LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\

Data File : BF115044.D

Aca On : 14 Jun 2019 17:19 Instrument :
Operator : HP/JU BNA_F

Sample  : K3369-16 Sl
Misc i 7-3-SOIL-4

ALS Vial : 3 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-BF061219.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 4.840 465 468 480 rBV 73311 102244 1.72% 0.181%
2 5.257 534 539 542 rBVY 4562486 4603819 77.62% 8.136%
3 6.292 709 715 731 rBVY 4385764 4955742 83.56% 8.758%
4 6.416 731 736 739 rBVY 5336316 5010930 84.49% 8.855%
5 6.645 771 775 787 rVB 1721076 1400740 23.62% 2.475%
6 6.804 797 802 805 rBVY 4487271 4188913 70.63% 7.403%
7 7.210 865 871 874 rBVY 3121500 3160006 53.28% 5.584%
8 7.928 988 993 999 rBVY 1813486 1753078 29.56% 3.098%
9 9.004 1170 1176 1179 rBV 6254301 5931030 100.00% 10.481%
10 9.392 1239 1242 1255 rVB 433508 430355 7.26% 0.761%

11 9.669 1285 1289 1302 rBV 2067771 1958779 33.03% 3.462%
12 10.457 1418 1423 1438 rBV 2581348 2738269 46.17% 4 _.839%
13 11.145 1536 1540 1548 rBV 2161944 1848003 31.16% 3.266%
14 11.692 1630 1633 1641 rBV2 54580 77459 1.31% 0.137%
15 12.727 1805 1809 1813 rBV 5276772 5023938 84.71% 8.878%

16 13.645 1957 1965 1968 rBV 94961 108209 1.82% 0.191%
17 13.768 1982 1986 1997 rBV 1568393 1550790 26.15% 2.741%
18 13.957 2008 2018 2027 rBV 467544 573511 9.67% 1.014%
19 14.262 2062 2070 2078 rBV 1161941 1234503 20.81% 2.182%
20 14.557 2112 2120 2128 rBV 1998775 2075886 35.00% 3.669%

21 14.857 2165 2171 2180 rBV 1791283 2211972 37.29% 3.909%
22 15.145 2215 2220 2224 rBV 1155371 1376523 23.21% 2.433%
23 15.198 2224 2229 2243 rVB 1566200 2014278 33.96% 3.560%
24 15.586 2287 2295 2305 rBV 845175 1358564 22.91% 2.401%
25 16.027 2362 2370 2384 rBV 363888 723767 12.20% 1.279%

26 16.551 2452 2459 2466 rBV 91589 174911 2.95% 0.309%

Sum of corrected areas: 56586219
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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: BF115044.D
6000000
6.42

5000000
5.26 6.29 6.80

4000000
7.21
3000000
2000000 6.65

1000000

4.84

. e S L S

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: BF115044.D
6000000 9/00

12.73
5000000

4000000

3000000 10.46

967 11.15
2000000{  7.93

1000000

L 11.69

ottt

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115044.D
6000000

5000000
4000000
3000000

2000000 14.86
13.77 15.20

14.26 15.14
1000000 15.59
13.96 16.03

13.6 e A 16.55
-

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 1

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

6.42 71.55 ng 5010930 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 737 (6.422 min): BF115044.D (-731) (-) m/z 132.00 100.00%
132
5000
68
96 VA ba A0 f RO & RO
40 54 J 6.00 6.20 6.40 6.60 6.80
e LA 207 Tn/z 134.00 34.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

600 6.20 640 660 6.80
m/z 68.00 30.58%

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

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
ARSI S 1SS
117 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 19.06%
39 91
AN Wl WY
l | | m | m
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e BEaasm e
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.81%
97
5000
70
31 52
T L e S | G
m/z--> 20 40 60 80 100 120 140 160 180 200 6. OO 6.20 6. 40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.40 ng 573511 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2019 (13.962 min): BF115044.D (-2008) (-) m/z 57.00 100.00%

g7
85
5000

| W¢wm7 13.60 13.80 14.00 14.20
B § ‘HJ L2l 225 267 295 824 m/z 71.05  77.29%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

