rBV 1430208 1717922 46.37% 4.660%
8 8.030 518 520 523 rBV 1036447 965423 26.06% 2.619%
9 9.116 612 615 617 rBV 3242609 3704727 100.00% 10.049%
10 9.505 647 649 652 rBY 791980 736704 19.89% 1.998%

11 9.779 671 673 676 rBvV 947291 1159152 31.29% 3.144%
12 9.996 687 692 695 rBvV 121006 276245 7.46% 0.749%

13 10.099 699 701 704 rvB2 30745 43046 1.16% 0.117%
14 10.225 711 712 714 rVB 64808 49221 1.33% 0.134%
15 10.442 729 731 734 rBV2 19844 38337 1.03% 0.104%
16 10.579 740 743 745 rBV2 1685034 2165363 58.45% 5.874%
17 10.693 752 753 758 rvB2 58712 89612 2.42% 0.243%
18 10.945 772 775 780 rBV3 44873 96507 2.60% 0.262%

19 11.265 801 803 806 rBV 1106321 971198 26.22% 2.634%
20 11.813 848 851 861 rBv2 908308 1401721 37.84% 3.802%

21 11.962 861 864 870 rvB4 26195 79688 2.15% 0.216%
22 12.385 900 901 905 rvB 24835 38094 1.03% 0.103%
23 12.465 905 908 910 rBV 64582 99377 2.68% 0.270%

24 12.602 914 920 926 rBV 1008020 1433025 38.68% 3.887%
25 12.682 926 927 933 rVB2 58555 113328 3.06% 0.307%

26 12.854 940 942 945 rBV 3312621 3539529 95.54% 9.601%
27 13.322 980 983 987 rBV3 21189 50384 1.36% 0.137%
28 13.414 988 991 996 rvB2 81637 166581 4_50% 0.452%
29 13.757 1018 1021 1029 rVB3 194373 274760 7.42% 0.745%
30 13.894 1031 1033 1036 rBV 745685 1089028 29.40% 2.954%

31 14.065 1047 1048 1056 rVB2 56868 89152 2.41% 0.242%
32 14.374 1073 1075 1079 rVB 100965 104507 2.82% 0.283%
33 14.534 1086 1089 1090 rBV 106659 138220 3.73% 0.375%
34 14.579 1090 1093 1095 rVVv3 44307 128025 3.46% 0.347%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 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-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.659 1095 1100 1103 rVV2 237951 565110 15.25% 1.533%

36 14.739 1106 1107 1110 rVB 41046 57707 1.56% 0.157%
37 14.979 1126 1128 1130 rBV 104385 116773 3.15% 0.317%
38 15.300 1153 1156 1163 rVB 852484 1096600 29.60% 2.975%
39 15.437 1167 1168 1173 rBV5 19643 41677 1.12% 0.113%
40 15.734 1191 1194 1196 rBV 54047 110303 2.98% 0.299%

41 15.860 1202 1205 1208 rBV5 28767 86190 2.33% 0.234%
42 16.180 1230 1233 1237 rVV2 30414 80579 2.18% 0.219%
43 16.637 1271 1273 1275 rBV2 27496 60748 1.64% 0.165%

44 17.151 1315 1318 1323 rVB4 46403 110779 2.99% 0.300%
45 17.220 1323 1324 1331 rVB6 34186 109167 2.95% 0.296%

Sum of corrected areas: 36865449
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090931.D

5.34
3000000 6.40

2500000 6.52
2000000
1500000

1000000

500000 4.91

6.90

6.75

7.31

e R Rl ..

