LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 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-BF122116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.721 245 248 267 rVB 1439963 2127180 44.44% 4.887%
2 5.190 287 289 303 rBVY 3360718 3831744 80.05% 8.803%
3 6.264 380 383 385 rBVY 3742748 4191226 87.56% 9.629%
4 6.367 390 392 395 rVV 4426779 4027742 84.14% 9.253%
5 6.596 409 412 414 rBV 1138613 1129777 23.60% 2.595%
6 6.744 423 425 428 rBVY 2315783 2935798 61.33% 6.744%
7 7.167 459 462 464 rBV 2541460 2665421 55.68% 6.123%
8 7.876 522 524 527 rBVY 1087947 1327880 27.74% 3.051%
9 8.962 616 619 621 rBY 4865714 4786901 100.00% 10.997%
10 9.362 652 654 656 rBY 1208640 1022410 21.36% 2.349%
11 9.579 671 673 675 rBV 59490 54222 1.13% 0.125%

12 9.625 675 677 680 rvV 1679261 1757789 36.72% 4.038%
13 10.082 713 717 718 rBV 89870 115157 2.41% 0.265%
14 10.299 733 736 739 rBV 42890 78091 1.63% 0.179%
15 10.413 744 746 749 rBV2 2176304 2776249 58.00% 6.378%

16 10.550 755 758 762 rBV 154017 197910 4._.13% 0.455%

17 10.996 795 797 798 rBvV2 96508 91023 1.90% 0.209%
18 11.099 804 806 809 rBV 1230364 1758829 36.74% 4.041%
19 11.351 826 828 832 rvB2 28723 48969 1.02% 0.112%

20 11.659 853 855 858 rvv2 494771 493173 10.30% 1.133%

21 11.716 858 860 866 rvB2 38939 80943 1.69% 0.186%
22 12.311 910 912 914 rVB 170189 147921 3.09% 0.340%
23 12.436 922 923 929 rBV 76381 113246 2.37% 0.260%
24 12.539 929 932 934 rvv 139377 150120 3.14% 0.345%
25 12.688 943 945 948 rVB 2636519 3162395 66.06% 7.265%

26 12.939 963 967 968 rBvV2 49344 62670 1.31% 0.144%
27 13.602 1022 1025 1034 rBV2 261906 403167 8.42% 0.926%
28 13.728 1034 1036 1039 rBV 832093 1043888 21.81% 2.398%
29 14.242 1076 1081 1086 rBV3 54952 141346 2.95% 0.325%

30 14.517 1101 1105 1108 rBV 29964 56679 1.18% 0.130%
31 14.585 1108 1111 1114 rVB 93384 101496 2.12% 0.233%
32 14.642 1114 1116 1119 rVB 70862 70098 1.46% 0.161%
33 14.734 1121 1124 1127 rBV 55088 110820 2.32% 0.255%
34 14.814 1129 1131 1132 rBV 49054 60976 1.27% 0.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 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-BF122116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.837 1132 1133 1138 rVB3 40804 76813 1.60% 0.176%
36 15.042 1149 1151 1153 rBV 43480 55607 1.16% 0.128%
37 15.088 1153 1155 1158 rBV 704699 877172 18.32% 2.015%
38 15.499 1188 1191 1193 rBV 58124 86353 1.80% 0.198%
39 15.557 1193 1196 1199 rBV3 30489 81249 1.70% 0.187%
40 16.162 1246 1249 1253 rBV4 26142 53801 1.12% 0.124%

41 16.345 1261 1265 1268 rBVY 45382 104662 2.19% 0.240%
42 16.471 1272 1276 1279 rVV6 30235 120581 2.52% 0.277%
43 16.551 1279 1283 1284 rVV2 101842 231122 4._.83% 0.531%
44 16.585 1284 1286 1292 rVB 245792 504548 10.54% 1.159%
45 16.814 1302 1306 1312 rBV3 67093 165102 3.45% 0.379%

46 17.648 1376 1379 1384 rVB4 16678 48515 1.01% 0.111%

Sum of corrected areas: 43528781
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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\BF011217\

