LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample : H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.633 3 4 13 rvw 379180 768939 10.88% 1.466%
2 1.747 13 14 58 rVvB 2418775 7070315 100.00% 13.478%
3 4_753 275 277 284 rVB 627792 967031 13.68% 1.843%
4 5.210 314 317 319 rBV 2753921 2759232 39.03% 5.260%
5 6.273 407 410 412 rBV 2990131 3011617 42.60% 5.741%
6 6.399 418 421 423 rBV 3031188 2896286 40.96% 5.521%
7 6.639 439 442 444 rBV 1094074 1394755 19.73% 2.659%
8 6.787 453 455 458 rBvV 2921181 2892648 40.91% 5.514%
9 7.199 488 491 493 rBV 2500797 2365604 33.46% 4.510%
10 7.325 498 502 508 rBvV 37226 74527 1.05% 0.142%

11 7.919 551 554 556 rBvV 2252251 1901903 26.90% 3.626%
12 8.993 646 648 651 rBY 3418631 4060537 57.43% 7.741%
13 9.393 681 683 685 rBV 1514195 1236911 17.49% 2.358%
14 9.668 704 707 709 rBV 1976968 2178750 30.82% 4_.153%
15 10.445 772 775 777 rBV 1785673 1742259 24.64% 3.321%

16 10.582 785 787 792 rVB 90076 134617 1.90% 0.257%
17 11.028 824 826 828 rVB 81789 82791 1.17% 0.158%
18 11.131 833 835 839 rBv2 2112342 2234462 31.60% 4._.260%
19 11.211 839 842 844 rvB2 72914 119824 1.69% 0.228%
20 11.714 882 886 887 rvv2 84654 198650 2.81% 0.379%

21 11.736 887 888 893 rvB 72194 107853 1.53% 0.206%
22 11.931 903 905 910 rBv4 37614 70875 1.00% 0.135%
23 12.251 931 933 934 rvv 89746 107945 1.53% 0.206%
24 12.331 938 940 943 rvv 536093 476228 6.74% 0.908%
25 12.468 950 952 956 rBvV2 106498 177013 2.50% 0.337%

26 12.559 956 960 962 rvv 350949 569731 8.06% 1.086%
27 12.616 963 965 969 rvB4 51794 84601 1.20% 0.161%
28 12.719 971 974 976 rVV 2993463 3267566 46.22% 6.229%
29 12.777 977 979 983 rVvB2 128497 137848 1.95% 0.263%
30 12.891 984 989 991 rVB 50958 93769 1.33% 0.179%

31 12.971 993 996 1001 rBV3 149563 269617 3.81% 0.514%
32 13.279 1019 1023 1024 rBvV4 28213 72786 1.03% 0.139%
33 13.634 1052 1054 1061 rBV 373870 497648 7.04% 0.949%
34 13.748 1061 1064 1068 rVVv2 1800624 2289231 32.38% 4 _.364%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample : H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.954 1080 1082 1088 rVB4 50729 99237 1.40% 0.189%

36 14.262 1106 1109 1116 rBV3 144741 401275 5.68% 0.765%
37 14.731 1148 1150 1155 rBV 197621 387273 5.48% 0.738%
38 14.834 1157 1159 1161 rBV2 117525 169505 2.40% 0.323%
39 14.982 1170 1172 1175 rBV 116421 160468 2.27% 0.306%
40 15.040 1175 1177 1179 rBV 119120 124916 1.77% 0.238%

41 15.097 1179 1182 1184 rBV 1279857 1460349 20.65% 2.784%
42 15.531 1217 1220 1222 rBVY 121827 201893 2.86% 0.385%
43 15.577 1222 1224 1227 rVB3 64712 129358 1.83% 0.247%
44 15.703 1233 1235 1237 rBVY 43116 78394 1.11% 0.149%
45 16.068 1264 1267 1271 rVB 77240 159098 2.25% 0.303%