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF090931.D
3000000
2500000
2000000
10.58

1500000
8. 03 11 . 26

1000000
M;@ 2210, 4J @9 10.94 1196 12

12.60

2.68

131341

.78 11.81
9
10

9
50
500000
.
0 — . - AN S S
9.50

T
Time--> 8.00 8.50 9.00

10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance TIC: BF090931.D
3000000
2500000
2000000
1500000

1000000 15.30

500000
\ 5.44 15.7886 16.18 16.64 11132

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

T T T

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 15.23 ng 575887 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 247 (4.910 min): BF090931.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
101 SNBSS N
83 4.60 4.80 5.00 5.20
oo e e 8 | [ m/z 59.10  70.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 101.10 26.67%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
4.60 4.80 5.00 5.20
5000 18 m/z 58.10 17.75%
28
12
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime T T
43 4.60 4.80 5.00 5.20
m/z 41.10 8.75%
5000
101
15 58
\ 28 g7l 1 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.52 Concentration Rank 1

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

6.52 88.70 ng 3354490 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 388 (6.521 min): BF090931.D (-385) (-) m/z 132.00 100.00%
5000
68
| o ® J 550 o 6k Sy
40 54 : : : :
e :|-.|.7.7, &7 | Wsus W~ m/z 134.00 34.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR R LR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 31.87%
‘ L ‘ | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
A
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 19.32%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 96.10 13.24%
5000 67
41 97
53
P o]
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| e AR maa
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.00 4.77 ng 276245 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Nonanoic acid 158 C9H1802 000112-05-0 58
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
Abundance Scan 692 (9.996 min): BF090931.D (-687) (-) m/z 73.10 100.00%
5000 43
1s 129 157
|| |h | | ‘ 143 | 171 200 9.60 9.80 10.00 10.20 10.40
...,....','.I.."!'.'Il.l | I|| S8 SN VAN S N m/z 60.10 82 _ 75U
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #56043. Dodecanoic acid
60 73
43
5000 R AR
29 129 9. 60 9. 80 10 00 10. 20 10. 40
157 200 m/z 43.10 48 .55%
‘ “ ‘ 1o 1 143 ‘ 171
||‘l||‘|‘|‘||“l“|‘ﬁ‘: h‘ H\ |‘i| |‘||‘i‘|||||||‘||]|-8|3||||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
9.60 9.80 10.00 10.20 10.40
5000 43 m/z 55.10 48.23%
29 85 129 143
186
18 97 115 157 169
m/z--> 25 45 éo 85 160 150 1&0 160 180 260
Abundance #28742: Nonanoic acid A
60 9.60 9.80 10.00 10.20 10.40
73 m/z 41.10 44 .58%
5000
41
29 ‘ ‘ g7 98 115 129 VVNy,j\\,VVV/N“UKV,AMN,\ﬂ/V
S P o N ) S
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 60 9. 80 10 00 10. 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.81 28.87 ng 1401720 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 851 (11.813 min): BF090931.D (-848) (-) m/z 73.05 100.00%
73
60
43
5000 129
I I

97 213 R
/| M' 15| 14157171185 o 227 55 256 11.40 11.60 11.80 12.00 12.20
e il m/z 60.10 70.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 LB L B
129 1140 1160 11.80 1200 12.20
213 m/z 57.10 58.45%
157 171185
L ,\.w. ML \\u AT | 22y
miz-> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
P
11.40 11.60 11.80 12.00 12.20
5000{ 129 m/z 43.10 56.73%
87 242
143 199
101 115 157 171 185 013
225
R AR e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid P TR
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.10 54.05%
5000 129
29 , 185 228
9 115 | 143 171 ‘
,”..,....“..T Lyl 157 199213

