LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 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-BF043015.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

1.358 12 15 17 rVB 1166424 1637062 55.18% 11.223%
1.496 24 27 39 rvB2 82021 213219 7.19% 1.462%
rvv 79922 105668 3.56% 0.724%
1.690 43 44 49 rvv 89068 177572 5.99% 1.217%
1.816 53 55 86 rvB 1617175 2966583 100.00% 20.338%

abrwNPE
=
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N
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w

6 4.993 331 333 341 rVB 97101 117034 3.95% 0.802%
7 5.507 375 378 381 rBV 508934 531847 17.93% 3.646%
8 6.787 487 490 492 rBvV 385344 483628 16.30% 3.316%
9 6.925 500 502 505 rBvV 496450 520334 17.54% 3.567%
10 7.222 525 528 530 rBV 197103 250475 8.44% 1.717%

11 7.405 541 544 546 rBV 426179 404328 13.63% 2.772%
12 7.908 585 588 590 rBvV 355063 306922 10.35% 2.104%
13 8.788 663 665 667 rBvV 258678 353889 11.93% 2.426%
14 10.136 781 783 786 rBV 686267 651920 21.98% 4._.469%
15 10.971 854 856 858 rvB 369846 404213 13.63% 2.771%

16 11.942 939 941 944 rBvV2 336719 407061 13.72% 2.791%
17 12.811 1015 1017 1018 rBV 481695 434864 14.66% 2.981%
18 12.834 1018 1019 1021 rVvVv 98953 108890 3.67% 0.747%
19 12.902 1023 1025 1027 rVB 43394 38573 1.30% 0.264%
20 13.577 1081 1084 1085 rBV 23772 34006 1.15% 0.233%

21 14.320 1146 1149 1151 rBV 204387 236889 7.99% 1.624%
22 14.594 1170 1173 1175 rBV 239051 263469 8.88% 1.806%
23 14.800 1189 1191 1194 rBV 593024 779056 26.26% 5.341%

24 15.017 1203 1210 1212 rBV2 30038 68823 2.32% 0.472%
25 15.143 1219 1221 1223 rVV 33504 33351 1.12% 0.229%
26 15.554 1250 1257 1261 rBV4 8856 44668 1.51% 0.306%
27 15.783 1273 1277 1279 rBV 23634 39268 1.32% 0.269%
28 15.840 1279 1282 1283 rBV2 16870 32791 1.11% 0.225%

29 15.977 1291 1294 1298 rBV3 58939 105906 3.57% 0.726%
30 16.091 1301 1304 1306 rVV2 461136 741102 24.98% 5.081%

31 16.126 1306 1307 1310 rVvVv 123433 144372 4._.87% 0.990%

32 16.274 1317 1320 1324 rBV4 17135 38399 1.29% 0.263%
33 16.594 1345 1348 1350 rBV 30567 35066 1.18% 0.240%
34 16.651 1350 1353 1357 rBV5 19795 57758 1.95% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 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-BF043015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.777 1362 1364 1369 rVB4 20747 55171 1.86% 0.378%
36 17.383 1414 1417 1421 rBV 131104 338724 11.42% 2.322%
37 17.497 1424 1427 1429 rVB 36792 53479 1.80% 0.367%
38 17.554 1430 1432 1433 rBV 33391 44511 1.50% 0.305%

39 17.691 1442 1444 1447 rBV 104246 115900 3.91% 0.795%
40 17.749 1447 1449 1452 rVV 134641 173917 5.86% 1.192%

41 17.817 1452 1455 1462 rVB 466150 618674 20.85% 4.241%
42 18.366 1501 1503 1506 rVB 54607 93109 3.14% 0.638%

43 19.234 1576 1579 1585 rVB2 73821 174867 5.89% 1.199%
44 19.657 1613 1616 1624 rVB 64486 149345 5.03% 1.024%

