LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101217\

Data File : BF099427.D

Aca On - 13 Oct 2017 7:53 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 15777-01 1mm1%ﬂog${>3
ALS Vial : 30 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-BF092317.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 2.134 3 8 17 rVB 156209 206289 7.28% 1.162%
2 5.069 504 507 521 rBV 156270 168438 5.95% 0.949%
3 5.475 572 576 598 rBY 1023129 975827 34.44% 5.498%
4 6.481 744 747 757 rBV 678435 635580 22.43% 3.581%
5 6.622 767 771 774 rBV 1954471 1654615 58.40% 9.323%
6 6.851 807 810 814 rBV 715209 578980 20.44% 3.262%
7 7.010 833 837 840 rBVY 2590469 2306222 81.40% 12.994%
8 7.422 901 907 910 rBVY 1726994 1712387 60.44% 9.648%
9 8.133 1024 1028 1031 rBV 884303 725994 25.62% 4 _.090%
10 8.157 1031 1032 1035 rVB 70795 34095 1.20% 0.192%
11 8.845 1146 1149 1155 rBB 38231 31079 1.10% 0.175%
12 9.210 1205 1211 1214 rBVvV 3077515 2833232 100.00% 15.963%
13 9.598 1274 1277 1282 rVB 57005 46064 1.63% 0.260%
14 9.886 1323 1326 1330 rvv2 732602 598350 21.12% 3.371%
15 9.922 1330 1332 1335 rVB 69288 51986 1.83% 0.293%
16 10.092 1358 1361 1365 rBvV 38008 30766 1.09% 0.173%
17 10.433 1416 1419 1423 rVB 43782 36589 1.29% 0.206%

18 10.557 1437 1440 1443 rBvV 238652 187574 6.62% 1.057%
19 10.674 1457 1460 1471 rBV 850663 840212 29.66% 4._.734%
20 11.374 1575 1579 1582 rBV 681956 572285 20.20% 3.224%

21 11.398 1582 1583 1587 rVB 105244 62739 2.21% 0.353%
22 12.586 1783 1785 1789 rBV 34746 31129 1.10% 0.175%
23 12.768 1812 1816 1818 rBV 103661 84533 2.98% 0.476%
24 12.957 1844 1848 1852 rBV 2263463 2177973 76.87% 12.271%
25 13.468 1932 1935 1938 rBV 80374 62362 2.20% 0.351%
26 13.839 1995 1998 2004 rBV 32127 35149 1.24% 0.198%

27 14.015 2024 2028 2035 rBV 662968 579760 20.46% 3.267%
28 15.486 2272 2278 2287 rBV 351636 458364 16.18% 2.583%
29 16.403 2431 2434 2441 rVB4 16993 29816 1.05% 0.168%

Sum of corrected areas: 17748389
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101217\

BF099427 .D

13 Oct 2017  7:53

SJ/Ju

15777-01

30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099427.D

7.01

6.62
7.42

5.47

6.48|| 6.85

5.07

0
Time-->

I
5.50

T
6.00

T
5.00 6.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF099427.D

12.96

10.67

9.89 11.37

10.5
9.60 $.920.09 10.43

11.40 13.47

1254577

Time-->

-+

12.50

13.00

=
13.50

11.50 12.00

10.00

10.50 11.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.84

TIC: BF099427.D

14.02

15.49

16.40

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 7.13 ng 206289 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF099427.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
sad 87.1 U UL IR I I
2.20 2.30 2.40 2.50
S | WM PSS X BRI NS— S Y 62 T o SR Y- =]
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 950 2.20 2.30 2.40 2.50
970 87.0 m/z 55.10 26 .65%
0 il , I 64.0 | |, 101.0
'“|'“'|“"w"w"“l'“'|“"w"w"“|'“'|“"w"w
m/z--> 0 10 50 60 70 80 90 100
Abundance
73.0
1220 230 240 250
5000 m/z 87.10 23.95%
43.0
ol 20 150 290 53.0 64.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RAREEREEE S
73.0 2.20 2.30 2.40 2.50

m/z 41.05 11.16%

5000 43.0

58.0
87.0

29.0

Y N 1 NN L MMMt MR NN

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 5.82 ng 168438 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF099427.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 RN LR L IR
| 83.0 | 4.80 500 5.20 5.40
Y 1M N m/z 59.10 58.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN SRS IR
4.80 500 5.20 5.40
59.0 m/z 101.00 19.73%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
410 480 500 520 540
5000 m/z 58.00 16.03%
86.0
o 70.0 101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.42%
5000 41.0
o T O 2 1260 1420 .
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 3 unknown6.62 Concentration Rank 2

