LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.655 5 6 15 rvv 95107 152167 10.87% 0.880%
2 1.770 15 16 23 rv 871301 1400203 100.00% 8.097%
3 1.861 23 24 40 rVB 43767 138271 9.88% 0.800%
4 4.821 280 283 287 rBV 142662 190701 13.62% 1.103%
5 4.993 287 298 301 rBV 15882 74084 5.29% 0.428%
6 5.210 315 317 320 rVB 14456 17825 1.27% 0.103%
7 5.267 320 322 325 rBV 916940 1049768 74.97% 6.070%
8 6.330 412 415 417 rBV 1143540 1258802 89.90% 7.279%
9 6.444 423 425 427 rBV 1343165 1167360 83.37% 6.750%
10 6.673 443 445 447 rBV 484774 393230 28.08% 2.274%

11 6.833 456 459 461 rVB 1104256 993610 70.96% 5.746%
12 7.245 492 495 497 rBV 807872 811205 57.93% 4.691%
13 7.359 501 505 507 rBB 9290 14470 1.03% 0.084%
14 7.965 555 558 560 rBvV 482809 508761 36.33% 2.942%
15 9.039 649 652 654 rBV 1450725 1200441 85.73% 6.942%

16 9.439 684 687 689 rvB 532453 491418 35.10% 2.842%
17 9.713 708 711 712 rBV 408991 493519 35.25% 2.854%

18 10.159 745 750 751 rBV 16108 21077 1.51% 0.122%
19 10.262 757 759 763 rVB 21657 26565 1.90% 0.154%
20 10.491 777 779 782 rVB 642594 567392 40.52% 3.281%
21 10.628 789 791 795 rVB 24977 32268 2.30% 0.187%
22 10.856 809 811 814 rvB2 15639 23337 1.67% 0.135%
23 11.062 827 829 831 rBVvV2 43475 48664 3.48% 0.281%
24 11.119 831 834 836 rvB2 13729 14379 1.03% 0.083%
25 11.188 838 840 843 rvv2 274777 456169 32.58% 2.638%
26 11.256 843 846 848 rvB2 48131 62865 4._.49% 0.364%
27 11.416 858 860 865 rvv2 52524 58431 4_.17% 0.338%
28 11.496 865 867 872 rvV 16747 23007 1.64% 0.133%
29 11.588 872 875 878 rVB4 18196 21600 1.54% 0.125%
30 11.759 887 890 891 rvB 140832 125949 9.00% 0.728%
31 11.794 891 893 896 rVvB 25685 37860 2.70% 0.219%
32 11.999 907 911 914 rBV2 16703 30750 2.20% 0.178%
33 12.148 921 924 926 rBV2 8072 17272 1.23% 0.100%
34 12.228 929 931 932 rBV 17597 18379 1.31% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.319 937 939 940 rvv 35038 45942 3.28% 0.266%

36 12.388 943 945 947 rVB 611373 531676 37.97% 3.074%
37 12.605 962 964 966 rBV 124668 181984 13.00% 1.052%

38 12.662 966 969 972 rVB4 12950 28178 2.01% 0.163%
39 12.765 976 978 980 rvVv 740920 646742 46.19% 3.740%
40 12.834 982 984 989 rvve 13611 23744 1.70% 0.137%
41 12.937 989 993 995 rBvV 23602 43928 3.14% 0.254%
42 13.005 995 999 1001 rBV3 29442 60548 4._.32% 0.350%
43 13.039 1001 1002 1006 rVB2 21509 31720 2.27% 0.183%
44 13.165 1012 1013 1016 rBV 14414 17103 1.22% 0.099%
45 13.245 1016 1020 1022 rVB2 56503 85197 6.08% 0.493%
46 13.348 1027 1029 1034 rVB5 10078 17437 1.25% 0.101%
47 13.439 1035 1037 1042 rBV2 14622 24902 1.78% 0.144%
48 13.554 1045 1047 1048 rBV2 22192 31302 2.24% 0.181%

49 13.680 1056 1058 1061 rVB 106201 123680 8.83% 0.715%
50 13.805 1066 1069 1074 rBV2 449138 597167 42.65% 3.453%

