LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 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-BF120916.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 4.990 251 254 261 rVB 1743752 2890431 39.86% 3.569%
2 5.424 289 292 294 rBVY 6726050 7251144 100.00% 8.953%
3 6.453 379 382 384 rBVY 6171847 6466135 89.17% 7.983%
4 6.579 391 393 396 rBY 5991592 6614940 91.23% 8.167%
5 6.807 411 413 416 rBV 1701322 1766503 24.36% 2.181%
6 6.967 424 427 430 rBY 5512230 5064433 69.84% 6.253%
7 7.379 459 463 465 rBVY 4385170 4962122 68.43% 6.126%
8 7.482 469 472 476 rVB 73290 134705 1.86% 0.166%
9 8.099 523 526 528 rBVY 2561046 2679661 36.96% 3.308%
10 9.173 617 620 623 rBY 6110960 5638384 77.76% 6.961%

11 9.413 639 641 646 rBvV 148486 240935 3.32% 0.297%
12 9.573 652 655 657 rBVY 2188943 2212792 30.52% 2.732%
13 9.688 663 665 668 rvB 552714 532013 7.34% 0.657%
14 9.790 670 674 677 rBvV 76103 83523 1.15% 0.103%
15 9.848 677 679 681 rVB 2934489 2491289 34.36% 3.076%

16 10.293 714 718 719 rBV 147266 220450 3.04% 0.272%
17 10.510 734 737 738 rBV 78348 111295 1.53% 0.137%
18 10.636 745 748 750 rBV 4291764 4094637 56.47% 5.055%
19 10.762 757 759 764 rVB 291347 334786 4.62% 0.413%
20 11.173 793 795 796 rBV 264166 281920 3.89% 0.348%

21 11.208 796 798 799 rBV 194629 154109 2.13% 0.190%
22 11.333 806 809 811 rBV 1733415 2454902 33.86% 3.031%

23 11.402 812 815 817 rVB3 49427 78067 1.08% 0.096%
24 11.562 826 829 833 rBV 72036 85005 1.17% 0.105%
25 11.631 833 835 838 rvB 77659 75692 1.04% 0.093%

26 11.791 846 849 850 rBV 92881 128142 1.77% 0.158%
27 11.825 850 852 854 rvv 128574 195316 2.69% 0.241%
28 11.871 854 856 858 rvv2 479161 619970 8.55% 0.765%
29 11.939 860 862 866 rvv2 54275 103304 1.42% 0.128%
30 12.042 868 871 876 rvVB 72004 115293 1.59% 0.142%

31 12.534 912 914 916 rBV 444037 399263 5.51% 0.493%
32 12.579 916 918 922 rVvv4 33245 76339 1.05% 0.094%
33 12.648 922 924 931 rVB 136155 175763 2.42% 0.217%
34 12.762 931 934 936 rBV 357302 374273 5.16% 0.462%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.911 945 947 950 rVB 4131954 4329929 59.71% 5.346%

36 13.151 964 968 970 rBV2 79697 132800 1.83% 0.164%
37 13.814 1024 1026 1028 rBV 802074 844457 11.65% 1.043%
38 13.962 1036 1039 1044 rVB 1417952 2155624 29.73% 2.661%
39 14.134 1052 1054 1060 rVB5 52207 137772 1.90% 0.170%
40 14.259 1063 1065 1068 rBV2 90054 88283 1.22% 0.109%

41 14.442 1079 1081 1088 rBVY 678313 1164920 16.07% 1.438%
42 14.739 1104 1107 1111 rBV2 49142 115630 1.59% 0.143%
43 14.808 1111 1113 1117 rBV3 70683 99154 1.37% 0.122%
44 14.877 1117 1119 1124 rVB 307938 329005 4._.54% 0.406%
45 14.968 1124 1127 1132 rBVY 148363 278986 3.85% 0.344%

