LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On > 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 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-BF040618.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 5.016 488 498 504 rBV 126635 165761 5.49% 0.561%
2 5.410 560 565 568 rBY 2710254 2892596 95.86% 9.794%
3 6.428 732 738 743 rBVY 2532831 3017374 100.00% 10.217%
4 6.569 757 762 765 rBVY 2921360 2980012 98.76% 10.090%
5 6.628 769 772 775 rBV 152674 115349 3.82% 0.391%
6 6.804 798 802 805 rVB 1025614 823785 27 .30% 2.789%
7 6.957 824 828 832 rVB 2421469 2229676 73.89% 7 .550%
8 7.369 892 898 901 rBVY 1897192 1812590 60.07% 6.137%
9 8.086 1016 1020 1023 rBvV 1378287 1110844 36.81% 3.761%
10 9.163 1198 1203 1206 rBvY 3371316 2929754 97 .10% 9.920%

11 9.245 1213 1217 1220 rBV2 126534 105313 3.49% 0.357%
12 9.557 1266 1270 1273 rBV 358444 305656 10.13% 1.035%

13 9.769 1304 1306 1309 rVB 79707 66845 2.22% 0.226%
14 9.839 1314 1318 1322 rVB2 1367256 1168976 38.74% 3.958%
15 9.998 1342 1345 1349 rBvV2 45277 38622 1.28% 0.131%
16 10.245 1384 1387 1389 rBV 35181 32343 1.07% 0.110%
17 10.275 1389 1392 1394 rVB 102922 83909 2.78% 0.284%
18 10.492 1423 1429 1432 rBV 32646 39953 1.32% 0.135%

19 10.627 1447 1452 1455 rBV 1899716 1732936 57.43% 5.868%
20 10.745 1469 1472 1481 rVB 104125 110231 3.65% 0.373%

21 11.192 1545 1548 1551 rBV 61001 53137 1.76% 0.180%
22 11.327 1567 1571 1573 rBV 1208094 988445 32.76% 3.347%
23 11.351 1573 1575 1577 rVB 87403 64741 2.15% 0.219%
24 11.857 1658 1661 1666 rBV 118187 116157 3.85% 0.393%
25 11.939 1671 1675 1677 rBV2 33109 35672 1.18% 0.121%
26 12.457 1760 1763 1769 rVB3 68702 60462 2.00% 0.205%
27 12.539 1773 1777 1780 rBV 140899 124468 4._.13% 0.421%
28 12.639 1790 1794 1797 rBV 90532 78211 2.59% 0.265%

29 12.769 1812 1816 1818 rVB 130810 108994 3.61% 0.369%
30 12.916 1837 1841 1845 rBV 2333322 2161637 71.64% 7.319%

31 13.010 1854 1857 1859 rVB2 62847 57817 1.92% 0.196%
32 13.098 1869 1872 1875 rVB 191565 159272 5.28% 0.539%
33 13.292 1901 1905 1908 rVB2 201627 185962 6.16% 0.630%
34 13.321 1908 1910 1914 rBV 65841 50979 1.69% 0.173%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On > 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 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-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.398 1918 1923 1927 rVB4 88730 94078 3.12% 0.319%

36 13.504 1935 1941 1945 rVB 128096 163420 5.42% 0.553%
37 13.610 1955 1959 1962 rVB2 123749 112582 3.73% 0.381%
38 13.651 1963 1966 1972 rVB2 56632 49126 1.63% 0.166%
39 13.716 1972 1977 1980 rBvV4 25522 35700 1.18% 0.121%
40 13.810 1987 1993 1996 rBV2 235240 299966 9.94% 1.016%

41 13.833 1996 1997 2002 rVB3 70819 50576 1.68% 0.171%
42 13.968 2014 2020 2023 rBV 948603 924304 30.63% 3.130%
43 13.998 2023 2025 2031 rVB2 237765 227627 7.54% 0.771%

