LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 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-BF040216.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

4._.258 187 190 195 rBV 102732 172371 2.83% 0.581%
4 _556 213 216 219 rBV 507898 758143 12.43% 2.558%
rBvV 2321294 6099937 100.00% 20.578%
5.378 286 288 297 rBV 232830 384835 6.31% 1.298%
5.767 321 322 325 rVB 59605 71404 1.17% 0.241%
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6.419 375 379 388 rBv2 195368 427103 7.00% 1.441%
6.544 388 390 392 rBV 657689 777614 12.75% 2.623%
rBv 703872 637817 10.46% 2.152%
6.841 414 416 418 rBvV 127986 121901 2.00% 0.411%
6.921 421 423 426 rVB 1478422 1945076 31.89% 6.562%
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11 7.184 444 446 452 rBV2 133562 155927 2.56% 0.526%
12 7.344 456 460 462 rVV 1653544 1952264 32.00% 6.586%
13 8.053 520 522 525 rBV 813792 861134 14.12% 2.905%
14 8.545 563 565 567 rBvV 343804 287324 4.71% 0.969%
15 9.139 614 617 619 rBV 2902472 3233738 53.01% 10.909%

16 9.505 647 649 650 rBvV 57623 61031 1.00% 0.206%
17 9.527 650 651 653 rvB 272361 252084 4._.13% 0.850%
18 9.745 668 670 672 rBvV 85097 71405 1.17% 0.241%

19 9.813 673 676 678 rVB 823946 936361 15.35% 3.159%
20 10.248 710 714 715 rBV 90995 125094 2.05% 0.422%

21 10.419 726 729 731 rBV 78340 133013 2.18% 0.449%
22 10.453 731 732 736 rVB2 120114 135406 2.22% 0.457%
23 10.602 742 745 747 rBV 282521 328502 5.39% 1.108%
24 10.716 753 755 759 rVB 130978 156239 2.56% 0.527%
25 11.162 792 794 795 rBV 97044 81442 1.34% 0.275%

26 11.253 800 802 803 rBvV 123666 145990 2.39% 0.493%
27 11.288 803 805 808 rvv 941982 1197191 19.63% 4_.039%
28 11.448 817 819 823 rVB 105105 127321 2.09% 0.430%
29 11.825 850 852 858 rBvV2 41519 69497 1.14% 0.234%
30 12.042 869 871 873 rVB 189220 162988 2.67% 0.550%

31 12.625 920 922 926 rVvV 95692 150518 2.47% 0.508%
32 12.694 926 928 931 rVB 126787 154655 2.54% 0.522%
33 12.774 931 935 939 rVvB3 57012 85671 1.40% 0.289%
34 12.876 941 944 946 rBV 2858495 2702349 44 _.30% 9.116%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 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-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.402 988 990 991 rvv 144387 136734 2.24% 0.461%

36 13.436 991 993 995 rvv2 124930 152633 2.50% 0.515%
37 13.562 1002 1004 1006 rVB 201271 188958 3.10% 0.637%
38 13.768 1020 1022 1029 rVB 257640 360339 5.91% 1.216%
39 13.905 1032 1034 1039 rBV2 1265726 2188767 35.88% 7.384%
40 14.202 1058 1060 1063 rBVY 83298 133413 2.19% 0.450%

41 14.397 1075 1077 1083 rVB 65249 113573 1.86% 0.383%
42 14.591 1088 1094 1099 rBV3 41547 152667 2.50% 0.515%
43 15.334 1156 1159 1164 rVB 514075 625211 10.25% 2.109%
44 15.962 1211 1214 1220 rVB5 28569 64211 1.05% 0.217%
45 16.134 1225 1229 1232 rVV2 58441 144281 2.37% 0.487%

46 16.191 1232 1234 1241 rVB3 30509 79576 1.30% 0.268%
47 16.740 1275 1282 1287 rBV6 31363 163140 2.67% 0.550%
48 17.197 1318 1322 1333 rVBS8 34049 175634 2.88% 0.593%

Sum of corrected areas: 29642482
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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:\HPCHEM1I\BNA F\DATA\BF040216\