BF092222.D

12 Jan 2017 22:05

UM/SsJ

11030-13

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF092222.D
6.37

6.26
5.19

7.17
6.74

4.72
6.60

o=

Time-->  2.00

2.50

3.00

3.50

4.00

T
4.50 5.00

5.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF092222.D

8|96

12.69
10.41

9.62
11.10

11.66
11/L0 11.35 ‘ﬁ;‘jz 12,(?%34’7454

12.94

9. 10.081.3¢|10-55
A Y

13.6(

01—
Time-->

13.00

9.50

10.00

10.50 11.00 11.50 12.00 12.50

13.50

Abundance

4000000

3000000

2000000

10000008.73

TIC: BF092222.D

15.09

14.24 1445BaaaR05 )4

15586 1&1663@%&%?}351 17.65

o

Time-->

18.00 18.50

16.50

17.00 17.50

14.50 15.00 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

4.72 37.66 ng 2127180 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 248 (4.721 min): BF092222.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R ma e
440 4.60 4.80 5.00
o...,....,....,....','....,..:!,..??,9...?.3.1..,...:,|....,. m/z 59.10 59.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R LN
59.0 440 460 480 500
0,
150 a0 1010 m/z 101.00 20.44%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 440 460 480 500
5000 m/z 58.00 14.60%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI N B L L llll|
43.0 440 460 480 5.00
m/z 41.10 8.95%
5000
101.0
15.0 270 71.0
0"'I"L'I"J'i""ﬁl"l'éﬁ?l""i"”l'gqgl'"'ﬁ""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.37 Concentration Rank 1

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

6.37 71.30 ng 4027740 1,4-Dichlorobenzene-d4 6.60
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 392 (6.367 min): BF092222.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 =0 s J T 650 o 650 ok
01 B e L T m/z 68.10 46 .05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR R R
6.00 620 6.40 6.60 6.80
310 510 m/z 134.00 32.84%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 28.77%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #48639: Tranylcypromine-propionyl R o R e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 17.96%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R o R M o
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.25 ng 197910 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 758 (10.550 min): BF092222.D (-755) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80

1131 9401 1681

0 m/z 71.05 71.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82607: Heptadecane
57.0
5000 LA LN L L L L LB L L B
85.0 10.20 10.40 10.60 10.80
29.0 m/z 43.10 67.56%
R R S S A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
T
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.05 44.96%
29.0
o 130 1410 1600 197.0 2250 254.0
R B o B RN A E S BARE L EE e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane s pEEE RS
57.0 10.20 10.40 10.60 10.80
m/z 41.10 30.52%
5000
85.0
29.0
0 | L | 1130 1410 169.0 197.0 226.0
R o A B Ra RS EanE L e S e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 20 10 40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.66 5.61 ng 493173 Phenanthrene-d10 11.11
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 11
5 Nonanoic acid 158 C9H1802 000112-05-0 11
Abundance Scan 855 (11.659 min): BF092222.D (-853) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.0 I e e e
157.1 1851 2132 256.3 1140 1160 11.80 12.00
0! m/z 43.10 85.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
129.0 11.40 11.60 11.80 12.00

97.0 m/z 60.00 82.58%
ull. 1l 1

1570 185.0 213.0
,.h..ih..w.,.. I T N P~ 0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0

o

43.0 R N S EEEREEna e e )
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 70-68%
171.0
97.0 214.0
152.0
O r T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 73.0 11.40 11.60 11.80 12.00

m/z 55.05 63.11%

5000 129.0
97.0 199.0 242.0
ey o |
| I‘I . |‘|‘i‘| I\\lullh ‘ H I\\MH\ \\‘\ ull P‘8O‘O |

_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o

8270-BF122116.M Fri Jan 13 14:11:14 2017

Page: 7



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF011217\
BF092222.D

12 Jan 2017 22:05

UM/SJ

11030-13

19 Sample Multiplier: 1
d

- C:\DATABASE\NISTO2.L
tion Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 15

