LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 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-BF092317.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 2.210 18 21 35 rvB2 110019 198495 5.94% 0.630%
2 5.145 515 520 533 rVB 522477 677285 20.27% 2.151%
3 5.539 581 587 590 rBY 3068692 3176144 95.07% 10.086%
4 6.539 752 757 760 rBVY 2931759 3244425 97.11% 10.303%
5 6.686 777 782 785 rBVY 3329896 3214751 96.22% 10.209%
6 6.916 815 821 824 rBVY 1030980 910475 27.25% 2.891%
7 7.069 843 847 851 rVB 2673048 2481585 74.28% 7 .880%
8 7.475 911 916 919 rBVY 2047951 1994710 59.70% 6.334%
9 7.545 925 928 933 rVB 45810 45463 1.36% 0.144%
10 8.198 1035 1039 1042 rBvV 1213981 1082594 32.40% 3.438%

11 9.269 1216 1221 1225 rBV 3480210 3340976 100.00% 10.610%
12 9.657 1284 1287 1291 rBV 537947 458401 13.72% 1.456%
13 9.951 1333 1337 1341 rBV2 1244692 1058158 31.67% 3.360%
14 10.374 1406 1409 1412 rVB 46416 36888 1.10% 0.117%
15 10.739 1467 1471 1474 rBV 1741290 1517945 45.43% 4._.820%

16 10.845 1486 1489 1495 rBV 59159 58104 1.74% 0.185%
17 11.439 1586 1590 1593 rBV 1081920 885497 26.50% 2.812%
18 11.951 1674 1677 1686 rBV 156549 160413 4._80% 0.509%

19 12.651 1792 1796 1800 rBV 64239 62664 1.88% 0.199%
20 12.739 1807 1811 1819 rBV2 63099 79991 2.39% 0.254%
21 12.833 1824 1827 1830 rVB 56041 41739 1.25% 0.133%
22 12.880 1830 1835 1838 rBV 63728 63156 1.89% 0.201%
23 13.021 1855 1859 1862 rBV 2515880 2303109 68.94% 7.314%
24 13.862 1998 2002 2005 rBVZ2 23221 35815 1.07% 0.114%
25 13.904 2006 2009 2014 rVV2 143411 146248 4_.38% 0.464%
26 14.045 2030 2033 2035 rBV 51834 50062 1.50% 0.159%
27 14.080 2035 2039 2042 rVvVv 839037 820623 24.56% 2.606%
28 14.533 2114 2116 2122 rVB4 34801 39619 1.19% 0.126%
29 14.698 2140 2144 2148 rBV 2559895 2387139 71.45% 7.581%
30 15.192 2226 2228 2239 rVB4 48942 83213 2.49% 0.264%

31 15.568 2287 2292 2302 rVB 558688 776678 23.25% 2.466%
32 16.027 2367 2370 2376 rVB 43851 57982 1.74% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 31490347
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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\BF092717\

BF098879.D

27 Sep 2017 22:56

SJ/Ju

15386-02

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.21 4_.36 ng 198495 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 21 (2.210 min): BF098879.D (-18) (-) m/z 73.00 100.00%
73.0
5000 430 g
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60
e e e L Tmzz 43,000 37.60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUAR VRS U A I AR
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 26.89%
29.0 ‘
”'I”"P"W"”“'”'““M'P"W"”J'“'I”"P"W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
410 gy 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 23.74%
29.0
15.0 97.0
mz-> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1996: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.04%
5000
43.0
20 150 20 || 530 630 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60

8270-BF092317.M Thu Sep 28 13:40:09 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 14.88 ng 677285 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 521 (5.151 min): BF098879.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
o T 5bo 520 a0
....,....',':..:|,....E‘ﬁ.'(.’..~,|....,....,....,....,....,297.-9. m/z 59.00 55.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L LR I L
59.0 480 500 520 540
0
150 1010 m/z 101.00 20.01%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 14 .94%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate R A
43.0 4.80 500 5.20 5.40
m/z 41.00 8.18%
5000
15.0 ‘ 720 100.0
| A I | |
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.69 Concentration Rank 1