BF086020.D

2 Apr 2016 19:14

UM/SsJ

H2050-08

56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000
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15.50 16.00 16.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.26 5.41 ng 172371 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 190 (4.258 min): BF086020.D (-187) (-) m/z 83.10 100.00%
55.1 83.1
5000 450 081
| ‘ | 670 4.00 4.20 4.40 4.60
ol e e e S e e e m/z 55.10 81.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L I I L I
20,0 43.0 98.0 400 420 440 4.60
' m/z 98.10 35.73%
0 ‘ Al Il ‘ | 67.0 75.0 | L
I S S AL SIS S U SR I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
430 550 400 4.20 440 460
5000 m/z 43.05 32.50%
29.0 98.0
15.0
S S S U S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E) RN
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 23.42%
5000 41.0 98.0
27.0 69.0
"|}?q|'”M“'“'MJ“'FJJ'|'“M“'“'|'“'|'“'W'”' U R UL UL R
m/z--> 10 20 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4._.56 23.77 ng 758143 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 38
3 2-Ethvlacridine 207 C15H13N 055751-83-2 36
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 9
5 1H-Indole, l1l-methyl-2-phenyl- 207 C15H13N 003558-24-5 9

Abundance Scan 216 (4.556 min): BF086020.D (-213) (-) m/z 207.10 100.00%
207.1
5000
90 1330 101.0 420 440 460 480
O A3 892 781 | 150777 | 1630, L | Tm/z 208.10  22.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71175: Cyclotrisiloxane, hexamethyl-
207.0
5000 AR SRR R
420 4.40 4.60 4.80
96.0 m/z 209.10 13.56%
o150 450 750 1150180 1630 90 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
207.0
420 440 460 480
5000 m/z 191.00 11.19%
o 30 g0 870 1150 139.0 1690 1910
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #60942: 2-Ethylacridine A A R o
207.0 420 4.40 4.60 4.80
m/z 96.00 10.91%
5000
191.0
0 760 “96"(‘) 1140 1490 m 16\\6.0\\\\ \‘H M‘
mz-> 20 40 60 80 100 120 140 160 180 200 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.98 191.28 ng 6099940 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.978 min): BF086020.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 711 831 460 480 500 520 540
o BT 1 S RN £ A m/z 59.10 66.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL B UL
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 27 .25%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.10 18.98%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- i s )
59.0 4.60 4.80 5.00 5.20 5.40
31.0 m/z 41.10 9.55%
5000
3.0 73.0
15\'0 | A‘ \ | ‘ ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY AL S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 19

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

5.77 2.24 ng 71404 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 12
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 322 (5.767 min): BF086020.D (-321) (-) m/z 73.10 100.00%
43.1 741
5000
At
55.1 83.1 1001 1151 540 5.60 5.80 6.00 6.20
S | T s AN . m/z 43.10 97.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
-
5000
540 5.60 5.80 6.00 6.20
m/z 115.10 11.09%
150 290 55.0 830  100.0 11?0
Ol e T T T T T T T T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
300 73.0
430 540 560 580 6.00 6.20
5000 m/z 41.05 10.13%
o 150 58.0 830 1000  117.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4342: Pentane, 3-methoxy-
73.0 540 5.60 5.80 6.00 6.20
m/z 42.10 7.79%
5000
45.0
29.0
0 Ll “‘\ 5.0 i 101.0
R NI SUL I UL IR UL UL UL SV S SR B LRI I R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.54 Concentration Rank 3

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

6.54 24 .38 ng 777614 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 390 (6.544 min): BF086020.D (-388) (-) m/z 132.10 100.00%
13p.1
5000
68.1
01 501 || po 55 ok ko oo
Ol il 820 L L m/z 134.10  33.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BESSBE SRR SR A
6.20 6.40 6.60 6.80
310 510 m/z 68.10 32.44%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.33%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.23%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 6 1-Hexanol, 2-ethyl- Concentration Rank 11

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

6.84 3.82 ng 121901 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 53
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 50
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 42

Abundance Scan 416 (6.841 min): BF086020.D (-414) (-) m/z 57.10 100.00%
51.1
5000 410
70.1 831 P A
| 981 1155 6.60 6.80 7.00 7.20
| N el L e 1 m/z 41.05 35.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13220: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20
29.0 ‘ 70.0 830 m/z 43.05 30.69%
98.0
0 .]:Siolu‘.“..‘H...H‘l..“‘..|‘l...‘|.1.122..0|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.10 26 .39%
43.0 70.0
29.0 98.0
oL, 15.0 83.0 117.0 135.0148.0 171.0
LA PR L N S UURLELEL SURLEL L SO DA
m/z--> 20 40 60 80 100 120 140 160
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl-
57.0 6.60 6.80 7.00 7.20

m/z 70.10 22 .42%

5000 43.0

29.0 70.0 83.0
150 M‘\ 1 ‘\ H\ H ‘\ 95\;'0 112.0

T
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown8.54 Concentration Rank 5

