LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 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-BF013017.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

3.207 95 98 108 rVB 170163 365515 2.99% 0.742%
4.281 186 192 194 rBV 5581031 12220745 100.00% 24.812%
252 255 rBV 4535935 10124637 82.85% 20.556%
6.430 378 380 388 rBvV 824597 961154 7.86% 1.951%
6.556 388 391 394 rvv2 191549 209040 1.71% 0.424%
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6.784 408 411 413 rBvV 982203 1217145 9.96% 2.471%
6.853 415 417 419 rBvV 144274 158993 1.30% 0.323%
424 427 rBV 2861196 3094006 25.32% 6.282%
7.116 438 440 445 rBvV 222114 222407 1.82% 0.452%
7.356 458 461 463 rBV 2903209 2857912 23.39% 5.803%

(@R {cNec R NNe))
(0}
©
w
w
I
N
N

11 8.064 521 523 526 rBV 1080124 1561441 12.78% 3.170%
12 9.150 615 618 620 rBV 4306226 4477753 36.64% 9.091%
13 9.539 650 652 656 rvB 248186 295713 2.42% 0.600%
14 9.756 669 671 673 rBvV 100844 123938 1.01% 0.252%
15 9.825 674 677 679 rvV 1530041 1592994 13.04% 3.234%

16 10.248 713 714 716 rVB 160884 124394 1.02% 0.253%
17 10.716 754 755 760 rVB 146888 263218 2.15% 0.534%
18 11.173 793 795 796 rBV 93450 129155 1.06% 0.262%
19 11.310 804 807 808 rBV 1030702 1437813 11.77% 2.919%
20 11.871 854 856 858 rBV 337800 466425 3.82% 0.947%

21 11.928 858 861 864 rvB2 112151 174647 1.43% 0.355%
22 12.522 911 913 915 rBV 165776 209087 1.71% 0.425%
23 12.751 930 933 936 rBV 138314 201384 1.65% 0.409%
24 12.888 942 945 948 rBV 3110889 2999921 24.55% 6.091%
25 13.779 1020 1023 1029 rVB2 196058 298770 2.44% 0.607%

26 13.939 1035 1037 1043 rVB 1001980 1168582 9.56% 2.373%
27 14.408 1076 1078 1083 rBV3 67756 160118 1.31% 0.325%
28 15.002 1128 1130 1133 rVB 76173 127651 1.04% 0.259%
29 15.357 1158 1161 1164 rBV 869007 1088374 8.91% 2.210%
30 15.757 1193 1196 1198 rBV 132763 195375 1.60% 0.397%

31 16.214 1233 1236 1241 rVB 134491 250203 2.05% 0.508%

32 16.751 1280 1283 1288 rVB 119345 266351 2.18% 0.541%
33 17.380 1335 1338 1343 rVB3 80395 208161 1.70% 0.423%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 49253022
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030317\

BF093384.D

4 Mar 2017  2:57

SJ/MA

12078-13

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF093384.D
28

4.97

6.93

7.36

0
Time-->

5.00

4.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

8.06

TIC: BF093384.D

9.15

12.89

9.82
11.31

11.87
11.1 1.93

12.5212.7

9 1025  10.72
A N

T
Time--> 8.00

11.50 12.00 12.50

I
9.50 10.00 10.50 11.00

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000
.78

0

13.94

TIC: BF093384.D

15.36

14.41 15.00 15.76 16.21 16.75 17.38

14

Time-->

.00

17.50 18.00 18.50

14.50 15.00

15.50 16.00 16.50 17.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.21 6.01 ng 365515 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 33
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 30
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 98 (3.207 min): BF093384.D (-95) (-) m/z 43.05 100.00%
43.0
5000 {\\
R R e
55.1 83.1 2.80 3.00 3.20 3.40 3.60
L RNV 17 SN NN m/z 83.10 10.53%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0
5000 RS LU LS AR R
280 3.00 320 3.40 3.60
m/z 39.10 8.95%
200 55.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.10 6.51%
55.0
27.0
10 63.0 71.0 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl- B BEa EE e T
43.0 2.80 3.00 3.20 3.40 3.60
m/z 41.10 5.07%
27.0
0 %0 60 s0 %O
m/z--> 10 20 30 40 50 60 70 8 90 100 280 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.28 200.81 ng 12220700 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 192 (4.281 min): BF093384.D (-186) (-) m/z 55.05 100.00%
54.0 83.1
5000 43.1 98.1
‘ o er 400 420 440 460
o S L e o L3 11 S R TNSY SVl M m/z 83.10 98.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 290 98.0 400 420 440 460
m/z 43.10 40.68%
“\ \\‘\ w‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
83.0
250 IEBENARBE SRR S
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 35.25%
29.0
98.0
69.0
LIS FURELELS SRR FULELE UL UL SURELEL SURLELEN S SIS S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- A B b
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 28 .48%
41.0
5000 270 98.0
15.0 ‘ 69.0
”'I'L'I'”lh'”‘il”'ij'l'”hh'”'F'h'l'”'W'”'I IBENARE SR S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.97 166.37 ng 10124600 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 252 (4.967 min): BF093384.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
ot 460 480 500 5.20 5.40
NS TS = O AN B - - o B 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I I I
59.0 460 480 500 520 540
m/z 101.10 18.04%
0 a3el0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 5.20 5.40
5000 41.0 m/z 58.10 16.48%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- S B R B B
59.0 460 480 500 520 540
m/z 41.05 9.57%
5000
41.0
..,....,...HHM...H:MM???uI:;....Z%Q.,.gqp,....m....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.56 Concentration Rank 12

