LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089528.D

Aca On : 1 Aug 2016 23:56 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22Ie ; H4287-07 88600542
ALS Vial : 23 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-BF072716.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 4 6 37 rvB 445721 1012785 100.00% 9.478%
2 4 _.558 258 260 271 rBV 128737 191572 18.92% 1.793%
3 5.050 301 303 324 rBV 424369 683380 67.48% 6.395%
4 6.147 397 399 406 rBV 456137 704089 69.52% 6.589%
5 6.250 406 408 416 rVB 587579 723589 71.45% 6.771%
6 6.479 426 428 434 rBV 190207 199646 19.71% 1.868%
7 6.627 439 441 444 rBV 454957 541259 53.44% 5.065%
8 7.050 476 478 488 rBV 370949 427430 42.20% 4 _000%
9 7.199 488 491 496 rVB 16484 24559 2.42% 0.230%
10 7.770 539 541 543 rBV 161569 229171 22.63% 2.145%

11 8.845 633 635 637 rBvV 881197 760338 75.07% 7.115%
12 8.982 645 647 649 rVB 10638 11148 1.10% 0.104%
13 9.245 668 670 673 rBvY 342603 285734 28.21% 2.674%
14 9.508 691 693 695 rBv 268254 234064 23.11% 2.190%

15 9.965 731 733 734 rVB 17223 13955 1.38% 0.131%
16 10.296 760 762 764 rBV 249869 345286 34.09% 3.231%
17 10.433 772 774 778 rBV 19803 23246 2.30% 0.218%
18 10.879 808 813 814 rBvV 11645 13907 1.37% 0.130%

19 10.982 819 822 824 rVvV 157974 202637 20.01% 1.896%
20 11.233 842 844 848 rBV 107122 118752 11.73% 1.111%

21 11.542 869 871 878 rBvV 73089 91867 9.07% 0.860%
22 12.045 912 915 918 rBV 133147 133513 13.18% 1.249%
23 12.182 924 927 929 rVB 28530 26254 2.59% 0.246%
24 12.319 937 939 944 rBV 64448 74161 7.32% 0.694%
25 12.399 944 946 948 rBV 26235 34881 3.44% 0.326%

26 12.445 948 950 958 rVvB 131191 217199 21.45% 2.033%
27 12.559 958 960 963 rBvV 642549 588248 58.08% 5.505%
28 12.811 978 982 987 rBV 160082 276979 27.35% 2.592%
29 12.925 991 992 996 rvv3 8476 14176 1.40% 0.133%
30 13.005 996 999 1007 rVB 117481 179520 17.73% 1.680%

31 13.154 1008 1012 1015 rBVZ2 21952 40429 3.99% 0.378%
32 13.302 1023 1025 1028 rBV 56873 82740 8.17% 0.774%
33 13.348 1028 1029 1037 rVB7 8233 24082 2.38% 0.225%

34 13.474 1037 1040 1048 rVB 176186 215912 21.32% 2.021%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089528.D

Aca On : 1 Aug 2016 23:56 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle ; H4287-07 33600542
ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.599 1048 1051 1056 rBV 227612 287432 28.38% 2.690%