Peak Number

6 Tridecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12 .44 2.17 ng 113246 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Amvl Nitrite 117 C5H11NO2 000110-46-3 27
4 Nonahexacontanoic acid 999 C69H13802 040710-32-5 18
5 5-Acetoxypentadecane 270 C17H3402 1000245-62-3 14
Abundance Scan 923 (12.436 min): BF092222.D (-922) (-) m/z 43.10 100.00%
431 | 730
5000 129.0
97.0 e
185.2 oro 2412 12.20 12.40 12.60 12.80
0! : m/z 73.00 97 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65566: Tridecanoic acid
73.0
43.0
5000
129.0 12.20 12.40 12.60 12.80
060 171.0 214.0 m/z 60.00 92.04%
oL 180\\ .---”-”‘-W“ .‘l“-- ”‘.‘- bk P50 ‘ aeso |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 12120 1240 12.60 12.80
5000 120.0 m/z 57.10 78.17%
' 185.0 228.0
97.0
166.0
G R R R R B R NS LS LA LS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8238: Amy! Nitrite T
41.0 12.20 12.40 12.60 12.80
m/z 55.10 66.38%
5000 .0
0 150 “\ ‘\‘H ‘H in 860
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1§o 200 250 250 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.60 7.72 ng 403167 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 87
Abundance Scan 1025 (13.602 min): BF092222.D (-1022) (-) m/z 57.10 100.00%
57.1

83.0

5000

5

13.20 13.40 13.60 13.80 14.00
m/z 43.10 80.23%

139.1 168.2

230.0
o 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

:

5000 e e,
1110 13.20 13.40 13.60 13.80 14.00

m/z 83.05 76 .53%

29.0

139.0 1680  210.0 238.0 2660 295.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
PR T
830 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.10 75.12%
111.0
. 29.0 1390 1680 2100 2380 o539
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester LA B At
43. 13.20 13.40 13.60 13.80 14.00

83.0 m/z 69.05 68.53%

5000

:

139.0

182.0 210.0
R BN EEE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .24 2.71 ng 141346 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 83
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 83
4 11-Tricosene 322 C23H46 052078-56-5 81
5 1-Eicosene 280 C20H40 003452-07-1 72
Abundance Scan 1081 (14.242 min): BF092222.D (-1076) (-) m/z 57.10 100.00%

5000

14.00 14.20 14.40 14.60

0 m/z 43.10 88.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0
5000 LA B L L L L L L
111.0 14.00 14.20 14.40 14.60
m/z 83.10 85.39%
o 2?'0‘ ‘ 139.0 1680 21002380 g3
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 83.0
R e e R A mEE
111.0 14.00 14.20 14.40 14.60
5000 m/z 55.05 76.40%
29.0

. 196.0 222.0
139.0 168.0 269.0 332.0

S A A RS LAY LAY SRS LARAS URAS LARRS LARAS ALAS LALAS LAASS SARL SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e RARREEE RS
43.0 14.00 14.20 14.40 14.60
m/z 97.05 74 .73%
69.0
5000

125.0 9240 252.0

ol 4 154.0 183.0
ey I e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.31 ng 101496 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Saualene 410 C30H50 007683-64-9 90
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
Abundance Scan 1111 (14.585 min): BF092222.D (-1108) (-) 69.10 100.00%
69.1
>0 ___J\\_,.ghf\Ag\,__ﬂﬁ\v~,~_
254.1 mmmmmmmmmm
0 .?gjo (e -"ﬂ' ' .175.'1.2?7.'9 e m/z 81.05 56.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000 R BURR R R R B
mmmmmmmmmm
m/z 41.10 23.52%
ﬁmh\uMhﬂmmmomonw 341.0 410.0
m/z--> éo 100 150 260 2%0 300 3%0 460
Abundance
69.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 95.10 13.73%
0 107.08870 1910 2310 2730 341.0 410.0
m/z--> éo 160 150 260 250 300 3%0 460
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... AR B
69.0 14.20 14.40 14.60 14.80 15.00
m/z 137.10 12.73%
5000
rll
o0 L ik s 199 1520 a310 230 atso a0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF122116.M Fri Jan 13 14:11:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.53 ng 110820 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 89
4 Benzolalpvrene 252 C20H12 000050-32-8 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 1124 (14.734 min): BF092222.D (-1121) (-) m/z 252.10 100.00%
259.1
5000
125.0
224.1 14.40 14.60 14.80 15.00
0‘42.0 74.0 99.1 161.0  198.1 282.1 75 55010 56 750}
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252.0
A
5000 LA BN BN SURRRE
14.40 14.60 14.80 15.00
m/z 253.10 25.00%
ol 500 74.0 %OM‘H1%01M02m02M0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.40 14.60 14.80 15.00
5000 m/z 125.00 15.16%
126.0
0139.0 74.0 100.0 150.0 174.0 2000 2240
RN R R RN SRR LR BN RN BRREY B BRARE BRE R BEREY B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89823: Benzo[K]fluoranthene
252.0 14.40 14.60 14.80 15.00
m/z 126.00 13.56%
5000
126.0
o 740 990 ‘H 2000 2240 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF122116.M Fri Jan 13 14:11:17 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dibenzo[def,mno]chrysene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.35 2.39 ng 104662 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 92
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 89
3 Benzolahilpervlene 276 C22H12 000191-24-2 76
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 64
5 2-Amino-3-cyano-4,5-diphenylthio... 276 C17H12N2S 042160-34-9 49

Abundance Scan 1265 (16.345 min): BF092222.D (-1261) (-) m/z 276.10 100.00%

276.