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

6.56 3.43 ng 209040 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 391 (6.556 min): BF093384.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 sao || o0 % Tk om0 6o ok
e e el P e b e m/z 68.10 43 .77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 NS SR SRR
620 6.40 6.60 6.80
33.0 44.0 00 105.0 m/z 134.10 31.26%
|||‘|‘|56q|l‘|860|‘|‘||| T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 28.57%
41.0 97.0
53.0
79.0 117.0
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.34%
5000
104.0
66.0

140 27.0 390 510 7 710 g95 | 1150 |

T T T e R e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1-Hexanol, 2-ethyl- Concentration Rank 14

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

6.85 2.61 ng 158993 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 Propanoic acid. 2.2-dimethvl-. o... 214 C13H2602 027751-88-8 64
3 2-Decene. 5-methvl-. (2)- 154 C11H22 074645-86-6 53
4 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 47

Abundance Scan 417 (6.853 min): BF093384.D (-415) (-) m/z 57.05 100.00%
5%.0
5000
41.0
70.1 83.1 6.60 6.80 7.00 7.20
98.1
SN ..','|. cell PR M 1482 0 Tn/z 41.05 28.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13212: 1-Hexanol, 2-ethyl-
57.0
410 6.60 6.80 7.00 7.20
27.0 70.0 m/z 43.05 23.68%
10 ||| 980 9010
m/z--> 20 45 eb b 160 150 150 1éo
Abundance
57.0
" 6.60 6.80 7.00 7.20
5000 410 m/z 55.05 19.07%
103.0
27.0 71.0 g5
LI LA S S SRR S };%9' T '%qﬁo}7¥9|
m/z--> 20 40 60 80 100 120 140 160
Abundance #25858: 2-Decene, 5-methyl-, (2)- L L N L D DL
57.0 6.60 6.80 7.00 7.20
m/z 56.05 15.03%
5000
43.0
29.0 98.0
| ‘H | 79840 X% 1120160 1540
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 ' 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

712 3.65ng 222407  1,4-Dichlorobenzene-da 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 2-Cvclohexen-1-one. 3-methvl- 110 C7HI00 001193-18-6 91

2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 64
3 2-Cvclopenten-1-one 82 C5H60 000930-30-3 53
4 Betazole 111 C5HON3 000105-20-4 49
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 45
Abundance Scan 440 (7.116 min): BF093384.D (-438) (-) m/z 82.10 100.00%
8.1
5000
391 541 110.1
———
67.1 951 6.80 7.00 7.20 7.40
S T P MO0 NSO 2 — m/z 110.10 35.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5702: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 ||||||,\|||||||||||||||||
390 54.0 110.0 6.80 7.00 7.20 7.40
' m/z 54.10 35.05%
27.0 67.0
SR NS VS T 1 e e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
A ey
6.80 7.00 7.20 7.40
5000 43.0 110.0 m/z 39.10  34.33%
58.0
27.0
70.0 95.0 122.0135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1154: 2-Cyclopenten-1-one
82.0 6.80 7.00 7.20 7.40
0
39.0 m/z 53.00 9.81%
5000 540
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.66 ng 263218 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 78
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 755 (10.716 min): BF093384.D (-754) (-) m/z 57.10 100.00%

