LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 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-BF060517.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_.522 496 499 521 rBvV2 52904 164701 8.12% 1.082%
2 5.222 614 618 646 rBV 892638 1715894 84.64% 11.273%
3 6.898 899 903 913 rBVY 1057570 1613955 79.61% 10.603%
4 6.981 913 917 938 rVB 1273788 2027360 100.00% 13.319%
5 7.322 971 975 990 rVB 249551 340314 16.79% 2.236%

7.557 1010 1015 1034 rBV 1016025 1344744 66.33% 8.834%
8.239 1126 1131 1154 rBV 712473 1061782 52.37% 6.975%
9.351 1316 1320 1333 rBV 329390 460582 22.72% 3.026%
11.133 1617 1623 1635 rBV 1412628 1863689 91.93% 12.244%
11.827 1737 1741 1758 rBV 195992 250531 12.36% 1.646%

=
QO ~NO®

11 12.169 1795 1799 1806 rBvV2 397902 497341 24.53% 3.267%
12 13.468 2015 2020 2037 rBV 737458 1057691 52.17% 6.948%

13 13.798 2070 2076 2083 rBV 20546 28040 1.38% 0.184%
14 14.563 2202 2206 2224 rVB 325970 456057 22.50% 2.996%
15 15.586 2376 2380 2392 rBV2 58749 81941 4._.04% 0.538%
16 16.692 2564 2568 2577 rBV2 34553 48744 2.40% 0.320%
17 16.945 2605 2611 2620 rVB 1158898 1331248 65.66% 8.746%
18 17.792 2751 2755 2759 rVB 27381 29316 1.45% 0.193%

19 18.209 2820 2826 2836 rBv4 68289 112475 5.55% 0.739%
20 18.286 2836 2839 2850 rVvVv 250634 330278 16.29% 2.170%

21 18.615 2890 2895 2898 rBV 36016 40354 1.99% 0.265%
22 18.997 2955 2960 2967 rBV 24338 28263 1.39% 0.186%
23 19.956 3119 3123 3137 rBV 243961 336562 16.60% 2.211%

Sum of corrected areas: 15221862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method

Quant Title : ASP BNA STANDARDS FOR 5 POINT

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M

CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.52 9.68 ng 164701 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 499 (4.522 min): BF095963.D (-496) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 420 4.40 4.60 4.80
SRS ¥ NMIMMSAY | SMBESENRIMMS .UM MBS m/z 59.00 61.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 420 440 460 480
m/z 101.00 19.77%
L S IR U '?ﬁ'? AN RERS |"'l| T "??'q' |"'{?}l?"|
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
420 440 4.60 4.80
5000 m/z 58.10 16.47%
55.0
27.0 710 830 980
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #214: Acetone LA L L N N L NN |
43.0 420 440 460 4.80
m/z 41.10 10.48%
5000 f\M
15.0
58.0
27.0
”'?9"PI'W"m”'”'lh"P"h"”I'”'I”"P"W"”I SNBSS SRR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.98 Concentration Rank 1

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

6.98 119.15 ng 2027360 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 917 (6.981 min): BF095963.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 I SARNE AR SR SRS
40.0 540 J 6.60 6.80 7.00 7.20 7.40
-|-|.'.8,2.°..!,-: RS R | m/z 68.05 36.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.35%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 22.64%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 .60%
74.0
5000 9go 1160 M
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN 1A W
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.59 ng 81941 Phenanthrene-d10 14.56
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2381 (15.592 min): BF095963.D (-2376) (-) m/z 73.10 100.00%
741
43.1
5000 129.1
H |77 oo 1 F32 s i 5o 15 1550 1600
SRS RS 1 VRSO S A MRt m/z 43.10 78.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

