LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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 1.644 3 5 11 rVB 54446 127841 2.47% 0.255%
2 1.747 13 14 25 rvB 518668 952562 18.40% 1.898%
3 4.776 276 279 288 rVB 856496 1345960 25.99% 2.682%
4 5.222 315 318 320 rBV 4381627 4820542 93.09% 9.605%
5 5.324 324 327 335 rVvv 19251 51880 1.00% 0.103%
6 6.284 407 411 413 rBV 4349944 5178273 100.00% 10.317%
7 6.399 419 421 424 rBV 3539330 5085618 98.21% 10.133%
8 6.639 439 442 444 yBV 1223978 1191252 23.00% 2.374%
9 6.799 453 456 457 rBV 2737492 3810999 73.60% 7.593%
10 7.210 488 492 494 rBV 2369814 3422240 66.09% 6.819%

11 7.325 498 502 509 rBvV 100288 192203 3.71% 0.383%
12 7.667 528 532 539 rBV3 63488 147807 2.85% 0.294%
13 7.919 552 554 557 rBV 1558533 1369759 26.45% 2.729%
14 9.005 646 649 651 rBV 3658537 4921260 95.04% 9.805%

15 9.119 658 659 661 rvB2 62444 75198 1.45% 0.150%
16 9.336 672 678 680 rBv2 38201 60657 1.17% 0.121%
17 9.393 681 683 686 rvB 1771519 1904951 36.79% 3.796%
18 9.588 698 700 701 rBV 73852 64831 1.25% 0.129%
19 9.622 701 703 704 rvVv 76713 71236 1.38% 0.142%
20 9.668 704 707 709 rvV 1523648 1526809 29.48% 3.042%
21 9.793 716 718 720 rvV 73227 79275 1.53% 0.158%
22 9.828 720 721 724 rVvv2 42801 62348 1.20% 0.124%

23 10.113 745 746 748 rVB 126001 117334 2.27% 0.234%
24 10.319 762 764 767 rBvV2 49106 107527 2.08% 0.214%
25 10.445 772 775 778 rVV 2651925 2796433 54.00% 5.572%

26 10.491 778 779 781 rvv2 47440 55764 1.08% 0.111%
27 10.582 785 787 793 rVB 131580 203882 3.94% 0.406%
28 11.028 821 826 828 rBvV2 79587 133310 2.57% 0.266%
29 11.131 833 835 839 rvB 1336030 1409805 27.23% 2.809%
30 11.211 839 842 846 rBvV2 33760 66455 1.28% 0.132%

31 11.382 855 857 862 rvv 315615 374378 7.23% 0.746%
32 11.462 862 864 870 rvB 65737 105051 2.03% 0.209%
33 11.691 880 884 885 rBV 135003 167847 3.24% 0.334%
34 11.714 885 886 889 rvv 52492 95413 1.84% 0.190%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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 12.205 925 929 931 rBV2 44332 64615 1.25% 0.129%
36 12.331 939 940 943 rVB 73487 75315 1.45% 0.150%
37 12.559 957 960 962 rBV 88300 86682 1.67% 0.173%
38 12.719 971 974 976 rBV 3566781 3368428 65.05% 6.711%
39 12.971 990 996 997 rBV3 24494 54739 1.06% 0.109%

40 13.634 1051 1054 1061 rBV 248893 362407 7.00% 0.722%

41 13.748 1061 1064 1069 rBV 1304921 1395967 26.96% 2.781%

42 13.954 1080 1082 1088 rBV4 29676 61266 1.18% 0.122%
43 14.262 1106 1109 1114 rBV2 176264 318015 6.14% 0.634%
44 14.617 1138 1140 1141 rBV 61123 87504 1.69% 0.174%
45 14.731 1148 1150 1155 rBVY 54186 124376 2.40% 0.248%
46 14.845 1158 1160 1161 rBV 38725 68659 1.33% 0.137%
47 14.994 1171 1173 1175 rBVY 33332 52983 1.02% 0.106%
48 15.097 1179 1182 1185 rBV 1040543 1112660 21.49% 2.217%
49 15.337 1201 1203 1207 rVB3 52726 88039 1.70% 0.175%

50 15.531 1218 1220 1222 rBV 68061 106323 2.05% 0.212%
51 15.577 1222 1224 1227 rVB2 61009 108878 2.10% 0.217%
52 16.480 1300 1303 1306 rVB 120094 214489 4.14% 0.427%