51 13.908 1076 1078 1080 rBV2 16324 24006 1.71% 0.139%
52 14.000 1084 1086 1087 rBV 17610 25432 1.82% 0.147%
53 14.194 1101 1103 1104 rBV2 17423 22172 1.58% 0.128%
54 14.308 1110 1113 1118 rBV 112964 194089 13.86% 1.122%
55 14.720 1147 1149 1150 rBV 40083 35464 2.53% 0.205%

56 14.800 1153 1156 1159 rBV 93197 176141 12.58% 1.019%
57 14.891 1162 1164 1165 rBV 229067 245513 17.53% 1.420%
58 15.062 1177 1179 1182 rVB 62272 79466 5.68% 0.460%
59 15.120 1182 1184 1186 rBV 55678 85154 6.08% 0.492%
60 15.177 1186 1189 1190 rBV 190726 260369 18.60% 1.506%

61 15.394 1206 1208 1211 rBV 70572 88064 6.29% 0.509%
62 15.600 1223 1226 1228 rBV 355403 524641 37.47% 3.034%
63 15.645 1228 1230 1233 rVB2 117274 180749 12.91% 1.045%
64 16.548 1306 1309 1311 rBV 30621 55994 4._00% 0.324%
65 16.605 1311 1314 1320 rBV6 39748 125297 8.95% 0.725%

66 16.823 1331 1333 1339 rVB 25225 47342 3.38% 0.274%
67 16.960 1341 1345 1349 rBV2 71175 166060 11.86% 0.960%
68 17.131 1357 1360 1366 rVB2 35391 87954 6.28% 0.509%
69 17.348 1376 1379 1380 rBV2 27052 50933 3.64% 0.295%
70 17.657 1402 1406 1407 rBV3 16613 46397 3.31% 0.268%

71 17.828 1417 1421 1429 rVB2 70533 196749 14.05% 1.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.080 1439 1443 1446 rBV2 24334 61186 4._.37% 0.354%
73 18.720 1496 1499 1506 rVB6 25088 81421 5.81% 0.471%

Sum of corrected areas: 17293642
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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\BF071516\

BF089016.D

15 Jul 2016 14:54

UM/SsJ

H3972-08

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl.86 Concentration Rank 12

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

1.86 7.03 ng 138271 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 9
2 Glvcine 75 C2H5N02 000056-40-6 7
3 1-Butanamine 73 C4H11N 000109-73-9 4
4 Ethvlamine 45 C2H7N 000075-04-7 3
5 Methane, nitroso- 45 CH3NO 000865-40-7 3

Abundance Scan 24 (1.861 min): BF089016.D (-23) (-) m/z 75.10 100.00%
75
5000 45
3 57 180 200 220
o N — m/z 73.10 68.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L N L N
1.80 200 2.20
m/z 45.10 41.75%
o “\ ‘ P S e e 10
miz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 23.04%
75
45 57 69
e S S UL S SIS I SUL IS SN S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #747: 1-Butanamine LA S B L L N B B |ll-\l ™1
30 1.80 200 2.20
m/z 47.00 10.57%
5000
18 ‘ 41 57 7‘3
e L S S UL S SIS I SUL LS I S B L N A N L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.82 9.70 ng 190701 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 283 (4.821 min): BF089016.D (-280) (-) m/z 43.10 100.00%
43
59
5000
101
440 460 4.80 5.00 5.20
0 59 4] A m/z 59.10 62.18%
HUNUNARRN NI UL LR LR IR LRI RS LSS SRS SRR SRR BARRE - - ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SR LN UL S
440 460 4.80 5.00 5.20
59 101 m/z 101.10 24.06%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 520
5000 M m/z 58.10 15.24%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one R ma T B R AR
43 440 460 4.80 5.00 5.20
m/z 41.10 10.21%
5000
55
o 36, |62 71 8 8
HUSUNRRRN IR UL LR IR IR LRI RS LSS SRS SRR SRR BARRE USRS SRR UL UL SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.44 Concentration Rank 2

