LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF030717.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 heiaht area % max. total

1 4.756 248 251 256 rBVY 1865375 4137241 1.54% 0.861%
2 6.379 384 393 395 rBV2 8151264 37256037 13.88% 7.757%
3 7.373 437 480 481 rBV 11354117 268481565 100.00% 55.897%
4 7.842 516 521 522 rBVY 1406341 3674720 1.37% 0.765%
5 8.024 532 537 538 rBY 2011678 2772159 1.03% 0.577%

8.219 541 554 555 rBV 6391084 23631368 8.80% 4._.920%
8.813 599 606 608 rBV 1028166 4516395 1.68% 0.940%
8.893 612 613 620 rvB4 1381393 2699526 1.01% 0.562%
4399729 6930878 2.58% 1.443%
9.647 673 679 684 rBV 1767787 9002179 3.35% 1.874%
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11 9.956 699 706 711 rBV2 3664471 17207141 6.41% 3.583%
12 10.162 718 724 727 rVvV2 1552937 8223192 3.06% 1.712%
13 10.219 727 729 732 rVB 1515258 3444657 1.28% 0.717%
14 10.585 757 761 768 rVvB2 1084797 3519122 1.31% 0.733%
15 10.710 768 772 774 rBV 2636855 7048218 2.63% 1.467%

16 11.065 793 803 806 rBVv3 2831210 19228626 7.16% 4._.003%
17 11.991 862 884 885 rBV10 4243513 49067113 18.28% 10.216%
18 14.654 1113 1117 1125 rVB2 3689973 9470759 3.53% 1.972%

Sum of corrected areas: 480310896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample - 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093518.D
1.2e+07 737

le+07
6.38

8000000
6000000

4000000
4.76

2000000 M

O T —

T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093518.D

1.2e+07

le+07

8000000

6000000

4000000

20000001

O e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093518.D

1.2e+07

le+07

8000000 14.65

6000000

4000000

2000000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Ethyl-trans-2-butenal Concentration Rank 15

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

4.76 2.22 ng 4137240 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-trans-2-butenal 98 C6H100 063883-69-2 93
2 2-Pentenal. 2-methvl- 98 C6H100 000623-36-9 87
3 2-Butenal. 2-ethvl- 98 C6H100 019780-25-7 80
4 2-Pentene. 3-ethvl- 98 C7H14 000816-79-5 80
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 64

Abundance Scan 251 (4.756 min): BF093518.D (-248) (-) m/z 41.10 100.00%
41.1
5000 98.1
55.1 69.0 / @ f&
|l 83|'1 111 146.9 440 4.60 4.80 5.00
Ot e e e e e e e e e m/z 98.10 45_41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3146: 2-Ethyl-trans-2-butenal
41.0
98.0
5000
55,0 69.0 4.40 4.60 4.80 5.00
290 83.0 m/z 39.05 36.17%
"&ﬁgP”HP'JLM”thIWmi””li“l”hu”'ﬁ”'ﬁ”'ﬁ”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
41.0
98.0
440 4.60 4.80 5.00
5000 69.0 m/z 69.05 35.32%
29.0 55.0 83.0
15.0
mmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3128: 2-Butenal, 2-ethyl-
41.0 98.0 440 4.60 4.80 5.00
' m/z 55.10 32.56%
5000
55.0 9.0
"&%%'”W””I””"”P”'P”W'”W””I””P'”P”'P”W'”W”' B AR RN RN R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 440 4.60 4.80 5.00

8270-BF030717.M Fri Mar

10 15:39:48 2017

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dipropylene glycol Concentration Rank 1

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

8.22 170.49 ng 23631400 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol 134 C6H1403 025265-71-8 53
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 53
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 53
4 2-Propanol. 1-Tl1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 53
5 2-Propanol, 1,1"-[(1-methyl-1,2-___. 192 C9H2004 001638-16-0 53