36 13.794 1066 1068 1072 rBV2 21530 32572 3.22% 0.305%
37 13.919 1077 1079 1081 rBV 9649 12523 1.24% 0.117%
38 14.102 1090 1095 1101 rBV 158362 206331 20.37% 1.931%
39 14.228 1104 1106 1110 rBV5 4510 10836 1.07% 0.101%
40 14.308 1110 1113 1116 rBV3 9740 23633 2.33% 0.221%
41 14.399 1118 1121 1124 rBvV2 12686 30679 3.03% 0.287%
42 14.514 1129 1131 1133 rBV 50574 47419 4.68% 0.444%
43 14.594 1135 1138 1143 rBV 19461 52960 5.23% 0.496%
44 14.674 1143 1145 1149 rBvV2 116064 184661 18.23% 1.728%
45 14.822 1154 1158 1161 rBvV2 13514 35142 3.47% 0.329%
46 14.879 1161 1163 1165 rBV 18342 21938 2.17% 0.205%
47 14.925 1165 1167 1170 rBV 206093 234120 23.12% 2.191%
48 15.131 1183 1185 1188 rVB 42889 51241 5.06% 0.480%
49 15.314 1198 1201 1203 rBV 69452 96226 9.50% 0.900%
50 15.348 1203 1204 1207 rVvV 30812 48481 4._.79% 0.454%
51 15.405 1207 1209 1212 rVVv2 22907 34162 3.37% 0.320%
52 15.497 1215 1217 1223 rVB5 15018 29019 2.87% 0.272%
53 15.920 1251 1254 1257 rBV 35407 58610 5.79% 0.548%
54 16.091 1267 1269 1270 rBV2 8194 10543 1.04% 0.099%
55 16.137 1270 1273 1276 rVV2 32230 77942 7.70% 0.729%
56 16.217 1278 1280 1284 rVV3 17703 46908 4.63% 0.439%
57 16.285 1284 1286 1292 rVB3 21172 49469 4 .88% 0.463%
58 16.514 1302 1306 1312 rBV2 37395 91750 9.06% 0.859%
59 16.685 1318 1321 1324 rVB4 9324 22796 2.25% 0.213%
60 16.788 1328 1330 1334 rVvB4 12783 30597 3.02% 0.286%
61 17.108 1355 1358 1362 rBV3 29301 58994 5.82% 0.552%
62 17.291 1371 1374 1378 rVB3 21476 52378 5.17% 0.490%
Sum of corrected areas: 10685870
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF080116\

BF089528.D

1 Aug 2016 23:56

UM/SsJ

H4287-07

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

1.66

400000

200000

TIC: BF089528.D

5.05

4.56

6.25

6.19

6.48

6.63

7.05

7.20

Ot—=—
Time-->

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00 6.50

7.00 7.50

Abundance

800000

600000

400000

200000

1.77

TIC: BF089528.D
8|84

10.30
10.98

11.23
11.54
9.96 10.43 10.8
A

b.98

12.56

12.04  12.44

12.3
12.1812.40

12.81 13.47

13.00
13.30
2.9p13.159f3 3

o—
Time-->

10.00 10.50 11.00 11.50

8.50

T
8.00

9.00 9.50

12.00 12.50

13.00

Abundance

800000

600000

400000

200000

TIC: BF089528.D

16.50 17.00 17.50

14.50 15.00

18.00 18.50

19.00

8270-BF072716.

M Tue Aug 02 17:23:28 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.56 19.19 ng 191572 1,4-Dichlorobenzene-d4 6.48
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 17
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 260 (4.558 min): BF089528.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 SRRRU—G—— .S =G R——
420 4.40 4.60 4.80
83
0...,....,....,....,....','.'.-..‘?.1.-.'!,....,....,.'...,...:,....,....,....,....,...., m/z 59.10 62.23%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I L R
59 420 440 460 480
m/z 101.10 23.73%
15 31 101
0 ‘ | mn 51 . ‘ 83 . ‘
RS RN AR RN NAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 15.78%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA L L LB L LB L N I
43 420 4.40 4.60 4.80
m/z 41.10 9.44%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY AR L UL L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80

8270-BF072716.M Tue Aug 02 17:23:29 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 72.49 ng 723589 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 408 (6.250 min): BF089528.D (-406) (-) m/z 132.00 100.00%
32
5000 68
0 9% 6.00 6.20 6.40 6.60
on.w.”:ﬁ.”,”.w.”.“.“,”.w.”.“h”,”.w.”.,.”,” m/z 68.10 35.56%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.00 6.20 6.40 6.60
53 2 17 m/z 134.00 33.45%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T o e 7 8 8 160 110 130 10 140
Abundance
132
6.00 6.20 6.40 6.60
m/ 66.10 22 .52Y%
5000 104 z 0
39 52 66 '8
0""I""I""I""I""I'"'I""??"'I"" '}}7I""I”"I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60
o7 m/z 69.05 14.43%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 éo 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1-Hexadecanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.23 11.72 ng 118752 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 844 (11.233 min): BF089528.D (-842) (-) m/z 55.10 100.00%

