LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 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-BF030717.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 2.447 47 49 61 rvB 47252 148754 2.49% 0.300%
2 4.162 197 199 206 rvB 47544 85740 1.44% 0.173%
3 4.413 219 221 231 rBV 31727 74839 1.25% 0.151%
4 4.870 259 261 278 rBVY 1293757 2583111 43.24% 5.212%
5 5.316 298 300 325 rBVY 4190905 5973787 100.00% 12.053%

5.716 333 335 349 rVvB 79429 163308 2.73% 0.329%
6.367 390 392 400 rBV 3312697 5244780 87.80% 10.582%
6.482 400 402 405 rVB 4883153 5021231 84.05% 10.131%
6.710 420 422 429 rVB 1040876 1111238 18.60% 2.242%
6.859 433 435 438 rBV 3948471 4027879 67.43% 8.127%

=
QO ~NO®

11 7.282 470 472 488 rBV 3000659 3669471 61.43% 7.403%
12 8.002 533 535 547 rBV 1216153 1547378 25.90% 3.122%
13 9.076 627 629 632 rBV 4562865 5675983 95.01% 11.452%
14 9.751 686 688 691 rBV 1111807 1611863 26.98% 3.252%
15 10.551 756 758 761 rBV2 2396382 3123573 52.29% 6.302%

16 11.248 816 819 825 rBV 1706368 1685455 28.21% 3.401%
17 12.654 940 942 945 rBV 281481 240481 4._.03% 0.485%
18 12.837 955 0958 961 rBV 4657566 5105480 85.46% 10.301%
19 13.362 1001 1004 1006 rBV 151405 151643 2.54% 0.306%
20 13.900 1049 1051 1061 rBV 925888 1325107 22.18% 2.674%

21 15.306 1171 1174 1185 rBV 637792 993300 16.63% 2.004%

Sum of corrected areas: 49564401
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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\BF031317\

BF093646.D

14 Mar 2017 9:25

SJ/MA

12201-22

46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000},

6000000
5000000
4000000
3000000
2000000

1000000

TIC: BF093646.D

5.32

4.87

4.16 4.41

6.48
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 n-Propyl acetate Concentration Rank 6

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

2.45 2.68 ng 148754 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 1-Butanamine 73 C4H11N 000109-73-9 7
3 Isobutvlamine 73 C4H11N 000078-81-9 4
4 1.4-Butanediol. diacetate 174 C8H1404 000628-67-1 4
5 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 4

Abundance Scan 49 (2.447 min): BF093646.D (-47) (-) m/z 43.10 100.00%
431
5000
61.0 R
55.0 73; 0 220 2.40 2.60 2.80
OP“W“M““PMP“WMW““m'P“W“W““W“P“W“w“W““vmv“w' m/z 61.00 25.39%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate
43.0
5000 -
610 220 2.40 2.60 2.80
' 73.0 m/z 73.05 11.94%
150 270 3749 ‘ ' 87.0
s L S AR R LAY AL LA SRS AR KAL) LR SR LA AL KRR
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
220 2.40 2.60 2.80
5000 m/z 42.00 9.42%
ﬂ
o 15.0 41.0  50.056.0 730
T T e e e e e e e e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 B
Abundance #734: Isobutylamine T
30.0 220 2.40 2.60 2.80
m/z 41.10 8.72%
\q
5000
0 v"'v'}ﬁ39“|'“' ”""”I'“?:l?'P"'P'?ﬁlg'ﬁ"'ﬁ"“lel?“"P"W"”I'”'I' IR U R
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 46.49 ng 2583110 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 261 (4.870 min): BF093646.D (-259) (-) m/z 43.05 100.00%
43.0
59.1 A\h
5000
101.1 IEPESAREE SORAN SRS SR
4.60 4.80 5.00 5.20
bl TR 831 | us1 U s9 10 52.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 4.60 4.80 5.00 5.20
0
150 a0 1010 m/z 58.10 15.69%
0"w'm'|““w““'ﬂ“'w'“'|“'w'“'?iq'w'”m“"w'“l“
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
59.0
460 480 500 520
5000 m/z 101.10 14.28%
41.0
29.0 101.0
U S AR AR |"'§q 9"'l" "??'q'l'qe'P T T Ty
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.55%
5000 41.0
31.0
69.0 870
0 15.0 \‘ 500\@ 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.72 2.94 ng 163308 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
3 N-Acetvlisoxazolidine 115 C5H9NO2 115615-36-6 38
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 12