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

8.54 6.67 ng 287324 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinone. 5-chloro-3-hvd... 145 C5H4CINO2 053233-89-9 27
2 1.3.5-Triazine-2.4-diamine. 6-ch... 145 C3H4CIN5 003397-62-4 25
3 5-Isoaquinolinol 145 C9H7NO 002439-04-5 22
4 2-Chloro-4-fluoroaniline 145 C6H5CIFN 002106-02-7 22
5 4-Chloro-2-fluoroaniline 145 C6H5CIFN 057946-56-2 22

Abundance Scan 565 (8.545 min): BF086020.D (-563) (-) m/z 145.10 100.00%
146.1
103.1
5000
820 840 8.60 8.80
o} m/z 103.10 53.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20423: 2(1H)-Pyridinone, 5-chloro-3-hydroxy-
145.0
5000 SN AR R S
54.0 820 840 860 880
0
280 89.0 170 m/z 180.00 45_31%
0..1.4'.0,.1..‘,..l“.‘,‘a.7:.3'.0i‘..‘:.,...l“,....,.‘...,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
820 840 8.60 8.80
5000 m/z 115.00 34.81%
43.0 68.0 110.0
ol 13.0 28.0 87.0 129.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20594: 5-Isoquinolinol L ma
145.0 8.20 8.40 8.60 8.80
m/z 147.10 32.73%
5000
117.0
90.0
o %0
L L L L UL S UL UL B B S R A
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF040216.M Mon Apr 04 19:12:58 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.67 ng 125094 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Eilcosane 282 C20H42 000112-95-8 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 714 (10.248 min): BF086020.D (-710) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60

0 m/z 71.10 67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 LI L L B L B B
10.00 10.20 10.40 10.60
29.0 m/z 43.10 61.10%
,,,,,,,, R SRR REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R B R
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 51.76%
29.0
0 113.0 141.0 1690 1980
T T T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl- R R E AT
57.0 10.00 10.20 10.40 10.60
m/z 41.10 30.20%
5000 85.0
29.0 141.0
0 Y B W S I N M . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10 20 10 40 10. 60

8270-BF040216.M Mon Apr 04 19:12:58 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknownl10.42 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.84 ng 133013 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1.2.6-trimethvl-. cis- 127 C8H17N 002439-13-6 38
2 3-Cvano-3-methvl-4-oxopentanamide 154 C7H10N202 1000188-07-7 35
3 2-Cvclopenten-1-one. 5-butvl-3-m... 168 C10H1602 053690-89-4 32
4 2-Cvclopenten-1-one. 2-hvdroxv-3... 112 C6H802 000080-71-7 27
5 1,2-Cyclopentanedione, 3-methyl- 112 C6H802 000765-70-8 27
Abundance Scan 729 (10.419 min): BF086020.D (-726) (-) m/z 112.10 100.00%
82.1 112.1
5000
54.1 AU SN SRR B
223.1 10.00 10.20 10.40 10.60 10.80
0! m/z 82.10 85.05%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #11538: Piperidine, 1,2,6-trimethyl-, cis-
112.0
5000 AR DR R
10.00 10.20 10.40 10.60 10.80
m/z 125.10 37.08%
95.0
0I"”I'”'I”"P'”W'NMIN”'I”""""” [Trr T
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
112.0
43.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 84.05 26.08%
84.0
51260 67,0 139.0
m/z--> 25 4b eb 85 160 120 150 160 180 200 zéo 240
Abundance #34398: 2-Cyclopenten-1-one, 5-butyl-3-methoxy- L
112.0 10.00 10.20 10.40 10.60 10.80
m/z 95.00 24 _.73%
5000
41.0 69.0
‘ ‘ 168.0
0 ; \M HM‘ i m\‘ il | 140.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60 10.80

