LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

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-BF060416.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 1.712 7 11 14 rVB 3942704 7360702 100.00% 18.940%
2 1.770 14 16 25 rv 256367 582785 7.92% 1.500%
3 1.895 25 27 44 rVB 1860327 3055785 41.51% 7.863%
4 2.112 44 46 62 rvB 85490 217088 2.95% 0.559%
5 3.804 191 194 197 rVB 72088 99741 1.36% 0.257%
6 5.038 299 302 306 rBV 187335 250949 3.41% 0.646%
7 5.450 335 338 341 rVB 2048775 2211151 30.04% 5.689%
8 6.124 393 397 399 rBV 275266 236664 3.22% 0.609%
9 6.490 425 429 431 rBVY 2223592 2803099 38.08% 7.213%
10 6.616 437 440 443 rBV 2199208 2341973 31.82% 6.026%

11 6.844 458 460 463 rBvV 463644 614483 8.35% 1.581%
12 7.004 472 474 477 rVB 1913507 1943185 26.40% 5.000%
13 7.416 507 510 512 rBV 1587457 1575885 21.41% 4 _055%
14 8.136 571 573 575 rBV 987329 895435 12.17% 2.304%
15 9.165 661 663 665 rvv 112757 91949 1.25% 0.237%

16 9.210 665 667 670 rvB 2299985 2645538 35.94% 6.807%
17 9.610 700 702 704 rBV 163625 195843 2.66% 0.504%
18 9.885 724 726 728 rBV 746839 798826 10.85% 2.055%
19 10.673 792 795 797 rBV 1465549 1361846 18.50% 3.504%
20 10.799 804 806 810 rBV 76455 117125 1.59% 0.301%

21 11.371 854 856 857 rBV 785720 743324 10.10% 1.913%
22 11.439 859 862 864 rVvB 100520 101228 1.38% 0.260%
23 11.599 873 876 881 rBV3 79108 143408 1.95% 0.369%
24 11.896 901 902 904 rvv 106710 99198 1.35% 0.255%
25 11.976 907 909 914 rVB 98011 151379 2.06% 0.390%

26 12.159 923 925 931 rVB4 43219 89524 1.22% 0.230%
27 12.422 945 948 950 rBV 157143 199098 2.70% 0.512%
28 12.582 959 962 964 rVB 586095 653918 8.88% 1.683%
29 12.799 978 981 983 rBV2 467344 720815 9.79% 1.855%
30 12.856 983 986 988 rVB3 41580 85097 1.16% 0.219%

31 12.959 992 995 997 rVB 1943253 2163632 29.39% 5.567%
32 13.131 1007 1010 1012 rVB 87024 147748 2.01% 0.380%
33 13.199 1012 1016 1017 rBVZ2 77135 105054 1.43% 0.270%
34 13.234 1017 1019 1023 rVB2 91516 118990 1.62% 0.306%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

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-BF060416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.496 1040 1042 1044 rBVZ2 35552 73789 1.00% 0.190%
36 13.634 1052 1054 1057 rVB 73709 82759 1.12% 0.213%

37 13.748 1061 1064 1065 rBV2 71604 107423 1.46% 0.276%
38 13.782 1065 1067 1071 rvv4 35696 103985 1.41% 0.268%
39 13.851 1071 1073 1076 rVB2 106969 191871 2.61% 0.494%
40 13.999 1083 1086 1091 rVvB2 798190 1327371 18.03% 3.415%

41 14.388 1115 1120 1121 rBV 64002 115100 1.56% 0.296%
42 14.857 1158 1161 1165 rBV3 52262 84263 1.14% 0.217%
43 15.017 1172 1175 1180 rBVY 270121 509027 6.92% 1.310%
44 15.119 1181 1184 1190 rVB2 64876 115597 1.57% 0.297%
45 15.302 1198 1200 1203 rVB 150730 191986 2.61% 0.494%

46 15.359 1203 1205 1208 rBV 172408 224049 3.04% 0.576%
47 15.428 1208 1211 1213 rBVY 355744 482629 6.56% 1.242%

48 16.811 1329 1332 1336 rVB2 86218 158026 2.15% 0.407%
49 17.223 1365 1368 1374 rVB 76579 173627 2.36% 0.447%

Sum of corrected areas: 38863967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087765.D
40000001 171