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

8270-BF102616.M Tue Nov 01 17:21:38 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Octadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.05 ng 99377 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, methyl ester 298 C19H3802 000112-61-8 96
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 64
Abundance Scan 908 (12.465 min): BF090931.D (-905) (-) m/z 74.10 100.00%
74
5000 /\,,AL_N__,N__
55 143 199 255 HULR NN BN SUNILN S
3& h 1 20t 1es 184" l 298 12.20 12.40 12.60 12.80
SN /R P 0 Y O L AP RS YN B S m/z 87.05 73.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116664: Octadecanoic acid, methyl ester
74 \
5000 43
12.20 12.40 12.60 12.80
% ‘ o 14‘13 199 255 - m/z 143.10 25.44%
B 0 =S ™ - A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12,20 12.40 12,60 12.80
5000 m/z 55.10 22 .44%
43 143 256
18 213
59 101 955 171185 228
mwmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92252: Methyl 9-methyltetradecanoate T T T
74 12.20 12.40 12.60 12.80
m/z 43.10 21.88%
5000
43
143
9 |9 125 | ‘1651§5‘21L3 2‘?6
TTT[TTT T[T T TrTT |||| TTTTTTTT |||| T T T T T T T T T T T T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 26.32 ng 1433030 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 20
Abundance Scan 920 (12.602 min): BF090931.D (-914) (-) m/z 73.10 100.00%
78
57
5000 4 129
185 241
| 143157171 12.20 12.40 12.60 12.80 13.00
e m/z 60.10 69.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 INRLINDR UR UNRN RN
12.20 12.40 12.60 12.80 13.00
29 241 284 m/z 57.10 65.66%
L 199213227
m/z--> 'IEBIIQBIIGO 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
57 12.20 12.40 12.60 12.80 13.00
5000 129 m/z 43.10 63.79%
29 87 185 228
15143 165 1994
wmm‘m‘mmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid =TT
43 & T8 12.20 12.40 12.60 12.80 13.00
m/z 55.10 59.26%
129
5000 29 __-_’Fvgdx_ﬂA\J\A“#\ﬁ_vua
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Dodecanamide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.08 ng 113328 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 53
4 Octanamide 143 C8H17NO 000629-01-6 50
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 45
Abundance Scan 927 (12.682 min): BF090931.D (-926) (-) m/z 59.10 100.00%
59
72
5000
Illlf\lllllllllllllllll
” i 86 100114128 145 141 180 212 239 257 12.40 12.60 12.80 13.00
...,....,!... ST Y S e YT et ot e W i m/z 72.10 56.29%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #55486: Dodecanamide /\A
59
5000 L B IR BULRLL I
72 nmnmnmmm
m/z 43.10 16.63%
W | 86100114128142 156170184 199
m/z--> 25 45 éo 85 160 150 140 1éo 180 200 220 250 2éo
Abundance
59
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
12.40 12.60 12.80 13.00
5000 7 m/z 41.10 16.55%
41
27 86100114128142156170184198 227
m/z--> 25 45 éo 85 160 150 140 160 180 200 220 250 2éo
Abundance #91512: Hexadecanamide B e AR RERE
59 12.40 12.60 12.80 13.00
m/z 55.10 15.47%
5000
72
29 W I 100114128142156170184198212226240255 __,,_Adx_,A\m\_ﬁ,\-_v“.__
m/z--> 25 45 éo 85 160 150 140 160 180 200 220 240 260 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Octadecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.41 3.06 ng 166581 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 83
2 Tetradecanamide 227 C14H29NO 000638-58-4 76
3 Decanamide- 171 C10H21NO 002319-29-1 74
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59
Abundance Scan 991 (13.414 min): BF090931.D (-988) (-) m/z 59.10 100.00%
59
5000
4f 86100114128142156170184199 2262 0254 o3 13.00 13.20 13.40 13.60 13.80
bl 7L ] 12156170184109 206 ) P94 283 5,10 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108159: Octadecanamide
59
5000 |----|--4\|---- T
43 13.00 13.20 13.40 13.60 13. 80
m/z 43.10 17.16%
15 29 \‘ || Bgr 114 %8142156170184198212226240255 283
m/z--> 25 45 eb éo 160 150 140 160 1é0 200 220 240 260 2éo
Abundance
59
13.00 13.20 13.40 13.60 13.80
5000 m/z 57.10 16.04%
41
27 86 100114128142156170184198 227
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36755: Decanamide- R A A e m o T E
59 13.00 13.20 13.40 13.60 13.80
m/z 41.10 13.87%
- WJL/\A\A
43
B2 ) Tttt T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.05 ng 274760 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l1-Hentetracontanol 593 C41H840 040710-42-7 86
3 1-Docosene 308 C22H44 001599-67-3 68
4 1-Nonadecene 266 C19H38 018435-45-5 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 58
Abundance Scan 1021 (13.757 min): BF090931.D (-1018) (-) m/z 57.10 100.00%
57
97
5000
LA UL SN
39 13.40 13.60 13.80 14.00
169
,....,....,J.h,'.-..-."’,qf‘.?‘.‘}.???,....,....,....,....,....,....,. m/z 83.10 78.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168065: 17-Pentatriacontene
57
97
5000 RS R SA SUN R B
13. 40 13. 60 13. 80 14.00
m/z 71.10 73.49%
Z\FH “ u‘ “\M H \‘h \‘u h \1\ 223 267 306336 376406 447 490