Abundance Scan 335 (5.716 min): BF093646.D (-333) (-) m/z 43.10 100.00%
431 731
5000
55.1 51 1001 1151 540 560 580 6.00
o | $ROU UM [P - S NN B m/z 73.10 82.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 —
540 5.60 5.80 6.00
m/z 41.10 10.50%
115.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
540 5.60 5.80 6.00
5000 58.0 m/z 115.10 9.00%
15.0
G S R R S IS AR RS RS LSS RSN SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7548: N-Acetylisoxazolidine ..,....,..../}....,....,
43.0 540 5.60 5.80 6.00
73.0 m/z 39.00 8.72%
5000 28.0 60.0
| 115.0
OFrr e e e e e e IR SRR LU LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 1

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

6.48 90.37 ng 5021230 1,4-Dichlorobenzene-d4 6.71
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 402 (6.482 min): BF093646.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 sa1 || "% a6k ok
Obrrprrrrprrer e i o2 e R Ot || M7Z 68,10 44 32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR RS LR R L
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 32.50%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.54%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.47%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 6 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 3.63 ng 240481 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 942 (12.654 min): BF093646.D (-940) (-) m/z 56.10 100.00%
56.1
5000
129.1 T T T T
|| "|83 1 1572 1852 2132 . 2513 12.40 12.60 12.80 13.00
0---|nn'|n- ----JWHJTWWWW m/z 57.10 54 _02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 DA SR SO IR B
12.40 12.60 12.80 13.00
29.0 m/z 43.05 38.02%
‘ 83 0 129 0 257.0
0 [l h H \M | \ i 157. O 185 0 213 0 ‘ \\ 283 0 312 0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
1240 1260 12.80 13.00
5000 m/z 41.05 34 .53%
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 #12470: Cyclopentanecarboxylic acid, 2-amino-, cis-
56.0 12.40 12.60 12.80 13.00
m/z 55.10 29.09%
5000
3?0 100.0 129.0
Ok ...‘ .‘.I.. \””\”” N — NN B A SV A W
m/z--> 2'0 4'0 6|0 80 1(')0 12'0 140 160 180 2(')0 22'0 240 2('30 25';0 360 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093646.D

Aca On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.36 2.29 ng 151643 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 1004 (13.362 min): BF093646.D (-1001) (-) m/z 56.10 100.00%
56.1
5000
129.1 ) AR SRR BN SULLE
3.1 157 1852 241.2 285.3 1300 13.20 1340 13.60
Obr et m/z 57.10 60.98%
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
56.0
5000 T A"I""I""I""I'
290 13.00 13.20 13.40 13.60
. 0
gso 1290 1850 2850 m/z 43.10 42 .03%
N \ | et 570 20121302410 || 511.0 340.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
13.00 13.20 13.40 13.60
0
5000 99,0 m/z 41.10 36.11%
129.0
185.0 284.0
0 B30 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72506: Pentadecane, 8-methylene-
13.00 13.20 13.40 13.60
m/z 55.10 29.77%
5000
290 84.0

) 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093646.D

Acq On : 14 Mar 2017 9:25

Operator : SJ/MA

Sample : 12201-22

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
n-Propyl acetate 2.45 2.7 ng 148754 1 6.71 1111240 20.0
2-Pentanone, 4-hy... 4.87 46.5 ng 2583110 1 6.71 1111240 20.0
2-Pentanone, 4-me... 5.72 2.9 ng 163308 1 6.71 1111240 20.0
unknown6 .48 6.48 90.4 ng 5021230 1 6.71 1111240 20.0
Hexadecanoic acid... 12.65 3.6 ng 240481 5 13.90 1325110 20.0
Octadecanoic acid... 13.36 2.3 ng 151643 5 13.90 1325110 20.0
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