LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070317\
Data File : BF096447.D
Acq On = 3 Jul 2017 18:01 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13979-01 TP3-MH2095-COMP
ALS Vial : 18 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-BF070117 .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 4.922 475 482 490 rBY 358384 483214 18.21% 2.099%
2 5.340 548 553 557 rBV 2461639 2583378 97.35% 11.221%
3 6.363 722 727 732 rVB 2500228 2653785 100.00% 11.527%
4 6.498 745 750 753 rBV 2614850 2496556 94.08% 10.844%
5 6.722 785 788 792 rBV 792009 729010 27.47% 3.166%
6 6.881 811 815 819 rVvB 2103825 1931763 72.79% 8.391%
7 7.287 878 884 887 rBV 1543908 1482019 55.85% 6.437%
8 7.387 895 901 911 rVvB3 28811 37616 1.42% 0.163%
9 8.004 1002 1006 1010 rBV 1068230 975831 36.77% 4.239%
10 9.086 1185 1190 1193 rBV 2542171 2483757 93.59% 10.788%
11 9.475 1252 1256 1259 rBVY 643836 489978 18.46% 2.128%
12 9.651 1276 1286 1292 rBVv4 23916 56395 2.13% 0.245%
13 9.704 1292 1295 1299 rVB 53883 43355 1.63% 0.188%
14 9.757 1299 1304 1308 rBV 951791 816987 30.79% 3.549%
15 10.204 1377 1380 1383 rVB 60727 46548 1.75% 0.202%
16 10.545 1433 1438 1441 rBV 1222290 1138566 42.90%  4.945%
17 10.675 1457 1460 1466 rBV 53728 55015 2.07% 0.239%
18 11.122 1532 1536 1539 rBV2 43547 36292 1.37% 0.158%
19 11.239 1552 1556 1559 rBV 735555 659450 24.85% 2.864%
20 11.475 1593 1596 1599 rBvV 108065 87660 3.30% 0.381%
21 11.775 1643 1647 1650 rBV3 59514 55155 2.08% 0.240%
22 11.957 1673 1678 1682 rVB6 19678 34310 1.29% 0.149%
23 12.033 1688 1691 1693 rBvY 38237 32764 1.23% 0.142%
24 12.292 1731 1735 1739 rBV 292025 270037 10.18% 1.173%
25 12.351 1742 1745 1747 rVV 62148 59189 2.23% 0.257%
26 12.439 1756 1760 1764 rBV2 26303 36990 1.39% 0.161%
27 12.822 1821 1825 1829 rBV 1697831 1603996 60.44% 6.967%
28 13.039 1858 1862 1865 rBV2 36140 40801 1.54% 0.177%
29 13.280 1900 1903 1905 rBV 51518 50990 1.92% 0.221%

30 13.721 1975 1978 1986 rBV 139435 186164 7.02% 0.809%
31 13.868 1999 2003 2006 rBV 756199 695719 26.22% 3.022%

32 14.080 2032 2039 2042 rBV9 52156 146660 5.53% 0.637%
33 15.280 2239 2243 2249 rVB 389503 522800 19.70% 2.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23022750
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO070317\

BF096447 .D

3 Jul 2017 18:01

SJ/MA

13979-01

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

TP3-MH2095-COMP

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF096447.D

5.34 36(50

4.92

6.88

7.29

17.39

0
Time-->
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I
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2500000

2000000

1500000

8.00

1000000

500000

TIC: BF096447.D

10.55

9.76
11.24
9.47

12.29

10.20 1ﬁ47 117718903 J8Pa4

)

10.67

o%

12.82

13,04 13,28

Or—r—
Time--> 8.00

10.00

10.50 11.00 11.50

8.50

|
9.50 12.00

12.50

13.00

13.50

Abundance
2500000

2000000

1500000

1000000

500000
8.72

TIC: BF096447.D

13.87

15.28

14.08

Time-->

14.00

17.50 18.00

16.50 17.00

15.50 16.00

14.50 15.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

4.92 13.26 ng 483214 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 482 (4.922 min): BF096447.D (-475) (-) m/z 42.95 100.00%
a3
59
5000
101 SR SR R AR
4.60 4.80 5.00 5.20
e Sl S8 69 8 | 5/ 59.00  55.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LR UL AR
59 460 480 500 520
m/z 101.10 15.08%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.00 14 _.35%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L N L NI N |
59 4.60 4.80 5.00 5.20
m/z 41.00 10.08%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.50 Concentration Rank 1

