LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\

Data File : BF095174.D

Aca On : 17 May 2017 00:48 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13151-01 NM10-COMP-0-6

ALS Vial : 18 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-BF050217 .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 5.136 539 544 566 rBV 306626 702121 23.11% 2.520%
2 5.748 644 648 673 rBVY 1654673 2738199 90.13% 9.827%
3 6.319 740 745 754 rBV 19623 39373 1.30% 0.141%
4 7.325 910 916 931 rBVY 1725501 2676442 88.09% 9.606%
5 7.442 931 936 952 rVB 2032412 2836226 93.35% 10.179%
6 7.777 989 993 1003 rBV 447586 526824 17.34% 1.891%
7 8.013 1028 1033 1053 rBvY 1907498 2336633 76.91% 8.386%
8 8.677 1140 1146 1173 rBV 1185345 1679420 55.28% 6.027%
9 9.789 1331 1335 1354 rBV 461485 667734 21.98% 2.397%
10 11.566 1631 1637 1655 rBVY 2227598 3038139 100.00% 10.904%
11 12.254 1750 1754 1765 rBvV 175751 276154 9.09% 0.991%
12 12.401 1773 1779 1785 rBvV 23852 34630 1.14% 0.124%
13 12.618 1811 1816 1823 rBV2 496984 710742 23.39% 2.551%
14 12.671 1823 1825 1831 rVB 26518 34422 1.13% 0.124%
15 13.454 1953 1958 1965 rBvV 29316 35133 1.16% 0.126%
16 13.524 1965 1970 1976 rBvV2 32356 48962 1.61% 0.176%
17 13.918 2032 2037 2048 rBvV 967970 1399781 46.07% 5.024%
18 14.224 2085 2089 2093 rBvV 29786 37595 1.24% 0.135%

19 15.024 2220 2225 2228 rBV 394090 500774 16.48% 1.797%
20 15.059 2228 2231 2240 rVV 413285 532725 17.53% 1.912%

21 15.148 2242 2246 2257 rVB 77318 113936 3.75% 0.409%

22 15.442 2293 2296 2304 rVB 19725 36645 1.21% 0.132%
23 15.806 2354 2358 2361 rBV2 43586 49170 1.62% 0.176%
24 15.848 2361 2365 2370 rVvV 45180 54886 1.81% 0.197%
25 15.953 2380 2383 2385 rBV2 50003 54719 1.80% 0.196%
26 16.248 2430 2433 2438 rVB 25855 33849 1.11% 0.121%
27 16.300 2438 2442 2448 rBV2 23933 33617 1.11% 0.121%
28 16.718 2508 2513 2518 rBV3 22191 31139 1.02% 0.112%

29 16.800 2522 2527 2536 rBV 525088 609455 20.06% 2.187%
30 17.100 2574 2578 2588 rVB 498936 616798 20.30% 2.214%

31 17.342 2614 2619 2627 rVV 1839764 2190766 72.11% 7.863%

32 17.424 2627 2633 2638 rVB4 23384 48725 1.60% 0.175%
33 17.536 2648 2652 2654 rBV3 26549 37746 1.24% 0.135%
34 17.565 2654 2657 2663 rVB 37733 52871 1.74% 0.190%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\

Data File : BF095174.D

Aca On : 17 May 2017 00:48 Instrument :

Operator : SJ/MA EﬁAfs el
- _ lentosampleld :

3?22'6 : 13151-01 NM10-COMP-0-6

ALS Vial : 18 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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.700 2676 2680 2686 rBV3 44362 73954 2.43% 0.265%
36 18.200 2762 2765 2770 rBV 34641 40790 1.34% 0.146%
37 18.247 2770 2773 2779 rVV 35470 43278 1.42% 0.155%
38 18.371 2787 2794 2796 rBV2 28731 43856 1.44% 0.157%
39 18.400 2796 2799 2802 rVVv2 41490 53445 1.76% 0.192%
40 18.430 2802 2804 2808 rVvVv 29529 37697 1.24% 0.135%
41 18.471 2808 2811 2816 rVB2 38401 48623 1.60% 0.175%
42 18.524 2816 2820 2823 rBVY 39832 50698 1.67% 0.182%
43 18.589 2826 2831 2835 rBV5 24941 38963 1.28% 0.140%

44 18.689 2840 2848 2852 rVV2 524678 829509 27.30% 2.977%
45 18.724 2852 2854 2863 rVVv2 223121 313513 10.32% 1.125%

46 18.818 2867 2870 2876 rVB2 33606 52781 1.74% 0.189%
47 18.983 2893 2898 2902 rVv4 24250 47696 1.57% 0.171%
48 19.194 2930 2934 2938 rBV3 35388 49320 1.62% 0.177%
49 19.806 3035 3038 3041 rBV4 29458 40833 1.34% 0.147%

