LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 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-BF063016.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 1.633 3 4 13 rVB 158448 244306 11.09% 1.767%
2 1.747 13 14 50 rvB 1162750 2202754 100.00% 15.929%
3 4.787 277 280 285 rBB 51045 85060 3.86% 0.615%
4 5.233 317 319 322 rBVY 1269348 1247998 56.66% 9.025%
5 6.296 409 412 415 rBV 1055193 1207883 54.84% 8.735%
6 6.410 420 422 425 rBV 1313752 1244616 56.50% 9.000%
7 6.479 426 428 430 rBV 73894 58628 2.66% 0.424%
8 6.639 440 442 444 rBB 382839 312284 14.18% 2.258%
9 6.799 453 456 458 rBV 1157136 1035559 47.01% 7.488%
10 7.210 489 492 494 rBV 839526 811439 36.84% 5.868%

11 7.930 552 555 557 rBV 390642 396366 17.99% 2.866%
12 9.005 646 649 651 rBV 1378024 1180797 53.61% 8.539%
13 9.405 681 684 686 rvB 214591 194127 8.81% 1.404%
14 9.679 705 708 709 rBV 291534 352837 16.02% 2.551%
15 10.456 774 776 779 rBV 565808 544326 24.71% 3.936%

16 10.594 786 788 792 rVB 31299 41902 1.90% 0.303%
17 11.039 825 827 828 rBV 26309 22696 1.03% 0.164%
18 11.154 834 837 840 rVB 227166 340660 15.47% 2.463%
19 12.354 940 942 944 rVB 138971 117431 5.33% 0.849%
20 12.582 959 962 963 rBvV 86111 118269 5.37% 0.855%

21 12.731 973 975 978 rVB 799283 723372 32.84% 5.231%

22 12.914 987 991 993 rBV2 19043 33634 1.53% 0.243%
23 12.971 993 996 998 rBV3 18656 23547 1.07% 0.170%
24 13.005 998 999 1006 rBV6 11908 34977 1.59% 0.253%
25 13.520 1042 1044 1045 rBvV 19309 24644 1.12% 0.178%
26 13.645 1052 1055 1058 rBV2 46812 68262 3.10% 0.494%
27 13.771 1063 1066 1071 rVVv2 374949 501467 22.77% 3.626%
28 13.874 1073 1075 1077 rBV2 24521 34449 1.56% 0.249%
29 14.765 1151 1153 1157 rBV 78026 135698 6.16% 0.981%
30 15.017 1173 1175 1178 rBV 34425 53703 2.44% 0.388%
31 15.074 1178 1180 1183 rVV 58294 82360 3.74% 0.596%
32 15.131 1183 1185 1194 rVB 188254 267683 12.15% 1.936%
33 16.388 1293 1295 1300 rVB2 23222 39584 1.80% 0.286%
34 16.754 1325 1327 1335 rVB2 18110 45397 2.06% 0.328%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13828715
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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: BF089095.D

523 6.41

1200000{ 1.75 6.80
6.30
1000000
7.21

800000
600000

400000 6.64

L.
200000

4.79 6.48

e T L

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089095.D
9(00

1200000
1000000
800000 1273

600000 10.46

400000 7.93

9.40 11.15
200000 12.35
1059 |5 somen 13
L . 11.0 128901 :

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: BF089095.D

1200000

1000000

800000

600000

13.77
400000

200000 16.39

16.75

o T T T T T T T ]

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\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.79 5.45 ng 85060 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 280 (4.787 min): BF089095.D (-277) (-) m/z 43.10 100.00%
a3
59
5000
101 LSRR RS U RN
| a3 440 4.60 4.80 5.00 5.20
A LU L o o R m/z 59.10 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA R U RN
440 4.60 4.80 5.00 5.20
m/z 101.00 24 _42%
25 3 37 | 83 gz !
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
440 460 480 500 520
5000 m/z 58.10 15.53%
55
21 37 a9 65 71 77 83 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8359: 3-Hexanol, 4-methyl- R R
59 440 4.60 4.80 5.00 5.20
m/z 41.10 10.54%
5000
31 45
87
39 69
n zsm \“\ 53 | 77 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.41 Concentration Rank 2