3000000

6.48.62
2000000 1.90 7.00

1000000
6.84
i] 5.04 6.12
2.11 3.80 '

e T e S UM e o e MO | B

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF087765.D
4000000

3000000

9.21

2000000 12.96

10.67

1000000

0‘ oo . A__A - AN, WPWA'N A PN Ay W A - NAAVLY

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: BF087765.D

4000000

3000000
2000000

1000000 14.00

15.02 4243
3y 1439  14.86/5.1333 1681 17.22

N ——————— e S L,LL L

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\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.71 239.57 ng 7360700 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 11 (1.712 min): BF087765.D (-7) (-) m/z 73.10 100.00%
73.1 ?
43.0
5000
89.1
55.1 1.70 1.80 1.90 2.00 2.10
S T NS [ PO m/z 43.05 52.46%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 43.0
1.70 1.80 1.90 2.00 2.10
310 89.0 m/z 89.10 32.89%
"I""P"MHM"ML'““I'Pﬁg""lw"l"'W""l
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
330 1.70 1.80 1.90 2.00 2.10
5000 m/z 41.05 10.03%
59.0 74.0
mz-> 10 20 30 40 50 60 70 8 90
Abundance #2222: 1,3-Diaminoguanidine
43.0 1.70 1.80 1.90 2.00 2.10
32.0 m/z 45.10 8.46%
58.0 89.0
5000 18.0
‘ | 72.0
"I"l'P"“l'h"f'L'I"'ml"'Wl“"l""l”"l
m/z--> 10 20 30 40 50 60 70 80 90 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 1,1-dimethoxy- Concentration Rank 9

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

2.11 7.07 ng 217088 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Propanoic acid. 2.3-dihvdroxv- 106 C3H604 000473-81-4 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 _beta.-D-Glucopyranoside, methyl... 176 C7H1205 003056-46-0 9

Abundance Scan 46 (2.112 min): BF087765.D (-44) (-) m/z 75.10 100.00%
79.1
5000 45.1
et
57.0 1.80 2.00 2.20 2.40
...,....,....,....I,:..|.,..-..,....,~.!.-.,....,....1,0.3'9.,... m/z 73.10 76.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 IR R IR LA
45.0 1.80 2.00 2.20 2.40
31.0 ‘ ‘ m/z 45.10 42 .81%
15.0 57.0
S R A T A Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75.0
180 200 220 240
5000 m/z 41.05 29.71%
47.0
59.0 89.0 106.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73.0 1.80 2.00 2.20 2.40
m/z 47.05 17.60%
5000
45.0
29.0
LIl %80 L 101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 6

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

5.04 8.17 ng 250949 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 302 (5.038 min): BF087765.D (-299) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.0 | 4.80 5.00 5.20 5.40
SBSNMBIMBS 1 AN | A IS m/z 59.10 61.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LS UL UL I
59.0 480 500 5.20 540
m/z 101.10 20.78%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 16.16%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one e e
43.0 480 5.00 5.20 5.40
m/z 41.10 9.19%
5000
55.0
15.0 27.0
L | 7080 980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 7 trans-.beta.-Ocimene Concentration Rank 8

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

6.12 7.70 ng 236664 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 94
2 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 397 (6.124 min): BF087765.D (-393) (-) m/z 93.10 100.00%
93.1
5000
77.1
4|1|'1 531 67.1 “ 105.1 12|1-1 136.1 580 6.00 6.20 6.40
.,....,....,.'...,'.'.'.., i Ml T Tm/z 91,10 42.86%
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #15727. trans-.beta.-Ocimene
93.0
5000 A"I""I""I"'W"'AI
79.0 5.80 6.00 6.20 6.40
‘ ‘ 53.0 670 ‘ ‘ 1050 1210 m/z 92.10 35.52%
'”jP"WJ”'“‘W'”MI”'lh'”I'L'P'PW'”'J“'W}?ﬁ?”'
m/z--> 40 50 60 70 80 90 100 110 120 130 140
Abundance
93.0
580 6.00 620 640
5000 m/z 77.10 29.73%
41.0 1.0
27.0 ’ 53.0 67.0 105.0 121.0 136.0
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene S mNaviSt
93.0 580 6.00 6.20 6.40

m/z 79.10 24 .55%

5000
77.0

41.0
27‘-0 | ‘ 53.0 67.0 ‘ ‘ 105.0 12‘1-0 136.0
| | AN Ll |, | L1

B R i o o o B e A R a R EA R R RS SR T e A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 8 unknown6.62 Concentration Rank 3

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

6.62 76.23 ng 2341970 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 440 (6.616 min): BF087765.D (-437) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 o1 620 640 ko 650 70
: e B m/z 68.10 41.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 RIS LN R UL I
620 640 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 33.06%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .21%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! EEEE S e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.04%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| I‘MI ||:!-5|8|.0|||||]:8|9.|0| R ARG mEEEE
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Nonadecane, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.15 ng 117125 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
2 Tridecane 184 C13H28 000629-50-5 64
3 Nonadecane 268 C19H40 000629-92-5 60
4 Dodecane 170 C12H26 000112-40-3 60
5 Heneicosane 296 C21H44 000629-94-7 60