46 15.060 1132 1135 1141 rBV 1145407 1725984 23.80% 2.131%
47 15.254 1150 1152 1154 rVB 81402 97501 1.34% 0.120%
48 15.311 1154 1157 1159 rVV 121879 160049 2.21% 0.198%
49 15.368 1159 1162 1165 rVV 1089222 1507870 20.79% 1.862%
50 15.414 1165 1166 1171 rVB 60851 95729 1.32% 0.118%

51 15.608 1180 1183 1187 rVB 332118 450411 6.21% 0.556%
52 15.711 1190 1192 1199 rVB5 47807 102290 1.41% 0.126%
53 15.825 1199 1202 1205 rBV 504496 909720 12.55% 1.123%
54 15.871 1205 1206 1211 rVB4 49901 87535 1.21% 0.108%
55 16.054 1219 1222 1227 rVB3 46677 120044 1.66% 0.148%

56 16.305 1241 1244 1251 rVV4 32492 90992 1.25% 0.112%
57 16.580 1264 1268 1278 rBV 376603 839725 11.58% 1.037%
58 16.728 1278 1281 1284 rBV 60847 136327 1.88% 0.168%
59 16.808 1285 1288 1290 rVV 101365 199353 2.75% 0.246%
60 16.854 1290 1292 1295 rVV 61857 131868 1.82% 0.163%

61 16.934 1295 1299 1304 rVB6 48091 175988 2.43% 0.217%
62 17.140 1314 1317 1325 rVB 42040 124593 1.72% 0.154%
63 17.300 1326 1331 1335 rBV2 235515 611495 8.43% 0.755%
64 17.380 1335 1338 1343 rVB5 63019 179813 2.48% 0.222%
65 17.505 1345 1349 1355 rBV3 92683 294258 4._.06% 0.363%

66 17.665 1360 1363 1366 rVV5 44007 101064 1.39% 0.125%
67 17.734 1366 1369 1374 rVB5 33431 130192 1.80% 0.161%
68 17.906 1381 1384 1392 rVB2 88938 270155 3.73% 0.334%
69 18.054 1393 1397 1399 rBV5 54827 146046 2.01% 0.180%
70 18.123 1399 1403 1406 rVV3 154181 382419 5.27% 0.472%

71 18.191 1406 1409 1412 rVvv4 71302 186685 2.57% 0.230%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 18.260 1412 1415 1421 rVB3 142556 371827 5.13% 0.459%
73 19.071 1481 1486 1493 rBv4 181926 678372 9.36% 0.838%
74 19.243 1494 1501 1508 rVvv2 397947 1352302 18.65% 1.670%
75 19.380 1508 1513 1520 rVB3 161802 550381 7 .59% 0.680%

Sum of corrected areas: 80995084
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF091552.D
5|42

6000000
6.97

5000000
7.38
4000000
3000000

2000000 4.99 6.81

1000000

7.48

T S T T e L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091552.D

6000000

5000000

10.64 12.91

4000000

9.85
3000000
8.10

2000000 11.33

1000000

10291051"57° WY, 4o semem04 265" 1315

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091552.D

6000000
5000000
4000000
3000000

2000000

13.96
15.06 15.37

100000043.81
14.44 611583

15, 16.58 19.
141826 || 142589 135841 (5 b 516,05 16,31 L 16i8e8ma7. X138 067737, 913 89RO 19-07/@6/@

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\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

4.99 32.72 ng 2890430 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 254 (4.990 min): BF091552.D (-251) (-) m/z 43.00 100.00%
43.0
59.1
5000
ot 460 480 500 520 540
o..,....,....,....','.-=..5,1-.°.:.,...6.9-,1....f‘.3~:°..,...=,|....,. m/z 59.10 56.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN S AN R
59.0 460 480 5.00 520 540
m/z 101.10 18.24%
31.0 83.0 93010‘1.0
-
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.05 15.84%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.10%
5000
41.0
29.0 101.0
0 o 1l].s00 [] 730 860 |
L UL SU LI SULELEL SRR SRR UL UL SURBLELS SURILELE I B RN SRS SRR RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 1

