LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011817\

Data File : BF092358.D

Acq On - 18 Jan 2017 18:32 Instrument :
Operator : UM/SJ BNA_F

Sample - 11260-01 ClientSampleld :
Misc : MH-0-12FT-COMP
ALS Vial : 18 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
Title

Signal

peak R.T.
# min
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w

13.685
25 14.462

26 14.531
27 15.034
28 15.422
29 15.834
30 16.302

31 16.817
32 17.514

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first

TIC

max 1
scan

rBv
rBv
rBve6
rBv
rBv4

rvv
rvB
rBv
rBv
rBv2

rBv
rvB6

peak
height

929234
2957345
3828076
4076603

951342

2371754
2071690
1199790
4561211

365927

52099
1148923
142554
46055
1766440

181056
139328
1076969
74409
42775

3031412
578714
21425
701931
29034

60690
801174
34834
28681
23791

48407
13581
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corr.

area
1590372
3580038
3902143
3610252

833599

2886407
2121587
1178097
4770571

443381

62242
1454880
110394
66344
2544644

203739
115216
1265429
71026
63369

3288895
789516
93904
933038
80996

60353
1064287
59020
49024
56482

107282
49175

corr.
% max.
33.34%
75.04%
81.80%
75.68%
17.47%

60.50%
44 _47%
24 _70%
100.00%

9.29%

1.30%
30.50%
2.31%
1.39%
53.34%

4.27%
2.42%
26 .53%
1.49%
1.33%

68 .94%
16.55%
1.97%
19.56%
1.70%

1.27%
22.31%
1.24%
1.03%
1.18%

2.25%
1.03%

10.404%
9.626%
2.223%

7.696%
5.657%
3.141%
12.720%
1.182%

0.166%
3.879%
0.294%
0.177%
6.785%

0.543%
0.307%
3.374%
0.189%
0.169%

8.769%
2.105%
0.250%
2.488%
0.216%

0.161%
2.838%
0.157%
0.131%
0.151%

0.286%
0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 37505702
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092358.D
6.31
4000000 6.21
3000000 5.12
6.70
7.11
2000000
1000000 4.66 6.54
o~ klt., N
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
Abundance TIC: BF092358.D
8lo1
4000000
12.63
3000000
2000000 10.36
7.83 9.57 11.06
1000000
13.13
931 10.50
9. 10031024 10.9 11.36 11.60 13.€
O L e e e e e e s e e B B LA s e e e e e e e e LA s S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092358.D
4000000
3000000
2000000
1000000, ..o 15.03
o 14463 j\ 15.42  15.83 16.30 16.82 17.51
e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4._.66 38.16 ng 1590370 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.656 min): BF092358.D (-248) (-) m/z 43.00 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00
Obr e SL 80 & e M/Z  59.10  58.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- [L
43
5000 R I L IR UL
59 440 460 480 5.00
m/z 101.10 20.40%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 4.60 480 5.00
5000 m/z 58.00 14.81%
29 101
o 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 e mmE e AR .
59 440 460 480 5.00
m/z 41.10 8.87%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 Jo 55 eb 70 80 90 100 110 120 150 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.31 Concentration Rank 1

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

6.31 86.62 ng 3610250 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 396 (6.313 min): BF092358.D (-394) (-) m/z 132.00 100.00%
32
5000 68
6 rTTTTTTTTTT T T T T T T T T
40 54 ‘ 75 104 6.00 6.20 6.40 6.60
0 .,....,...:l'!.‘.‘?,:!..6.1:.-.|,....,..??,....,.:..,.1.1?.,...., | N m/z 68.10 46.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS RS LR
6.00 6.20 6.40 6.60
3, 5 78 m/z 134.00 33.10%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 67 m/z 66.00 28.52%
41 97
53 117
79
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R RmmE B
132 6.00 6.20 6.40 6.60
m/z 69.05 18.39%
117
5000
39 91
51 65
PTG SO B . SO (W W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.50 3.22 ng 203739 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 Cl16H34 000544-76-3 86
Abundance Scan 762 (10.496 min): BF092358.D (-760) (-) m/z 57.10 100.00%
g7
5000 85
s 15 s 1020 1040 10,60 10,80
ob b e 0 e m/Z 43.05  69.77%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 SRR AR RO B
85 10,20 10.40 10.60 10.80
m/z 71.05 65.90%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 42 .93%
29
0 113 141 169 212
m/z--> " 50 100 150 200 250 300 350
Abundance #73970: Tridecane, 6-propyl- R R e n B
43 10.20 10.40 10.60 10.80
71 m/z 41.10 30.79%
5000
} 99 126 154 183
ob—A b b w b b 1 2 R
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.13 16.92 ng 789516 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 56
2 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 47
3 Octanamide 143 C8H17NO 000629-01-6 45
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 45
5 2-Furanmethanol, 5-ethenyltetrah... 170 C10H1802 005989-33-3 43
Abundance Scan 992 (13.125 min): BF092358.D (-990) (-) m/z 59.00 100.00%
59
5000 [\A
P
83 12.80 13.00 13.20 13.40
3 126
o Of A 224 184207 238264 | n/z 72.00  63.99%
m/z--> 50 100 150 200 250 300 350
Abundance #91513: Hexadecanamide
59
5000 RN RN SRR B
12.80 13.00 13.20 13.40
m/z 55.05 35.06%
oL 2 8 114 140 170192212931 255
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
59
12:80 13.00 13.20 1340
5000 m/z 41.10 32.52%
oL 39 .79 9% 126 152 184 212 244763 201311 339 371
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #19501: Octanamide o R
59 12.80 13.00 13.20 13.40
m/z 43.10 25.29%
5000
20 ) |7 14 143
OII\I\I |||‘|‘||||||||||| —— —————— T
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 12.|80 13.'00 13.'20 13.'40 '

