LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 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-BF072716.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 1.655 5 6 50 rvB 1196977 2807812 100.00% 17.978%
2 4_.593 260 263 274 rBV 337693 618317 22.02% 3.959%
3 5.062 302 304 325 rBV 918343 1362508 48.53% 8.724%
4 5.473 338 340 345 rVB 25670 31568 1.12% 0.202%
5 6.159 397 400 402 rBVY 1221787 1456884 51.89% 9.328%

6.262 407 409 411 rBV 1458341 1489195 53.04% 9.535%
6.490 427 429 440 rVB 226015 254313 9.06% 1.628%
6.650 440 443 445 rBvY 765026 1041638 37.10% 6.669%
7.062 477 479 490 rBvV 625119 855114 30.45% 5.475%
7.782 539 542 552 rBV 222668 344576 12.27% 2.206%

=
QO ~NO®

11 8.856 634 636 639 rBV 1440872 1436808 51.17% 9.200%
12 9.256 669 671 674 rBvY 234650 212215 7.56% 1.359%
13 9.519 692 694 697 rBvV 467446 412271 14.68% 2.640%
14 10.308 761 763 773 rVvV 916824 970047 34.55% 6.211%

15 10.445 773 775 782 rVB2 40253 57310 2.04% 0.367%
16 10.994 820 823 834 rVB 390426 400521 14.26% 2.564%
17 11.554 869 872 878 rBv2 61443 80896 2.88% 0.518%
18 12.331 937 940 946 rBV 22157 30700 1.09% 0.197%
19 12.571 959 961 964 rBV 972537 1175983 41.88% 7.530%
20 13.485 1038 1041 1049 rBV2 59252 92259 3.29% 0.591%

21 13.611 1049 1052 1060 rBV 239801 269354 9.59% 1.725%
22 14.937 1166 1168 1176 rBV 182068 217925 7.76% 1.395%

Sum of corrected areas: 15618214
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089471.D
1400000

6.16
1200000 1.66

1000000 5.06

800000 6.65

7.06
600000

400000 4.59

6.49
200000

N L 5.47

e

T T
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: BF089471.D

1400000 886

1200000

12.57
1000000 10.31

800000

600000
9.52

400000 10.99

200000

10.44 11.55 13.4¢
. LA_ i 1233 J\ A
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089471.D

1400000

1200000
1000000
800000
600000
400000

200000 14.94

I I . B C D i i

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF072716.M Mon Aug 01 19:37:57 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 48.63 ng 618317 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 263 (4.593 min): BF089471.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
101 L L S
420 440 460 480 500
83
o IR - NS <R N m/z 59.10 63.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.13%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 4.80 500
5000 m/z 58.10 15.48%
101
15 58
0 28 69 84
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 R R B . .
59 420 440 460 480 500

m/z 41.10 9.74%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 460 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8

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

5.47 2.48 ng 31568 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 64
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 50
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 25
4 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 340 (5.473 min): BF089471.D (-338) (-) m/z 73.10 100.00%
43 7B
5000
115 550 540 560 580
55 100 5.20 5.40 5.60 5.80
Ob el 29 84 AT L Tm/z 43.10 89.45Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 U UL UL N L
5.20 5.40 5.60 5.80
m/z 41.10 12 .53%
mzs 0% % 4 % @ 1 @ % 100 10 1
Abundance
30 43 73
" 520 540 560 580
5000 58 m/z 115.10 10.89%
15
24 52
G S R A LS RS AR RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8192: 1,3-Dioxolane, 2-(1-methylethyl)- i B i ma e L
7B 5.20 5.40 5.60 5.80
m/z 42.10 8.88%
5000
43
0 2‘7\ \H\ ﬁ? L 86 101 1:!'5
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.26 Concentration Rank 2

