LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 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-BF040115.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 1.253 28 32 35 rvB 254551 401674 21.97% 3.656%
2 1.401 42 45 48 rVB 269091 325532 17.80% 2.963%
3 1.687 67 70 82 rvB 74897 118943 6.51% 1.082%
4 4.693 331 333 340 rBV 21621 30803 1.68% 0.280%
5 5.253 380 382 393 rBV 326121 492157 26.92% 4_479%

6.579 496 498 506 rBvV 252798 301249 16.48% 2.742%
6.693 506 508 511 rBV 1027244 966867 52.88% 8.799%
6.979 531 533 535 rBvV 256526 251665 13.76% 2.290%
1037916 934833 51.13% 8.508%
7.676 592 594 597 rBV 801567 693770 37.95% 6.314%
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11 8.556 669 671 673 rBvY 374025 345950 18.92% 3.148%
12 9.905 786 789 791 rBV 1669780 1545453 84.53% 14.065%
13 10.716 857 860 863 rBvV 450532 409067 22.37% 3.723%
14 11.699 943 946 948 rBV 685397 836434 45.75% 7.612%
15 12.545 1018 1020 1023 rBV 423284 424674 23.23% 3.865%

16 14.385 1179 1181 1184 rBV 65427 59928 3.28% 0.545%
17 14.545 1192 1195 1197 rBV 1789522 1828342 100.00% 16.639%
18 15.265 1256 1258 1261 rBV 44514 57282 3.13% 0.521%

19 15.826 1305 1307 1310 rBV 410502 483982 26.47% 4._.405%
20 17.620 1461 1464 1470 rBvV 307918 460937 25.21% 4._.195%
21 18.203 1510 1515 1518 rBV2 8558 18656 1.02% 0.170%

Sum of corrected areas: 10988198
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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\BF040615\

BF078270.D

6 Apr 2015 21:34

TP/1Z

G1757-01

21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.40 25.87 ng 325532 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 45 (1.401 min): BF078270.D (-42) (-) m/z 73.10 100.00%
7B
5000
43
55 87 RN A U
37 49 1.00 1.20 1.40 1.60 1.80
S I N P USRS M IS N—— m/z 43.05 35.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.00 1.20 1.40 1.60 1.80
55 87 m/z 87.10 25.42%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
100 1.20 140 160 1.80
5000 m/z 55.10 24 .92%
45
29
o 39 S g7 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SULN UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide e e
30 1.00 1.20 1.40 1.60 1.80
73 m/z 41.05 11.30%
5000
44 58
18
0 | \H 38\\‘\ 1 .
L A ORI SUL AL SURLEL AL UL S SURLEL SO SULIN UL [T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.69 2.45 ng 30803 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 333 (4.693 min): BF078270.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101 RS N LU
49 | 83 | 440 4.60 4.80 5.00
-t m/z 59.10 52.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I R
59 440 460 480 500
m/z 101.10 18.06%
15 31 101
0 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 m/z 58.10 13.95%
43 101
ot s e B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide e
43 440 4.60 4.80 5.00
m/z 41.10 8.29%
5000 59
73
101
0 28 37 ||| 51 67 79 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.69 Concentration Rank 1

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

6.69 76.84 ng 966867 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 508 (6.693 min): BF078270.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 PUASEBY NSRS SRR S
40 54 - 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 38.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR R A
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.74%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 24 _45%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! I EEAREEEEEE e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.46%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. S| A —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.39 2.48 ng 59928 Chrysene-di12 15.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 90
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 42
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 22

Abundance Scan 1181 (14.385 min): BF078270.D (-1179) (-) m/z 56.10 100.00%
56
5000
257 R e o R
3 || 9 1711 zg 20 14.00 14.20 14.40 14.60 14.80
Obrrrprrrr it m/z 57.10 57.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 |""|""|ﬂﬂ"|""|"
14.00 14.20 14.40 14.60 14.80
29 257 m/z 43.10 44 .69%
101 185 213 239 312
R P i g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
UV SR R B
14.00 14.20 14.40 14.60 14.80
5000 m/z 41.10 41 .43%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e Aa AR
57 14.00 14.20 14.40 14.60 14.80

m/z 55.10 35.48%

5000 .
{ 239 957

18] \ ‘JH n Mﬁ\ 107 a5 2B ‘ H 282 312

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078270.D

Aca On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample : G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.27 2.37 ng 57282 Chrysene-di12 15.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 59
2 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 cis-2.3-Epoxvoctane 128 C8H160 023024-54-6 35
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27

Abundance Scan 1258 (15.265 min): BF078270.D (-1256) (-) m/z 56.10 100.00%
56
5000

15.00 15.20 15.40 15.60

o} m/z 57.10 63.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
N | N
5000 LA L L L L L L L L
15.00 15.20 15.40 15.60
29 129 m/z 43.10 50.86%
185 267 285
ot H ooty AL 080 213 21 T o 0
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56 /\
IAIIIIIIIIIIIIIIIIIIIIII
15.00 15.20 15.40 15.60
5000 m/z 41.10 42 .13%
29 83
o 110126 147 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M /\
Abundance #17592: Urea, N,N-di-2-propeny!l- R EEAsT RLSEEEEE R
56 15.00 15.20 15.40 15.60
m/z 55.10 35.37%
5000
30
& /\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078270.D

Acq On : 6 Apr 2015 21:34

Operator : TP/1Z

Sample - G1757-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
Butane, 2-methoxy... 1.40 25.9 ng 325532 1 6.98 251665 20.0
2-Pentanone, 4-hy... 4.69 2.5 ng 30803 1 6.98 251665 20.0
unknown6 .69 6.69 76.8 ng 966867 1 6.98 251665 20.0
Hexadecanoic acid... 14.39 2.5 ng 59928 5 15.83 483982 20.0
Octadecanoic acid... 15.27 2.4 ng 57282 5 15.83 483982 20.0

8270-BF040115.M Tue Apr 07 13:38:59 2015 Page: 8



