LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG041316.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 3.094 38 43 63 rvB 2512536 3948442 100.00% 18.643%
2 5.291 410 417 424 rBV 60572 94921 2.40% 0.448%
3 5.767 491 498 507 rBV 669937 1093251 27.69% 5.162%
4 7.371 762 771 782 rBV 700868 1240934 31.43% 5.859%
5 7.747 827 835 844 rVB 694409 1211712 30.69% 5.721%
6 8.217 908 915 922 rBV 152854 269384 6.82% 1.272%
7 8.540 962 970 981 rVB 499696 887222 22.47% 4.189%
8 9.386 1105 1114 1124 rBV 426441 792480 20.07% 3.742%
9 11.032 1387 1394 1402 rBV 217560 403324 10.21% 1.904%
10 13.452 1798 1806 1814 rBvV 958827 1513475 38.33% 7.146%

11 14.263 1937 1944 1951 rBV 99482 146302 3.71% 0.691%
12 14.827 2033 2040 2046 rBV2 316619 514547 13.03% 2.429%

13 15.638 2173 2178 2184 rVB 39991 51606 1.31% 0.244%
14 15.867 2212 2217 2223 rVB2 24856 39750 1.01% 0.188%
15 16.308 2285 2292 2301 rVB 722983 1110306 28.12% 5.242%
16 16.496 2319 2324 2336 rBV2 49668 97386 2.47% 0.460%
17 17.283 2452 2458 2463 rBV 34241 48353 1.22% 0.228%

18 17.559 2497 2505 2509 rBvV2 351953 575342 14.57% 2.717%
19 17.600 2509 2512 2519 rVV 275724 421112 10.67% 1.988%
20 17.694 2523 2528 2533 rVB 67053 101240 2.56% 0.478%

21 18.435 2649 2654 2657 rBV 40862 59899 1.52% 0.283%
22 18.482 2657 2662 2668 rVB 59911 97673 2.47% 0.461%
23 18.629 2680 2687 2690 rBV3 79136 149875 3.80% 0.708%
24 18.922 2732 2737 2740 rBV 36367 55239 1.40% 0.261%
25 18.963 2740 2744 2748 rVB2 42253 60221 1.53% 0.284%
26 19.334 2802 2807 2812 rBV2 40412 69503 1.76% 0.328%

27 19.598 2846 2852 2857 rBV 652430 939867 23.80% 4.438%
28 19.821 2886 2890 2899 rVB2 123372 181311 4_59% 0.856%
29 19.962 2903 2914 2920 rVV 528768 988219 25.03% 4_.666%
30 20.021 2921 2924 2930 rVB2 25984 40964 1.04% 0.193%

31 20.144 2939 2945 2950 rBV 1253149 1679885 42.55% 7.932%
32 20.544 3009 3013 3016 rBV 75463 103744 2.63% 0.490%
33 20.855 3063 3066 3073 rBV2 94395 129566 3.28% 0.612%
34 21.437 3162 3165 3171 rVB3 154490 236329 5.99% 1.116%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.831 3225 3232 3238 rBV2 435693 1128459 28.58% 5.328%
36 21.884 3238 3241 3249 rVB 220523 373902 9.47% 1.765%
37 24.110 3615 3620 3628 rBV 97154 323716 8.20% 1.528%

Sum of corrected areas: 21179461
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG021786.D
25000001 3|og

2000000

1500000

1000000

5.77 7.37 7.75

500000 8.54 9.39

8.22 11.03

5.29

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG021786.D
2500000

2000000
1500000 20.14

1000000 13.45
16.31

500000

14.83 159%

o 14.26 A‘ 15-@.5.87 16.50 171:38 17.69

Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG021786.D
2500000

2000000
1500000
1000000

500000
24.11

N V.V
U SR BN BN L S B UN BRI SRS S SULL U BURSUUN BRI SRS UL SN SUREUUN LIS UM SUCIUAN SULILILS

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown3.09 Concentration Rank 1

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

3.09 293.15 ng 3948440 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 16
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 42 (3.088 min): BG021786.D (-38) (-) m/z 73.00 100.00%
73
43
5000
89
U A
55 3.00 320 3.40
Ol . m/z 43.00 59.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L L
3.00 320 3.40
31 89 m/z 89.00 31.53%
UnmanRans I'?§M“"'??M"”'“I '“??l' "'ll T ""M T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
71 1300 320 340
5000 89 m/z 41.00 12.21%
27
18 37 53 59 101 /\¥
G R S U S I S SULILL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #724: Acetamide, N-methyl- LA L L L B
30 43 73 3.00 320 3.40
m/z 45.00 9.77%
5000 58
15
0 24 A ‘\ ‘ il 52 |
LR IR S UL S UL SRR SR IURL L S S U A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.29 7.05 ng 94921 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 417 (5.291 min): BG021786.D (-410) (-) m/z 42.95 100.00%
43
59
5000
101 IR RRRE NN RN L
51| 83 | 5.00 5.20 5.40 5.60
NS N NS SN m/z 59.00 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L AR BN L
59 500 520 540 5.60
m/z 101.00 17.18%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
500 520 540 560
5000 41 m/z 58.00 14 _.40%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 5.00 5.20 5.40 5.60
m/z 41.00 8.51%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.75 Concentration Rank 2

