LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070116\

Data File : BF088579.D

Acq On 1 Jul 2016 17:17 Instrument :
Operator : UM/SJ BNA_F

Sample : H3808-21 5X ggiqtggm'e'd 1
Misc : —

ALS Vial : 16 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-BF063016.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 1.735 12 13 23 rvB 149512 348229 3.75% 0.701%
2 1.873 23 25 88 rvB 3070338 8099475 87.29% 16.294%
3 5.393 331 333 335 rBY 516151 520735 5.61% 1.048%
4 6.433 421 424 426 rBV 382746 523285 5.64% 1.053%
5 6.570 434 436 438 rBY 618958 566604 6.11% 1.140%
6 6.810 454 457 459 rBV 857285 828204 8.93% 1.666%
7 6.959 468 470 473 rVB 464703 419150 4_52% 0.843%
8 7.359 503 505 508 rBVY 230105 313002 3.37% 0.630%
9 8.090 567 569 572 rBV 1289656 1121246 12.08% 2.256%
10 9.165 661 663 665 rvB 730232 622235 6.71% 1.252%

11 9.839 720 722 724 rBV2 1044658 1128274 12.16% 2.270%
12 10.628 788 791 793 rVB2 226641 310239 3.34% 0.624%
13 10.856 809 811 814 rvVv 202272 187544 2.02% 0.377%
14 11.325 849 852 855 rvB 901442 1349393 14.54% 2.715%
15 11.656 876 881 883 rvB2 254686 437320 4.71% 0.880%

16 11.736 885 888 890 rvB 4839722 5365777 57.83% 10.795%
17 11.931 903 905 909 rvv2 82779 117518 1.27% 0.236%
18 12.045 909 915 917 rvv2 85434 134460 1.45% 0.271%
19 12.137 919 923 925 rvv2 112161 154724 1.67% 0.311%
20 12.422 944 948 949 rBV 5624979 9278615 100.00% 18.667%

21 12.445 949 950 955 rvv2 5778404 7912833 85.28% 15.919%
22 12.525 955 957 959 rvv 2700236 2750727 29.65% 5.534%
23 12.605 959 964 968 rvv4 42938 119790 1.29% 0.241%
24 12.754 974 977 979 rBV 677961 677127 7.30% 1.362%
25 12.902 988 990 993 rvv 576669 556935 6.00% 1.120%

26 12.982 993 997 1001 rvv5 68292 263938 2.84% 0.531%
27 13.108 1003 1008 1010 rVvVv2 123302 349783 3.77% 0.704%
28 13.165 1010 1013 1018 rVV3 256917 442896 4.77% 0.891%
29 13.257 1018 1021 1024 rVV3 282570 634905 6.84% 1.277%
30 13.302 1024 1025 1028 rVvVv 310259 359461 3.87% 0.723%

31 13.382 1030 1032 1035 rVV 147962 214972 2.32% 0.432%
32 13.451 1035 1038 1040 rVvB2 110338 160948 1.73% 0.324%
33 13.657 1053 1056 1058 rBV2 114442 176105 1.90% 0.354%
34 13.828 1069 1071 1074 rVvv2 111761 142180 1.53% 0.286%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.908 1077 1078 1079 rVvVv 132256 113335 1.22% 0.228%
36 13.942 1079 1081 1087 rVB2 922238 1433920 15.45% 2.885%
37 14.525 1130 1132 1135 rBV2 102849 131118 1.41% 0.264%
38 14.948 1167 1169 1174 rVV 189039 398750 4_30% 0.802%
39 15.234 1191 1194 1196 rVB 92674 123725 1.33% 0.249%
40 15.291 1196 1199 1201 rVB 110597 157045 1.69% 0.316%

41 15.348 1201 1204 1208 rBVY 624139 760781 8.20% 1.531%

Sum of corrected areas: 49707303
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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\BF070116\

BF088579.D

1 Jul 2016 17:17

UM/SsJ

H3808-21 5X

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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3000000

2000000

1000000

L 1.74
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T
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6.00 6.50 7.00
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5000000
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TIC: BF088579.D

8.09
9.84

9.16
10.6310.86
A
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P 11mms14

1245

2.53

127 90
261)| 12.88

1 315
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Time-->
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5000000
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15.35
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TIC: BF088579.D

13.94

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF063016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 unknown6.57 Concentration Rank 5

