LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : 6G4240-11

Misc :

ALS Vial : 28 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-BF103015.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 3.276 103 104 118 rBvV5 16522 60460 1.28% 0.131%
2 4.430 202 205 208 rVB 75071 106015 2.25% 0.229%
3 5.070 257 261 264 rBVY 1748661 2144691 45.53% 4.641%
4 5.482 294 297 300 rBVY 3823640 4047788 85.92% 8.760%
5 6.510 384 387 389 rBY 3219874 4710882 100.00% 10.194%
6 6.647 396 399 401 rBVY 3899042 4628842 98.26% 10.017%
7 6.876 416 419 421 rBV 1516170 1236320 26.24% 2.675%
8 7.036 430 433 435 rBVY 3155920 3141367 66.68% 6.798%
9 7.436 465 468 470 rBV 2963448 2834824 60.18% 6.135%
10 8.168 529 532 534 rBY 1168921 1540214 32.69% 3.333%

11 9.242 623 626 628 rBV 4952759 4327369 91.86% 9.365%
12 9.631 658 660 663 rBv 771929 796508 16.91% 1.724%
13 9.916 683 685 688 rvB 1878285 1767492 37.52% 3.825%
14 10.339 720 722 723 rBV 168221 144826 3.07% 0.313%
15 10.579 741 743 746 rBV 38860 64119 1.36% 0.139%

16 10.705 751 754 756 rVV 3528784 3287805 69.79% 7.115%
17 10.831 764 765 769 rBvV2 87536 168510 3.58% 0.365%
18 11.288 803 805 806 rBvV 106546 113927 2.42% 0.247%
19 11.311 806 807 810 rVvB 37907 48961 1.04% 0.106%
20 11.402 812 815 817 rBV 2087057 1822366 38.68% 3.944%

21 11.711 840 842 844 rVB 107129 84064 1.78% 0.182%
22 11.939 860 862 867 rBvV 825577 843848 17.91% 1.826%
23 12.122 875 878 880 rvB 47643 53774 1.14% 0.116%
24 12.648 917 924 929 rBV5 27960 97209 2.06% 0.210%
25 12.728 929 931 937 rVvVv 417290 480465 10.20% 1.040%
26 12.819 937 939 943 rVvB2 49082 70114 1.49% 0.152%
27 12.991 951 954 956 rBV 4669114 4105336 87.15% 8.884%
28 13.471 992 996 1000 rBV2 32082 61305 1.30% 0.133%

29 13.894 1031 1033 1043 rBvV 365862 543549 11.54% 1.176%
30 14.042 1043 1046 1048 rBV 1158491 1486456 31.55% 3.217%

31 14.225 1060 1062 1064 rBV 49797 52138 1.11% 0.113%
32 14.534 1086 1089 1091 rBV 54971 78061 1.66% 0.169%
33 14.911 1120 1122 1124 rBV 56289 61229 1.30% 0.133%

34 15.471 1169 1171 1174 rBV 744843 1148022 24.37% 2.484%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : 6G4240-11

Misc :

ALS Vial : 28 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.008 1216 1218 1222 rBV3 23177 51285 1.09% 0.111%

Sum of corrected areas: 46210141
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF082684.D
4000000 5.48 6.65
6.51 7.04
3000000 7.44
2000000 5.07
6.88
8.17
1000000
3.28 4.43
O I s e e e e e o I A e e e B L B e e L o o e e e e L I o e |
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082684.D
924 12.99
4000000
10.70
3000000
11.40
2000000 9.92
14.04
1000000 963 11.94
—J 12.73 13.8
10.34
o L A Mosgoss  mA W liziz  adped]  asar |l 453 w0
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082684.D
4000000
3000000
2000000
1000000 15.47
16.01
o= r T T T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF103015.M Wed Nov 04 15:53:37 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

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

5.07 34.69 ng 2144690 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
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 261 (5.070 min): BF082684.D (-257) (-) m/z 43.10 100.00%
431
59.1
5000
ot 480 500 520 540
il 890 831 | "m/z 59.10 59.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "I sho 5k ko
0
150 a0 1010 m/z 101.10 18.63%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 15.36%
20.0 101.0
15.0 73.0 83.0
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- L AL
59.0 4.80 500 5.20 5.40
m/z 41.10 9.35%
5000 41.0
31.0
‘ 69.0 870
15.0 ‘\‘ L1500 ‘ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tranylcypromine-propionyl Concentration Rank 1

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

6.65 74.88 ng 4628840 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
2 Benzene., 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 399 (6.647 min): BF082684.D (-396) (-) m/z 132.10 100.00%
13p.1
5000 68.1