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

6.58 74.89 ng 6614940 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 393 (6.579 min): BF091552.D (-391) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 5o || %0 S0 6 ok 6k 700
0 : : e m/z 68.05 49 .26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U NARUERE MRS SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.45%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.86%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S A et er &
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.86%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G A SR—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF121316\
BF091552.D

13 Dec 2016 14:27

UM/SJ

H5940-01

8 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl 4-methoxysalicylate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.69 4.27 ng 532013 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 4-methoxvsalicvlate 182 C9H1004 005446-02-6 98

2 Methvl 2.6-dihvdroxv-4-methvlben...

3 4-Hvdroxvbenzolblth
4 2-Cyclohexen-1-one.

5 2-Mercaptobenzimidazole

182 C9H1004
150 C8H60S

150 C10H140
150 C7HG6N2S

iophene
3-methvl-6-(...

016846-10-9 68
003610-02-4 23
000491-09-8 17
000583-39-1 16

Abundance Scan 665 (9.688 min): BF091552.D (- 663) ) m/z 150.00 100.00%
50.0
5000 122.0
1070 182.1
79.0 R ARA pmmas L
51|-0 | | 9.40 9.60 9.80 10.00
okl gt L m/z 122.00 47.03%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44553: Methyl 4-methoxysalicylate
150.0
5000 LI L L L L LB LB LN
107 0122'0 182.0 9.40 9.60 9.80 10.00
9.0 : m/z 182.10 40.77%
15.0 29.0 ! 51‘\\0 L, | ‘\ mil | ‘ 166.0
T e T o L e
miz--> 20 40 80 100 120 140 160 180
Abundance
150.0
e i
9.40 9.60 9.80 10.00
5000 1220 182.0 m/z 151.00 33.97%
ol 150 39.0 66.0 94.0 167.0
L T T
miz--> 20 40 80 100 120 140 160 180
Abundance #23305: 4-Hydroxybenzo[b]thiophene AT T
150.0 9.40 9.60 9.80 10.00
m/z 107.00 32.84%
121.0
5000
45.0 77.0
‘ 62,0 H 9.0
) HH ! .~.wl, el
miz--> 20 40 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 15
R.T. EstConc Area Relative to ISTD R.T.
11.87 5.05 ng 619970 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 856 (11.871 min): BF091552.D (-854) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1 ’
213.2 SUSRN =SS
1571 1851 256.3 11.60 11.I80 12.'00 12.20
O el m/z 43.10 80.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L B B UL B
nmnmnmnm
120.0 256.0 m/z 60.00 77 .71%
L LT T 15201710 10402130 2370
m/z--> 25 Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
m/ 57.10 71.87Y%
5000 1290 4 0
185.0 228.0
97.0
o 166.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 220 24'10 2('30 MJL/LL“
Abundance #83686: Pentadecanoic acid B A BT
43.0 730 11.60 11.80 12.00 12.20
m/z 55.10 65.04%
5000 129.0 A‘h~AJ\F~fAA\N~JLw‘/v\A~
0 I R EEmEL T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.83 ng 844457 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1026 (13.814 min): BF091552.D (-1024) (-) 57.05 100.00%

50.0 83.
5000 .

139.1 13140 13,60 13.80 14.00 14.20
167.1 .
Obrrrprrrr 102 2Lt 280.3 m/z 83.10 94 .88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0 97.0
5000

13.40 13.60 13.80 14.00 14.20
125.0 m/z 55.10 91.88%

0150‘\\L 154.0 182.0 210.0 238.0 266.0
et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0 83.0

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
13.40 13.60 13.80 14.00 14.20

