LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089469.D

Aca On - 31 Jul 2016 14:21

Operator : UM/SJ

a?zgle i H4285-11 AB-SLOPE(0-4)P
ALS Vial : 6 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-BF072716.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 1.655 5 6 45 rVB 1272312 2853686 100.00% 19.206%
2 4_.593 260 263 277 rBV 202417 379985 13.32% 2.557%
3 5.062 302 304 327 rBV 880697 1330341 46.62% 8.954%
4 6.159 397 400 402 rBVY 1176129 1421254 49.80% 9.565%
5 6.262 407 409 411 rBV 1404689 1447120 50.71% 9.740%

6.490 427 429 440 rVB 212549 245695 8.61% 1.654%
6.650 440 443 445 rBvY 878336 1076264 37.71% 7.244%
7.062 477 479 489 rBvV 614810 864808 30.30% 5.820%
213237 313310 10.98% 2.109%
8.856 634 636 639 rBV 1411482 1419978 49.76% 9.557%
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11 9.256 669 671 674 rBvY 215070 193511 6.78% 1.302%
12 9.519 692 694 697 rBvV 448009 398484 13.96% 2.682%

13 9.976 732 734 736 rBV 37702 29743 1.04% 0.200%
14 10.308 761 763 765 rBV 833335 857126 30.04% 5.769%
15 10.445 773 775 779 rBV 43678 45513 1.59% 0.306%
16 10.994 820 823 834 rVB 359863 378767 13.27% 2.549%
17 11.554 870 872 881 rvB2 52845 77695 2.72% 0.523%
18 12.571 959 961 964 rBV 917834 995426 34.88% 6.699%
19 13.485 1037 1041 1049 rvVvB2 39679 67777 2.38% 0.456%

20 13.611 1049 1052 1059 rBV 225307 256021 8.97% 1.723%

21 14.937 1166 1168 1176 rBV 165908 205729 7.21% 1.385%

Sum of corrected areas: 14858233
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089469.D

Aca On - 31 Jul 2016 14:21

Operator : UM/SJ

a?ggle i H4285-11 AB-SLOPE(0-4)P
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089469.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089469.D

Aca On 31 Jul 2016 14:21

Operator : UM/SJ

Sample : H4285-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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._.59 30.93 ng 379985 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 263 (4.593 min): BF089469.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101 e S
420 4.40 4.60 4.80 5.00
83
o Y - S R m/z 59.10 62.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR RS LA LU
420 4.40 4.60 4.80 5.00
m/z 101.10 23.64%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 4.60 4.80 500
5000 m/z 58.10 15.31%
41
ol 50 73 86
mmmmwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.58%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 4.60 480 5.00

8270-BF072716.M Mon Aug 01 19:37:25 2016
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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\BFO073116\

BF089469.D

31 Jul 2016 14:21

UM/SJ

H4285-11 AB-SLOPE(0-4)P
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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

Peak Number 3 unknown6.26 Concentration Rank 2

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

6.26 117.80 ng 1447120 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 409 (6.262 min): BF089469.D (-407) (-) m/z 132.00 100.00%
5000 68
40 % J 600 620 640 6.60
54 . . . .
ol Qe [ eus W Wiz 68.10  42.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.07%
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
600 620 640 6.60
5000 m/z 66.05 27 .51%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.43%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF072716.M Mon Aug 01 19:37:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089469.D

Aca On - 31 Jul 2016 14:21

Operator : UM/SJ

a?ggle i H4285-11 AB-SLOPE(0-4)P
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.40 ng 45513 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 775 (10.445 min): BF089469.D (-773) (-) m/z 57.10 100.00%
g7
43 71
5000 85
9 11317 10,20 10.40 10.60 10.80
0 m/z 43.10 69.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000 LN BRI B SULBLLN L
mmmmmmmm
9 m/z 71.10 69.26%
113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
n 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 44 _43%
29 99
ol 14 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
5[7 10.20 10.40 10.60 10.80
43 m/z 41.10 36.79%
71
5000 85
29 99
oL H127141155169183196210 240
B R o o e e RN EEERNE RS SRS Rs ER s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089469.D

Aca On - 31 Jul 2016 14:21

Operator : UM/SJ

a?ggle i H4285-11 AB-SLOPE(0-4)P
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.10 ng 77695 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Maltose 342 C12H22011 000069-79-4 35
Abundance Scan 872 (11.554 min): BF089469.D (-870) (-) m/z 73.00 100.00%
60 7B
43
5000 129
97 149 213 R M UL
Il 115 171185 2956 11.20 11.40 11.60 11.80
0..W.H.P.L . m/z 60.00 84.01%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR RARAR AR RARRE B
nmnmumnm
m/z 57.10 70.58%
143157171185 99213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.20 11.40 11.60 11.80
5000 129 m/z 43.10 70.10%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #50051: Undecanoic acid R B R M a
60 7 11.20 11.40 11.60 11.80
m/z 41.10 69.48%
5000 43
29 129 43
101115 186
0 --1?.-‘-‘--‘.‘-‘--‘- | \ | H \”,1;‘37,17,1, A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089469.D

Aca On 31 Jul 2016 14:21

Operator : UM/SJ

Sample : H4285-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
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 5

Peak Number 7 Pentafluoropropionic acid,

R.T. EstConc Area Relative to ISTD R.T.
13.49 5.29 ng 67777 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 11-Tricosene 322 C23H46 052078-56-5 91

Abundance Scan 1041 (13.485 min): BF089469.D (-1037) (-) m/z 57.10 100.00%
57 83
2000 1 /LL
| 207 '1526'1'346'1’356'1’356"
o Jdtr m/z 83.10 89.16%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3
5000
13.20 13.40 13.60 13.80
29 m/z 69.10 88.78%
168 196
0,,‘\,\;\4 w 149‘,,, SR S
m/z--> 50 200 250 300 350
Abundance
57
83
13.20 13.40 13.60 13.80
5000 11 m/z 43.10 88.32%
29 169
° - 196215 241 - J\ﬁ/\._/\\/\“/\/—’
m/z--> 50 100 150 200 250 300 350 '
Abundance #175127: Trifluoroacetoxy hexadecane T
57 13.20 13.40 13.60 13.80
97 m/z 55.05 82.23%
5000
29 125
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\

Data File : BF089469.D

Acg On 31 Jul 2016 14:21

Operator : UM/SJ

a?ggle i H4285-11 AB-SLOPE(0-4)P
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.59 30.9 ng 379985 1 6.49 245695 20.0
unknown6 .26 6.26 117.8 ng 1447120 1 6.49 245695 20.0
Nonadecane 10.44 2.4 ng 45513 4 10.99 378767 20.0
n-Hexadecanoic acid 11.55 4.1 ng 77695 4 10.99 378767 20.0
Pentafluoropropio... 13.49 5.3 ng 67777 5 13.61 256021 20.0
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