LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 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-BF041717 .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 3.013 171 183 186 rBVY 7342369 16433151 47.75% 16.171%
2 3.937 336 340 347 rBV 384002 423553 1.23% 0.417%
3 4.013 347 353 356 rBY 3368702 3849716 11.19% 3.788%
4 4.343 405 409 431 rBVY 1707293 2582735 7 .50% 2.542%
5 5.407 586 590 607 rBY 1913681 2539826 7.38% 2.499%
6 5.531 607 611 617 rVB 2518487 2610544 7.59% 2.569%
7 5.766 648 651 653 rvv 550973 542251 1.58% 0.534%
8 5.790 653 655 661 rVB 624226 512149 1.49% 0.504%
9 5.860 664 667 676 rvVv 457607 456107 1.33% 0.449%
10 5.948 676 682 690 rVB 2069088 2139180 6.22% 2.105%

11 6.419 757 762 765 rBV 1576743 1520212 4.42% 1.496%
12 7.260 901 905 908 rvv 768329 683260 1.99% 0.672%
13 8.513 1113 1118 1122 rBV 455078 402062 1.17% 0.396%
14 8.584 1125 1130 1133 rVV 2661069 2457083 7.14% 2.418%
15 8.842 1170 1174 1179 rVB 592953 601819 1.75% 0.592%

16 8.948 1188 1192 1196 rBV 650200 633087 1.84% 0.623%
17 9.231 1234 1240 1243 rBV2 877569 963838 2.80% 0.948%
18 9.395 1261 1268 1272 rBV2 747735 800404 2.33% 0.788%
19 10.072 1379 1383 1388 rVB 573797 575974 1.67% 0.567%
20 10.378 1430 1435 1441 rBV 1203778 1373633 3.99% 1.352%

21 10.795 1484 1506 1509 rBV7 5663973 34414178 100.00% 33.865%
22 11.007 1536 1542 1550 rBV 3709137 7419780 21.56% 7.301%
23 11.072 1550 1553 1557 rVB 392542 410582 1.19% 0.404%
24 11.236 1577 1581 1583 rBV 539207 600766 1.75% 0.591%
25 11.272 1583 1587 1590 rVV 2133341 2220511 6.45% 2.185%

26 11.325 1590 1596 1600 rvVv 663205 638531 1.86% 0.628%
27 11.372 1600 1604 1610 rVV2 371978 458322 1.33% 0.451%
28 11.466 1616 1620 1628 rVV 413705 521081 1.51% 0.513%
29 11.960 1697 1704 1705 rvv2 353681 491397 1.43% 0.484%
30 11.977 1705 1707 1711 rVV2 453740 560595 1.63% 0.552%

31 12.719 1828 1833 1837 rBV 2030029 2200463 6.39% 2.165%
32 12.995 1874 1880 1883 rVB 1692488 1986373 5.77% 1.955%
33 13.195 1909 1914 1920 rBV 1534596 1796850 5.22% 1.768%
34 14.466 2125 2130 2134 rBV2 937982 1479484 4_30% 1.456%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.507 2134 2137 2146 rVB 768597 970168 2.82% 0.955%
36 14.936 2207 2210 2218 rVB2 551993 688890 2.00% 0.678%
37 15.707 2336 2341 2343 rBV 639787 884658 2.57% 0.871%
38 15.989 2386 2389 2393 rBV 369122 429268 1.25% 0.422%
39 16.048 2395 2399 2405 rVvVv 524975 589605 1.71% 0.580%
40 16.107 2405 2409 2411 rBV 316069 357392 1.04% 0.352%

41 17.395 2623 2628 2636 rVB2 216584 402445 1.17% 0.396%

Sum of corrected areas: 101621923
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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:\HPCHEMI\BNA F\DATA\BF042817\

BFO

94691.D

28 Apr 2017 18:44

SJ/
128

12

MA
70-01

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 12

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

3.94 15.62 ng 423553 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.943 min): BF094691.D (-336) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R 1 S S
3.60 3.80 4.00 4.20
83.0
el el 690830 | h/7 59.00  61.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SERARSSSUASINAEEERARRRE
59.0 3.60 3.80 400 420
0
150 a0 1010 m/z 101.10 23.50%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
360 380 400 420
5000 m/z 57.95 14 .73%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 3.60 3.80 4.00 4.20
m/z 41.05 8.56%
5000
101.0
150 310 || %80 69,0 86.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Benzene, chloro- Concentration Rank 4

