LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 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-BF121918.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 2.240 20 26 34 rvVB 583651 782215 14.03% 1.607%
2 5.128 512 517 524 rVB 209780 260129 4.67% 0.535%
3 5.522 577 584 587 rBY 4681312 4776717 85.70% 9.815%
4 6.522 748 754 759 rBV2 4508536 5392497 96.75% 11.080%
5 6.669 774 779 782 rBVY 5220934 4976176 89.28% 10.225%
6 6.898 814 818 821 rBVY 1335011 1184625 21.25% 2.434%
7 7.057 840 845 848 rBVY 4200697 3942110 70.72% 8.100%
8 7.451 907 912 915 rBVY 3256687 3231201 57.97% 6.639%
9 8.175 1031 1035 1043 rBvV 1745670 1545267 27.72% 3.175%
10 9.251 1213 1218 1221 rBV 6192337 5573911 100.00% 11.453%

11 9.639 1281 1284 1287 rBV 349307 253882 4 _55% 0.522%
12 9.933 1327 1334 1337 rBV 1678070 1632944 29.30% 3.355%
13 10.716 1462 1467 1470 rBV 3639768 3143372 56.39% 6.459%
14 11.410 1581 1585 1588 rBV 1497319 1473431 26.43% 3.028%
15 11.433 1588 1589 1592 rVV 279398 192478 3.45% 0.395%

16 11.486 1592 1598 1601 rVB 108886 108299 1.94% 0.223%
17 11.939 1672 1675 1679 rVB2 283531 246938 4.43% 0.507%

18 12.021 1686 1689 1692 rBV2 57502 67131 1.20% 0.138%
19 12.227 1722 1724 1730 rVB 73917 66293 1.19% 0.136%
20 12.545 1775 1778 1783 rVB2 51543 62713 1.13% 0.129%

21 12.621 1788 1791 1795 rBV 494394 405877 7.28% 0.834%
22 12.721 1804 1808 1811 rBV2 112168 113053 2.03% 0.232%
23 12.851 1824 1830 1833 rBV 430236 414058 7.43% 0.851%
24 12.998 1850 1855 1858 rVB 4703457 4062278 72.88% 8.347%

25 13.280 1900 1903 1906 rBVZ2 62787 63026 1.13% 0.130%
26 13.680 1968 1971 1975 rVB 85353 89416 1.60% 0.184%
27 13.792 1986 1990 1993 rBV2 52532 84060 1.51% 0.173%

28 13.886 2003 2006 2013 rVB2 229276 248791 4._.46% 0.511%
29 14.045 2028 2033 2036 rBV 1486359 1565731 28.09% 3.217%
30 14.068 2036 2037 2042 rVB 265901 215484 3.87% 0.443%

31 14.521 2112 2114 2117 rVB2 62832 58967 1.06% 0.121%
32 15.086 2206 2210 2213 rBV 326938 470149 8.43% 0.966%
33 15.392 2258 2262 2268 rVB 204546 252175 4._.52% 0.518%
34 15.451 2269 2272 2277 rVB 156502 191763 3.44% 0.394%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.521 2279 2284 2287 rBV 979376 1199220 21.51% 2.464%
36 16.992 2529 2534 2540 rBV2 93451 172588 3.10% 0.355%
37 17.439 2605 2610 2618 rVB2 72800 148679 2.67% 0.305%

Sum of corrected areas: 48667644
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\

BF111647.D

20 Dec 2018 19:09

JussJ

J6357-05

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000
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1000000
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6.67

5.52 6.52

7.06

6.90

5.13

7.45

0
Time-->
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0

TIC: BF111647.D
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14£99 12.0212.23

12.6212.85
1290&2.72[\

13.00

13.2¢

Time-->
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6000000

5000000
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1000000

0

TIC: BF111647.D

14.04

16.99 17.44

Time-->

™1
13.50

I T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3

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

2.24 13.21 ng 782215 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 26 (2.240 min): BF111647.D (-20) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.0
| 2.20 2.30 2.40 2.50 2.60
e bbb e e || M7z 43.05 46 40%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 AU U A AR AR
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.10 29.68%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AU UL IR AN AR
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.05 25.61%
29.0
o 1], “ 99.0 112.0 129.0
m/z--> 0 10 20 §0 40 §o 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 14 .20%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4