Abundance Scan 806 (10.799 min): BF087765.D (-804) (-) m/z 57.05 100.00%

57.0

5000

10.40 10.60 10.80 11.00 11.20
m/z 71.10 69.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129499: Nonadecane, 9-methyl-
57.0

85.0

5000 R S e e
10.40 10.60 10.80 11.00 11.20

140.0 m/z 43.05 68.50%
29.0 ‘ o 168.0
1 s I \‘ I ‘\ | 197.0 239 0 267.0

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

57.0

10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 44 _30%

29.0 85.0

113.0 141.0 184.0
Tmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117637: Nonadecane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 30.91%
85.0
5000
29.0 3.0
Pk b g 410 1690 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Phenanthrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.67 ng 99198 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 902 (11.896 min): BF087765.D (-901) (-) m/z 192.10 100.00%
199.1
5000
e S s
73.0 16
94.8 129.0 11.60 11.80 12.00 12.20
30 Al 208.1 m/z 191.10 58.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 189.10 29.54%
39.0 630 9.0 1150 139.0 | |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.05 16.27%
165.0
150 390 630 830 9901150 1390
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 190.10 14 .78%
5000
94.0 165.0
390 630 | ‘\ 1150 1390 L M‘ ! HH
m/z--> 20 40 60 8 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 13 unknownl11.98 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.98 4_.07 ng 151379 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 46
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 46
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 45
Abundance Scan 909 (11.976 min): BF087765.D (-907) (-) m/z 192.05 100.00%
19p.1
5000
L L M DA S
139.0 11.60 11.80 12.00 12.20
1130 20812241 | /7 189.10  89.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
5000 11.60 11.80 12.00 12.20
94.0 m/z 190.10 84 .66%
W"'W"”I"”f"”I"”I"”I"Aﬁ%p”lﬂh'l'”'l”'
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
190.0
"'w"'w""w'W%ﬂf
11.60 11.80 12.00 12.20
5000 m/z 191.10 71.55%
95.0
27.0 430 63.0 111.0 1370 1630
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54731: Anthracene, 9-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.60 32.72%
5000
96.0
300 630800 | 1150 1390 0 |
m/z--> 26 45 eb 86 160 150 150 1éo 1éo 260 250 11!60 11!80 12)00 12)20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 14 Naphthalene, 2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.16 2.41 ng 89524 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 93
2 5H-Dibenzola.dlcvcloheptene. 5-m... 204 C16H12 002975-79-3 90
3 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 59
4 1.4-Ethenoanthracene. 1.4-dihvdro- 204 C16H12 027765-96-4 55
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53

Abundance Scan 925 (12.159 min): BF087765.D (-923) (-) m/z 204.10 100.00%

204.1

5000

11.80 12.00 12.20 12.40
m/z 202.10  35.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64601: Naphthalene, 2-phenyl-

204.

5000

11,80 12.00 12.20 12.40
m/z 203.10 23.36%

76.0 101.0

27.0 51.0

126.0 152.0 176.0

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

204.0
A

11.80 12.00 12.20 12.40
5000 m/z 101.10 23.04%

101.0
39.0 63.0 152.0 176.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87775: 6-Phenylbenzocyclohepten-7-one
2

11.80 12.00 12.20 12.40
m/z 212.10  21.52%

5000

101.0

126.0 150.0 176.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 15 Cetene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.42 5.36 ng 199098 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 93
2 Cvclohexadecane 224 C16H32 000295-65-8 86
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 81
4 n-Heptadecanol-1 256 C17H360 001454-85-9 81
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 70
Abundance Scan 948 (12.422 min): BF087765.D (-945) (-) m/z 206.10 100.00%
206.1 1
5000
12.20 12.40 12.60 12.80
e m/z 55.10 75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81241: Cetene
43.0
5000 TTTTT T T T T T T T T T T T
12.20 12.40 12.60 12.80
111.0 m/z 83.10 69.34%
‘ H 139.0 168.0 196.0 224.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
0 17140 1760 1280
5000 m/z 43.10 65.57%
29.0 111.0

m@wﬁmﬁwﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester L B e
.0 12.20 12.40 12.60 12.80

-

83.0

m/z 57.10 64 .05%
5000

29.0

.