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

4.01 141.99 ng 3849720 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 96
2 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 17
3 3-Nitropvrrole 112 C4H4N202 005930-94-9 9
4 Cevane-3.4.6.7.14.15.16.20-octol... 793 C41H63N014 000143-57-7 9
5 N-(4-1odo-2-methyl-phenyl)-2-(4-... 372 C15H211IN20 247592-54-7 9

Abundance Scan 352 (4.007 min): BF094691.D (-347) (-) m/z 111.95 100.00%
119.0
77.0
5000
51.0
38.0 3.60 3.80 4.00 4.20 4.40
Ol oS il 880 970 WL Tm/z 76.95  61.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6348: Benzene, chloro-
112.0
77.0
5000 IRESENRABEREBINUADE NS
3m:m04m 4.20 4.40
51.0 m/z 114.00 33.35%
150 270 380 W‘ 610 |, 860 97.0 I}
mz> 1 30 % 4 s e T 8 % 100 11 1%
Abundance
112.0
360 3.80 400 420 4.40
5000 m/z 51.00 20.81%
84.0
64.0
29.0 39.0 530 73.0 94.0
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6216: 3—Nitr0pyrr0|e | NS NI L L A B
112.0 3.60 3.80 4.00 4.20 4.40
m/z 50.00 19.19%
5000 39.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 360 3130 4.00 4'20 4210
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.53 Concentration Rank 5

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

5.53 96.29 ng 2610540 1,4-Dichlorobenzene-d4 5.77
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 611 (5.531 min): BF094691.D (-607) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || aso " sort 55 5k 5o 5k |
SRSt O | IO N 07 SN [ . m/z 68.10 39.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A UL U R
5.20 540 5.60 5.80
310 510 ‘ m/z 134.00 32.53%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.00 23.29%
104.0
140 270 300 510 600770 g9, 115.0
wwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- ..,....,/.k...,....,....,
132.0 5.20 5.40 5.60 5.80
m/z 69.05 15.44%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 10 % 30 40 50 6 70 80 % 100 110 130 130 140 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1-Hexanol, 2-ethyl- Concentration Rank 9

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

5.86 16.82 ng 456107 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 45
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45

Abundance Scan 667 (5.860 min): BF094691.D (-664) (-) m/z 57.05 100.00%
57.0
5000 410
70.1 831
98.1 5.60 5.80 6.00 6.20
...,....,....,....',!...,..I:,....'!....,.'!..,...! e || M7z 41.05  38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 560 580 6.00 6.20
270 70.0 83.0 m/z 43.05 31.29%
"'%ﬂf?P"'P"'I“"I”"I'”'I'“'I"” '?ﬁ ?'El?'ﬁ SN AR RARS BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
5.60 5.80 6.00 6.20
5000 m/z 55.05 25.16%
41.0
70.0
27.0 830 20 1100 143.0 161.0
ER I AL N KRR RARE) AR AL RARAA R LARA) RALLS LA LARAS SALM AR EAARY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13668: 2-Propyl-1-pentanol
57.0 5.60 5.80 6.00 6.20
m/z 70.10 20.59%
5000 41.0
70.0
83.0
i I 280 1120
m/z--> 10 20 30 4'0 50 6|0 7'0 8IO 90 100 110 120 130 140 150 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Pyridine, 3,5-dichloro- Concentration Rank 15

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

8.51 10.05 ng 402062 Acenaphthene-d10 9.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3.5-dichloro- 147 C5H3CI2N 002457-47-8 60
2 Pvridine. 2.5-dichloro- 147 C5H3CI2N 016110-09-1 37
3 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 27
4 2.5-Dimethvlbenzoxazole 147 C9HONO 005676-58-4 25
5 Benzenebutanoic acid, .alpha.,.g... 220 C12H1204 006296-54-4 25

Abundance Scan 1117 (8.507 min): BF094691.D (-1113) (-) m/z 147.00 100.00%
147.0
5000 111.0
g0 70
8.20 8.40 8.60 8.80
B 22T Tm/z 149.00 68.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22342: Pyridine, 3,5-dichloro-
147.0
5000 112.0
8.20 8.40 8.60 8.80
50.0 85.0 m/z 111.00 45.92%
"”?QQW'ﬁ'L'”IH'W'”'P'”I”“W'”"“"'”I”'W'”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147.0
112.0
8.20 8.40 8.60 8.80
5000 500 76.0 m/z 77.00 30.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22486: 2H-Benzotriazole, 2-ethyl-
91.0 147.0 8.20 8.40 8.60 8.80
m/z 51.00 22 .50%
5000
64.0
210 ‘ ‘ 119.0
N | I | i | | |
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 8.0 840 860 880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Cyclohexene, .gamma.-3,4,5,... Concentration Rank 13