5000
137.1
43.1 69.0 93.1 161.1 185.1207.0 16.00 16.20 16.40 16.60
o m/z 277.10 24 .17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104308: Dibenzo[def,mno]chrysene
276.0
5000 |||A|||/|.\||A||||||||||||||
16.00 16.20 16.40 16.60
138.0 m/z 274.10 21.89%
ob 210 850 9301150 ‘\‘ 1690 198.0222.0 2480 HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276.0
R o R
16.00 16.20 16.40 16.60
5000 m/z 278.10 21.59%
138.0
o 28.0 111.0 224.0 248.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104303: Benzo[ghi]perylene
276.0 16.00 16.20 16.40 16.60
m/z 137.10 21.41%
5000
0 27.0 50.0 74.0 111.0 ‘\ 174019802220 248.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF122116.M Fri Jan 13 14:11:18 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.47 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.75 ng 120581 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(Pentachloroethvl)benzene 276 C8H5CI5 000706-93-4 14
2 Kinetin 215 C10H9N50 000525-79-1 14
3 Cvclopropane. 1.1-dibromo-2.2.3-... 240 C6H10Br2 021960-71-4 12
4 Thiazolidin-4-one. 3-furfurvl-2-... 213 C8H7N02S2 004703-95-1 12
5 Pyrrole-2,5-dione, 1-(3-chloro-2... 267 C12H10CINO4 1000273-93-8 12
Abundance Scan 1276 (16.471 min): BF092222.D (-1272) (-) m/z 55.05 100.00%
54.0 83.1 150.1
207.1 267.1

16.20 16.40 16.60 16.80

o

....,....',l..'.‘ ,‘H | m/z 83.10 97.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104330: 1-(Pentachloroethyl)benzene

159.0

16.20 16.40 16.60 16.80
m/z 159.10 96.41%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
28.0 53.0 81.0 186.0 5150
16.20 16.40 16.60 16.80
m/z 267.10 66.95%
5000 119.0 160.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82668: Cyclopropane, 1,1-dibromo-2,2,3-trimethyl-
410 81.0 161.0 16.20 16.40 16.60 16.80
: m/z 207 .05 65.68%
5000
0’ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16. 60 16. 80

8270-BF122116.M Fri Jan 13 14:11:18 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Thieno[2,3-b]pyridine-2-car... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.55 5.27 ng 231122 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 53
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 53
3 2H-T1.21Dioxetol3".4":4 . 51Ffurol3... 260 C14H1205 129833-00-7 53
4 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 52
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 50
Abundance Scan 1283 (16.551 min): BF092222.D (-1279) (-) m/z 218.20 100.00%
218.2
5000 A
2571 16,20 16.40 16.60 16.80
ol 2631 %22 "m/z 203.20 70.73%
m/z--> 50 100 150 200 250 300 350
Abundance #67634: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di...
218.0
5000{ 44.0 T T AT T T ----u
16,20 16.40 16.60 16.80
76.0 186.0 m/z 59.00 27.64%
103.0 147.0
ol— ‘.‘ I“‘ “ ‘H L \‘h\ A | ‘HI A .““. ‘\\L - Hl —
m/z--> 50 100 150 200 250 300 350
Abundance
218.0
410 910 1330 1&3 20 16. 4'o' 16.60 '123'50' o
5000 175.0 m/z 189.10 24 .87%
e L S L N S S L WL //\
m/z--> 50 100 150 200 250 300 350
Abundance #94289: 2H—[l,2]Dioxeto[3',4':4,5]furo[3,2—h][l]benzopyran... LI L I I L B
208.0 16,20 16.40 16.60 16.80
43.0 m/z 95.10 20.53%
91.0 175.0
119.0147.0
OII‘ILIHIM‘IJI dllllllll‘l‘\l J:‘A||2?.92|630.C|)||||||| : e R AL R
m/z--> 50 100 150 200 250 300 350 16,20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:11:19 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl1l6.59 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.59 11.50 ng 504548  Perylene-di2 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-1soprovenvi-4a.8-dimethvi-1.2.... 204 C15H24 1000192-43-5 38

