LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096172.D
Aca On : 23 Jun 2017 22:03 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 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-BF060517.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 1.540 7 9 39 rvB 643135 1170275 69.96% 7.532%
2 4.416 494 498 520 rBV 68044 212507 12.70% 1.368%
3 5.145 618 622 657 rBV 443538 1263511 75.53% 8.133%
4 6.839 906 910 920 rBV 517639 1072123 64.09% 6.901%
5 6.922 920 924 944 rVB 829540 1654037 98.88% 10.646%
6 7.257 977 981 993 rBV 271397 386165 23.09% 2.486%
7 7.492 1017 1021 1043 rBV 780433 1109918 66.35% 7.144%
8 8.181 1135 1138 1157 rBV 448735 788389 47.13% 5.074%
9 9.292 1323 1327 1352 rBVY 342865 536881 32.10% 3.456%
10 11.074 1624 1630 1651 rBVY 1315945 1672756 100.00% 10.767%
11 11.774 1745 1749 1762 rBvV 103465 151372 9.05% 0.974%
12 11.904 1767 1771 1777 rVB 15423 20814 1.24% 0.134%
13 12.110 1802 1806 1812 rBV2 430951 566499 33.87% 3.646%
14 12.163 1812 1815 1821 rVB3 15535 27852 1.67% 0.179%
15 12.968 1948 1952 1958 rBB2 13102 16951 1.01% 0.109%
16 13.410 2023 2027 2052 rBB 510081 806927 48.24% 5.194%
17 13.739 2078 2083 2091 rBvV 17661 29626 1.77% 0.191%
18 14.504 2209 2213 2218 rBvV 376200 506673 30.29% 3.261%
19 14.545 2218 2220 2232 rVB 53148 86496 5.17% 0.557%
20 14.651 2232 2238 2245 rBV 15336 25573 1.53% 0.165%
21 15.474 2368 2378 2383 rBV5 12018 29387 1.76% 0.189%
22 15.539 2385 2389 2395 rVvv2 58412 73824 4_.41% 0.475%

23 16.345 2520 2526 2536 rVB 115761 151165 9.04% 0.973%
24 16.645 2573 2577 2586 rBV 135805 179770 10.75% 1.157%
25 16.892 2615 2619 2626 rVB 994954 1192851 71.31% 7.678%

26 17.127 2656 2659 2665 rVB2 18538 24461 1.46% 0.157%
27 17.215 2669 2674 2677 rBV2 15600 20193 1.21% 0.130%
28 17.262 2678 2682 2687 rBV4 16693 25822 1.54% 0.166%

29 18.150 2829 2833 2843 rBV 79323 124589 7.45% 0.802%
30 18.245 2844 2849 2853 rBV2 386263 516321 30.87% 3.323%

31 18.286 2853 2856 2859 rVB 34821 46307 2.77% 0.298%
32 18.762 2934 2937 2942 rVB3 17294 19535 1.17% 0.126%
33 19.392 3041 3044 3048 rVB5 25772 30088 1.80% 0.194%

34 19.521 3062 3066 3069 rBV 95318 122874 7.35% 0.791%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 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-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.639 3083 3086 3089 rBV2 26072 29974 1.79% 0.193%
36 19.680 3090 3093 3095 rBV3 14948 18420 1.10% 0.119%
37 19.815 3112 3116 3120 rBV 63024 77854 4._.65% 0.501%
38 19.874 3122 3126 3130 rVV 81757 94073 5.62% 0.605%
39 19.921 3130 3134 3145 rBV 316825 462668 27.66% 2.978%
40 20.350 3205 3207 3210 rVB4 23169 24587 1.47% 0.158%
41 21.097 3330 3334 3337 rBV2 29914 47258 2.83% 0.304%
42 21.427 3385 3390 3396 rVB2 40181 83650 5.00% 0.538%
43 22.133 3505 3510 3511 rBV5 10287 18020 1.08% 0.116%
44 22.803 3622 3624 3630 rVB7 13123 17518 1.05% 0.113%

Sum of corrected areas: 15536554
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062317\