RS T R ARREEEEEs ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

%

97 13.40 13.60 13.80 14.00
5000 m/z 97.10 72.63%

18
139 181 223 278 320 362 404 446 488518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #121981: 1-Docosene R

55 13.40 13.60 13.80 14.00
m/z 69.10 66.03%

97
5000
14{ | 139 181 308

i B R  ma  o  a R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknownl14.53 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1453 2.54ng 138220  Chrysene-d12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bis(2-ethylhexyl) phthalate 300 C24H3804 000117-81-7 35

027554-26-3 27
1000111-04-6 16
013395-16-9 14
006926-54-1 11

-Benzenedicarboxylic acid, di... 390 C24H3804
-(27,2"-Dimethylpropanoilhydraz... 576 C30H42CI2N403
opper, bis(2,4-pentanedionato-0... 261 C10H14Cu0O4
-Methoxyethylsemithiocarbazide 149 C4H11N30S

abrwNPE
NOORFL

- -
=T~ ANO

Abundance Scan 1089 (14.534 min): BF090931.D (-1086) (-) m/z 261.10 100.00%
261
70 149
5000 112
ail) 1420 14.40 14.60 14.80
76203
.”,[lh.J”.. e e m/z 149.00 78.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154172: Bis(2-ethylhexyl) phthalate
149
5000 LI L L L L L L LB |
57 279 14.20 14.40 14.60 14.80
m/z 70.10 71.29%
29 113
l‘ T 80 | 39
T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
R EEAREREERE R
14.20 14.40 14.60 14.80
5000 m/z 167.00 46.01%
57
29 83 113 279
B e i o LA o o o o B ML e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171924: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro...
149 14.20 14.40 14.60 14.80
m/z 112.10 44 _33%
57 36
5000
113
279
Jud . 186 223 | 476
N B LA A A e e
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF102616.M Tue Nov 01 17:21:42 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknownl4.598 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .58 2.35 ng 128025 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-1-ol difluoroacetate 262 C14H24F202 128792-45-0 30
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 30
3 .alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 18
4 4-Cycloocten-1-one, 8-butyl-, ox... 195 C12H21NO 068344-29-6 15
5 4,7,7-Trimethylbicyclo[2.2.1]hep... 207 C13H21NO 1000210-89-8 15
Abundance Scan 1093 (14.579 min): BF090931.D (-1090) (-) m/z 43.10 100.00%
69
5000 97
LI BN SR BN B
14.20 14.40 14.60 14.80
281 350
T m/z 55.10 99.19%
m/z--> 50 100 150 200 250 300 350
Abundance #95505: 11-Dodecen-1-ol difluoroacetate
55
82
5000 L AR LI UL I
110 14.20 14.40 14.60 14.80
166 m/z 57.10 74.01%
I H‘ L u ‘ | 103 221201 262
m/z--> 56 o 260 2éo 300 3%0
Abundance
57 83
14.20 14.40 14.60 14.80
5000 111 m/z 69.10 70.58%
29
m/z--> o '55' - 160" ' ﬁéoll "260" "250" "360" ' ééo"
Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran... B IR e e e
3 14.20 14.40 14.60 14.80
m/z 73.10 70.50%
i i Wﬂj\m
5000
126
m/z--> 50 100 1%0 200 250 360 3%0 1450 1440 1460 14%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.66 10.31 ng 565110 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Tetradecane 198 C14H30 000629-59-4 53
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 52
4 3-Tetradecanone 212 C14H280 000629-23-2 30
5 3-Hexadecanone 240 C16H320 018787-64-9 30

