LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35 Instrument :
Operator : CG/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i L1164-06 Qvossoxgsz
ALS Vial : 21 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-BF012020.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 2.216 13 22 28 rBvY 2408269 3284695 31.05% 3.046%
2 5.104 505 513 520 rBVY 1551655 2114968 19.99% 1.961%
3 5.504 576 581 584 rBY 8956693 9489637 89.70% 8.800%
4 6.504 745 751 754 rBVY 8723906 9951816 94.07% 9.228%
5 6.651 771 776 779 rBVY 10295626 10133362 95.78% 9.396%
6 6.881 811 815 818 rBVY 3606178 2885759 27.28% 2.676%
7 7.040 837 842 845 rBVY 9400300 8144295 76.98% 7 .552%
8 7.440 904 910 913 rBVY 6178839 6111497 57.77% 5.667%
9 8.163 1028 1033 1036 rBvV 4024861 3455365 32.66% 3.204%
10 9.239 1210 1216 1219 rBV 11754995 10579431 100.00% 9.810%

11 9.628 1279 1282 1285 rBV 621655 485530 4_59% 0.450%
12 9.916 1325 1331 1334 rBV 3949460 3398113 32.12% 3.151%
13 9.951 1334 1337 1340 rVB 127803 123133 1.16% 0.114%
14 10.463 1421 1424 1427 rBV 144253 122425 1.16% 0.114%
15 10.704 1460 1465 1468 rBV 6320569 5622534 53.15% 5.214%

16 10.828 1483 1486 1488 rBV 115873 116993 1.11% 0.108%
17 11.404 1580 1584 1586 rBV 3124808 2975129 28.12% 2.759%
18 11.428 1586 1588 1591 rVvV 1382226 1101016 10.41% 1.021%
19 11.475 1591 1596 1599 rVB 412052 380392 3.60% 0.353%
20 11.622 1617 1621 1625 rBV2 104474 123042 1.16% 0.114%

21 11.927 1670 1673 1678 rVB 625179 522047 4._.93% 0.484%
22 12.016 1684 1688 1690 rBV2 232528 222869 2.11% 0.207%
23 12.498 1765 1770 1774 rBV5 118033 230212 2.18% 0.213%
24 12.610 1786 1789 1793 rBV 1810817 1635759 15.46% 1.517%
25 12.710 1803 1806 1812 rBV6 139967 211848 2.00% 0.196%

26 12.839 1823 1828 1831 rBV 1538113 1590611 15.03% 1.475%
27 12.986 1849 1853 1856 rBV 9995893 8569926 81.01% 7.947%
28 13.169 1882 1884 1887 rVB 188406 157835 1.49% 0.146%
29 13.233 1891 1895 1898 rVVv2 206097 272040 2.57% 0.252%
30 13.469 1933 1935 1941 rVB2 121077 137337 1.30% 0.127%

31 13.569 1949 1952 1954 rBV 218769 203734 1.93% 0.189%
32 13.880 2002 2005 2015 rVB2 1372677 1565486 14.80% 1.452%
33 14.039 2027 2032 2034 rBV2 3317588 3650836 34.51% 3.385%
34 14.063 2034 2036 2039 rVB 705579 532503 5.03% 0.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

3?22'6 i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.210 2059 2061 2066 rVB2 503923 482585 4._.56% 0.447%

36 14.516 2110 2113 2116 rBV 810063 727190 6.87% 0.674%
37 14.827 2163 2166 2169 rBV 726673 711296 6.72% 0.660%
38 15.080 2206 2209 2219 rVB 631537 1293699 12.23% 1.200%
39 15.168 2221 2224 2235 rVB2 764139 1082645 10.23% 1.004%
40 15.386 2258 2261 2267 rVB 356476 429430 4._.06% 0.398%

