LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/1Z

Sample - G3480-07

Misc :

ALS Vial : 30 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-BF090115.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 4._456 246 251 262 rVB 661308 1332044 61.21% 7.628%
2 4.936 291 293 296 rBV 1332538 1886994 86.70% 10.806%
3 6.056 388 391 393 rBV 1829576 2176357 100.00% 12.463%
4 6.159 397 400 402 rBV 1440025 1916972 88.08% 10.978%
5 6.387 418 420 422 rBVY 454308 379489 17.44% 2.173%

6.547 431 434 436 rBV 1014855 1265841 58.16% 7.249%
6.959 468 470 473 rBvV 861727 1205946 55.41% 6.906%
7.679 530 533 535 rBvV 471064 480654 22.09% 2.752%
1242617 1671476 76.80% 9.572%
9.165 660 663 665 rvB 352872 343383 15.78% 1.966%
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11 9.416 682 685 687 rVB 592167 516438 23.73% 2.957%
12 10.193 751 753 756 rBV2 894565 1001455 46.02% 5.735%

13 10.353 764 767 770 rBV 18931 25599 1.18% 0.147%
14 10.879 811 813 815 rBV 652581 536115 24.63% 3.070%
15 11.222 840 843 845 rVB 16538 21938 1.01% 0.126%
16 11.451 861 863 867 rBv2 63643 74979 3.45% 0.429%

17 12.468 949 0952 954 rBV 1604352 1509269 69.35% 8.643%
18 13.382 1030 1032 1039 rBV 145812 280855 12.90% 1.608%
19 13.485 1039 1041 1044 rVvVv 462975 421376 19.36% 2.413%

20 14.011 1085 1087 1093 rBV3 11355 25849 1.19% 0.148%

21 14.800 1153 1156 1158 rBV 309334 320568 14.73% 1.836%

22 15.245 1193 1195 1209 rVB3 21299 68990 3.17% 0.395%
Sum of corrected areas: 17462587
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO81331.D

1500000 6.16
4.94

6.55
1000000
6.96

4.46

500000 6.39 7.68

B S -

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081331.D

12.47
1500000

8.75

1000000 10.19

9.42 10.88
500000 13.49
9.16 14.80

13.3

10.35 11.224145 14.01

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081331.D

1500000

1000000

500000

15.25

!
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4._.46 70.20 ng 1332040 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.456 min): BF081331.D (-246) (-) m/z 43.05 100.00%
43
59
5000
1o 420 440 460 480
O Sy 83 e0 88 | 5910 59, 67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 460 480
m/z 101.10 16.77%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 41 m/z 58.10 15.43%
31
69 87
15 53 98
e S I S SULIURS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- s
59 420 4.40 4.60 4.80
m/z 41.10 9.26%
5000
a1 101
15 81 53 69 83
0"'l""|"""l"""l"'"'l"‘l“i""‘l""l""'|'"'l""l' U U L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 unknown6.16 Concentration Rank 1

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

6.16 101.03 ng 1916970 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 400 (6.159 min): BF081331.D (-397) (-) m/z 132.10 100.00%
132
5000 68
40 % 580 600 620 640
54 : : : :
o Jrer lagsus o m/z 68.10 36.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SARSE RSN UL SRR
5.80 6.00 6.20 6.40
31 51 78 m/z 134.10 33.95%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
580 600 620 640
5000 67 m/z 66.10 25.00%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl  Eama s e e
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 14 _.68%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I | ] B
m/z--> 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 4 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.80 ng 74979 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 38
Abundance Scan 863 (11.451 min): BF081331.D (-861) (-) m/z 43.10 100.00%
73
5000
85 o7 129 VN L Y AT
115 | 143 157 171 213 11.20 11.40 11.60 11.80
o} B e e o et e m/z 60.10 94 .11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43 N AR IS R I
11.20 11.40 11.60 11.80
29 85 s 129 143 156 m/z 57.10 90.40%
97
0 ..%?.U..ut‘.miﬂ.ﬂ M,MM..”J...K,:J..,k .}?7???. N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
" 11.20 11.40 11.60 11.80
5000 27 60 m/z 73.10 86 .34%
73 102
. 87 7115 129 43155 178 40 51y
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid B AN B
60 73 11.20 11.40 11.60 11.80
m/z 55.10 81.10%
5000 41
- 129
87 115 172
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 5 3-Chloropropionic acid, hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.38 13.33 ng 280855 Chrysene-di2 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid, heptadec... 346 C20H39CI0O2 1000283-05-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 81
Abundance Scan 1032 (13.382 min): BF081331.D (-1030) (-) m/z 57.10 100.00%
43 57
83
97
5000
111
125,49 13.00 13.20 13.40 13.60 13.80
o} m/z 43.10 92.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
43 57 3
97

13.00 13.20 13.40 13.60 13.80
m/z 55.10 90.05%

29
125
JJ\¢L 139154168182196210224238 253
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55

69 83 97 13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 66.32%
111

27 125
139153168 266

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #106400: 3-Eicosene, (E)- mae e e MRS ma s
13.00 13.20 13.40 13.60 13.80
m/z 41.05 56.61%

97

5000

125

139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/I1Z

Sample - G3480-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 6 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.25 4_.30 ng 68990 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 86
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 80
3 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 80
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 80
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 76
Abundance Scan 1195 (15.245 min): BF081331.D (-1193) (-) m/z 57.05 100.00%
43 7 97
83
5000
15,00 15.20 15.40 15.60
Obr e m/z 55.10 87.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43
57
5000 LR UL UM SULIULE U
15.00 15.20 15.40 15.60
11 m/z 43.10 82 .66%
L 125 10354 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 LRI SRR DR DU SUMS
97 15.00 15.20 15.40 15.60
5000 m/z 97.10 80.56%
29 111
125
. 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145525: 2- Bromopropionic acid, pentadecy! ester . . e e
43 57 15.00 15.20 15.40 15.60
m/z 83.10 66 .99%
83
5000
29 111
0 M i 12513915347 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081331.D

Acq On : 2 Sep 2015 5:22

Operator : UM/1Z

Sample - G3480-07

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4._46 70.2 ng 1332040 1 6.39 379489 20.0
unknown6.16 6.16 101.0 ng 1916970 1 6.39 379489 20.0
Undecanoic acid 11.45 2.8 ng 74979 4 10.88 536115 20.0
3-Chloropropionic... 13.38 13.3 ng 280855 5 13.49 421376 20.0
Heptafluorobutyri... 15.25 4.3 ng 68990 6 14.80 320568 20.0
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