50 19.959 3060 3064 3067 rBV 183866 262904 8.65% 0.944%

51 20.071 3080 3083 3086 rBV 34650 45471 1.50% 0.163%
52 20.253 3110 3114 3118 rBV 111393 134797 4.44% 0.484%
53 20.312 3121 3124 3129 rBV 140809 153176 5.04% 0.550%
54 20.365 3129 3133 3137 rBV 302543 363396 11.96% 1.304%
55 20.830 3208 3212 3219 rBV7 39707 73524 2.42% 0.264%

56 21.706 3357 3361 3367 rVvV 59198 111783 3.68% 0.401%
57 21.771 3368 3372 3380 rVB10 75196 136428 4._.49% 0.490%

Sum of corrected areas: 27862786
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095174.D

7.44
2000000 8.01

5.75 7.3‘

1500000
8.68

1000000

500000 7.78
5.14

6.32
O'LT--- L L o e oo e e e L B e o B e S LA e e s s e s o

T T T T T 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: BF095174.D
1157

|
8.00

T
8.50 9.00

2000000
1500000

1000000 13.92

9.79 12.62

500000 1506

12.25
Je2.4012.67 13352 14.22 115,44 1895160230 16,

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095174.D

2000000
17.34

1500000

1000000

.8017.
500000 17,10

S0
0 UL AN BNSLL BSALN SRR NS S BRSNS SN S WAL SRS ANLN BN BN Y WS B

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 26.65 ng 702121 1,4-Dichlorobenzene-d4 7.78
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 545 (5.142 min): BF095174.D (-539) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

| 83.0 480 500 520 540
0"'I""I'"'I""Illl"'I"'!'I""I'"'I""'I"'II""I""I""I""|""| m/z 59.10 62 .88%

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 50.0

480 5.00 5.20 5.40
m/z 101.00  23.57%

31.0 83.0 103. .0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e REREE
570 4.80 5.00 520 5.40
5000 m/z 58.00 14 .86%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B R
59.0 480 500 520 540

m/z 41.10 9.34%

5000 41.0 [L
0 I, 173.0 126.0 142.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.44 Concentration Rank 1

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

7.44 107.67 ng 2836230 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 936 (7.442 min): BF095174.D (-931) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 RS SARE A SR A
40.0 540 J 7.20 7.40 7.60 7.80
o S ittt :|-.|.'.8,2-.1. Aguso W m/z 68.05 37.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL UL R R
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.19%
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
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.03%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.10 14 .34%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Phenanthrene, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.85 2.19 ng 54886 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90

Abundance Scan 2365 (15.848 min): BF095174.D (-2361) (-) m/z 192.10 100.00%

5000

Iy

15.60 15.80 16.00 16.20
o’ m/z 191.05 57.11%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54751: Phenanthrene, 4-methyl-
192.0

5000 -------------------
15 60 1580 1600 16 20

m/z 189.05 30.03%

165.0
63\0 ‘\ 125.0141.0 I 1l H‘ ‘
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192.0
”..“.....” T
15.60 15.80 16.00 16.20
5000 m/z 190.05 16.96%
83.0 165.0
0 15.0 39.0 63.0 98.0 115.0 139.0
B B B e Ol L o A o e S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54746: Phenanthrene, 1-methyl- e . T
192.0 15 60 15. 80 16. OO 16 20

m/z 165.00 13.38%

5000
165.0
39.0 630 g10 9.0 1150 139.0 | il
O e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.95 2.19 ng 54719 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 38
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
4 1.1"-Biphenvl. 4.4"-difluoro- 190 C12H8F2 000398-23-2 23
5 5-Thiazolecarboxamide, 4-amino-2... 189 C5H7N30S2 1000338-08-9 22

Abundance Scan 2382 (15.948 min): BF095174.D (-2380) (-) m/z 190.10 100.00%
190.1
5000
94.6 M\ ,
490 491 | 163.0 15.60 15.80 16.00 16.20
e i M m/z 189.05 88.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 '|""OA\"|""| et
94.0 15.60 15.80 16.00 16.20
' m/z 94.60 29 .50%
0 390 630780 | 1100 1370 1630 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
190.0
95.0 15.60 15.80 16.00 16.20
5000 ' m/z 187.10 23.24%
75.0
134.0
3go 570 10 161.0
O T T T e T S e I B
miz--> 20 40 60 80 100 120 140 160 180 )
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)  REa /,\. s e B
189.0 15.60 15.80 16.00 16.20
m/z 191.05 19.91%
5000
122.0
42.0
o 270 | , 660 950 1480 Ll
mz-> 20 40 60 80 100 120 140 160 180 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzo[a]pyrene, 4,5-dihydro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.81 2.25 ng 40833 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene. 4.5-dihvdro- 254 C20H14 057652-66-1 50
2 4.5-Dihvdrobenzolelpvrene 254 C20H14 095676-42-9 50
3 9H-Fluorene-9-methanol. .alpha.-... 314 C22H1802 063839-89-4 50
4 1.2"-Binaphthalene 254 C20H14 004325-74-0 50
5 1,1"-Binaphthalene 254 C20H14 000604-53-5 50
Abundance Scan 3039 (19.812 min): BF095174.D (-3035) (-) m/z 254.10 100.00%
254.1
69.1
112.2