41 15.445 2268 2271 2277 rBV 430714 508611 4.81% 0.472%
42 15.510 2278 2282 2286 rBV 1790001 2166756 20.48% 2.009%
43 15.998 2363 2365 2370 rVB 308192 337517 3.19% 0.313%

Sum of corrected areas: 107841904
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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\BF012020\

BF118611.D

21 Jan 2020 00:35

CG/JuU

L1164-06

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF118611.D

6.65

5.50 6.50

5.10

7.04

6.88

7.44

0 j\
Time-->

4.50 5.00

5.50

Abundance

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF118611.D

10.70

8.16 9.92

11.40

11.43

A4

9.63

.95 10.46 |{10.83

12611284

11,93
o 1502 12.5002.7 13323

12.99

Time-->

12.00

10.00

11.00

11.50

10.50

9.50

12.50

13.00

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF118611.D

I
17.00 17.50

15.00

15.50

16.00 16.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.

2.22 22.76 ng 3284700 1,4-Dichlorobenzene-d4 6.88
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

Abundance Scan 23 (2.222 min): BF118611.D (-13) (-) m/z 73.10 100.00%
3
5000
43
55 87 ,ﬂjKﬂTWTWTWﬁTﬁTFTWF
37 | 671l 79 2.20 2.30 2.40 2.50 2.60
o149 L 6T TS e | M/Z 43.05  34.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.06%
29
'I”"P?§W"”I'”'I”§?P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.25%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 11.60%
5000 43
58
|1 A .
m/z--> 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\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.

5.10 14.66 ng 2114970 1,4-Dichlorobenzene-d4 6.88
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-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.099 min): BF118611.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 HRDE A L UL
51 | 73 83 | 480 5.00 5.20 5.40
SO SV S, m/z 59.00 52.28%
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
5000 L L L UL IR
59 480 500 520 5.40
m/z 101.10 18.85%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.65%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R REm e A R R
43 480 5.00 5.20 5.40
m/z 41.05 9.03%
5000
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

8270-BF012020.M Tue Jan 21 12:09:55 2020

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 unknown6.65 Concentration Rank 1

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

6.65 70.23 ng 10133400 1,4-Dichlorobenzene-d4 6.88

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1-l1soaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 776 (6.651 min): BF118611.D (-771) (-) m/z 131.95 100.00%
5000 68
40 ‘ 75 " 640 6.60 6.80 7.00
54 104 : : : -
..,....,....,...:l'!.‘.‘?,n..?:1:~.'.|,..':~.,..f??,....,.'!.. as il m/z 68.05  44_16%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 |||||||A||||||||||||||||
a 97 6.40 6.60 6.80 7.00
‘ 53 117 m/z 134.00 35.98%
79
S - HA O NAR - Y
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
60 .
104 6.40 6.60 6.80 7.00
5000 m/z 66.05 28.95%
3144 51 8
mmmwwmmm
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e B R
132 6.40 6.60 6.80 7.00
m/z 69.05 18.15%
5000
63
15 28 39 52 G 77 90 M g
T T [T o T e T e P T T T e T L —
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 10
R.T. EstConc Area Relative to ISTD R.T.

11.93 3.51 ng 522047 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 1673 (11.927 min): BF118611.D (-1670) (-) m/z 73.00 100.00%

5000 192

213 T T
227 256 11.60 11.80 12.00 12.20

m/z 43.10 89.19%

157171

143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 TT TT T T[T T I T [T TT T [TTTT]

11. 60 11. 80 12.00 12.20

m/z 59.95 82.73%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 A RREEREEEED Ly
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 74.06%
29
g 15 oh 214
101 143157 185
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #95851: Pentadecanoic acid R b R R E e S
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 71.72%
5000 129
29
199
193157171185 242
15
N R B