44 14.221 2060 2063 2066 rBVY 99148 84447 2.80% 0.286%
45 14.310 2075 2078 2081 rVB2 39686 34099 1.13% 0.115%
46 14.451 2098 2102 2105 rBV2 67120 70064 2.32% 0.237%
47 14.680 2138 2141 2145 rVB5 36861 35024 1.16% 0.119%
48 14.827 2162 2166 2169 rBV3 34617 41893 1.39% 0.142%
49 14.998 2192 2195 2198 rBV 54363 70815 2.35% 0.240%
50 15.086 2207 2210 2212 rBV3 27840 37290 1.24% 0.126%
51 15.110 2212 2214 2219 rVB4 34348 38867 1.29% 0.132%
52 15.298 2243 2246 2250 rBV 34175 41560 1.38% 0.141%
53 15.357 2252 2256 2262 rBV 43126 50826 1.68% 0.172%
54 15.427 2262 2268 2272 rBV 661221 807726 26.77% 2.735%
55 15.898 2343 2348 2351 rBV 34575 46995 1.56% 0.159%
56 15.939 2351 2355 2363 rBVS8 39664 75521 2.50% 0.256%

57 17.445 2603 2611 2620 rBV10 57064 132913 4._.40% 0.450%

Sum of corrected areas: 29533898
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104322.D

3000000 6.57
5.41

6.43
2500000 6.96

2000000 7.37
1500000
6.80

1000000

500000

5.02 5.63
o—~———1T 77 T 7 T T T T T T T T T T T T 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: BF104322.D

9|16

3000000
2500000 12.92
2000000 10.63
15000001 8.09 9.84

11.33
1000000

500000 9.56

G I Y LR RN VNNCC L s
i

o et S Sl et BT B SOV P

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104322.D

3000000
2500000
2000000
1500000
1000000{ 1397

500000 1
155004 17.44

e e e e e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4

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

5.02 4.02 ng 165761 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 499 (5.022 min): BF104322.D (-488) (-) m/z 43.00 100.00%
43
59
5000
101 SR SRS L SRR
53 83 | 4.60 4.80 5.00 5.20 5.40
L L e e L B e S SR R R R m/z 59.10 56.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 21.44%
21 37 53 ‘ 67 77 83 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520 5.40
5000 m/z 58.00 16.51%
101
15 97 5 71
T "|""|??"| "'4?"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T BRamr B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.21%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 72.35 ng 2980010 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF104322.D (-757) (-) m/z 132.00 100.00%
5000 68
6 e
40 _ s | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,".'..7.,::.??...'....,..f.‘?,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 41.82%
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 N
5000 SRR RS AR SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.51%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .52%
104
66
14 27 37 4451 55 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B o e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.80%
5000 6
41 97
53 117
S VP Y 0t 7 S | | O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.63 2.80 ng 115349 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 40
5 Diethyl carbitol 162 C8H1803 000112-36-7 34

Abundance Scan 772 (6.628 min): BF104322.D (-769) (-) m/z 45.10 100.00%
45
5000 5o {
72 L
6.20 6.40 6.60 6.80 7.00
104
..,....,....,....,'.|!..,....l....,.||.'..,....??...,....,....,.. m/z 59.10 36.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 BRI SRR S
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 24 .50%
19 25 J 39, gg 104 446
mz-> 10 20 % 4 8 8 70 30 90 100 110 130
Abundance
45
SRRALNRASE SRR RARAS BAR
6.20 6.40 6.60 6.80 7.00
5000 5o m/z 73.00 15.74%
31 23
25 % 51 67 85 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
45 6.20 6.40 6.60 6.80 7.00
m/z 43.00 14 .38%
5000 59
29
15 75
"I""I'"'I"'??""I""I""I""I""I""}Q%"I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.23 ng 110231 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
Abundance Scan 1473 (10.751 min): BF104322.D (-1469) (-) m/z 57.10 100.00%
57 -
5000
% 113 15719 L 169 183 1040 10/60 1080 1100 "
m/z 71.05 79.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane
a3 ¥
5000 71 DRSS SRR
85 10,40 10.60 10.80 11.00
29 m/z 43.10 66.36%
e RS s e 1y 212
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 NN UL SN
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 51.05%
29
15 99 113 127 141 155 169 198
m/z--> 25 Jo éo 85 160 150 150 160 180 260 '
Abundance #140552: Dodecane, 1-iodo- L B e B
57 10.40 10.60 10.80 11.00
71 m/z 41.05 28.02%
5000 43 85
29 99
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 10 40 10. 60 10 80 11. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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

