LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 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-BF010918.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 4.922 478 482 490 rBV 173332 255259 7.29% 0.859%
2 5.334 547 552 555 rBY 3350034 3410612 97.43% 11.483%
3 6.363 721 727 731 rBV 3066231 3500550 100.00% 11.786%
4 6.493 744 749 752 rBVY 3577553 3423224 97.79% 11.526%
5 6.716 784 787 791 rBV 984182 855372 24.44% 2.880%
6 6.875 810 814 817 rBVY 3013632 2618596 74.81% 8.817%
7 7.287 879 884 887 rBVY 2198796 2173110 62.08% 7.317%
8 7.381 895 900 911 rVB 55578 69481 1.98% 0.234%
9 7.998 1001 1005 1009 rBV 1231417 1111622 31.76% 3.743%
10 9.081 1183 1189 1192 rBV 3695907 3354233 95.82% 11.293%
11 9.157 1198 1202 1204 rBV 49487 37599 1.07% 0.127%

12 9.469 1252 1255 1258 rBV 543538 476727 13.62% 1.605%
13 9.686 1288 1292 1295 rBV 134273 109612 3.13% 0.369%
14 9.751 1299 1303 1307 rVB 1195620 1070641 30.58% 3.605%
15 10.157 1369 1372 1374 rBV 43373 37483 1.07% 0.126%

16 10.186 1374 1377 1380 rVB 139023 118866 3.40% 0.400%
17 10.404 1409 1414 1416 rBV 36083 44769 1.28% 0.151%
18 10.545 1431 1438 1441 rBV 1744706 1685083 48.14% 5.674%
19 10.657 1454 1457 1464 rBV 118221 120764 3.45% 0.407%
20 11.104 1530 1533 1536 rBvV 75715 65841 1.88% 0.222%

21 11.233 1552 1555 1559 rBvV 956078 877055 25.05% 2.953%
22 11.528 1602 1605 1608 rBV 40170 35543 1.02% 0.120%
23 12.822 1821 1825 1829 rVB 2413872 2233859 63.81% 7.521%
24 13.716 1973 1977 1981 rBV 352695 358266 10.23% 1.206%
25 13.869 1999 2003 2007 rBV 834720 795251 22.72% 2.678%

26 14.351 2080 2085 2092 rBV5 36198 52228 1.49% 0.176%

27 15.292 2240 2245 2249 rBV 623036 732880 20.94% 2.468%

28 15.774 2324 2327 2333 rVB4 47095 76157 2.18% 0.256%
Sum of corrected areas: 29700683
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012018\

BF102264.D

20 Jan 2018 14:31

SJ/Ju

J1115-13

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102264.D
5.33
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Time-->
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6.00
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Abundance
3500000

3000000

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF102264.D

11.23

JL 11 53

12.82

O

Time--> 8.00

9.50 10.00 10. 50 11. OO 11. 50

12.00

12.50

13.00 13. 50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

5000003.72

Oty

TIC: BF102264.D

13.87

15.29

14.35 15.77

Time-->

14.00

17.50

14.50 15.00 15.50 16.00 16.50 17.00

18.00

18.50 19.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012018\
BF102264.D

20 Jan 2018 14:31

SJ/JU

J1115-13

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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

... Concentration Rank 4

Peak Number

1 2-Pentanone, 4-hydroxy-4-me

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

4.92 5.97 ng 255259 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 482 (4.922 min): BF102264.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 L I I LA U
51, 83 460 4.80 5.00 5.20
e A AN RN AR ARAAS RS ARARA AR RARAN SRS ARSI SRS ARSE AARRY m/z 59.00 56.87%
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
5000 L R R UL R
%9 460 480 500 520
m/z 101.10 18.01%
31 83 o3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 14 .64%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324 3—Hydroxy—3—methy|—2—butan0ne LI L L L N BB
59 460 4.80 5.00 5.20
m/z 41.00 8.66%
5000 43
31
0 15 Ll ‘ | ‘\ N 69 8\7
m/z--> 15 ﬁo §o 45 55 éo 75 85 §0 160 110 150 150 150 ' 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 unknown6.49 Concentration Rank 1

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

6.49 80.04 ng 3423220 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.493 min): BF102264.D (-744) (-) m/z 132.00 100.00%
5000 68
6 SRR RS R R
40 . 54 75 104 6.20 6.40 6.60 6.80
Obrrrr e AT SLAL a7 | T ws L m/z 68.10 38.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RS RS R R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.10%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.81%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132 6.20 6.40 6.60 6.80
m/z 69.10 15.37%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80

8270-BF010918.M Mon Jan 22 12:27:48 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 8

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

9.69 2.05 ng 109612 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72

Abundance Scan 1293 (9.692 min): BF102264.D (-1288) (-) m/z 57.00 100.00%
g7
43
5000 T g5
9 113 127 9.40 9.60 9.80 10.00
Ot m/z 43.05 71.94%