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

7.75 89.96 ng 1211710 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 835 (7.747 min): BG021786.D (-827) (-) m/z 132.00 100.00%
5000 68
2 54 % J 7.40 7.60 7.80 8.00
o |.7=7,?.7.!,’1P“??1.5,.. e || m/Z  68.00  43.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R A RS LS SR
7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 31.91%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.40 7.60 7.80 8.00
5000 m/z 66.00 28.67%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.00 17.62%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, 7 G U
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.01 ng 51606 Acenaphthene-d10 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Tridecane 184 C13H28 000629-50-5 83
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 80
Abundance Scan 2178 (15.638 min): BG021786.D (-2173) (-) m/z 57.00 100.00%
57
43
71
5000
85
99 113107 " 15.40 15,60 15.80 16.00
o} m/z 43.00 68.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
71

5000 TT T T[T T T T[T T I T[T T T T[T
a5 1540 15.60 15.80 16.00
29 m/z 71.00 54 _.73%
o | L L “ 99113127141155169183197 226
R R E Rl Ll n L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 15.40 15.60 15.80 16.00
5000 85 m/z 85.05 30.79%
29
015 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 97 15.40 15.60 15.80 16.00
m/z 41.00 29.03%
71
5000
85
29 %
0 | L L Ly 3127141156169 282
R I R Rl Ll n s e e e S o A B W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.43 2.08 ng 59899 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 89
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 81
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 76
5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 68

Abundance Scan 2653 (18.429 min): BG021786.D (-2649) (-) m/z 192.00 100.00%

1

2
5000
L ML i

94 165 8.20 18.40 18.60 18.80
43 63 82 113 139150 209 18. ' : '
ol 125 m/z 191.00 55.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192
5000

18.20 18.40 18.60 18.80
m/z 188.95  30.25%

o4 165
o 27 39 51 63 8 115126 139 152 | 176
L . NN HNN TN L Sh R v i Wi | -
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
18.20 18.40 18.60 18.80
5000 m/z 190.00  15.04%

165
27 39 50 63 74 g5 96 115126 139 152 | 176

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50611: Anthracene, 2-methyl- T ,/.\/.\. S
192 18.20 18.40 18.60 18.80

m/z 165.00 12.91%

5000

g3 % 165
63 2 | 115 139150 | 176 |

) NS M M| T s i M e

|
m/z--> 20 40 60 80 100 120 140 160 180 200

T I T T I
220 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.48 3.40 ng 97673 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 97
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 96
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 2662 (18.482 min): BG021786.D (-2657) (-) m/z 192.00 100.00%

192

5000

=

18.20 18.40 18.60 18.80
m/z 191.00 60.30%

63 8295

1
119 139152

o 4 223 248 271

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50623: Phenanthrene, 1-methyl-

%

5000
18.20 18.40 18.60 18.80

m/z 189.00 28 .99%

2639 63 g2 9 115 139152

0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
18.20 18.40 18.60 18.80
5000 m/z 193.00 16.72%
165
o 39 63 839% 115 139152 173
T T T e T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50604: 1H-Indene, 2-phenyl-
192 18.20 18.40 18.60 18.80
m/z 190.00 15.74%
5000

2639 6377 96 115 13915,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80

.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.63 5.21 ng 149875 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17
Abundance Scan 2687 (18.629 min): BG021786.D (-2680) (-) m/z 190.00 100.00%

190
5000

18. 40 18. 60 18 80 19. 00

115 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

(o} m/z 189.00 96 .45%

18. 40 18. 60 18 80 19. OO

5000

m/z 192.00 27 .62%

o 111 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
189

18.40 18. 60 18 80 19.00

5000 m/z 191.00 27 .49%

94
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
0

18.40 18.60 18.80 19.00

m/z 94.50 21.74%

bl

91

5000 115133 161

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 40 18. 60 18 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.96 2.09 ng 60221 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 92
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
4 9.10-Phenanthrenedione 208 C14H802 000084-11-7 60
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
Abundance Scan 2743 (18.958 min): BG021786.D (-2740) (-) m/z 208.00 100.00%
180 208
152
5000 76
l I 126 237 273292 313331 18.60 18.80 19.00 19.20
Olnnlunlul'lu'u'. |||II|II|III|I‘| I||‘|| I|I|”|I|= IIlull:llI!IIII”||””|”” ""I""I""I m/z 180_00 94_27%
m>mmmmmmmmmmmmmmmm
Abundance #61654: 9,10-Anthracenedione

152 180 208

5000 76
18.60 18.80 19.00 19.20
50 126 m/z 152.00 75.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
152 180
18.60 18.80 19.00 19.20
5000 m/z 151.00 44 .89%
76 126
o 39 55 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #42768: 9H-Fluoren-9-one N e AR
180 18.60 18.80 19.00 19.20
m/z 76.00 37.93%
5000 152
76
27 %0 | 8 126
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.33 2.42 ng 69503 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 96
2 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
3 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 93
4 Phenanthrene. 3.6-dimethyl- 206 C16H14 001576-67-6 93
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 90