46 16.308 1286 1288 1292 rVB2 78112 136071 1.92% 0.259%
47 16.674 1318 1320 1327 rVB 72918 129460 1.83% 0.247%
48 16.834 1331 1334 1336 rBV3 109015 274799 3.89% 0.524%
49 17.291 1370 1374 1380 rVB2 427393 1013912 14.34% 1.933%
50 17.508 1389 1393 1400 rBVS8 68903 367479 5.20% 0.701%

51 18.411 1468 1472 1478 rVV9 35270 154166 2.18% 0.294%
52 18.537 1478 1483 1492 rVB 221982 694459 9.82% 1.324%

Sum of corrected areas: 52456481
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF083116\

BF089945.D

31 Aug 2016 12:47

UM/SsJ

H4612-01

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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1500000

1000000
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8.00 8.50

9.50

12.50

13.00

Abundance
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5000007
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.75 13.87 ng 967031 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Allyl acetate 100 C5H802 000591-87-7 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 277 (4.753 min): BF089945.D (-275) (-) m/z 43.05 100.00%
43
5000 59
101 IR R LN N L
440 4.60 4.80 5.00
e 30l Sl e 8 | hs7 59,10 46.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR LN LS LA B
59 440 460 480 500
m/z 58.10 15.08%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 101.10 13.32%
101
15 25 31 37 51 %8 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate T e
43 440 4.60 4.80 5.00
m/z 41.05 8.04%
5000
15 > 72
...,.N..,..?Z,..?Z\H...,....,....,l...,....,...%?9...,. R RRRRE LRSS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 4 unknown6.40 Concentration Rank 2

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

6.40 41_.53 ng 2896290 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 421 (6.399 min): BF089945.D (-418) (-) m/z 132.10 100.00%
132
5000 68
osall ™ e Lo 500 650 640 6o 65D
..,....,....,...:,“.'..:,:!.. S m/z 68.10 37.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 NARESRERE RAREE RARSE R
6.00 6.0 6.40 6.60 6.80
78 m/z 134.10 32.72%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
6.00 620 640 6.60 6.80
5000 67 m/z 66.10 24.03%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L B LA NN LN N L
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14.67%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.0 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 6 Heneicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.97 2.36 ng 269617 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 996 (12.971 min): BF089945.D (-993) (-) m/z 57.10 100.00%
57
5000 85 \\mJ\_UN_h,,_ALN.y_A,JVKv~Av
RUUUNA SRS SRS SUNLRE I
113 12.60 12.80 13.00 13.20
141 217
ol e a2t m/z 43.10 65.66%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85 VN SRS SRS SUNLRE I
12.60 12.80 13.00 13.20
29 m/z 71.05 63.24%
12 ‘\“ h | |18 141 160 107 225 253 206
m/z--> 50 100 150 200 250 300
Abundance
57
12/60 12.80 13.00 13.20
5000 P m/z 85.10 42 . 79%
29
113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane e et e
57 12.60 12.80 13.00 13.20
m/z 41.10 27 .66%
5000
85
29 W
| w L) M8 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 12160 1280 13.00 1320 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 7 Triacontyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.63 4.35 ng 497648 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 81
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 81
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 81
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 81
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 81
Abundance Scan 1054 (13.634 min): BF089945.D (-1052) (-) m/z 57.10 100.00%
57
>0 ,N,AAxﬁA_ﬁ_,ﬁ\_AL_,,A\,A.
RIS SN BRI SRR B
13.40 13.60 13.80 14.00
ol 195222230 281 m/z 43.10 85.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238130: Triaconty! trifluoroacetate
57
5000 LS SUMISN BUVSN BAURS
13.40 13.60 13.80 14.00
125 m/z 55.10 63.90%
29, “‘ “ nhd“ 181209236264292320348 392420 465 516
m/z--> 50 150 250 300 350 400 4%0 560
Abundance
57
97 ' 13.40 13.60 13.80 14.00
5000 m/z 71.10 51.48%
125
29 169196222250278308336 381 532
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester L B B B U
57 13.40 13.60 13.80 14.00
m/z 83.10 48.89%
5000
29
J‘ H | 1130 106224 269
m/z--> 50 160 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 8 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.26 3.51 ng 401275 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
Abundance Scan 1109 (14.262 min): BF089945.D (-1106) (-) m/z 57.10 100.00%

