LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 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-BF112316.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 1.767 4 7 10 rBV 4612982 5517103 89.36% 8.529%
2 1.904 17 19 42 rVB 2356771 4931780 79.88% 7.624%
3 2.190 42 44 50 rvB 63314 109137 1.77% 0.169%
4 5.081 293 297 302 rVvB 1571122 2295359 37.18% 3.548%
5 5.493 329 333 335 rBV 5573464 6174348 100.00% 9.545%
6 6.510 419 422 425 rBV 4506143 5997012 97.13% 9.271%
7 6.647 431 434 437 rBV 4975774 5528358 89.54% 8.546%
8 6.876 452 454 457 rBV 1282589 1281678 20.76% 1.981%
9 7.036 465 468 471 rBV 4353917 4177992 67.67% 6.459%
10 7.447 500 504 506 rBVY 3630553 4110627 66.58% 6.355%

11 8.167 564 567 569 rBV 1861422 1733409 28.07% 2.680%
12 9.242 658 661 664 rBV 4612971 5417629 87.74% 8.375%
13 9.630 693 695 698 rBvV 142906 164432 2.66% 0.254%
14 9.916 718 720 722 rVB 1549702 1542889 24.99% 2.385%
15 10.362 755 759 760 rBV 92785 94863 1.54% 0.147%

16 10.705 786 789 792 rBV 3344018 3201613 51.85% 4.949%
17 10.831 798 800 805 rvB 114660 131461 2.13% 0.203%
18 11.276 838 839 841 rBV 67365 66333 1.07% 0.103%
19 11.402 848 850 852 rBV 1606078 1406416 22.78% 2.174%
20 11.939 895 897 899 rBvV 193371 286430 4.64% 0.443%

21 12.614 953 956 957 rBV 57958 79751 1.29% 0.123%
22 12.716 963 965 972 rvVB2 89495 145988 2.36% 0.226%
23 12.831 972 975 978 rVB 35154 63449 1.03% 0.098%

24 12.991 986 989 991 rVB 4224307 3933800 63.71% 6.081%
25 13.882 1065 1067 1070 rBV 284906 365464 5.92% 0.565%

26 14.031 1078 1080 1083 rBV 1208486 1300541 21.06% 2.010%
27 14.179 1087 1093 1094 rBVZ2 76412 239318 3.88% 0.370%
28 14.419 1111 1114 1118 rBVG6 34070 117714 1.91% 0.182%
29 14.522 1121 1123 1128 rVB4 58117 114903 1.86% 0.178%
30 14.797 1145 1147 1154 rVB 324160 467607 7.57% 0.723%

31 15.471 1203 1206 1209 rBV 733256 1038852 16.83% 1.606%

32 15.997 1250 1252 1255 rBV 70801 119397 1.93% 0.185%
33 16.488 1285 1295 1308 rVB3 434555 2532092 41.01% 3.914%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 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 - 0 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-BF112316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 64687745
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

5000000

4000000

3000000

2000000

1000000

1.77

1.90

2.19

TIC: BF091298.D

5.08

6.65
6.51

7.04

7.45

6.88

0
Time-->

2.00 2.

T
50

T
3.00

R
3.50

4.00

T T
4.50 5.00

—T
5.50

Abundance

5000000

4000000

3000000

2000000

1000000

9.24

9.92

TIC: BF091298.D

10.70

10.83

11.40

11.2

11.94

121627283

12.99

0
Time-->

10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

14.03

13.88

14.181414952

14.80

15.47

|

TIC: BF091298.D

16.49

16.00 / \

Time-->

14.00 14.50

15.00

15.50

16.00 16.50

17.00

17.50

18.00

18.50

19.00

8270-BF112316.M Sat Nov 26 06:23:03 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.77 86.09 ng 5517100 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 38
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 25
4 Isobutane 58 C4H10 000075-28-5 9
5 1-Propanol, 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 9