5000

11.00 11.20 11.40 11.60

0 m/z 69.10 93.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95985: 1-Hexadecanol
43 7
83
97
5000 O LI I O I B B B e
29 11.00 11.20 11.40 11.60
1 m/z 83.10 93.48%
ol Ll ‘\‘ ‘ ‘\ © 10150168162 196 224
e “'w'“" e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
R B
a1 69 83 11.00 11.20 11.40 11.60
5000 97 m/z 43.10 82.77%
27 111
o 125139 154168181195 224 252
T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1 BB EE RS e S

83 11.00 11.20 11.40 11.60
o7 m/z 57.10 77.87%

5

5000

125
139 154 168182 196 210

238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.54 9.07 ng 91867 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 18
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 11
Abundance Scan 871 (11.542 min): BF089528.D (-869) (-) m/z 73.10 100.00%
43 60 &
5000 129
97 213 S . V- W S N
s | pgterarnass oo 097 256 1120 1140 1160 1180
0 m/z 43.10 78.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 A LR BN SUGREA B
umnmnmnm
m/z 60.00 76.37%
ﬂji 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1120 1140 1160 11.80
5000 129 m/z 57.10 65.91%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 250 210 2éo
Abundance #84453: Tetradecanoic acid N . YT
60 73 umnmnmnm
43 m/z 41.10 64 .30%
5000 129
7 185 228
115
\ e e (e | L
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Heptadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.04 13.18 ng 133513 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 4-HeptafFluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 915 (12.045 min): BF089528.D (-912) (-) m/z 83.10 100.00%

4
5000
125139153 11.80 12.00 12.20 12.40

0’ m/z 55.10 97.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83

97

:

11.I80 12.'00 12.'20 12.'40
125 m/z 69.10 89.63%

139154168182196210 238

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

55 g9
41 83
97 11.80 12.00 12.20 12.40
5000 m/z 43.05 85.53%
111
27 12

5
139154168182196 224 252

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1 T T T
55 g9 83 97 11.80 12.00 12.20 12.40
m/z 97.10 79.60%
4
5000
125
N 139154168182106210223238 266
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.32 5.16 ng 74161 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 30
Abundance Scan 939 (12.319 min): BF089528.D (-937) (-) m/z 73.00 100.00%
43 B
5
5000 129
97
115 185 241
143 171 | 199213 284 12.00 12.20 12.40 12.60
0 m/z 43.10 84.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
357 73
5000 129 USSR B
12.00 12.20 12.40 12.60
m/z 60.10 79.18%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> BN BN B
12.00 12.20 12.40 12.60
5000 129 m/z 57.05 73.76%
29 a7
115 | 143 199 242
101 185
L1 157171 213597
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B B ERR SR a—
43 0 12.00 12.20 12.40 12.60
m/z 55.10 71.36%
5000
143157171185199213
0 T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1£oo 1250 1240 1260 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Indolo[2,3-a]Jquinolizin-4(1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.81 19.27 ng 276979 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indolol2.3-alauinolizin-4(12H)-o0... 268 C17H20N20 020156-09-6 70
2 3.12.12b-Trimethvl-1.2.3.4.6.7.1... 268 C18H24N2 082605-35-4 64
3 Silane. diphenvlbutoxv(2-methoxv... 330 C19H2603Si 1000367-72-3 47
4 Ethacridine 253 C15H15N30 000442-16-0 47
5 7-(2-Hydroxyphenyl)(7H)triazolo[... 253 C12H7N502 166766-15-0 47
Abundance Scan 982 (12.811 min): BF089528.D (-978) (-) m/z 253.10 100.00%
253
5000 M
4l 119 169 212 268
5577%%|1%12 183197|225 | 12,40 12.60 12.80 13.00 13.20
0 ....||'...'.','.'.'..l'l.'.‘.. oy iy “",l""."ll .'.l'..l.'.l....l.. e m/z 41.10 23.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117455: Indolo[2,3-a]quinolizin-4(12H)-one, 1,2,3,6,7,12b...
253
5000 AR SRR AR IR R
12:40 12,60 12,80 13.00 13.20
6 268 m/z 268.20 18.13%
. 4l 55 77 91105 127149154167 1?3196209 225239
miz-> 20 Jo eb 80 160 120 140 160 180 200 220 240 2é0
Abundance
253
12:40 12.60 12.80 13.00 13.20
5000 m/z 254.10 18.04%
106 168
198 268
ol 35 55 69 83 12914150 | 1827 511205799
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #169221: Silane, diphenylbutoxy (2-methoxyethoxy)- T R & p IR R
253 12.40 12.60 12.80 13.00 13.20
m/z 119.00 17.22%
5000
153 183 209
ol29 45 77 91105 183137 | 167 | | | 223 I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/40 12,60 12,80 13.00 13.20