8270-BF122116.M Thu Jan 19 15:43:18 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

Sample : 11260-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

MH-0-12FT-COMP

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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

6 1-Octadecanol

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.61 2.01 ng 93904 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 58
2 Cyclohexadecane 224 C16H32 000295-65-8 52
3 1-Heptadecanol 256 C17H360 001454-85-9 52
4 1-Nonadecanol 284 C19H400 001454-84-8 49
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 49

Abundance Scan 1034 (13.605 min): BF092358.D (-1028) (-) m/z 43.10 100.00%
/8397
5000
13.20 13.40 13.60 13.80 14.00
o} m/z 57.10 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43
5000 LR RIS SUNILR SURIL B
29 13.20 13.40 13.60 13.80 14.00
125 m/z 83.10 85.97%
o m ‘L ‘ 139153 168182196919224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
i 69 T LR RIS SUNLR SURIL B
97 13.20 13.40 13.60 13.80 14.00
5000 m/z 97.10 84 .82%
111
125
o 27 139153167181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol R EAARE B
83 13.20 13.40 13.60 13.80 14.00
4 | 69 o m/z 55.10 84.64%
5000
5 125
o 139 154168182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Isoquinoline, 1,2,3,4-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.82 2.02 ng 107282 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 53
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 43
3 Amiphenazole 191 C9HON3S 000490-55-1 35
4 4-Bromo-2-fluoroacetanilide 231 C8H7BrFNO 000326-66-9 27
5 2-Phenyliminoperhydro-1,3-thiazine 192 C10H12N2S 1000138-91-3 25

Abundance Scan 1315 (16.817 min): BF092358.D (-1311) (-) m/z 191.10 100.00%

191

5000

16.60 16.80 17.00 17.20

0 m/z 81.00 73.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108147: 1soquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth...
191
5000 TTTT TTTT TTTT TT T T TT
16 60 16. 80 17. OO 17. 20
120 162 m/z 95.10 71.80%
282
o.wunpuw””,nnLif””Wm%.:.””.”%9”..”M”w””.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 191
T T
43 16.60 16.80 17.00 17.20
5000 67 m/z 189.10 69.58%
110 135
o 150 176 | 206221236 264280 303318
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50014: Amiphenazole
191 16.60 16.80 17.00 17.20
m/z 69.05 53.92%
5000 121
43 77 104 149
h\Gl ‘ | ‘ 164 ‘
Olrrrptheb et b e e e e e e .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 60 16. 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011817\

Data File : BF092358.D

Acq On : 18 Jan 2017 18:32

Operator : UM/SJ

3?22'6 i 11260-01 MH-0-12FT-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.66 38.2 ng 1590370 1 6.54 833599 20.0
unknown6 .31 6.31 86.6 ng 3610250 1 6.54 833599 20.0
Heptacosane 10.50 3.2 ng 203739 4 11.06 1265430 20.0
Hexadecanamide 13.13 16.9 ng 789516 5 13.69 933038 20.0
1-Octadecanol 13.61 2.0 ng 93904 5 13.69 933038 20.0
Isoquinoline, 1,2... 16.82 2.0 ng 107282 6 15.03 1064290 20.0
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