Abundance Scan 7 (1.767 min): BF091298.D (-4) (-) m/z 73.10 100.00%
43 B
5000
89
58 1.80 1.90 2.00 2.10 2.20
Ol Sl 82,0 L e | m/z 43.05 83.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 LS A UL IUULAE LA AR
15 29 1.80 1.90 2.00 2.10 2.20
89 m/z 89.10 31.13%
N NN 1 S A N N0
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
30 43 73
180 1.90 2.00 2.10 2.20
5000 58 m/z 41.05 13.87%
15
24 52
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43 1.80 1.90 2.00 2.10 2.20
m/z 45.10 10.81%
71
5000 89
27
8 | 37‘M 53 59 ‘ 101
m/z--> 0 10 2'0 3'0 40 50 60 7'0 80 90 1(')0 110 1.80 1.90 2.00 2.10 2.20

8270-BF112316.M Sat Nov 26 06:23:05 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.08 35.82 ng 2295360 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 297 (5.081 min): BF091298.D (-293) (-) m/z 43.00 100.00%
43
59
5000
101 I AR R L
480 5.00 5.20 5.40
e Sl B3 eo 7783 | “h/z 59.10  55.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL IR IR IR
59 480 5.00 520 5.40
m/z 58.00 16.17%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 .51%
a1 101
15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B mmmn
59 480 5.00 5.20 5.40
m/z 41.05 8.88%
5000 41
31
| T
B 1 .1 O O N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 unknown6.65 Concentration Rank 1

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

6.65 86.27 ng 5528360 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 434 (6.647 min): BF091298.D (-431) (-) m/z 132.00 100.00%
5000 68
75 % 640 6.60 6.80 7.00
104 : . . .
..,....,....,...!,“.'.‘.‘? i Ol 87 L MS | Tm/z 68.10 49.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U IS A R
6.40 6.60 6.80 7.00
78 m/z 66.00 33.28%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 134.00 32.96%
104
66
14 27 37 4451 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R b R Eams m
132 6.40 6.60 6.80 7.00
m/z 69.10 19.95%
5000
33 44 g7 105
51 60 70 78 g 115
m/z--> 10 20 30 40 55 éo 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\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.94 4_.07 ng 286430 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 897 (11.939 min): BF091298.D (-895) (-) m/z 43.10 100.00%
43
1160 11.80 12.00 12.20
Frprreopite: m/z 73.00 90.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65565: Tridecanoic acid
73
43
5000 129
171 11.60 11.80 12.00 12.20
ZT o7 ‘ 214 m/z 60.00 88.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
1160 11.80 12.00 12.20
m/ 57.10 82.58Y%
5000 129 z 0
27 o7 185
58 113 157 228
wﬁwmwwrrwmwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid AL mart et
43 3 11.60 11.80 12.00 12.20
m/z 55.10 81.67%
5000
2
||||h||‘|‘ﬁ‘n”|”| T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.25 ng 145988 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 965 (12.716 min): BF091298.D (-963) (-) m/z 43.10 100.00%

8

73
5000
129
o7 185 5 L B B LB
157 213 ?1 284 326 394 12.40 12.60 12.80 13.00
Able e b e | m/z 60.00 96.16%
50 100

f
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129
9 12.40 12.60 12.80 13.00
! 185 sy 284 m/z 73.00 87.32%
15, \.w}?ﬁ.‘\.w,z%?. A S
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 12.40 12.60 12.80 13.00
5000 284 m/z 57.00 83.11%
129
97
185 241
157 213 311 372
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid R Ry
43 73 12.40 12.60 12.80 13.00
m/z 55.10 80.64%
5000
129 242
‘ 97 ‘ 171 199
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF112316\
BF091298.D

24 Nov 2016 2:00

UM/SJ

H5740-14

21 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 8

Peak Number

8 1-Docosene

R.T. EstConc Area Relative to ISTD R.T.
13.88 5.62 ng 365464 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91