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

6.41 79.71 ng 1244620 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 422 (6.410 min): BF089095.D (-420) (-) m/z 132.00 100.00%
32
5000 68
20 54 ‘ 75 ® 104 6.00 620 6.40 6.60 6.80
62 : : : :
S i M .-:.-.|,....,..5.‘?,....,.'!..,.1.1?.,...., | N m/z 68.10 47.42%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 INUABEAREBE AR NN
6.00 6.20 6.40 6.60 6.80
0
31384451 78 m/z 134.00 32.37%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 31.23%
63 81
31 37 44 50 57 74 88 101 112
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine T ER A R R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.80%
5000
33 44 o g7 105
78
S O =S| O Y |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF063016.-M Tue Jul 19 16:46:18 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.48 3.75 ng 58628 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40

Abundance Scan 428 (6.479 min): BF089095.D (-426) (-) m/z 45.10 100.00%
45
5000
59
12 ISR RS RS LR
| | 104 117 6.20 6.40 6.60 6.80
S S| AR | NS HHN (S LN m/z 59.10 33.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 ISR RS LRSS
31 59 6.20 6.40 6.60 6.80
72 m/z 72.10 25.27%
e B 104 e 1%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
e
6.20 6.40 6.60 6.80
5000 59 72 m/z 43.10 15.37%
31
15 89 103 116
wwmﬁmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- e - T
45 6.20 6.40 6.60 6.80
m/z 73.10 15.20%
5000 59
31 73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tetradecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.59 2.46 ng 41902 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C16H34 000544-76-3 78
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 64
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
Abundance Scan 788 (10.594 min): BF089095.D (-786) (-) m/z 57.10 100.00%
57
43 1
5000 85
9 113 10.20 10.40 10.60 10.80 11.00

e | M/Z 71.10 75 45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane

57
43

71

5000
85 10.20 10.40 10.60 10.80 11.00

29 m/z 43.10 68.29%
99 113 127 141 155 169 198

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

Abundance
43 57
R T
71 10.20 10.40 10.60 10.80 11.00
5000 o m/z 85.10 46.30%
29
99 113 127 141 155 169 183 226
R o = S e i e
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 36.87%
43 71
5000 85
29 113
miz-> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Trifluoroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.72 ng 68262 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1055 (13.645 min): BF089095.D (-1052) (-) m/z 57.10 100.00%
q7
5000 ’J\MM
139161 05 239 ' 13.40 13.60 13.80 14.00
i m/z 55.10 96.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 111 LB BULILLE LI SRR SR
13.40 13.60 13.80 14.00
29 m/z 43.10 95.51%
L \‘ | |10 182210 2% a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 R BN BN SURLN SUMS
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 94_.17%
29
139 182 210 255 356 W\LN
mz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester AN BEa TS e L
57 13.40 13.60 13.80 14.00
83 m/z 69.10 88.34%
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089095.D

Aca On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.02 4.01 ng 53703 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzolklfluoranthene 252 C20H12 000207-08-9 91
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 83
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 76
Abundance Scan 1175 (15.017 min): BF089095.D (-1173) (-) m/z 252.10 100.00%
252
5000
125
55 81i00s I 147 174 195 224 282 365 14.80 15.00 15.20 15.40
R e e m/z 250.10 31.51%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 125.10 25.89%

125
50 74 99, | 146 174 200 224 |
e

T I
m/z--> 50 100 150 200 250 300

350

Abundance
252
126 IIIIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
5000 m/z 126.00 22.48%
43 63 g 99 150 174 198 224
L e e T e e o e S S A B S 0 B e e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252 14.80 15.00 15.20 15.40
m/z 253.10 19.15%
5000
125
17 39 74 99 , | 150 174 200 224
e B e e B e e e e e A e o e e e B e e e I T T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089095.D

Acq On 18 Jul 2016 21:41

Operator : UM/SJ

Sample : H4044-17

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.79 5.5 ng 85060 1 6.64 312284 20.0
unknown6 .41 6.41 79.7 ng 1244620 1 6.64 312284 20.0
Ethanol, 2-(2-eth... 6.48 3.8 ng 58628 1 6.64 312284 20.0
Tetradecane 10.59 2.5 ng 41902 4 11.15 340660 20.0
Trifluoroacetic a... 13.65 2.7 ng 68262 5 13.77 501467 20.0
Benzo[e]pyrene 15.02 4.0 ng 53703 6 15.13 267683 20.0
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