53 16.834 1331 1334 1341 rBV5 72404 161312 3.12% 0.321%
54 18.400 1467 1471 1479 rVB5 62358 180099 3.48% 0.359%

Sum of corrected areas: 50189456
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

Abundance TIC: BF089982.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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 3

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

4.78 22 .60 ng 1345960 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 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 279 (4.776 min): BF089982.D (-276) (-) m/z 43.05 100.00%
a3
5000 59 A
| s o e 1‘|’1 440 460 480 500 520
A R R REA R RS RRARS RARRS RARLA RSN SRS AL RALAS RARAIARRE m/z 59.10 50.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /\
43
5000 LR RN LN U
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 15.70%
15 31 101
‘ 11 ‘ ' 51\ 83 ‘
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 14 _.85%
68
50 126 142
wﬂmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate
43 440 4.60 4.80 500 5.20
m/z 41.10 8.38%
5000
58
) I N
mz> 1 2 30 40 5 60 7 80 9 100 140 130 130 140 " 440 460 480 500 5'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 1

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

6.40 85.38 ng 5085620 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 421 (6.399 min): BF089982.D (-419) (-) m/z 132.10 100.00%
132
5000 68
6 e
75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,...!,“.'.‘.‘?,!' .61"-|....,..5.‘.7,....,.':..,.1.1.5.,...., b m/z 68.10  43.90%
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 ;
5000 NARESRRRE SRS RARSE RN
6.00 6.0 6.40 6.60 6.80
78 m/z 134.10 32.38%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.10 28.10%
104
66
14 27 37 4451 55 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17 .50%
117
5000
39 91
51
27 105
..,....,...‘.,....‘,‘....i‘.‘..sﬁ.l‘..,...‘.,ﬁél..‘:..9.8,.‘.‘. el .1.2.%“...,... SRS S S A S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

7.32 2.81 ng 192203 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 1,4-Dioxane 88 C4H802 000123-91-1 47
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 36

Abundance Scan 502 (7.325 min): BF089982.D (-498) (-) m/z 73.10 100.00%
B g5
5000 41 57
101
116 7.00 7.20 7.40 7.60

RS 1 0 | — m/z 88.10 81.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20867: Hexanoic acid, 2-ethyl-
73 88
5000 57 LI L L L L L LN |
41 7.00 7.20 7.40 7.60
29 101 146 m/z 57.10 44 .84%
BSOS N~V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
7.00 7.20 7.40 7.60
5000 m/z 41.05 44 .32%
101
41
29 55
158
Wmmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2011: 1,4-Dioxane i B AEE Rt
28 7.00 7.20 7.40 7.60
m/z 55.10 29.18%
5000 g8
58
43
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.89 ng 203882 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tridecane 184 C13H28 000629-50-5 70

Abundance Scan 787 (10.582 min): BF089982.D (-785) (-) m/z 57.10 100.00%

57
43

5000

10.20 10.40 10.60 10.80 11.00
m/z 43.10 77.94%

99 113 127 141 155 168 183 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85 TT T T[T T 1T TT T T[T T T T [T1
10 20 10. 40 10. 60 10 80 11. OO
29 m/z 71.10 51.16%
15 ‘\ [ - 9\\9 113 127 141 155 169 198
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
b B R
3 10.20 10.40 10.60 10.80 11.00
5000 4 - m/z 41.10 32.79%
85
29 9% 126
15 113 140 154 169 183 198
R B o B s B EeE e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83029: Tridecane, 7-propyl- R EREEE R
43 57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 32.20%
71 85
5000 29
140
183
‘ “ L “ 113 127 \ 154168 | 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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

Peak Number 8 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.38 5.31 ng 374378 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 857 (11.382 min): BF089982.D (-855) (-) m/z 55.10 100.00%

5000

11.00 11.20 11.40 11.60 11.80
m/z 43.10 94.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95985: 1-Hexadecanol
43 7

83

5000 TTTT TTTT TTTT TTTT 1
29 11100 11.20 11.40 1160 11.80
125 m/z 57.05 77.76%
\\‘L 1L 140154168182196 224
S BRRRREE R EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
83 g7 R B L R AR
69 11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 73.38%
111
27 125
139153 168 266
T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84599: n-Pentadecanol B e
97 11. OO 11. 20 11. 40 11. 60 11. 80
m/z 69.10 70.32%
4
5000