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\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Cyclopentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.88 8.58 ng 1565490 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 2005 (13.880 min): BF118611.D (-2002) (-) m/z 57.10 100.00%
5000 J\M
SR AR SUNRILE SR B
13.60 13.80 14.00 14.20
ol 251 280 308 340 366 402 432 mn/z 83.10 96 _.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 SR AR SUNILE B B
11 13.60 13.80 14.00 14.20
29 m/z 43.10 94 .84%
L “‘J\H k [189 182 20
miz-> 50 100 150 200 250 300 350 400
Abundance
57
83 SR AR SUNIE SR B
13.60 13.80 14.00 14.20
5000 11 m/z 55.10 90.90%
il 130 1% 210 o5 406
miz-> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester N B EE
4 13.60 13.80 14.00 14.20
69 m/z 69.10 82.71%
97
5000
125
J J “ H‘L l1$3 196 224
m/z--> 5'0 1(')0 1&'10 2(')0 250 3(')0 3&'30 4(')0 13.|60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Dodecane, l1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.64 ng 482585 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 93
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2061 (14.210 min): BF118611.D (-2059) (-) m/z 57.10 100.00%
g7
i M
5000
13 141 160 sgro17 13580 14100 14120 14140 1460
. .3(.4, " .ll, a0 1075 | 298279300323 354 378 403 m/z 71.10 76.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #140551: Dodecane, 1-iodo-
57
5000 AR BRI B BRI B
85 Bmmmmmmmmm
0
29‘ s 169 206 m/z 43.10 68.58%
A B s T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 54 _.25%
28
113 155 183 310
miz-> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane T B
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 22 .68%
5000
29
T j \113 141‘169 197 225 253 338
m/z--> 50 100 1%0 260 250 300 3%0 460 1380 1400 1420 1440 1J60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.98 ng 727190 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexadecane 226 C16H34 000544-76-3 91
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
Abundance Scan 2114 (14.521 min): BF118611.D (-2110) (-) m/z 57.10 100.00%
57
85
5000
U3 210 14:20 14.40 14.60 14.80
183 : : : :
ol 21t | .21 316 363 397 428451 | ns 71.10  73.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57
5000 85 LR DL B BN B
mmmmmmmm
- m/z 43.10 64 .66%
\‘ b ‘ “\ ﬂ H‘ \‘ \14\.1 169 197 225 254
m/z--> éo 100 1éo 260 250 360 3éo 460 4éo
Abundance
57
g5 14:20 14.40 14.60 14.80
5000 m/z 85.10 58.90%
29
113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400 450
Abundance #83028: Hexadecane L B
57 14.20 14.40 14.60 14.80
m/z 55.10 30.63%
5000 85 JVWAJLWWMM¢“A“”““MWJ\Jb“’
29 l J11;3 141 169 197 226
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo 1420 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Eicosane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.57 ng 711296 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Eicosane 282 C20H42 000112-95-8 94
3 Octadecane 254 C18H38 000593-45-3 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2166 (14.827 min): BF118611.D (-2163) (-) m/z 57.10 100.00%
57
85
5000
113 " 14.60 14.80 15.00 15.20
141 169 253
el b TR 97 224 £9- 281 314338364 395 422446 484 sz 71.10  77.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209567: Eicosane, 9-octyl-
43
71
5000 LB B SR L B
14.60 14.80 15.00 15.20
281 m/z 43.10 60.76%
LT s a2 T s sesze
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
85 " 14.60 14.80 15.00 15,20
5000 m/z 85.10 54 .60%
13
29 141 169 197 225 953 282
mz-> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane A R Ra B
57 14.60 14.80 15.00 15.20
m/z 41.10 21.92%
5000 85
?9 || [M13 141 160 197 905 254
mz> % 100 180 o0 2o 6 o 4k o " 14.60 14.80 15.00 15,20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 10 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.17 9.99 ng 1082650 Perylene-di12 15.51
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2224 (15.168 min): BF118611.D (-2221) (-) m/z 57.10 100.00%
57
85
5000
113 14.80 15.00 15.20 15.40
141 169
ol d b Ly 109007 200 253 204 32339 370402 442 771 10 78.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 U S DA BRI B B
mmmmmmmm
m/z 43.10 61.35%
291 ‘ L Mlﬁ31141‘169 197 225253 295323 367
m/z--> 50 100 150 260 2éo 360 3éo 460 4éo
Abundance
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.10 55.19%
29 113
141 169 197 225 253 296
m/z--> 55 160 1éo 260 250 360 3éo 460 4éo
Abundance #209566: Octacosane L Ba T o
57 14.80 15.00 15.20 15.40
m/z 55.10 22.98%
5000 85
29
(113 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 450 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 11 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.39 3.96 ng 429430 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 92
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2262 (15.392 min): BF118611.D (-2258) (-) m/z 252.10 100.00%
252
5000
55 95 123 294 365 15.00 15.20 15.40 15.60 15.80
o 195 19875 k. 295 881 70 399 436 470 | sz 253.10  33.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252
5000 LRSI BRI ISR A I
15.00 15.20 15.40 15.60 15.80
125 m/z 250.10 26.96%
50 74 99, | 150174200224