Abundance Scan 1100 (14.659 min): BF090931.D (-1095) (-) m/z 59.10 100.00%

5000

—

14.40 14.60 14.80 15.00
m/z 72.10 84.20%

154 184 203 222240

277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ’
Abundance #107652: Eicosane
57
5000
85 14.40 14.60 14.80 15.00
29 m/z 57.10 63.99%
| ‘ L M8 141 a6 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R B o S o
14.40 14.60 14.80 15.00
5000 85 m/z 55.10 58.41%
29

113 141 19 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #106877: 9-Octadecenamide, (2)- R R ERRE
59 14.40 14.60 14.80 15.00
m/z 43.10 51.09%
5000
126 281
J.» N N R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.13 ng 116773 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80
Abundance Scan 1128 (14.979 min): BF090931.D (-1126) (-) m/z 57.10 100.00%
57
85
5000
L DU BN BRI I B
14.60 14.80 15.00 15.20
141 169
- ,I. ll 'l WS 09 195203 289 265 85 L7 71.10  85.89%
m/z--> 50 100 150 200 250 300 350
Abundance #99487: Octadecane, 2-methyl-
57
5000 85 LR SRR SRR BRI B R
14,60 14.80 15.00 15.20
29 m/z 85.10 59.22%
DLl (M e 169 107 P a5y
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 14.:80 15.00 15.20
5000 85 m/z 43.10 48.28%
39 113 111 169 211 vpﬂvjwA\qﬂ\\ﬁ}\y\ﬁﬂﬁ/\j\ﬁJ\
m/z--> 50 100 150 200 250 300 350
Abundance #151357: Octadecane, 1-iodo- e AREEEaREE S
57 14.60 14.80 15.00 15.20
m/z 99.10 20.18%
5000 85
29
L‘ I [ ‘ s ‘137155 183 211 253
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 15 Heneicosane, 11-(1-ethylpro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.73 2.01 ng 110303 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 1194 (15.734 min): BF090931.D (-1191) (-) m/z 57.10 100.00%
5
5000
99 R AL BN BN SURRE
_l |JaL 205 265 15.40 15.60 15.80 16.00
e et m/z 71.10 74_.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
5000 R DU BN BN SULEE
15.40 15.60 15.80 16.00
m/z 43.10 54 _.81%
1] 127 169 225 295 337

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

15.40 15.60 15.80 16.00
5000 m/z 85.10 52_.42%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #82608: Heptadecane AN B B

57 15.40 15.60 15.80 16.00

m/z 41.10 21.46%
5000
99
o5 11110 141 183 240

R A L B A BAR R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
Data File : BF090931.D

Acq On : 31 Oct 2016 16:38

Operator : UM/SJ

Sample - H5463-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 .91 15.2 ng 575887 1 6.75 756398 20.0
unknown6 .52 6.52 88.7 ng 3354490 1 6.75 756398 20.0
Dodecanoic acid 10.00 4.8 ng 276245 3 9.78 1159150 20.0
n-Hexadecanoic acid 11.81 28.9 ng 1401720 4 11.26 971198 20.0
Octadecanoic acid... 12.46 2.0 ng 99377 4 11.26 971198 20.0
Octadecanoic acid 12.60 26.3 ng 1433030 5 13.91 1089030 20.0
Dodecanamide 12.68 2.1 ng 113328 5 13.91 1089030 20.0
Octadecanamide 13.41 3.1 ng 166581 5 13.91 1089030 20.0
17-Pentatriacontene 13.76 5.0 ng 274760 5 13.91 1089030 20.0
unknownl14 .53 14.53 2.5 ng 138220 5 13.91 1089030 20.0
unknownl14 .598 14.58 2.4 ng 128025 5 13.91 1089030 20.0
Eicosane 14.66 10.3 ng 565110 6 15.30 1096600 20.0
Octadecane, 2-met... 14.98 2.1 ng 116773 6 15.30 1096600 20.0
Heneicosane, 11-(... 15.73 2.0 ng 110303 6 15.30 1096600 20.0
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