LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 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-BF052316.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 1.644 4 5 38 rVB 1620529 2838156 69.13% 8.261%
2 4.776 277 279 296 rBV 161516 453536 11.05% 1.320%
3 5.439 335 337 354 rBVY 2276466 3857271 93.95% 11.228%
4 7.084 478 481 487 rBY 2416384 3744920 91.22% 10.901%
5 7.187 487 490 503 rVB 2495003 4105458 100.00% 11.950%

7.519 516 519 531 rVB 560335 718609 17 .50% 2.092%
7.759 537 540 543 rBV 2373933 2932199 71.42% 8.535%
1637022 2437765 59.38% 7.096%
9.553 694 697 709 rvB 609223 834988 20.34% 2.430%
11.336 849 853 855 rBvV 2772590 3952591 96.28% 11.505%
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11 12.022 911 913 921 rBV 277180 339640 8.27% 0.989%
12 12.376 941 944 950 rBV 637806 829016 20.19% 2.413%
13 13.211 1015 1017 1020 rBV 50780 73400 1.79% 0.214%
14 13.668 1054 1057 1060 rBV2 1322915 1959255 47.72% 5.703%
15 13.988 1082 1085 1090 rBV 72799 112714 2.75% 0.328%

16 14.719 1146 1149 1151 rBV 36171 42532 1.04% 0.124%
17 14.777 1151 1154 1159 rVB 522474 682231 16.62% 1.986%
18 17.131 1357 1360 1363 rBV 2662268 3003265 73.15% 8.742%
19 18.388 1467 1470 1475 rBV 135824 273851 6.67% 0.797%
20 18.468 1475 1477 1480 rVvVv 557965 632513 15.41% 1.841%

21 19.497 1565 1567 1570 rBV 43293 77380 1.88% 0.225%
22 20.137 1621 1623 1630 rBV 360150 453290 11.04% 1.319%

Sum of corrected areas: 34354580
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF052516\

BF087402.D

26 May 2016 8:44

UM/SsJ

H3220-16

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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.

4.78 12.62 ng 453536 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 279 (4.776 min): BF087402.D (-277) (-) m/z 43.05 100.00%
43
5000 59
101 ARREARENAREE RARRE RN
440 4.60 4.80 5.00 5.20
Ol S8l & L w/z 59.10  47.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00 5.20
m/z 58.05 12.74%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 4.60 4.80 5.00 5.20
5000 57 m/z 101.10 12.57%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L B L L BB B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 10.21%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.19 Concentration Rank 1

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

7.19 114.26 ng 4105460 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 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 490 (7.187 min): BF087402.D (-487) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 % 104 6.80 7.00 7.20 7.40 7.60
o..,....,....,...!,“.'.‘.‘7.,".61",..':~.,..5.‘.7,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.10 42.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 S R U A
6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.21%
o 15 28 3 8 & 77 90 104 46 |
s 1 25 3 40 e o 8 e 100 11 130 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.05 30.37%

33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 18.41%
5000
92
65
105
AN AN . - NSO A = 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecane Concentration Rank 7

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

13.99 3.30 ng 112714 Phenanthrene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 80
3 Tetradecane 198 C14H30 000629-59-4 78
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 64

5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 64

Abundance Scan 1085 (13.988 min): BF087402.D (-1082) (-) m/z 57.10 100.00%
43 57
5000 71
85
R e St
99 113127 13.60 13.80 14.00 14.20 14.40
o} m/z 43.10 86.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 %7
5000 71 LA L L L L L L L L L
g5 13. 60 13. 80 14. 00 14. 20 14. 40
29 m/z 71.10 46 .57%
0 Lo L ‘ 99 113127141155169183197 226
R I R o e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a5 13.60 13.80 14.00 14.20 14.40
5000 m/z 41.05 42 .91%
29 99
o 113127141155169183 197 268
R R AL p e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59881: Tetradecane R o B s
43 57 13.60 13.80 14.00 14.20 14.40
m/z 85.10 34.60%

71
5000

99

1 i 1}3127141155169 198

o
N
©
[e0]
a1

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260

13.60 13.80 14.00 14.20 14.40

8270-BF052316.M Thu May 26 18:41:45 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.39 8.66 ng 273851 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1470 (18.388 min): BF087402.D (-1467) (-) m/z 43.10 100.00%
48
83
5000
111
139 18.|00 18.|20 18.|40 18.|60 18.|80
O m/z 55.10 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 NNV BN RN SN
29 18.00 18.20 18.40 18.60 18.80
‘ m/z 57.10 95.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97
18.00 18.20 18.40 18.60 18.80
5000 m/z 83.10 68.25%
29 125
0 79 154 182 210 238 9265283 334
AR B LR AR RRRAS LA LA LAY KLY KRN LA LA LR LRSS KARAN LR RARLS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester T A A Y
4 18.00 18.20 18.40 18.60 18.80
69 m/z 69.10 65.93%
5000
125
ol 2 153 196 224

I 1 T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087402.D

Aca On : 26 May 2016 8:44

Operator : UM/SJ

Sample : H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.50 3.41 ng 77380 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 93
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Acetic acid. bromo-. methvl ester 152 C3H5Bro2 000096-32-2 47
5 4,5"-Dipyrimidine-2,2"-dithione, ... 256 C10H16N4S2 155645-37-7 47

Abundance Scan 1567 (19.497 min): BF087402.D (-1565) (-) m/z 59.00 100.00%

5000

A
LN B I B I L B

165 19.20 19.40 19.60 19.80

o 191 209 281 m/z 55.10 56.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128447: 9-Octadecenamide, (2)-

-

5000 41 LA L L L L L L LB
19. 20 19. 40 19 60 19. 80
0
83 g8 112126 m/z 72.10 54 _65%
o 140154 170184198 220 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R T
19.20 19.40 19.60 19.80
5000 m/z 41.10 43.87%
41
oL 86 100114128145156170184198 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide R EEEE RS S
59 19.20 19.40 19.60 19.80
m/z 43.05 40.29%
- W
43
o 2 86100114128142156170184198212226240255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 20 19. 40 19 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087402.D

Acq On : 26 May 2016 8:44

Operator : UM/SJ

Sample - H3220-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.78 12.6 ng 453536 1 7.52 718609 20.0
unknown7 .19 7.19 114.3 ng 4105460 1 7.52 718609 20.0
Hexadecane 13.99 3.3 ng 112714 4 14.78 682231 20.0
1-Docosene 18.39 8.7 ng 273851 5 18.47 632513 20.0
9-Octadecenamide, ... 19.50 3.4 ng 77380 6 20.14 453290 20.0
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