LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.161 266 269 276 rVB
2 5.561 301 304 307 rBV
3 6.590 390 394 396 rBV
4 6.739 404 407 409 rBvV
5 6.967 424 427 429 rBvY
6 7.127 438 441 443 rBvY
7 7.527 473 476 479 rBvY
8 8.259 537 540 542 rBV
9 9.345 631 635 637 rBvV
10 9.733 667 669 671 rBvY

24 13.665 1008 1013 1018 rBV7
25 13.997 1040 1042 1048 rBV

26 14.157 1053 1056 1058 rBV
27 14.637 1094 1098 1099 rBV3
28 15.197 1144 1147 1153 rBV
29 15.288 1153 1155 1160 rVB3
30 15.631 1182 1185 1188 rBV

peak
heiaht
1398486
3038309
3957552
3186569
1208830

3484221
2187856
1436150
4413102

199837

55125
1008408
124775
45509
2138499

147539
126363
1497928
89552
72298

75010
62383
3372914
12120
304663

716223
51551
24863
26024

618419

Sum of corrected

8270-BF012417_.M Wed Jan 25 17:24:07 2017

corr.

area
1961247
4635715
4779855
4525662
1016685

3501015
2874071
1325984
4438806

223941

49286
1364308
133376
71664
2513438

201302
113641
1301775
132146
76296

94542
75876
3547783
54254
327922

1053739
105205
81302
54182
833733

areas:

corr.
% max.
41.03%
96.98%
100.00%
94 .68%
21.27%

73.25%
60.13%
27 .74%
92 .86%
4.69%

1.03%
28 .54%
2.79%
1.50%
52 .58%

4.21%
2.38%
27.23%
2.76%
1.60%

1.98%
1.59%
74.22%
1.14%
6.86%

22 .05%
2.20%
1.70%
1.13%

17.44%

41468751

% of

total

4_.729%
11.179%
11.526%
10.913%
2.452%

8.443%
6.931%
3.198%
10.704%
0.540%

0.119%
3.290%
0.322%
0.173%
6.061%

0.485%
0.274%
3.139%
0.319%
0.184%

0.228%
0.183%
8.555%
0.131%
0.791%

2.541%
0.254%
0.196%
0.131%
2.011%

Instrument :
BNA_F

ClientSampleld :
FK-GF-02-001-A

Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092434.D

Aca On : 24 Jan 2017 17:42

Operator : UM/SJ

ﬁ?ggle i 11326-01 FK-GF-02-001-A
ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

Abundance TIC: BF092434.D

4000000 6.59

7.13

556 6.74
3000000

7.53
2000000

5.16
6.97

1000000

e I ) L S AL LI e AL B WL I - L

2.50 3.00 3.50 4.00 4.50 5.00 5.50
TIC: BF092434.D

Time-->
Abundance

9|34
4000000

13.11

3000000

10.82
2000000
11.52

1000000 10.03

12.04 12172333.95] {

A
LI B S e R B B B R BN B B R

12.00 12.50 13.00

9. 1(3{4610.64 113

10.50 11.00 11.50
TIC: BF092434.D

13.6.

13.50

0

8.50

10.00

9.00

I
Time-->  8.00 9.50

Abundance

4000000
3000000
2000000

1000000

14.16 15.63

1514029 } l

15.00 15.50 16.00

14.00
14.64

o=
14.00 14.50

18.00 18.50

16.50 17.00 17.50

19.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 38.58 ng 1961250 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 269 (5.161 min): BF092434.D (-266) (-) m/z 43.10 100.00%
31
5000 591
101.1 SARRASARAENARNE AL
4.80 500 5.20 5.40
Ol S0 L 601 831 | "w/z 59.10  50.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL R I
59.0 480 500 520 540
m/z 58.10 17.20%
31.0 83.0 93010‘1.0
O A L . e B
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 13.45%
410 101.0
o 15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e e RR A
59.0 4.80 500 5.20 5.40
m/z 41.10 8.41%
5000 41.0
31.0
69.0 870
15.0 M L sty | 98.0
L U UL UL UL L UL UL S SULILIL WL GRS L L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 89.03 ng 4525660 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 407 (6.739 min): BF092434.D (-404) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 R U L SRR
40.0 54.0 6.40 6.60 6.80 7.00
O‘M.'?}P. TR | — m/z 68.10 35.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR U L SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.10 33.95%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 22.94%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! N N R B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 14 .24%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R mE R L
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.09 ng 201302 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 774 (10.933 min): BF092434.D (-772) (-) m/z 57.10 100.00%
57.1
5000
39 113.2 10.60 10.80 11.00 11.20
0 lall 169.2 m/z 43.10 75.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 IR AR P DU SRR
85.0 10 60 10 80 11. oo 11.20
29.0 : m/z 71.10 52.17%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 33.02%
85.0
29.0
o 113.0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #64571: Pentadecane B e e AR
57.0 10.60 10.80 11.00 11.20
m/z 41.10 32.36%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo éo 160 150 140 160 180 260 250 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl2.04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.03 ng 132146 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 47
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
3 Sedoheptulosan 192 C7H1206 000469-90-9 35
4 n-Butvl n-pentvl disulfide 192 C9H20S2 072437-52-6 15
5 _alpha.,.alpha.-Gluco-octonic-1,... 238 C8H1408 1000130-11-6 14
Abundance Scan 871 (12.042 min): BF092434.D (-870) (-) m/z 43.05 100.00%

43.0
73.0
5000

11. 80 12. 00 12. 20 12. 40

o m/z 60.00 87.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37189: n-Decanoic acid
60.0
5000 P A
29.0 129.0 11.80 12. 00 12. 20 12.40

m/z 57.05 78 .54%

‘ | 87.0 172.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

73.0

11.80 12. 00 12. 20 12.40

o

so00] 290 m/z 41.10 75.40%
101.0
o 131.0 161.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50715: Sedoheptulosan T
60.0 11. 80 12. 00 12. 20 12. 40

m/z 73.00 74 .39%

5000
310 102.0
131.0 174.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092434.D

Aca On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 6.22 ng 327922 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1042 (13.997 min): BF092434.D (-1040) (-) m/z 57.10 100.00%

5%.1
83.1

5000

:

13.60 13.80 14.00 14.20 14.40
m/z 43.10 89.84%

i 139.1 1682193.0 230.1 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69.0

:

5000 BN LI L L L L ) L
13.60 13.80 14.00 14.20 14.40
0
195.0 m/z 55.05 89.73%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R R I EEREEE SRS a
97.0 13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 79.62%
29.0
125.0
0 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #98171: 1-Nonadecene T R e e e e
.0 13.60 13.80 14.00 14.20 14.40

m/z 69.10 69.33%

5000

125.0

:

154.0 182.0 210.0 238.0 266.0

T T I 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 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092434.D

Acq On 24 Jan 2017 17:42

Operator : UM/SJ

Sample : 11326-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 38.6 ng 1961250 1 6.97 1016690 20.0
unknown6 .74 6.74 89.0 ng 4525660 1 6.97 1016690 20.0
Hexadecane 10.93 3.1 ng 201302 4 11.52 1301780 20.0
unknownl12 .04 12.04 2.0 ng 132146 4 11.52 1301780 20.0
Trichloroacetic a... 14.00 6.2 ng 327922 5 14.16 1053740 20.0
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