LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071116\

Data File : BF088909.D

Aca On : 11 Jul 2016 19:54 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3915-11 Lt
Misc i P6-B1-0-11-C
ALS Vial : 13 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-BF063016.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 1.678 6 8 14 rVvVv 133985 203471 9.21% 0.942%
2 1.758 14 15 17 rvv 34679 45054 2.04% 0.209%
3 1.793 17 18 28 rvv 842941 1520942 68.86% 7.039%
4 1.930 28 30 47 rVB2 43080 150518 6.81% 0.697%
5 2.890 113 114 122 rBvY 14490 23572 1.07% 0.109%
6 3.256 143 146 152 rVB 12887 23096 1.05% 0.107%
7 4.170 223 226 230 rBV 46824 73259 3.32% 0.339%
8 4.879 285 288 293 rBB 133480 201573 9.13% 0.933%
9 5.313 323 326 328 rBVY 1899002 2088389 94 .55% 9.665%
10 6.364 414 418 420 rBV 1494461 2208673 100.00% 10.222%

11 6.479 425 428 431 rBV 1779308 1941871 87.92% 8.987%
12 6.707 446 448 450 rBB 400230 395615 17.91% 1.831%
13 6.867 459 462 465 rBB 1676848 1473984 66.74% 6.822%
14 7.279 495 498 500 rBV 1283695 1263767 57.22% 5.849%
15 7.999 558 561 563 rBvV 537407 533087 24.14% 2.467%

16 9.073 652 655 657 rBV 2124028 1905298 86.26% 8.818%
17 9.473 687 690 692 rVB 285179 335185 15.18% 1.551%
18 9.748 711 714 716 rBV 485557 503362 22.79% 2.330%
19 10.525 780 782 785 rBvV2 969710 1132180 51.26% 5.240%

20 10.662 791 794 799 rBV 26810 33983 1.54% 0.157%
21 11.108 831 833 835 rBvV 24949 25445 1.15% 0.118%
22 11.222 841 843 844 rBV 451262 473687 21.45% 2.192%
23 11.291 846 849 851 rVB 50051 44353 2.01% 0.205%
24 11.713 885 886 888 rBvV 15618 22304 1.01% 0.103%
25 11.748 888 889 892 rvv 36633 34812 1.58% 0.161%
26 11.828 894 896 900 rBV2 53561 64667 2.93% 0.299%
27 12.011 910 912 916 rVB2 17593 25704 1.16% 0.119%

28 12.422 946 948 950 rBV 332298 278443 12.61% 1.289%
29 12.651 965 968 969 rBV 256189 305701 13.84% 1.415%
30 12.685 969 971 977 rVvV 399346 563656 25.52% 2.609%

31 12.799 979 981 984 rVV 1094984 1425164 64.53% 6.596%

32 12.868 984 987 991 rvB2 16318 33816 1.53% 0.157%
33 12.982 991 997 998 rBV 42245 77460 3.51% 0.358%
34 13.051 1001 1003 1004 rVvVv 23002 31715 1.44% 0.147%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071116\

Data File : BF088909.D

Aca On : 11 Jul 2016 19:54 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3915-11 Lt
Misc i P6-B1-0-11-C
ALS Vial : 13 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.085 1004 1006 1008 rVvVv 24564 28295 1.28% 0.131%
36 13.382 1027 1032 1037 rBV3 11559 31269 1.42% 0.145%
37 13.474 1037 1040 1045 rBV2 14212 36962 1.67% 0.171%
38 13.588 1048 1050 1052 rBV2 23139 32472 1.47% 0.150%

39 13.702 1057 1060 1064 rBV3 59361 105849 4._.79% 0.490%
40 13.839 1069 1072 1079 rVB2 526840 753412 34.11% 3.487%

41 13.977 1083 1084 1086 rVB 19853 23616 1.07% 0.109%
42 14.228 1102 1106 1107 rBV 29473 41531 1.88% 0.192%
43 14.342 1112 1116 1120 rVB4 20169 58200 2.64% 0.269%
44 14.697 1144 1147 1149 rBV 73432 81693 3.70% 0.378%
45 14.834 1157 1159 1164 rVB 112440 210470 9.53% 0.974%
46 14.925 1166 1167 1172 rVV 21559 37896 1.72% 0.175%
47 15.108 1180 1183 1185 rVB 48962 76593 3.47% 0.354%
48 15.154 1185 1187 1190 rVB 84247 99784 4_.52% 0.462%
49 15.211 1190 1192 1195 rBV 261649 378640 17.14% 1.752%
50 15.702 1232 1235 1238 rVB4 13522 34103 1.54% 0.158%
51 16.491 1301 1304 1309 rBV2 31603 61431 2.78% 0.284%
52 16.880 1335 1338 1347 rVB 23681 51101 2.31% 0.237%
Sum of corrected areas: 21607123
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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\BFO071116\