R.T. EstConc Relative to ISTD

601819 Acenaphthene-d10

MW  MolForm
1 Cvclohexene. .acgamma.-3.4.5.6-tet... 218 C6H6CI4 000319-81-3 72
2 Pvridine. 3.5-dichloro- 147 C5H3CI2N 002457-47-8 49
3 Pvridine. 2.6-dichloro- 147 C5H3CI2N 002402-78-0 49
4 2H-Indazol-3-amine. 2-methvl- 147 C8HON3 097990-19-7 22
5 3,4-Dichloropyridine 147 C5H3CI2N 1000305-88-9 22

Abundance Scan 1174 (8.842 min): BF094691.D (-1170) (-) m/z 147.00 100.00%
147.0
5000
8.60 8.80 9.00 9.20
m/z 149.00 68 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76039: Cyclohexene, .gamma.-3,4,5,6-tetrachloro-
147.0
111.0
77.0
5000
51.0 8.60 8.80 9.00 9.20
0
‘ ‘ ‘ ‘ 183.0 m/z 111.00 46.38%
SN N SCUN | UNAVRRY  N |  — 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
147.0
8.60 8.80 9.00 9.20
5000 112.0 m/z 77.00 31.34%
50.0 85.0
26.0
T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22345: Pyridine, 2,6-dichloro-
112.0 147.0 8.60 8.80 9.00 9.20
m/z 122.00 30.82%
5000 76.0
50.0
26.0 |
”..“H.M.JLW.”U,M..“.Jw..” i R EEERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-Ethylhexyl mercaptoacetate Concentration Rank 11

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

8.95 15.82 ng 633087 Acenaphthene-d10 9.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 87
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 64
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 59
4 Decane. 4-methvl- 156 C11H24 002847-72-5 53
5 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1000309-38-5 53

Abundance Scan 1192 (8.948 min): BF094691.D (-1188) (-) m/z 57.05 100.00%
57.0
5000 4111
112.1
83.0 8.60 8.80 9.00 9.20
145.1
IR 1 £ L. AL 160 m/z 71.10 69.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63704: 2-Ethylhexyl mercaptoacetate
57.0
43.0
5000
8.60 8.80 9.00 9.20
112.0 m/z 43.05 59.72%
1P “‘ L %60 | 10601501610
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
8.60 8.80 9.00 9.20
5000 430 m/z 41.10 40.38%
12.0 270 850  M20 10 16901840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19160: Octane, 3-ethyl-
43.0 57.0 8.60 8.80 9.00 9.20
m/z 55.05 29 .50%
5000
270 112.0
\‘ o 80 e70 | 1420 %\Jw
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 .delta.-Lindane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.80 1145.68 ng 34414200 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .delta.-Lindane 288 C6H6CI6 000319-86-8 94
2 .alpha.-Lindane 288 C6H6CI6 000319-84-6 94
3 .beta.-Hexachlorocvclohexane 288 C6H6CI6 000319-85-7 91
4 Cvclohexene. 1.3.4.5.6-pentachlo... 252 C6H5CI5 000319-94-8 90
5 3,4,5-Trichloropyridine 181 C5H2CI3N 033216-52-3 52

Abundance Scan 1507 (10.801 min): BF094691.D (-1484) (-) m/z 181.00 100.00%
184.0
218.9
5000
10.40 10.60 10.80 11.00 11.20
ol 2539 2898 ./77183.00 95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134806: .delta.-Lindane
181.0  219.0
109.0
5000 DR SR UG BN
10.40 10.60 10.80 11.00 11.20
m/z 218.90 66.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
183.0 219.0
1o 1040 10160 10,80 1100 1120
5000 m/z 216.90 50.64%
51.0 85.0 145.0
27.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134813: .beta.-Hexachlorocyclohexane e
109.0 183.0 10.40 10.60 10.80 11.00 11.20
51.0 910.0 m/z 111.00 39.11%
85.0 '
5000
145.0
26.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1Quolid%olid§oliibbliféd

8270-BF041717.M Mon May 01 17:49:11 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 _.alpha.-Lindane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.01 247.01 ng 7419780 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.alpha.-Lindane 288 C6H6CI6 000319-84-6 96
2 .beta.-Hexachlorocvclohexane 288 C6H6CI6 000319-85-7 91
3 Lindane 288 C6H6CI6 000058-89-9 90
4 .delta.-Lindane 288 C6H6CI6 000319-86-8 76
5 Benzonitrile, 2-bromo- 181 C7H4BrN 002042-37-7 35

Abundance Scan 1543 (11.013 min): BF094691.D (-1536) (-) m/z 181.00 100.00%

109.0 18

5000

10.60 10.80 11.00 11.20 11.40
m/z 109.00  95.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134811: .alpha.-Lindane

