LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 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-BF103015.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 2.133 3 4 18 rvB2 106383 186769 3.33% 0.366%
2 5.059 256 260 269 rVB 1792730 2809577 50.15% 5.500%
3 5.470 293 296 299 rBVY 3865643 5190992 92.65% 10.162%
4 6.499 383 386 389 rBVY 4347748 4983386 88.95% 9.755%
5 6.636 395 398 400 rBY 5736939 5554595 99.14% 10.873%
6 6.865 416 418 420 rBV 677547 545232 9.73% 1.067%
7 7.025 429 432 434 rBV 4902021 4230739 75.51% 8.282%
8 7.425 464 467 470 rBVY 2837491 3429874 61.22% 6.714%
9 8.145 528 530 533 rBV 480364 604174 10.78% 1.183%
10 9.231 622 625 627 rBY 6151799 5602769 100.00% 10.968%

11 9.619 657 659 662 rBVY 1299489 1155583 20.63% 2.262%
12 9.905 681 684 686 rBvV 861099 731933 13.06% 1.433%

13 10.328 718 721 722 rBV2 50224 68153 1.22% 0.133%
14 10.694 750 753 755 rBV 4041721 3922219 70.01% 7.678%
15 10.819 762 764 768 rVB 44521 60272 1.08% 0.118%
16 11.265 802 803 808 rvB2 42123 81490 1.45% 0.160%
17 11.379 811 813 817 rvV 479954 1028677 18.36% 2.014%
18 11.459 817 820 821 rvB2 82799 80034 1.43% 0.157%

19 11.928 859 861 863 rBv2 217105 279686 4._.99% 0.547%
20 11.996 865 867 872 rBv2 121982 164315 2.93% 0.322%

21 12.202 882 885 887 rBvV3 49464 93617 1.67% 0.183%
22 12.591 917 919 922 rBV 705392 887571 15.84% 1.737%
23 12.705 927 929 931 rBV2 83645 113385 2.02% 0.222%
24 12.819 936 939 942 rBv2 599297 735139 13.12% 1.439%
25 12.979 950 953 955 rvB 4286308 4594019 82.00% 8.993%

26 13.151 965 968 970 rVB 157231 177051 3.16% 0.347%
27 13.219 972 974 975 rBV 190897 158312 2.83% 0.310%
28 13.768 1020 1022 1023 rBV 105016 117630 2.10% 0.230%
29 13.871 1029 1031 1036 rBV2 113171 199807 3.57% 0.391%
30 14.020 1041 1044 1045 rBV2 1001581 1166850 20.83% 2.284%

31 14.511 1085 1087 1088 rBV2 58231 88112 1.57% 0.172%
32 15.048 1131 1134 1139 rVV 253349 564310 10.07% 1.105%
33 15.140 1140 1142 1145 rVB2 75033 94157 1.68% 0.184%

34 15.334 1157 1159 1162 rVB 180199 214918 3.84% 0.421%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.391 1162 1164 1167 rVB 190606 233522 4_.17% 0.457%
36 15.448 1167 1169 1171 rBV 300910 443813 7.92% 0.869%

37 16.843 1289 1291 1296 rVB2 118044 267217 4.77% 0.523%
38 17.266 1325 1328 1334 rVB 86966 224334 4._00% 0.439%

Sum of corrected areas: 51084233
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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\BF110615\

BF082733.D

5 Nov 2015 17:04

umsiz

G4261-12

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082733.D

6.50

5.47

5.06

6.64

7.02

6.86

7.42

0
Time-->

3.50 4.00

4.50 5.00 5.50

6.00

6.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082733.D

10.69

9.90 12595 g

2.7

11.38
.46

hos2 112

L 10.33 1}%@)@2.20

12.98

14382

14.02

131378

14.51 1=

Time-->

11.00

9.00 9.50 10.00 10.50

11.50 12.00 12.50

13.00

13.50

14.00

14.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

5
5 1455534 16.84  17.27

TIC: BF082733.D

Time-->

19.00

15.50 16.00 16.50 17.00

17.50 18.00 18.50

19.50

20.00

20.50

21.00

8270-BF103015.