125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. OO 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.38 ng 167847 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 884 (11.691 min): BF089982.D (-880) (-) m/z 43.10 100.00%
48 73
60
213
7 115 L UL LI SULRE SR
01 143127171185 150 | 00 256 11.40 11.60 11.80 12.00
R m/z 73.10 93.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L SR B SO B
umumnmnm
m/z 60.00 79.70%
143157171185 54213
f Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 70.57%
29 87
101115 143157171185199 242
15 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid Ll B ma e
60 78 11.40 11.60 11.80 12.00
m/z 41.10 70.36%
43
5000
129
29 ‘ 115 11 214
185
15“""""\””'\‘ ‘ T”fhlllllllllllll ||‘|||||1|98|||| e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.63 5.19 ng 362407 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1054 (13.634 min): BF089982.D (-1051) (-) m/z 57.10 100.00%
g7
5000 {111 JM
RIS SN BRI SRR B
139 167 13.40 13.60 13.80 14.00
ey J' I9ae7 205238 281 h7z 43.10  87.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LS SUMISN BUVSN BAURS
111 13.40 13.60 13.80 14.00
29 m/z 55.10 80.84%
/) . “‘ H ‘\ ‘\ \‘\ h ‘169 210 238 283 434
m/z--> 50 200 250 300 350 400
Abundance
57
97 RIS SN SR UL B
13.40 13.60 13.80 14.00
5000 m/z 83.10 77.69%
29 125
154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol L B B B o S
55 83 13.40 13.60 13.80 14.00
m/z 97.10 67.28%
5000 111 F\ﬂfwaﬂ\»ywAK\A\MFAfVﬂ$M
29
il ‘ ‘J 1139 167 195 235 266 204
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 Benz[e]acephenanthrylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.24 ng 124376 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[e]pyrene 252 C20H12 000192-97-2 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
Abundance Scan 1150 (14.731 min): BF089982.D (-1148) (-) m/z 252.20 100.00%
252
5000
13'%° 224 14.40 14.60 14.80 15.00
200 : : : :
43 66 79 92 144 16117418 239 |l 269283 75 55320 53 810}
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252
5000
14.40 14.60 14.80 15.00
126 m/z 250.10 23.66%
39 74 87100113 | 150 174187200 224957 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.40 14.60 14.80 15.00
5000 m/z 126.10 15.23%
126
39 57 74 87100113 149 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene LA L L L L BN |
252 14.40 14.60 14.80 15.00
m/z 125.10 12_.09%
5000
125
50 63 83 99112717 146 174187200 224237‘h
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 4-Hexen-1-ol, 6-(2,6,6-trim... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.48 3.86 ng 214489 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hexen-1-ol, 6-(2,6,6-trimethyl.._. 236 C16H280 1000221-57-6 50
2 3,5-Octadiene, 2,2,4,5,7,7-hexam... 194 C14H26 055712-52-2 43
3 Tetracosapentaene, 2,6,10,15,19,... 412 C30H52 026266-08-0 43
4 2-Propanone, l-phenylthio-1-meth... 214 C10H11CI0S 087231-12-7 35
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 35
Abundance Scan 1303 (16.480 min): BF089982.D (-1300) (-) m/z 137.10 100.00%
2000 J»-KJAFJM\~J\\-_J\v_ﬂLM,
189 50 o55075 313 343 16.20 16.40 1660 16.80
m/z 69.10 66.12%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #90914: 4-Hexen-1-ol, 6-(2,6,6-trimethyl-1-cyclohexenyl)-4..
137
95
41
5000 L U UL IR S
236 16.20 16.40 16.60 16.80
m/z 95.10 50.19%
‘ “ 177
‘h\ \\MHHH T <
miz-> 0 150 200 250 300 350 400
Abundance
137
57 16.20 16.40 1660 16.80
5000 m/z 55.10 50.10%
29 95
194
163
miz-> 0 50 100 150 200 250 300 350 400
Abundance #216745: Tetracosapentaene, 2,6,10,15,19,23-hexamethyl- B A RRREE R
69 16.20 16.40 16.60 16.80
m/z 411.40 44.01%
50000 44 % 137
| ‘ Ll 163 205531 o599 343559 412
mz-> 0 50 100 150 200 250 300 350 400 16.20 16.40 1660 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 unknownl16.83 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.83 2.90 ng 161312 perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stigmastan-3,5-diene 306 C20H48 1000214-16-4 46

