LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D
Aca On > 8 Jul 2016 2:59 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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 1.701 8 10 19 rVB 108735 250894 5.54% 1.723%
2 1.827 19 21 64 rVB 1692955 4529772 100.00% 31.105%
3 4.890 287 289 296 rVB 33735 47019 1.04% 0.323%
4 5.324 325 327 330 rBV 875909 829987 18.32% 5.699%
5 6.376 417 419 422 rBV 920568 819925 18.10% 5.630%
6 6.502 428 430 433 rBV 780611 882172 19.47% 6.058%
7 6.742 449 451 453 rVB 619299 505399 11.16% 3.471%
8 6.902 462 465 467 rBV 490794 630769 13.92% 4.331%
9 7.302 498 500 502 rBV 611291 518993 11.46% 3.564%
10 8.022 561 563 566 rBV 506296 591251 13.05% 4 _.060%

11 9.107 655 658 660 rBvV 945870 853789 18.85% 5.863%
12 9.496 690 692 695 rBvV 96658 100062 2.21% 0.687%
13 9.782 714 717 719 rBV 603620 603791 13.33% 4.146%
14 10.559 783 785 788 rBV 444137 416204 9.19% 2.858%
15 11.256 844 846 847 rBV 613616 499608 11.03% 3.431%

16 11.279 847 848 850 rvB 64063 46103 1.02% 0.317%
17 12.456 950 951 953 rBV 64832 80425 1.78% 0.552%
18 12.685 968 971 973 rBV2 79851 88250 1.95% 0.606%
19 12.834 982 984 987 rVB 448425 5563223 12.21% 3.799%
20 13.325 1025 1027 1030 rVB 60960 65587 1.45% 0.450%
21 13.748 1063 1064 1067 rVB 41089 55578 1.23% 0.382%
22 13.885 1073 1076 1077 rBV 533630 563308 12.44% 3.868%
23 14.377 1117 1119 1121 rBV 34198 48735 1.08% 0.335%
24 14.674 1143 1145 1147 rBV 38160 52030 1.15% 0.357%
25 14.731 1148 1150 1152 rVV 44626 58075 1.28% 0.399%
26 14.880 1161 1163 1168 rBV 26793 62057 1.37% 0.426%
27 15.211 1190 1192 1195 rVV 27600 55235 1.22% 0.379%
28 15.268 1195 1197 1200 rVvVv 302549 381235 8.42% 2.618%
29 15.325 1200 1202 1208 rVB 42210 62907 1.39% 0.432%
30 15.714 1234 1236 1239 rBV 34760 55459 1.22% 0.381%
31 15.908 1251 1253 1260 rVB3 39557 90095 1.99% 0.619%
32 16.171 1274 1276 1285 rVB3 33429 92697 2.05% 0.637%
33 16.308 1285 1288 1292 rVB2 31785 72051 1.59% 0.495%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

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

Method
Title

Sum of corrected areas: 14562685
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 Sample Multiplier: 1

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

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

Abundance TIC: BF088803.D

1500000

1000000
5.32 6.38
6.50
6.74 7.30

500000

4.89

o .

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088803.D

1500000

1000000 9.11

9.78 11.26
500000 8.02 10.56 12.83

9.50 11 28 12.4612.69 13.33

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088803.D

1500000

1000000

13.89
500000

15.715.91
13.7 16.16.31

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF063016-M Fri Jul 08 15:38:47 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

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 unknown6.50 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.50 34.91 ng 882172 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 430 (6.502 min): BF088803.D (-428) (-) m/z 132.00 100.00%
5000 e8
40 54 0 J 620 640 6.60 6.80
7 . . . .
ol Telws o w2 e8.10  51.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IS RREE AR N LR
6.20 6.40 6.60 6.80
2 51 78 m/z 66.10 32.41%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 134.00 31.94%
92
ol 27 %9 5t ® 7 105 449
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L I i o
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 21.12%
5000 og 116
Oy |""|""|'§% 'Imq7'hl' J‘“I "'¥5?" "|'1??' IS RAREE AR RN LR
m/z--> 20 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\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.33 ng 65587 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 83
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Dodecanamide 199 C12H25NO0 001120-16-7 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 53
Abundance Scan 1027 (13.325 min): BF088803.D (-1025) (-) m/z 59.10 100.00%
59
5000
41 A
83 98112126 13,00 13.20 13.40 13.60
140154 177 202 : : . .
o m/z 72.10 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 AR AR AR
13.00 13.20 13.40 13.60
81 m/z 55.10 39.59%
) 2 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.10 29.99%
44
29 3 981121261491
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide B BBEmma B B
59 13.00 13.20 13.40 13.60
m/z 43.10 21.72%
5000
43
o 29 | 86100114128142156170184198212226240255
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 2éo 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 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 6 Pentacosane Concentration Rank 13

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

14 .67 2.73 ng 52030 Perylene-d12 15.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 76
4 Eicosane 282 C20H42 000112-95-8 70
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 68

