LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\

Data File : BF094955.D

Aca On : 6 May 2017 11:53 Instrument :
Operator : SJ/MA BNA_F

Sample  : 12947-02 UGt
Misc i SB-01-7.0-7.5
ALS Vial : 4 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-BF050217 .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 5.037 523 527 546 rBV 229973 450620 18.25% 2.252%
2 5.666 630 634 659 rBY 1211858 1924503 77.95% 9.618%
3 7.260 900 905 921 rBVY 1379041 1915745 77.60% 9.575%
4 7.383 921 926 941 rVB 1528391 2177445 88.20% 10.883%
5 7.725 980 984 998 rVB 433823 536791 21.74% 2.683%

6 7.960 1019 1024 1037 rBV 1421880 1645167 66.64% 8.222%
7 8.619 1131 1136 1156 rBV 840295 1174229 47 .56% 5.869%
8 9.742 1322 1327 1350 rBV 496351 715847 29.00% 3.578%
9 11.513 1623 1628 1647 rBV 1913549 2468819 100.00% 12.339%
10 12.207 1742 1746 1758 rBV 191355 261836 10.61% 1.309%
11 12.571 1803 1808 1823 rBV2 535492 764705 30.97% 3.822%
12 13.413 1947 1951 1956 rBV 35283 40506 1.64% 0.202%
13 13.865 2023 2028 2043 rBV 849486 1371691 55.56% 6.856%
14 14.189 2078 2083 2086 rBV 33515 40399 1.64% 0.202%
15 14.971 2211 2216 2230 rBV2 486002 729786 29.56% 3.647%
16 15.936 2376 2380 2393 rBV 50876 78986 3.20% 0.395%
17 17.030 2562 2566 2573 rBV2 18648 31357 1.27% 0.157%
18 17.295 2606 2611 2620 rBV 1837863 2178670 88.25% 10.889%
19 18.600 2827 2833 2835 rBv4 14590 26780 1.08% 0.134%

20 18.636 2835 2839 2860 rVB 460898 752430 30.48% 3.761%

21 20.053 3076 3080 3088 rBV 78880 88130 3.57% 0.440%
22 20.306 3119 3123 3135 rBV 340158 495237 20.06% 2.475%
23 20.777 3198 3203 3209 rBV 103295 138918 5.63% 0.694%

Sum of corrected areas: 20008597

8270-BF050217.M Mon May 08 18:36:44 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .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: BF094955.D
7.38
1500000 7 ¢ 7.96
5.67
1000000
8.62
500000 7.72
5.04
ot e e e e e
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 8.00 8.50 9.00
Abundance TIC: BF094955.D
11|51
1500000
1000000
13.87
12.57
500000, %74 14.97
12.21
13.41 14.19 15.94
o> St —_—————t e ———— e P e
Time-->  9.50 10.00 1050 11.00 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00  16.50
Abundance TIC: BF094955.D
17.29
1500000
1000000
500000 18.64
20.31
20.78
17.03 18/60 20,05
T A T T T S e e e e e T

Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 16.79 ng 450620 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 528 (5.042 min): BF094955.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R e
| 83.0 | 480 500 520 540
0'“l““v'“w'JMH'VAW'“W“'W““l“”V'“P“'V“W'HW“'W m/z 59.00 58.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methy!-
43.0
5000
59.0 4.80 5.00 520 5.40
m/z 101.10 21.04%

o

Abundance

15.0 101.0

310

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
59.0

4.80 5.00 5.20 5.40

5000 41.0 m/z 58.00 15.47%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- L A E
43.0 4.80 500 520 540

m/z 41.10 9.22%

5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
AT | | , 86.0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o

8270-BF050217.M Mon May 08 18:36:45 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.38 Concentration Rank 1

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

7.38 81.13 ng 2177450 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 925 (7.378 min): BF094955.D (-921) (-) m/z 132.00 100.00%
132.0
5000 68.1
0050 [| T e | Th 7o 7k Tk 7o
O e T L e e e e m/z 68.10 38.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL I R
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 31.64%
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
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.53%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
4.0 m/z 69.10 14.82%
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 n-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.16 ng 78986 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 35
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 11
5 Pentadecane 212 C15H32 000629-62-9 10
Abundance Scan 2381 (15.942 min): BF094955.D (-2376) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
213.2 e e
109 15|7-1185-1 | 256.2 15.60 15.80 16.00 16.20
o! e | m/z 43.10 72.88%
m/z--> 50 100 150 200 250 300 350
Abundance #39471: n-Decanoic acid
60.0
29.0
5000
15.60 15.80 16.00 16.20
129.0 m/z 60.00 70.53%
LT T
0::“:‘:|h‘”l‘|h‘|“|‘w|||‘|||‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
AR AR AARRA AR S
15.60 15.80 16.00 16.20
5000 129.0 m/z 41.00 67.20%
157.0
29.0
81.0 200.0
G L s U A W L L L B
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60.0 15.60 15.80 16.00 16.20
0
1270 m/z 55.10 61.33%
5000
87.0
0! 29 Ml \JH iﬁ n\ 1 216.0 249.0 359'0
m/z--> 55 160 1%0 260 250 360 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.05 3.56 ng 88130 Perylene-di12 20.31
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 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 3079 (20.047 min): BF094955.D (-3076) (-) m/z 57.05 100.00%
57.0
5000
99.1
| I | || 141.1 208.0 19.80 20.00 20.20 20.40
) B e —— m/z 71.10 64.59%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
19.80 20.00 20.20 20.40
99.0 m/z 43.05 62.40%
oL 0l J | 1410 1830 2250 267.0 3090  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance
57.0
19.80 20.00 20.20 20.40
5000 m/z 85.10 59.22%
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
57.0 19.80 20.00 20.20 20.40
m/z 55.10 26.79%
5000
99.0
oL 270 ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 160 1%0 260 250 300 3%0 ' 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094955.D

Aca On : 6 May 2017 11:53

Operator : SJ/MA

Sample : 12947-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.78 5.61 ng 138918 Perylene-di12 20.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3204 (20.783 min): BF094955.D (-3198) (-) m/z 57.05 100.00%
57.0
5000
99.0
411 1831 267.1 20.40 20.60 20.80 21.00 21.20
ob— |, I .J.'||, .l|.'f IS m/z 71.10 80.42%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000
20.40 20.60 20.80 21.00 21.20
m/z 43.10 54 _.84%
Lo Ll M | 1410 1830 2250 267.0 300.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
20.40 20.60 20.80 21.00 21.20
5000 m/z 85.10 54 _.19%
99.0
oL 27.0 1410 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane LNV URMEY fh SN SN S
57.0 20.40 20.60 20.80 21.00 21.20
m/z 55.05 22.61%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 20.40 20.60 20.80 21.00 21.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF050617\

BF094955.D

6 May 2017 11:53

SJ/MA

12947-02

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .38
n-Decanoic aci
Hexacosane
Heptacosane

8270-BF050217.M Mon May 08 18:36:48 2017

d

5.04 16.8 ng
7.38 81.1 ng
15.94 2.2 ng
20.05 3.6 ng
20.78 5.6 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

450620
2177450
78986
88130
138918

|--Internal Standard---|
| # RT Resp Conc]

536791 20.0
536791
729786 20.0
495237 20.0
495237 20.0

1 7.72
4 14.97
6 20.31
6 20.31
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