| 11.60 11.80 12.00 12.20
LAl e — m/z 192.10 87.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Peak Number 6 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.35 ng 116157 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 72
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 66
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 51
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 47
Abundance Scan 1662 (11.863 min): BF104322.D (-1658) (-) m/z 73.00 100.00%
7B 192
60
43
5000 129
85 98
h 5| us157171 213
il

Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L L L
11.60 11.80 12.00 12.20
0
o ”5 157171 g5 213 256 m/z 60.00 76.45%
\ “ 143 199 | 227
SR [ Y ‘W‘Mw S N . I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
R R S REEmE ma s
11.60 11.80 12.00 12.20
5000 m/z 43.05 67.64%

9% 165
39 51 63 82 115127139152 80

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

Abundance #54734: Anthracene, 2-methyl- s RRRmE B
192 11.60 11.80 12.00 12.20
m/z 57.05 66 .46%
5000
63 " | 115 139152 |
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:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1,1°-Biphenyl, 2,27,3,4,5,5... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.10 3.45 ng 159272 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.5.5"-hex... 358 C12H4CIl6 052712-04-6 99
2 1.1°-Biphenvl. 2.3.37.4.4" .5-hex... 358 C12H4CIl6 038380-08-4 99
3 2.27.3.47 .5.6-Hexachloro-1.1"-bi... 358 C12H4CIl6 068194-13-8 99
4 1.1"-Biphenvl. 2.27.3.4.4" .5"-he... 358 C12H4CI6 035065-28-2 99
52,3,3",5,5",6-Hexachloro-1,1"-bi... 358 C12H4CI6 074472-46-1 99
Abundance Scan 1872 (13.098 min): BF104322.D (-1869) (-) m/z 359.80 100.00%
290 360
5000
12.80 13.00 13.20 13.40
m/z 289.90 93.79%
m/z--> 50 100 150 200 250 300 350
Abundance #188912: 1,1'-Biphenyl, 2,2',3,4,5,5'-hexachloro-
360
290
5000
218 305 12.80 13.00 13.20 13.40
m/z 361.90 73.78%
1900 | mn |
M |2C|)1| \Lu — IHHI2I71I "Ml : Im\l —
m/z--> 50 100 150 200 250 300 350
Abundance
360
290 12.80 13.00 13.20 13.40
5000 145 m/z 287.90 68.93%
109 218
5 74 127 180 —
m/z--> 50 100 150 200 250 300 350
Abundance #188867: 2,2',3,4',5,6-Hexachloro-1,1"-biphenyl
360 12.80 13.00 13.20 13.40
m/z 218.00 51.57%
290
5000 145
218 325
Lm |
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2,3,3",4",5,5"-Hexachloro-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.29 4.02 ng 185962 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".4".5.5"-Hexachloro-1.1"-b... 358 C12H4CIl6 039635-34-2 99
2 2.3.4.47 .5.6-Hexachloro-1.1"-bip... 358 C12H4CI6 041411-63-6 99
3 2.3.3".47.5.6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-44-9 99
4 1.1°- iphenvl 2.3".4.47 .5.5"-he... 358 Cl1l2H4cCIl6 052663-72-6 99
5 1,1"-Biphenyl, 2,3,3",4,4",5-hex... 358 C12H4CI6 038380-08-4 99
Abundance Scan 1905 (13.292 min): BF104322.D (-1901) (-) m/z 359.90 100.00%
360
290
5000
13.00 13.20 13.40 13.60
m/z 361.90 79.31%
m/z--> 50 100 150 200 250 300 350
Abundance #188890: 2,3,3',4',5,5'-Hexachloro-1,1'-biphenyl
360
5000
145 290 13.00 13.20 13.40 13.60
n7 218 m/z 289.90 75.30%
: |4‘4| i 74 \Hglwl\‘l \h H\ ““ \ \H“ \‘ |2?3| — \I’\ 3|24|. —