M Fri Nov 06 11:14:02 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.13 6.85 ng 186769 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 59
2 1.4-Pentanediol 104 C5H1202 000626-95-9 12
3 1-Butene. 4-methoxv 86 C5H100 004696-30-4 9
4 Azetidine. 1-methvl- 71 C4HON 004923-79-9 9
5 Propanal, 3-methoxy- 88 C4H802 002806-84-0 9

Abundance Scan 4 (2.133 min): BF082733.D (-3) (-) m/z 75.10 100.00%
74.1
5000 4t /\
P
58.0 §7.0 2.20 2.30 2.40 2.50 2.60
o...,....,....,.3.6..",'.-..|.,.'..'!,...-.,:'.-.,.8?:0.,....1,0.3.'9.,. m/z 73.10 69.06%
m/z--> 10 20 50 60 70 80 90 100 110
Abundance #4671. Propane, 1,1-dimethoxy-
75.0
5000 290 RSN UL IR I

2.20 2.30 240 2.50 2.60
m/z 45.10 51.59%

‘\ " A 87.0 103.0
0...,....,.... ..,....,....,....,....,....,....,....,.
m/z--> 10 60 70 80 90 100 110
Abundance

45.0

71.0 R A
2.20 2.30 2.40 2.50 2.60
5000 m/z 43.10 43.73%
31.0 56.0
13.0 85.0 103.0
o) IMRRSSSNRSSY S H 8 N 11 PRSI NSRS PR s M. .
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1722: 1-Butene, 4-methoxy L R S —
45.0 220 230 240 250 260

m/z 71.10 43.48%

5000
o ﬁﬂ n %60 710 850

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.30 2. 40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 103.06 ng 2809580 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 260 (5.059 min): BF082733.D (-256) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R B e
4.80 500 5.20 5.40
o...,....,....,....',':...,..'!.|,..??-,9...?.37:1..,...:,|....,. m/z 59.10 63.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L U
59.0 480 500 520 5.40
m/z 101.10 21.08%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
" 480 5.00 520 540
5000 m/z 58.10 14.67%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R e e Emama)
43.0 4.80 500 5.20 5.40
m/z 41.10 9.67%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.64 Concentration Rank 1

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

6.64 203.75 ng 5554600 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 398 (6.636 min): BF082733.D (-395) (-) m/z 132.10 100.00%
13p.1
5000 681
96.1 RIS I S UL I
401 5471 ‘| 850 | 1074 6.40 6.60 6.80 7.00
Obrr e pree bbbt o 85,0 L 07 L m/z 68.10 51.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RIS LN I UL I
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.72%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 33.15%

150 280 390 520 830 7709 900 1040 ..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine ] ..A. S BRmarmEEE L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 21.66%