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

6.57 13.68 ng 566604 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 436 (6.570 min): BF088579.D (-434) (-) m/z 132.00 100.00%
5000 68
96 rrrrrTyrTTTrT T T T
40 54 7 &7 5 6.20 6.40 6.60 6.80 7.00
o’ R B m/z 68.10 40.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S SRR UL UL
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.48%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 25.60%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.65%
5000
33 am o 105
Lo e Pe |||
m/z--> 4'0 60 8IO 1(')0 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Methyl tetradecanoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.86 2.78 ng 187544 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl tetradecanoate 242 C15H3002 000124-10-7 94
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90

Abundance Scan 811 (10.856 min): BF088579.D (-809) (-) m/z 74.10 100.00%
7
87
5000
43 .
143 " 1060 10.80 11.00 1120
101442129 199 10.60 10.80 11.00 11.20
0 ...,....,”...T“,.~.-..,J:-. ST | STITIBS A8 242 Tn/z 87.10 65.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95862: Methyl tetradecanoate
74
87
5000 RN RABRANAREN RaRAN RAL
10.60 10.80 11.00 11.20
, 143 - m/z 43.05 31.52%
g 2T s Pisrines
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 SRR SRR SR B
10.60 10.80 11.00 11.20
5000 m/z 55.10 24 _.14%
43
29 57
L5 101115129143157171185199213227 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72681: Dodecanoic acid, methyl ester T
74 10.60 10.80 11.00 11.20
m/z 41.10 23.87%
87
5000
41 g
ol L aonsizenes 1717t1gs 24
m/z--> 2'0 40 60 8|0 100 150 14'10 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 9-Hexadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.66 6.48 ng 437320 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 70
2 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 70
3 Palmitoleic acid 254 C16H3002 000373-49-9 53
4 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 49
5 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 38

Abundance Scan 881 (11.656 min): BF088579.D (-876) (-) m/z 55.10 100.00%

69

5000

11.40 11.60 11.80 12.00

0 m/z 69.10 76.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
41 55
74
5000 87 LA L L B L L B
11.40 11.60 11.80 12.00
m/z 74.10 68.72%
P g
(i i‘* e H‘.“. [ 165179 268
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
69 IIIIIIIIIIIIIIIIIIIIII
83 11.40 11.60 11.80 12.00
5000 97 m/z 41.10 60.90%
110 124
138
o 152165 180 194507 222 240
A B e A B e A BEARE R ERES oo
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105669: Palmitoleic acid R A EEEEE R R
55 69 11.40 11.60 11.80 12.00
m/z 87.00 52.92%
83
5000{ 43 o7
123 23
Ol J‘\ JM\ ; 137 192165 179192 207 251
aRa ——
m/z--> 40 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 7 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 79.53 ng 5365780 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 888 (11.736 min): BF088579.D (-885) (-) m/z 74.10 100.00%
74
87
5000
43
T 1011351297 1 227 1140 11,60 11.80 12.00
115 171185199 . : . .
O rrothr el i 23870 | 167170195199213° ) 241086270 | T 0T 05 75 20%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 R N SUN LN BN
43 11.40 11.60 11.80 12.00
7 143 m/z 43.10 32.09%
. ‘ T‘ ||| 101115129 | 157171185199713227 541 270
> B a8 B 16 1 e 1k o B0 o 6 T
Abundance
74
45 87 1140 11.60 11.80 12.00
5000 m/z 55.10 27 .49%
29
59
143
o 101915129 157 18
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 |
Abundance #107596: Pentadecanoic acid, methy! ester e ARBERREE R
74 11.40 11.60 11.80 12.00
m/z 41.10 24 .94%
87
5000
43
29 7
Om\%mMme\WmmmmM 2%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 | 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.42 137.52 ng 9278620 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 948 (12.422 min): BF088579.D (-944) (-) m/z 67.10 100.00%
67 81
5000
109 R I SO
150164 263 12:20 1240 12.60 12.80
O 178192206220234 24 | "m/z 81.10  86.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 67
81
5000 LR S BN UL R
12:20 1240 12.60 12.80
m/z 55.10 63.98%

O.AW.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
81

12.20 12.40 12.60 12.80

5000 9% m/z 95.05 57.29%
109 294
135150
. 53 164178192906220934 262
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e R R A mEE e
41 67 12. 20 12. 40 12 60 12. 80
81 m/z 41.10 53.22%
5000 95
109 294
123
o L L L 10en78102006020000 269
m/z--> 40 60 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\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.45 117.28 ng 7912830 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 89
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 89
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 89
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 70

