LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample - 12930-12

Misc :

ALS Vial : 22 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-BF050217 .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 5.019 519 524 541 rBvV 193069 354520 17.65% 1.863%
2 5.666 630 634 657 rBvY 1182082 1761626 87.70% 9.259%
3 6.237 727 731 738 rvVB2 15386 22210 1.11% 0.117%
4 7.260 901 905 921 rBV 1235456 1775489 88.39% 9.332%
5 7.384 921 926 939 rVB 1508452 1956510 97.41% 10.283%
6 7.719 979 983 994 rVB 464166 516913 25.73% 2.717%
7 7.960 1018 1024 1039 rVB 1104578 1301592 64.80% 6.841%
8 8.613 1130 1135 1151 rBVY 757335 980488 48.81% 5.153%
9 9.742 1322 1327 1338 rBVY 520910 661965 32.96% 3.479%
10 11.513 1623 1628 1640 rBV 1734257 2008614 100.00% 10.557%

11 12.201 1740 1745 1753 rBV 442965 539265 26.85% 2.834%
12 12.572 1803 1808 1820 rBV2 562107 743596 37.02% 3.908%

13 13.419 1947 1952 1957 rBV2 26718 33353 1.66% 0.175%
14 13.777 2006 2013 2016 rBV2 15678 25392 1.26% 0.133%
15 13.866 2022 2028 2040 rBV 901240 1173589 58.43% 6.168%
16 13.995 2047 2050 2055 rvB2 17674 22259 1.11% 0.117%
17 14.154 2074 2077 2080 rBv4 16516 21640 1.08% 0.114%
18 14.189 2080 2083 2085 rVvVv 31989 36312 1.81% 0.191%
19 14.213 2085 2087 2093 rVB3 18601 21364 1.06% 0.112%
20 14.918 2203 2207 2211 rBV3 19778 24275 1.21% 0.128%

21 14.971 2211 2216 2220 rVV 542820 664503 33.08% 3.493%
22 15.007 2220 2222 2227 rVB 28327 31493 1.57% 0.166%
23 15.936 2377 2380 2390 rVB2 116751 145087 7.22% 0.763%
24 16.724 2509 2514 2516 rBV 103586 107950 5.37% 0.567%

25 16.748 2516 2518 2526 rVB 52959 65033 3.24% 0.342%
26 17.001 2556 2561 2563 rBV4 13714 20421 1.02% 0.107%
27 17.024 2563 2565 2567 rVV2 32151 38333 1.91% 0.201%
28 17.048 2567 2569 2576 rVB 61563 73634 3.67% 0.387%
29 17.295 2606 2611 2615 rBV 1403118 1519298 75.64% 7.985%
30 18.048 2735 2739 2742 rBV6 17880 24042 1.20% 0.126%
31 18.324 2783 2786 2788 rBv4 23995 31228 1.55% 0.164%
32 18.348 2788 2790 2799 rVB5 34830 38958 1.94% 0.205%
33 18.459 2805 2809 2813 rBV6 10991 21132 1.05% 0.111%

34 18.548 2817 2824 2826 rVVv4 73337 136517 6.80% 0.718%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample - 12930-12

Misc :

ALS Vial : 22 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
Title

= Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.577 2826 2829 2833 rVV 124923 174302 8.68% 0.916%

36 18.636 2834 2839 2847 rVV 492544 727417 36.21% 3.823%

37 18.701 2848 2850 2853 rVB 27267 30439 1.52% 0.160%
38 18.983 2895 2898 2904 rVB 55841 72567 3.61% 0.381%
39 19.318 2951 2955 2956 rBV2 33962 43435 2.16% 0.228%
40 19.336 2956 2958 2967 rvVB2 56361 83368 4.15% 0.438%
41 19.495 2982 2985 2987 rBv4 19907 27126 1.35% 0.143%
42 19.842 3040 3044 3049 rVvB 107906 131580 6.55% 0.692%
43 19.895 3051 3053 3061 rvB 29594 55065 2.74% 0.289%
44 20.059 3077 3081 3084 rBV 123175 154479 7.69% 0.812%
45 20.242 3110 3112 3115 rVvB 32993 32444 1.62% 0.171%
46 20.300 3117 3122 3132 rVB 454872 546946 27.23% 2.875%
47 21.689 3356 3358 3364 rVB7 29590 48221 2.40% 0.253%
Sum of corrected areas: 19025990
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094894.D

7.38
1500000

567 7.24
7.96

1000000
8.61

500000 7.72

5.02

6.24

e o L

T T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF094894.D
11151

T
8.50 9.00

1500000

1000000 13.87

12.57 14.97
500000 12.20

15.94 ]1 7
13.42 13,73 9948 1481 N ?{\

L o L L st e L B S e

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF094894.D

1500000 17.29

1000000

18.64 20.30

500000

0 e T S o e o e B B B E S S

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 13.72 ng 354520 1,4-Dichlorobenzene-d4 7.72
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 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 524 (5.019 min): BF094894.D (-519) (-) m/z 43.00 100.00%
a3
59
5000
101 e e I
460 480 500 520 5.40
83
o.”“”.“”w.nqm.fﬁﬂ,”““.”“n”““:l”.“”w.”w.”w”.w m/z 59.10 59.88%
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
59 460 4.80 5.00 520 5.40
m/z 101.10 21.78%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 540
5000 m/z 58.00 15.00%
101
15 a 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R mmam S
59 460 480 500 520 5.40

m/z 41.10 9.09%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2 unknown7.38 Concentration Rank 1

