LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

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-BF081916.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

1.667 5 7 15 rVvB 516971 1196599 3.21% 1.349%
1.781 15 17 64 rvB 12961496 37234969 100.00% 41.976%
rBv 637421 789894 2.12% 0.890%
5.244 318 320 323 rBV 2635171 2946432 7.91% 3.322%
6.307 411 413 415 rBV 3724153 3085439 8.29% 3.478%
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6.444 422 425 427 rBV 3421106 3418555 9.18% 3.854%
6.685 443 446 448 rBV 3230094 2974839 7.99% 3.354%
6.833 456 459 462 rBV 2790053 2943278 7.90% 3.318%
7.245 492 495 497 rBV 2373094 2056144 5.52% 2.318%
7.965 556 558 561 rBV 4485309 3735917 10.03% 4.212%

=
QO ~NO®

11 9.039 650 652 655 rBV 2809940 3305651 8.88% 3.727%
12 9.439 685 687 689 rBVY 1055752 964690 2.59% 1.088%
13 9.713 709 711 714 rBV 4636800 4112043 11.04% 4._.636%
14 10.491 777 779 782 rBV 1238053 1337553 3.59% 1.508%
15 11.188 838 840 843 rBV 3742745 3386751 9.10% 3.818%

16 11.748 887 889 892 rBV 1350993 1355176 3.64% 1.528%
17 12.537 955 0958 964 rBV 4808154 5906027 15.86% 6.658%
18 12.777 977 979 983 rVB 2243466 2229839 5.99% 2.514%
19 13.851 1071 1073 1075 rBV 2220267 2558724 6.87% 2.885%
20 15.348 1201 1204 1207 rVB 2546764 3166645 8.50% 3.570%

Sum of corrected areas: 88705165
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081916.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: BF089805.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 5.31 ng 789894 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 281 (4.799 min): BF089805.D (-279) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SRR SRR S RS L
| 710 83.0 440 4.60 4.80 5.00 5.20
e M m/z 59.10 57.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA RIS LS UL R
59.0 440 460 480 500 520
0
150 4, 1010 m/z 101.00 19.45%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 5.00 5.20
5000 41.0 m/z 58.10 16.39%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy-
54.0 440 4.60 4.80 5.00 5.20
31.0 m/z 41.05 8.71%
5000
3.0 73.0
0 15\'0 A‘ \“ ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknown6.44 Concentration Rank 3

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

6.44 22.98 ng 3418560 1,4-Dichlorobenzene-d4 6.68
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 425 (6.444 min): BF089805.D (-422) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 e B0 660 6RO
40.0 54.0 6.20 6.40 6.60 6.80
0 gL.0 e — m/z 134.00 33.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR L SR
6.20 6.40 6.60 6.80
310 5L0 m/z 68.10 32.41%
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
A
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 20.74%
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-propiony! R R REREE RS
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 12.69%
74.0
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 8.00 ng 1355180 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 889 (11.748 min): BF089805.D (-887) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
97.1 R EEE REEE S
ﬂ 1571 1851 2132, 2802 11.40 11.60 11.80 12.00
Oty - m/z 60.00 79.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L ISR B BURRLLN B I
83.0 11.40 11.60 11.80 12.00
J‘ 1570 150 21380 2560 m/z 43.10 69.75%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
11.40 11,60 11.80 12.00
5000 129.0 m/z 57.10 65.03%
97.0 199.0
1570 242.0
0l15.0
mmwwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid e REREE
430 | 730 11.40 11.60 11.80 12.00
: m/z 55.10 55.50%
129.0
214.0
I ‘ H\\MM97 ° ‘ 171.0\
O'HVH'VHW ' '“W'“W”'W”'W””I””I””P'”"”P'”P”' LN UL SO BRI I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089805.D

Aca On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample : H4367-26 4X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 46.16 ng 5906030 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 25
Abundance Scan 958 (12.537 min): BF089805.D (-955) (-) m/z 73.00 100.00%
73.0
43.1
5000 /L
12.20 12.40 12.60 12.80
0 m/z 60.00 80.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 NN RN R
12.20 12.40 12.60 12.80
m/z 43.10 79.93%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 73.0
12:20 12.40 12.60 12.80
5000 m/z 57.10 76.55%
129.0 242.0
97.0 199.0
o 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107547: n-Hexadecanoic acid A e
43.0 730 12.20 12.40 12.60 12.80
m/z 55.10 62.69%
5000 ‘—_’ﬂ\’w
129.0
256.0
0 “ t“ 1Ml 157.0 185.0 2130
m/z--> 25"20"36 80 100 120 140 160 180 200 220 240 260 280 300 320 1éf£d iéde iéféd iéféd'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081916\
Data File : BF089805.D

Acq On : 19 Aug 2016 19:34

Operator : UM/SJ

Sample > H4367-26 4X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916.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]
2-Pentanone, 4-hy... 4.80 5.3 ng 789894 1 6.68 2974840 20.0
unknown6 .44 6.44 23.0 ng 3418560 1 6.68 2974840 20.0
n-Hexadecanoic acid 11.75 8.0 ng 1355180 4 11.19 3386750 20.0
Octadecanoic acid 12.54 46.2 ng 5906030 5 13.85 2558720 20.0
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