71
5000

E

125141 162 180 198212 231246 272 290 14.00 14.20 14.40 14.60

m/z 43.10 76.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

-

5000

14,00 14.20 14.40 14.60
m/z 71.10 59.26%

125
139153167181196 224

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

57

:

14.00 14.20 14.40 14.60
5000 43 m/z 55.10 58.35%

71
29 85

11125139154 196 224 269
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #203491: Oxalic acid, cyclobutyl heptadecy! ester R B EERmE R
55 14.00 14.20 14.40 14.60
m/z 83.10 45.93%
5000
4
27 | H | 111125139 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 9 2-Bromo dodecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.83 2.32 ng 169505 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
5 Benzeneacetic acid, 2-tetradecyl... 332 C22H3602 1000282-02-4 72

Abundance Scan 1159 (14.834 min): BF089945.D (-1157) (-) m/z 57.10 100.00%
g7
R UM S B B
113 14.60 14.80 15.00 15.20
A 7,140 160 196 226 257 291 365 | ns7 43.10  61.30%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 a5 LA BULILIL B SURILLE B
14.60 14.80 15.00 15.20
29 m/z 71.10 58.25%
‘ 113 169
I 7 I A
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 14.80 15.00 15.20
5000 m/z 85.10 38.81%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R B B
57 14.60 14.80 15.00 15.20
m/z 41.10 20.97%
85
5000 MVJ\\\/V\/M\/
29 113
Db lu M 169 107 225 253 296
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 10 Perylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.20 ng 160468 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 97
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 97
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
Abundance Scan 1172 (14.982 min): BF089945.D (-1170) (-) m/z 252.15 100.00%
242
5000
s 14.60 14.80 15.00 15.20 15.40
224 : : : : :
ot 82 BT 10§ A 199 184205%7 Ml 281300 3% ' /7 250.10  29.37%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000
14.60 14.80 15.00 15.20 15.40
125 m/z 253.10 21.21%
17 30 74 99 f M 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
1460 14.80 15.00 15.20 15.40
5000 m/z 125.10 17 .92%
125
50 74 99 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene A EREEEEEE s
252 14.60 14.80 15.00 15.20 15.40
m/z 126.10 14.71%
5000
126
39 74 100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 11 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.53 2.77 ng 201893 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1220 (15.531 min): BF089945.D (-1217) (-) m/z 57.10 100.00%
57
5000 8 JJ/\\%AJ\
13 15,20 1540 15.60 15.80
, 141 169 278
SRR T 109 196 281250 278 305 m/z 71.10 66.61%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 U SRR DU SR R
15.20 15.40 15.60 15.80
m/z 43.10 65.99%
29 113
‘ k h Lol Ty 141 169 197 225 253 205 323 367
m/z--> 55 160 150 200 2éo 300 3éo
Abundance
57
15,20 15.40 15.60 15.80
5000 85 m/z 85.10 48 .20%
39 U3 141 182 517 25p 281 305 337
m/z--> 55 160 150 260 250 360 3éo
Abundance #105884: Octadecane R AR mEEEE
57 15.20 15.40 15.60 15.80
m/z 55.10 20.59%
5000 85
29
PL L [P 169 197 205 254
m/z--> 5'0 1(')0 150 200 250 300 3&'30 15'20 15. 40 15. 60 15|8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 12 Anthracene, 9-dodecyltetrad... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.18 ng 159098 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 50
2 Silane, dimethyl(dimethyl(dodec-... 374 C19H4203Si2 1000348-07-2 35
3 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HO9N7 017539-50-3 35
4 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
5 4-Fluoro-3-trifluoromethylbenzoi... 404 C22H32F402 1000338-68-8 27
Abundance Scan 1267 (16.068 min): BF089945.D (-1264) (-) m/z 191.15 100.00%
191
5000 95
69
43 123 149 LA SRR BN B
21800258 284 397 15.80 16.00 16.20 16.40
; 29 i m/z 95.10  38.224
m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191
95
5000{ 43 L LN B SR I
67 15.80 16.00 16.20 16.40
m/z 81.10 33.14%
135 360
il s T e | 210 236 204 30338 30
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
" 15.80 16.00 16.20 16.40
5000 m/z 69.10 24 _76%
29 55 8 111 317 355374
m/z--> 50 100 150 200 250 300 350 400
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl- R B LA M e e
191 15.80 16.00 16.20 16.40
m/z 192.15 22 .23%
5000
43 150
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 13 Kauren-18-ol, acetate, (4.b... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.83 3.76 ng 274799 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 50
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 45
3 5-Pregnen-3.beta.-ol-20-one, met... 330 C22H3402 1000364-94-5 38
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 16
Abundance Scan 1334 (16.834 min): BF089945.D (-1331) (-) m/z 43.10 100.00%
a3
5000
' 16.60 16.80 17.00 17.20
m/z 57.10 72 .28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #169498: Kauren-18-ol, acetate, (4.beta.)-
43
69
5000 93 R BRI A BN B
16.60 16.80 17.00 17.20
“ 123 150 257 330 m/z 55.10 68.82%
187
o ‘.“‘,H.‘ ‘a“‘.”‘. .‘H“l \I\ w1 ??1 I“' . ?87' . l SN
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
' 16.60 16.80 17.00 17.20
5000 m/z 145.10 54 .33%
81 368
107
145 329
173 213 247 275 301 414
mz-> 50 100 150 200 250 300 350 400
Abundance #169506: 5-Pregnen-3.beta.-ol-20-one, methyl ether R B B B S
43 16.60 16.80 17.00 17.20
m/z 107.10 50.75%
| J_,_AV\NMJ/J\“\JWmf/\
5000
miz--> 50 100 150 200 250 300 350 400 '~ 16.60 16:80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 14 8-Oxabicyclo[4.3.0]nonane-4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.29 13.89 ng 1013910 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Oxabicyclo[4.3.0]nonane-4,9-di... 306 C20H1803 1000155-87-0 91
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 89
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 45
4 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 43
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 38
Abundance Scan 1374 (17.291 min): BF089945.D (-1370) (-) m/z 205.20 100.00%
5