5000 1110 m/z 43.10 88.42%
29.0
o 1390 1680  210.0 2380 266.0 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T TN T
43.0 13. 40 13. 60 13. 80 14. 00 14. 20

m/z 97.05 82.27%

69.0
5000
. I 1250 169.0 1950 224.0 252.0
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.44 10.81 ng 1164920 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 l17-Pentatriacontene 491 C35H70 006971-40-0 86
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 83
4 1-Octadecanol 270 C18H380 000112-92-5 74
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 68
Abundance Scan 1081 (14.442 min): BF091552.D (-1079) (-) m/z 57.10 100.00%
57.1
o P’ WJL_/\)&
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
14.20 14.40 14.60 14.80
39.1
ol A .l,.l.*. o 1891 24012811 8918 | "m/z 43.10 84.61%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 L SR B I B
1420 14.40 14.60 14.80
m/z 55.10 60.61%
196.
Olﬁ"{’ll \\ h “3?9”,,“,‘ 280
m/z--> 0 50 200 250 300 350 400 450
Abundance
57.0
97.0 UL SUMILE B BN SUM
14.20 14.40 14.60 14.80
5000 m/z 71.10 58.18%
139.0
OO L L 1202230 267.0306.0 348.0 3900 4340 _490.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0 14.20 14.40 14.60 14.80
m/z 83.05 52.72%
97.0
5000
ol L 13901820 2380 2830
|||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
m'z--> 0 50 100 150 200 25'30 300 350 400 450 ' 14.20 14.40 14.60 14.80

8270-BF120916.M Wed Dec 14 16:33:50 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.88 4_.36 ng 329005 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 1119 (14.877 min): BF091552.D (-1117) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20
m/z 82.00 89.14%

166.1 194.1 222.1

0 254.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal

82.0

3

5000

14.60 14.80 15.00 15.20
m/z 43.10 86.56%

250.0
1380 166.0 194.0 2220

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l'
14.60 14.80 15.00 15.20
5000 m/z 55.05 64.18%
109.0

o 1380 1660 2080  250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!- e e i
14.60 14.80 15.00 15.20

m/z 96.05 58 .54%

-

5000
110.0

3

138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15 20

8270-BF120916.M Wed Dec 14 16:33:50 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 22.89 ng 1725980 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 1135 (15.060 min): BF091552.D (-1132) (-) m/z 57.10 100.00%
51.1
5000 85.0
113.1 14.80 15.00 15.20 15.40
141.1
ol ,,| A 111602 197.2 2050 2521 2811 3094 1z 71 10 69 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000
14.80 15.00 15.20 15.40
m/z 43.10 61.38%
29.0
m/z--> 25 Jo eb 80 100 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—!
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.05 51.28%
29.0
0 1130 1410 1600 2190 33902660  309.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73991: Dodecane, 2-methyl-6-propy!-
57.0 14.80 15.00 15.20 15.40
m/z 55.05 20.98%
5000 85.0
. | 130 0 1820 00
iz 8 Ao 65 B 100 130 140 150 150 200 230 240 280 20 30 " 14.80 15.00 15.20 1540

8270-BF120916.M Wed Dec 14 16:33:51 2016 Page: 12



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

> Z:\HPCHEMI\BNA F\DATA\BF121316\
: BF091552.D

: 13 Dec 2016 14:27

: UM/SJ

: H5940-01

8 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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

Peak Number 10 Oxirane, hexadecyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.61 5.97 ng 450411 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
5 Pentadecanal- 226 C15H300 002765-11-9 74

Abundance Scan 1183 (15.608 min): BF091552.D (-1180) (-) m/z 57.10 100.00%
57.1
96.1
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
24.1 15.20 15.40 15.60 15.80 16.00
166.1
0 I.ll oy 270719012211 28312821 8551 m/z 43.10 86.42%
m/z--> 50 100 150 200 250 300 350
Abundance #99459: Oxirane, hexadecyl-
430 820
5000 U DA SRR B
1520 15.40 15.60 15.80 16.00
09.0 m/z 82.05 79 .74%
138.0
ol Ll L] %800 a0 a0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 820
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
15.20 15.40 15.60 15.80 16.00
5000 m/z 96.10 59.42%
110.0
138.0166,0104.0222.0°°%0
Qb e e T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #147061: (Z)—l4—TricosenyI formate LS N L LN LI N L
58.0 82.0 15.20 15.40 15.60 15.80 16.00
m/z 55.00 58.76%
5000
10.0
. 1380}6(;01940222025002780 32005450
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80 16.00

