LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095521.D

Aca On : 28 May 2017 4:14 Instrument :

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

3?22'6 : 13244-14 NM5-COMP-6-18

ALS Vial : 20 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 5.095 533 537 553 rBV 98931 242962 10.32% 1.176%
2 5.701 636 640 686 rBV 810936 2180208 92.59% 10.554%
3 7.283 905 909 925 rBV 828561 1900961 80.73% 9.202%
4 7.401 925 929 947 rVB 1296845 2354581 100.00% 11.398%
5 7.736 982 986 997 rBV 436190 534549 22_.70% 2.588%
6 7.972 1021 1026 1046 rBVY 1324504 1715821 72.87% 8.306%
7 8.642 1136 1140 1172 rBV 531823 1233209 52.37% 5.970%
8 9.766 1327 1331 1352 rBV 302834 689843 29.30% 3.339%
9 11.530 1626 1631 1657 rBV 1291976 2255776 95.80% 10.920%
10 12.242 1747 1752 1769 rBvV 118502 240553 10.22% 1.164%
11 12.595 1807 1812 1832 rBV2 382451 682887 29.00% 3.306%
12 13.424 1948 1953 1958 rVB 31269 35140 1.49% 0.170%
13 13.895 2029 2033 2055 rBvV 469637 974422 41.38% 4.717%
14 14.195 2078 2084 2095 rBvV2 29186 48455 2.06% 0.235%

15 15.001 2217 2221 2226 rVV 299803 467017 19.83% 2.261%

16 15.042 2226 2228 2238 rVV 104888 189159 8.03% 0.916%

17 15.148 2241 2246 2255 rVB2 14495 32120 1.36% 0.155%
18 15.489 2297 2304 2312 rBV4 21747 54183 2.30% 0.262%
19 15.953 2378 2383 2393 rVB4 50384 99581 4.23% 0.482%

20 16.789 2521 2525 2534 rBV 158794 233770 9.93% 1.132%

21 17.089 2572 2576 2586 rVB 183142 249942 10.62% 1.210%
22 17.312 2610 2614 2622 rBV 1294215 1514281 64.31% 7.330%

23 17.400 2627 2629 2637 rVB4 14133 26322 1.12% 0.127%
24 17.553 2652 2655 2663 rVB2 22704 34455 1.46% 0.167%
25 17.642 2666 2670 2674 rBV2 18329 25295 1.07% 0.122%
26 17.695 2674 2679 2683 rBv4 31389 41460 1.76% 0.201%

27 18.553 2817 2825 2834 rBV5 51986 129849 5.51% 0.629%
28 18.671 2840 2845 2850 rBV2 453543 714002 30.32% 3.456%
29 18.712 2850 2852 2861 rVV3 129373 187024 7.94% 0.905%

30 18.806 2864 2868 2872 rBV3 20563 29965 1.27% 0.145%
31 19.189 2927 2933 2936 rBV2 25318 37637 1.60% 0.182%
32 19.341 2955 2959 2963 rBvV4 35309 47074 2.00% 0.228%
33 19.783 3030 3034 3037 rBV2 30009 35541 1.51% 0.172%

34 19.953 3059 3063 3066 rBvV 100747 151585 6.44% 0.734%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 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 20.065 3078 3082 3086 rBV 72271 75459 3.20% 0.365%
36 20.241 3109 3112 3117 rBV 61333 69995 2.97% 0.339%
37 20.300 3119 3122 3127 rVB 82086 92197 3.92% 0.446%
38 20.353 3127 3131 3139 rBV 308061 470987 20.00% 2.280%
39 20.794 3202 3206 3211 rVB 54494 68047 2.89% 0.329%
40 21.718 3357 3363 3371 rVB3 105533 198800 8.44% 0.962%
41 21.865 3383 3388 3394 rVB8 36173 74799 3.18% 0.362%
42 22.106 3425 3429 3435 rBvV2 27660 63052 2.68% 0.305%
43 22.971 3568 3576 3582 rVvB1O 25394 66212 2.81% 0.321%
44 23.324 3630 3636 3644 rVB6 36780 88344 3.75% 0.428%

Sum of corrected areas: 20657521
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095521.D