13.60 13.80 14.00 14.20
m/z 43.00 62.41%

29 113
| |y [ 141,169 197 225 253 295 323 367
S e = B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
g5 13.60 13.80 14.00 14.20
5000 m/z 85.10 57.48%
29 113
UL LT 141 160 197 205 253 206
N e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R e R N N
57 13.60 13.80 14.00 14.20
m/z 41.00 24 .23%
5000 P
29
)| (M8 141 169 197 225 253 281 309 337 365 394

II‘I T I LI B B I I T I I I T T T I T T T IIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.26 15.92 ng 1234500 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2070 (14.262 min): BF115044.D (-2062) (-) m/z 57.00 100.00%
g7
85
5000
J | |113 141 169 197 225 253 295 323 14.00 14.20 14.40 14,60 _
b T 0097 225 253 295 828 m/z 71.05 76.73%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85

14.00 14.20 14.40 14.60
m/z 43.00 59.37%

113
2?] Ll |77 242 169 197 225 267 205 365 393
A e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.00 14.20 14.40 14.60
5000 m/z 85.10 58.79%
29 113
UL )y i) 241 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57 14.00 14.20 14.40 14.60
m/z 55.00 22.89%
5000 85
29 113
L L 777,141 169 197 225 254

T |
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .56 30.16 ng 2075890 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2121 (14.562 min): BF115044.D (-2112) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
—_— .|, 1| 'l.-' L2 197 225 253 295 337 365 ns7 71.10  76.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AN A B SR
14.20 14.40 14.60 14.80
m/z 85.05 60.52%
29 113
J | L i 1] | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 43.00 57 .93%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> §o 100 150 260 2%0 360 3%0
Abundance #83028: Hexadecane
57 14.20 14.40 14.60 14.80
m/z 55.00 21.57%
5000 85
29 ] l ‘ 11%3 141 169 197 226
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 300 351;0 14.'20 14.40 14.60 14.I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .86 32.14 ng 2211970 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2172 (14.862 min): BF115044.D (-2165) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.60 14.80 15.00 15.20
ol L. , l| Ly, 0297 225 258 295 337 365 | sz 71.05  77.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 85.05 59.53%
29‘ 13 .
] L gy 169 107 225 253 282
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 59.08%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .40%
85
5000
29 113
BNy J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061419\
Data File : BF115044.D

Aca On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 10.52 ng 723767 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2371 (16.033 min): BF115044.D (-2362) (-) m/z 57.00 100.00%
57
85
5000
11 “113 141 169 197 221 253 281 - 15.80 16.00 16.20 16.40
el b P P07 221 258 281 385 gz 71.10  76.78%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.80 16.00 16.20 16.40
113 m/z 43.00 56.65%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
85 15.80 16.00 16.20 16.40
5000 m/z 85.05 55.86%
29 113
LU {77,241 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57 15.80 16.00 16.20 16.40
m/z 55.00 21.56%
5000 85
113
S e T A I VA< I S B SRS |
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061419\
Data File : BF115044.D

Acq On : 14 Jun 2019 17:19

Operator : HP/JU

Sample - K3369-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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]
unknown6 .42 6.42 71.5 ng 5010930 1 6.65 1400740 20.0
Hexacosane 13.96 7.4 ng 573511 5 13.77 1550790 20.0
2-methyloctacosane 14.26 15.9 ng 1234500 5 13.77 1550790 20.0
Heneicosane 14.56 30.2 ng 2075890 6 15.14 1376520 20.0
Eicosane 14.86 32.1 ng 2211970 6 15.14 1376520 20.0
Heptadecane, 9-oc... 16.03 10.5 ng 723767 6 15.14 1376520 20.0
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