004630-07-3 25
1000140-07-7 25
004545-68-0 25
013120-76-8 25

2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24
4 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24
5 3H-1,2-Dithiole-3-thione, 5-tert... 204 C8H12S3

Abundance Scan 1286 (16.585 min): BF092222.D (-1284) (-) m/z 189.15 100.00%
5000 J\
R EARRE R AR
0811 355.0 495.4 16.20 16.40 16.60 16.80 17.00
0 L e e m/z 177.10 79.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58775: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah...
189.0
133.0
5000 LI L L L LB L LB
41.0 910 16.20 16.40 16.60 16,80 17.00
“ m/z 204.20 68.10%
ARTT TR Y YA
m/z--> 15 200 250 300 350 400
Abundance
161.0 204.0
41.0 IIIIIIIIIIIIIIIIIIIIII
16.20 16.40 16.60 16.80 17.00
5000 79.0 m/z 95.05 55.22%
119.0
ob—hpudi bl 4Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... A e A,
204.0 16.20 16.40 16.60 16.80 17.00
m/z 121.10 40.22%
5000
95.0 161 0
41 0 “
0..“| o
m/z--> 15 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80 17. OO

8270-BF122116.M Fri Jan 13 14:11:24 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092222.D

Aca On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.81 3.76 ng 165102 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 50
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 46
3 1-Hvdroxvpvrene 218 C16H100 005315-79-7 38
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 38
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 35
Abundance Scan 1306 (16.814 min): BF092222.D (-1302) (-) m/z 218.20 100.00%
218.2
95.0
43.1
5000 145.1
175 |||||llllllllllllll
| | 255.2 414.3 16.40 16.60 16.80 17.00 17.20
0 T m/z 95.05 63.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95.0
5000 41.0 218.0 AR DL RS DR B
16,40 16.60 16.80 17.00 17.20
34.0 122, ‘ m/z 81.00 52.49%
o ‘.““'.““ﬁ \I{hl‘\l‘l I T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
410 910 1330 16.40 16.60 16.80 17.00 17.20
5000 175.0 m/z 43.10 48.84%
ol Al W bl b L 4 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #682431Hydroxypyrene [TT T T[T T T[T T T T[T T [TT
218.0 16.40 16.60 16.80 17.00 17.20
m/z 105.00 47 .92%
5000 9.0
187.0
o 830 | | 1370 |
m/z--> 50 100 150 200 250 300 350 400 16,40 16.60 16.80 17.00 17.20

8270-BF122116.M Fri Jan 13 14:11:24 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092222.D

Acq On : 12 Jan 2017 22:05

Operator : UM/SJ

Sample : 11030-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 37.7 ng 2127180 1 6.60 1129780 20.0
unknown6 .37 6.37 71.3 ng 4027740 1 6.60 1129780 20.0
Heptadecane 10.55 2.3 ng 197910 4 11.11 1758830 20.0
n-Hexadecanoic acid 11.66 5.6 ng 493173 4 11.11 1758830 20.0
Tridecanoic acid 12.44 2.2 ng 113246 5 13.73 1043890 20.0
Dichloroacetic ac... 13.60 7.7 ng 403167 5 13.73 1043890 20.0
Pentafluoropropio... 14.24 2.7 ng 141346 5 13.73 1043890 20.0
2,6,10,14,18,22-T... 14.59 2.3 ng 101496 6 15.09 877172 20.0
Benzo[e]pyrene 14.73 2.5 ng 110820 6 15.09 877172 20.0
Dibenzo[def,mno]c... 16.35 2.4 ng 104662 6 15.09 877172 20.0
unknownl16 .47 16.47 2.8 ng 120581 6 15.09 877172 20.0
Thieno[2,3-b]pyri... 16.55 5.3 ng 231122 6 15.09 877172 20.0
unknownl16 .59 16.59 11.5 ng 504548 6 15.09 877172 20.0
6-1sopropenyl-4,8_.. 16.81 3.8 ng 165102 6 15.09 877172 20.0
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