Abundance Scan 950 (12.445 min): BF088579.D (-949) (-) m/z 55.10 100.00%

74
5000

12.20 12.40 12.60 12.80
Of m/z 74.10 77 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /\A

Abundance #141290: 11-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 69.10 76.46%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41 74 12.20 12. 40 12. 60 12.80
5000 m/z 83.10 68.28%
97
264
111
o 2f 138152 180 07222934 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester P T
12 20 12. 40 12. 60 12. 80
m/z 41.10 66.10%
5000
11 264
o 2 138152 180 ;222,54 278 296

m/z--> 20 40 60 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\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.98 3.68 ng 263938 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
Abundance Scan 997 (12.982 min): BF088579.D (-993) (-) m/z 216.10 100.00%
216
5000 M
55 79 107 T ---- AR BB
4 135 163 189 232 292 1260 12.80 13.00 13.20 13.40
of m/z 215.10 91.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216

5000 ..................
12 60 12. 80 13. OO 13 20 13. 40

m/z 213.10 25 .54%

107
39 63 81 122139 163 189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.10 22.40%
95 189
o 14 39 63 110 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74424: Fluoranthene, 2-methyl-
12.60 12.80 13.00 13.20 13.40
m/z 79.10 21.46%
5000

108

123139 163 189
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12160 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 cis-3-Butyl-4-vinyl-cyclope... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.11 4.88 ng 349783 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Butyl-4-vinyl-cyclopentene 150 C11H18 093779-52-3 81
2 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 74
3 Methyl 9.cis.,1ll1_trans.t,13_tran... 292 C19H3202 1000336-42-6 64
4 Methyl 6-cis,9-cis,ll-trans-octa... 292 C19H3202 1000336-37-7 64
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 62
Abundance Scan 1008 (13.108 min): BF088579.D (-1003) (-) m/z 79.10 100.00%

5000
107

121445 292 R B o
149 217 12.80 13.00 13.20 13.40
163 183199 235 : : : :

0 m/z 93.10 92.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23953: cis-3-Butyl-4-vinyl-cyclopentene
7
93

12.I80 13.IOO 13.I20 13.I4O
m/z 91.10 75.88%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
e R B
79 12.80 13.00 13.20 13.40
5000 121 m/z 80.10 63.22%
41
55
0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate R A s
292 12.80 13.00 13.20 13.40
m/z 55.10 57.48%
5000

261

189203 221235

T T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 cis-10-Heptadecenoic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.17 6.18 ng 442896 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 91
2 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 90
3 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 74
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 72
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 64
Abundance Scan 1013 (13.165 min): BF088579.D (-1010) (-) m/z 55.10 100.00%

5000
111

12.80 13.00 13.20 13.40
m/z 69.10 71.66%

137 292

153 180 208 231 250

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester
55

5000 LA L L L L L L L L
12.80 13.00 13.20 13.40
m/z 83.10 55.70%
O.HPLNHJL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
T T
12.80 13.00 13.20 13.40
5000 o m/z 74.05 52.25%
292
111
o 138 166185 20855 2%0 74 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153111: cis-13-Eicosenoic acid
55 12.80 13.00 13.20 13.40

m/z 41.10 51.62%

5000

111
292

0 \9‘\ J 138 165181 208 227 250 274
e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13. 20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 9,12,15-Octadecatrienoic ac... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.26 8.8 ng 634905  Chrysene-diz 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,12,15-Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 64
,5-Cyclodecadiene, (E,Z)- 136 C10H16 001124-78-3 55
,6-Cyclodecadiene 136 C10H16 007049-13-0 43
-Octadecen-12-ynoic acid, methy... 292 C19H3202 056847-05-3 42
,13-Tetradecadiene 194 C14H26 021964-49-8 38

Abundance Scan 1021 (13.257 min): BF088579.D (-1018) (-) m/z 99.10 100.00%
¢

5000

13.00 13.20 13.40 13.60
m/z 55.10 84.81%

164180 207 228

326
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138097: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)