8270-BF072716.M Tue Aug 02 17:23:34 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Musk ambrette (artificial) Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.01 12.49 ng 179520 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Musk ambrette (artificial) 268 C12H16N205 000083-66-9 59
2 2H-Benzopvran-6-carbonitrile. 3.... 286 C16H18N203 150871-62-8 59
3 1.3-Diphenvl-4H-1.2.4-triazoline... 253 C14H11N3S 005055-73-2 53
4 1.2-Dihvdropvrido(3.2.1-kDpheno... 253 C15H11NOCS 069513-42-4 50
5 Phthalic acid, di(3,5-dimethylph... 374 C24H2204 1000309-79-1 42
Abundance Scan 999 (13.005 min): BF089528.D (-996) (-) m/z 253.10 100.00%
253
5000 M
119 268 AR P B B
41 55 W”mSJ$EMMmMmlm7|| 12.60 12.80 13.00 13.20 13.40
o MRS YIRS MY e Nl UPrvipl TN WSS ot S S M S m/z 254.15 18.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116831: Musk ambrette (artificial)
253
5000 268 AU N
1260 12.80 13.00 13.20 13.40
m/z 119.00 16.38%

ol 15 20 43 57 77 91106120 146160 176 108207 22257 |
et SV S e a5 ST L N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

253

12160 12.80 13.00 13.20 13.40
5000 m/z 268.15 14 .86%

15 268
N 41 55 69 86 103116 1321451591730 201 239

mmmwmrmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104677: 1,3-Diphenyl-4H-1,2,4-triazoline-5-thione e
253 12.60 12.80 13.00 13.20 13.40
m/z 91.05 8.31%

5000
o1
41 64 77 L 105118 167 194

L UM M S SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13. 00 13. 20 13. 40

8270-BF072716.M Tue Aug 02 17:23:35 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Benzene, 1,1"-(1-methylethy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

1330 5.76 ng 82740  Chrysene-d12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.1"-(1l-methvlethvliden... 308 C21H2402 003739-67-1 93

2 17-Methoxv-4-methvl-d-homo-18-no... 308 C21H2402 100623-62-9 62
3 Acetamide. N-T4-(4-methvl-1-phth... 293 C17H15N302 309921-81-1 53
4 3.6.6-Trimethvl-1-(1-methvl-1H-b... 308 C18H20N40 1000295-03-6 53
5 9H-Carbazole, 9-(2-naphthalenyl)- 293 C22H15N 034292-03-0 52
Abundance Scan 1025 (13.302 min): BF089528.D (-1023) (-) m/z 293.20 100.00%
293
5000
41
308 L L o B
65 91 115131 1% 181 211 252 13.00 13.20 1340 13.60
0 +FLT m/z 41.10 31.40%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151508: Benzene, 1,1'-(1-methylethylidene)bis[4-(2-propen...
293
5000 LA L L L LB L L LN |
13.00 13.20 13.40 13.60
m " m/z 294.15  23.45%
das e o Wiugisim M gyt |
miz--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
293
13.00 13.20 13.40 13.60
5000 m/z 308.20 18.32%
oL 28 55 7691 111 135154171 191 221237 265 309
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138680: Acetamide, N-[4-(4-methyl-1-phthalazinyloxy)phenyl]- R i e L
293 13.00 13.20 13.40 13.60
m/z 159.10 16.05%
251
5000
146
43 106
o 63 80 hh 129 ‘ 165 ?1 205 234 I ; 278 A
miz--> 20 40 60 8b 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