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

6.50 68.49 ng 2496560 1,4-Dichlorobenzene-d4 6.73
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 750 (6.498 min): BF096447.D (-745) (-) m/z 132.00 100.00%
5000 o8
0 5[l g 9|6 104 e 620 640 6.60 6.80
e | 4 i || RN, m/z 68.10 36.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR R L
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.28%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.58%
41 97
53 2 117
34 60 89 105 124
wwmmrmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LS B LI N L N B
132 6.20 6.40 6.60 6.80
m/z 69.10 14 .34%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.47 2.66 ng 87660 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 90
Abundance Scan 1595 (11.469 min): BF096447.D (-1593) (-) m/z 43.00 100.00%
43 g7
5000
11,20 1140 11.60 11.80
e m/z 55.00 97 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43 5,
83
5000 L L UL UL UL
29 11.20 11.40 11.60 11.80
125 m/z 57.05 85.78%
Il ‘L 1l 140154168182196 224
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
R | 11.20 1140 11.60 11.80
5000 97 m/z 83.10 77 .41%
111
2 125139153167182196210224 252 280
Wm”ﬁmmmﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1 T
83 11.20 11.40 11.60 11.80
A m/z 41.00 72 .00%
5000
125
139154168182196210 238

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 5 Dichloroacetic acid, 4-hexa... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1220 8.19ng 270037  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid, 4-hexadecyl... 352 C18H34C1202  1000282-98-1 95

2 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heptadecene 238 C17H34 006765-39-5 91
Abundance Scan 1735 (12.292 min): BF096447.D (-1731) (-) m/z 55.00 100.00%
55
83
4 69
5000 kﬂNU»A”,HV,NNM
125 e e e "15150 1220 1240 1260
m/z 43.10 90.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #185100: Dichloroacetic acid, 4-hexadecy! ester
55 o o
5000 LRI S UL SN UL
111 12,00 12.20 12,40 12.60
m/z 57.00 89.30%
Al 1l ‘ﬂ ‘\ M | 140154168181196
 REma e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

]

Abundance
43 57 83
R LR o
97 12.00 12.20 12.40 12.60
5000 70 m/z 83.10 75.43%
29 111
125
141154167 182195208 255
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 |
Abundance #189051: Trichloroacetic acid, tetradecy! ester T T T T T
7 83 12.00 12.20 12.40 12.60
m/z 69.10 65.34%
5000
125
139453 168 196 241

|

12. OO 12 20 12. 40 12 60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\
Data File : BF096447.D

Acq On : 3 Jul 2017 18:01

Operator : SJ/MA

Sample : 13979-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 6 Heptafluorobutyric acid, he... Concentration Rank 5

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

13.72 5.35 ng 186164 Chrysene-d12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1978 (13.721 min): BF096447.D (-1975) (-) m/z 55.05 100.00%
56
83
5000
140 182 211233 263289 329 355 13.40 13.60 13.80 14.00
m/z 57.00 95.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LA L L L L L L L BB
13 40 13. 60 13. 80 14. 00
29 125 m/z 43.05 85.36%
LA H \‘ LL 147 \ 196 224 269 420
i T T
m/z--> 50 OO 250 300 350 400
Abundance
57
97 R RRRRE R R e E Ry
13.40 13.60 13.80 14.00
5000 m/z 83.05 72.91%
125
29
154 196 224 9769 370
L e IR o o e o o e o IR e o o B o R
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester T
57 13.40 13.60 13.80 14.00
83 m/z 69.10 66.16%
5000 111
29 169
L‘ |1 i hl39‘ | \ 255 406
....,.... .... T R e N A
m/z--> 50 100 150 200 250 300 350 400 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

ﬁ?ggle i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl14.08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.08 4.22 ng 146660 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 47
2 Tridecane 184 C13H28 000629-50-5 35
3 Heptadecane 240 C17H36 000629-78-7 35
4 Eicosane 282 C20H42 000112-95-8 22
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 18
Abundance Scan 2039 (14.080 min): BF096447.D (-2032) (-) m/z 57.00 100.00%
57
5000

109

131149167 202220 240 261 291 313

3 13.80 14.00 14.20 14.40
m/z 43.05 88.93%
m/z--> 0 50 100 150 200 250 300
Abundance #48851: Dodecane, 2-methyl-
43
5000 71 LA L L L L L L LB
13. 80 14. OO 14. 20 14. 40
o 141 m/z 71.10 56.37%
2..24. L I
m/z--> 50 100 150 200 250 300
Abundance
57
R EERERE SRS R
13.80 14.00 14.20 14.40
5000 m/z 41.00 48.04%
85
29
113 141 184
e T T T T T T T T
m/z--> 0 50 100 150 200 250 300
Abundance #94344: Heptadecane N B EE
57 13.80 14.00 14.20 14.40
m/z 81.00 43 .55%
5000 85
29
L e e B e e e e L e B o e e o A B e o R R EERERE SRS R
m/z--> 0 50 100 150 200 250 300 13. 80 14. OO 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070317\

Data File : BF096447.D

Acq On = 3 Jul 2017 18:01

Operator : SJ/MA

3?22'6 i 13979-01 TP3-MH2095-COMP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 13.3 ng 483214 1 6.73 729010 20.0
unknown6 .50 6.50 68.5 ng 2496560 1 6.73 729010 20.0
1-Hexadecanol 11.47 2.7 ng 87660 4 11.24 659450 20.0
Dichloroacetic ac... 12.29 8.2 ng 270037 4 11.24 659450 20.0
Heptafluorobutyri... 13.72 5.3 ng 186164 5 13.87 695719 20.0
unknownl14 .08 14.08 4.2 ng 146660 5 13.87 695719 20.0
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