13.IOO 13!20 13.I40 13!60
m/z 81.10  70.26%

5000

149 292
173191 17236 263

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
e e
13.00 13.20 13.40 13.60
5000 9% m/z 67.05 69.85%
136
0 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15713: 1,6-Cyclodecadiene R A REERE EEREE S L
7 13.00 13.20 13.40 13.60
41 m/z 43.10 65.60%
5000 95
136
0 2 1
i IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF063016.-M Tue Jul 05 04:48:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 1-Methylbicyclo[3.2.1]octane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.30 5.01 ng 359461 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 55
2 3-Dodecyne 166 C12H22 006790-27-8 43
3 6-Dodecyne 166 C12H22 006975-99-1 38
4 5,10-Pentadecadien-1-ol, (Z,2)- 224 C15H280 064275-51-0 35
5 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 30

Abundance Scan 1025 (13.302 min): BF088579.D (-1024) (-) m/z 155.10 100.00%
67 1%5
3
5000 41 109
125
187 216 USRNSSR
40 o 231 202 13.00 13.20 13.40 13.60
0 m/z 67.10 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10677: 1-Methylbicyclo[3.2.1]octane
67
81
109
5000 41 USRS DR DN
13.00 13.20 13.40 13.60
124 m/z 55.10 86.98%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
i 13.00 13.20 13.40 13.60
5000 81 m/z 81.10 76.97%
109
oL 26 137 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35141:6—D0decyne LA L L L BN |
67 13.00 13.20 13.40 13.60
81 m/z 83.10 67.21%
5000 41
6
oL14 111 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.|00 13.|20 13.|40 13.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 17 unknownl3.66 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.46 ng 176105 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 46
2 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 43
3 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 43
4 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 27
5 1-(1,2-Dimethyl-cyclopent-2-enyl... 138 C9H140 070987-82-5 27

Abundance Scan 1056 (13.657 min): BF088579.D (-1053) (-) m/z 81.10 100.00%

g1

5000
3 185 205 13.40 13.60 13.80 14.00
Of m/z 95.10 97 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34835: 2-(1-Hydroxycyclohexyl)-furan
81
5000 43 L e e BN
166 13 40 13 60 13. 80 14. 00
107 m/z 151.10 52.99%
H 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95
R I EEEE SRR
13.40 13.60 13.80 14.00
5000 m/z 55.10 44.98%
55 166
110
29
9 125 11

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

Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alpha.,... R A REERE EEREE S L
13.40 13.60 13.80 14.00

m/z 67.10 40.81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.25 ng 123725 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
3 Perylene 252 C20H12 000198-55-0 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 1194 (15.234 min): BF088579.D (-1191) (-) m/z 252.10 100.00%
252
5000
45 69 100 115 150 198 224 284303 365 15.00 15.20 15.40 15.60
Ol Al e P Pl ST T m/z 250.10 30.29%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 21.99%

0 50 74 99 A ‘H 146 174 200 224 )
— T — T T
m/z--> 50 100 150 200 250 300 350
Abundance
252
RN e e Rl
15.00 15.20 15.40 15.60
5000 m/z 125.10 14.63%
126
o 39 74 100 150 174 200 224
—— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene e e AN Raaa e
252 15.00 15.20 15.40 15.60
m/z 126.00 12.03%
5000
125
oll7 39 74 99 f M 150 174 200 224
T T e e R B e e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
Data File : BF088579.D

Acq On 1 Jul 2016 17:17

Operator : UM/SJ

Sample - H3808-21 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 .57 6.57 13.7 ng 566604 1 6.81 828204 20.0
Methyl tetradecan... 10.86 2.8 ng 187544 4 11.32 1349390 20.0
9-Hexadecenoic ac... 11.66 6.5 ng 437320 4 11.32 1349390 20.0
Hexadecanoic acid... 11.74 79.5 ng 5365780 4 11.32 1349390 20.0
9,12-Octadecadien... 12.42 137.5 ng 9278620 4 11.32 1349390 20.0
11-Octadecenoic a... 12.45 117.3 ng 7912830 4 11.32 1349390 20.0
11H-Benzo[b]fluorene 12.98 3.7 ng 263938 5 13.95 1433920 20.0
cis-3-Butyl-4-vin... 13.11 4.9 ng 349783 5 13.95 1433920 20.0
cis-10-Heptadecen... 13.17 6.2 ng 442896 5 13.95 1433920 20.0
9,12,15-Octadecat... 13.26 8.9 ng 634905 5 13.95 1433920 20.0
1-Methylbicyclo[3... 13.30 5.0 ng 359461 5 13.95 1433920 20.0
unknownl3.66 13.66 2.5 ng 176105 5 13.95 1433920 20.0
Benzo[e]pyrene 15.23 3.3 ng 123725 6 15.35 760781 20.0
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