5000

33.0 44.0 00 105.0
| se0, 70 80 | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 5.44 ng 279686 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 861 (11.928 min): BF082733.D (-859) (-) m/z 73.05 100.00%
73.0
43.1
5000 129.1 L
213.2
971 TrirrrrrriyrrrrrrT T TTTT
157.1 1852 256.3 1160 11,80 12.00 12.20
Obprrrrli m/z 43.10 79.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 UL B U SULRRR SRR
nmnmnmnm
1200 2560 m/z 60.10 78.54Y%
L LT T 15201710 10402130 2370
m/z--> 25 Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11!60 11)80 12)00 12!20 !
5000 m/z 57.10 69.58%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e e REmma B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 64 .43%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| e — e EERRE
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.00 3.19 ng 164315 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 53
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 33
4 Pvrimidine. 2-chloro-5-phenvl- 190 C10H7CIN2 022536-62-5 25
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 867 (11.996 min): BF082733.D (-865) (-) m/z 190.10 100.00%
190.1
5000
e 11.60 11.80 12.00 12.20 12.40
163.0 : : : - :
o 100,301 2082 | 77 189.10  89.54%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20 12.40
' m/z 192.10 31.43%
0 390 630780 | 1100 1370 1630 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
90 146.0 NS U SR I
11.60 11.80 12.00 12.20 12.40
5000 82.0 m/z 191.10 29.21%
117.0
162.0
65.0 102.0
R S S L B UL L WL B S
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0 11.60 11.80 12.00 12.20 12.40
m/z 187.10 19.44%
5000
94.0
163.0
OI'"W""I”"I"AI""P"'I'”'It"W'LL'I”" AU SRR SR SURIURN BN
mz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.20 ng 113385 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Tetradecanoic acid 228 C14H2802 000544-63-8 50
3 Amvl Nitrite 117 C5H11NO2 000110-46-3 27
4 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 11
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 11
Abundance Scan 929 (12.705 min): BF082733.D (-927) (-) m/z 43.10 100.00%
43.1
T /MJNANWNvJAxAVAVAAJ«ﬂ/¢/N
5000
97.1 129.1
02 1852 Lo oms| | 1240 1760 1280 1300
(o} m/z 57.10 79 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56043: Dodecanoic acid
73.0
43.0
5000 RN B B DGR SRR
129.0 nmnmnmnm
‘]Dlo 157.0 200.0 m/z 73.10 75.47%
0 ||||||||||||| \M H\ ! ||‘||H‘|||||||‘|||||||l||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
43.0 73.0
1240 12.60 12.80 13.00
0
5000 1200 m/z 60.10 74 .61%
185.0
97.0
o 18.0 157.0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8236: Amyl Nitrite
29.0 12.40 12.60 12.80 13.00
57.0 m/z 55.10 71.24%
- M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.15 3.03 ng 177051 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 968 (13.151 min): BF082733.D (-965) (-) m/z 216.10 100.00%
216.1
5000
107.6
189.1 12.80 13.00 13.20 13.40
0<wwmﬁwwwmﬁw3'l 5 N 2 B L 2433 "m/z 215.10  82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67030: 11H-Benzo[b]fluorene
216.0
5000
12.80 13.00 13.20 13.40
m/z 213.10 22 .65%
o 28.0 50.0 810 I 1%01%01%0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 217.10 15.52%
95.0 189.0
obik0 390 B30 1220 1880 el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67033: 11H-Benzo[a]fluorene
216.0 12.80 13.00 13.20 13.40
m/z 107.60 11.63%
5000
108.0
o 620 810 || 1370 1630 190 [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.71 ng 158312 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 974 (13.219 min): BF082733.D (-972) (-) m/z 216.10 100.00%
216.1
5000
300571 851 107.5 1342 1631 1891 34,2 12.80 13.00 13.20 13.40 13.60
of : ' : : : m/z 215.10 95.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Pyrene, 1-methyl-
216.0
5000
12.80 13.00 13.20 13.40 13.60
95.0 m/z 213.10 23.44%
189.0
0140 390 630 | 1220 1630 | |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
216.0
12.80 13.00 13.20 13.40 13.60
5000 m/z 217.10 16.41%
108.0
o 430 63.0 810 1@01%01%0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67030: 11H-Benzo[b]fluorene
216.0 12.80 13.00 13.20 13.40 13.60
m/z 107 .50 10.14%
5000
o 39.0 63.081.0 1%01%01%0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Benzo[b]naphtho[2,3-d]Jthiop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.02 ng 117630 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 96
2 Benzolblnaphthol2.1-dTthiophene 234 C16H10S 000239-35-0 95
3 Benzolblnaphtholl.2-dTthiophene 234 C16H10S 000205-43-6 93
4 2-Amino-6-t-butvl-3-cvano-4.5.6.... 234 C13H18N2S 042159-76-2 50
5 4H-1-Benzopyran-2-carboxylic aci... 234 C12H1005 023866-72-0 42
Abundance Scan 1022 (13.768 min): BF082733.D (-1020) (-) m/z 234.10 100.00%
234.1
5000
571 o4 97.1117.0 1501 1631 189.1 101 0613 13.40 13.60 13.80 14.00
o : : : : : : m/z 235.10 17.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78648: Benzo[b]naphtho[2,3-d]thiophene
234.0
5000
13.40 13.60 13.80 14.00
117.0 m/z 189.10 11.59%
0 63.0 950 1300 163.0 18905594
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
234.0
13.40 13.60 13.80 14.00
5000 m/z 232.10 9.64%
oJ_ 320 630 molﬂonmmm01%3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78654: Benzo[b]naphtho[1,2-d]thiophene
234.0 13.40 13.60 13.80 14.00
m/z 202.10 9.21%
5000
117.0
) 28.0 139.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 1-Pentadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.42 ng 199807 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 86
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 80
5 1-Tetracosanol 354 C24H500 000506-51-4 74
Abundance Scan 1031 (13.871 min): BF082733.D (-1029) (-) m/z 57.10 100.00%
57.1
83.1
5000
1422 180.3 13.60 13.80 14.00 14.20
I felz 21z m/z 43.10 86.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84854: 1-Pentadecanethiol