15.20 15.40 15.60 15.80 16.00

83.0 0
1570 1ggo 2130 2560 m/z 60.00 75.52%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
IIIIIIIIIIIAIIAIIIIIIIII
15.20 15.40 15.60 15.80 16.00
5000 129.0 m/z 57.10 67.05%
97.0 199.0
1570 242.0
15.0 177.0
L L o L e R B AR R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43.0 73.0 15.20 15.40 15.60 15.80 16.00
m/z 41.10 63.36%
5000 129.0
ol 41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.95 ng 48744 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Lactose 342 C12H22011 000063-42-3 43
4 _alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 38
5 _beta.-D-Glucopyranose, 4-0-_.bet... 342 C12H22011 005965-66-2 35
Abundance Scan 2568 (16.692 min): BF095963.D (-2564) (-) m/z 43.00 100.00%
43.0 | 73.1
129.0
5000 970

‘ 185.1 241.2 16.40 16.60 16.80 17.00

e bl m/z 73.10 98.17%

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 ...,....,....M..Aw....
171.0 16.40 16.60 16.80 17.00
970 214.0 m/z 57.10 96.88%
‘ ‘ ‘\ H \ h \\“H h“ \\‘ o ‘ ‘

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

Abundance
73.0
1290 16.40 16.60 16.80 17.00
5000 m/z 60.00 96.66%
43.0
101.0 172.0
WWWWWWWWWW
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #177855: Lactose — e
73.0 16.40 16.60 16.80 17.00
m/z 55.10 76.03%
5000

43.0 103.0

131.0

1630 191.0 22202470 2750  325.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 1-Octadecanesulphonyl chloride Concentration Rank 4

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

18.21 6.81 ng 112475 Chrysene-di12 18.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91

2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90

3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 86
4 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 80

5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 80
Abundance Scan 2826 (18.209 min): BF095963.D (-2820) (-) m/z 57.10 100.00%

57.1
85.1
5000
1l 1391 17.80 18.00 18.20 18.40 18.60
P ; m/z 71.10 72.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #185101: 1-Octadecanesulphony! chloride

5000
17.80 18.00 18.20 18.40 18.60

m/z 43.10 65.77%

29.0“
|

RRRREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

111.0133.0 1610

43.0

110 17.80 18.00 18.20 18.40 18.60
5000 ' m/z 85.10 54 _31%

97.0
1250 1680 197.0 2310 261.0

m@wmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl- e EEmas maEaE s
17.80 18.00 18.20 18.40 18.60
m/z 55.10  47.42%

5000
111.0

1390 167.0 196.0 2240 252.0 280.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095963.D

Aca On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample : 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.62 2.44 ng 40354 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2896 (18.621 min): BF095963.D (-2890) (-) m/z 57.05 100.00%
57.0
5000
99.1
18.40 18.60 18.80 19.00
L 206.9
SN B S 1 —~28 m/z 71.10 78.64%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 R NARAN BB RS AR
18.40 18.60 18.80 19.00
99.0 m/z 43.10 71.33%
CL Ll )|, 1410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance
57.0
18.40 18.60 18.80 19.00
5000 m/z 85.10 64.31%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane e e
57.0 18.40 18.60 18.80 19.00
m/z 55.00 29.53%
5000
99.0
270/ | | | | j 110 1830 2250 267.0 309.0  365.
m/z--> 55 160 1%0 260 250 300 3%0 ' 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
Data File : BF095963.D

Acq On : 16 Jun 2017 19:13

Operator : SJ/MA

Sample - 13676-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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... 4.52 9.7 ng 164701 1 7.32 340314 20.0
unknown6 .98 6.98 119.2 ng 2027360 1 7.32 340314 20.0
n-Hexadecanoic acid 15.59 3.6 ng 81941 4 14.56 456057 20.0
Tridecanoic acid 16.69 3.0 ng 48744 5 18.29 330278 20.0
1-Octadecanesulph... 18.21 6.8 ng 112475 5 18.29 330278 20.0
Hexacosane 18.62 2.4 ng 40354 5 18.29 330278 20.0

8270-BF060517.M Mon Jun 19 18:08:40 2017 Page: 9