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

6.26 117.12 ng 1489200 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 409 (6.262 min): BF089471.D (-407) (-) m/z 132.00 100.00%
5000 68
40 % J 600 6.20 640 6.60
54 . . . .
ol Qe [ eus W w/z 68.10  42.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.86%
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
600 6.20 640 6.60
5000 m/z 66.05 27 .22%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.73%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.86 ng 57310 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 775 (10.445 min): BF089471.D (-773) (-) m/z 57.10 100.00%
57
85
5000
| ||, 121 155 185 "' 1020 10.40 10.60 10.80
ok bl iy 1 o m/z 71.10 73.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
10.20 10.40 10.60 10.80
m/z 43.10 71.35%
. 29“ h || (M3 141 160 107 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
1020 10.40 10.60 10.80
5000 85 m/z 85.10 53.50%
29 113
0 141 169 197 225 253 281 309 337 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #117637: Nonadecane
57 10.20 10.40 10.60 10.80
m/z 91.05 41 .08%
85
5000
29
0 \‘ | || Jl I‘ 1}3\141 169 197 268
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.04 ng 80896 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 872 (11.554 min): BF089471.D (-869) (-) m/z 73.00 100.00%
73
43 90
5000 129
5
213 e
IJ g 1 149 171185 256 1120 11140 11,60 11.80
o} m/z 60.00 81.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 U SR B B B B
umumnmnm
m/z 43.05 75.74%
o |

213
P 7 11
REEEERE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 20 11. 40 11. 60 11.80

5000 29 129 m/z 55.10 72 .44%
87 242
143 199
115 185
101 157171 213
O T 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
60 73 11.20 11.40 11.60 11.80
43 m/z 57.10 68.81%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 8 Decanoic acid, silver(1+) salt Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.33 2.28 ng 30700 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 25
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 25
5 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 22

Abundance Scan 940 (12.331 min): BF089471.D (-937) (-) m/z 73.00 100.00%
a3 P
5000 129
97 A A
185 T T T T T T T
hhl 12.00 12.20 12.40 12.60
o} , e ot T T e e B m/z 43.10 81.57%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73
43 155
5000 SRR UM B R
129 1200 12.20 12,40 12.60
98 m/z 60.00 74 .90%
oL Ll ,\‘HH,H\I‘ looi o aw 219 330 387
m/z--> 50 100 150 200 250 300 350
Abundance
73
120 12.00 12.20 12.40 12.60
5000 m/z 57.10 74.71%
43
101 172
e L L L WL WL L BB
m/z--> 50 100 150 200 250 300 350
Abundance #203464: Oxalic acid, allyl octadecyl ester
4 12.00 12.20 12.40 12.60
m/z 55.10 71.30%
5000
71
97
0 | ‘ H i“ .L \1?5 153 297
m/z--> 50 100 150 200 250 300 350 ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089471.D

Aca On : 31 Jul 2016 15:20

Operator : UM/SJ

Sample : H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 9 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 6.85 ng 92259 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 l1l-Hexadecanol 242 C16H340 036653-82-4 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 86
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1041 (13.485 min): BF089471.D (-1038) (-) m/z 55.10 100.00%
56
5000 111
139 13.20 13.40 13.60 13.80
o} m/z 83.10 97 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57
A
5000 LI BN UL B U
29 13.20 13.40 13.60 13.80
m/z 57.10 96.28%
b | 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83
13.20 13.40 13.60 13.80
5000 m/z 43.10 88.54%
31 111
ol14 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 T
43 13.20 13.40 13.60 13.80

m/z 69.10 88.14%

5000 83
18
LI s 140 168 196 238 266 308 336
s AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\
Data File : BF089471.D

Acq On 31 Jul 2016 15:20

Operator : UM/SJ

Sample - H4257-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.59 48.6 ng 618317 1 6.49 254313 20.0
2-Pentanone, 4-me... 5.47 2.5 ng 31568 1 6.49 254313 20.0
unknown6 .26 6.26 117.1 ng 1489200 1 6.49 254313 20.0
Hexacosane 10.44 2.9 ng 57310 4 10.99 400521 20.0
n-Hexadecanoic acid 11.55 4.0 ng 80896 4 10.99 400521 20.0
Decanoic acid, si... 12.33 2.3 ng 30700 5 13.61 269354 20.0
3-Eicosene, (E)- 13.49 6.8 ng 92259 5 13.61 269354 20.0
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