Abundance Scan 1067 (13.882 min): BF091298.D (-1065) (-) m/z 57.10 100.00%
97
83
5000
111 R e
139 230 13.60 13.80 14.00 14.20
oL L AT A7 204 20253 289 816 884 | nsz 55.05  97.66%
m/z--> 50 100 150 200 250 300 350
Abundance #121980: 1-Docosene
57 97 &v#_ﬂ~n~$J
5000 13.60 13:80 14.00 14.20
20 ‘ 125 308 m/z 43.10 95.92%
..J.‘ j ‘ h W h h h i ?{“?09 238 280 |
m/z--> 50 200 250 300 350
Abundance
3 o
13.60 13.80 14.00 14.20
5000 m/z 83.05 63.32%
111
63 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester T T T T
57 8 13.60 13.80 14.00 14.20
m/z 41.05 59.15%
5000 111
29
1139 167 210 238 263
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Indeno[1l,2,3-fg]naphthacene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.18 3.68 ng 239318 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indeno[1,2,3-fg]naphthacene 302 C24H14 000203-11-2 89
2 1,2:3,4-Dibenzopyrene 302 C24H14 000191-30-0 70
3 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 64
4 3,4:9,10-Dibenzopyrene 302 C24H14 000189-55-9 60
5 Dibenz(a,e)aceanthrylene 302 C24H14 005385-75-1 58
Abundance Scan 1093 (14.179 min): BF091298.D (-1087) (- m/z 302.10 100.00%
302
5000 /—\__/\/\/\/\
T a0 100 1430 g
123 202 248 274 - : - :
3659 79100123, | | 179 202 230248 2714 || 320 3%0 m/z 300.10 48.68%
m/z--> 50 100 150 200 250 300 350
Abundance #118897: Indeno[1,2,3-fg]naphthacene
302
150
5000 UL SRR B R
13.80 14.00 14.20 14.40
m/z 303.10 24 .22%
51 74 ‘%?‘124m 174 198 224 248 274
m/z--> 50 100 150 200 250 300 350
Abundance
302
13.80 14.00 14.20 14.40
5000 m/z 150.10 23.56%
150
17 39 75 100 124 185 223 248 272
m/z--> 50 100 150 200 250 300 350
Abundance #118889: 1,2:4,5—Dibenzopyrene LI AL L L BB B
302 13.80 14.00 14.20 14.40
m/z 151.00 16.48%
- M//\/f\/\/\‘
69 99 124 1?1 222 248 274 ‘[
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 9.00 ng 467607 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 96
2 Dodecanamide 199 C12H25N0 001120-16-7 86
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
Abundance Scan 1147 (14.797 min): BF091298.D (-1145) (-) m/z 59.00 100.00%
5000 AKA
83 0 1460 1480 15.00 15 20
3 114 302 14.40 14.60 14.80 15.00 15.20
o da5/A57 184206226 253276 2/7323 349370393 | “z7 7 75 00 50.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 A LA UM SUL B
14:40 14.60 14.80 15.00 15,20
m/z 55.05 48 _.09%
2| LB, Mase1se 184 220 253 2
m/z--> 5 100 150 200 250 300 350 400
Abundance
59
1440 14.60 14.80 15.00 15.20
5000 m/z 41.05 32 .30%
28
86 128 156 199
m/z--> 50 100 150 200 250 300 350 400
Abundance #91513: Hexadecanamide A B
59 14.40 14.60 14.80 15.00 15.20
m/z 43.10 31.96%
- MALJW
i .\\,u Lo e 0wz 25 IS
m/z--> 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 9-Tricosene, (2)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.30 ng 119397 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 98
2 Z-12-Pentacosene 350 C25H50 1000131-09-4 96
3 1-Tricosene 322 C23H46 018835-32-0 96