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

6.44 59.37 ng 1167360 1,4-Dichlorobenzene-d4 6.67
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 425 (6.444 min): BF089016.D (-423) (-) m/z 132.00 100.00%
5000 68
40 54 X J 620 640 6.60 6.80
7 . . . .
ol e lsus o 7z 68.10  46.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BN AR L SR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.51%
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
620 640 6.60 6.80
5000 m/z 66.10 30.69%
33 am . 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! R R S REREEEEEE e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.46%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | G
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\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Decanol, 2-hexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.14 ng 123680 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 76
Abundance Scan 1058 (13.680 min): BF089016.D (-1056) (-) m/z 57.10 100.00%
57
83
5000
13.40 13.60 13.80 14.00
o} m/z 43.10 79 .04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 83 UL DU BN RN U
111 13.40 13.60 13.80 14.00
\ m/z 83.10 65.10%
139
o) — II\I hl\ M‘:“Hl lh Iw‘hl “l‘ |‘:|I-6|8| :I|-9|6|2|2?| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.40 13.60 13.80 14.00
5000 83 m/z 55.10 62.64%
111
29
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate B A RRREE R
5 o 13.40 13.60 13.80 14.00
m/z 71.10 62 .38%
5000
125
L ;\L \153 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1-Pentadecanethiol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.31 6.50 ng 194089 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Pentadecanethiol
2 Docosvl pentafluoropropionate
3 Tricosvl heptafluorobutvrate

4 Tricosvl pentafluoropropionate
5 Heptafluorobutyric acid,

244 C15H32S

472 C25H45F502
536 C27H47F702
486 C26H47F502

n-octad. .. 466 C22H37F702

025276-70-4 95
1000351-80-9 81
1000351-83-4 81
1000351-81-0 81
000400-57-7 76

Abundance Scan 1113 (14.308 min): BF089016.D (-1110) (-) m/z 57.10 100.00%
57
83
5000
111
240 R R IREEE SRS SRS R R
0 ”.t,...,. o B L LI e o o o e m/z 43.10 76.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97496: 1-Pentadecanethiol
55,83
5000 LA L L L L L LB L |
29 111 244 14.00 14.20 14.40 14.60
210 m/z 55.10 67.38%
H 139 182
ol 8 ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R R IREEE SRS SRS R R
97 14.00 14.20 14.40 14.60
5000 m/z 83.10 62.88%
125
o 29 153181 224250280308 353 454
I o e B A o LA E i o i i B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosy! heptafluorobutyrate T
57 14.00 14.20 14.40 14.60
m/z 69.10 61.43%
97
5000
125
0 29 l; 169195222250 294322 367 518
I o o A o e o I R R IREEE SRS SRS R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 18.86 ng 245513 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexadecane 226 C16H34 000544-76-3 94
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 1164 (14.891 min): BF089016.D (-1162) (-) m/z 57.10 100.00%
57
T */ML‘/
5000
252 R BN SO UM B
113 14.60 14.80 15.00 15.20
141
Y- ,I .1.||, L 109297225 ) 295 m/z 71.10 73.90%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B BRI SULRE B
14.60 14.80 15. oo 15 20
m/z 43.10 60.27%
29 ‘ 13
o L] )M 169 197 225 253 282
m/z--> 50 160 1éo 260 2éo 300 3éo '
Abundance
57
14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 53.46%
29
0 113 141 169 197 226
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance #209566: Octacosane R mE ST e
57 14.60 14.80 15.00 15.20
m/z 41.10 22.38%
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.06 6.10 ng 79466 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalpvrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1179 (15.062 min): BF089016.D (-1177) (-) m/z 252.10 100.00%
252
5000
58 81 100 125143 174 199 224 |l 271 365 14.80 15.00 15.20 15.40
B Bt i | m/z 250.10 30.02%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 21.21%

50 74 99 M 146 174 200 224 H

o= SR |
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 14 _.27%
126
0 74 99 200 224
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene R B EERmE R
252 14.80 15.00 15.20 15.40
m/z 126.00 11.41%
5000
126
039 63 83100, | 150 174 200 224 .H
e L i e e e L e S L A
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF063016.-M Mon Jul 18 18:31:52 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.39 6.76 ng 88064 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Tetradecanal 212 C14H280 000124-25-4 86
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 1208 (15.394 min): BF089016.D (-1206) (-) m/z 57.10 100.00%

7 82

5000

-

111 A
137 163 180195 1229243 »5g273287 ;15/1;) 15823 113610 15.;07 151.8200/0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82

