LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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
1 3.001 77 80 91 rBv 45522 146262 1.23% 0.381%
2 3.230 97 100 112 rVB 178834 375545 3.16% 0.979%
3 4.304 188 194 196 rBVY 5279686 11866145 100.00% 30.920%
4 4.978 249 253 256 rBVY 3493208 7654260 64.51% 19.945%
5 6.464 381 383 389 rBV 71545 124440 1.05% 0.324%
6 6.807 410 413 415 rBV 626783 896737 7 .56% 2.337%
7 6.956 424 426 429 rBV 2112932 1934730 16.30% 5.041%
8 7.139 439 442 446 rBV 162894 223956 1.89% 0.584%
9 7.367 460 462 465 rBY 1182874 1517329 12.79% 3.954%
10 8.087 523 525 528 rBY 1219871 1164803 9.82% 3.035%

11 9.162 617 619 622 rBV 2461008 2690142 22.67% 7.010%
12 9.562 652 654 658 rBv 282755 296672 2.50% 0.773%
13 9.847 676 679 681 rBvV 933442 1338802 11.28% 3.489%
14 10.739 756 757 762 rBV3 96627 189208 1.59% 0.493%
15 10.842 765 766 768 rvv2 114466 136952 1.15% 0.357%

16 10.876 768 769 773 rVvV 82628 139427 1.17% 0.363%
17 11.025 781 782 785 rvv2 71700 119571 1.01% 0.312%
18 11.185 794 796 802 rBV3 73522 151755 1.28% 0.395%
19 11.322 806 808 814 rBV 1013890 1471577 12.40% 3.834%
20 11.893 855 858 860 rBvV 290004 398970 3.36% 1.040%

21 12.545 913 915 917 rBV 145753 152498 1.29% 0.397%
22 12.773 932 935 937 rVB 96641 137353 1.16% 0.358%
23 12.911 944 947 950 rBV 2550383 2519747 21.23% 6.566%
24 13.802 1021 1025 1030 rBV 181200 316006 2.66% 0.823%
25 13.974 1037 1040 1042 rBV 765130 1102401 9.29% 2.873%

26 14.705 1102 1104 1108 rBV2 199416 307839 2.59% 0.802%
27 15.391 1161 1164 1167 rBV 707045 874914 7.37% 2.280%
28 16.797 1284 1287 1291 rBV3 52288 129359 1.09% 0.337%

Sum of corrected areas: 38377400
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030117\

BF093305.D
1 Mar 2017 22:36
SJ/MA
12012-03
19 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 3-Penten-2-one Concentration Rank 9

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

3.00 3.26 ng 146262 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 91
2 3-Penten-2-one. (BE)- 84 C5H80 003102-33-8 76
3 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 72
4 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 64
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 64

Abundance Scan 80 (3.001 min): BF093305.D ( 77) ) m/z 69.00 100.00%
411
5000
84.0
Ll sLos7a . 2.60 2.80 3.00 3.20 3m0
Orrprrrrprrrr e e e e ey m/z 41.10 88.07%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1374: 3-Penten-2-one MVML
41.0
69.0
5000 NSNS SR
84.0 2.60 mo3m:no3m
150 m/z 43.00 52.33%
27.0
1 1 53.0
ko bk AR A AR Ay k) RS AR kel il ks LA Rk AR AAARY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
69.0
4o IR SR SRR
2.60 2.80 3.00 3.20 3.40
5000 m/z 39.10 45 . 27%
84.0
o 210279 340 530 62.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1407: Ethanone, 1-cyclopropyl- REAEE LR S B
43.0 2.60 2.80 3.00 3.20 3.40
69.0 m/z 84.00 28.35%
5000
150 84.0
. 27.0
0 ‘ \‘ 37\"\‘ 490550610 |
m/z--> 5'3 1'0 1'5 2'0 2'5 3'0 3'5 40 45 5'0 5'5 6|0 6|5 7'0 7'5 8IO 8|5 9'0 ' 260 250 300 3'20 3210
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.23 8.38 ng 375545 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 37
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 9
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 9
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 100 (3.230 min): BF093305.D (-97) (-) m/z 43.00 100.00%
43.0
5000 /\
83.1 0 300 320 3.40 3.60
55.1 280 3.00 3.20 3.40 3.60
Ob e il 00 B Tm/z 83.10  10.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 R R LS R
280 3.00 3.20 3.40 3.60
m/z 39.00 9.76%

