LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 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-BF020318.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 2.169 8 14 23 rvVB 392790 549765 13.91% 1.557%
2 5.116 512 515 525 rVB 130429 160130 4 .05% 0.454%
3 5.504 576 581 585 rBY 3765089 3951349 100.00% 11.193%
4 6.516 747 753 763 rBVY 3481333 3850285 97.44% 10.906%
5 6.657 772 777 780 rBVY 4007730 3797599 96.11% 10.757%
6 6.886 812 816 819 rBVY 1263518 1058674 26.79% 2.999%
7 7.039 838 842 846 rBVY 3098006 3063482 77 .53% 8.678%
8 7.445 906 911 915 rBVY 2587129 2711182 68.61% 7.680%
9 7.522 921 924 931 rVB2 46735 48778 1.23% 0.138%
10 8.169 1030 1034 1037 rBV 1629945 1399549 35.42% 3.964%

11 9.245 1212 1217 1220 rBV 3707417 3641709 92.16% 10.315%
12 9.316 1226 1229 1231 rVB 60883 45792 1.16% 0.130%
13 9.633 1279 1283 1286 rBV 368761 318998 8.07% 0.904%
14 9.845 1316 1319 1323 rVB 195231 146909 3.72% 0.416%
15 9.922 1329 1332 1341 rVB 1361244 1371244 34.70% 3.884%

16 10.322 1397 1400 1402 rBV 65792 59162 1.50% 0.168%
17 10.345 1402 1404 1407 rVB 226223 163061 4._.13% 0.462%
18 10.569 1436 1442 1444 rBV 57230 74076 1.87% 0.210%

19 10.716 1463 1467 1477 rVB 1885624 1858972 47.05% 5.266%
20 10.821 1482 1485 1494 rVB 158781 192094 4._86% 0.544%

21 10.969 1507 1510 1514 rVB 50368 51645 1.31% 0.146%
22 11.268 1557 1561 1563 rBV 107432 90216 2.28% 0.256%
23 11.298 1563 1566 1572 rVB2 43798 49792 1.26% 0.141%
24 11.416 1582 1586 1589 rBV 1082380 1100139 27.84% 3.116%
25 11.692 1631 1633 1636 rBV 59338 50775 1.29% 0.144%
26 12.104 1699 1703 1705 rBV 44981 41086 1.04% 0.116%
27 12.504 1765 1771 1773 rVB3 43295 61671 1.56% 0.175%
28 12.627 1789 1792 1799 rVB 51195 51500 1.30% 0.146%
29 12.857 1825 1831 1834 rBV2 47132 57439 1.45% 0.163%
30 12.886 1834 1836 1839 rVB 54253 40005 1.01% 0.113%

31 12.998 1850 1855 1858 rBV 2637977 2368701 59.95% 6.710%
32 13.468 1930 1935 1938 rBV2 43906 60208 1.52% 0.171%
33 13.880 2001 2005 2016 rBV 504352 518414 13.12% 1.468%
34 14.051 2031 2034 2038 rBV 922085 918070 23.23% 2.601%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 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-BF020318.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.151 2048 2051 2055 rVB2 43326 48117 1.22% 0.136%
36 14.515 2109 2113 2116 rBV 62410 78909 2.00% 0.224%
37 14.809 2159 2163 2167 rBV3 37574 67254 1.70% 0.191%
38 14.968 2187 2190 2198 rVB5 40700 41911 1.06% 0.119%
39 15.162 2220 2223 2225 rBV 39558 46944 1.19% 0.133%
40 15.539 2282 2287 2297 rBV2 686266 943689 23.88% 2.673%
41 15.998 2361 2365 2369 rvB2 58558 84130 2.13% 0.238%
42 16.045 2370 2373 2379 rBV5 43338 69925 1.77% 0.198%

Sum of corrected areas: 35303350
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF020918\
: BF102888.D

: 9 Feb 2018 15:00

: SJ/JU

: J1475-11

- 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

2.17

TIC: BF102888.D

5.50 66

6.52
7.04

7.45

6.89

5.12

0
Time-->

T
4.00

T
4.50

T
5.50

T
2.50

I
3.00

3.50 7.50

T
5.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF102888.D
9.25

13.00

10.72

8.17
9.92
11.42

9.63

13.47

10,35
10@21957E%§%97 W2y 1169

2.0  12.50 6312

0
Time-->

13.50

10.00

|1 |L
13.00

10.50 11.00 11.50

9.50 12.00 12.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF102888.D

14.05

15.54
13.88

14.52 14.814.975.16 168)04

4.15

Time-->

18.50 19.00

17.50 18.00

16.50 17.00

15.50 16.00

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.17 10.39 ng 549765 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 14 (2.169 min): BF102888.D (-8) (-) m/z 73.00 100.00%
7B
5000 43
55 g7
2.20 2.30 2.40 2.50 2.60
o I L N VR -/ AV m/z 43.00 42.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.37%
: eI
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
220 2.30 2.40 2.50 2.60
5000 - m/z 87.00 23.11%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1997: Silane, tetramethyl- s e R AAREE R
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 .51%
5000
45
0 29 37 || 535965 |, 80 88
LANLINLIS NLUNLUNLUNL N I L L L O L O O I —rv—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60

