LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092751.D

Aca On : 2 Feb 2017 22:37 Instrument :
Operator : SJ/MA gmgigamlem'
a?zgle ; 11650-08 SBA&COME
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-BF013017.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 2.247 13 14 21 rVB 106841 195247 3.71% 0.495%
2 2.407 24 28 31 rvB 52476 94506 1.79% 0.240%
3 5.116 262 265 274 rBVY 1600419 2535842 48.12% 6.433%
4 5.550 300 303 305 rBVY 4270776 5269415 100.00% 13.368%
5 6.579 390 393 396 rBVY 3587783 4376526 83.06% 11.103%

6.704 401 404 407 rBV 3802662 4056283 76.98% 10.290%
6.933 422 424 426 rBV 1091557 874575 16.60% 2.219%
7.093 435 438 440 rBV 3646189 3311681 62.85% 8.401%
2768014 2753094 52.25% 6.984%
8.225 534 537 539 rBV 1304101 1148349 21.79%% 2.913%
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11 9.299 628 631 634 rBV 4418111 4349402 82.54% 11.034%
12 9.688 663 665 668 rBvV 282215 259688 4_.93% 0.659%
13 9.973 688 690 693 rBVY 1281383 1162738 22.07% 2.950%
14 10.396 726 727 729 rVB 51095 60640 1.15% 0.154%
15 10.762 757 759 762 rBV2 1834604 2281356 43.29% 5.787%

16 10.876 767 769 773 rVvB2 109831 158716 3.01% 0.403%
17 11.322 806 808 809 rBvV 81549 71254 1.35% 0.181%
18 11.459 818 820 822 rBV 1252626 1086442 20.62% 2.756%
19 13.048 956 959 961 rBV 3505565 3430484 65.10% 8.703%
20 13.939 1035 1037 1044 rBV 85153 145955 2.77% 0.370%

21 14.099 1048 1051 1053 rVB 741552 814064 15.45% 2.065%
22 14.934 1122 1124 1127 rBV 80896 113899 2.16% 0.289%
23 15.562 1176 1179 1185 rBV 624971 868712 16.49% 2.204%

Sum of corrected areas: 39418868
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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\BF020217\

BF092751.D

2 Feb 2017 22:37

SJ/MA

11650-08

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

22% m

TIC: BF092751.D
55

5.12

6.70
6.58

7.09

7.50

Time-->
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4.50
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5.50
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6.50

7.00

—
7.50
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4000000

3000000

2000000

1000000

0

TIC: BF092751.D

9/30

10.76

9.97 11.46

9.69
10.40 0.88 11.32

13.05

T
Time--> 8.00

8.50

9.50

10.00 10.50 11.00 11.50

9.00

12.00

12.50

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

13.94

TIC: BF092751.D

14.10 15.56

14.93
R A W

0
Time-->

14.00

16.00 16.50 17.00 17.50

14.50 15.00 15.50

18.00

18.50

19.00

8270-BF013017.

M Fri Feb 03 16:40:44 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Hexane Concentration Rank 4

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

2.25 4_.46 ng 195247 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane 86 C6H14 000110-54-3 74
2 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 42
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 40
4 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 38
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 37

Abundance Scan 14 (2.247 min): BF092751.D (-13) (-) m/z 57.10 100.00%
57.1
41.1
5000
‘ 50.0 711770 86.0 2.20 2.30 2.40 2.50 2.60 2.70
I""I""I""I""I""I'"'I"'II""I""I""II':'I""I""I""'I""I""I'I"'I""I" m/z 41.10 74.71%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1796: Hexane
57.0
41.0

2.20 2.30 2.40 2.50 2.60 2.70
29.0 86.0 m/z 43.10 67 .49%

15.0 | \w 510 65079770 |
A R L L e e E
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57.0

e
43.0 2.20 2.30 2.40 2.50 2.60 2.70

5000 m/z 56.10 46.11%

29.0 71.0 85.0

mmﬁmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #1453: 1-Pentene, 4-methyl-
43.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 42.05 33.05%

5000 56.0
27.0
69.0 84.0
15.0 ‘ 37&) , 50.0 || 63.0 77.0
[P [ e e e T e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Heptane Concentration Rank 8

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

2.41 2.16 ng 94506 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Pvrrolidine 71 C4HON 000123-75-1 43
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 42
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 38
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 38