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
R e EEREE s o
15.00 15.20 15.40 15.60 15.80
5000 m/z 251.10 11.00%
126
50 74 100, | 149174200224
I I B i e L s o HNLA e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104227: Benz[e]acephenanthrylene B B E e
252 15.00 15.20 15.40 15.60 15.80
m/z 123.10 9.35%
5000
126
39 74 100, | 150174200224
B B (LA e s s o B R e e e
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

Data File : BF118611.D

Aca On - 21 Jan 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1164-06 OVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.00 3.12ng 337517  Perylene-di2 15.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91

2 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 90
3 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 89
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane, 2,6,10,14-tetramethyl- 310 C22H46 054964-82-8 87
Abundance Scan 2365 (15.998 min): BF118611.D (-2363) (-) m/z 57.10 100.00%
57
85
5000
J | _||1i3 141169 207 235 266 293316 344 376 403 433 460 15.60 15,80 16.00 16,20 16.40
(oM LR R Y U0V SN S S SRR R S all s sl m/z 71.10 92.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 | NI LI L L L LB LB L
15.60 15.80 16.00 16.20 16.40
m/z 43.10 63.09%
113
L ‘ | | 777141 183 211 239 267 296
T L T T e e o L B I R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
RS R RS o o o
85 15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 60.94%
225
113
29 141 169 196 352
R e Lt T o B e e B e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo- N e o
57 15.60 15.80 16.00 16.20 16.40
m/z 69.10 26.33%
5000 85
28
113 183
iy A s s N —
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF012020\

Data File : BF118611.D

Acg On : 21 Jan 2020 00:35

Operator : CG/JU

3?22'6 i L1164-06 QVD-SB-01-0-52
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.22 22.8 ng 3284700 1 6.88 2885760 20.0
2-Pentanone, 4-hy... 5.10 14.7 ng 2114970 1 6.88 2885760 20.0
unknown6 .65 6.65 70.2 ng 10133400 1 6.88 2885760 20.0
n-Hexadecanoic acid 11.93 3.5 ng 522047 4 11.40 2975130 20.0
Cyclopentadecane 13.88 8.6 ng 1565490 5 14.04 3650840 20.0
Dodecane, 1l-iodo- 14.21 2.6 ng 482585 5 14.04 3650840 20.0
Octadecane 14 .52 4.0 ng 727190 5 14.04 3650840 20.0
Eicosane, 9-octyl- 14.83 6.6 ng 711296 6 15.51 2166760 20.0
Hexacosane 15.17 10.0 ng 1082650 6 15.51 2166760 20.0
Benzo[e]pyrene 15.39 4.0 ng 429430 6 15.51 2166760 20.0
Heptadecane, 2,6,... 16.00 3.1 ng 337517 6 15.51 2166760 20.0
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