LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

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 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 4.281 368 373 382 rVB 259321 314913 5.08% 0.680%
2 4.939 476 485 492 rBV 370793 556209 8.97% 1.201%
3 5.339 547 553 556 rBY 5478514 6025333 97.18% 13.014%
4 6.363 720 727 736 rBVY 5189442 6200243 100.00% 13.392%
5 6.498 745 750 753 rBVY 5639870 5759701 92.89% 12.440%
6 6.557 757 760 765 rVB 70705 67451 1.09% 0.146%
7 6.728 785 789 792 rBVY 1692519 1303237 21.02% 2.815%
8 6.886 811 816 819 rBVY 4620848 4224749 68.14% 9.125%
9 7.292 879 885 888 rBY 3421604 3627040 58.50% 7.834%
10 8.010 1003 1007 1010 rBV 1953383 1573318 25.38% 3.398%

11 8.569 1097 1102 1105 rVB 204119 156726 2.53% 0.339%
12 9.092 1185 1191 1194 rBV 4895579 4730242 76.29% 10.217%
13 9.480 1253 1257 1261 rBV 495911 381199 6.15% 0.823%
14 9.763 1299 1305 1308 rBV2 1633211 1331834 21.48% 2.877%
15 10.474 1423 1426 1430 rBV 357402 306515 4.94% 0.662%

16 10.551 1434 1439 1442 rBV 2482211 2328114 37.55% 5.028%
17 11.245 1553 1557 1560 rBV 1356084 1108929 17.89%% 2.395%
18 11.780 1644 1648 1652 rBV 238354 260145 4._.20% 0.562%

19 12.451 1759 1762 1765 rBV 69052 74583 1.20% 0.161%
20 12.563 1778 1781 1787 rVB2 97789 94191 1.52% 0.203%
21 12.680 1796 1801 1803 rBV 72555 79713 1.29% 0.172%

22 12.833 1823 1827 1830 rBV 3719117 3362905 54.24% 7.264%
23 13.727 1976 1979 1987 rBV 308595 358905 5.79% 0.775%
24 13.880 2000 2005 2008 rBV 1223078 1200583 19.36% 2.593%
25 14.362 2085 2087 2093 rVB2 76925 96356 1.55% 0.208%

26 15.298 2242 2246 2252 rVB 682651 775276 12.50% 1.675%

Sum of corrected areas: 46298410
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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\BF010918\

- BF101961.D

- 9 Jan 2018 19:17

- 373U

- J1044-10

: 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF101961.D

5134 6.36/°0

6.89

7.29

6.73

4.94

0
Time-->

5.00

5.50

4.50

Abundance

5000000

4000000

3000000

2000000

1000000

8.01

TIC: BF101961.D

9.09

12.83

10.55

9.76
11.24

9.48 10.

11.78

e 12,11%\52. 68

0
Time-->

T
13.50

12.50 13.00

12.00

10.50 11.00 11.50

9.50 10.00

Abundance

5000000

4000000

3000000

2000000

1000000

8.73

TIC: BF101961.D

13.88

14.36

0
Time-->

19.00

18.50

18.00

17.00 17.50

16.50

15.50 16.00

15.00

14.00 14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 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 1 2-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 5

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

4.28 4.83 ng 314913 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 373 (4.281 min): BF101961.D (-368) (-) m/z 55.05 100.00%
58.0 3.
5000 43.0
98.1
| | eo 400 420 440 460
O R e L e m/z 83.00 91.48%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
41.0
5000 27.0 98.0 400 420 440 460
0
150 ‘ 69.0 m/z 43.00 39.95%
0 ‘ m‘ il mH \‘\ L A
LI FUELEL SN FULELEL LI JURL L SR UL SURLI IURLEL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83.0
5.0 "0 4% 4k b
5000 43.0 m/z 98.10 31.38%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl- R R b
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 27 .00%
5000 43.0
20.0 98.0
\‘\ \‘\\\ Il ‘ | 67'0 75'0 | .
G S S S SRS S RIS SIS UL UL W T T T T T T
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 8.54 ng 556209 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Allvl acetate 100 C5H802 000591-87-7 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 485 (4.939 min): BF101961.D (-476) (-) m/z 43.00 100.00%
43.0
59.1
5000
1080 460 480 500 520 +
Y| FUOPY | N Y N~ BN R (- S T, - D -1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 17.23%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 57.95 14.87%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L L L L LB |
43.0 460 4.80 5.00 5.20
m/z 41.05 8.39%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e A T T T T
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