Abundance Scan 2806 (19.328 min): BG021786.D (-2802) (-) m/z 206.05 100.00%

6

5000

19.00 19.20 19.40 19.60
m/z 190.95  53.00%

224 245261 286303 306

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60342: 9,10-Dimethylanthracene

5000

19.I00 19!20 19.I40 19.I60
m/z 189.00  29.34%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
R R REREEEE RS R R
19.00 19.20 19.40 19.60
5000 m/z 205.00 27.92%
189
101
27 51 6 127 15016°

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

Abundance #60344: Anthracene, 1,4-dimethyl- AR
19.00 19.20 19.40 19.60

m/z 57.00 23.24%

5000

39 63
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.82 3.21 ng 181311 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 38
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 37

Abundance Scan 2890 (19.821 min): BG021786.D (-2886) (-) m/z 56.00 100.00%
56
5000 l
257
129 239
97 203 19.60 19.80 20.00 20.20
4 157 185
oﬁ—ﬁJL 287 312 41 m/z 57.00 53.64%
m/z--> 50 100 150 200 250 300 350
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 R N SRR SR
19.60 19.80 20.00 20.20
29 129 257 m/z 43.00 38.67%
oL e T sy e 218 BT 5 a1
m/z--> 55 160 150 260 250 360 3%0
Abundance
56
"' 10.60 19.80 20.00 20.20 |
5000 m/z 41.00 34.01%
29
o 831091 129 157 185 213 239257 501 315
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester RS EmmEs o L
57 19.60 19.80 20.00 20.20
m/z 55.00 29.61%
5000
239
29 85 129 i
I RSl 2O B A T I e
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.86 2.30 ng 129566 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 47
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 43
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 3067 (20.861 min): BG021786.D (-3063) (-) m/z 56.00 100.00%
5000
185 220 20,60 20.80 21.00 2120
0 313340 383 424 458 496 n/z 57.00 60 320
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LRI SULRLN UL S SR
20.60 20.80 21.00 21.20
29 m/z 43.00 37.33%
Ol et 1571852132?1|| jl3}%?f?|||| S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
20,60 20.80 21.00 2120
5000 m/z 55.00 32.82%
229
129
185 284
0 8 157 255
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- L LS mu e e ]
56 20.60 20.80 21.00 21.20
m/z 41.00 31.43%
5000
30 100 129
0 ”4wl'”'l"”l'"W""P"'I”"I'”'I"”I"'W' UL NI BRI SUNRE
mz-> 0 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042116\
Data File : BG021786.D

Aca On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.44 4.19 ng 236329 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 70
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 70
5 Trihexadecyl borate 735 C48H99B0O3 002665-11-4 70
Abundance Scan 3166 (21.443 min): BG021786.D (-3162) (-) m/z 57.00 100.00%
57
228
83
5000
153 196 329 21.20 21.40 21.60 21.80
ol LAl l 5428 303388 Ad6 m/z 43.00 83.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #63051: Cyclopentadecane
55
83
5000 LB I IR BN
11 2120 21.40 21.60 21.80
29 m/z 228.00 75.74%
\‘ ‘ 139 182210
O'J'w‘ ‘ L "“'ll“' R N S SN SR
m/z--> 50 200 250 300 350 400 450 500
Abundance
55 g3
21.20 21.40 21.60 21.80
5000 m/z 55.00 68.13%
29 111
139 167 196224
ot —rr e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e A RARES mE e S
43 21.20 21.40 21.60 21.80
m/z 83.00 56.90%
| J’\W
5000
97
b AL 25151200 pazee
m/z--> 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042116\
Data File : BG021786.D

Acq On : 20 Apr 2016 15:44

Operator : UM/SJ

Sample : H2413-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
unknown3.09 3.09 293.1 ng 3948440 1 8.21 269384 20.0
2-Pentanone, 4-hy... 5.29 7.0 ng 94921 1 8.21 269384 20.0
unknown7 .75 7.75 90.0 ng 1211710 1 8.21 269384 20.0
Hexadecane 15.64 2.0 ng 51606 3 14.83 514547 20.0
Phenanthrene, 2-m... 18.43 2.1 ng 59899 4 17.56 575342 20.0
Phenanthrene, 1-m... 18.48 3.4 ng 97673 4 17.56 575342 20.0
4H-Cyclopenta[def... 18.63 5.2 ng 149875 4 17.56 575342 20.0
9,10-Anthracenedione 18.96 2.1 ng 60221 4 17.56 575342 20.0
9,10-Dimethylanth... 19.33 2.4 ng 69503 4 17.56 575342 20.0
Hexadecanoic acid... 19.82 3.2 ng 181311 5 21.84 1128460 20.0
Octadecanoic acid... 20.86 2.3 ng 129566 5 21.84 1128460 20.0
Cyclopentadecane 21.44 4.2 ng 236329 5 21.84 1128460 20.0
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