m/z--> 50 100 200 250 300 350
Abundance
360
13.00 13.20 13.40 13.60
5000 m/z 287.90 63.73%
290
109 145 218
50 73 91 127~ 7162180 201 237255272 324
m/z--> 55 160 150 260 250 300 3%0
Abundance #188872: 2,3,3',4',5,6-Hexachloro-1,1"-biphenyl
360 13.00 13.20 13.40 13.60
m/z 357.90 51.18%
5000 290
126145 28
— ILT3HI\1I \i Ih 1?2| JI\II IM : |2ﬁ4|.| : T |3|2?||
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2,27,3,4,47,6"-Hexachloro-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.54 ng 163420 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.4.47 .6"-Hexachloro-1.1"-b... 358 C12H4CIl6 059291-64-4 99
2 1.1"-Biphenvl. 2.27.3.4.5.5"-hex... 358 C12H4CIl6 052712-04-6 99
3 1.1"-Biphenvl. 2.27.3.4.4" .5-hex... 358 C12H4CIl6 035694-06-5 99
4 1.1°-Biphenvl. 2.27.3.4".5.5"-he... 358 C12H4CI6 051908-16-8 99
5 1,1"-Biphenyl, 2,2",3,3",4,6-Hex... 358 C12H4CI6 061798-70-7 99
Abundance Scan 1940 (13.498 min): BF104322.D (-1935) (-) m/z 359.90 100.00%
360
290
5000 145 018
254 323 13.20 13.40 13.60 13.80
IR TN m/z 289.90 77.97%
m/z--> 50 100 150 200 250 300 350
Abundance #188888: 2,2',3,4,4',6'-Hexachloro-1,1'-biphenyl
360
290
5000
145 13.20 13.40 13.60 13.80
9 57 218 825 m/z 361.80 72.95%
LT e e
H H\H\\ \‘ \‘ul , Lmjl I \‘ ; I\MI — \I‘\ .H“. — Hdl ;
m/z--> ‘50 100 150 200 250 300 350
Abundance
360
145 200 13.20 13.40 13.60 13.80
5000 m/z 287.90 59.53%
218
109 325
127
s0 '3 91 163122 ) 253,571
m/z--> " 's0 100 150 200 250 300 350
Abundance #188905: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-
360 13.20 13.40 13.60 13.80
m/z 357.90 51.33%
5000 290
325
50 73 01 109127 | 163183 218 254 L
m/z--> 50 i "160" "150" "200" 250 300 "350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1,1°-Biphenyl, 2,27,3,3",4,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.44 ng 112582 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.2".3.3".4.4".6-... 392 C12H3CI7 052663-71-5 99
2 1.1"-Biphenvl. 2.2".3.4.47.5".6-... 392 C12H3CI7 052663-69-1 99
3 1.1"-Biphenvl. 2.2".3.3".4.4" .5-_._. 392 C12H3CI7 035065-30-6 99
4 2.2".3.37.4.5".6-Heptachlorobiph... 392 C12H3CI7 040186-70-7 99
5 1,1"-Biphenyl, 2,2",3,47,5,5",6-... 392 C12H3CI7 052663-68-0 99
Abundance Scan 1959 (13.610 min): BF104322.D (-1955) (-) m/z 393.80 100.00%
324
5000 162 252
359
289 13.20 13.40 13.60 13.80 14.00
N m/z 395.80  99.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #208283: 1,1'-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
324
5000
350 13.20 13.40 13.60 13.80 14.00
0
162 954 m/z 323.85 89.26%
w 1 weer M ey T owe |
m/z--> 50 100 "150" 200 250 300 350 400
Abundance
394
13.20 13.40 13.60 13.80 14.00
5000 324 m/z 321.90 61.84%
359
w73 g 126 82 1955, P2 og9
m/z--> 50 100 150 200 250 300 350 400
Abundance #208263: 1,1'-Biphenyl, 2,2',3,3',4,4',5-heptachloro- S
394 13.20 13.40 13.60 13.80 14.00
m/z 325.90 61.58%
324
5000
359
162 254
4 73,98 %0, | e | 29 |
m/z--> 50 1(')0 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 6.49 ng 299966 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1993 (13.810 min): BF104322.D (-1987) (-) m/z 57.10 100.00%