8270-BF120916.M Wed Dec 14 16:33:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 _.beta.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.30 8.11 ng 611495 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 99
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 86
4 l1socholestervl methvl ether 400 C28H480 029944-53-4 64
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 58
Abundance Scan 1331 (17.300 min): BF091552.D (-1326) (-) m/z 43.10 100.00%
431
i M\F\/\/JV\
145.1
5000 213.1
255.2 303.3 144 S ——
g oA 17.00 17.20 17.40 17.60
Oyl m/z 107.00 68.34Y%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43.0
5000 LR B B B U
810 145.0 ﬂ%ﬂ%ﬂ%ﬂm'
213.0 414.0 m/z 95.00 63.79%
‘ ‘ ‘ 78.0 255.0 3290 440
0 I\I‘ H H H\ \H 89.
mz-> 0 200 250 300 350 400
Abundance
43.0
'17.00 17.20 17.40 17.60
5000 81.0 4140 m/z 55.05 60.79%
145.0 213.0 303.0 '
178.0 255.0 3819
0 113.0 | 342.0
mz-> 0 55 160 1%0 200 250 360 3éo 460
Abundance #159291: Stigmasterol, 22,23-dihydro- R MR T
43.0 17.00 17.20 17.40 17.60
m/z 105.10 60.08%
h \J/«VMVNVWNA//\\AMN]\\Vxﬁ\r“\
414.0
105.0
145.0 329.0
O ..J,.leﬁ,l\r# H*}Z§(??%3P.. ‘?igp.ﬁ. S SRS
mz-> 0 50 100 150 200 m 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm

8270-BF120916.M Wed Dec 14 16:33:52 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl7.51 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.51 3.90 ng 294258 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxy-4-methvlau... 218 C12H14N202 1000213-07-2 45
2 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 43
3 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 38
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 38
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 38
Abundance Scan 1349 (17.505 min): BF091552.D (-1345) (-) m/z 218.20 100.00%
218.2
5000 57.0
95.1
135.1 189.1
161.1 269.0 355.1 17.20 17.40 17.60 17.80
o Al b m/z 203.15 78.33%
m/z--> 50 100 150 200 250 300 350
Abundance #67928: 8-Amino-6,7-dimethoxy-4-methylquinoline
218.0
5000
17.20 17.40 17.60 17.80
0
104.0132.0 1600 m/z 57.05 48.78%
51.0 77.0 7 » \ 187.0
ob—— Ihwlulhwl " |“|“| lHImIH\I " le\l —
m/z--> 50 100 150 200 250 300 350
Abundance
203.0
17.20 17.40 17.60 17.80
5000 m/z 43.10 47 .09%
41.0 93.0
67.0 119.0 1470 175.0
O T T
m/z--> 50 100 150 200 250 300 350
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... e EEman B R
218.0 17.20 17.40 17.60 17.80
m/z 71.05 42 _.13%
176.0
00 g0 g0 1330
OIHI |’|JJ‘|\'|H|J|I|\J‘|‘:L'ujtuﬁl‘:‘:|\| e ——— ——r— : I
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