140.0

182.0 210.0 255.0 306.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF060416.M Tue Jun 07 07:10:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 16 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.23 ng 147748 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 1010 (13.131 min): BF087765.D (-1007) (-) m/z 216.10 100.00%
216.1
5000
1075 1550 12,00 1320 1340
189.0 . . . .
200 630 8.0 1371 | 1631 m/z 215.10 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 12.80 13.00 13.20 13.40
m/z 213.10 21.47%
189.0
53.0 740 | ‘\ 122.0 1630 ] |
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 217.10 17.43%
95.0 189.0
14.0 39.0 63.0 122.0 1%0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74422: 11H-Benzo[b]fluorene
216.0 12.80 13.00 13.20 13.40
m/z 107.50 16.65%
5000
108.0
e SIO | 130 1630 1890 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 17 n-Nonadecanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.89 ng 191871 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93

Abundance Scan 1073 (13.851 min): BF087765.D (-1071) (-) m/z 57.10 100.00%

511 831
5000
R N EEEE S s E R
1541  200.1 302.1 13.60 13.80 14.00 14.20
e m/z 43.10 92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 LA B L L L L L L
13.60 13.80 14.00 14.20
m/z 55.10 87.08%
180, | | 139.0 168.0 106.0  238.0 266.0
P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 84.17%
29.0
140.0 182.0 210.0 255.0 306.0
mﬁmmmﬁmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane e RARREEE RS
57.0 13.60 13.80 14.00 14.20
0
97.0 m/z 69.10 T77.97%
5000
29.0
Ll 196.0 224.0 269.0 320.0
e R N EEEE S s E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 18 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .86 3.49 ng 84263 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 50
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 50
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 45
4 Supraene 410 C30H50 007683-64-9 45
5 trans-Farnesol 222 C15H260 000106-28-5 43
Abundance Scan 1161 (14.857 min): BF087765.D (-1158) (-) m/z 69.10 100.00%
69.1
5000 v~vANJVV\J\V\J\,\__VJL\\NANV
253.1
137.1 AP PN PR
| 1.12900 71 ) 2001 | 286.2 14.60 14.80 15.00 15.20
o i bl e m/z 81.10 56.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000 LR B BB B U
14.60 14.80 15.00 15.20
1210 m/z 253.10 27 .85%
29.0 , | .| . | | 161.0 203.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
14.60 14.80 15.00 15.20
5000 m/z 254.10 23.37%
29.0 105.0136'0 191.0222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- s ma e B
69.0 14.60 14.80 15.00 15.20
m/z 41.10 19.73%
5000
136.0
299, | 050, | 3770 21502480
m/z--> 50 100 1%0 200 2%0 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087765.D

Aca On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 20 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.30 7.96 ng 191986 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1200 (15.302 min): BF087765.D (-1198) (-) m/z 252.10 100.00%
259.1
5000
125.0
2240 15.00 15.20 15.40 15.60
830 990 1. 170.01980°C 7 Wl 8021 86521 s77250.10  29.92%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252.0
5000
15.00 15.20 15.40 15.60
126.0 m/z 253.10 21.81%
27.0 63.0 99.0 ‘H 158.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 19.85%

125.0
63.0 99.0 158.0 198.0224.0

m/z--> 50 100 150 200 250 300 350

Abundance #104220: Benzo[a]pyrene e

252.0 15.00 15.20 15.40 15.60
m/z 126.00 15.67%

5000
126.0
63.0 990, | 163.0 198.0224.0

LN LI N R R L L L L LY L L B L Y LI L L I L B T T T T T _'_'—I—'_'_'_'—I_'_'—'_'—I—'_'_'_'—I—'_'_'_'—I

m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060616\
Data File : BF087765.D

Acq On : 6 Jun 2016 21:50

Operator : UM/SJ

Sample : H3371-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
Propane, 2,2-dime... 1.71 239.6 ng 7360700 1 6.86 614483 20.0
Propane, 1,1-dime... 2.11 7.1 ng 217088 1 6.86 614483 20.0
2-Pentanone, 4-hy... 5.04 8.2 ng 250949 1 6.86 614483 20.0
trans-_beta.-Ocimene 6.12 7.7 ng 236664 1 6.86 614483 20.0
unknown6 .62 6.62 76.2 ng 2341970 1 6.86 614483 20.0
Nonadecane, 9-met... 10.80 3.1 ng 117125 4 11.37 743324 20.0
Phenanthrene, 1-m... 11.90 2.7 ng 99198 4 11.37 743324 20.0
unknownl1l1.98 11.98 4.1 ng 151379 4 11.37 743324 20.0
Naphthalene, 2-ph... 12.16 2.4 ng 89524 4 11.37 743324 20.0
Cetene 12.42 5.4 ng 199098 4 11.37 743324 20.0
Pyrene, 2-methyl- 13.13 2.2 ng 147748 5 14.00 1327370 20.0
n-Nonadecanol-1 13.85 2.9 ng 191871 5 14.00 1327370 20.0
Squalene 14.86 3.5 ng 84263 6 15.43 482629 20.0
Perylene 15.30 8.0 ng 191986 6 15.43 482629 20.0
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