LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/1Z

Sample : G3479-11

Misc :

ALS Vial : 22 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 566436 1195544 57.42% 7.113%
2 4.936 291 293 296 rBV 1312512 1787979 85.88% 10.637%
3 6.056 388 391 393 rBV 1748627 2081945 100.00% 12.386%
4 6.159 397 400 402 rBV 1436661 1848342 88.78% 10.996%
5 6.387 418 420 422 rBV 440246 368120 17.68% 2.190%

6.547 431 434 436 rBV 1080785 1313598 63.09% 7.815%
6.959 468 470 473 rBvV 858930 1124658 54.02% 6.691%
476766 470545 22.60% 2.799%
8.765 625 628 630 rBVY 1288004 1738452 83.50% 10.343%
9.165 660 663 665 rBvV 385814 365698 17.57% 2.176%
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11 9.416 683 685 687 rBvV 571847 499523 23.99% 2.972%
12 10.194 751 753 756 rBvV2 816963 978737 47.01% 5.823%

13 10.354 765 767 770 rBV 19379 25358 1.22% 0.151%
14 10.879 811 813 815 rBV 611780 510307 24.51% 3.036%
15 11.451 861 863 869 rBv2 50719 67094 3.22% 0.399%

16 12.468 949 0952 954 rBvV 1570712 1469189 70.57% 8.741%
17 13.394 1031 1033 1039 rBvV 91173 195251 9.38% 1.162%
18 13.485 1039 1041 1044 rVvVv 451509 410406 19.71% 2.442%
19 14.800 1153 1156 1158 rBV 313289 317592 15.25% 1.889%
20 15.280 1193 1198 1204 rBV3 11500 40275 1.93% 0.240%

Sum of corrected areas: 16808613
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081323.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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.

4._.46 64 .95 ng 1195540 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 50
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.456 min): BF081323.D (-246) (-) m/z 43.10 100.00%
43
59
5000
10 420 4.40 460 480
o St S8 | 7z 89.10  59.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LS UL IR UL
59 420 440 460 4.80
m/z 101.10 16.57%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 4.40 460 480
5000 41 m/z 58.10 15.57%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— L L L L L B B
59 420 4.40 4.60 4.80
m/z 41.10 8.64%
5000
a1 101
15 31 53 69 83
0"I'”'I"”W“"“mhh'I'Mui"'ﬁ'"'I“"I"'W""I' U U LS IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

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

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

6.16 100.42 ng 1848340 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 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 400 (6.159 min): BF081323.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 36.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRS UL LR
5.80 6.00 6.20 6.40
2 51 78 m/z 134.10 33.41%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
580 600 620 640
5000 67 m/z 66.10 24.49%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e AR
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 14 _.75%
5000 og 0
o -‘-“‘. 89 I‘;ﬂm,\,\‘l,,m, s 189 S| ] B
m/z--> 40 60 80 100 120 140 160 180 580 6.00 6.0 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 4 Undecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.45 2.63 ng 67094 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 .alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 50
4 Octanoic Acid 144 C8H1602 000124-07-2 47
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 45

Abundance Scan 863 (11.451 min): BF081323.D (-861) (-) m/z 43.05 100.00%
60
73
5000
85 97 129
115 157 171 213 11.20 11.40 11.60 11.80
(0} m/z 60.00 90.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46615: Undecanoic acid
60 73
5000 a3 AT
11.20 11.40 11.60 11. 80
29 85 129 143 m/z 57.10 80.02%
‘ ‘ ‘ 97 115 ‘ ‘ 157, 186
o .}?,.L..Vﬂ.wlw.w“,HL.JHM... A e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
11.20 11.40 11.60 11.80
5000 41 m/z 55.10 78.78%
129
29
87
oL 15 100 15 143, 172
m/z--> 2|0 4|0 6|0 8|0 l(I)O 12|0 léllo 1(|30 180 2(|)0 250 I
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy!
73 11.20 11.40 11.60 11.80
60 m/z 73.00 77.40%
5000
& 146
0 18 \H W|.“‘.“..M|”‘...‘k1.%.(?..“”...];?3:.. ....l....l..2.3.5|. e U VN
m/z--> 80 100 120 140 160 180 200 220 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 : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.39 9.52 ng 195251 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 11-Tricosene 322 C23H46 052078-56-5 86
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83
5 1-Hexacosanol 382 C26H540 000506-52-5 83
Abundance Scan 1033 (13.394 min): BF081323.D (-1031) (-) m/z 57.10 100.00%
57
83
5000 A
111
139 207 13.00 13.20 13.40 13.60 13.80
Ob e m/z 55.10 95 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55

5000
13.00 13.20 13.40 13.60 13.80
‘ m/z 43.05 85.06%
o.npnﬂ.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69
97 13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 64 .34%
27 125
o 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene e e
43 13. 00 13. 20 13. 40 13 60 13 80

m/z 97.10 60.03%

5000 8
111
o || | 140 168 106 224243 266 204 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/I1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknownl5.28 Concentration Rank 6

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

15.28 2.54 ng 40275 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 42
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 37
3 1-Fluorononane 146 C9H19F 000463-18-3 28
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 12

5 2,5-Dimethyl-1-pyrroline 97 C6H11N 000822-64-0 9
Abundance Scan 1198 (15.280 min): BF081323.D (-1193) (-) m/z 57.10 100.00%
7
41 97
5000
8
15.00 15.20 15.40 15.60
O m/z 43.10 90.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115549: Octadecane, 1-(ethenyloxy)-
43
5000 69
15.00 15.20 15.40 15.60
2 m/z 41.10 54_.13%
0 ‘\\\“m‘ 154 180196 224 252 281296
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
15.00 15.20 15.40 15.60
5000 Al m/z 69.00 54_.13%
85
o 26 1126 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21307: 1-Fluorononane B B E . T
43 15. 00 15. 20 15. 40 15. 60
m/z 97.10 53.71%
5000
2
o1l ‘ 126 146
.”,”“,””,...”. T T T B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 00 15 20 15. 40 15. 60

8270-BF090115.M Wed Sep 02 17:58:09 2015 S

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081323.D

Acq On : 2 Sep 2015 1:15

Operator : UM/1Z

Sample : G3479-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4._46 65.0 ng 1195540 1 6.39 368120 20.0
unknown6.16 6.16 100.4 ng 1848340 1 6.39 368120 20.0
Undecanoic acid 11.45 2.6 ng 67094 4 10.88 510307 20.0
1-Docosene 13.39 9.5 ng 195251 5 13.49 410406 20.0
unknownl15.28 15.28 2.5 ng 40275 6 14.80 317592 20.0
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