1200000

1000000

7.2
800000 570

600000 8.64

7.74
400000

200000
5.10

0¥
VNV U U L L I L rrTT T

T 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 8.00 8.50 9.00
Abundance TIC: BF095521.D
11,53

1200000
1000000
800000

600000
13.89

400000 12.59
9.77 15.00

200000 120 Ao 16
13.42 14.19 515 15.49 1299 ’

™
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: BF095521.D
17.31

1200000

1000000

800000

600000

18.67

400000

17.09

23.32

O et e e e e T T e e s

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

200000 21.72

21.8@2.11
AN A

8270-BF050217.M Tue May 30 17:41:10 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.10 9.09 ng 242962 1,4-Dichlorobenzene-d4 7.74
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 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 538 (5.101 min): BF095521.D (-533) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.1

| 83.0 | 480 500 520 5.40
MRS ¥ SIS S | PERERSRERS ol RU M m/z 59.10 58.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 e P e
59.0 480 500 520 5.40

m/z 101.10 22 .23%

15.0 101.0
31.0
...,..‘..,...‘:‘,‘....‘,‘:...,..:.,....,....?.3'.0..,...:,‘....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

57.0 4.80 5.00 520 5.40
5000 m/z 58.00 15.25%
20.0 101.0
150 73.0 83.0
I o o B B A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-

59.0 4.80 5.00 5.20 5.40

m/z 41.00 8.64%

5000
43.0
101.0
31.0 83.0
15.0 L ‘ | 1 ‘ ! 71.0 1

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.40 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.40 88.10 ng 2354580 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 929 (7.401 min): BF095521.D (-925) (-) m/z 132.00 100.00%

132.0
5000 68.0

400 540 “ %oﬁomm 700 7.20 7.40 7.60 7.80
..,....,....,....,.‘...,.:..,.:.'.,..'..,....,....,....,....,....,'...,.. m/z 68.05 37.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 IIII||||I|IIII|IIII|II
7.00 7.20 7.40 7.60 7.80

m/z 134.00 32.66%

31.0 51.0

SN GNP ST S SN | S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
132.0

7.00 7.20 7.40 7.60 7.80

5000 67.0 m/z 66.05 22.06%
41.0 53.0 97.0 1170
79.0 ’
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80

m/z 96.00 13.97%

5000
104.0
66.0
140 27.0 390 510 97 770 g9 || 1150 “

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.08 ng 48455 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tetradecane 198 C14H30 000629-59-4 72
3 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 64
4 3-Ethyl-3-methvlheptane 142 C10H22 017302-01-1 59
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 53
Abundance Scan 2083 (14.189 min): BF095521.D (-2078) (-) m/z 57.00 100.00%
5%.0
5000 85.1

329.8 13.80 14.00 14.20 14.40 14.60

et e ey || M7z 71.00  81.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57.0
5000
85.0 13.80 14.00 14.20 14.40 14.60
29.0 ’ m/z 43.00 67.67%
J‘Mﬂwﬂwmmm%mmnm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
13.80 14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 48.62%

29.0
113.0 141.0 169.0 198.0

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

Abundance #125655: Sulfurous acid, hexyl octyl ester
57.0 85.0 13.80 14.00 14.20 14.40 14.60
m/z 41.10 37.60%
5000
29.0 113.0
1T | 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.32 ng 54183 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. undec... 318 C14H23F502 959014-11-0 90
2 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 86
3 n-Pentadecanol 228 C15H320 000629-76-5 83
4 1-Tetradecanol 214 C14H300 000112-72-1 83
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 83

Abundance Scan 2304 (15.489 min): BF095521.D (-2297) (-) m/z 43.00 100.00%

43.0, 69.0

5000
1391 203 15.20 15.40 15.60 15.80
e - 2 m/z 55.00 94.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159234: Pentafluoropropionic acid, undecyl ester
55.0
5000

15.20 15.40 15.60 15.80
29.0 m/z 69.00 94.42%

154.0
300.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
69.0
97.0 15.20 15.40 15.60 15.80
5000 m/z 83.10 78.54%
125.0
15.0 15401820 3979 328.0
mﬂm@mmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84599: n-Pentadecanol
55.0 83.0 15.20 15.40 15.60 15.80

m/z 57.10 67.47%

5000

182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.95 4.26 ng 99581 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 47
3 Phenol. 4-(2-thienvimethv)- 190 C11H100S 091680-55-6 43
4 Thiophene-3-carboxaldehyde. 5-ch... 190 C5H4BCI03S 036155-87-0 38