8270-BF020318.M Mon Feb 12 09:50:56 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 3.03 ng 160130 1,4-Dichlorobenzene-d4 6.89
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-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-0ctanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 28

Abundance Scan 516 (5.122 min): BF102888.D (-512) (-) m/z 43.00 100.00%
a3
59
5000
1o T o0 50 aw
83 : : : :
0..,....,....','-....,‘L.S?-.'I-,....,....,.-...,...'.,|....,....,....,.... m/z 58.95 62.47%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR AR SRR SRS AR
4.80 500 5.20 5.40
59 101 m/z 101.00 18.11%
o 27 3 | 53| 67 778 o1 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 5.00 520 540
5000 m/z 58.00 16.70%
41
0''|""|""|""|§?"|"''|?:'3"|"8'6' DI SRS PR SRR SRR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13639: 3-Octanol AR e R
59 4.80 500 5.20 5.40
m/z 41.00 10.39%
5000 29 41 83
101
o ‘ Ul 53 89 77 | e1 | 112 12
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 3 unknown6.66 Concentration Rank 1

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

6.66 71.74 ng 3797600 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF102888.D (-772) (-) m/z 132.00 100.00%
32
5000
68
40 ‘ % " 640 6.60 680 7.00
54 75 104 - - - -
o..,....,....,....:':..7.,::..??.I.'....,..f??,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00 34.39%
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
5000 IR AR R L R
6.40 6.60 6.80 7.00
78 m/z 68.00 31.14%
31 4 ‘
0'W'”'P'”I”J“'h'J'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 21.26%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole b RE s

132 6.40 6.60 6.80 7.00
m/z 96.00 12 _.00%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 8

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

9.85 2.14 ng 146909 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1320 (9.851 min): BF102888.D (-1316) (-) m/z 57.00 100.00%
57
43
71
5000
85
99 113 196 9.60 9.80 10.00 10.20
Ol tlhrilh e P M A2 Tm/z 43.00  71.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n U L UL SN B
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 55.46%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.05 34 .75%
29
ol 15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 33.61%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> 20 40 éo 50 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.49 ng 192094 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1485 (10.821 min): BF102888.D (-1482) (-) m/z 57.00 100.00%
57
5000 85
5 13 14, "' 10/60 10.80 11.00 11.20
) NS S VM o ————————— O 5 2N £ T o [ N - AN 721
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 LR UL B BULLILE B
10. 60 10 80 11. oo 11. 20
m/z 70.95 57.12%
29 113
o |y T 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
"' 10/60 10.80 11.00 11.20
5000 m/z 85.05 38.92%
85
29

113 141 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #59880: Tetradecane B ES mEEeE e o

57 10.60 10.80 11.00 11.20
m/z 41.00 30.29%

5000 85
29
0 | i 113 141 169 198

R RRaa Laa B S e AR RAALE ARSS EaR o e L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102888.D

Aca On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample : J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : 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 8 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 11.29 ng 518414 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2005 (13.880 min): BF102888.D (-2001) (-) m/z 57.00 100.00%

o

7 83
5000
111

13.60 13.80 14.00 14.20

|139 168 194 281

0! L A e e e e e o e e B S A m/z 54.95 91.50%
m/z--> 50 100 150 200 250 300 350
Abundance #58279: Cyclotetradecane
55
83
5000 LA L L L L L B LB
29 13 60 13 80 14. OO 14 20
111 m/z 43.00 86.72%
| ‘ \ ‘ \ 139 168 196
o T
m/z--> 50 5 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.00 83.63%
125
29
0 77 153 181 209 236 264 292 322 364 392
IR e i o e e T B e B R o e o e
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
13.60 13.80 14.00 14.20
m/z 97.00 68.40%
97
5000
29
125
0 | (Y \L 153 181 308 NN
- ""|"' llllllllllllllllllllllll _l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l'
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020918\
Data File : BF102888.D

Acq On : 9 Feb 2018 15:00

Operator : SJ/JU

Sample - J1475-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.17 10.4 ng 549765 1 6.89 1058670 20.0
2-Pentanone, 4-hy... 5.12 3.0 ng 160130 1 6.89 1058670 20.0
unknown6 .66 6.66 71.7 ng 3797600 1 6.89 1058670 20.0
Hexadecane 9.85 2.1 ng 146909 3 9.92 1371240 20.0
Tetracosane 10.82 3.5 ng 192094 4 11.42 1100140 20.0
Cyclotetradecane 13.88 11.3 ng 518414 5 14.05 918070 20.0
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