LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 12976-05 P001-TANK001-01

ALS Vial : 21 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-BF050217 .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 5.007 518 522 547 rBV 213565 422530 19.61% 2.331%
2 5.654 628 632 658 rBY 1094702 1814391 84.23% 10.011%
3 5.913 673 676 688 rVB2 21609 34891 1.62% 0.193%
4 7.254 900 904 920 rBV 931573 1751274 81.30% 9.663%
5 7.378 920 925 941 rVB 1386230 2154194 100.00% 11.886%
6 7.713 978 982 992 rVB 462260 526419 24.44% 2.904%
7 7.948 1017 1022 1035 rBY 1338844 1550567 71.98% 8.555%
8 8.607 1129 1134 1157 rBV 833698 1127315 52.33% 6.220%
9 9.225 1235 1239 1243 rBV 34500 40939 1.90% 0.226%
10 9.731 1321 1325 1339 rBV 558916 754394 35.02% 4.162%

11 11.507 1621 1627 1642 rBV 1753044 2075146 96.33% 11.449%
12 12.195 1740 1744 1752 rBV 181271 225599 10.47% 1.245%
13 12.560 1801 1806 1819 rBV2 545965 773247 35.89% 4._.266%
14 13.407 1947 1950 1956 rVvB2 28305 30589 1.42% 0.169%
15 13.854 2021 2026 2042 rBV 677883 1017675 47.24% 5.615%

16 14.177 2077 2081 2084 rBV 29582 34282 1.59% 0.189%
17 14.960 2210 2214 2226 rVB2 446831 605334 28.10% 3.340%
18 15.930 2375 2379 2390 rVB 89557 116604 5.41% 0.643%

19 16.748 2515 2518 2528 rVB3 37848 54456 2.53% 0.300%
20 17.018 2561 2564 2566 rBV2 21927 25030 1.16% 0.138%
21 17.048 2566 2569 2575 rVB 39972 52542 2.44% 0.290%
22 17.136 2580 2584 2587 rVVv2 25076 27413 1.27% 0.151%

23 17.289 2605 2610 2614 rBV 1446088 1547011 71.81% 8.536%
24 18.630 2834 2838 2842 rBV 524245 578520 26.86% 3.192%

25 18.689 2846 2848 2856 rVB 25694 31865 1.48% 0.176%
26 19.324 2953 2956 2959 rVB4 30638 36220 1.68% 0.200%
27 19.653 3008 3012 3016 rBV 82060 95803 4._.45% 0.529%
28 19.695 3016 3019 3023 rVB3 22423 26729 1.24% 0.147%
29 19.900 3050 3054 3057 rBV2 29857 41255 1.92% 0.228%
30 20.048 3076 3079 3082 rBvV 28546 34946 1.62% 0.193%
31 20.295 3117 3121 3129 rBV 377633 458572 21.29% 2.530%
32 20.395 3135 3138 3143 rVB4 24494 33649 1.56% 0.186%
33 20.765 3198 3201 3206 rVB4 18884 25021 1.16% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18124422
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095002.D
1500000
7.38 205
5.65
1000000 7.28
8.61
500000 7.71
5.01
5.91 L 9/.L22
O o A o B 2 L A T 2 L I e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF095002.D
11|51
1500000
1000000
13.85
9.73 12.56
500000 14.96
12.20
A» 13.41 14.18 15,93 16.%
Time-->  9.50 10.00 1050 11.00 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00  16.50
Abundance TIC: BF095002.D
1500000 17.29
1000000
18.63
500000
P54 10.32 1x00.20.05 p0.39 20.77
O T T T T T T T T T T T T T T T T T T T T T T T
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 16.05 ng 422530 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 522 (5.007 min): BF095002.D (-518) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

| 831 | 460 480 500 520 540
Ot e e m/z 59.10 59.43%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40

59.0 m/z 101.00 20.40%
101.0
210 ‘ 700 830 7
o} M| .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e
570 460 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.87%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I R
59.0 460 480 500 520 540

m/z 41.10 8.84%

5000 41.0 /k
0 I, 173.0 126.0 142.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.38 Concentration Rank 1

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

7.38 81.84 ng 2154190 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 925 (7.378 min): BF095002.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 I 20 S hn 7 kA > R
40.0 540 J 7.00 7.20 7.40 7.60 7.80
0 ..:-.,:|-.|.'.8,1-.1..!,-:.1.1“?-}..~.,....,....,.... m/z 68.05 37.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL I R
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 33.76%
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
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.66%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 13.86%
74.0
5000 98.0 116.0
O '“M“ T |JW' 'LLI N }§S.Q T |%8?10' R UL L LR
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.85 ng 116604 Phenanthrene-d10 14.96
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 20

Abundance Scan 2379 (15.930 min): BF095002.D (-2375) (-) m/z 73.00 100.00%

431 130
5000
1711 :
0

15.60 15.80 16.00 16.20
0f m/z 43.10 81.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0

5000 129.0 ..................,
15.60 15.80 16.00 16.20

‘ 83.0 256.0 m/z 60.00 77.30%
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 R R Ammasmas ey
129.0 15.60 15.80 16.00 16.20
5000 m/z 57.05 62.26%
43.0
101.0 172. o
O T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.60 15.80 16.00 16.20
43.0 m/z 41.05 59.02%
5000 1290
185.0 228.0
97.0
I ‘ L Il 166.0
0 . T .‘... T ,‘....,‘ — ,‘, RS s R RN R
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF095002.D

Aca On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.65 4.18 ng 95803 Perylene-d12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 8-Methvl-6-nonenamide 169 C10H19NO 1000293-20-9 49
5 Dodecanamide 199 C12H25N0 001120-16-7 47
Abundance Scan 3011 (19.648 min): BF095002.D (-3008) (-) m/z 59.10 100.00%
59.1
5000 A\ﬁA
95.1 R B
128.1 154.2 178.0 203.1 256.1 287.1 19. 40 19. 60 19. 80 20 00
(o} m/z 72.00 74 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 N B S RN R
19,40 19.60 19.80 20.00
29.0 m/z 55.05 34.86%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
' 19.40 19,60 19.80 20.00
5000 m/z 43.05 30.59%
. 29.0 86.0 1280 ;50 1840 9579
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... Rm e R
19.40 19.60 19.80 20.00
m/z 69.10 28.71%
5000

83.0 111.0 141.0 170.0 196.0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1940 1960 1980 2000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050817\

Data File : BF095002.D

Acg On : 9 May 2017 3:02

Operator : SJ/MA

ﬁ?ggle i 12976-05 P001-TANK001-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.01 16.1 ng 422530 1 7.71 526419 20.0
unknown? .38 7.38 81.8 ng 2154190 1 7.71 526419 20.0
n-Hexadecanoic acid 15.93 3.9 ng 116604 4 14.96 605334 20.0
9-Octadecenamide, ... 19.65 4.2 ng 95803 6 20.29 458572 20.0
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