8270-BF072716.M Tue Aug 02 17:23:36 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 15.02 ng 215912 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 1-Nonadecene 266 C19H38 018435-45-5 94

Abundance ~ Scan 1040 (13.474 min): BF089528.D (-1037) (-) m/z 83.10 100.00%

5000

:

13.20 13.40 13.60 13.80

0! m/z 55.10 96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcoho
55 3
5000 111 LA L L L L L L L L L
13.20 13.40 13.60 13.80
29 m/z 57.10 95.01%
0 Lokl 167 196 224 252 280 308
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R Rl RIS RS
13.20 13.40 13.60 13.80
5000 11 m/z 43.10 91.57%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #131393: n-Nonadecanol-1 e R

43 83 13.20 13.40 13.60 13.80
m/z 97.10 90.80%

5000
ol 26 || 139 168 106 221238 266

e R B e AL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80

8270-BF072716.M Tue Aug 02 17:23:37 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.10 14.36 ng 206331 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1095 (14.102 min): BF089528.D (-1090) (-) m/z 57.10 100.00%
5 g
5000
13.80 14.00 14.20 14.40
0 m/z 43.10 82.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 S S I B UL
13.80 14.00 14.20 14.40
29 125 m/z 83.10 79.51%
0 l‘ \“ i H‘ m ‘\ \‘\ ‘ ‘\ ) 154 182 210 238 283 384
m/z--> 50 200 250 300 350 400
Abundance
57
83 13.80 14.00 14.20 14.40
5000 m/z 55.10 78.52%
111
. 29 139 169 210 238 ,eq
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e
57 13.80 14.00 14.20 14.40
o7 m/z 69.10 70.32%
5000
ol L il ‘J‘ | 1477 196 224 969 420
m/z--> 50 1(')0 150 200 250 300 350 400 1380 14.00 14.20 14.40

8270-BF072716.M Tue Aug 02 17:23:38 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14 .67 15.77 ng 184661 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1145 (14.674 min): BF089528.D (-1143) (-) m/z 57.10 100.00%

:

5000
99 L L e e e
141 153 252 14.40 14.60 14.80 15.00
0 m/z 71.10 74 .58%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LIS L L L L L L L L L
14.40 14.60 14.80 15.00
99 m/z 43.10 62.41%
ob s Lth 141 183 225 267 309 367
T A T e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
o LR e
14.40 14.60 14.80 15.00
5000 m/z 85.05 54.53%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

4

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane I e e e et
517 14.40 14.60 14.80 15.00
m/z 55.10 23.55%
5000

%

99
26 ] |, 141 183 225 281 337 394

e M —— e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14. 80 15. 00

8270-BF072716.M Tue Aug 02 17:23:39 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.31 8.22 ng 96226 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1201 (15.314 min): BF089528.D (-1198) (-) m/z 57.10 100.00%
R AL DU SRR SUNLE
141 169 15.00 15.20 15.40 15.60
o 21 %8 m/z 71.10  71.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 U DAL DR B SR
mmmmmmmm
13 m/z 43.10 64.42%
o | M 1 H m1?1\1§9‘197 225 253 281 309 337 365 437
m/z--> éo 150 260 2éo 360 3éo 460 !
Abundance
57
15.00 15.20 15.40 15.60
5000 a5 m/z 85.05 55.25%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 300 3%0 460 !
Abundance #215181: 2-methyloctacosane B R
57 15.00 15.20 15.40 15.60
m/z 55.10 22.08%
>0 i \V~VJL/ij\vav/h\ﬁvaVNpﬂﬁﬂLﬁf
113
o2, || 777,241 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 1500 1520 1540 1560