5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 32

Abundance Scan 2382 (15.948 min): BF095521.D (-2378) (-) m/z 189.05 100.00%
189.1
60.0
41.0
5000 I\f\
149.0165.1 1560 15.80 16.00 16.20
m/z 190.05 86.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
.................“
5000 15.60 15.80 16.00 16.20
94.0 m/z 60.00 69.17%
\ 163.0 |
T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
.............“...“
15.60 15.80 16.00 16.20
5000 m/z 73.00 68.44%
94.0
39.0  63.0 78.0 1100 1370 1630
e e e e S Ean s B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
190.0 15.60 15.80 16.00 16.20
m/z 57.00 54_17%
5000
97.0
157.0173.0
77.0 ‘ 128.0
270 80820 e e b bl
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Dodecanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.55 3.64 ng 129849 Chrysene-di12 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 76
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 68
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 64
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 64
Abundance Scan 2824 (18.547 min): BF095521.D (-2817) (-) m/z 57.05 100.00%

5000 230.1
2810 1820 18.40 18.60 18.80
A m/z 43.05 94.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 LA L L L L L L I
18.20 18.40 18.60 18.80
m/z 55.00 85.06%
m‘ \\‘\\4@7022402800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
R e SRR E e
18.20 18.40 18.60 18.80
5000 m/z 83.05 74.17%
111.0

167.0222.0278.0 364.0 437.0488.0
rmmwmmmwwm
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #242842: Octatriaconty| pentafluoropropionate L BT
57.0 18.20 18.40 18.60 18.80
m/z 97.10 72 .39%
5000
1.0
‘ | 167.0 225.0281.0 341.0 401.0 460.0 532.0 678.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.07 3.20 ng 75459 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 45
2 Heneicosane 296 C21H44 000629-94-7 45
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 43

Abundance Scan 3083 (20.071 min): BF095521.D (-3078) (-) m/z 57.00 100.00%

.0 252.1

5000

19.80 20.00 20.20 20.40
m/z 252.10 92 .89%

1452 1771 2110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59890: Tridecane, 3-methyl-
57.0
5000
2.0 19.80 20.00 20.20 20.40
: 850 m/z 71.05 85.54%
e 130400 %90 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
85.0 19.80 20.00 20.20 20.40
5000 ' m/z 43.05 69.54%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

mﬁmﬁmﬁrﬂwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo- R e RRRES BEm s L
57.0 19.80 20.00 20.20 20.40
m/z 85.10 65.19%

5000 85.0

1130‘ ‘15‘50 1830 2110 2530

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.79 2.89 ng 68047 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3205 (20.788 min): BF095521.D (-3202) (-) m/z 57.10 100.00%

ek

20 40 20. 60 20 80 21. OO 21. 20
m/z 71.10 78 .15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0

5000 R EEEEEmEm e
2040 20. 60 2080 21. OO 21. 20

m/z 43.10 57 .45%

5000

9.0
| h‘hM M14101830225026703090 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57.0
s B B S
20.40 20.60 20.80 21.00 21.20
5000 m/z 85.05 53.66%
99.0
15.0 141.0183.0 225.0 267 0309.0 380.0
o L B S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane I B B s e
20.40 20.60 20.80 21.00 21.20
m/z 55.00 22 .29%
5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 40 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown21.86 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.86 3.18 ng 74799 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4.5-Dimethvl-6H-thiopvran-2-v... 204 C9H10F20S 1000318-25-0 20
2 .delta.-Selinene 204 C15H24 028624-23-9 18
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 18
4 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 18
5 2,10,10-Trimethyltricyclo[7.1.1.... 204 C14H200 1000210-81-9 18
Abundance Scan 3387 (21.859 min): BF095521.D (-3383) (-) m/z 189.15 100.00%
95.1 189.2 278.1
a0 710 119.0
5000
161.1 231.2

21.60 21.80 22.00 22.20
m/z 95.10 82 .55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64845: 1-(4,5-Dimethyl-6H-thiopyran-2-yl)-2,2-difluoro-et...
189.0