5000

:

313 LN I N N I O N
341 368 424 17.00 17.20 17.40 17.60

m/z 109.10 97 .93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #149886: 8-Oxabicyclo[4.3.0]nonane-4,9-dione, 3,3-diphenyl-
91 205

-

5000

278 306 17.00 17.20 17.40 17.60
m/z 95.10 89.27%

¥

m/z--> 50 100 150 200 250 300 350 400
Abundance
205
A Amm
257 17.00 17.20 17.40 17.60
5000 m/z 93.10 73.05%
121 149 424
173 300
A e A B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene A e ERRE R
93 17.00 17.20 17.40 17.60
189 m/z 81.10 72 .89%
119
5000 161
41 67
4& ‘\ ‘ |
™

m/z--> 50 100 150 200 250 300 350 400 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 15 _.beta.-Humulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.51 5.03 ng 367479 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 90
2 Thunbergol 290 C20H340 025269-17-4 62
3 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 53
4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38
5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 30
Abundance Scan 1393 (17.508 min): BF089945.D (-1389) (-) m/z 95.10 100.00%
95
55 135 189 \/J\\—N\#
218
5000
161 -
243 T T
2727 7315 426 1720 1740 17.60 17.80
m/z 135.10 82.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene
107
81
5000 4 204 L UL LRI SR UL
® 161 1720 17.40 17,60 17.80
m/z 189.15 82.57%
\ -
m/z--> 50 250 300 350 400
Abundance
43
81 S NI SR S SUN
17.20 17.40 17.60 17.80
5000 107 m/z 121.10 80.50%
147 950
189 o079
miz-> 50 100 150 200 250 300 350 400
Abundance #75943: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m... R R MR
43 17.20 17.40 17.60 17.80
119 m/z 81.10 79.23%
5000 o1
218
147 175 ‘
| Jlm \_
m/z--> 50 300 350 400 ﬂ%ﬂ%ﬂmﬂ%