Abundance Scan 554 (8.219 min): BF093518.D (-541) (-) m/z 59.10 100.00%
5d.1
5000
103.1
7.80 8.00 8.20 8.40 8.60
o‘ﬁ—ou;ll A " | Adezirn2 B Tm/z 103.10 0 24.46%
m/z--> 50 100 150 200 250 300
Abundance #14578: Dipropylene glycol
59.0
5000 LR AN U RSN
31.0 103.0 7.80 8.00 8.20 8.40 8.60
m/z 105.10 22 .24%
........l....................|
m/z--> 50 100 150 200 250 300
Abundance
59.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 45.05 19.05%
103.0
31.0
147.0175.0 221.0 265.0
m/z--> 50 100 150 200 250 300 '
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)- B EmaamEaEE R ]
59.0 7.80 8.00 8.20 8.40 8.60
m/z 57.10 18.98%
5000
31.0 103.0
....”,....,.... ——— R
m/z--> 50 100 150 200 250 300 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Salicylic Acid Concentration Rank 5

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

8.81 32.58 ng 4516400 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicvlic Acid 138 C7H603 000069-72-7 97
2 2.3-Benzofurandione 148 C8H403 004732-72-3 81
3 Aspirin 180 C9H804 000050-78-2 47
4 Ethanone. 1-(6-methvl-3-pvridinvl)- 135 C8H9NO 036357-38-7 42
5 2-Hydroxyethyl salicylate 182 C9H1004 000087-28-5 42

Abundance Scan 606 (8.813 min): BF093518.D (-599) (-) m/z 120.10 100.00%
92.1 12p.1 A\l
5000
64.0
T T T T T T T T T T T
381 8.40 8.60 8.80 9.00 9.20
et e 278622050 et Tm/z 92.10 96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16612: Salicylic Acid
92.0 120.0
5000 RS AR LRSS SRR A
64.0 840 8.60 880 9.00 9.20
39.0 m/z 138.10 46.84%
\\‘ ) \‘\ M‘ "
T T T T [rrrT IIIIIIIII IR DA DA SN BN D D B A B

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

?

Abundance
120.0
e
8.40 860 8.80 9.00 9.20
5000 92.0 m/z 64.00 33.09%
64.0
29.0 148.0
mrwmwmﬁwﬁwwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43206: Aspirin R e
120.0 8.40 860 8.80 9.00 9.20
m/z 63.00 23.00%
43.0
5000 92.0
n | 149.0 180.0
”P“wnupnwuupu.uupn.””.”.””.”.””.”.””.”quup. A REREE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8. 40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Propenal, 2-methyl-3-phenyl- Concentration Rank 10

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

8.89 19.48 ng 2699530 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 2-methvl-3-phenvl- 146 C10H100 000101-39-3 90
2 8-Ouinolinol. acetate 187 C11H9NO2 002598-29-0 43
3 2(1H)-0Ouinolinone 145 C9H7NO 000059-31-4 43
4 4-OQuinolinol 145 C9H7NO 000611-36-9 43
5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 43

Abundance Scan 613 (8.893 min): BF093518.D (-612) (-) m/z 145.10 100.00%
145.1
117.1
5000
91.1
511 8.60 8.80 9.00 9.20
0 1721 197.9 267.1 m/z 117.10 56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20661.: 2—Propenal_, 2-methyl-3-phenyl-
117.0 145.0
5000 R R R RN
91.0 8.60 8.80 9.00 9.20
51.0 ‘ m/z 146.10 55.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145.0
117.0 8.60 8.80 9.00 9.20
5000 m/z 115.10 54 .65%
89.0
150 430
65.0 187.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20598: 2(1H)-Quinolinone R L B S
145.0 8.60 8.80 9.00 9.20
m/z 91.10 26.20%
117.0
5000 90.0
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Tetradecane Concentration Rank 12

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

9.19 15.40 ng 6930880 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane. 6-methyl- 198 C14H30 013287-21-3 91
4 Tridecane 184 C13H28 000629-50-5 83
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 639 (9.190 min): BF093518.D (-637) (-) m/z 57.10 100.00%

517.1
5000
85.1

8.80 9.00 9.20 9.40 9.60

113.2
Obrrrprreter bl e 1412 169.2 19838 2831 Thyz 43.10 70.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57.0
5000 85.0 O L B L
8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 52.36%
ek 1130 1010 190 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10 33.06%
85.0
29.0