Abundance Scan 1145 (14.674 min): BF088803.D (-1143) (-) m/z 57.10 100.00%
57
5000
3 141 166 1902 8225 249 276 353 14.40 14.60 14.80 15.00
ob— =l m/z 71.10 82.33%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LIS L L L B L L L L L
14.40 14.60 14.80 15.00
m/z 43.10 64 .36%
113 14
o2 LT 169 194211 230 267 295 323 352
— T T T e T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 61.14%
29
o 113 141 169 197 225 268
e e S L e B
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane B T o |
57 14.40 14.60 14.80 15.00
m/z 55.10 27 .89%
5000
85
29
ol | J (113 141 169 197 226
—— T e R e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF063016-M Fri Jul 08 15:38:50 2016

6-B-LOCATION-6-15-20FT

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.05 ng 58075 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 74
2 Supraene 410 C30H50 007683-64-9 74
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 74
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1150 (14.731 min): BF088803.D (-1148) (-) m/z 69.10 100.00%
69
5000 “\Ndx'fn/vv,vAA_AANJkﬁwﬂ,M,
41 e —
137 14.40 14.60 14.80 15.00
194 254
N -ll A g0 S04 226 7> 282 350 | m/z 81.10 50.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4L L B SN B I
14,40 14.60 14.80 15.00
o5 m/z 41.10 23.40%
137
oL | N.“ Ll a7 7161 101217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 1460 14.80 15.00
5000 m/z 95.10 13.04%
41 JJJNMMJJFAVWWWJ\AQJ
95 137
o 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R R mEEE
69 14.40 14.60 14.80 15.00
a1 m/z 68.10 12_.09%
h M/JL/"\M
95 123
AETE N bk A i
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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 Benz[e]acephenanthrylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.26 ng 62057 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzolelpvrene 252 C20H12 000192-97-2 92
4 Benzolalovrene 252 C20H12 000050-32-8 86
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 72
Abundance Scan 1163 (14.880 min): BF088803.D (-1161) (-) m/z 252.10 100.00%
252
5000
a6 g7100M3 ] 147 104 1841980112% oo [l 265 287 14.50 14.80 15.00 15.20
0’ m/z 250.10 25.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252
5000 UL SR DU |""|'!\'
14.60 14.80 15.00 15.20
126 m/z 253.10 21.74%
0L.39 74 871001}3 | 150 174187200 224937 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.00 15.65%
113126
0 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 VAﬂf\
Abundance #104217: Benzo[e]pyrene LA L L L L
252 14.60 14.80 15.00 15.20
m/z 254.10 12.83%
5000
125
ol 5063 83 991127 1" 146 174187200 224237‘h
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.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 10 Heptadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.33 3.30 ng 62907 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane 268 C19H40 000629-92-5 89
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
4 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 72
5 Hexacosane 366 C26H54 000630-01-3 68

Abundance Scan 1202 (15.325 min): BF088803.D (-1200) (-) m/z 57.10 100.00%
g7
85
5000
5 I l| 13 180 515 240 268 290 366 15.00 15.20 15.40 15.60
o....,.'.l.1 Pl o S L m/z 71.10 71.50%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 LR S AU B UL
15.00 15.20 15.40 15.60
29 m/z 43.10 60.31%
0 \‘ Jl ‘\ “\ (1 \\‘ 11‘3 i 141 169 197 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 52.46%
29
o 113 141 169 197 205 268
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- B R A e e T
57 15.00 15.20 15.40 15.60
m/z 99.05 19.26%
85
5000
29
113
oL L] L\ u Mt 168 M 224243 265283
m/z--> 50 150 200 250 300 350 15.00 15.20 15.40 15.60

Jul 08 15:38:53 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70716\

Data File : BF088803.D

Aca On 8 Jul 2016 2:59

Operator : UM/SJ

ﬁ?ggle : H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.91 ng 55459 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Heneicosane 296 C21H44 000629-94-7 64
3 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 64
4 Octadecane 254 C18H38 000593-45-3 58
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 1236 (15.714 min): BF088803.D (-1234) (-) m/z 57.10 100.00%
g7
85
5000
113 1540 1560 15.80 1600
141 168 191 233 266 366 15.40 15.60 15.80 16.00
ol o g 20T 028 m/z 71.10 70.76%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 R AR BN SO SUNRRE
15.40 15.60 15.80 16.00
m/z 43.10 56.75%

29
0 \‘ “\ ‘\ H\ It u‘ 1:1[3 L 1‘\11 L 169 197 225 2§8
L e B e e e e [N B N B B B S B Sy B
m/z--> 50 100 150 200 250 300 350

Abundance
57
R AREE R S
85 15.40 15.60 15.80 16.00
5000 m/z 85.10 55.13%
29 113
o 141 169 197 225 253 296
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175313: 2-Thiopheneacetic acid, 4-tetradecyl ester R R R B
57 97 15.40 15.60 15.80 16.00
m/z 55.10 25.12%
5000
29
I ‘ 77l | 124142 196 558
oL o ey e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.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 12 unknownl15.91 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.91 4.73 ng 90095 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 47
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 43
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
4 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 22
5 Propanamide, 2,2-dimethyl-N-(3-m... 191 C12H17NO 032597-29-8 14

