LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

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-BF041717 .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 3.937 335 340 348 rBV 489761 583924 14.68% 1.652%
2 4.331 402 407 410 rBV 3312649 3257710 81.88% 9.218%
3 5.401 583 589 592 rBY 2877311 3572096 89.79% 10.107%
4 5.525 605 610 614 rBY 3275607 3581133 90.01% 10.133%
5 5.772 648 652 665 rBV 859916 744341 18.71% 2.106%
6 5.954 678 683 686 rBY 2647118 2705766 68.01% 7 .656%
7 6.425 757 763 766 rBY 2133178 2205987 55.45% 6.242%
8 6.589 787 791 797 rBV 53829 70889 1.78% 0.201%
9 7.266 902 906 909 rBY 1093014 968203 24.34% 2.740%
10 8.589 1126 1131 1134 rBV 3804266 3907256 98.21% 11.056%
11 8.772 1159 1162 1167 rVB 45097 44781 1.13% 0.127%

12 9.089 1211 1216 1219 rBV 1222267 1071814 26.94% 3.033%
13 9.395 1264 1268 1273 rVB2 976237 950080 23.88% 2.688%
14 10.377 1429 1435 1438 rBV 1974025 2306282 57.97% 6.526%
15 10.577 1466 1469 1472 rBV 56555 57762 1.45% 0.163%

16 11.218 1573 1578 1581 rBV 1081026 1116434 28.06% 3.159%
17 11.571 1634 1638 1650 rBV 231887 346944 8.72% 0.982%
18 12.583 1806 1810 1824 rBV 1177695 1483153 37.28% 4.197%
19 13.201 1909 1915 1918 rBV 3338553 3978496 100.00% 11.257%
20 13.518 1965 1969 1972 rBV3 37471 62003 1.56% 0.175%

21 13.789 2009 2015 2020 rBV 167443 182134 4._.58% 0.515%
22 13.918 2033 2037 2041 rVB3 38819 44157 1.11% 0.125%
23 14.371 2107 2114 2121 rBV2 128532 218822 5.50% 0.619%
24 14.459 2125 2129 2134 rVV 929490 960482 24.14% 2.718%
25 14.518 2134 2139 2144 rVB 118607 131998 3.32% 0.373%

26 15.324 2272 2276 2282 rBV 73784 79130 1.99% 0.224%
27 16.083 2401 2405 2415 rVB 655638 709499 17.83% 2.008%

Sum of corrected areas: 35341276
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\Data\BF041817\

BF094485.D

18 Apr 2017 14:24

SJ/MA

12695-02

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown3.94 Concentration Rank 4

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

3.94 15.69 ng 583924 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2-Butanone. 3-ethoxy-3-methvl- 130 C7H1402 036687-99-7 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 341 (3.942 min): BF094485.D (-335) (-) m/z 42.95 100.00%
ile]
59
5000
101 SN & S —
3.60 3.80 4.00 4.20
83
S N AN~ Y N m/z 59.00 61.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S RARSS AR RS RN
59 3.60 380 400 420
m/z 101.00 23.29%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fa'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 360 3.80 400 420
5000 m/z 58.00 15.27%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B B
59 3.60 3.80 4.00 4.20
m/z 41.10 9.93%
5000 41
68
"w"“|'“'l“'JhL'ﬁq“hi'“'l“"w"w"”l'“'l“"lE%§v"ﬁ4?“l SRS SRR AR RARAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.52 Concentration Rank 1

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

5.52 96.22 ng 3581130 1,4-Dichlorobenzene-d4 5.77
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 609 (5.519 min): BF094485.D (-605) (-) m/z 132.00 100.00%
5000 68
40 | 6 520 540 560 580
54 75 104 . . . .
..,....,....,...:,"!.‘.‘7:,::..??:.-.',..'..,..f.‘?,...'.,.':..,.1.1:‘3.,...., b m/z 68.10 41.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 A R L U L
5.20 5.40 5.60 5.80
0
31 4 Sﬁ 78 m/z 134.00 32.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.87%
41 97
53 2 117
34 60 89 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole E Ea e Eam e
132 5.20 5.40 5.60 5.80
m/z 69.10 16.46%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 6.22 ng 346944 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 1-Heptadecanol 256 C17H360 001454-85-9 91
Abundance Scan 1638 (11.571 min): BF094485.D (-1634) (-) m/z 55.05 100.00%
43 56 69
5000
125 11.20 11.40 11.60 11.80
140
SN 154168 m/z 83.05 93.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
5000 DU DR BN B
29 nmnmnmnm
1111 m/z 69.10 89.40%
0L H H ‘\ | 190154168182196 224

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

%

43 55
69 83

11.20 11.40 11.60 11.80

5000 o1 m/z 43.05 85.70%
29

111
125
139154168182196 224 252

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

%

Abundance #89785: 5-Octadecene, (E)- e e e Lo s
55 11.20 11.40 11.60 11.80
m/z 57.05 76.32%
43 69
83
5000 97
29 111
125
Dol I M 139154 168181195 204 252
AR L L - . L R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80