BF096172.D

23 Jun 2017 22:03

SJ/MA

13743-05

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

FNDFL-VCTY-061517-COMP
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.42 11.01 ng 212507 1,4-Dichlorobenzene-d4 7.26
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 3-Hexanol 102 C6H140 000623-37-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 499 (4.422 min): BF096172.D (-494) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.0 L L B B e
| 83.1 400 420 440 460 480
o} Y OGNSV Y| Ot NS N m/z 59.00 56.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- f
43.0
5000 59.0 4.00 420 4.40 4.60 4.80

m/z 101.00 19.71%

15.0 101.0
31.0
0 ‘ 1| Iy 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.00 420 4.40 4.60 4.80

57.0

5000 m/z 58.00 15.97%
20.0 101.0
15.0 73.0 83.0
o) MRS RIS I N INT 11 NS 25 B S\ S HN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime et e
43.0 400 420 440 460 480

m/z 41.10 10.10%

5000
101.0
15.0 58.0
\ 280 ||| " 69.0 84.0
ot e e e SMMSMBEE L || EMS—

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.92 Concentration Rank 1

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

6.92 85.66 ng 1654040 1,4-Dichlorobenzene-d4 7.26
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 924 (6.922 min): BF096172.D (-920) (-) m/z 131.95 100.00%
131.9
5000 68.0 }\
T | Tk ok 1 7m0
0 —+ et m/z 68.05 36.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.29%
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
6.60 6.80 7.00 7.0
5000 67.0 m/z 66.05 20.83%
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 6.60 6.80 7.00 7.20
m/z 69.10 13.57%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.91 ng 73824 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2389 (15.539 min): BF096172.D (-2385) (-) m/z 73.00 100.00%
431  73.0
5000 1291
97.0 213.2 s —
0| ‘“ 157.0 1851 256, 15.20 15.40 15.60 15.80
o.n,n.wJJ.. m/z 43.10 89.59Y%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 15.20 15.40 15.60 15.80
Ji 1570 1geo 2130 2560 | M/Z 60.00  87.73%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.20 15.40 15.60 15.80
5000 129.0 m/z 57.00 81.29%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 15.20 15.40 15.60 15.80
: m/z 55.00 66.68%
5000
129.0
171.0 214.0
97.0
0..w.”.,“...,“..P.”,“.w+?%0.”...” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.15 4.83 ng 124589 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 2833 (18.150 min): BF096172.D (-2829) (-) m/z 55.05 100.00%

55|0 97.1

5000

-

510 2031 241 17.80 18.00 18.20 18.40
m/z 57.10 98 .05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

-

5000 LA L L L L L B
17.80 18.00 18.20 18.40
m/z 97.10 90.35%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
Mt .
17.80 18.00 18.20 18.40
5000 111.0 m/z 83.10 89.43%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

-

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R T
57.0 83.0 17.80 18.00 18.20 18.40
m/z 43.05 85.80%
5000
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
- T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096172.D

Aca On : 23 Jun 2017 22:03

Operator : SJ/MA

ﬁ?ggle : 13743-05 FNDFL-VCTY-061517-COMP
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.82 3.37 ng 77854 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 87
Abundance Scan 3117 (19.821 min): BF096172.D (-3112) (-) m/z 252.10 100.00%
259.1
5000
126.0
691 980 162.1 0 224.0 19.60 19.80 20.00 20.20
Ol AL0 b m/z 250.10  34.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104214: Perylene
252.0
5000
19.60 19.80 20.00 20.20
125.0 m/z 253.10 19.78%
ol 17.0 39.0 74.0 %OHM 1m01m02m02%0 “
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252.0
19.60 19.80 20.00 20.20
5000 m/z 126.00 15.05%
126.0
o 74.0 99.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104217: Benzo[e]pyrene
252.0 19.60 19.80 20.00 20.20
m/z 125.10 14.92%
5000
0 50.0 74.0 %O”‘Hl%01M02m02M0 $
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.60 19.80 20.00 20.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF062317\

BF096172.D

23 Jun 2017 22:03

SJ/MA

13743-05

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone, 4-hy...

unknown6.92

n-Hexadecanoic acid

1-Heneicosanol
Perylene

8270-BF060517 .M Wed Jun 28 18:24:36 2017

RT EstConc
4.42 11.0 ng
6.92 85.7 ng

15.54 2.9 ng
18.15 4.8 ng
19.82 3.4 ng

Units Response

212507
1654040
73824
124589
77854

|--Internal Standard---|
| # RT Resp Conc]

386165 20.0
386165
506673 20.0
516321 20.0
462668 20.0

1 7.26
4 14.50
5 18.24
6 19.92

FNDFL-VCTY-061517-COMP
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