0 210 550 630 740 o0 980
LI o o o B T L e o o o o e
m/z--> 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 6.00%
55.0
150 270 710 830 98.0
O T T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl-
43.0 2.80 3.00 3.20 3.40 3.60

m/z 41.10 4._42%

5000
27.0 56.0 98.0
o | ! 670 83.0

m/z--> 10 20 30 40 50 60 70 80 90 100 2. 80 3. OO 3. 20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.30 264.65 ng 11866100 1,4-Dichlorobenzene-d4 6.81
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 194 (4.304 min): BF093305.D (-188) (-) m/z 55.10 100.00%
58.1 83.1
5000 43.0 8.1 A
‘ L er 400 420 4.40 4.60
O e e e e o s L LB e A E m/z 83.10 98.85%
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 29.0 98.0 400 420 4.40 4.60
m/z 43.05 40.83%
0 “\ \\‘\ w‘ | 67.0 75.0 | L
LIS FURELE SRR FULELE LU UL SURELEL SURLLIN SR SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 RN U S U L
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 35.23%
29.0
98.0
69.0
S S S S SR I SIS I UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R aRaE e R
55.0 83.0 4.00 420 4.40 4.60
m/z 39.10 28.35%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ m‘ il m\‘\ \‘\ il A
LI FURELEL SN FURLELIL SR SUR LS SURILELE SURLILE IUR L SU B RN U S U L
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\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.98 170.71 ng 7654260 1,4-Dichlorobenzene-d4 6.81
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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. l.l1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 253 (4.978 min): BF093305.D (-249) (-) m/z 43.05 100.00%

43.0
59.1
5000

101.1 RS U AN S
460 480 500 520 540
Ol il B0 B01  83L | h/z 59.10  60.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- A
43.0
5000 59.0 460 4.80 500 520 540
m/z 101.10 17.60%
. 310 ‘ 83.0 g3,01010
"I""I""I""I""I""I""I""I'"'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
ESARDERRARERRERENARRERN
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.92%
31.0
69.0 87.0
15.0 51.0 98.0
L L U L S S UL LRI UL WL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- s o oL
59.0 460 480 500 520 540

m/z 41.05 9.25%

5000
41.0 101.0
31.0
0 15.0 11l \‘ ‘ 510\\\ : 690 830
..|....|....|....|....|....|....|....|....|....|....|.

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\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 6 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 8

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

7.14 4.99 ng 223956 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 45
3 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 43
4 Betazole 111 C5HON3 000105-20-4 40
5 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 36

Abundance Scan 442 (7.139 min): BF093305.D (-439) (-) m/z 82.10 100.00%
871 P
5000
201 541 110.1
67.1 95.1 6.80 7.00 7.20 7.40
0"'I""I""I""II""I'I"'I"'I'I""' SBDARSRA LA AARA SARAS EALA AARRSSARRE m/z 110.10 37.86%
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 LI UL LI UL B
390 54.0 110.0 6.80 7.00 7.20 7.40
' m/z 54.10 31.89%
0

27.0 ‘ 67.0
S N PR U O ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0

6.80 7.00 7.20 7.40

5000 m/z 39.10 28.64%
54.0
28.0
15.0 42.0 67.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #34510: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl)-3-...
82.0 6.80 7.00 7.20 7.40
m/z 53.10 9.47%
5000 43.0 110.0
8.0
27.0
o Lol ol 700 |, 950 , 122.0135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 lOO 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\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.57 ng 189208 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 78
Abundance Scan 757 (10.739 min): BF093305.D (-756) (-) m/z 57.05 100.00%
57.0
5000
i) ot s 1040 10160 10580 1260
ob——ipll bt o ~ m/z 43.10 71.33%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 SR B USSR B
10. 40 10. 60 10 80 11.00
m/z 71.10 53.91%
oL 210 ‘ | ‘990 141.0 1830 226.0
m/z--> 50 160 1éo 200 250 300 3éo
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 32.45%
o 27.0 R0 140 1980
m/z--> o '55' B 160" "150" ' éooll "250" ' éoo" ' ééo" -
Abundance #151556: Heptacosane M
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.91%
5000
0 27,0 || | \9%0‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 5'0 1(')0 1&'30 200 250 300 3éo 10. 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.06 ng 151755 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentadecane 212 C15H32 000629-62-9 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 796 (11.185 min): BF093305.D (-794) (-) m/z 57.10 100.00%

57.1

5000
071 14111631 1961 10.80 11.00 11.20 11.40
0 m/z 43.10 69.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 | LI LB LB LN BB
85.0 10.80 11.00 11.20 11.40
29.0 m/z 71.10 58.82%
0 J il h Ll ‘\113 0 141.0 169.0 282.0
T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
10.80 11.00 11.20 11.40
5000 m/z 85.10 35.35%
85.0
29.0

113.0 141.0 1690 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane B o B B L SN

