LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total
1 5.041 238 241 244 rBV 591646 788838 12.83% 1.674%
2 5.453 274 277 280 rBV 2635542 2865200 46.60% 6.079%
3 6.162 337 339 341 rBvV 83582 77388 1.26% 0.164%
4 6.482 364 367 369 rBvV 2400028 2107363 34.27% 4.471%
5 6.630 377 380 382 rBV 3946582 4949192 80.49% 10.501%
6 6.859 397 400 402 rBV 1613010 1365719 22.21% 2.898%
7 7.019 411 414 416 rVB 4458229 4357273 70.86% 9.245%
8 7.419 446 449 451 rBV 2794354 3308037 53.80% 7.019%
9 8.139 510 512 515 rBV 1552946 1685864 27.42% 3.577%
10 9.225 604 607 609 rBVY 6373148 6148763 100.00% 13.046%
11 9.305 611 614 616 rBv4 40464 65285 1.06% 0.139%

12 9.613 638 641 645 rBv2 159534 208707 3.39% 0.443%
13 9.808 656 658 663 rVvB3 59662 127512 2.07% 0.271%
14 9.899 663 666 668 rBY 2338600 2163248 35.18% 4 _.590%
15 10.333 701 704 708 rBV3 71005 112580 1.83% 0.239%

16 10.562 721 724 726 rBV 57156 67787 1.10% 0.144%
17 10.688 732 735 737 rBV 3989509 4232898 68.84% 8.981%
18 10.813 744 746 750 rVB 110974 199157 3.24% 0.423%
19 11.259 783 785 786 rBvV2 63042 66542 1.08% 0.141%
20 11.385 793 796 798 rBV 1615525 2029192 33.00% 4 _305%

21 11.911 840 842 845 rBv2 520078 642831 10.45% 1.364%
22 12.619 900 904 909 rvB3 52455 126879 2.06% 0.269%
23 12.699 909 911 918 rBV 894550 976338 15.88% 2.072%
24 12.974 932 935 937 rBV 3984831 5003843 82.84% 10.808%
25 13.865 1011 1013 1022 rVB 175173 192161 3.13% 0.408%

26 14.014 1023 1026 1028 rBV 1955118 1854380 30.16% 3.935%
27 15.442 1148 1151 1154 rBV 1140355 1318178 21.44% 2.797%

Sum of corrected areas: 47131155
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091402.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 11.55 ng 788838 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091402.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 EE UL SRS L I
4.80 5.00 5.20 5.40
e S0l S 69 8 | h/7 59.00  54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 16.06%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 .90%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T e
59 480 5.00 5.20 5.40
m/z 41.10 8.35%
5000 41
31
| [
T |'}§'|' 'ﬂll" 'Ji*t' '|??H""" RS '|"'9?|"" N IR SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 2 unknown6.63 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.63 72.48 ng 4949190 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 380 (6.630 min): BF091402.D (-377) (-) m/z 132.00 100.00%

5000 68
% I e B S
40 54 7 g7 5115 6.20 6.40 6.60 6.80 7.00
T m/z 68.10 38.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ||||||||| Trr[rrrr[rrr
6.20 6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 33.99%
..Mﬁql...,.l..,....,....,..‘. T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
24 I e B S
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.91%
89 | 107 158 189
T T T T T T T T T e T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e B e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.06%
5000 67
97
“ 29 ‘ 117
: ...,‘. .“.‘. ‘.“l‘.‘.“,‘.qs.‘a ,1.053. .“,..H. T e
m/z--> 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\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.34 ng 642831 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 842 (11.911 min): BF091402.D (-840) (-) m/z 43.05 100.00%

48 60
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129
Sttt ———
1431571711851992183 57 o6 11.60 11.80 12.00 12.20

(o} m/z 60.00 87 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 LR AR NSRS
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m/z 57.10  77.64%
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IL ) \“ \H %01;}5 2143157171185 100 213 557 242 >
M. i s et L

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R B
29 11.60 11.80 12.00 12.20
5000 m/z 73.00 76.12%
o 129 242
199
101115 1431571711857 13596
R A B e B AR BARaS LRSI e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid AREREE LS ey
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 73.20%
5000 129
29
15
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 10.53 ng 976338 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 911 (12.699 min): BF091402.D (-909) (-) m/z 43.10 100.00%

12. 40 12. 60 12. 80 13 00

43
0
5000
5 4

m/z 57.10 83.21%

4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43 73

5000 e RARERAEE S

12.40 12.60 12.80 13.00
m/z 59.95  78.75%

2
12 ‘\

|
e ARRAREREL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
e REEEERE s
57 12.40 12.60 12.80 13.00
5000 m/z 55.10 T71.79%
27 o 129 242
199
115 144 171 213
wmwmmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid e e e
60 12. 40 12. 60 12. 80 13 00

m/z 73.00 69.13%

5000 43
) 85 129
‘T [y L L ‘hh ]I\(\)ll:l\-su‘ ‘ 157 1?6
B B B o o o e R R E R AR R Ry e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
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 6 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.07 ng 192161 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 91
Abundance Scan 1013 (13.865 min): BF091402.D (-1011) (-) m/z 57.05 100.00%
57
41
5000
SR AR BRI BRI U
139 13.60 13.80 14.00 14.20
— 128 207 m/z 55.00 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
5000 SR PN BRI BRI UL
13.60 13.80 14.00 14.20
m/z 43.05 87 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 SR AR SRR BRI UL
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 64 .33%
27 125
153168 196 224
mmmmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester TR TR
13.60 13.80 14.00 14.20
m/z 97.05 58.01%
B J\_\’\

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091402.D

Acq On : 2 Dec 2016 21:15

Operator : UM/SJ

Sample - H5820-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
2-Pentanone, 4-hy... 5.04 11.6 ng 788838 1 6.86 1365720 20.0
unknown6 .63 6.63 72.5 ng 4949190 1 6.86 1365720 20.0
n-Hexadecanoic acid 11.91 6.3 ng 642831 4 11.38 2029190 20.0
Octadecanoic acid 12.70 10.5 ng 976338 5 14.01 1854380 20.0
1-Docosene 13.87 2.1 ng 192161 5 14.01 1854380 20.0
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