8270-BF041717 .M Wed Apr 19 07:47:31 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 26.57 ng 1483150 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1809 (12.577 min): BF094485.D (-1806) (-) m/z 55.05 100.00%
5 69
5000 ﬁ
125 1220 1240 1260 1260
139
154168182196 224 n/z  43.10 95 450
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane
41 > o 8
97
5000 AR AR B
12,20 12.40 12.60 12.80
15 m/z 83.05 94 .52%
139153167181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55 69 83
o7 12.20 12.40 12,60 12.80
5000 m/z 57.05 90.07%
- 111
125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- T AT
55 12,20 12.40 12.60 12.80
m/z 69.10 87.80%
43 69
83
5000 97
29 111
“ I 1 I 125139154168181195 224 252
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4,8,12,16-Tetramethylheptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.79 ng 182134 Chrysene-di12 14 .46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 91
2 Tetrahvdrofuran-2-one. 3-I2-pent... 168 C10H1602 1000132-08-6 59
3 trans-4-Hvdroxv-3-methvlundecano... 198 C12H2202 148806-10-4 53
4 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 53
5 Tripropyl phosphate 224 C9H2104P 000513-08-6 50
Abundance Scan 2015 (13.789 min): BF094485.D (-2009) (-) m/z 99.00 100.00%
Jo
5000
43
69 DN U
114

13.40 13.60 13.80 14.00 14.20

4 9 151166 196
221 m/z 43.10 35.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide

[ R P

5000 43 LIS B L L L L L L LB
1340 13.60 13.80 14.00 14.20
114 m/z 55.10  24.41%
‘ “ h\ 84 | || 129 151166 184199 221 239254269 291306 324
B e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
R D
13.40 13.60 13.80 14.00 14.20
5000 . m/z 69.05 23.51%

69 g4 | 114 137153168

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

Abundance #54774: trans-4-Hydroxy-3-methylundecanoic acid lactone e e e
99 13.40 13.60 13.80 14.00 14.20

m/z 57.10 22.27%

5000 41
69
142
84 127 180
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .37 4.56 ng 218822 Chrysene-di12 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 83
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 80
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 68
Abundance Scan 2114 (14.371 min): BF094485.D (-2107) (-) m/z 57.10 100.00%
7
43

83

5000

s

14.00 14.20 14.40 14.60
m/z 43.05  80.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

5000

14100 14,20 14.40 14.60
125 m/z 83.10 66.18%

139154168182196210 238 283

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

43 57

g

14.00 14.20 14.40 14.60
5000 3397 m/z 55.00 62 .54%

111
125

139154168183 210224 252
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #100814: 1-Octadecanol R B
55 gg 83 14.00 14.20 14.40 14.60
4 97 m/z 71.05 57.29%
5000
139
%t 1 ! 153167 182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094485.D

Aca On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample : 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.32 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.23 ng 79130 Perylene-d12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 37
2 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 22
3 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 17
4 2-Heptene. 3-methvl- 112 C8H16 003404-75-9 16
5 Benzoic acid, 3-(4-nitro-l-pyraz... 261 C12H11N304 1000273-84-4 14
Abundance Scan 2275 (15.318 min): BF094485.D (-2272) (-) m/z 70.05 100.00%

5000
167 261
208 279 15.00 15.20 15.40 15.60
m/z 149.00 51.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149
5000
57 167 15.00 15.20 15.40 15.60
71 m/z 112.10 41.21%
104 279
27,“‘ ‘H‘ N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
SN | N S
15.00 15.20 15.40 15.60
5000 m/z 261.20 35.41%
55
41 g4 112
27 98 129 152 193
wmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33948: Cyclohexaneamine, N-but-2-enylidene-N-oxide B e
70 15.00 15.20 15.40 15.60
m/z 167.00 32.28%
55
5000
a1 167
152
6
27 ||yl \ﬁ 108122136 |
L Aaaaa A AN Eanas e e S e R ma s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041817\
Data File : BF094485.D

Acq On : 18 Apr 2017 14:24

Operator : SJ/MA

Sample - 12695-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .94 3.94 15.7 ng 583924 1 5.77 744341 20.0
unknown5 .52 5.52 96.2 ng 3581130 1 5.77 744341 20.0
1-Hexadecanol 11.57 6.2 ng 346944 4 11.22 1116430 20.0
Cyclohexadecane 12.58 26.6 ng 1483150 4 11.22 1116430 20.0
4,8,12,16-Tetrame... 13.79 3.8 ng 182134 5 14.46 960482 20.0
Pentafluoropropio... 14.37 4.6 ng 218822 5 14.46 960482 20.0
unknownl15.32 15.32 2.2 ng 79130 6 16.08 709499 20.0
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