5000

:

230 R R AR R
13.40 13.60 13.80 14.00 14.20

m/z 83.05 93.57%

126 153 181 202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

-

5000 TT T T [T T T T [T T T T [TTTT[TT
1340 13.60 13.80 14.00 14.20
m/z 55.05 93.20%
29 139
Il 167182 210 238 266 294
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 97.10 90.60%
29
126
154 182 210 238 266

m@ﬂmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol A BAAE mEa e e
13.40 13.60 13.80 14.00 14.20
m/z 43.05 89.98%

i

5000

29 139

! 167182 210 238 264280 308
T T R EEEEEEEEEEEE s
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 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104322.D

Aca On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample : J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 13 unknownl7.44 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17 .44 3.29 ng 132913 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 27
2 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 22
3 Isolonaifolene. 7.8-dehvdro-8a-h... 220 C15H240 1000155-43-1 14
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 14
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 14
Abundance Scan 2610 (17.439 min): BF104322.D (-2603) (-) m/z 43.10 100.00%
5000
" 17.20 17.40 17.60 17.80
m/z 95.00 74 _.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43
5000 L B BRI B B
ﬂ%ﬂ%ﬂmﬂ%
. 99 )15 m/z 55.05 65.34%
121 145
— ““ I“" h. \‘I‘\ .‘““‘,M“.““l‘“ IIH\IHMI \h‘l?llllgl .“. I 25‘} |2|83| |3|2\|6| S
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 107 394
81 145 283 RO DA A B B
17.20 17.40 17.60 17.80
5000 s 309 361 m/z 145.05 57.07%
173 255 337
233
m/z--> 55 160 150 200 250 300 3%0 460
Abundance #77575: Isolongifolene, 7,8-dehydro-8a-hydroxy-
159 205 17.20 17.40 17.60 17.80
m/z 105.00 54 _78%
91 131
41
5000
L R —
m/z--> 50 100 150 200 250 %o 350 400 ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104322.D

Acq On : 6 Apr 2018 22:49

Operator : JU/SJ

Sample - J2212-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 4.0 ng 165761 1 6.80 823785 20.0
unknown6 .57 6.57 72.3 ng 2980010 1 6.80 823785 20.0
Ethanol, 2-(2-eth... 6.63 2.8 ng 115349 1 6.80 823785 20.0
Pentadecane 10.75 2.2 ng 110231 4 11.33 988445 20.0
n-Hexadecanoic acid 11.86 2.4 ng 116157 4 11.33 988445 20.0
1,1*-Biphenyl, 2,_... 13.10 3.5 ng 159272 5 13.97 924304 20.0
2,3,3",47,5,5"-He... 13.29 4.0 ng 185962 5 13.97 924304 20.0
2,27,3,4,47,6"-He_... 13.50 3.5 ng 163420 5 13.97 924304 20.0
1,1*-Biphenyl, 2,_... 13.61 2.4 ng 112582 5 13.97 924304 20.0
1-Heneicosanol 13.81 6.5 ng 299966 5 13.97 924304 20.0
unknownl7 .44 17 .44 3.3 ng 132913 6 15.43 807726 20.0
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