LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052016\

Data File : BF087261.D

Aca On : 21 May 2016 9:37 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

a?zgle : H3151-01 e

ALS Vial : 32 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-BF051716.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 1.701 8 10 65 rvB 3402327 7122086 100.00% 16.368%
2 4.696 269 272 286 rBV 211911 548216 7.70% 1.260%
3 5.141 309 311 333 rBVY 3252700 4067176 57.11% 9.347%
4 6.227 403 406 413 rBV 3478476 4068264 57.12% 9.350%
5 6.330 413 415 417 rBV 4546410 4381653 61.52% 10.070%

6.559 433 435 443 rVB 672368 841335 11.81% 1.934%
6.707 446 448 451 rBV 2922497 2811417 39.47% 6.461%
7.130 483 485 488 rBV 2322346 2673662 37.54% 6.145%
943587 1114679 15.65% 2.562%
8.925 639 642 644 rBV 4144248 4199056 58.96% 9.650%
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11 9.325 675 677 681 rBvV 659545 570085 8.00% 1.310%
12 9.530 693 695 697 rBvV 75444 73626 1.03% 0.169%
13 9.588 697 700 704 rBV 1478840 1360204 19.10% 3.126%
14 10.033 735 739 740 rBV 141945 129273 1.82% 0.297%
15 10.376 767 769 772 rBV 2528056 2741038 38.49% 6.299%

16 10.502 778 780 787 rVB 157724 204806 2.88% 0.471%
17 11.062 827 829 832 rBV 1255523 1232813 17.31% 2.833%
18 11.611 872 877 881 rBv2 54145 130716 1.84% 0.300%
19 12.479 951 953 956 rBV 90541 80516 1.13% 0.185%
20 12.651 965 968 970 rBV 2806457 3209137 45.06% 7.375%

21 13.565 1045 1048 1056 rBV 134094 315026 4.42% 0.724%
22 13.691 1056 1059 1064 rvVv 972614 941806 13.22% 2.164%
23 15.040 1175 1177 1188 rBV 483628 695788 9.77% 1.599%

Sum of corrected areas: 43512378

8270-BF051716.M Mon May 23 19:39:26 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF052016\

BF087261.D

21 May 2016  9:37

UmM/sJ

H3151-01

32 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087261.D
6(33
4000000
6.2
170 5.14
3000000 6.71
7.13
2000000
1000000
6.56
\f 4.70
Dl T e e e e e e
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
Abundance TIC: BF087261.D
8.92
4000000
3000000 12.65
10.38
2000000
9.59
11.06
1000000{ 7.84
9.32
—r T Py ) sy I P A —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087261.D
4000000
3000000
2000000
1000000f:3:69
15{.\04
L I e e B S A e e T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087261.D

Aca On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 13.03 ng 548216 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 272 (4.696 min): BF087261.D (-269) (-) m/z 43.05 100.00%
43
5000 59
101 a0 AR0 am0 E0g
4.40 4.60 4.80 5.00
O Sl S8 8 | Tm/z 59.10 48.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.40 4.60 4.80 5.00
59 m/z 58.05 13.63%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 101.10 12 .55%
58
15 27 37 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e Emame s L
43 4.40 4.60 4.80 5.00
m/z 41.10 9.27%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087261.D

Aca On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 104.16 ng 4381650 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 415 (6.330 min): BF087261.D (-413) (-) m/z 132.10 100.00%
132
5000 68
6 LI N N B B L B I
4|° P | 5| 104 . 6.00 6.20 6.40 6.60
Obrr e b e bl i & e b S b | m/Z 68.10  49.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENARBE RN SRR
6.00 6.20 6.40 6.60
78 m/z 66.05 34 .39%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 97 m/z 134.10 33.03%
70
31
. 4451 60 1 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- B R ma
132 6.00 6.20 6.40 6.60
m/z 69.10 21.04%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087261.D

Aca On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 5 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.50 3.32 ng 204806 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane 184 C13H28 000629-50-5 78
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 780 (10.502 min): BF087261.D (-778) (-) m/z 57.10 100.00%

57
43

5000

10.20 10.40 10.60 10.80

9 113127141155

0 m/z 43.10 79.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TT [T T I T[T T T T[T TTr[Tr1T7]
85 10.20 10.40 10.60 10.80
29 m/z 71.10 50.21%
0 L4 %91}3127141155169 282
T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R E R e S s
10.20 10.40 10.60 10.80
5000 4! m/z 41.10 38.94%
85
29

99113127141155169183197 226

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #91035: Octadecane e

43 57 10.20 10.40 10.60 10.80
m/z 85.10 31.41%

71
5000 85
29 99
oL ||| T M%1271411s5160183107211005 254

N A oo

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087261.D

Aca On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownll.61 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.12 ng 130716 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 47
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 43
3 Butvraldehvde. semicarbazone 129 C5H11N30 013183-21-6 38
4 Nonanoic acid 158 C9H1802 000112-05-0 37
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 10
Abundance Scan 877 (11.611 min): BF087261.D (-872) (-) m/z 43.10 100.00%
5000
11:20 11,40 11.60 11.80 12.00
0 m/z 41.10 83.22%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #37190: n-Decanoic acid
60 45
41
29
5000 LN BRI SRR SO B
11.20 11.40 11.60 11.80 12.00
a7 129 m/z 60.00 77 .86%
115
ok | le . e R e I‘l h : }?::I-u‘l“u e |]|-4‘:3|]|-5|5 I:II-7IZI R m
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
43
A
11.20 11)40 11)60 11!80 12foo
5000 o7 60 m/z 55.05 76.32%
73 102
. 83 115 129 15 15° 1713 159 51y
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 260
Abundance #12388: Butyraldehyde, semicarbazone A RREEEEEEEE
0 11.20 11.40 11.60 11.80 12.00
m/z 73.10 68.28%
5000 43 71
86 101 129
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087261.D

Aca On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.57 6.69 ng 315026 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1048 (13.565 min): BF087261.D (-1045) (-) m/z 43.05 100.00%
43
83
5000
6 111 N
139 207 13.20 13.40 13.60 13.80
Ot m/z 57.10 95.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000
29 13.20 13.40 13.60 13.80
15 m/z 55.10 93.90%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 57
83 NN DU RSN SN I
13.20 13.40 13.60 13.80
5000 m/z 83.10 68.06%
111
oL 25 139154 182 210 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene
4 13.20 13.40 13.60 13.80

m/z 41.10 63.70%

5000

266

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087261.D

Acq On : 21 May 2016 9:37

Operator : UM/SJ

Sample : H3151-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 4.70 13.0 ng 548216 1 6.56 841335 20.0
unknown6 .33 6.33 104.2 ng 4381650 1 6.56 841335 20.0
Eicosane 10.50 3.3 ng 204806 4 11.06 1232810 20.0
unknownll.61 11.61 2.1 ng 130716 4 11.06 1232810 20.0
1-Docosene 13.57 6.7 ng 315026 5 13.69 941806 20.0
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