8270-BF040216.M Mon Apr 04 19:12:59 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Maleic hydrazide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.89 ng 135406 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maleic hvdrazide 112 C4HA4AN202 000123-33-1 59
2 4H-1.2.4-Triazol-3-amine. 4-ethvl- 112 C4H8N4 042786-06-1 38
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 35
4 1H-Imidazole. l1-methvl- 82 C4H6N2 000616-47-7 30
5 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 30
Abundance Scan 732 (10.453 min): BF086020.D (-731) (-) m/z 112.10 100.00%
82.1 11p.1
5000
57.1 210.2 N R NS -~ .
4141 150.1 10.20 10.40 10.60 10.80
0 iAo S b Tm/z 82.10 81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6058: Maleic hydrazide
112.0
82.0
5000 A SN AN SUNRA S
55.0 10.20 10.40 10.60 10.80
26.0 ‘ m/z 84.05 24 _71%
0 ‘H ‘ 1l |
R I R I UL S S B B SN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
112.0
280 1020 10,40 10,60 10.80
5000 m/z 210.20 23.05%
84.0
56.0
G L UL I UL B WL B L B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6184: Phenol, 4-fluoro- A e o
112.0 10.20 10.40 10.60 10.80
m/z 57.10 22 .20%
5000
83.0
57.0
OIIIII\MH\II\H“\H“ |H||H|||||||‘||||||||||||||||||||||||||| R AR R R R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80

8270-BF040216.M Mon Apr 04 19:13:00 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.72 2.61 ng 156239 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 755 (10.716 min): BF086020.D (-753) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

0! m/z 71.10 73.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64571: Pentadecane
57.0
5000 LI L L L L LB LB LN |
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 67.60%
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 51.21%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane T e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.03%
85.0
5000
29.0 113.0
ol | “ | ] 1410 1600 197.0 2250 258.0 2960
RN R o N AR R e e RANERAERRARAN LR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10. 60 10. 80 11. OO

8270-BF040216.M Mon Apr 04 19:13:00 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Benzenamine, 2,4,6-tribromo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.13 ng 127321 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4.6-tribromo- 327 C6H4Br3N 000147-82-0 66
2 Allvl 2.4.6-tribromophenvl ether 368 C9H7Br30 003278-89-5 35
3 Sulfimine. N-(2-methoxv-4-nitrop... 228 C9H12N203S 339246-70-7 10
4 Ethane. 1.2-dichloro- 98 C2H4cCIl2 000107-06-2 9
5 Tetrachlorvinphos 364 C10HOCI404P 022248-79-9 9
Abundance Scan 819 (11.448 min): BF086020.D (-817) (-) m/z 74.10 100.00%
74.1
328.8
5000 141.0
37.1 189 9 2338 3198 B AR IR e R
[ 109.1 11.20 11.40 11.60 11.80
oLl ,'.'.“ po gyt .'. i m/z 328.80 72.84Y%
m/z--> 50 100 150 250 300 350
Abundance #131405: Benzenamme, 2,4,6-tribromo-
320.0
5000 LR BRI BULILLE UL B
62.0 nmnmnmnm
170.0 250.0 m/z 330.80 70.44%
o229, \*L‘ i Hd141 0 M 2210 301.0
m/z--> 50 100 260 250 360 3éo
Abundance
62.0
" '11.20 1140 11.60 11.80
5000 141.0 m/z 62.00 68.34%
210.0
301.0329.0
103.0 370.0
. 171.0 250.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #75408: Sulfimine, N-(2-methoxy-4-nitrophenyl)-S,S-dimethyl- L e
62.0 228.0 11.20 11.40 11.60 11.80
166.0 m/z 141.00 50.14%
5000 104.0
136.0
0‘ 34' .}' "‘. h i'.'..tlugﬁ.(?‘.l. T A
m/z--> 50 m m 200 250 300 350 11.20 11.40 11.60 11.80

8270-BF040216.M Mon Apr 04 19:13:01 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 15 unknownl2.04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.72 ng 162988 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1HY-Pvridinone. 5-chloro-3-hvd... 145 C5H4CINO2 053233-89-9 46
2 4-Chloro-2-fluoroaniline 145 C6H5CIFN 057946-56-2 38
3 2-Chloro-4-fluoroaniline 145 C6H5CIFN 002106-02-7 38
4 2(1H)-Quinolinone 145 C9H7NO 000059-31-4 35
5 2-(2-PyridyD)imidazole 145 C8H7N3 018653-75-3 32
Abundance Scan 871 (12.042 min): BF086020.D (-869) (-) m/z 145.10 100.00%
145.1
5000 115.0 L
i 261 T o0 150 1240
176.1 : : : :
0 ...,....,..!-.,.':.'.-I,ll.-...,'....',...., b2 b Tm/Zz 115.00 41.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20423: 2(1H)-Pyridinone, 5-chloro-3-hydroxy-
145.0
5000 54.0 ' 11:80 12.00 1220 12.40 _
0
280 89.0 1170 m/z 117.00 33.99%
0 ,‘,”‘,,“,,,‘ S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145.0
' 11:80 12.00 1220 12.40 _
5000 m/z 147.10 31.71%
83.0
o280 570 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20481: 2-Chloro-4-fluoroaniline R AT
145.0 11.80 12.00 12.20 12.40

m/z 78.10 21.10%

5000

83.0
109.0
280 570 | 17

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40

o

8270-BF040216.M Mon Apr 04 19:13:02 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 16 Dichloroacetic acid, heptad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.77 3.29 ng 360339 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 1022 (13.768 min): BF086020.D (-1020) (-) m/z 57.10 100.00%