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

Abundance #83024: Hexadecane
43 57
71
5000 LA L L L L L LB L
29 85 9.40 9.60 9.80 10.00
m/z 71.05 50.70%
. \‘ L1 | 99 113 127 141 155 169 183 226
T o o o e e L e e AR EEREE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 g5 m/z 85.10 43.18%
29
99
o 113 127 141 155 169 198
B o o e T e o A LI o o o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71403: Tridecane, 4,8-dimethyl-
3 57 9.40 9.60 9.80 10.00
m/z 41.00 31.78%
5000 o 1
85
98
o T N || 113 127 M 155 169 183 197 212
B o o e e I L L o o e e o e R REEEREEE SRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.22 ng 118866 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1378 (10.192 min): BF102264.D (-1374) (-) m/z 57.10 100.00%
g7
5000
9.80 10.00 10.20 10.40 10.60
(o} m/z 43.00 59.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 T T T T T T T[T T T T T T
9. 80 10. oo 10 20 10. 40 10. 60
29 m/z 85.05 42 .63%
0 15 \‘ ul I \‘ il 9\‘9 113127 141155 169 198
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo
Abundance
43
57
- 9.80 10.00 10.20 10.40 10.60
5000 85 m/z 71.05 37 .89%
o 29 99113127141 155168 197 231 261
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo
Abundance #71393: Pentadecane
57 9.80 10.00 10.20 10.40 10.60
43 m/z 41.00 24 .35%
71
5000 85
29 9
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 9. 80 10. 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.75 ng 120764 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1458 (10.663 min): BF102264.D (-1454) (-) m/z 57.05 100.00%
g7
5000 g5
113 10,40 10.60 10,80 11.00
194
ol 4 g 4240100 198 | w/z 71.05 65.41%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 U AU B
85 10.40 10.60 10.80 11.00
m/z 43.10 62.93%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10,40 10.60 10,80 11.00
5000 m/z 85.10 36.46%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane R B EEEEE S e
57 10.40 10.60 10.80 11.00
m/z 41.00 29.25%
5000 85
29
0 1 | Ly 113‘ 141 169 198
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 9.01 ng 358266 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1978 (13.721 min): BF102264.D (-1973) (-) m/z 57.05 100.00%

57
83

5000

:

13.40 13.60 13.80 14.00
m/z 83.10 80.98%

o 139 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1

55 83

-

5000
13.40 13.60 13.80 14.00
m/z 97.10 80.74%
29 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97
13.40 13.60 13.80 14.00
5000 m/z 55.00 78.77%
29 125
0 79 154 179196 224 9251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e R nE e et
83 13.40 13.60 13.80 14.00
m/z 43.05 78.52%
5000
29
ob il 167 195 222 250 280 308 336
e e S RamEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102264.D

Aca On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample : J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Triacontyl acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.08 ng 76157 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl acetate 480 C32H6402 041755-58-2 81
2 Octacosvl acetate 452 C30H6002 018206-97-8 81
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 80
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 76
Abundance Scan 2326 (15.768 min): BF102264.D (-2324) (-) m/z 55.00 100.00%
g5
97
5000

25
153 189 221 LI [ L B
281 15.40 15.60 15.80 16.00

of——r il '|.|....,....,....,....,....,.... m/z 57.00 97.20%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate
43
97
69
5000 AR AR A IS

15.40 15.60 15.80 16.00
m/z 97.00  75.21%

125
15, ﬂ \“J‘ 181209 250278 306 334 362 392420 462

ol15, \‘h |

mz-> 0 50 150 200 250 300 350 400 450
Abundance
43 97
.
69 15.40 15.60 15.80 16.00
5000 m/z 83.10 70.32%
125
0l 15 153 181209 250 278306 334 364392 437
R o = RN L L A i L LR
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosy! acetate L BT o e
a3 15.40 15.60 15.80 16.00
97 m/z 71.10 68.72%
69
5000
125
ol25, LAl Ll 153 181 209 236 264 292 320 350378 423
e L e L A e .
mz-> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102264.D

Acq On : 20 Jan 2018 14:31

Operator : SJ/JU

Sample - J1115-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
Quant Title : 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... 4.92 6.0 ng 255259 1 6.72 855372 20.0
unknown6 .49 6.49 80.0 ng 3423220 1 6.72 855372 20.0
Hexadecane 9.69 2.0 ng 109612 3 9.75 1070640 20.0
Tetradecane 10.19 2.2 ng 118866 3 9.75 1070640 20.0
Heptacosane 10.66 2.8 ng 120764 4 11.23 877055 20.0
n-Nonadecanol-1 13.72 9.0 ng 358266 5 13.87 795251 20.0
Triacontyl acetate 15.77 2.1 ng 76157 6 15.29 732880 20.0
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