181.0 219.0

-

5000
10.60 10.80 11.00 11.20 11.40

m/z 182.95 93 .55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0 181.0 219.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 218.90 77.65%
5.0 830 145.0 254.0
27.0 290.0
mﬂm@mﬁm@
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134800: Lindane
109.0 181.0 219.0 10.60 10.80 11.00 11.20 11.40

m/z 111.00 76.78%

5000

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20 11.40

8270-BF041717.M Mon May 01 17:49:12 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.96 16.36 ng 491397 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1704 (11.960 min): BF094691.D (-1697) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.1

11.60 11.80 12.00 12.20
m/z 60.00 88.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T LA L I L B L L BLLLB B

11. 60 11. 80 12. OO 12.20

)
157.0 g5 2130 256.0 m/z 43.05 88.08%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
T
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 76.75%
171.0
97.0 214.0
152. 0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B A T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 68.91%
B T “N/Lw
15.0 L“HQ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF041717.M Mon May 01 17:49:13 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 14 A4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.98 18.66 ng 560595 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 38
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 33

Abundance Scan 1707 (11.977 min): BF094691.D (-1705) (- m/z 190.10 100.00%
19p.1 W
5000
11.60 11.80 12.00 12.20
o 122.0139.0 m/z 189.10 92.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 192.10 36.83%
390 630 || 1110 1370 1630 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39.0 190.0
oo 1160 11180 1200 1220
5000 65.0 115.0133.0 1610 m/z 191.10 36.46%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0 11.60 11.80 12.00 12.20
m/z 94.50 28.63%
5000 122.0
162.0
1 0 ‘ 660 7
“‘ \H MM\\ M\l\”‘lul ‘Hl"l‘ 139Q‘ .‘.... ..‘..,....,... o =S
m/z--> 100 120 140 160 180 200 220 1160 11.80 12,00 12.20

8270-BF041717.M Mon May 01 17:49:14 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094691.D

Aca On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample : 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 15 unknownl14.94 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.94 9.31 ng 688890 Chrysene-di12 14.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S 1000309-19-7 46
2 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 46
3 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 43
4 Oxalic acid. bis(2-ethvlhexvl) e... 314 C18H3404 1000309-39-0 43
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 43
Abundance Scan 2211 (14.942 min): BF094691.D (-2207) (-) m/z 57.10 100.00%
51.1
5000 164.0 _/A__AA_A/\,A_}{Vﬁ~,ﬁ\ﬁ-wM_~
113.1 276.1 LA U SRR UM B
2411 406.3 14.60 14.80 15.00 15.20
. HJ . L doh j2os1 2l | sie2 49031 o000 75.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207560: Sulfurous acid, 2-ethylhexyl tetradecyl ester
57.0
5000 UL SUNI SN B
14.60 14.80 15.00 15.20
113.0 m/z 43.10 50.25%
270 | || . | 1550 1070
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 164 .00 48.47%
113.0
27.0 183.0
mz-> 50 100 150 200 250 300 350 400
Abundance #113725: Sulfurous acid, 2-ethylhexyl pentyl ester RRREEEEEE S LSS S S
57.0 14.60 14.80 15.00 15.20
m/z 182.00 36.07%
5000
20l |y, e
| ! |
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF041717.M Mon May 01 17:49:14 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094691.D

Acq On : 28 Apr 2017 18:44

Operator : SJ/MA

Sample - 12870-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 15.6 ng 423553 1 5.77 542251 20.0
Benzene, chloro- 4.01 142 .0 ng 3849720 1 5.77 542251 20.0
unknown5 .53 5.53 96.3 ng 2610540 1 5.77 542251 20.0
1-Hexanol, 2-ethyl- 5.86 16.8 ng 456107 1 5.77 542251 20.0
Pyridine, 3,5-dic... 8.51 10.1 ng 402062 3 9.40 800404 20.0
Cyclohexene, .gam... 8.84 15.0 ng 601819 3 9.40 800404 20.0
2-Ethylhexyl merc... 8.95 15.8 ng 633087 3 9.40 800404 20.0
-delta.-Lindane 10.80 1145.7 ng 34414200 4 11.24 600766 20.0
-alpha.-Lindane 11.01 247.0 ng 7419780 4 11.24 600766 20.0
n-Hexadecanoic acid 11.96 16.4 ng 491397 4 11.24 600766 20.0
4H-Cyclopenta[def... 11.98 18.7 ng 560595 4 11.24 600766 20.0
unknownl14 .94 14.94 9.3 ng 688890 5 14.48 1479480 20.0
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