8270-BF120916.M Wed Dec 14 16:33:53 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl18.12 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.12 5.07 ng 382419 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 46
2 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 27
3 1.3-Benzenediol. 4-I(4-nitrophen... 259 C12H9N304 000074-39-5 25
4 7H-Furol3.2-allllbenzopvran-7-on... 274 C15H1405 054087-32-0 20
5 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 18
Abundance Scan 1403 (18.123 min): BF091552.D (-1399) (-) m/z 95.05 100.00%
.0 0.3
5000
" 17.80 18.00 18.20 18.40
0 ' m/z 259.30 96.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103064: Androstan-6-one, (5.alpha.)-
219.0 259.0
67.0 95.0
5000 135.0 LR SRR FULLRN BN B
17.80 18.00 18.20 18. 40
m/z 69.10 67.96%
161.0 191.0 ‘
0‘ - H“‘n‘im::|‘”|||“||||“||ﬁ‘ln|||‘||||‘ |||‘||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259.0
17.80 18.00 18.20 18.40
5000 m/z 137.10 67.75%
217.0
410 ggo 930 136.0 1610 1890
o 18.0 115.0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93684: 1,3-Benzenediol, 4-[(4-nitrophenyl)azo]- R EAEEEEEEE SRR
109.0 137.0 17.80 18.00 18.20 18.40
m/z 55.10 67.40%
5000 81.0 259.0
53.0
27.0
Obrrer et ,‘:‘.‘.‘l,..l.,.:‘..,‘.... 1580 1840 22?0;, —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840

8270-BF120916.M Wed Dec 14 16:33:54 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl8.26 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.26 4.93 ng 371827 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 43
2 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 007560-64-7 43
3 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 43
4 3.5-Dihvdroxvtoluene 124 C7H802 000504-15-4 38
5 2-Amino-4-methyl-3-pyridinol 124 C6H8N20 020348-18-9 38

Abundance Scan 1415 (18.260 min): BF091552.D (-1412) (-) m/z 124.10 100.00%
1241 q
5000 43.1 220.2

288.3 18.00 18.20 18.40 18.60

m/z 43.10 49_89%

327.2 370.4 4124

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #111024: Testosterone
124.0
288.0
5000 LA L L L L L L L LB
246.0 18.00 18.20 18.40 18.60
91.0 203.0 m/z 229.20 40.51%
18.0 55.0 165.0 ‘
o h\;m|l‘uhl\d“l \im .‘“.“‘.‘ .“‘l‘. ld\l\‘; R
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0 124.0
18.00 18.20 18.40 18.60
5000 m/z 57.05 36.12%
29.0
O IR o o oo o e e o o L I o o e LI R
m/z--> 50 100 150 200 250 300 350 400
Abundance #125177: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)- R B A B
124.0 18.00 18.20 18.40 18.60
43.0 m/z 95.05 23.08%
5000
91.0 191.0 314.0
ipro, | 0 220
o el R R BEREEEEE e aa
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

8270-BF120916.M Wed Dec 14 16:33:54 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Longifolenaldehyde Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.07 9.00 ng 678372 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 87
2 Naphthalene. decahvdro-1.2-dimet... 166 C12H22 003604-14-6 55
3 Bicvclol2.2.1Theptane-2.5-dione.... 166 C10H1402 004230-32-4 50
4 2(1H)-Naphthalenone. 4a.5.6.7.8.... 234 C15H2202 109897-57-6 44
5 1H-3a,7-Methanoazulen-5-o0l, octa... 220 C15H240 028231-03-0 42
Abundance Scan 1486 (19.071 min): BF091552.D (-1481) (-) m/z 95.00 100.00%
= Wﬂ/\k
12 4135 18.80 19.00 19.20 19.40
0 e m/z 69.05 92.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69487: Longifolenaldehyde
95.0
41.0
135.0
5000 205.0 HRRURIUR BN UL B
18.80 19.00 19.20 19.40
m/z 55.10 85.82%
i
04 |““|‘L“|H||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0 166.0
569 18.80 19.00 19.20 19.40
5000 m/z 95.95 83.45%
136.0
L L I WL L UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #33058: Bicyclo[2.2.1]heptane-2,5-dione, 1,7,7-trimethyl- A B R R AR L
69.0 166.0 18.80 19.00 19.20 19.40
m/z 109.10 82.44%
109.0
5000
211
0:“::;‘iu‘]‘}l‘u‘"luu'h{:|‘||||||||| — — R R o
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40