Abundance Scan 28 (2.407 min): BF092751.D (-24) (-) m/z 43.10 100.00%
43.1
5000 571 711 \V\AJ/\\\AJ/\\‘A—“J_—AN-~\‘~N
| | | esa 103 220 240 260 280
SN || NS | | RN < S E— m/z 71.10 49.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3891: Heptane
43.0
5000 29.0 570 710 -A|p$--| LR AL R
220 240 2.60 2.80
100.0 m/z 57.10 45_48%
10 150 ‘ AL 85.0 \
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43.0
o0 220 240 260 280
5000 ' m/z 41.10 43.92%
28.0
15.0 56.0
mz> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3900: Hexane, 3-methyl- L B e
43.0 220 240 2.60 280
m/z 56.10 25.56%
5000 290 57.0 71.0
10 150 ‘ il ‘ 85.0  100.0
mz> 0 10 20 30 40 50 60 70 80 90 100 220 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 57.99 ng 2535840 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 265 (5.116 min): BF092751.D (-262) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 USSR SRR RS LR
4.80 5.00 5.20 5.40
el RO s0a 831 | s 59.10  55.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USSR SRR RS RN
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 15.14%
21.0 550 | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 15.02%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R AR RN
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.86%
5000 41.0
31.0
69.0 87.0
15.0 ‘\‘ L] stopfl] ‘ 98.0 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.70 Concentration Rank 1

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

6.70 92.76 ng 4056280 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 404 (6.704 min): BF092751.D (-401) (-) m/z 132.10 100.00%
1321
5000 68.1
201 S "k ok 6o 700
L e m/z 68.10 44 .88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 U RS R R
6.40 6.60 6.80 7.00
104.0 m/z 134.10 32.15%
) 510 66.0 ‘
7.0 Il | 1., 89.0 \
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "ok ko ok 70
5000 ogo 1160 m/z 66.10 28.20%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R ERE s A,
13p.0 6.40 6.60 6.80 7.00
m/z 69.10 17.40%
5000
67.0
91.0
\52\.\0 1 H\‘ ‘\ 1\0\60 |
miz-> 20 40 60 80 100 120 140 160 180 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tetradecane, 1l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.92 ng 158716 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l-iodo- 324 C14H29l1 019218-94-1 86
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 769 (10.876 min): BF092751.D (-767) (-) m/z 57.05 100.00%
5%.0
5000
41
1132 1551 1851 110.60 10,80 11.00 11.20
m/z 43.10 66.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129580: Tetradecane, 1-iodo-
57.0
41,0
5000 R LN BN SN B
85.0 mmmmnmum
m/z 71.10 63.97%
150 | || “ i ‘ 1130 155.0 197.0
miz--> % 4o e m b0 10 o 100 180 20
Abundance
57.0
10.60 10,80 11.00 11.20
5000 85.0 m/z 85.10 40.01%
41.0
113.0 155.0 183.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64571: Pentadecane
57.0 10.60 10.80 11.00 11.20
m/z 41.10 31.20%
5000 85.0
41/0
180 “ Lo 1180 1410 1690 212.0
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 15';0 2(')0 ' 10. 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.59 ng 145955 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 81
Abundance Scan 1037 (13.939 min): BF092751.D (-1035) (-) m/z 57.10 100.00%
51.1
83.1
5000
111 U VN SRR B
1391 281.2 13.60 13.80 14.00 14.20
b : m/z 43.05 83.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0
5000 AR U SR B B
111.0 13.60 13.80 14.00 14.20
m/z 55.10 65.87%
2?-0“‘ ] 139.0 1680 2100 2380  ,g5
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
69.0 AU UM SRR UL
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 58.83%

125.0
153.0  196.0 224.0

Wmmwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride
.0 13.60 13.80 14.00 14.20

83.0 m/z 69.05 54 .15%

?%

5000 111.0

23.0 139.0

3

167.0 196.0 224.0

L e B s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092751.D

Aca On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample : 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 8 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.62 ng 113899 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 90
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 _beta.-d-Mannofuranoside, O-geranyl 316 C16H2806 1000154-77-2 78
Abundance Scan 1124 (14.934 min): BF092751.D (-1122) (-) m/z 69.10 100.00%
69.1
LU BRI SR SURE
137.2 14.60 14.80 15.00 15.20
e 4090 1892 ee1l 0 Tn/z 81.05 52.21%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 L R DU SR SULRE
14.60 14.80 15.00 15.20
m/z 41.10 25.62%
137.0
294‘J 4 11050 | 191.0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20
5000 m/z 95.05 12.82%
137.0
29.0 105.0 191.0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L BN LA B B
69.0 14.60 14.80 15.00 15.20
m/z 68.10 12.01%
5000
29.
123.0
”\I\IJIILl‘\”lulnllulxl‘l|1I77I-9|”” e
mz-> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
Data File : BF092751.D

Acq On : 2 Feb 2017 22:37

Operator : SJ/MA

Sample - 11650-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
Hexane 2.25 4.5 ng 195247 1 6.93 874575 20.0
Heptane 2.41 2.2 ng 94506 1 6.93 874575 20.0
2-Pentanone, 4-hy... 5.12 58.0 ng 2535840 1 6.93 874575 20.0
unknown6.70 6.70 92.8 ng 4056280 1 6.93 874575 20.0
Tetradecane, 1-iodo- 10.88 2.9 ng 158716 4 11.46 1086440 20.0
Pentafluoropropio... 13.94 3.6 ng 145955 5 14.10 814064 20.0
Squalene 14.93 2.6 ng 113899 6 15.56 868712 20.0
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