LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818 .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 4.904 476 479 490 rBV 58378 94424 3.52% 0.415%
2 5.322 545 550 579 rBY 1819887 2296128 85.49% 10.088%
3 6.351 720 725 741 rBV 1914957 2533310 94.33% 11.130%
4 6.469 741 745 769 rVB 2245463 2636963 98.18% 11.586%
5 6.698 780 784 806 rVB 338982 484495 18.04% 2.129%
6 6.851 806 810 837 rVB 1856947 1931959 71.93% 8.488%
7 7.263 876 880 897 rBVY 1173319 1572173 58.54% 6.907%
8 7.975 998 1001 1024 rBV 469377 576431 21.46% 2.533%
9 9.051 1180 1184 1214 rBV 2608090 2685716 100.00% 11.800%
10 9.445 1247 1251 1262 rBV 172190 186448 6.94% 0.819%

11 9.722 1294 1298 1314 rBV 570614 561365 20.90% 2.466%
12 10.510 1428 1432 1450 rBV 1079822 1302074 48.48% 5.721%
13 11.198 1546 1549 1560 rBV2 354826 524638 19.53% 2.305%
14 11.280 1560 1563 1573 rVB2 22369 40161 1.50% 0.176%
15 11.739 1637 1641 1644 rBV2 28715 34511 1.28% 0.152%

16 12.410 1751 1755 1764 rBV 140108 173299 6.45% 0.761%
17 12.633 1788 1793 1797 rBV 161842 198957 7.41% 0.874%
18 12.780 1814 1818 1827 rBV 2108397 1994838 74.28% 8.764%

19 12.863 1827 1832 1835 rVB3 17626 29440 1.10% 0.129%
20 13.021 1856 1859 1863 rBV2 19165 32273 1.20% 0.142%
21 13.069 1863 1867 1875 rVB3 22199 35498 1.32% 0.156%
22 13.357 1911 1916 1919 rBV3 24205 29165 1.09% 0.128%

23 13.686 1969 1972 1975 rBV2 73370 103551 3.86% 0.455%
24 13.827 1988 1996 2009 rBV2 630173 924667 34.43% 4._.063%

25 13.998 2021 2025 2029 rBV3 43777 46106 1.72% 0.203%
26 14.215 2057 2062 2065 rBV 22950 27140 1.01% 0.119%
27 14.304 2071 2077 2080 rBVZ2 60824 68824 2.56% 0.302%
28 14.592 2123 2126 2134 rVB 63562 69779 2.60% 0.307%
29 14.663 2135 2138 2141 rBV 36652 39540 1.47% 0.174%
30 14.833 2162 2167 2176 rBV 155700 315256 11.74% 1.385%
31 14.904 2176 2179 2182 rVV 80790 78053 2.91% 0.343%
32 15.110 2210 2214 2220 rBV 67257 90768 3.38% 0.399%

33 15.168 2220 2224 2229 rBV 87647 112109 4_.17% 0.493%
34 15.227 2229 2234 2237 rBV 332379 481928 17.94% 2.117%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.651 2300 2306 2310 rBV 90717 133870 4.98% 0.588%

36 16.104 2378 2383 2392 rVB3 54137 96304 3.59% 0.423%

37 16.580 2457 2464 2469 rBV3 31246 82921 3.09% 0.364%

38 16.639 2470 2474 2480 rVB4 27539 55539 2.07% 0.244%

39 16.709 2482 2486 2491 rBvVS8 20954 33418 1.24% 0.147%

40 16.974 2526 2531 2539 rBVvV2 18285 46683 1.74% 0.205%
Sum of corrected areas: 22760722
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109711.D

2500000
6.47

2000000 532 6.35 6.85

1500000
7.26

1000000

7.91

500000 6.70
4.90 \ KJ

o= —————— Pt ey e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109711.D

2500000 905

12.78
2000000

1500000

10.51
1000000
9.72 13.83
500000 11.20

a4 12.4112.63
28 1174 1{2‘.:097 1336 13,6914

R T B e T e e A o= SO S R

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF109711.D
2500000

2000000
1500000
1000000
500000 15.23

1414530 14,586 13903547 1565 1610  1aG641 16.97

Ol e e e T

Time--> 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 3.90 ng 94424 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 478 (4.898 min): BF109711.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IEBENAESE R R SR
| 82.9 | 460 4.80 5.00 5.20
o 1| YUY | NN E m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S AR LN AR A
460 4.80 5.00 5.20
59.0 m/z 101.10 18.98%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.10 14.19%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20
m/z 41.00 10.42%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 108.85 ng 2636960 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 745 (6.469 min): BF109711.D (-741) (-) m/z 132.00 100.00%
13p.0