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
5 1-Docosanethiol 342 C22H46S 007773-83-3 90
Abundance Scan 1252 (15.997 min): BF091298.D (-1250) (-) m/z 57.10 100.00%
57
83
5000
) 196 207 255 278 304 83400y || 1560 1550 16,00 1620 16,40
m/z 55.05 85.25%
m/z--> 50 100 150 200 250 300 350
Abundance #129063: 9-Tricosene, (2)-
57 83
5000 111 LN IR SUNILR BRI I
15.60 15.80 16.00 16.20 16.40
29 - 220 m/z 83.10 75.72%
A ‘.“ |L' h.‘ , "H‘I \l‘\ Id“\l \\l‘ A :II'?? " ZII.QI(SIZIZL} |2|52| . .2.9‘:' . .“ e
m/z--> 50 100 150 200 250 300 350
Abundance
43
97 LN IR SUNILR BRI I
15.60 15.80 16.00 16.20 16.40
5000 69 m/z 43.10 74.30%
125 350
153 181 208 236257 200 322
m/z--> 50 100 150 200 250 300 350
Abundance #129061: 1-Tricosene A B
57 g3 15.60 15.80 16.00 16.20 16.40
m/z 97.05 72.61%
5000
111
29 /\M\,\/J\N\A\J
\‘ | I [ | \\ J‘\ \\ 1?9 ] 1169 196 224 252 294 32L2
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 unknownl6.49 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.49 48.75 ng 2532090 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Menthane, 3-(2-methyl-2-hydroxy-... 212 C14H280 1000160-06-0 27
2 3,7-Cyclodecadiene-1-methanol, .... 222 C15H260 021657-90-9 25
3 d,l-trans-4-Methyl-5-methoxy-1-(... 184 C11H2002 1000101-22-2 25
4 2-0Oxa-3-methylbicyclo(3.3.0)octane 140 C9H160 029183-69-5 25
5 Butanal, oxime 87 C4HONO 000110-69-0 18
Abundance Scan 1295 (16.488 min): BF091298.D (-1285) (-) m/z 59.05 100.00%
59
95
5000
16.20 16.40 16.60 16.80
0 m/z 95.10 71.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64513: Menthane, 3-(2-methyl-2-hydroxy-propyl)-
59
5000 L SR B UL UL
16,20 16.40 16.60 16.80
95 138 m/z 107.10 55.54%
‘“‘J“‘uh‘h“““lel-(?g:lugfuuuu||||||||||||||||||||
m/z--> 100 150 200 250 300 350 400
Abundance
59
03 16.20 16.40 16.60 16.80
5000 m/z 81.10 54.68%
161
121
31 189
mz-> 50 100 150 200 250 300 350 400
Abundance #45312: d,-trans-4-Methyl-5-methoxy-1-(1-hydroxy-1-isopro... B A RRREE R
59 16.20 16.40 16.60 16.80
m/z 93.10 53.27%
5000
123
T T \,w,d\,ﬁ//\\\_wmww
IIIIJ\A\J\IHI\MI“JIL\I \|‘|1|84|.||||| T N BB B I m I S e
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112316\
Data File : BF091298.D

Acq On : 24 Nov 2016 2:00

Operator : UM/SJ

Sample : H5740-14

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.77 86.1 ng 5517100 1 6.88 1281680 20.0
2-Pentanone, 4-hy... 5.08 35.8 ng 2295360 1 6.88 1281680 20.0
unknown6 .65 6.65 86.3 ng 5528360 1 6.88 1281680 20.0
Tridecanoic acid 11.94 4.1 ng 286430 4 11.40 1406420 20.0
Octadecanoic acid 12.72 2.3 ng 145988 5 14.03 1300540 20.0
1-Docosene 13.88 5.6 ng 365464 5 14.03 1300540 20.0
Indeno[1,2,3-fg]n... 14.18 3.7 ng 239318 5 14.03 1300540 20.0
9-Octadecenamide, ... 14.80 9.0 ng 467607 6 15.47 1038850 20.0
9-Tricosene, (2)- 16.00 2.3 ng 119397 6 15.47 1038850 20.0
unknown16.49 16.49 48.8 ng 2532090 6 15.47 1038850 20.0
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