LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 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-BF012417 .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 5.138 265 267 270 rBV 483870 612951 13.68% 1.796%
2 5.550 301 303 306 rBVY 1849592 2119066 47 .29% 6.210%
3 6.579 390 393 395 rBVY 1712171 1423805 31.78% 4.173%
4 6.727 403 406 409 rBVY 3381278 3500303 78.12% 10.258%
5 6.967 425 427 429 rBV 1124160 951950 21.25% 2.790%
6 7.127 438 441 443 rVB 3754874 3615062 80.68% 10.594%
7 7.539 473 477 479 rBVY 2385928 3266822 72.91% 9.574%
8 8.259 538 540 542 rBVY 1467675 1244068 27.77% 3.646%
9 9.345 632 635 638 rBY 4595275 4480611 100.00% 13.131%
10 9.733 667 669 671 rVB 177137 203476 4 .54% 0.596%
11 10.030 692 695 697 rBY 1013916 1281203 28.59% 3.755%
12 10.316 716 720 722 rBV 74061 86585 1.93% 0.254%
13 10.442 729 731 734 rVB2 34407 55155 1.23% 0.162%
14 10.545 737 740 741 rBV 50913 57753 1.29% 0.169%

15 10.670 748 751 753 rBV 755724 713716 15.93% 2.092%

16 10.819 761 764 766 rBV 2161948 2644605 59.02% 7.750%
17 10.865 766 768 770 rvV 721959 652811 14.57% 1.913%
18 10.933 772 774 777 rVB 57573 68812 1.54% 0.202%
19 11.379 811 813 819 rVB3 42689 73156 1.63% 0.214%
20 11.516 822 825 827 rBV 1112352 1156011 25.80% 3.388%

21 12.042 869 871 876 rBVv3 193426 245002 5.47% 0.718%
22 12.831 938 940 943 rBV 103093 105880 2.36% 0.310%
23 13.105 961 964 967 rBV 3413234 3309288 73.86% 9.698%
24 13.996 1040 1042 1048 rVB 183371 199075 4._.44% 0.583%
25 14.145 1053 1055 1058 rvv 651531 827674 18.47% 2.426%

26 15.288 1153 1155 1159 rVB2 31621 50033 1.12% 0.147%
27 15.631 1182 1185 1187 rBV 645536 865630 19.32% 2.537%
28 15.677 1187 1189 1192 rVB 44518 63305 1.41% 0.186%
29 16.122 1225 1228 1230 rBV 37879 63183 1.41% 0.185%
30 16.648 1271 1274 1281 rVB2 37749 86014 1.92% 0.252%
31 17.254 1324 1327 1331 rBV2 25455 52780 1.18% 0.155%
32 17.974 1387 1390 1394 rVB2 20045 47306 1.06% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 34123091
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012417\

BF092457.D

25 Jan 2017 4:14

UM/SJ

11397-03

38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 12.88 ng 612951 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 267 (5.138 min): BF092457.D (-265) (-) m/z 43.05 100.00%
3.0
5000 591
101.1 PESARRARARRIRELRERARER
4.80 5.00 5.20 5.40
Ol et b SLOJL 90 831 | h77 59.10  51.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR R L U
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.00 15.56%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.54%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— L L B L BN L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.41%
5000
410 101.0
0 15.0 \:\3]\"0 ! H | 51.0y, 69'0 83\"0 A
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540

8270-BF012417 .M Wed Jan 25 17:55:51 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 2

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

6.73 73.54 ng 3500300 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 406 (6.727 min): BF092457.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
©0 o || BT Th ko 6k 7k
Obrrprrrrprrer et e i 2 e RS et | MZZ 68,10 46.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BB SN SRR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 32.24%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.96%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.23%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzenesulfonamide, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.67 11.14 ng 713716 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 96
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 46
3 Gluconic acid 196 C6H1207 000526-95-4 38
4 Benzene. 1l-methvl-3-nitro- 137 C7H7NO2 000099-08-1 30
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 30
Abundance Scan 751 (10.670 min): BF092457.D (-748) (-) m/z 90.10 100.00%
9d.1
106.1
5000 65.1
39.1 137.0 171.1 LR UL R -A---- T
| 1211 | 10.40 10.60 10.80 11.00
(o} S B e e m/z 91.05 75.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37046: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000
65.0 171.0 10.40 10.60 10.80 11.00
) m/z 106.10 72.47%
18.0 39.0 ‘ ‘ 154.0
0...‘,.;‘..‘,‘..‘..,‘2...“‘,..l.,.:.l.zll'.o..a,...‘.,..:.,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
90.0
10,40 10,60 10.80 11.00
5000 m/z 65.10 41 .58%
63.0
39.0
L S S L L UL L L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53739: Gluconic acid
73.0 90.0 10.40 10.60 10.80 11.00
43.0 m/z 89.10 33.43%
5000
‘ 133.0
0 T T | l‘l lﬁﬁh ‘l l‘ |“= |‘l“‘|‘ ‘l |“|‘| ll:ll-?ﬁ)l l‘l‘l | T I:I:Gi-}lol |1|79||O|1|9|6|0| —v—v—v—rv—v—v—v—rv—
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.04 4.24 ng 245002 Phenanthrene-d10 11.52
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 87
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 871 (12.042 min): BF092457.D (-869) (-) m/z 43.10 100.00%
43.1 73.0
5000
129.1 e
97.0 157.1 1852 2132 o561 11.80 12.00 12.20 12.40
0 . m/z 60.00 85.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
430 73.0
5000

11.80 12.00 12.20 12.40

129.0 m/z 73.05 83.87%
97.0 213.0 2%6.0 0
0 ‘ | ‘ ‘ | \‘ 157.0 185.0 .
IIIIII‘IIIIII‘I‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R AREEEEE S
11.80 12.00 12.20 12.40
5000 m/z 57.05 79.83%
129.0 242.0
97.0 199.0
152.0171.0
oL I i Y AN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46616: Undecanoic acid R R B
41.0 60.0 11.80 12.00 12.20 12.40
' m/z 41.10 76.02%
h V\AA/\A\‘M\
/160 157.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092457.D

Aca On : 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .00 4.81 ng 199075 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 94
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1042 (13.996 min): BF092457.D (-1040) (-) m/z 57.10 100.00%

571.1 83.1
5000

13.60 13.80 14.00 14.20 14.40
m/z 55.10 91.13%

o 139.1163.2 1922 217.2241.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100814: 1-Octadecanol

550 83.0

%

13.60 13.80 14.00 14.20 14.40
m/z 43.10 88.90%

5000

167.0 196.0 224.0 252.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance
43.0
69'0 IIIIIIIIIIIIIIIIIIIIII
97.0 13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 87.61%
121.0
o 1530 1810  224.0 2500 297.0
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)- L B o
58.0 13.60 13.80 14.00 14.20 14.40
m/z 97.10 72.57%
83.0
5000
29.0
0 “ I 139.0 167.0 196.0 223.0 252.0 280.0
R N A i

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092457.D

Acq On = 25 Jan 2017 4:14

Operator : UM/SJ

Sample : 11397-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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]
2-Pentanone, 4-hy... 5.14 12.9 ng 612951 1 6.97 951950 20.0
unknown6.73 6.73 73.5 ng 3500300 1 6.97 951950 20.0
Benzenesulfonamid... 10.67 11.1 ng 713716 3 10.03 1281200 20.0
n-Hexadecanoic acid 12.04 4.2 ng 245002 4 11.52 1156010 20.0
1-Octadecanol 14.00 4.8 ng 199075 5 14.15 827674 20.0
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