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

6.69 70.62 ng 3214750 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 783 (6.692 min): BF098879.D (-777) (-) m/z 132.00 100.00%
13p.0
5000
68.0
w01 %0 o | "ok ok 5k 7o
e 2249l m/z 134.00  33.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " e o
0 70 7o m/z 68.00 30.11%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "ok ko ko 7ho
5000 9go 1160 m/z 66.00 19.69%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R o B
130.0 6.40 6.60 6.80 7.00
m/z 96.00 11.91%
5000
104.0
66.0
270 510 "7 gg9 \
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 n-Hexadecanoic acid Concentration Rank 5

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

11.95 3.62 ng 160413 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80

5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20

Abundance Scan 1677 (11.951 min): BF098879.D (-1674) (-) m/z 73.00 100.00%
43.0 73.0
5000
129.1
97.0 213.2 B R i e e
| 157.1 185.1 o562 11.60 11.80 12.00 12.20
Wl ; m/z 43.00 94.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 L L LI L L L B
83.0 11. 60 1180 1200 12.20
- 0
157.0 1g50 2130 256.0 m/z 60.00 82.38%
4 il I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
e AT
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.00 74.03%
97.0 199.0
157.0 242.0
15.0 177.0 223.0
T T T T T e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R e
73.0 11.60 11.80 12.00 12.20
m/z 57.05 72 .38%
43.0
5000
129.0
18‘.’\.\..,...”.\\ i h‘\ Ll 00 i T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.56 ng 146248 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Cvclotridecane 182 C13H26 000295-02-3 90
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 87
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 83
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 83
Abundance Scan 2008 (13.898 min): BF098879.D (-2006) (-) m/z 55.00 100.00%
530  105.0
5000 163.0
203.1 13.60 13.80 14.00 14.20

A | m/z 105.00 95.38%

m/z--> 50 100 15|O 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0

5000 L B
11.0 1360 13.80 14.00 14.20
“J

m/z 57.10 90.16%

”\ M‘H \0‘ 18202100
T — — T T
m/z--> 50 15 200 250 300 350
Abundance
41.0

69.0 13.60 13.80 14.00 14.20
5000 970 m/z 43.00 89.20%
12505 0182.0 thﬁﬂrmququumALW$AVﬂ,VJ\hA~w
LA e e o B T LA A o s o
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester B I o e I N R
57.0 13 60 13. 80 14. 00 14. 20

m/z 83.05 75.17%

5000
250
29.0
L \LJ\HL 9540 19602240 269.0 370.0

m/z--> 50 200 250 300 350 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098879.D

Aca On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample = 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.14 ng 83213 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 64
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 59
4 Heptadecane 240 C17H36 000629-78-7 59
5 Docosane 310 C22H46 000629-97-0 59
Abundance Scan 2228 (15.192 min): BF098879.D (-2226) (-) m/z 57.05 100.00%
5%.0
5000 85.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
| l l | 123.0 158.1 33 1207.0 238.1 281.0 3951 14.80 15.00 15.20 15.40 15.60
|""|"'II"I"II|I"'!|IIJ Ly, .I.mllll. el 1L, AT !'J|'I"!|II'"'|""|'I!" m/z 71.10 74 .82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57.0
85.0
5000 AR BRI
14. 80 15. oo 15. 20 15. 40 15. 60
m/z 43.00 64.37%
29\0“ (! h\ 7010 169.0 197.0 225.0 2530 2620

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0

1

14.80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 48.91%

113.0

155.0 183.0 211.0  253.0 281.0

E

Tmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #140552: Dodecane, 1-iodo- A B R e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 83.05 18.39%
5000 85.0
29.0 ‘ 1130 155.0
S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 80 15. 00 15. 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\
Data File : BF098879.D

Acq On : 27 Sep 2017 22:56

Operator : SJ/JU

Sample - 15386-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.21 4.4 ng 198495 1 6.92 910475 20.0
2-Pentanone, 4-hy... 5.15 14.9 ng 677285 1 6.92 910475 20.0
unknown6 .69 6.69 70.6 ng 3214750 1 6.92 910475 20.0
n-Hexadecanoic acid 11.95 3.6 ng 160413 4 11.44 885497 20.0
Trichloroacetic a... 13.90 3.6 ng 146248 5 14.08 820623 20.0
Eicosane 15.19 2.1 ng 83213 6 15.57 776678 20.0

8270-BF092317.M Thu Sep 28 13:40:13 2017 Page: 10