Abundance Scan 1253 (15.908 min): BF088803.D (-1251) (-) m/z 191.15 100.00%
191
81
5000
3 07223 241 263 - 15.60 15.80 16.00 16.20
0 m/z 81.10 64 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191
5000 TT LIS L L N BN |
15.60 15. 80 16. OO 16.20
m/z 95.10 57.41%
0 206 236 264280 303318
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
e e R
15.60 15.80 16.00 16.20
5000 43 m/z 123.10 45 _43%
123
149
107 206
7 60 91 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) T
191 15.60 15.80 16.00 16.20
m/z 177.15 44 _49%
5000 57
107 149
o a8 113 176 | 206
A a e B ERRARERR Saa s S e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15. 80 16. OO 16.20
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.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 13 2-methyloctacosane Concentration Rank 5

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

16.17 4.86 ng 92697 Perylene-d12 15.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 74
2 Pentacosane 352 C25H52 000629-99-2 74
3 Triacontane 422 C30H62 000638-68-6 74
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1276 (16.171 min): BF088803.D (-1274) (-) m/z 57.10 100.00%
[ j\ﬂw\_/\\/\/\w
5000
¥ 15.80 16.00 16.20 16.40
O m/z 71.10 83.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 T LI INL I L L L B L L Y B
15.80 16.00 16.20 16.40
13 m/z 85.10 57 .60%
o 29 | ‘ I i ‘141‘169 197 225 267 295 365 393
e e S L e
miz--> 50 100 150 200 250 300 350 400
Abundance
57
R e
15.80 16.00 16.20 16.40
5000 P m/z 43.10 51.71%
113 jLNW\—/\\/‘\NW
o2 141 169 211 239 267 295 323 352
e T E et e o e S e B e e S
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R RREEE T A
57 15.80 16.00 16.20 16.40
m/z 55.10 26.03%
5000 85
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
e e T e B e R e
miz--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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8270-BF063016.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088803.D

Aca On > 8 Jul 2016 2:59

Operator : UM/SJ

Sample : H3876-12 2X

Misc :

ALS Vial : 33 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 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.31 3.78 ng 72051 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 53
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
3 4-Fluoro-3-trifluoromethvlbenzoi... 418 C23H34F402 1000338-69-0 35
4 3-Fluoro-5-trifluoromethvlbenzoi... 376 C20H28F402 1000338-65-7 35
5 7,9-Di-tertbutyl-1-oxaspiro[4,5]... 262 C17H2602 138345-00-3 35
Abundance Scan 1288 (16.308 min): BF088803.D (-1285) (-) m/z 191.15 100.00%
191
5000 81
55 109 137163 218 241 L o o e o e
16.00 16.20 16.40 16.60
o Ly 288 852 1 hyz 81.10  43.58%
m/z--> 50 100 150 200 250 300 350
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 AL BN SRS
16.00 16.20 16.40 16.60
123 149 m/z 69.10 42 . 77%
95
e T |
0..‘.‘.|“.“‘.H.‘.‘|H.‘.\‘.“.‘l.‘.“. ———— ]
m/z--> 50 100 150 200 250 300 350
Abundance
191
16.00 16.20 16.40 16.60 |
5000 . m/z 95.10 40.16%
29
93 121 149
171
L L L UL WL L WL B UL
m/z--> 50 100 150 200 250 300 350
Abundance #218491: 4-Fluoro-3-trifluoromethylbenzoic acid, 3-pentade... T
191 16.00 16.20 16.40 16.60
m/z 109.10 27 .35%
5000
97 210
0 T ??“hGE“k'“ ﬁ%??' |1?? N SR ?ﬁg" L UL U £ UL BN SRS
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO070716\

Data File : BF088803.D

Acq On > 8 Jul 2016 2:59

Operator : UM/SJ

3?22'6 - H3876-12 2X 6-B-LOCATION-6-15-20FT
ALS Vial : 33 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]
unknown6 .50 6.50 34.9 ng 882172 1 6.74 505399 20.0
9-Octadecenamide, ... 13.33 2.3 ng 65587 5 13.89 563308 20.0
Pentacosane 14 .67 2.7 ng 52030 6 15.27 381235 20.0
Squalene 14.73 3.0 ng 58075 6 15.27 381235 20.0
Benz[e]acephenant... 14.88 3.3 ng 62057 6 15.27 381235 20.0
Heptadecane 15.33 3.3 ng 62907 6 15.27 381235 20.0
Nonadecane 15.71 2.9 ng 55459 6 15.27 381235 20.0
unknown15.91 15.91 4.7 ng 90095 6 15.27 381235 20.0
2-methyloctacosane 16.17 4.9 ng 92697 6 15.27 381235 20.0
1-Cyclohexene, 1,... 16.31 3.8 ng 72051 6 15.27 381235 20.0
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