55.0  83.0

%

13.60 13.80 14.00 14,20
m/z 55.10 80.89%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 W/‘“me
Abundance
43.0
R LI o e AR
69.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 60.28%
97.0
. 125.0 169.0 195.0 224.0 252.0 ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159526: Pentafluoropropionic acid, octadecy! ester e e
43.0 13.60 13.80 14.00 14.20
m/z 69.10 53.80%
2000 690 /\/W/\W/\/\/\‘\/\/Wf
97.0
o ‘M‘ 1250 154.0 181.0  224.0 252.0
”q”.q””. R LALELI I m i oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082733.D

Aca On : 5 Nov 2015 17:04

Operator : UM/I1Z

Sample : 6G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknownl5.14 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 4.24 ng 94157 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 46
2 Octadecane 254 C18H38 000593-45-3 45
3 Heptadecane 240 C17H36 000629-78-7 45
4 Heneicosane 296 C21H44 000629-94-7 43
5 Docosane 310 C22H46 000629-97-0 43
Abundance Scan 1142 (15.140 min): BF082733.D (-1140) (-) m/z 57.10 100.00%
57.1
85.1
5000 252.1
b b a0t 16921051 2241 || 57753032 3322 14.80 15,00 16.20 1540
0'“P”4L"'”W““'L ““ﬂ“ﬁJHPHWH“VHWH“VHw““V“W““v m/z 43.10 57.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73963: Hexadecane
57.0
00 5.0 60 00 1520 1540
29.0 m/z 71.10 57 .81%
ol L |, 1301410169, 0197.0 2260
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57.0
14.80 15.00 15.20 1540
5000 85.0 m/z 85.10 52.10%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane e ma
57.0 14.80 15.00 15.20 15.40
m/z 252.10  41.40%
85.0
5000
29.0
oL ||| [M3°141016001070 2400
R RRAAd N a AN e L e AAAAS IaARananss oot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
Data File : BF082733.D

Acq On : 5 Nov 2015 17:04

Operator : UM/1Z

Sample : G4261-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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, 1,l1-dime... 2.13 6.8 ng 186769 1 6.86 545232 20.0
2-Pentanone, 4-hy... 5.06 103.1 ng 2809580 1 6.86 545232 20.0
unknown6 .64 6.64 203.8 ng 5554600 1 6.86 545232 20.0
n-Hexadecanoic acid 11.93 5.4 ng 279686 4 11.39 1028680 20.0
4H-Cyclopenta[def... 12.00 3.2 ng 164315 4 11.39 1028680 20.0
Dodecanoic acid 12.71 2.2 ng 113385 4 11.39 1028680 20.0
11H-Benzo[b]fluorene 13.15 3.0 ng 177051 5 14.02 1166850 20.0
Pyrene, l-methyl- 13.22 2.7 ng 158312 5 14.02 1166850 20.0
Benzo[b]naphtho[2... 13.77 2.0 ng 117630 5 14.02 1166850 20.0
1-Pentadecanethiol 13.87 3.4 ng 199807 5 14.02 1166850 20.0
unknownl15.14 15.14 4.2 ng 94157 6 15.45 443813 20.0
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