Sum of corrected areas: 14586703
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079251.D
1/82
1500000
1.36
1000000
5.51
500000 692 _ 1o
6.7 7.91
7.22 8,79
158 4.99
e T T B o e T R o L L B e
Time--> 1.50 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 8.50 9.00
Abundance TIC: BF079251.D
1500000
1000000
10.14
14.80
500000 12.81
10.97 11.94
14.8
-30 13.58
Time--> 9.50 10.00 1050 11.00 1150 1200 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00
Abundance TIC: BF079251.D
1500000
1000000
17.82
500000
19.23 19.66
O e e e
Time--> 1750 18.00 1850 19.00 19.50 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 2400 2450 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.36 130.72 ng 1637060 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 15 (1.358 min): BF079251.D (-12) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 1.301.40 1.50 1.60 1.70 1.80
o) 7 1 YIS S WSS m/z 43.05 45.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.301.40 1.50 1.60 1.70 1.80
a1 89 m/z 89.10 28.76%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43
55 1.301.40 1.50 1.60 1.70 1.80
5000 m/z 41.05 8.91%
29
s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl- ST T A T e T
7B 1.301.40 1.50 1.60 1.70 1.80
m/z 45.10 6.72%
5000
41
- ‘ 57
'“l'“'|“'ww"WJ”“?%”Ll“"V*'w"“l'“'l“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.301.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.66 8.44 ng 105668 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 41 (1.656 min): BF079251.D (-39) (-) m/z 73.10 100.00%
73
5000 43
55 87 B N
140 1.60 1.80 2.00
..,....,....,...3.3,|:.'..5,°..|:.',....,'.:..,....,....,... m/z 43.05 38.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 26.05%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 25.14%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
7B 1.40 1.60 1.80 2.00
m/z 71.10 12.18%
5000 43
58
29 3(
L1 N .
miz--> 10 20 30 40 50 60 70 80 90 100 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.99 9.34 ng 117034 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 333 (4.993 min): BF079251.D (-331) (-) m/z 43.05 100.00%
43
59
5000
101 AR URRS LN LR
53 83 | 4.60 4.80 500 520 5.40
o e e e o e m/z 59.10 56.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS LN U
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 20.75%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.08%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.21%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknown6.92 Concentration Rank 3

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

6.92 41_.55 ng 520334 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 502 (6.925 min): BF079251.D (-500) (-) m/z 132.00 100.00%
132
5000 68
96 SR RARNE SRS SRS R
40 54 -8 | 106 J 6.60 6.80 7.00 7.20
BTN N N | N — m/z 68.10 43.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR L R
6.60 6.80 7.00 7.20
m/z 134.00 30.71%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .56%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T ./\, i
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 16.75%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN 1 0 1 R
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF043015.M Fri May 15 14:27:20 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.86 ng 105906 Chrysene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 93
3 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 1294 (15.977 min): BF079251.D (-1291) (-) m/z 57.10 100.00%
43 57 83

5000

3

125 149 178 234 L W i
207 15.60 15.80 16.00 16.20

m/z 83.10 89.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester
7 3

g

5000

15.|60 15.|80 16.|00 16.20
125 m/z 55.10 87 .29%

139154168183 210 238252067 205

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
97 IIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 a1 m/z 43.10 87.25%
125
27 140154 159 193207 224 250 297
mﬁmﬁrmmm‘wmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127053: 2- Chloropropionic acid, pentadecyl ester A REEE RS
5 83 15.60 15.80 16.00 16.20

97 m/z 97.10 72 .92%

5000

3

I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051415\
Data File : BF079251.D

Aca On : 15 May 2015 00:50

Operator : TP/1Z

Sample : 62246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.01 ng 93109 Perylene-d12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Hexadecane 226 C16H34 000544-76-3 64
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 58
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 52
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 52
Abundance Scan 1503 (18.366 min): BF079251.D (-1501) (-) m/z 57.10 100.00%
57
5000 85 WA,M~J\AwAv/K\vNVQMJ\~Nf
264 e
3 I dlﬁ3 | 155 183 2112?1 287 376 18.00 18.20 18.40 18.60
——— II.II ‘ |Jnl.||lalIII|||I||I||I|IuI| |‘|'||'|"|'| —— L m/z 71_10 76_74%
m/z--> 50 100 150 200 250 300 350
Abundance #115569: Heneicosane
57
5000 85 RS SRR DA A B
mmmmmmmm
- 113 m/z 43.10 57 .55%
— “. .L Ih' \l A ”‘I Iu‘ i \Ilf\ulwllbtgl :.L9|7. 2|2|5 IZS:? — ?QIGI ———
m/z--> 50 100 150 200 250 300 350
Abundance
57
18.00 18.20 18.40 18.60
5000 85 m/z 85.10 49.06%
29 113 141 169 197 226 V/\_ﬁ'_/\rN’Nb/\wvﬁvaVLkvvxﬁ/
m/z--> o '55' B 160" "150" "260" "250" ' 560" ' ééo"
Abundance #123100: Pentadecane, 8-heptyl- R EEEmE R B
57 18.00 18.20 18.40 18.60
m/z 264.10 25.25%
5000 85
29 113 210
Tl P se H0 o0 s am
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051415\
Data File : BF079251.D

Acq On : 15 May 2015 00:50

Operator : TP/1Z

Sample : G2246-02 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.36 130.7 ng 1637060 1 7.22 250475 20.0
Butane, 2-methoxy... 1.66 8.4 ng 105668 1 7.22 250475 20.0
2-Pentanone, 4-hy... 4._.99 9.3 ng 117034 1 7.22 250475 20.0
unknown6 .92 6.92 41.5 ng 520334 1 7.22 250475 20.0
Dichloroacetic ac... 15.98 2.9 ng 105906 5 16.10 741102 20.0
Heneicosane 18.37 3.0 ng 93109 6 17.82 618674 20.0
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