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

5.13 4.39 ng 260129 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Acetamide. N-(aminocarbonvl)- 102 C3H6N202 000591-07-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 517 (5.128 min): BF111647.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T T T T T T T AT
| 83.0 | 4.80 5.00 5.20 5.40
Obrrrprrrrprrer e e e e m/z 59.10 53.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL UL
59.0 480 500 520 540
0
150 41, 1010 m/z 101.10 17.79%
0 el . 830
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 410 m/z 58.00 14.62%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate o Bamms e R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.40%
5000
58.0
Ot e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 unknown6.67 Concentration Rank 1

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

6.67 84 .01 ng 4976180 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 779 (6.669 min): BF111647.D (-774) (-) m/z 132.05 100.00%
13p.1
5000 68.0
96.1 IREBEAREE SR UL S
401 541 J 6.40 6.60 6.80 7.00
0 0N T .2 | m/z 68.05 43.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 S LA S RS SR
6.40 6.60 6.80 7.00
m/z 134.00 34.07%
o 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0 " 640 6.60 6.80 7.00
5000 m/z 66.10 28.25%
70.0
31.0 52.0
0"h'|y'b'“'”“”|”"W"y??""l""w"'l""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine A L am m R
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.42%
5000
0....|.5.1.0.|.7.0.0.8.6.0..|....|... N — e
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.35 ng 246938 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 1675 (11.939 min): BF111647.D (-1672) (-) m/z 43.10 100.00%

431 | 73.0 192.1

5000

11.60 11.80 12.00 12.20

0 m/z 60.05 94 _47%
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 [N L L L N L |

11.60 11.80 12.00 12.20

83.0 0
157.0 1g50 2130 256.0 m/z 73.00 92.52%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 T T TR T
11.60 11.80 12.00 12.20
5000 129.0 m/z 192.10 80.79%
o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 79.83%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIII
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.89 3.18 ng 248791 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 56
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 55
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 53
4 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 50
5 1-Octadecanol 270 C18H380 000112-92-5 42

Abundance Scan 2007 (13.892 min): BF111647.D (-2003) (-) m/z 57.10 100.00%

51.1 83.1

5000

3

13.60 13.80 14.00 14.20
m/z 55.10 96.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
550 83.0

-

13.I60 13.I80 14.I00 14!20
m/z 43.10 95.07%

5000

29.0

167.0 196.0 238.0 266.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
AR EEREE L
13.60 13.80 14.00 14.20
5000 m/z 83.10 88.44%
101.0 200.0
50.0 750 M 126.0150.0174.0 m
. N " 1l i - 1 I il
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester Ao B
43. 13.60 13.80 14.00 14.20

69.0 m/z 230.10 74 .28%
97.0
5000

21.0

153.0 181.0  224.0 250.0

297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

3
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111647.D

Aca On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.39 4.21 ng 252175 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2262 (15.392 min): BF111647.D (-2258) (-) m/z 252.10 100.00%
259.1
5000
35.9 63.1 99.0 12?1 170.9198.0224.1 303.1329.3 365.4 15,00 7520 1590 1580 15.50
o359 831 PRlu 170919805 30313293 365, m/z 250.05 28.11%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.00 15.20 15.40 15.60 15.80
m/z 253.05  21.98%

125.0
o 63.0 99.0, | 158.0 198.0224.0
—1— 71—
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.10 13.27%
126.0
0390 7401000 | 1610 19802240 I
— Tt
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene L B A
252.0 15.00 15.20 15.40 15.60 15.80
m/z 126.00 11.10%
5000
126.0
0 99.0; | 108.0224.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122018\
Data File : BF111647.D

Acq On : 20 Dec 2018 19:09

Operator : JU/SJ

Sample : J6357-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.24 13.2 ng 782215 1 6.90 1184630 20.0
2-Pentanone, 4-hy... 5.13 4.4 ng 260129 1 6.90 1184630 20.0
unknown6 .67 6.67 84.0 ng 4976180 1 6.90 1184630 20.0
n-Hexadecanoic acid 11.94 3.4 ng 246938 4 11.42 1473430 20.0
1-Heneicosanol 13.89 3.2 ng 248791 5 14.04 1565730 20.0
Benzo[e]pyrene 15.39 4.2 ng 252175 6 15.52 1199220 20.0
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