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

7.38 75.70 ng 1956510 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 925 (7.378 min): BF094894.D (-921) (-) m/z 132.00 100.00%
5000 68
© s || 7o Cgss | T 5 7o 7k T
Ol bl (7 87 L 3O1S L m/z 68.10 38.56Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL I R
7.00 7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 31.73%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 23.06%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180 .
Abundance #52379: Tranylcypromine-propionyl R R
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 15.12%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 4_.37 ng 145087 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2381 (15.942 min): BF094894.D (-2377) (-) m/z 73.00 100.00%

43
5000 129

15.60 15.80 16.00 16.20

0! m/z 60.00 83.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 EEEE e e L R

15.60 15.80 16.00 16.20
m/z 43.05  75.03%

21
143 157171185 199

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
AT AL S A
15.60 15.80 16.00 16.20
5000 129 m/z 57.00 71.58%
29 87
115 | 143 199 242
101 157171185
ol 15 213226
R T T T T [ T TP T ] T [ T e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid e B M S
43 60 78 15.60 15.80 16.00 16.20
m/z 41.05 57 .59%
5000
29
129
“ T7 115 ‘ 171185 214
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1560 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5 unknownl6.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.72 3.25 ng 107950 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenyl-2,3,4,5-tetrahydro-2,5-... 238 C16H1402 1000145-30-9 45
2 Butyrophenone, 2-phenyl- 224 C16H160 016282-16-9 38
3 Propanoic acid, 2-(benzoylthio)-... 238 C12H1403S 096843-07-1 38
4 Ethanone, 1,2-diphenyl- 196 C14H120 000451-40-1 35
5 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11BrO 001484-50-0 35
Abundance Scan 2513 (16518 min): BF094894.D (-2509) (-) m/z 104.95 100.00%
105
5000 K
7 1h7 T[T T P T
39 51 91 133 16.40 16.60 16.80 17.00
) I .|',..'.. el e 220, 226238 777115.00 29.56%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92471: 2-Phenyl- 2,?&),4,5 tetrahydro-2,5-epoxy(1)benzoxepin
105
5000
77 16.40 16.60 16.80 17.00
51 133 238 m/z 77.05 22 .31%
0 3\9 \‘ 65 Al 91 | ‘ ‘
miz-> 20 40 éo éo 100 150 140 160 180 200 220 240
Abundance
105
16.40 16.60 16.80 17.00
5000 m/z 117.00 11.95%
7 g
27 39 51 65 118 139 152 165 178 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91893: Propanoic acid, 2-(benzoyithio)-, ethyl ester R L |
105 16.40 16.60 16.80 17.00
m/z 116.10 7.98%
5000
77
51
0 39 | 65 ‘ 165 193 238
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.55 3.75 ng 136517 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 64
3 Nonadecane, 1l-chloro- 302 C19H39cClI 062016-76-6 60
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 46
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 46
Abundance Scan 2824 (18.548 min): BF094894.D (-2817) (-) m/z 57.05 100.00%
57
302
5000
41
| e oas 274 R % W Ee
Obrerprrerrfles m/z 43.05 88.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55
5000 AR DR DR U
mmmmmmmm
‘ m/z 302.10 75.33%
0.”“.”‘”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
302
18.20 18.40 18.60 18.80
5000 m/z 71.05 69.74%
151
o 51 74 101 125 168 198 224 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146523: Nonadecane, 1-chloro- L B o
57 18.20 18.40 18.60 18.80
m/z 55.00 62.24%
5000 4
o L } H \‘ i 138 161183203 231 250 302
m/z--> 2'0 4'0 6|0 80 100 150 140 160 180 200 220 240 260 25';0 3(')0 ' 18 20 18. 40 18 60 18. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknownl18.58 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.58 4.79 ng 174302 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalamide, N-(2,6-dimethylphenyl... 236 C12H16N203 1000305-03-4 38
2 2,3,4-Trifluoroaniline 147 C6H4F3N 003862-73-5 38
3 Ethyl 5-acetyl-2-hydroxybenzoate 208 C11H1204 1000373-31-2 32
4 2.,4,6-Trifluoroaniline 147 C6H4F3N 000363-81-5 22
5 2,3,6-Trifluoroaniline 147 C6H4F3N 067815-56-9 22
Abundance Scan 2830 (18.583 min): BF094894.D (-2826) (-) m/z 91.10 100.00%
o
147
5000 209
39 \ | |\ 164181 I 236 274 303 18.20 18.40 18.60 18.80 19.00
L N N T A St A m/z 147 .00 58.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90357: Oxalamide, N-(2,6-dimethylphenyl)-N-(2-hydroxyethyl)
147
5000 120
77 208 236 18.20 18.40 18.60 18.80 19.00
45 1 m/z 209.10 35.62%
0 6 176197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
147
18.20 18.40 18.60 18.80 19.00
5000 m/z 120.05 27.22%