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

6.62 57.16 ng 1654620 1,4-Dichlorobenzene-d4 6.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
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 771 (6.622 min): BF099427.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 R B
40.1 540 | | s10 | L 1150 6.20 6.40 6.60 6.80 7.00
Ob et Wl R e S m/z 68.10 36.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 [Trrr[rirr{trrrprrrrrro
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.50%
0 ‘ b1 H 1 . !
e e e e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R e
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.99%
41.0 97.0
117.0
54,0 81.0
o M 454V 11 4 WSS S [ | N S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.96%
74.0
116.0
5000 98.0
SIS V| U I Y-S T U U U
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 6.27 ng 187574 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
3 Adipic acid. ethvl 2-hexvl ester 258 C14H2604 1000353-70-7 42
4 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIFO2 1000338-64-9 38
5 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 36
Abundance Scan 1441 (10.563 min): BF099427.D (-1437) (-) m/z 157.00 100.00%
157.0
5000
115.0
B30 g 203.1 10.20 10.40 10.60 10.80
Obrrrprrrr bbb b e e e || Mz 115.00 33 19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 RS SRR LR B B
5000 115.0 10,20 10.40 10.60 10.80
203.0 m/z 203.10 10.97%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10.20 10.40 10.60 10.80
5000 43.0 115.0 m/z 43.00 10.19%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Adipic acid, ethyl 2-hexyl ester
157.0 10.20 10.40 10.60 10.80
m/z 111.00 9.56%
5000 111.0
43.0
0 ”.,”M.ﬂ..h...ﬁﬁ?”i.mt,”h.“..:“.nw..” e — SN | B R O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.77 2.92 ng 84533 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 96
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 35
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 35

Abundance Scan 1816 (12.768 min): BF099427.D (-1812) (-) m/z 56.10 100.00%
56.1
5000
g2o 1291 257.2 gt e g
157.0 185.1 213.1 312.3 12.40 12.60 12.80 13.00
0 - m/z 57.10 56.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000
2570 12.40 12.60 12.80 13.00
290‘ 83.0 129.0 : m/z 41.10 36.58%
b B0, L om0 | | g 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 43.05 34.03%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl-
56.0 12.40 12.60 12.80 13.00
m/z 73.00 31.34%
5000
. 29 0 “ 8:7‘ 0 ‘ 126.0 167 0 A
m/z--> 2'0 4'0 6|0 80 1(')0 150 140 160 180 200 220 240 2('30 2é0 3(')0 ' 12. 40 12. 60 12.80 13.00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099427.D

Aca On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample = 15777-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Butyl myristate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.47 2.15 ng 62362 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 53
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 35
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 27
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 1935 (13.468 min): BF099427.D (-1932) (-) m/z 56.10 100.00%

56.1
5000

L FAY.N
LI R e B L e

13.20 13.40 13.60 13.80

o] m/z 57.10 68.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
5000 %
229.0 13.20 13.40 13.60 13.80
0
‘ 630 129.0 185.0 284.0 m/z 43.05 47 .11%
O e b AT 1570 " ] 2080 | 2550 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R AEARERE SRR R
13.20 13.40 13.60 13.80
5000 m/z 40.95 36.99%
30.0 84.0 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115908: 2-Methyl-1-octadecene

13.20 13.40 13.60 13.80
m/z 55.00 33.21%

5000

83.0

111.0
139.0 182.0 210.0 238.0 266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101217\
Data File : BF099427.D

Acq On : 13 Oct 2017 7:53

Operator : SJ/JU

Sample - 15777-01

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.13 7.1 ng 206289 1 6.85 578980 20.0
2-Pentanone, 4-hy... 5.07 5.8 ng 168438 1 6.85 578980 20.0
unknown6 .62 6.62 57.2 ng 1654620 1 6.85 578980 20.0
Triethyl citrate 10.56 6.3 ng 187574 3 9.89 598350 20.0
Hexadecanoic acid... 12.77 2.9 ng 84533 5 14.02 579760 20.0
Butyl myristate 13.47 2.1 ng 62362 5 14.02 579760 20.0
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