8270-BF072716.M Tue Aug 02 17:23:40 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Tetradecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.01 ng 58610 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Pentadecanal- 226 C15H300 002765-11-9 86
4 Tridecanal 198 C13H260 010486-19-8 80
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
Abundance Scan 1254 (15.920 min): BF089528.D (-1251) (-) m/z 57.10 100.00%

57 82

43

3

5000

15.60 15.80 16.00 16.20
m/z 82.10 82.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71299: Tetradecanal

82

1

15.60 15.80 16.00 16.20
m/z 43.10 74.12%

5000

110

124133152 168 194 217

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 Lj\wA»ﬂwwkvj\achAJ\ﬁ\A,
Abundance
55 8
N —
69 | 96 15.60 15.80 16.00 16.20
5000 m/z 96.10 57.21%

111

24
27 138152166180194208222235 250 267

ks

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82954: Pentadecanal- R R ma AR
43 57 82 15.60 15.80 16.00 16.20

m/z 55.10 56.07%

96

5000

29

123138150 15 182

208 226
R EREEEEEEEs s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15. 80 16. 00 16.20

8270-BF072716.M Tue Aug 02 17:23:41 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Oxirane, 2,2-dimethyl-3-(3,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.14 6.66 ng 77942 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.2-dimethvl-3-(3.7.12.... 426 C30H500 007200-26-2 72
2 Saualene 410 C30H50 000111-02-4 59
3 2-Bromopropionic acid. cvclopent... 220 C8H13Br02 149863-74-1 35
4 4-(2.2-Dimethvl-6-methvlenecvclo... 194 C13H220 095452-13-4 35
5 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H160 000471-15-8 35
Abundance Scan 1273 (16.137 min): BF089528.D (-1270) (-) m/z 69.10 100.00%

5000
93 121
V “ 161 15.80 16.00 16.20 16.40 |

oL |'|||-'|-” s m/z 81.05 92.36Y%

i
m/z--> 50 100 150 OO 250 300 350 400
Abundance #221232: Oxirane, 2,2-dimethyl-3-(3,7,12,16,20-pentamethyl...

69

5000 43 LA LI L L LN L LB
15. 80 16. OO 16. 20 16. 40
135 m/z 93.05 31.43%
ol d AL, H Ll 461 203231 271 209325 357383 426
= T T e T
m/z--> 50 0 150 200 250 300 350 400
Abundance
69
15. 80 16. 00 16. 20 16.40
5000 m/z 95.10 30.86%
% 137
0 161 191 217 273 299 341 367 410
T T T e e e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #77792: 2-Bromopropionic acid, cyclopenty! ester R R RS S
69 15.80 16.00 16.20 16.40

m/z 107.10 29.45%

M
5000
107
135
| |

OHMM |

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16. 40

8270-BF072716.M Tue Aug 02 17:23:42 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl6.51 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.51 7.84 ng 91750 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 32
2 Cvclopentane-3"-spirotricvclol3.... 188 C14H20 078578-93-5 12
3 1.3.5-Triazine-2.4-diamine. 6-ch... 145 C3H4CIN5 003397-62-4 11
N-(6-Chloro-5-hvdroxv-4-pvridazi... 187 C6H6CIN302 098142-22-4 10
5 1H-1,3-Benzimidazole-6-carboxami... 255 C14H10FN30 1000350-37-6 10
Abundance Scan 1306 (16.514 min): BF089528.D (-1302) (-) m/z 43.10 100.00%
43 145
5000
231 2%5 303 329
273 N U
16.20 16.40 16.60 16.80
O m/z 145.10 85.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43
5000 NN U IR
16.20 16.40 16.60 16.80
g1 99 m/z 55.10 80.30%
o....,....,...E.‘.‘.J“ M Iy, um " m %ﬁ}”}?ﬁ, ...‘. 230 254 283 %9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
145 NSRS U
16.20 16.40 16.60 16.80
5000 a1 119 m/z 95.10 67.03%
67
188
0 161
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #21289: 1,3,5-Triazine-2,4-diamine, 6-chloro- I EREEE s sy e
145 16.20 16.40 16.60 16.80
m/z 213.10 63.68%
5000