57.0 10.80 11.00 11.20 11.40

m/z 41.05 28.62%
5000
85.0
29.0
o o Hw‘ﬂwlmom%1wonm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.42 ng 398970 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 90
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
4 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 83
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 74
Abundance Scan 858 (11.893 min): BF093305.D (-855) (-) m/z 149.10 100.00%
149.1
5000
0 ”“L”wnnpnwunpn..”P”w”“.“.“”.”.””P”qnupnw. m/z 150.00 8.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149.0
5000
11.60 11.80 12.00 12.20
m/z 41.05 5.12%
. ‘410‘670 104.0 223.0
iz 3 A 60 85 100 130 130 180 180 200 230 240 24D 240 30 >
Abundance
149.0
1160 11.80 12.00 12.20
5000 m/z 104.10 3.51%
41.0
o 76.0 104.0 1760 2230 5790 3340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149.0 11.60 11.80 12.00 12.20
m/z 223.10 3.47%
5000
29.0 57.0
ob 104.0 1780 ‘22?0 2780
mz-> 20 Jo éo 85 160 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 12 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.73 ng 316006 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
Abundance Scan 1025 (13.802 min): BF093305.D (-1021) (-) m/z 57.10 100.00%
51.1

83.1
5000

-

13.40 13.60 13.80 14.00 14.20
m/z 43.10 79.07%

139.1 163.1 209.1 234.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

-

83.0

5000 L e
13. 40 13. 60 13. 80 14. 00 14. 20
m/z 55.10 75.91%
) 139.0 169.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 R S R R
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 62.44%
125.0

153.0 196.0 224.0

%

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

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L o e e B O  BLBLI I

57.0 13.40 13.60 13.80 14.00 14.20

0
83.0 m/z 69.10 56.73%

5000
111.0
o%%ﬂ‘ 139.0 1680  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 Hexadecanamide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.71 7.04 ng 307839 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 trans-2.7-Dimethvl-4_6-octadien-... 154 C10H180 1000281-69-5 47
3 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 43
4 Decanamide- 171 C10H21NO 002319-29-1 40
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 38
Abundance Scan 1104 (14.705 min): BF093305.D (-1102) (-) m/z 59.00 100.00%
59.0
5000 A\\
|

39 14.40 14.60 14.80 15.00

601261 1541 184.2207.1

240.2 281.1

0 m/z 72.10 63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide
59.0
5000 LI L L L L L LB L |
14.40 14.60 14.80 15.00
m/z 55.10 49 .89%
ol 290 | 8.0 1140 1420 170.019202120 2550
I REaES s L R A B e AR RA.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
B EmEE B B
81.0 14.40 14.60 14.80 15.00
5000 m/z 41.10 31.35%
0 121.0 154.0 \‘\J%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11610: Acetic acid, cyanohydroxyimino-, methyl ester B AL B A R o B
59.0 14.40 14.60 14.80 15.00
m/z 43.10 31.04%
- M
128.0
38, ‘ ‘ 9(:“' 0
N 8 N

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

14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093305.D

Aca On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample : 12012-03

Misc :

ALS Vial : 19 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 14 unknownl16.80 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.80 2.96 ng 129359 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 49
2 Triacontane 422 C30H62 000638-68-6 49
3 Hexacosane 366 C26H54 000630-01-3 49
4 Pentacosane 352 C25H52 000629-99-2 49
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 46
Abundance Scan 1287 (16.797 min): BF093305.D (-1284) (-) m/z 57.10 100.00%
57.1
16,40 16.60 16.80 17.00 17.20
(o} m/z 71.10 63.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 LRI PRI UM SURIU B
16.40 16.60 16.80 17.00 17.20
99.0 m/z 43.10 52.07%
0250, ||| 1410 1830 2400
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance
57.0
16,40 16.60 16.80 17.00 17.20
5000 m/z 85.05 46 .88%
99.0
o 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #147090: Hexacosane A B
57.0 16.40 16.60 16.80 17.00 17.20
m/z 276.20 38.26%
5000
99.0
0 \‘ | ‘ N J 1 \l :"I-41:‘I"0\ }813.0\ 225.0 267'0 309'0 366.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 16.40 16.60 16.80 17.00 17.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093305.D

Acq On : 1 Mar 2017 22:36

Operator : SJ/MA

Sample - 12012-03

Misc :

ALS Vial : 19 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]
3-Penten-2-one 3.00 3.3 ng 146262 1 6.81 896737 20.0
4-Penten-2-one, 4... 3.23 8.4 ng 375545 1 6.81 896737 20.0
3-Penten-2-one, 4... 4.30 264.6 ng 11866100 1 6.81 896737 20.0
2-Pentanone, 4-hy... 4.98 170.7 ng 7654260 1 6.81 896737 20.0
2-Cyclohexen-1-on. .. 7.14 5.0 ng 223956 1 6.81 896737 20.0
Hexadecane 10.74 2.6 ng 189208 4 11.32 1471580 20.0
Eicosane 11.18 2.1 ng 151755 4 11.32 1471580 20.0
1,2-Benzenedicarb... 11.89 5.4 ng 398970 4 11.32 1471580 20.0
Heptafluorobutano... 13.80 5.7 ng 316006 5 13.97 1102400 20.0
Hexadecanamide 14.71 7.0 ng 307839 6 15.39 874914 20.0
unknownl16 .80 16.80 3.0 ng 129359 6 15.39 874914 20.0
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