LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012017\

Data File : BF092394.D

Aca On : 21 Jan 2017 3:37 Instrument :

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

3?22'6 : 11326-05 FK-GF-02-001-C

ALS Vial : 28 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-BF122116.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 4.621 246 248 263 rBV 618423 1118913 23.78% 3.322%
2 5.101 288 290 309 rBVY 2419179 3141462 66.75% 9.327%
3 6.187 383 385 392 rVB 2503753 3230381 68.64% 9.591%
4 6.290 392 394 397 rVB 3081306 3324277 70.64% 9.870%
5 6.519 412 414 417 rBV 868250 810929 17.23% 2.408%
6 6.679 425 428 430 rBY 2768329 2719593 57.79% 8.074%
7 7.102 462 465 467 rBV 1649275 2062386 43.82% 6.123%
8 7.810 524 527 529 rBY 1591084 1389269 29.52% 4.125%
9 8.896 619 622 624 rBVY 4084358 4706202 100.00% 13.972%
10 9.296 655 657 659 rBV 405319 385983 8.20% 1.146%
11 9.559 677 680 682 rBY 1490901 1350711 28.70% 4_.010%
12 9.982 710 717 718 rBV 25063 47143 1.00% 0.140%
13 10.005 718 719 721 rVB 91248 92630 1.97% 0.275%
14 10.222 735 738 741 rBV 31453 55635 1.18% 0.165%

15 10.348 747 749 752 rBV 1985744 1973671 41.94% 5.860%

16 10.473 758 760 765 rVB 93939 159674 3.39% 0.474%
17 10.931 797 800 801 rBV 68604 99121 2.11% 0.294%
18 11.034 807 809 811 rBV 1246320 1172256 24.91% 3.480%
19 11.354 830 837 842 rVB 73808 139280 2.96% 0.414%
20 12.245 913 915 917 rBV 91390 102369 2.18% 0.304%

21 12.462 931 934 936 rBV 139898 150974 3.21% 0.448%
22 12.519 936 939 942 rVB4 20722 51235 1.09% 0.152%
23 12.622 945 948 950 rBV 3209966 3267214 69.42% 9.700%
24 13.582 1029 1032 1036 rBV2 39391 108808 2.31% 0.323%
25 13.662 1036 1039 1044 rVB 957749 986830 20.97% 2.930%

26 14.428 1103 1106 1111 rBV2 180436 269335 5.72% 0.800%

27 14.668 1124 1127 1131 rVB 26756 57997 1.23% 0.172%

28 15.011 1155 1157 1159 rBV 556767 648316 13.78% 1.925%

29 15.400 1189 1191 1195 rVB3 31218 59604 1.27% 0.177%
Sum of corrected areas: 33682198
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092394.D
4000000

6.29

3000000 6.68
5.10 6.19

2000000
7.10

1000000 6.52
4.62

e 1 L R L ——

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: BF092394.D
4000000 8|90

12.62
3000000

2000000 10.35

7.81 9.56
11.03

1000000

A P1022\1047 1098 1135 12.2512.46/ 134

T T
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: BF092394.D
4000000

3000000

2000000

1000000y
15.01

14.43 14.67 15.40

R e e e 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\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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.

462 27.60ng 1118910  1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 32

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 248 (4.621 min): BF092394.D (-246) (-) 43.00 100.00%

43.0
59.1
5000
101.0
| 83.0 | 420 4.40 4.60 4.80 5.00
Obrrr e e e m/z 59.10 57.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrr[rrrrrrrrprot
59.0 420 4.40 4.60 4.80 5.00
0
15.0 101.0 m/z 101.00 18.75%
31.0 ‘ 83.0
0 ‘ Tl Ly . ‘
T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
REmE R e e
570 420 4.40 460 4.80 5.00
5000 m/z 58.00 14.19%
20.0 101.0
ol 20 73.0 85.0
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 R . :
59.0 420 440 460 480 500
m/z 41.10 9.35%
5000 41.0
o U |70 1260 1420
LR o RN N N e RN R RAREE SRS R e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown6.29 Concentration Rank 1