113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #55022: Tridecane, 6-methyl- T T
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 32.11%
5000
29-0‘ 80 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopropane, nonyl- Concentration Rank 7

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

9.65 20.00 ng 9002180 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. nonvl- 168 C12H24 074663-85-7 95
2 1-Decene 140 C10H20 000872-05-9 90
3 1-Undecanol 172 C11H240 000112-42-5 90
4 Cvclooctane 112 C8H16 000292-64-8 87
5 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 86

Abundance Scan 679 (9.647 min): BF093518.D (-673) (-) m/z 55.10 100.00%
54.1
83.1
5000
111.1 AR R IR AN RO
140.2 9.40 9.60 9.80 10.00
0 ) M02 1732 2202 2674 3552 4310 75.01%
m/z--> 50 100 150 200 250 300 350
Abundance #34735: Cyclopropane, nonyl-
55.0
5000 830 LR IS IR IR R
9.40 9.60 9.80 10.00
27,0 m/z 69.10 74 .25%
‘ ‘ k1101400
0 P
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
940 9.60 9.80 10.00
5000 83.0 m/z 56.10 72.91%
27,0
1119440,
m/z--> " 50 100 150 200 250 300 350
Abundance #37465: 1-Undecanol R AR RRRES T
58.0 9.40 9.60 9.80 10.00
m/z 41.10 70.77%
83.0
5000
o) 4o
I
m/z--> 50 100 150 200 250 300 350 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Isatoic anhydride Concentration Rank 4

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

9.96 38.23 ng 17207100 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isatoic anhvdride 163 C8H5NO3 000118-48-9 80
2 Spiroll.3-dioxolane-2.3"-T3Hlind... 191 C10H9NO3 006714-68-7 78
3 Benzeneacetaldehvde. 4-methvl-_a... 163 C9HINO2 017628-76-1 59
4 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 43
5 2,3-Benzofurandione 2-monooxime 163 C8H5N0O3 040701-27-7 43

Abundance Scan 706 (9.956 min): BF093518.D (-699) (-) m/z 163.10 100.00%
1191 16p1
5000 911
63.0
9.60 9.80 10.00 10.20
ol T0ulin bou Lo ) ts012188 3551 77979 10 | 79.58%
m/z--> 50 100 150 200 250 300 350
Abundance #31389: Isatoic anhydride
119.0
92.0
5000
64.0 163.0 9.60 9.80 10.00 10.20
380 | m/z 91.10 37 .85%
T — o ——r— ——r— ——r— :
m/z--> 50 100 150 200 250 300 350
Abundance
163.0
119.0 AR SR SRR SUNRE
9.60 9.80 10.00 10.20
m/ 92.10 28.91%
5000 92.0 z 0
38.0 64.0 191.0
m/z--> '~ s0 100 150 200 250 300 350
Abundance #31490: Benzeneacetaldehyde, 4-methyl-.alpha.-oxo-, aldoxime R e e e EAmEE
119.0 9.60 9.80 10.00 10.20
m/z 120.10 18.43%
1 \J\\/\,\”
5000
163.0
65.0
34. N L
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Tetradecanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.16 18.27 ng 8223190 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 91
2 Cvclooctane. methvl- 126 C9H18 001502-38-1 91
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 91
4 1-Dodecanol 186 C12H260 000112-53-8 91
5 1-Undecanol 172 C11H240 000112-42-5 91

Abundance Scan 724 (10.162 min): BF093518.D (-718) (-) m/z 55.10 100.00%

55.1
83.1
5000

9.80 10.00 10.20 10.40

Y — 1% 2012 232.2 3410 "m/z 43.10 78.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65757: 1-Tetradecanol
55.
5000 290 T TT T T[T T T T[T T 1T LELELEL B

9.I80 lO.IOO 10.I20 10.I4O
m/z 69.10  75.78%

REaTaR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

%

55.0

9.80 10.00 10.20 10.40
5000 m/z 83.10 66.20%

29.0 83.0 111.0

3

WTWWTWTWWTWTWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72494: 7-Hexadecene, (2)- B R R R E e e e
9.80 10.00 10.20 10.40

m/z 57.10 65.20%

5000

:

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.22 7.65 ng 3444660 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 78
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 78
3 Nonadecane 268 C19H40 000629-92-5 78
4 Undecane 156 C11H24 001120-21-4 78
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 729 (10.219 min): BF093518.D (-727) (-) m/z 57.10 100.00%
57.1
5000 85.1 \\\\H_/A\f_//\/\\\\q/\v/\HN/A
[Trrrfrrrrp T
113.2 9.80 10.00 10.20 10.40 10.60
0.,....,|'... b 2412 108.2 1972 22632490 2811 sz 71.10  60.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45557: Dodecane, 3-methyl-
57.0
5000 R AR SURIN BN R

9.80 10.00 10.20 10.40 10.60
85.0 m/z 43.10 59.75%

29.0
050
\H Il

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

%

43.0

71.0 o O B
9.80 10.00 10.20 10.40 10.60

5000 m/z 85.10 40.27%

99.0 126.0 1540 183.0

%

226.0
mﬁwﬁmﬁwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane T o LA
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 18.73%
85.0
5000
29.0
| oy 1180 1410 169.0_197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.71 7.33 ng 7048220 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 81
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Hexadecane 226 Cl16H34 000544-76-3 78
Abundance Scan 772 (10.710 min): BF093518.D (-768) (-) m/z 57.10 100.00%
57.1
5000 [\\_\jﬁk/\HN/\\/\V\ffw'/A\
85.1
113.2 10.40 10.60 10.80 11.00
180.1
ol .|', el B0 21122403 2831 3ALOL TnsoTU71 10 65.25%
m/z--> 50 100 150 200 250 300
Abundance #82607: Heptadecane
57.0
5000 85.0 1630 1060 10580 1166
29.0 m/z 43.10 58.07%
L [M30141016901060 2400
m/z--> 50 100 150 200 250 300
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 34.63%
29.0 85.0
113.0141.0 184.0
m/z--> 50 100 150 200 250 300
Abundance #45555: Dodecane, 4-methyl- R e EEmma B
43.0 71.0 10.40 10.60 10.80 11.00
m/z 41.10 24 _46%
5000 q\\\jj\\/r\N/\Jﬂf\rj///*/\\
‘ 99.0  141.0
sol J b h il e e
m/z--> 50 100 150 200 250 300 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.06 20.00 ng 19228600 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 47
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 803 (11.065 min): BF093518.D (-793) (-) m/z 73.10 100.00%
73.1
41.1
5000 129.1
185.2
LR UL SR SURLE B
101.1 157 > | 2233 10.80 11.00 11.20 11.40
0 |72 | b 2982 3Ll Th/7z 60.05  91.16%
m/z--> 50 100 150 200 250 300
Abundance #75070: Tetradecanoic acid
43.0 ,73.0
5000 129.0 10180 1100 1150 1140
185. 2280 m/z 55.10 62.73%
1 .
:!-7'.4‘. H\‘ IHH HM cﬁ\ 1‘ ‘15‘7..0.‘ .‘. — ‘. : ——— ]
m/z--> 50 150 200 250 300
Abundance
73.0
3.0 10.80 11.00 11.20 11.40
5000 m/z 41.10 56.67%
129.0
99.0
17.0
m/z--> éo 160 150 200 250 300 '
Abundance #96381: 11-Bromoundecanoic acid R RERRE R L
60.0 10.80 11.00 11.20 11.40
m/z 43.10 56.22%
5000
29.0
oo beg 10 M
|‘|‘“|‘hw IIF:M H\I\‘\]I57IQII‘I |22|?.|0||2§6|.0|| —— — —r —r —r —
m/z--> 50 100 150 200 250 300 1080 1100 1120 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 51.04 ng 49067100 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Z-10-Tetradecen-1-ol acetate 254 C16H3002 1000130-99-3 60
3 Oleic Acid 282 C18H3402 000112-80-1 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 42
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 41
Abundance Scan 884 (11.991 min): BF093518.D (-862) (-) m/z 55.10 100.00%

