LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 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-BF121815.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 2.235 11 13 15 rVB 2988801 4074792 100.00% 15.783%
2 4.407 200 203 206 rBV 736657 943325 23.15% 3.654%
3 5.058 256 260 266 rBV 313158 530429 13.02% 2.054%
4 5.481 294 297 299 rBVY 2029668 2080862 51.07% 8.060%
5 6.499 383 386 389 rBY 1531044 1799093 44.15% 6.968%

6.624 395 397 400 rBV 2111347 2076493 50.96% 8.043%
6.853 415 417 419 rBvV 468755 468548 11.50% 1.815%
1487069 1924389 47.23% 7.454%
7.413 463 466 469 rBV 1375917 1367321 33.56% 5.296%
8.133 527 529 531 rBV 777024 709663 17.42% 2.749%
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11 9.207 620 623 626 rBV 2658220 2744993 67.37% 10.632%
12 9.882 680 682 685 rBvV 755060 705337 17.31% 2.732%
13 10.670 748 751 754 rBV2 1461102 1719178 42.19% 6.659%
14 11.368 810 812 814 rBV 831838 713513 17.51% 2.764%
15 12.773 933 935 937 rVB 66530 56139 1.38% 0.217%

16 12.956 948 951 953 rBV 2662883 2916867 71.58% 11.298%
17 13.482 995 997 999 rVB 41489 41171 1.01% 0.159%

18 13.996 1040 1042 1045 rBV 440827 519931 12.76% 2.014%
19 15.437 1165 1168 1174 rVB 309536 426076 10.46% 1.650%

Sum of corrected areas: 25818120
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122015\

BF083972.D

19 Dec 2015 23:26

UM/SsJ

G4823-02

25 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF121815.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Acetic acid Concentration Rank 1

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

2.24 173.93 ng 4074790 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
4 Acetic acid. anhvdride with form... 88 C3H403 002258-42-6 9
5 Ammonium acetate 77 C2H7NO2 000631-61-8 9

Abundance Scan 13 (2.235 min): BF083972.D (-11) (-) m/z 43.10 100.00%
43
60
5000
R A A Rmma e
2.20 2.30 2.40 2.50 2.60
Obr et Q47 8L 86 | mjz 60.10  72.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #256: Acetic acid
43
60
5000 AU UL AN AN RS
2.20 2.30 2.40 2.50 2.60
m/z 45.10 67.71%
128515 5 2 40| 46
0'W'“'P'“k”'ﬂ'“'P'th'W'”'ﬂ'll””l“'ﬂ'”'P'“I”'W'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
45 60
0 2.20 2.30 2.40 2.50 2.60
5000 m/z 42.10 14.93%
. 154 27/ 3 * 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #269: Hydrazine, 1,1-dimethyl- R RRAARREREES L
60 2.20 2.30 2.40 2.50 2.60
42 m/z 44.10 9.40%
5000 45
1518 28
1 el m el il
m/z--> é 1'0 1'5 2'0 2'5 3'0 3'5 4'0 4'5 5'0 5'5 60 6|5 7'0 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.41 40.27 ng 943325 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 203 (4.407 min): BF083972.D (-200) (-) m/z 83.10 100.00%
83
55
5000
43 %8
4.00 420 4.40 4.60 4.80
0 ...,....,....,..??Ll:..‘.‘?n.'.:.?1..??,...7?,..'.?9,....,...., m/z 55.10  77.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NGBS SRR SRR
29 98 4.00 420 4.40 4.60 4.80
m/z 98.10 34.76%
0 \‘\ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 4 50 60 70 8 9 100
Abundance
83
43 o5 400 420 440 460 4.80
5000 m/z 43.05 29.94%
29 98
15 37
S S S S SR IR UL UL UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 4.00 420 4.40 4.60 4.80
m/z 39.10 20.82%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::M.34.ag:..4%J:l.,??.hﬁ..??,ul..?%...4...., S K G —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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-hydroxy-4-me... Concentration Rank 5

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

5.06 22.64 ng 530429 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 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 260 (5.058 min): BF083972.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101
83 4.80 500 5.20 5.40
bt 30l e Tm/z 59.10  70.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I UL
59 480 500 520 540
m/z 101.10 29.26%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
" 480 5.00 520 540
0
5000 101 m/z 58.10 17.49%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine e e ARl )
3 50 4.80 500 5.20 5.40
m/z 41.10 9.49%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w U R UL UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 4 unknown6.62 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.62 88.64 ng 2076490 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9

5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF083972.D (-395) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 7 06 : : : : :
o 7.8.7.1,4!.?1.5,.. S m/z 68.10 43.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LI L L L L L LB L B
6.20 6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 32.87%
0 ‘ b1 H 1 . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
RS e e e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.14%
33 44 o 105
€ 80 115
O T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S ma m EE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.53%
116
5000 98
SIS PRI JNI 8 T N NS O | | A
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 : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083972.D

Aca On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample : 64823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.16 ng 56139 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 86
3 1-Hexanamine. 2-ethvl- 129 C8HI1OSN 000104-75-6 50
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 38
Abundance Scan 935 (12.773 min): BF083972.D (-933) (-) m/z 56.10 100.00%
56
5000
3 129
257 AU B
3 97 157 185 213 239 12140 1260 12.80 13.00
0 m/z 57.10 56.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.40 12.60 12.80 13.00
m/z 43.10 42 .06%
o \‘ Il ‘\ H‘ ok "1157 157 15 23 257 27 81 312
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 2§o 360 '
Abundance
56
12.40 12,60 12,80 13.00
5000 m/z 41.10 41.65%
22 & 257
o 101 129 157 185 213 239 og3 312
R LR R R R LA LN R LA LA LA LR RSN ALY LARRS LARR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12618: 1-Hexanamine, 2-ethyl-
30 12.40 12.60 12.80 13.00
m/z 55.10 34.71%
5000
56
0 illy Ll H 13 96 1]\-2 129
m/z--> 2'0 4'0 6|0 8|0 100 12'0 14'10 160 15';0 2(')0 250 240 2('30 25';0 360 ' 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122015\
Data File : BF083972.D

Acq On : 19 Dec 2015 23:26

Operator : UM/SJ

Sample - G4823-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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]
Acetic acid 2.24 173.9 ng 4074790 1 6.85 468548 20.0
3-Penten-2-one, 4... 4.41 40.3 ng 943325 1 6.85 468548 20.0
2-Pentanone, 4-hy... 5.06 22.6 ng 530429 1 6.85 468548 20.0
unknown6 .62 6.62 88.6 ng 2076490 1 6.85 468548 20.0
Hexadecanoic acid... 12.77 2.2 ng 56139 5 14.00 519931 20.0
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