96.1 IRAPEAREPERARBERARAN R
40.1 541 J 6.40 6.60 6.80 7.00
M.lﬁ?#...,u???-?..-.,....,. N m/z 68.10 41.08%

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

Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
116.0
5000 98.0 R e o N R
6.40 6.60 6.80 7.00
m/z 134.10 34.18%
b L L amo o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R N EREE e
6.40 6.60 6.80 7.00
5000 m/z 66.10 25.31%
63.0 g1.0
3L0 499 95.0 112.0
T B o e L LA o o o o o e B N B o
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #13916: Benzene, 1,3,5-trifluoro- R b N mmmae
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.94%
5000
63.0 81.0
3]\-0 49‘0 1 “ ) | [ | :‘I-]-%O |
T I o e e o LA A o e o o o R N BEEEE mE s
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.26 ng 843848 Phenanthrene-d10 11.40
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Butanoic acid 88 C4H802 000107-92-6 27
Abundance Scan 862 (11.939 min): BF082684.D (-860) (-) m/z 73.10 100.00%
431 731
5000
671 129.1
' 157.1 1850 2132 0563 1160 1180 12.00 12.20
— : m/z 43.10 98.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R IR RN N
129.0 11.60 11.80 12.00 12.20
97.0 ] m/z 60.10 88.87%
L] 1570 1850
Illllll‘”ﬂlull\l IH ‘HI‘H‘Ilulwlllwlllllll‘ll |‘||‘|‘|||‘| ||2|3|6'0||||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
1160 11.80 12.00 12.20
5000 m/z 55.10 78.27%
129.0 242.0
97.0 199.0
15201710 2230
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid  AREREEES SRS S
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.10 75.04%
5000 129.0
171.0
e Lm0
||‘lll‘|‘l‘ll”l“|‘lh IH“‘ ‘H‘ ‘H||‘l‘ll‘:ll-|5|2IP|||| l‘lll |||| |||||||||||| —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF103015.M Wed Nov 04 15:53:40 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 6.46 ng 480465 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 931 (12.728 min): BF082684.D (-929) (-) m/z 43.10 100.00%
43.1 73.0
5000 129.1 sﬁhﬁvvﬂﬂkﬂliA¥J¥A¥wﬁh~_vﬂ/
185.2 241.3 IR AU UM B
|157 2 213.2 2871.3 12.40 12.60 12.80 13.00
b e m/z 73.05 93.44Y%
m/z--> 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43.0 730
5000 AR B RAARALRARRS
n% 284.0 nmnmnmmm
m/z 60.10 82.51%
185.0 241.0
Al | MF%H\M 4 2200 | 2130 | | | S
m/z--> 5 15 200 250 300 350
Abundance
43.0 73.0
12.40 12.60 12,80 13.00
5000 129.0 m/z 57.10 79.23%
199.0 242.0
101.0 157.0
m/z--> B '56' ' "160" ' 150" "260" "250" ' 500" "350" '
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester  E RS LM
43.0 12.40 12.60 12.80 13.00
m/z 55.10 76.20%
73.0
129.0
185.0
“ M ‘ }570 213.0241.0 311.0 372.0
T L L L L AR A A A
m/z--> m o 1m 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082684.D

Aca On > 4 Nov 2015 5:08

Operator : UM/I1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Bromoacetic acid, hexadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.31 ng 543549 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 90
4 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 81
Abundance Scan 1033 (13.894 min): BF082684.D (-1031) (-) m/z 55.10 100.00%
581 83.1
HUR A SR S B
139 2 13.60 13.80 14.00 14.20
— 168.2 m/z 57.10 91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145521: Bromoacetic acid, hexadecy! ester
43.0
69.0
5000 R R SR S B
13.60 13.80 14.00 14.20
23.0 m/z 83.10 87.46%
‘ 53.0 196.0222.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69.0
13.60 13.80 14.00 14.20
5000 m/z 43.10 86.27%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester Bl BEa R et
57.0 83.0 13.60 13.80 14.00 14.20
m/z 97.05 75 .85%
5000
29.0 196.0
el 1320 168.0 2220 2600 332.0 .
TTT[TTTr[rTT T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110415\
Data File : BF082684.D

Acq On > 4 Nov 2015 5:08

Operator : UM/1Z

Sample : G4240-11

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.07 34.7 ng 2144690 1 6.88 1236320 20.0
Tranylcypromine-p. .. 6.65 74.9 ng 4628840 1 6.88 1236320 20.0
n-Hexadecanoic acid 11.94 9.3 ng 843848 4 11.40 1822370 20.0
Octadecanoic acid 12.73 6.5 ng 480465 5 14.04 1486460 20.0
Bromoacetic acid,... 13.89 7.3 ng 543549 5 14.04 1486460 20.0
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