-

5000 68.0
40.0 %l'l s J 6.20 6.40 6.60 6.80
01 .'.',....,....,...,....,....,.... m/z 68.05 44 .02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32.60%

31.0 510
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.05 28.04%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole  RAa T o RaRanEas
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.29%
5000
104.0
66.0
ettt  RAaE s o Raaas s
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4 1-Decanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.24 ng 103551 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 74
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 74
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 68
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 68
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 64
Abundance Scan 1973 (13.692 min): BF109711.D (-1969) (-) m/z 57.10 100.00%
57.1
83.0
5000
230.1
139.1163,0 200.1 08 13.'40 13.|60 13.|80 14.'00
0 11 m/z 43.05 91.54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119525: 1-Decanol, 2-octyl-
57.0
5000 SR AR SR SR B
13.40 13.60 13.80 14.00
29.0 m/z 55.00 81.10%
okl 168.0 196.0 224.0 252.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 74 .80%
ol 250 1550 1830 2240 2530
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0 13.40 13.60 13.80 14.00

m/z 97.10 65.71%

5000

111.0
29.0

o 1390 167.0 106.0 204.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.65 5.56 ng 133870 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2306 (15.651 min): BF109711.D (-2300) (-) m/z 57.10 100.00%
511
5000
Fgl S e
1412 1930 263.1 15.40 15.60 15.80 16.00
oy LA .1...1,...... e | W/Z 71.10 84.62%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L SR BRI SURBURE U
1540 15.60 15.80 16.00
99.0 m/z 43.10 61.93%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
" 15.40 15.60 15.80 16.00
5000 m/z 85.10 53.90%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane B S
57.0 15.40 15.60 15.80 16.00
m/z 99.10 21.52%
5000
99.0
oL.25/0 ‘ |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 50 100 1&'30 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.00 ng 96304 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2382 (16.098 min): BF109711.D (-2378) (-) m/z 57.05 100.00%
57.0
2% L/LM
91 RN PRI SR BN
| l l| | 151.1 1930 280.1 15.80 16.00 16.20 16.40
NN 5P B i e s —— m/z 71.05 76.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 R N SN BN B

15.80 16.00 16.20 16.40
m/z 43.10 61.95%

Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-

aelof | | 250 1410 1830 2250 2820
oA e
mz--> 50 100 150 200 250 300 350 400
57.0
I I

15.80 16.00 16.20 16.40

5000 m/z 85.05 51.25%
113.0
oelof LY 4TI, 1830 2sap
o b b e
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B R B R e
57.0 15.80 16.00 16.20 16.40
m/z 99.10 23.56%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
LFLN I D dtL O S  E
miz--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109711.D

Aca On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample = J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9 5-Ethyl-5-methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.30 ng 55539 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-EthvI-5-methvIlnonadecane 310 C22H46 1000360-42-7 59
2 Hentriacontane 437 C31H64 000630-04-6 59
3 Tetracosane 338 C24H50 000646-31-1 59
4 10-Methvlnonadecane 282 C20H42 056862-62-5 53
5 Octacosane 394 C28H58 000630-02-4 53
Abundance Scan 2474 (16.639 min): BF109711.D (-2470) (-) m/z 57.10 100.00%
51.1
5000 \A/WV\‘\MJLV\/MW
113.1
282.0 A A ARl e 1rlan 190
16,40 16.60 16.80 17.00
oL ”'“l' Ae2e N W/z 71.05 79.42%
m/z--> 50 150 200 250 300 350 400
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
5000 LRI UL BN UL S
113.0 16,40 16.60 16.80 17.00
m/z 43.05 70.22%
IR
miz--> "'s'o""lc')d"'léd"'zc')o""zéd"éc')d"'séo""460""'
Abundance #223852: Hentriacontane
57.0
16140 16.60 16,80 17.00
5000 m/z 85.00 57.00%
99.0
0 L)y 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #175555: Tetracosane b RREmE EE e
57.0 16.40 16.60 16.80 17.00
m/z 113.10 26.99%
5000
580 141.0
oL | LI 1550 250 zoro  weo
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109711.D

Acq On : 9 Oct 2018 22:47

Operator : JU/SJ

Sample - J5326-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 .90 3.9 ng 94424 1 6.70 484495 20.0
unknown6 .47 6.47 108.8 ng 2636960 1 6.70 484495 20.0
1-Decanol, 2-octyl- 13.69 2.2 ng 103551 5 13.83 924667 20.0
Heneicosane 15.65 5.6 ng 133870 6 15.23 481928 20.0
Eicosane 16.10 4.0 ng 96304 6 15.23 481928 20.0
5-Ethyl-5-methyln... 16.64 2.3 ng 55539 6 15.23 481928 20.0
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