8270-BF083116.-M Thu Sep 01 06:56:08 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 16 unknownl8.41 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.11 ng 154166 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone, 3-cyclohexylidene-4-__.. 208 C14H240 1000150-19-2 22
2 2-Cyclohexene-1-methanol, 2,6-di... 222 C15H260 038142-34-6 22
3 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 14
4 Silane, chlorodiisopropylethyl- 178 C8H19CISi 1000305-87-7 11
5 1,10-Dimethyl-2-methylene-trans-... 178 C13H22 1000103-97-8 11
Abundance Scan 1472 (18.411 min): BF089945.D (-1468) (-) m/z 95.10 100.00%
5P 3 165
125
5000 20
i 149 183 267 289404 327 I
4h | 10 H o9 18.00 18.20 18.40 18.60 18.80
i TN m/z 55.00 99.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67858: 2-Hexanone, 3-cyclohexylidene-4-ethyl-
55
95 165
5000 AU B SR
18.00 18:20 18.40 18.60 18.80
m/z 109.10 83.64%
3
...,..‘a“‘ i \ HM . .|‘...:!'4.1... .‘..].-#.O... 2|(|)|8| R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69 107122
18.00 18:20 18/40 18.60 18.80
5000 161 m/z 165.15 81.64%
91
204 222
139 179
WFWWTWWWWWWWTW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy... A EREEEEEES A
205 18.00 18.20 18.40 18.60 18.80
m/z 69.10 77.76%
5000
109
81 ‘ ‘ 135
55
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18:20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample - H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 17 unknownl8.54 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.54 9.51 ng 694459 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 49
2 7-Tetradecyne 194 C14H26 035216-11-6 46
3 Caparratriene 206 C15H26 1000374-08-7 46
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 30
5 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 22

Abundance Scan 1483 (18.537 min): BF089945.D (-1478) (-) m/z 69.10 100.00%

60 o5

123

302
5000

%

an 426 18.20 18.40 18.60 18.80
P i m/z 95.10 84.67%

m/z--> 50 100 150 200 250 300 350 400
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
4 69
109
5000 I|IIII|IIII|IIII|IIII
163 18.20 18.40 18.60 18.80
136 m/z 55.10 80.08%
L, |
I T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67
95 R ARRRREEE S
18.20 18.40 18.60 18.80
5000 m/z 123.10 76.05%
41
123
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene R ARRRREEE S
4 69 95 18.20 18.40 18.60 18.80
121 m/z 109.10 74 .53%
5000
163
’ { } 101
k},ﬂﬂ.hﬁ. tj ———— .
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089945.D

Acq On : 31 Aug 2016 12:47

Operator : UM/SJ

Sample : H4612-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.75 13.9 ng 967031 1 6.64 1394760 20.0
unknown6 .40 6.40 41.5 ng 2896290 1 6.64 1394760 20.0
Heneicosane 12.97 2.4 ng 269617 5 13.75 2289230 20.0
Triacontyl triflu... 13.63 4.3 ng 497648 5 13.75 2289230 20.0
Cyclohexadecane 14.26 3.5 ng 401275 5 13.75 2289230 20.0
2-Bromo dodecane 14.83 2.3 ng 169505 6 15.10 1460350 20.0
Perylene 14.98 2.2 ng 160468 6 15.10 1460350 20.0
Hexacosane 15.53 2.8 ng 201893 6 15.10 1460350 20.0
Anthracene, 9-dod... 16.07 2.2 ng 159098 6 15.10 1460350 20.0
Kauren-18-ol, ace... 16.83 3.8 ng 274799 6 15.10 1460350 20.0
8-Oxabicyclo[4.3.... 17.29 13.9 ng 1013910 6 15.10 1460350 20.0
-beta.-Humulene 17.51 5.0 ng 367479 6 15.10 1460350 20.0
unknownl18.41 18.41 2.1 ng 154166 6 15.10 1460350 20.0
unknownl18.54 18.54 9.5 ng 694459 6 15.10 1460350 20.0
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