5000 176.1 225.1

19.40 19.60 19.80 20.00 20.20

0! m/z 253.05 72.87%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105928: Benzo[a]pyrene, 4,5-dihydro-
254.0
5000
19.40 19.60 19.80 20.00 20.20
126.0 m/z 69.10 71.67%
100.0 226.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
253.0
T
19.40 19.60 19.80 20.00 20.20
5000 m/z 81.00 55.90%
125.0 224.0

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

Abundance #156779: 9H-Fluorene-9-methanol, .alpha.-phenyl-, acetate A ma T R
254. 19.40 19.60 19.80 20.00 20.20

m/z 112.20  49.03%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.25 7.42 ng 134797 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 3113 (20.247 min): BF095174.D (-3110) (-) m/z 252.10 100.00%
259.1
5000
125.0
2241 20.00 20.20 20.40 20.60
0 ST ek b AA9.0173. 91382 2012 211 "m/z 250.05  30.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
252.0
5000

20.00 20.20 20.40 20.60
m/z 125.00 21.61%

5.0
momo%odmummmmmMMO‘

R N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
L B M s LM e
20.00 20.20 20.40 20.60
5000 m/z 253.10 20.86%
125.0
ol17.0 50.0 74.0 99.0 150.0174.0200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104224: Benzo[K]fluoranthene R RRmas R
252.0 20.00 20.20 20.40 20.60
m/z 126.00 18.53%
5000
126.0
0 74.0 99.0, | 2m¢%0J
B B R AAAs B RS Lo L R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown20.83 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.83 4.05 ng 73524 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 46
2 Docosane 310 C22H46 000629-97-0 46
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 46
4 Tetradecane 198 C14H30 000629-59-4 46
5 2-methyloctacosane 408 C29H60 1000376-72-8 43
Abundance Scan 3212 (20.830 min): BF095174.D (-3208) (-) m/z 57.10 100.00%
51.1
5000
365.2 "' 20.60 20.80 21.00 21.20
0! m/z 71.05 80.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LRI BN SRR SO
20. 60 20 80 21. 00 21. 20
99.0 m/z 85.10 55.44Y%
01260, | |1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1éo 260 2%0 360 3éo 460
Abundance
57.0
"' 20.60 20.80 21.00 21.20
5000 m/z 43.10 45 _42%
99.0
0l26:0 141.0 183. o 225.0 267 0 310.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- e EREaEmamE
57.0 20.60 20.80 21.00 21.20
m/z 231.05 25.41%
5000
] 90 40 211.0
0||‘||‘|‘||‘|“||“|‘||‘|‘||||||‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095174.D

Aca On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown2l1.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.77 7.51 ng 136428 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrolidine. 1-I5.5-dimethvl-3-(... 219 C15H25N 028017-82-5 46
2 .beta.-Elemenone 218 C15H220 020303-60-0 40
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 25
4 Himachala-2.4-diene 204 C15H24 060909-27-5 15
5 L-Mannose, 6-deoxy-, diethyl mer... 270 C10H2204S2 006748-70-5 11
Abundance Scan 3372 (21.771 min): BF095174.D (-3368) (-) m/z 204.15 100.00%

107.0
41.0 278.1
5000
176.2
233.1 316.1
3571 21.40 21.60 21.80 22.00
0 m/z 71.00 90.59%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #76617: Pyrrolidine, 1-[5,5-dimethyl-3-(1-methylethylidene...
204.0
5000 91.0 162.0 LR DR DU SRR BN

21,40 21.60 21.80 22.00
m/z 135.10 83.12%

134.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
107.0,135.0
R RS manEE
41.0 21.40 21.60 21.80 22.00
5000 67.0 m/z 69.10 77.91%
175.0 218.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... R REEREEEE S
204.0 21.40 21.60 21.80 22.00
m/z 57.00 75.93%
5000 95.0
. 161.0
41.0 123.0
" 67.0
0 SN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051617\
Data File : BF095174.D

Acq On : 17 May 2017 00:48

Operator : SJ/MA

Sample : 13151-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.14 26.6 ng 702121 1 7.78 526824 20.0
unknown7 .44 7.44 107.7 ng 2836230 1 7.78 526824 20.0
Phenanthrene, 4-m... 15.85 2.2 ng 54886 4 15.02 500774 20.0
4H-Cyclopenta[def... 15.95 2.2 ng 54719 4 15.02 500774 20.0
Benzo[a]pyrene, 4... 19.81 2.3 ng 40833 6 20.36 363396 20.0
Benzo[e]pyrene 20.25 7.4 ng 134797 6 20.36 363396 20.0
unknown20.83 20.83 4.0 ng 73524 6 20.36 363396 20.0
unknown21.77 21.77 7.5 ng 136428 6 20.36 363396 20.0
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