1

;

5000
129.1
R S e S
157.2179.2 2132 236.2256.3 oo, | 11.60 11.80 12.00 12.20 12.40
0! - m/z 41.10 87.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L B L B L B L L L L
11. 60 11. 80 12. OO 12 20 12. 40
1290 m/z 43.10 71.48%
97 0 256.0

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

3

Abundance
43.0
R R S e o S
11.60 11.80 12.00 12.20 12.40
5000 69.0 m/z 73.10 61.71%
97.0
11807380 1680 196.0 225.0 254.0

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

Abundance #107519: Oleic Acid I RREEEEEES T

11.60 11.80 12.00 12.20 12.40
m/z 69.10 59.16%

5000

k

37.0 161.0 185.0 213.0 236.0 264.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093518.D

Aca On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample : 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl4.65 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.65 20.00 ng 9470760 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. phenvimethv... 344 C23H3602 077509-01-4 38
2 3-Chloropropionic acid. 3-tridec... 290 C16H31CI02 1000282-03-9 28
3 3-Dodecene. 1-(benzvloxv)-4-methvl 288 C20H320 1000196-92-3 25
4 9-Octadecenoic acid (2)-. phenvl... 372 C25H4002 055130-16-0 23
5 2a,6a-Methano-1H-cyclopropa[b]na... 296 C12H12Cl4 102618-60-0 14
Abundance Scan 1117 (14.654 min): BF093518.D (-1113) (-) m/z 91.10 100.00%
91.1
e “//\'\/k
AL RN BN
41. 14.40 14.60 14.80 15.00
137.2179.2 263.3
0 oy 22k B2 8724 4618 514l Tm/z 83.10  18.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138979: 9-Hexadecenoic acid, phenylmethyl ester, (2)-
91.0
5000 LRI S SURBULS I I
41. mmmmmmmm
T m/z 69.10 15.45%
m/z--> 50 100 150 200 250 360 3éo 460 4éo 560
Abundance
91.0
41.0 1440 1460 14.80 15.00
5000 m/z 97.10 15.37%
182.0 ﬁ~”*vx~w\/\kawvvJ“
139.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4éo 560
Abundance #111121: 3-Dodecene, 1-(benzyloxy)-4-methyl A BT B S
91.0 14.40 14.60 14.80 15.00
m/z 55.10 14 .60%
5000 Fﬁghﬁﬁj\\"ﬂv/\\”\Ap_vxﬁ,,\_
41-1 i 197.0
| M j M 1540 | 02880
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&'30 4(')0 4&'30 5(')0 14'40 14. 60 14. 80 15. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
Data File : BF093518.D

Acq On : 10 Mar 2017 11:53

Operator : SJ/MA

Sample - 12176-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

11.30 19228600 20.0
11.30 19228600 20.0
14.04 9470760 20.0

Tetradecanoic acid 11.06 20.0 ng 19228600
n-Hexadecanoic acid 11.99 51.0 ng 49067100
unknownl14 .65 14.65 20.0 ng 9470760

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Ethyl-trans-2-b. .. 4.76 2.2 ng 4137240 1 6.76 37256000 20.0
Dipropylene glycol 8.22 170.5 ng 23631400 2 8.06 2772160 20.0
Salicylic Acid 8.81 32.6 ng 4516400 2 8.06 2772160 20.0
2-Propenal, 2-met. .. 8.89 19.5 ng 2699530 2 8.06 2772160 20.0
Tetradecane 9.19 15.4 ng 6930880 3 9.78 9002180 20.0
Cyclopropane, nonyl- 9.65 20.0 ng 9002180 3 9.78 9002180 20.0
Isatoic anhydride 9.96 38.2 ng 17207100 3 9.78 9002180 20.0
1-Tetradecanol 10.16 18.3 ng 8223190 3 9.78 9002180 20.0
Dodecane, 3-methyl- 10.22 7.7 ng 3444660 3 9.78 9002180 20.0
Heptadecane 10.71 7.3 ng 7048220 4 11.30 19228600 20.0

4
4
5
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