BF088909.D

11 Jul 2016 19:54

UM/SsJ

H3915-11

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088909.D
2000000 531
6.48
6.87
1500000 6.39
7.28
1000000{ ; 49
500000 6.71
Le 4.88
191.93 2.89 3.26 4.17
e e s L T S
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: BF088909.D
2000000 9|07
1500000
12.80
1000000 10.52
8.00
500000 9.75 1122 12.64
047 1242, p
o 10.66 1114029 11183 01 1p 3380 1313643
—_— N S e T S T B
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088909.D
2000000
1500000
1000000
13.84
500000
15.70 16.49  16.88
e e e R s s 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\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-Buten-2-one, 3-methyl- Concentration Rank 11

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

1.76 2.28 ng 45054 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 86
2 3-Penten-2-one 84 C5H80 000625-33-2 72
3 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 59
4 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 52
5 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 47

Abundance Scan 15 (1.758 min): BF088909.D (-14) (-) m/z 41.05 100.00%
4
69
5000 84
7| |44 51 1.701.80 1.90 2.00 2.10 2.20
O'WMW““P“W“W““W“PH4'“““““WNW““PMP“WMW““FNP“W m/z 43.10 77.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1429: 3-Buten-2-one, 3-methyl-
43
5000 39
15 69 84 1.701.80 1.90 2.00 2.10 2.20
m/z 69.00 61.43%
) S| S T R Aot X N £ -1 PE—
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43 o
1.701.80 1.90 2.00 2.10 2.20
5000 39 84 m/z 39.10 50.35%
28
S L ) LA RSN AN AN RAARN RAARS SN RRAR) LARLA RARA RAAA RAAA ARSI RASN AL SIS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69 1.701.80 1.90 2.00 2.10 2.20
a1 m/z 84.00 46.52%
84
5000
27 55
o 1418 |31 38|as 51| 65 | 81,
m/z--> 5 10 15 20 25 30 35 4'0 45 50 5'5 60 65 70 75 80 85 90 1.701.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-Hexene, l1-methoxy-, (E)- Concentration Rank 6

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

1.93 7.61 ng 150518 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 1-methoxv-. (E)- 114 C7H140 056052-83-6 53
2 Z-1-Methoxv-2-hexene 114 C7H140 1000279-60-9 42
3 Pantolactone 130 C6H1003 000599-04-2 9
4 1.2.3-Thiadiazole. 5-methvl- 100 C3H4N2S 050406-54-7 9
5 Butanoic acid, (tetrahydro-2-fur... 172 C9H1603 002217-33-6 9

Abundance Scan 30 (1.930 min): BF088909.D (-28) (-) m/z 71.10 100.00%
7
5000 41

A
‘H | 85 1.80 2.00 220
.,”.!H..W.L”,.”L,”..“..w..”,.”.,”..“..w..”, m/z 41.05  44._81%

m/z--> 30 40 50 70 80 90 100 110 120 130
Abundance #7581: 2-Hexene, 1-methoxy-, (E)-
71

5000 M e
1.80 2.00 2.20

m/z 45.10 39.76%

o

‘ 58 85
0 ‘ ‘ \\‘\ [0 H 114
e L e o e L s A RS s
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
T
1.80 2.00 2.20
5000 41 m/z 43.10 38.23%
55 82
114
Ot T T T e e T
m/z--> 30 40 50 60 70 8 90 100 110 120 130
Abundance #13225: Pantolactone
n 1.80 2.00 2.20