96

3

5000 T T T T
15.00 15.20 15.40 15.60 15.80

29
m/z 43.10 77.38%
124138 299
0 152166180194208 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
I o e o e
9 15.00 15.20 15.40 15.60 15.80
5000 m/z 55.10 61.83%
29

10
124138 168
0 152 194 212
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129467: Oxirane, heptadecyl- R Ra e e
2 15.00 15.20 15.40 15.60 15.80

9 m/z 96.10 54 .96%

a

5000

§

110

152166180194208222236250264 282
L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80

8270-BF063016.-M Mon Jul 18 18:31:53 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.60 40.30 ng 524641 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1226 (15.600 min): BF089016.D (-1223) (-) m/z 57.10 100.00%
57
85 \
5000
113 15.20 15.40 15.60 15.80 16.00
141 169 : : : : :
I “ﬂ'l- LR m/z 71.10 71.56%
m/z--> 50 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 R D AR NN
15. 20 15. 40 15. 60 15. 80 16. oo
29 m/z 43.10 60.58%
oL oL 8 141 169 197 225 255 2o 309 357 3es 3o
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 52.56%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane S EEEEEEEES ey
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 21.69%
5000 85 v\va\j\w\~/M\ﬁx-«~ﬂv_-
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.65 13.88 ng 180749 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 74
4 Behenic alcohol 326 C22H460 000661-19-8 74
5 Octacosanol 410 C28H580 000557-61-9 72
Abundance Scan 1230 (15.645 min): BF089016.D (-1228) (-) m/z 83.10 100.00%
55 83
5000 111 N\/J\\NLV\
139 180 229246264 15.40 15.60 15.80 16.00
O S— ,..“..,J'.'..'I....,6.2...,....2,9§.,....,....,.... e M7z 97.10 99 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 LB BURIILE UL SUMBULN U
mmmmmmmm
29 m/z 55.10 91.82%
ol Lol 167 196 238 266 294
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
1540 15.60 15.80 16.00
5000 11 m/z 69.10 88.18%
29 139
o 167 195 222 250 280 308 336 Jﬂn_gJ\”\AJAA\ﬁMdewiwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 AN maa T e
55 83 15.40 15.60 15.80 16.00
m/z 43.10 64.87%
29
ol 139 168 195 238 266
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 15'40 15 60 15. 80 16. 00

8270-BF063016.-M Mon Jul 18 18:31:55 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.55 4.30 ng 55994 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
Abundance Scan 1309 (16.548 min): BF089016.D (-1306) (-) m/z 57.10 100.00%
sl
T MM
5000
1 L s o o 1620 1640 1660 1650
ob—— il i.J.,.““ S TR T e e SR m/z 71.10 79.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 USRS UARAE &
16:20 16,40 16.60 16.80
m/z 85.10 67.53%
29 113 141
ol [ i 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 53.02%
113 1 L“V\»\/\/\,/\/&/\/\\vav/\\,
o 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #209565: Octacosane e REREE
57 16.20 16.40 16.60 16.80
m/z 55.10 23.63%
5000 85
2 113 141
ol ﬂ /169 197 225 253 281 309 337 365 394
m/z--> % 1& ﬁo ﬂ)z% 300 350 400 ' 16.20 16,40 16.60 16.80

8270-BF063016.-M Mon Jul 18 18:31:56 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl6.61 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.61 9.62 ng 125297 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dihvdrofarnesvl hexanoate 322 C21H3802 1000374-10-1 16
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 11
3 Decanedioic acid. 3.4.7.8-tetram... 286 C16H3004 057289-32-4 10
4 2H-Pvrazolol3.4-blpvridin-3-ol. ... 271 C8H3F6N30 1000302-64-8 9
5 1,1"-(4-Methyl-1,3-phenylene)bis... 556 C27H24N802S2 1000224-58-6 9
Abundance Scan 1314 (16.605 min): BF089016.D (-1311) (-) m/z 55.10 100.00%
81

5000 105 133
278
187 2139 2%5
16.20 16.40 16.60 16.80 17.00
(o} m/z 81.10 80.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162977: 2,3-Dihydrofarnesyl hexanoate