5000 91.0 L
125.0 2160 2180 2200 2220

39“0 15\?0 ‘ m/z 278.10  79.99%
H\M‘H H\ \ H [l L

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

161.0 189.0

21.60 21.80 22.00 22.20

m/z 204.10 65.72%
50001 ., 91.0 133.0 (

67.0

W‘mﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64554: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... R AAREE B
189.0 21.60 21.80 22.00 22.20
93.0 m/z 71.00 64.34%

41.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown22.97 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.97 2.81 ng 66212 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobalt. I(1.2.3.4-_.eta.)-1.3-cvc... 218 C12H15Co 070210-70-7 12
2 2.3-Diethoxvauinoxaline 218 C12H14N202 057050-66-5 11
3 3-Fluorobenzvlamine. N-(2-fluoro... 219 C13H11F2N 1000310-45-4 10
4 3.5-Dimethvilphenvl 2.2.2-trifluo... 218 C10H9F302 1000373-26-3 10
5 Cyclopenta[c]pyran-7-carboxaldeh... 218 C12H1004 018234-46-3 10
Abundance Scan 3576 (22.971 min): BF095521.D (-3568) ( ) m/z 218.20 100.00%
43.0 124.1 18.2
71.1
95.1
5000 45.0 193.1
255.1
22.60 22.80 23.00 23.20
m/z 124.10 94 _46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75654: Cobalt, [(1,2,3,4-.eta.)-1,3-cycloheptadiene](.eta...
150.0 218.0
124.0

5000
22.60 22.80 23.00 23.20

m/z 43.05 92 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
218.0
T
22.60 22.80 23.00 23.20
5000 1340 162.0 m/z 55.00 77.77%
190.0
29.0 106.0
510 /70
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76480: 3-Fluorobenzylamine, N-(2-fluorophenyl)- R REEREEEE S
109.0 22.60 22.80 23.00 23.20
219.0 m/z 71.10 76.32%
5000
83.0
38.0570 | | | 1700 1980 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 22 60 22. 80 23. OO 23 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095521.D

Aca On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown22.32 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.32 3.75 ng 88344 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 46
2 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 43
3 4-Acetvl-3-methoxvisocoumarin 218 C12H1004 003155-98-4 38
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 35
5 Benzenamine, 2-bromo-4-nitro- 216 C6H5BrN202 013296-94-1 35
Abundance Scan 3635 (23.318 min): BF095521.D (-3630) (-) m/z 218.20 100.00%
218.2
5000
69.0 135.1 189.1 )
7 93.0 161.1 e
41.0 267.0 23.'00 23.'20 23.'40 23.|60 !
m/z 189.10 39.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218.0
5000 410 119.0 14 70 eo 23.00 23.20 23.40 23.60
‘ ‘ m/z 135.10 33.53%
b, \ I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
218.0
23.00 23.20 23.40 23.60
5000 176.0 m/z 203.05 31.43%
41.0 91.0 133.0
65.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75532: 4-Acetyl-3-methoxyisocoumarin
218.0 23.00 23.20 23.40 23.60
175.0 m/z 136.10 30.53%
5000 43.0 133.0
150 | 630 Mae0 |y N4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\
Data File : BF095521.D

Acq On : 28 May 2017 4:14

Operator : SJ/MA

Sample : 13244-14

Misc :

ALS Vial : 20 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... 5.10 9.1 ng 242962 1 7.74 534549 20.0
unknown? .40 7.40 88.1 ng 2354580 1 7.74 534549 20.0
Hexadecane 14.19 2.1 ng 48455 4 15.00 467017 20.0
Pentafluoropropio... 15.49 2.3 ng 54183 4 15.00 467017 20.0
6H-Cyclobuta[jk]p--. 15.95 4.3 ng 99581 4 15.00 467017 20.0
1-Dodecanol, 2-oc... 18.55 3.6 ng 129849 5 18.67 714002 20.0
unknown20.07 20.07 3.2 ng 75459 6 20.35 470987 20.0
Hexacosane 20.79 2.9 ng 68047 6 20.35 470987 20.0
unknown21 .86 21.86 3.2 ng 74799 6 20.35 470987 20.0
unknown22 .97 22.97 2.8 ng 66212 6 20.35 470987 20.0
unknown22 .32 23.32 3.8 ng 88344 6 20.35 470987 20.0
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