Peak Number 3 unknown6.50

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

6.50 88.39 ng 5759700 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF101961.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IR LR L S
400 540 | 6.20 6.40 6.60 6.80
Ot el 81| 4801170 W T 6a 05 40.81%
m/z--> 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 B AREE LE LE
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.85%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.76%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.40%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T IR LR L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.47 4.60 ng 306515 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 58
3 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1425 (10.469 min): BF101961.D (-1423) (-) m/z 105.00 100.00%
106.0
77.0
5000
51.0 182.1
10.20 10.40 10.60 10.80
153.0
ol 389 L0 . 1260 eROLer2 m/z 77.05 67.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 USRS SUNILN BN SRR
0 10.20 10.40 10.60 10.80
oL m/z 182.05 33.24%
ol 270 ! A 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 183.0 10,20 10.40 10.60 10.80
5000 51.0 m/z 50.95 31.36%

127.0 154.0

o} SNSRI 'SR [MEMENMNER SN ) SN ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37435: 1-Propanone, 3-chloro-1-phenyl- N e R EERE N E e
105.0 10.20 10.40 10.60 10.80
m/z 106.00 10.10%
5000 .0
51.0
27.0
ol L |, 910 | 133.0 168.0
N B B L e e e I
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 4.69 ng 260145 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1648 (11.780 min): BF101961.D (-1644) (-) m/z 73.00 100.00%

521 92. ’ 256.3 11.40 11.60 11.80 12.00

0 m/z 43.05 94 _.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60.0

43.0 73.0
5000 129.1
971 171.1 213.2

SN
ay
o

5000 129.0 AR REREEERREE
11.40 11.60 11.80 12.00

‘ 83.0 256.0 m/z 60.00 86.28%
il

157.0 1850 213.0

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
R EE ST s S
129.0 11.40 11.60 11.80 12.00
5000 m/z 57.10 78.07%
43.0
101.0 172.0
Ot p b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B B o
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.00 76.33%
5000 129.0
185.0 228.0
97.0
I ‘ | 1680
0k ..J.” Ll e e
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00

8270-BF010918.M Wed Jan 10 11:00:17 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101961.D

Aca On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample : J1044-10

Misc :

ALS Vial : 10 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 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.73 5.98 ng 358905 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 1979 (13.727 min): BF101961.D (-1976) (-) m/z 57.05 100.00%
51.0
97.0
5000
e 13.40 13.60 13.80 14.00
ob—th L 152078112101 2401 %001 m/z 55.05 98.46%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LR UARURA UL B SULRE
1340 13.60 13.80 14.00
29.0 125.0 m/z 43.00 90.04%
o Ll h L 4‘1540 196.0224.0 2690 3200
m/z--> 50 260 250 300 350
Abundance
57.0 197.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 77.33%
125.0
23.0 153.0
ob—rdd I 0 4 [ 1810210.0235.02660 308.03360
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T T T T T
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.10 74 .25%
5000
0 Hhﬁmmmmm 255.0 356.0
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010918\
Data File : BF101961.D

Acq On : 9 Jan 2018 19:17

Operator : SJ/JU

Sample - J1044-10

Misc :

ALS Vial : 10 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-Pentene, 3,4-di... 4.28 4.8 ng 314913 1 6.73 1303240 20.0
2-Pentanone, 4-hy... 4.94 8.5 ng 556209 1 6.73 1303240 20.0
unknown6 .50 6.50 88.4 ng 5759700 1 6.73 1303240 20.0
Benzophenone 10.47 4.6 ng 306515 3 9.76 1331830 20.0
n-Hexadecanoic acid 11.78 4.7 ng 260145 4 11.24 1108930 20.0
Trifluoroacetoxy ... 13.73 6.0 ng 358905 5 13.88 1200580 20.0
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