8270-BF120916.M Wed Dec 14 16:33:55 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.24 17.94 ng 1352300 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
2 7-Tetradecvne 194 C14H26 035216-11-6 46
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 42
4 Sesauirosefuran 218 C15H220 039007-93-7 41
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 38
Abundance Scan 1501 (19.243 min): BF091552.D (-1494) (-) m/z 69.05 100.00%
69.0
09.1
5000
163.1 205.2 302.2 )
| 3413 411.4 19.00 19.20 19.40
(e m/z 95.10 86.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 LA UL UL B
160.0 19.00 19.20 19.40
“ m/z 109.10 77.21%
ob— ....l..‘.l I “.‘l.“... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
1000 1920 1040
5000 109.0 m/z 123.05 73.06%
29.0
165.0
L L L L L UL WAL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #16392: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- e B
95.0 19.00 19.20 19.40
55.0 m/z 81.05 72.91%
5000
J} 138.0
0 "'jm'”'ﬁl'j"l""l"" U UNELELELN SR B HRERSUN SURLUN SURIRUN BURE
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121316\
Data File : BF091552.D

Aca On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample : H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4-Hydroxy-6,7-methylenediox... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.38 7.30 ng 550381 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-6.7-methvlenedioxvauin... 233 C11H7NO5 026893-27-6 90
2 Aciphvllvl alcohol 220 C15H240 087745-29-7 30
3 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 25
4 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 22
5 2(1H)-Naphthalenone, 4a,5,6,7,8,... 220 C15H240 017408-66-1 18
Abundance Scan 1513 (19.380 min): BF091552.D (-1508) (-) m/z 189.20 100.00%
180.2
43.0 69.1 95.0 135.1 Mv\—///\\\J/\\J//\\\V\\v
5000
302.1
161.1 220.2 e T B B e e
262.1 19.00 1920  19.40
(o} m/z 135.05 61.37%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77828: 4-Hydroxy-6,7-methylenedioxyquinoline-3-carboxylic...
189.0
44.0 215.0
76.0
5000 19.00 1920 19.40
03.0 . . .
130 1610 m/z 95.05  59.80%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
19.00 1920 19.40
5000 189.0 m/z 81.05 58.63%
145.0
550 1210 220.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49332: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent... L A
13 19.00 19.20  19.40
m/z 69.10 54 _.95%
0! T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 1920  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121316\
Data File : BF091552.D

Acq On : 13 Dec 2016 14:27

Operator : UM/SJ

Sample - H5940-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.99 32.7 ng 2890430 1 6.81 1766500 20.0
unknown6 .58 6.58 74.9 ng 6614940 1 6.81 1766500 20.0
Methyl 4-methoxys... 9.69 4.3 ng 532013 3 9.85 2491290 20.0
n-Hexadecanoic acid 11.87 5.0 ng 619970 4 11.33 2454900 20.0
1-Nonadecene 13.81 7.8 ng 844457 5 13.96 2155620 20.0
Ethanol, 2-(tetra... 14.44 10.8 ng 1164920 5 13.96 2155620 20.0
Octadecanal 14.88 4.4 ng 329005 6 15.37 1507870 20.0
Heneicosane 15.06 22.9 ng 1725980 6 15.37 1507870 20.0
Oxirane, hexadecyl- 15.61 6.0 ng 450411 6 15.37 1507870 20.0
-beta.-Sitosterol 17.30 8.1 ng 611495 6 15.37 1507870 20.0
unknownl17.51 17.51 3.9 ng 294258 6 15.37 1507870 20.0
unknown18.12 18.12 5.1 ng 382419 6 15.37 1507870 20.0
unknownl18.26 18.26 4.9 ng 371827 6 15.37 1507870 20.0
Longifolenaldehyde 19.07 9.0 ng 678372 6 15.37 1507870 20.0
5-Bromo-4-oxo0-4,5... 19.24 17.9 ng 1352300 6 15.37 1507870 20.0
4-Hydroxy-6,7-met... 19.38 7.3 ng 550381 6 15.37 1507870 20.0

8270-BF120916.M Wed Dec 14 16:33:56 2016 Page: 21