120

31 51 70 100
o 15

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

Abundance #67301: Ethyl 5-acetyl-2-hydroxybenzoate
147 18.20 18.40 18.60 18.80 19.00
m/z 254.10 24 _01%

5000
193
163
27 43 6379 jgq110 | zbg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.20 18.40 18 60 18. 80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknownl19.34 Concentration Rank 10

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

19.34 2.29 ng 83368 Chrysene-di12 18.64

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 49
2 Hexacosane 366 C26H54 000630-01-3 49
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 49
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 47
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 47

Abundance Scan 2959 (19.342 min): BF094894.D (-2956) (-) m/z 71.10 100.00%
1
43
5000 302
125
150171192211 242 I e o o e e e ]
| ”| | | | 19.00 19.20 19.40 19.60
ob—IL L ) 1 S E— '...., S m/z 55.05  70.04%
m/z--> 50 100 150 200 250 350
Abundance #209565: Octacosane
57
5000 85 L L B L L
19.00 19.20 19.40 19.60
29 m/z 57.10 69.12%
13 941
0 Ll W i M | |77 169 197 225 253 281 309 337 365 394
A
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R EaaEE
19.00 19.20 19.40 19.60
5000 85 m/z 43.10 68.51%
29
. 13 141 169 197 205 253 295 303 367
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane LA B
57 19.00 19.20 19.40 19.60
m/z 85.05 57 .36%
5000 85
113
L ssmen o
ob— by s A,
m/z--> 50 100 150 200 250 300 350 19. OO 19 20 19. 40 19.60

8270-BF050217 .M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Indane, 2-methoxy-1-(2-meth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.84 4.81 ng 131580 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Indane, 2-methoxy-1-(2-methylallyl) 202 C14H180 1000196-88-9 56
2 1H-Indazol-5-amine, 3-methyl- 147 C8HON3 1000338-20-2 38
3 2H-Indazol-3-amine, 2-methyl- 147 C8HON3 097990-19-7 38
4 Benzoic acid, 4-propyl-, 4-cyano... 265 C17H15NO2 056131-49-8 38
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 38

Abundance Scan 3044 (19.842 min): BF094894.D (-3040) (-) m/z 147.05 100.00%

147

117
5000

91

N

65
39 186 235 19.60 19.80 20.00 20.20
164 208 251 276
o ittt b oo oo | m/z 117.10  57.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62748: Indane, 2-methoxy-1-(2-methylallyl)
147
5000
117 19.60 19.80 20.00 20.20
m/z 115.00 40.86%
3955 73 91 || | || 170186202
N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
147
19.60 19.80 20.00 20.20
5000 m/z 91.00 27 .48%
105
o 36 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22489: 2H-Indazol-3-amine, 2-methyl- S EEmms mE s e
147 19.60 19.80 20.00 20.20
m/z 65.00 14 .00%
5000
77 104
51
Ot el et e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample : 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.06 5.65 ng 154479 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3081 (20.059 min): BF094894.D (-3077) (-) m/z 57.05 100.00%
g7
85
5000
141 183 19.80 20.00 20.20 20.40
ol A Lk, 11 'l 10005, 217,240 270 302 %2 m/z 71.05 79.70%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LI AN SO BUUR B
19.80 20.00 20.20 20.40
m/z 43.10 60.87%
o |4 \\1%3‘\141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.80 20,00 20.20 20.40
5000 85 m/z 85.10 55.91%
. 29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R AR R R R A ma
57 19.80 20.00 20.20 20.40
m/z 55.00 24 _41%
>0 i WMAM\J\/\MV\/WWN
oL 3 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 50 100 1éo 200 251;0 300 350 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094894.D

Acq On : 5 May 2017 1:59

Operator : SJ/MA

Sample - 12930-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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... 5.02 13.7 ng 354520 1 7.72 516913 20.0
unknown? .38 7.38 75.7 ng 1956510 1 7.72 516913 20.0
n-Hexadecanoic acid 15.94 4.4 ng 145087 4 14.97 664503 20.0
unknownl16.72 16.72 3.3 ng 107950 4 14.97 664503 20.0
1-Docosene 18.55 3.8 ng 136517 5 18.64 727417 20.0
unknownl18.58 18.58 4.8 ng 174302 5 18.64 727417 20.0
unknownl19 .34 19.34 2.3 ng 83368 5 18.64 727417 20.0
Indane, 2-methoxy... 19.84 4.8 ng 131580 6 20.30 546946 20.0
Heptadecane 20.06 5.7 ng 154479 6 20.30 546946 20.0
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