5%.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 70.99%

113.1

1411 169.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0
5000 LI L L L L L L L BB |
85.0 10.40 10.60 10.80 11.00
20.0 m/z 71.10 50.73%
\‘ ‘ [ - 113 0 1410 169.0 212.0
”.,”..“..w..”,.”.,”..“.....” e EAARERERE
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
A B ARE ST e S
10.40 10.60 10.80 11.00
5000 m/z 85.10 31.80%
85.0
29.0
113.0 1410 169.0 197.0 226.0
A B I I e R B LR I A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane R e A RRa
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.85%
5000 85.0
29.0
“ | 1130 140 1690 1980

m/z--> 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10. 80 11. OO

8270-BF013017.M Tue Mar 07 06:19:44 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.43 ng 174647 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 80
2 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 72
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 72
4 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 72
5 Dibutyl phthalate 278 C16H2204 000084-74-2 56
Abundance Scan 861 (11.928 min): BF093384.D (-858) (-) m/z 149.10 100.00%
149.1
5000
431 701 1040 190.1 9932 11.60 11.80 12.00 12.20
Olrrrprrr ek et b o2 b e e || M7z 43.10  11.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88285: 1,2-Benzenedicarboxylic acid, dipropyl ester
149.0
5000 R UL UL BN UL
11,60 11.80 12.00 12.20
m/z 41.10 9.84%
180 430 760 1040 | | 20?0 250.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
149.0
11.60 11.80 12.00 12.20
5000 m/z 150.10 9.34%
41.0 76.0 104.0 223.0 278.0
wwwmwmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149.0 11.60 11.80 12.00 12.20
m/z 55.05 7.41%
5000
‘41‘0‘670 104.0 | 223.0
mz> 20 40 60 80 100 130 140 160 180 200 250 240 280 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.11 ng 298770 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1023 (13.779 min): BF093384.D (-1020) (-) m/z 57.10 100.00%
51.1

83.1

5000

%

139.2 13.40 13.60 13.80 14.00

182.2 210.2 2341 261.2282.2

0 m/z 43.10 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0

5000

111.0 13.40 13.60 13.80 14.00
m/z 55.10 68.25%
2?‘-0 L ) 139.0 1680  210.0 238.0
-
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R
83.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 59.92%
111.0
29.0

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

51

Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester e A REame nma e
43.0 13.40 13.60 13.80 14.00
m/z 97.10 48.86%
69.0
5000
d “ 125.0 169.0 1950 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.41 2.74 ng 160118 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 60
3 Tetradecane 198 C14H30 000629-59-4 60
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 58
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 55

Abundance Scan 1078 (14.408 min): BF093384.D (-1076) (-) m/z 57.10 100.00%

57.1

:

5000

14.00 14.20 14.40 14.60 14.80
m/z 43.10 66.85%

146.2 172.2

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91034: Octadecane
57.0
5000 85.0 L e
29.0 ’ 14. 00 14 20 14. 40 14. 60 14. 80

m/z 71.10 52.62%

k8 300 1090 170 s 240

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

é

Abundance
57.0
S mE e R ERREE m
14.00 14.20 14.40 14.60 14.80
5000 85.0 m/z 55.10 40.41%
29.0 197.0 M
113.0
20 141.0 169.0 225.0
Wmﬁwmmwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane I RREEEEEES T
57.0 14.00 14.20 14.40 14.60 14.80
m/z 85.10 39.39%
5000 85.0
29.0
“ ‘ “ ‘ ‘1130 141.0 169.0 1980

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Nonacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.35 ng 127651 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 78
4 Hexacosane 366 C26H54 000630-01-3 78
5 Tetratetracontane 619 C44H90 007098-22-8 78
Abundance Scan 1130 (15.002 min): BF093384.D (-1128) (-) m/z 57.10 100.00%
57.1
5000 NJV\J\J““--AN“AA”’“”/\\vx
7.1 e R 1 on 15
l | } | 14121771 2192 27013053 355.2 14.60 14.80 15.00 15.20 15.40

el RS e m/z 71.10 59_25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0

5000 B o o R
14 60 14. 80 15. 00 15 20 15. 40

m/z 43.10 58.23%

99.0
26,0, \ L 1410 1830 2250 267.0 309.0 351.0  408.0
26,0, 02670 300.0 3510  408.C
m/z--> 50 100 150 200 250 300 350 400

Abundance
57.0
R B R
14.60 14.80 15.00 15.20 15.40
5000 m/z 85.10 41 _.83%
99.0
25.0 141.0 ]_830 2400
m/z--> 50 100 150 200 250 300 350 400
Abundance #115573: Eicosane, 3-methyl- B B e
57.0 14 60 14. 80 15. 00 15 20 15. 40
m/z 41.10 20.38%
5000
‘ | | 190 1410 1830 2250 279
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.76 3.59 ng 195375 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Dodecane 170 C12H26 000112-40-3 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1196 (15.757 min): BF093384.D (-1193) (-) m/z 57.10 100.00%

