LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 height area % max. total
1 1.861 19 24 33 rvB 51190 96331 4._.08% 0.446%
2 2.993 122 123 135 rBvY 30827 64659 2.74% 0.300%
3 4.284 234 236 238 rBB 19807 25166 1.06% 0.117%
4  4.958 292 295 299 rBvY 143223 181199 7.67% 0.840%
5 5.381 329 332 335 rBV 1859972 2214336 93.68% 10.261%
6 6.422 420 423 426 rBV 1707829 2363662 100.00% 10.953%
7 6.559 432 435 437 rBV 2441331 2259293 95.58% 10.470%
8 6.787 453 455 458 rBY 600004 715810 30.28% 3.317%
9 6.947 467 469 472 rVB 1956724 1738640 73.56% 8.057%
10 7.359 502 505 507 rBV 1684885 1650756 69.84% 7 .650%
11 7.450 511 513 516 rBB 24445 24473 1.04% 0.113%

12 8.079 565 568 570 rBV 1224879 1002107 42.40% 4.644%
13 9.153 660 662 665 rBV 2326091 2288486 96.82% 10.605%
14 9.553 695 697 699 rvB 515113 507013 21.45% 2.350%
15 9.828 719 721 724 rVB 1122595 952530 40.30% 4.414%

16 10.273 759 760 761 rVB 36181 24802 1.05% 0.115%
17 10.616 787 790 792 rVvV 1072383 1244861 52.67% 5.769%
18 10.650 792 793 796 rvV 28632 28901 1.22% 0.134%
19 10.742 800 801 805 rvB 41029 44706 1.89% 0.207%
20 11.188 838 840 842 rBV 87111 84654 3.58% 0.392%
21 11.302 848 850 853 rvv 772209 753430 31.88% 3.491%
22 11.371 853 856 860 rvB3 26741 57382 2.43% 0.266%
23 11.542 869 871 875 rVB3 12777 28101 1.19% 0.130%
24 11.611 875 877 880 rBvV 52016 64017 2.71% 0.297%
25 11.839 896 897 899 rBvV 30834 31997 1.35% 0.148%
26 12.514 954 956 958 rBV 24685 26234 1.11% 0.122%
27 12.731 973 975 978 rVB3 17526 27944 1.18% 0.129%
28 12.891 986 989 991 rBV 1745257 1534576 64.92% 7.111%
29 13.794 1065 1068 1072 rBV2 59376 87550 3.70% 0.406%
30 13.931 1078 1080 1082 rBV 805417 724733 30.66% 3.358%
31 14.937 1165 1168 1173 rBV 17535 39759 1.68% 0.184%
32 15.325 1199 1202 1205 rBV 505816 650822 27.53% 3.016%
33 19.108 1531 1533 1541 rVBS8 13723 40228 1.70% 0.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21579158
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088625.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

4.96 5.06 ng 181199 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 295 (4.958 min): BF088625.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
101 AR N UL R
| 83 | 460 4.80 5.00 5.20
11O S A M m/z 59.10 60.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL RS B
59 460 480 500 520
m/z 101.10 21.04%
) 83 g3 10"
G ) R R SR AN ARAR RRARA RAREA RAAN AARAN AALA SALSS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17 .34%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- e e
43 460 4.80 5.00 5.20
m/z 41.10 8.89%
5000
101
15
G A |
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l AR N UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.56 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.56 63.13 ng 2259290 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 435 (6.559 min): BF088625.D (-432) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 0 620 640 6.60 6.80
48 94 6 104 . . . .
o Y s < AW ,.2!..|,....,..5.‘?,....,....,.1.1.5.,...., - m/z 68.10 48.08%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L LI L LI L L L LN B
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.85%
38 44
o N il | PO N | S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R T
6.20 6.40 6.60 6.80
5000 m/z 66.10 30.51%
3B 44 - g7 105
51 60 B g 115
o NSNS SRR SN IS NS PR NI N NN ] -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R B e T
132 6.20 6.40 6.60 6.80
m/z 69.10 19.30%
104
5000
51 7
39 65 ‘ oL 115
0.”.ﬁ?nbu.ww§nﬂﬁ.“:HHH.WMH.PJ”,”MW.”.‘”... e o T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.25 ng 84654 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72
Abundance Scan 840 (11.188 min): BF088625.D (-838) (-) m/z 57.10 100.00%
57
5000 85
4
w192 10180 11100 11120 11140 1160
0! m/z 43.10 71.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57
5000 85 N DR DU B B
4 10. 80 11. 00 11. 20 11. 40 11. 60
m/z 71.10 66.93%
0 Zé il ‘ \‘ L 1:\I\-3 n 141 169 198
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 250 2éo 2éo 300
Abundance
57
o 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 45 .69%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane R E e
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 32.16%
5000
4 85
0 26 L L 113 141 160184 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 300 1080 1100 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.42 ng 87550 Chrysene-d12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1068 (13.794 min): BF088625.D (-1065) (-) m/z 57.10 100.00%

g7

-

5000 111
139 13.40 13.60 13.80 14.00 14.20
Obrrrprrrrdfid m/z 83.10 94.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 LANLINL I L B L L LB L L LB
13. 40 13. 60 13. 80 14. OO 14 20
125 m/z 55.05 92.61%
ol15 Ll 154 180196 224 257 269
AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83 e Rmmmema
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 86.18%
31 111
ol14 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T T T T T

Abundance #107662: n-Heptadecanol-1 L A
13.40 13.60 13.80 14.00 14.20

m/z 69.10 79.51%

5 83

5000

%7

139 168 194210 238
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088625.D

Acq On 2 Jul 2016 19:06

Operator : UM/SJ

Sample - H3847-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.96 5.1 ng 181199 1 6.79 715810 20.0
unknown6 .56 6.56 63.1 ng 2259290 1 6.79 715810 20.0
Tetradecane 11.19 2.3 ng 84654 4 11.30 753430 20.0
Trifluoroacetoxy ... 13.79 2.4 ng 87550 5 13.93 724733 20.0
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