57.1 83.1

5000

13.40 13.60 13.80 14.00

1391 1572  208.0

0 m/z 83.10 87.06%
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
111.0 13.40 13.60 13.80 14.00

m/z 55.10 84 .78%

29.0
139.0

168.0 210.0 238.0 2660 295.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 AU
13.40 13.60 13.80 14.00
5000 m/z 43.10 84.25%

111.0

o 139.0 182.0 210.0

mwﬁmmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester

-

13.40 13.60 13.80 14.00
m/z 97.10  78.98%

69.0

5000

125.0

:

153.0 196.0 224.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF040216.M Mon Apr 04 19:13:03 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 17 unknownl16.13 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.62 ng 144281 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesta-3.5-diene 368 C27H44 000747-90-0 38
2 Cholest-5-ene. 3-bromo-. (3.beta.)- 448 C27H45Br 000516-91-6 30
3 Ledene oxide-(11) 220 C15H240 1000159-36-7 14
4 Guaiol 222 C15H260 000489-86-1 14
5 Tricyclo[3.1.0.0(2,4)]hexane, 3,... 192 Cl4H24 1000150-14-4 14
Abundance Scan 1229 (16.134 min): BF086020.D (-1225) (-) m/z 43.10 100.00%
43.1
107.1
790 e AmﬂJ\\v/\\Vpd\wVJXJV_Vm
213.2
5000 2753
353.4 386 4 e
15.80 16.00 16.20 16.40
ob—il m/z 107.10 81.04%
m/z--> 50 100 150 200 250 300 350
Abundance #147776: Cholesta-3,5-diene
43.0 81. 368.0
145.0
5000 LR BN SR BN B
241.0 15.I80 16.|00 16.|20 16.I40 '
213.0 m/z 81.10 74 .32%
u 180 1Ll o e
0: — \l‘ul ‘:‘"“:“‘:‘“‘i“‘:“:“u IH\‘ \ul\ e r I\I : |" ——
m/z--> 50 100 150 200 250 300 350
Abundance
81.0 147.0
43.0 15,80 16.00 16.20 16.40
5000 m/z 55.10 74.01%
119.0
213.0 5470 368.0
185.0
e s L L L L WL L
m/z--> 50 100 150 200 250 300 350
Abundance #69480: Ledene oxide-(I1) AN B B
43.0 15.80 16.00 16.20 16.40
m/z 161.10 70.94%
5000
91.0 159.0
\ ‘ \ 131.0 ‘ 202.0
0.‘..#‘.‘“ l.‘hjl‘.'.‘.‘.l“.k.. T SRS T W N S | S —
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF040216.M Mon Apr 04 19:13:03 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 18 unknownl16.19 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.55 ng 79576 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 38
2 Hexacosane 366 C26H54 000630-01-3 38
3 Triacontane 422 C30H62 000638-68-6 38
4 Octacosane 394 C28H58 000630-02-4 38
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 35
Abundance Scan 1234 (16.191 min): BF086020.D (-1232) (-) m/z 57.10 100.00%
51.1
5000 1511
189.1 R SR IR BN
%lIIH " %? 1580 16.00 16,20 16.40 16.60
0 ol m/z 71.10 68.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57.0
5000 AR R AR N

15.80 16.00 16,20 16.40 16.60
m/z 43.10 57.74%

L \\ - e

0 183. Q 225.0 267.0 309.0 352.0
: A S-S . S
miz--> 50 150 200 250 300 350 400
Abundance
57.0
e
15.80 16.00 16.20 16.40 16.60
5000 m/z 151.10 49.74%
99.0
0l26.0 141.0 183.0 2250 2670 309.0 366.0
e A e e
miz--> 50 100 150 200 250 300 350 400 0
Abundance #160628: Triacontane e Il R o
57.0 15.80 16.00 16.20 16.40 16.60
m/z 85.10 46 .88%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
e N e Mt e
miz--> 50 100 150 200 250 300 350 400 1580 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 19 unknownl6.74 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.74 5.22 ng 163140 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 27
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 27
3 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 22
4 Heptadecane 240 C17H36 000629-78-7 22
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 22