57.1

5000

15.40 15.60 15.80 16.00
m/z 71.10 67.63%

141.1 169.2 207.1 242.2266.1 298.2 331.2
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #99476: Nonadecane
57.0
85.0
5000 l|llllllllllllllll|l
15.40 15.60 15.80 16.00
29.0 m/z 43.10 58.98%
Ll h\11301410 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
T
71.0 15.40 15.60 15.80 16.00
5000 m/z 85.10 47.54%

98.0 127.0 170.0

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

Abundance #123100: Pentadecane, 8-heptyl- AR BT S
57.0 15.40 15.60 15.80 16.00
m/z 55.10 23.25%
5000 85.0
113.0 2100
‘\ Ml 0 160.0 23902660 3090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.75 4.89 ng 266351 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 76
2 Pentadecane 212 C15H32 000629-62-9 70
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 68
4 Nonacosane 408 C29H60 000630-03-5 64
5 Eicosane 282 C20H42 000112-95-8 62

Abundance Scan 1283 (16.751 min): BF093384.D (-1280) (-) m/z 57.10 100.00%

51.1
5000 85.1 MJL\M
276.1

113.2941.1 16.40 16.60 16.80 17.00
16911981 245.1 311.2  356.2
...J,|.!l by 26911981  F 4 .S12 356 m/z 71.10 61.97%

m/z--> 50 100 150 200 250 300 350
Abundance #82606: Heptadecane
57.0
5000 85.0 ey
16. 40 16 60 16. 80 17.00
m/z 43.10 47 .26%
29.0 113.0
L b [ 141016901970 240.0
— ettt
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R LR R
16.40 16.60 16.80 17.00
5000 m/z 85.10 46 .48%
85.0
29.0
113.0141.0169.0 212.0 NgJVVA)waN/\\N/jNgWAhwx
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R e EEaE L
57.0 16.40 16.60 16.80 17.00
m/z 276.15 25.13%
5000 85.0
280 113.0 210.0
L, }‘L AT A410160.0 71 239.0266.0 309.0
— e e e e A B BN B
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093384.D

Aca On : 4 Mar 2017 2:57

Operator : SJ/MA

Sample : 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 16 Undecane, 2,9-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.38 3.83 ng 208161 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 86
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 72
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1338 (17.380 min): BF093384.D (-1335) (-) m/z 57.10 100.00%
T ’\/J\'Mm
5000 85.1
o
2711551 2041 252.2 2923 17.00 17.20 17.40 17.60
A ‘"I L2851 2041 2022 29233202 | qg7 o 71.10  65.03%
m/z--> 50 100 150 200 250 300 350
Abundance #45574: Undecane, 2,9-dimethyl-
57.0
5000 L AR SRR LU U
17.00 17.20 17.40 17.60
-, m/z 43.10  51.09%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
17.00 17.20 17.40 17.60
5000 m/z 85.10 47 .78%
28.0
9.0 45501830 310.0 JWM\VMM/b\,/\M,AJ\\ﬂN/vN
m/z--> " 50 100 150 200 250 300 350
Abundance #151356: Octadecane, 1-iodo- R REmEE e
57.0 17.00 17.20 17.40 17.60
m/z 99.15 22 .16%
5000
99.0 253.0
27,0 ‘ L] 34101690 211.0 | 380.0
m/z--> 50 1(')0 150 200 250 300 350 17.00 17.20 1740 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093384.D

Acq On > 4 Mar 2017 2:57

Operator : SJ/MA

Sample - 12078-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
4-Penten-2-one, 4... 3.21 6.0 ng 365515 1 6.78 1217150 20.0
3-Penten-2-one, 4... 4.28 200.8 ng 12220700 1 6.78 1217150 20.0
2-Pentanone, 4-hy... 4.97 166.4 ng 10124600 1 6.78 1217150 20.0
unknown6 .56 6.56 3.4 ng 209040 1 6.78 1217150 20.0
1-Hexanol, 2-ethyl- 6.85 2.6 ng 158993 1 6.78 1217150 20.0
2-Cyclohexen-1-on. .. 7.12 3.6 ng 222407 1 6.78 1217150 20.0
Pentadecane 10.72 3.7 ng 263218 4 11.31 1437810 20.0
1,2-Benzenedicarb... 11.93 2.4 ng 174647 4 11.31 1437810 20.0
Pentafluoropropio... 13.78 5.1 ng 298770 5 13.94 1168580 20.0
Octadecane 14.41 2.7 ng 160118 5 13.94 1168580 20.0
Nonacosane 15.00 2.4 ng 127651 6 15.36 1088370 20.0
Nonadecane 15.76 3.6 ng 195375 6 15.36 1088370 20.0
Heptadecane 16.75 4.9 ng 266351 6 15.36 1088370 20.0
Undecane, 2,9-dim... 17.38 3.8 ng 208161 6 15.36 1088370 20.0
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