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

6.29 81.99 ng 3324280 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 394 (6.290 min): BF092394.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
RSN SRR A L
6.00 6.20 6.40 6.60
0 B E e m/z 68.10 49 _.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN SRS A L
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.26%
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
600 620 6.40 6.60
5000 m/z 65.95 29.99%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #48639: Tranylcypromine-propiony! e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 19.76%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| B AR REaEE R
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\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.72 ng 159674 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 760 (10.473 min): BF092394.D (-758) (-) m/z 57.10 100.00%

57.1

5000
J
113.1 155.0 1851 10.20 10.40 10.60 10.80
0 i m/z 43.10 76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 L L B A o RS B
85.0 1020 1040 10.60 10.80
29.0 m/z 71.10 61.96%
o L 1130 1410 1600 282.0
A B s T e AR S a R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
71.0 T e
10.20 10.40 10.60 10.80
5000 m/z 85.05 40.15%

99.0 126.0 1540 183.0

0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #64571: Pentadecane R o S L M B

57.0 10.20 10.40 10.60 10.80
m/z 41.05 35.60%

5000 85.0
29.0

T T T T T T T T T R EaE e AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.38 ng 139280 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 837 (11.354 min): BF092394.D (-830) (-) m/z 57.10 100.00%
51.1
5000 8.1
131 0, 1100 1120 1140 1160
Obprrre el ey m/z 71.10 76.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99476: Nonadecane
57.0

85.0

5000

11,00 11.20 11.40 11.60
m/z 43.10 65.62%

113.0 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
R e REARE S
71.0 11.00 11.20 11.40 11.60
5000 m/z 85.10 49.37%
99.0

127.0 155.0183.0  225.02530 2950 337.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91035: Octadecane e e R AR
57.0 11.00 11.20 11.40 11.60
m/z 41.05 31.42%
5000 85.0
29.0
ok e 113.0 141.0 160.0 197.0 225.0 254.0
e e T R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. OO 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.21 ng 108808 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 87
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 76
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 1032 (13.582 min): BF092394.D (-1029) (-) m/z 97.05 100.00%
431 971.0
69.1
5000
234.1
125.1 R R e o RS
| | | 161.0 189.1 13 20 13. 40 13. 60 13. 80 14. 00
o Al A | m/z 83.05  98.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43. 97.0
5000 AR AR SR P
13 20 13. 40 13. 60 13. 80 14. oo
125.0 m/z 43.10 97.22%
154.0 182.0 210.0 238.0 266.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69.0

450 97.0 —

) 13.20 13.40 13.60 13.80 14.00

5000 m/z 57.00 95.69%

125.0
1540  196.0 224.0 269.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #148859: Trichloroacetic acid, pentadecy! ester A EREEEEEE s
.0 13.20 13.40 13.60 13.80 14.00
m/z 55.10 84 .38%

5000

139.0

182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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\BF012017\
Data File : BF092394.D

Aca On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample : 11326-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.43 8.31 ng 269335 Perylene-di12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 38
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 38

Abundance Scan 1106 (14.428 min): BF092394.D (-1103) (-) m/z 59.00 100.00%

54.0

5000

14.20 14.40 14.60 14.80

40.1 170.1 202.1 235.2 263.1 294.2320.3

o m/z 72.10 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LI B L L L L LB LB L
14.20 14.40 14.60 14.80
m/z 55.05 46.10%
o 20 B0 000 aes0 a0 20”0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
I R S RAREREE
14.20 14.40 14.60 14.80
5000 m/z 43.10 30.40%
o 29.0 97.0 128.0152.0 184.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7608: Pentanamide, 4-methyl- R B A B
59.0 14.20 14.40 14.60 14.80
m/z 41.05 27 .98%
5000
29.0 100.0
OHWHHL”M”LNHWHHPH.””“”w””“”w””.”.””“”.””“. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092394.D

Acq On : 21 Jan 2017 3:37

Operator : UM/SJ

Sample - 11326-05

Misc :

ALS Vial : 28 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... 4.62 27.6 ng 1118910 1 6.52 810929 20.0
unknown6 .29 6.29 82.0 ng 3324280 1 6.52 810929 20.0
Eicosane 10.47 2.7 ng 159674 4 11.03 1172260 20.0
Nonadecane 11.35 2.4 ng 139280 4 11.03 1172260 20.0
1-Nonadecene 13.58 2.2 ng 108808 5 13.66 986830 20.0
9-Octadecenamide, ... 14.43 8.3 ng 269335 6 15.01 648316 20.0
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