43 68 110

27 87

Ohrrrr et e e e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089528.D

Aca On : 1 Aug 2016 23:56

Operator : UM/SJ

Sample = H4287-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Cyclopropa[d]naphthalen-2(4... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.11 5.04 ng 58994 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaldlnaphthalen-2(4aH)-o... 204 C14H200 004677-90-1 56
2 Cvclohexane. l1l-ethenvl-1-methvl-._.. 204 C15H24 000515-13-9 38
3 Azulene., 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 38
4 _alpha.-Bulnesene 204 C15H24 1000374-19-9 38
5 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 38
Abundance Scan 1358 (17.108 min): BF089528.D (-1355) (-) m/z 95.10 100.00%
55 &5 | %P 107 151 135 189
147 203
5000 43
161 177 218

e e e REEEE ma
H 16.80 17.00 17.20 17.40
|

O m/z 81.10 91.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64237: Cyclopropa[d]naphthalen-2(4aH)-one, 1,1a,5,6,7,8-h...
43
107
5000 122 LA L L L L L LB L |
16.80 17.00 17.20 17.40
H ‘ “ m 1_/6189204 m/z 107.10 85.43%
I \m il \\\
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
41 68 81
93 R e R RR B
16.80 17.00 17.20 17.40
5000 07 | %8 107 m/z 93.10 84.06%
121
133 147161 189
15 175 204
O I e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... T T T T T T T
a1 93 107 16.80 17.00 17.20 17.40
. m/z 189.10 81.00%
5000 - > &7
119 135147 189
LA AL T | 2
ol ,.l..;“..w,\.\w‘..m\..1:,‘.‘.\.‘.‘w...u,.l‘..,\‘..”f‘..‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080116\

Data File : BF089528.D

Acg On : 1 Aug 2016 23:56 Instrument :
Operator : UM/SJ BNA_F

Sample - H4287-07 ClientSampleld :
Misc : SB-60-0.5-1.5
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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]
2-Pentanone, 4-hy... 4 .56 19.2 ng 191572 1 6.48 199646 20.0
unknown6 .25 6.25 72.5 ng 723589 1 6.48 199646 20.0
1-Hexadecanol 11.23 11.7 ng 118752 4 10.98 202637 20.0
n-Hexadecanoic acid 11.54 9.1 ng 91867 4 10.98 202637 20.0
n-Heptadecanol-1 12.04 13.2 ng 133513 4 10.98 202637 20.0
Octadecanoic acid 12.32 5.2 ng 74161 5 13.60 287432 20.0
Indolo[2,3-ajquin... 12.81 19.3 ng 276979 5 13.60 287432 20.0
Musk ambrette (ar... 13.01 12.5 ng 179520 5 13.60 287432 20.0
Benzene, 1,1"-(1-... 13.30 5.8 ng 82740 5 13.60 287432 20.0
Behenic alcohol 13.47 15.0 ng 215912 5 13.60 287432 20.0
Pentafluoropropio... 14.10 14_.4 ng 206331 5 13.60 287432 20.0
Hexacosane 14.67 15.8 ng 184661 6 14.93 234120 20.0
Hentriacontane 15.31 8.2 ng 96226 6 14.93 234120 20.0
Tetradecanal 15.92 5.0 ng 58610 6 14.93 234120 20.0
Oxirane, 2,2-dime... 16.14 6.7 ng 77942 6 14.93 234120 20.0
unknownl16.51 16.51 7.8 ng 91750 6 14.93 234120 20.0
Cyclopropa[d]naph... 17.11 5.0 ng 58994 6 14.93 234120 20.0
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