69

123 163

16!20 16.I40 16.I60 16.I80 17.IOO
m/z 69.10 79.07%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R B e
82 16.20 16.40 16.60 16.80 17.00
5000 78 m/z 83.10 61.07%
29
109
137

o 166 104 222 250

mwmﬁm‘mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #132851: Decanedioic acid, 3,4,7,8-tetramethyl-, dimethyl ... A
16.20 16.40 16.60 16.80 17.00

m/z 91.10 54 _33%

5000

T T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80 17.00

8270-BF063016-M Mon Jul 18 18:31:57 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl6.96 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.96 12.76 ng 166060 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 38
2 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 38
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 36

4 5-Cholene. 3.24-dihvdroxyv- 360 C24H4002 1000251-69-2 17
5 2,3-Di(2,2-dimethylethyl)thiophe... 228 C12H2002S 128788-12-5 12
Abundance Scan 1345 (16.960 min): BF089016.D (-1341) (-) m/z 43.10 100.00%
107
145
5000
255 303
329 381 414 NSRS
| R 16.60 16.80 17.00 17.20
0 '.... S N m/z 107.10 66.89%
miz--> 50 100 150 200 250 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20- methyl , (3.beta.)-
a1 107 394
81 145 283
5000 309 361 i e L
213 16.60 16.80 17.00 17.20
173 255 337 m/z 91.05 64 .15%
B2
04
miz--> 50 100 150 200 250 300 350 400
Abundance
43
R .
16.60 16.80 17.00 17.20
5000 m/z 105.05  64.05%
81 105 154 255
o 133 185 213232 275 316339 3/0389
e P P e T e [ e P P e T
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- T
43 16.60 16.80 17.00 17.20
m/z 57.10 62.12%
5000 a6
81 107
‘ ‘ ‘ 13 329 414
ol \HHHM H " h”?l% areme | dser | I
miz--> 50 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF063016-M Mon Jul 18 18:31:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 4,4,9,9-Tetramethyl-4,9-dis... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.13 6.76 ng 87954 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.9.9-Tetramethvl-4.,9-disilatr... 218 C12H18Si2 1000280-67-7 64
2 5-(1-NaphthvI)tricvclol4.1.0.0(2... 218 C17H14 107729-05-5 38
3 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 35
4 1-Valine. n-pentafluoropropionvl... 347 C14H22F5NO3 1000320-88-1 27
5 4-(p-N,N-dimethylaminophenylimin... 218 C13H18N20 1000100-07-8 27
Abundance Scan 1360 (17.131 min): BF089016.D (-1357) (-) m/z 218.20 100.00%
218
5000 55

/

81 109 R e EREEEEEEEs s
135162189 16.80 17.00 17.20 17.40

0 WAy W/z 203.15  82.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6...
203
5000 LA L L LB L L LN |

16.80 17.00 17.20 17.40
m/z 55.10  37.55%

o b sk b e e e
m/z--> 5I0 l('I)O léO ZCI)O 25IO 3(I)O 3é0 4(")0 4é0 5(I)O
Abundance
218
N AU SRR IR
16.80 17.00 17.20 17.40
5000 m/z 43.10 36.41%
108
39 63 152 1%
B L L L A S B UL WL WL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether A ERmmaE R

16.80 17.00 17.20 17.40
m/z 41.10 30.81%

5000

I T
m/z--> 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40

8270-BF063016.-M Mon Jul 18 18:31:58 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl17.83 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.83 15.11 ng 196749 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-diamino- 124 C6H8N20 022440-82-0 30
2 2-Chloro-4-fluorobenzvlamide 159 C7H7CIFN 1000343-00-9 30
3 Furan-2-carboxvlic acid (2.2.6.6... 250 C14H22N202 300574-70-3 27
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 27
5 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 27