2 Clionasterol acetate

3 .beta.-Sitosterol acetate
4 9_beta.,l10.alpha.-Androst-4-en-3... 408 C21H29Br03
5 (3E,5E,7E)-6-Methyl-8-(2,6,6-tri... 258 C18H260

456 C31H5202
456 C31H5202

004651-54-1 40
000915-05-9 38
006765-86-2 25
017974-57-1 25

Abundance Scan 1334 (16.834 min): BF089982.D (-1331) (-) m/z 43.10 100.00%
43
5000 g1 107 145
213 329
303
173 255 LN N U B I N O |
381 41|4 16.60 16.80 17.00 17.20
A ST S N S m/z 57.10 75.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210541: Stigmastan-3,5-diene
43
396
5000 LIS I L L L L L L L
16. 60 16. 80 17. 00 17. 20
‘ 105 147 m/z 41.10 56.37%
. .‘ ‘ H\ \‘\\ H‘ H\ i i \H h1|7:?| ZIJ':?I .2?.5.‘.2?.8, o |3|5‘|"| I SR
m/z--> 150 200 250 300 350 400 450
Abundance
43
396
s R e
16.60 16.80 17.00 17.20
5000 m/z 145.10 51.14%
8l 105 147
255 296
185 213 340 367
i A o B e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate L BB E B e ST
43 16.60 16.80 17.00 17.20
m/z 107.10 47 .11%
5000
‘ 107 147 396
215 255
. .\ “ I H\n ww s 25 70 weqs s | s as6
m/z--> 150 200 250 300 350 400 450 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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

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 unknownl18.40 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.40 3.24 ng 180099 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cedrene-V6 204 C15H24 1000162-76-8 38
2 3-Quinolinecarboxylic acid, 6-fl... 235 C12H10FNO3 1000350-64-5 30
3 Uracil, 3-(2-mercaptoethyl)-5-ph._.. 248 C12H12N202S 029558-47-2 25
4 2-(4-Fluorophenoxy)nicotinic acid 233 C12H8FNO3 054629-13-9 25
5 Acetamide, N-[1-(4,6-dimethyl-2-___. 248 C13H20N40 1000362-37-5 22
Abundance Scan 1471 (18.400 min): BF089982.D (-1467) (-) m/z 189.20 100.00%
9

5000
175

135148

67 18.00 18.20 18.40 18.60 18.80
m/z 55.10 59.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64261: Cedrene-V6
189

133

5000 LB e
41 g1 105119 18 2 18.00 18.20 18.40 18.60 18.80

55 77 m/z 81.10 57 .44%

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

Abundance
189
e
18.00 18.20 18.40 18.60 18.80
5000 m/z 205.20 46.48%
235
107 133
40 53 67 81 147 162 206
memmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100221: Uracil, 3-(2-mercaptoethyl)-5-phenyl- A RREEEEEEa A
189 18.00 18.20 18.40 18.60 18.80
m/z 95.10 45_.88%
5000
63 89 117 144 248
S L SO S a— S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. OO 18 20 18. 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089982.D

Acq On : 2 Sep 2016 18:36

Operator : UM/SJ

Sample : H4675-07

Misc :

ALS Vial : 11 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... 4.78 22.6 ng 1345960 1 6.64 1191250 20.0
unknown6 .40 6.40 85.4 ng 5085620 1 6.64 1191250 20.0
Hexanoic acid, 2-... 7.32 2.8 ng 192203 2 7.92 1369760 20.0
Tetradecane 10.58 2.9 ng 203882 4 11.13 1409810 20.0
1-Hexadecanol 11.38 5.3 ng 374378 4 11.13 1409810 20.0
n-Hexadecanoic acid 11.69 2.4 ng 167847 4 11.13 1409810 20.0
Heptadecyl heptaf... 13.63 5.2 ng 362407 5 13.75 1395970 20.0
Benz[e]acephenant... 14.73 2.2 ng 124376 6 15.10 1112660 20.0
4-Hexen-1-ol, 6-(... 16.48 3.9 ng 214489 6 15.10 1112660 20.0
unknownl16 .83 16.83 2.9 ng 161312 6 15.10 1112660 20.0
unknown18.40 18.40 3.2 ng 180099 6 15.10 1112660 20.0
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