Abundance Scan 1282 (16.740 min): BF086020.D (-1275) (-) m/z 57.10 100.00%
57.1
283.3
99.1
5000 239.2
1411 R R e e S
|| | | 1930 | 16.40 16.60 16.80 17.00
0 A= L Tm/z 71.10  87.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #55030: Heptane, 2,2,3,3,5,6,6-heptamethyl-
57.0
5000 AR DA AR AR AR B
16.40 16,60 16.80 17.00
‘ 99.0 m/z 43.10 75 .38%
o%ai.o.’,....,..1.“??.%8.3.0....
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
16.40 16.60 16.80 17.00
5000 85.0 m/z 283.25 74 .98%
o 155.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57.0 16.40 16.60 16.80 17.00
m/z 85.10 59.31%
97.0
OJ“‘wumomwmm 273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400 16.40 16,60 16.80 17.00
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086020.D

Aca On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 20 unknownl17.20 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.20 5.62 ng 175634 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 000490-99-3 22

2 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 12
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 10
4 Mvristic acid vinvl ester 254 C16H3002 005809-91-6 10
5 2-Dimethyl(chloromethyl)silyloxy... 208 C8H17CI02Si 1000278-60-1 10
Abundance Scan 1322 (17.197 min): BF086020.D (-1318) (-) m/z 71.10 100.00%
71.1
5000 145.1 211.2 /\\’»““~LyA///\\\/\wx\¢wvw/\
4101
5.1 255.2 355.3 R et
\ 7 | ‘ | 16.80 17.00 17.20 17.40 17.60
0l R m/z 43.10 71.32%
m/z--> 50 100 150 200 250 300 350
Abundance #27061: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
71.0
5000 RS AR BRI BN B
410 16/80 17.00 17.20 17.40 17.60
123.0 m/z 57.10 69.12%
0< w\lhw‘\lu‘\\l ‘li I‘ : “:1|56|0| — T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 95.10 46.17%
85.0
211.0
1270 1820 254.0 M"”MA]\\WW
‘T
m/z--> 50 100 150 200 250 300 350
Abundance #18478: Heptane, 3,3,5—trimethy|— LI I L L
71.0 16.80 17.00 17.20 17.40 17.60
m/z 145.10 44 _.01%
5000 a1lo
113.0
0 "“W'“N'l”"'l""l"' LR DU UL
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40 17.60

8270-BF040216.M Mon Apr 04 19:13:05 2016

Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086020.D

Acq On : 2 Apr 2016 19:14

Operator : UM/SJ

Sample : H2050-08

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
3-Penten-2-one, 4... 4.26 5.4 ng 172371 1 6.77 637817 20.0
Cyclotrisiloxane, ... 4.56 23.8 ng 758143 1 6.77 637817 20.0
2-Pentanone, 4-hy... 4.98 191.3 ng 6099940 1 6.77 637817 20.0
2-Pentanone, 4-me. .. 5.77 2.2 ng 71404 1 6.77 637817 20.0
unknown6 .54 6.54 24 _4 ng 777614 1 6.77 637817 20.0
1-Hexanol, 2-ethyl- 6.84 3.8 ng 121901 1 6.77 637817 20.0
unknown8 .54 8.54 6.7 ng 287324 2 8.05 861134 20.0
Heptadecane 10.25 2.7 ng 125094 3 9.81 936361 20.0
unknown10.42 10.42 2.8 ng 133013 3 9.81 936361 20.0
Maleic hydrazide 10.45 2.9 ng 135406 3 9.81 936361 20.0
Pentadecane 10.72 2.6 ng 156239 4 11.29 1197190 20.0
Benzenamine, 2,4,... 11.45 2.1 ng 127321 4 11.29 1197190 20.0
unknownl12 .04 12.04 2.7 ng 162988 4 11.29 1197190 20.0
Dichloroacetic ac... 13.77 3.3 ng 360339 5 13.93 2188770 20.0
unknownl16.13 16.13 4.6 ng 144281 6 15.33 625211 20.0
unknownl16.19 16.19 2.5 ng 79576 6 15.33 625211 20.0
unknownl6.74 16.74 5.2 ng 163140 6 15.33 625211 20.0
unknownl17.20 17.20 5.6 ng 175634 6 15.33 625211 20.0
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