Abundance Scan 1421 (17.828 min): BF089016.D (-1417) (-) m/z 124.10 100.00%

4

5000

-

17.60 17.80 18.00 18.20

0! m/z 43.10 66.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10332: Phenol, 2,6-diamino-
124
5000 LANLINLIL B L L L LB
17.60 17.80 18.00 18.20
52 79 m/z 57.10 43.20%
0 .??uNJMAN,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
R B A B
17.60 17.80 18.00 18.20
5000/ 30 158 m/z 229.20 42.57%
95
51 74
ot b e b
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #102243: Furan-2-carboxylic acid (2,2,6,6-tetramethyl-pipe... R
124 17.60 17.80 18.00 18.20
m/z 55.10 35.00%
5000
95 235
oL 388 | | 1490171100
L L B e B R B A B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl18.08 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.08 4.70 ng 61186 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal. 7-hvdroxv-3.7-dimethvl- 172 C10H2002 000107-75-5 47
2 9-Decen-2-one 154 C10H180 035194-30-0 35
3 2-Nonadecanone 282 C19H380 000629-66-3 32
4 2-Tridecanone 198 C13H260 000593-08-8 32
5 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 25
Abundance Scan 1443 (18.080 min): BF089016.D (-1439) (-) m/z 59.10 100.00%
59
43
5000
85 136 """"""""""
9 117 159 207 17.80 18.00 18.20 18.40
o 1o m/z 58.10 72.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39557: Octanal, 7-hydroxy-3,7-dimethyl-
59
5000 L SO B UL B
43 17. 80 18 00 18. 20 18. 40

m/z 43.10 65.36%

81 % 151 139
N 20 YO o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
58 L e e
17.80 18.00 18.20 18.40
5000 m/z 71.10 49.17%

71

6
111125 154

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129460: 2-Nonadecanone B A RRREE R
17.80 18.00 18.20 18.40
m/z 57.10 38.85%

5000

i

267282

111127 152166180 222 239
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089016.D

Aca On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknownl18.72 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.72 6.25 ng 81421 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.4.0.0(2.8)1dec-3-en-5-01 150 C10H140 1000193-38-7 18
2 1H-Pvrazole. 3.4-dimethvl- 96 CH5H8N2 002820-37-3 14
3 Pvrazole. 1.4-dimethvl- 96 C5H8N2 001072-68-0 14
4 (2E.4BE)-3.7-Dimethvl-2.4-octadiene 138 C10H18 1000374-08-2 11
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 11
Abundance Scan 1499 (18.720 min): BF089016.D (-1496) (-) m/z 95.10 100.00%
81 9
123 205
302
s000{ 4! 150 175189
%6 18.40 18.60 18.80 19.00
01 m/z 109.10 91.33%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23796: Tricyclo[4.4.0.0(2,8)]dec-3-en-5-0l

5000

18.40 18.60 18.80 19.00
m/z 81.10 83.85%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95
e N R
18.40 18.60 18.80 19.00
5000 54 m/z 69.10 82.19%
69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2755: Pyrazole, 1,4-dimethyl- A mEE e R RREE
95 18.40 18.60 18.80 19.00
m/z 96.10 78.62%
5000 42
68
2
0 e MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089016.D

Acq On 15 Jul 2016 14:54

Operator : UM/SJ

Sample : H3972-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl.86 1.86 7.0 ng 138271 1 6.67 393230 20.0
2-Pentanone, 4-hy... 4.82 9.7 ng 190701 1 6.67 393230 20.0
unknown6 .44 6.44 59.4 ng 1167360 1 6.67 393230 20.0
1-Decanol, 2-hexyl- 13.68 4.1 ng 123680 5 13.81 597167 20.0
1-Pentadecanethiol 14 .31 6.5 ng 194089 5 13.81 597167 20.0
Eicosane 14.89 18.9 ng 245513 6 15.18 260369 20.0
Benzo[e]pyrene 15.06 6.1 ng 79466 6 15.18 260369 20.0
Octadecanal 15.39 6.8 ng 88064 6 15.18 260369 20.0
Octacosane 15.60 40.3 ng 524641 6 15.18 260369 20.0
1-Heneicosanol 15.65 13.9 ng 180749 6 15.18 260369 20.0
Heptacosane 16 .55 4.3 ng 55994 6 15.18 260369 20.0
unknownl6.61 16.61 9.6 ng 125297 6 15.18 260369 20.0
unknownl16 .96 16.96 12.8 ng 166060 6 15.18 260369 20.0
4,4,9,9-Tetrameth... 17.13 6.8 ng 87954 6 15.18 260369 20.0
unknownl17 .83 17.83 15.1 ng 196749 6 15.18 260369 20.0
unknown18.08 18.08 4.7 ng 61186 6 15.18 260369 20.0
unknown18.72 18.72 6.3 ng 81421 6 15.18 260369 20.0
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