m/z 39.10 30.48%

43
5000
57
il 50\‘\ 65/ || 78 85 95101 113 130

m/z--> 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 220

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.17 3.70 ng 73259 1,4-Dichlorobenzene-d4 6.71
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 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 226 (4.170 min): BF088909.D (-223) (-) m/z 83.10 100.00%
55 83
5000
43 98
|| | 380 4.00 4.20 4.40 4.60
O+ et e e e e e m/z 55.10 82.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 URARBENSEBUSARBA AR
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.10 34.02%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% URARBENSESENARBA AR
43 3.80 4.00 420 4.40 4.60
5000 m/z 98.10 33.17%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl-  REmma e L RREmE
83 3.80 4.00 4.20 4.40 4.60
55 m/z 39.10 24 _.68%
41
5000
27 98
15
o P e el e 7l o«
m/z--> 0 20 30 40 50 60 70 8 90 100 380 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.88 10.19 ng 201573 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 288 (4.879 min): BF088909.D (-285) (-) m/z 43.10 100.00%
43
59
5000
101 I B U
51 | 83 4.60 4.80 5.00 5.20
o U £ S o A — m/z 59.10 65.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI I L LN I
59 460 4.80 500 5.20
m/z 101.10 25.67%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 16.57%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T
43 4.60 4.80 5.00 5.20
m/z 41.10 9.77%
5000
101
15 58
28l 69 84 ‘
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY USRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.48 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.48 98.17 ng 1941870 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 428 (6.479 min): BF088909.D (-425) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 ° 620 6.40 6.60 6.80
54 104 . . . .
438
o A T A WA .-:.-.|,....,..5.‘?,....,....,.1.1.5.,...., I m/z 68.10 46.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LI L L LI L L LB LN
6.20 6.40 6.60 6.80
78 m/z 134.00 32.30%
31
38 44
o N il | PO N | S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T RN RIS R S
6.20 6.40 6.60 6.80
5000 m/z 66.10 30.00%
63 81
31 37 44 50 57 74 88 101 112
MM e MESIMR J USRS VRSN MM
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A i A
132 6.20 6.40 6.60 6.80
m/z 69.10 19.47%
5000
3B 44 0 g7 105
78
0 5\1 60 86 ‘\ 115 1
R L I B e e AR RAREE B T R BRI B S
m/z--> 30 40 50 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\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.83 2.73 ng 64667 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 896 (11.828 min): BF088909.D (-894) (-) m/z 190.10 100.00%
190
5000
94 AN
63 8l | 11 165 11.60 11.80 12.00 12.20
o/ S S N PP N Y R | m/z 189.10 96.70%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 39.28%
oL 27 30 50 6 8 | 110122 137 150 163 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190
® 146 HEE AR SN SRR B
11.60 11.80 12.00 12.20
5000 82 m/z 191.05 36.91%
117 155
57
108
) 34 69 9 130 171
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.60 11.80 12.00 12.20
m/z 94.50 25.10%
5000
94
81 163
0I""I'”'I""J”'hl""l”"l""””"I"M'P
mz--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.98 2.06 ng 77460 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
Abundance Scan 997 (12.982 min): BF088909.D (-991) (-) m/z 216.10 100.00%
216
5000
94 108 163 189 208 12.60 12.80 13.00 13.20 13.40
0 41 55 67 81 m/z 215.10 78.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
12.60 12.80 13.00 13.20 13.40
m/z 213.10 20.94%
g4 107 89
Oy 2850 63 81 9 | 122 13015016317618%00 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.10 17.85%
95 108 189
ol A4 27 5063 82 | | 122134 150163174 | 200 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216 12.60 12.80 13.00 13.20 13.40
m/z 107.70 10.68%
5000
5 108
o 51 63 J 122 139150163174 189200 ‘N
m/z--> 20 40 6|O 8|0 1(')0 120 140 160 180 200 220 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.70 2.81 ng 105849 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94

3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1060 (13.702 min): BF088909.D (-1057) (-) m/z 57.10 100.00%
97 3
B E e e e R
3 139 165 215 13.40 13.60 13.80 14.00
o e m/z 55.10 95.61%
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57
9 83
5000 LA L L L LB L LN |
13.40 13.60 13.80 14.00
29 m/z 83.05 90.73%
196
0 \\ L 149 198 ppom 342
L , — T T T T T
m/z--> 50 200 250 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 88.74%
29
o 140 165182 210 937255 306
— T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol R ERRmma B
83 13.40 13.60 13.80 14.00
m/z 69.10 88.28%
5000 11
29 139
0 \H | S 167 196 224 252 280 308
- IIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088909.D

Aca On 11 Jul 2016 19:54

Operator : UM/SJ

Sample : H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.70 4.32 ng 81693 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 76
2 Supraene 410 C30H50 007683-64-9 68
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 62
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 50
5 trans-Farnesol 222 C15H260 000106-28-5 50

Abundance Scan 1147 (14.697 min): BF088909.D (-1144) (-) m/z 69.10 100.00%
6o
5000 -_,\~_u_,/\~AL_,.__,vN._\_V
41 T
% 137 253 1440 1460 14.80 15.00
203 : : : :
o] wll d B30, 75208226 | om0 77 81.10  53.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LA NI N B
a1 14.40 14.60 14.80 15.00
o5 m/z 41.10 20.56%
ob— ‘ e .‘“‘,W.M. 101 191 231 273209 341367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,40 14.60 14.80 15.00
5000 m/z 95.10 15.66%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
LR L L L L UL UL LA L (L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10—trim9thy|—, (Z)' LI L I L
69 14.40 14.60 14.80 15.00
a1 m/z 253.10 13.17%
5000
95 123
0 .‘.Lﬂ.\“..‘Hl'..u.‘.l“tg.:!'7.7.|....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088909.D

Acq On 11 Jul 2016 19:54

Operator : UM/SJ

Sample - H3915-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Buten-2-one, 3-... 1.76 2.3 ng 45054 1 6.71 395615 20.0
2-Hexene, 1-metho... 1.93 7.6 ng 150518 1 6.71 395615 20.0
3-Penten-2-one, 4... 4.17 3.7 ng 73259 1 6.71 395615 20.0
2-Pentanone, 4-hy... 4.88 10.2 ng 201573 1 6.71 395615 20.0
unknown6 .48 6.48 98.2 ng 1941870 1 6.71 395615 20.0
4H-Cyclopenta[def... 11.83 2.7 ng 64667 4 11.22 473687 20.0
11H-Benzo[b]fluorene 12.98 2.1 ng 77460 5 13.84 753412 20.0
Pentafluoropropio... 13.70 2.8 ng 105849 5 13.84 753412 20.0
Squalene 14.70 4.3 ng 81693 6 15.21 378640 20.0
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