LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 5.028 496 500 523 rBVY 546852 769932 24.75% 2.568%
2 5.434 565 569 592 rBV 2739651 3025318 97.23% 10.092%
3 6.451 738 742 760 rBV 2637054 3111414 100.00% 10.379%
4 6.581 760 764 768 rBV 2913282 2831864 91.02% 9.447%
5 6.810 799 803 811 rBV 966908 870201 27.97% 2.903%
6 6.963 825 829 846 rBV 2440817 2346663 75.42% 7.828%
7 7.375 895 899 911 rBV 1602317 1801307 57.89% 6.009%
8 8.092 1017 1021 1039 rVB 1080724 1101931 35.42% 3.676%
9 9.163 1199 1203 1212 rBV 3041098 2951714 94.87% 9.847%
10 9.563 1265 1271 1277 rBV 135508 141753 4_56% 0.473%
11 9.763 1300 1305 1309 rBvV 59952 54968 1.77% 0.183%
12 9.845 1316 1319 1331 rVB 1046147 1043762 33.55% 3.482%
13 10.263 1388 1390 1394 rVB 79408 56355 1.81% 0.188%
14 10.645 1451 1455 1464 rBV 1253548 1379463 44.34%  4.602%
15 10.739 1468 1471 1475 rVB 53294 59349 1.91% 0.198%

16 11.339 1569 1573 1582 rBV 925174 911943 29.31% 3.042%
17 11.857 1657 1661 1669 rBV3 67164 100986 3.25% 0.337%
18 12.557 1777 1780 1784 rBV 104445 99236 3.19% 0.331%
19 12.639 1792 1794 1802 rBV5 28182 48966 1.57% 0.163%
20 12.786 1814 1819 1825 rVB 83159 111589 3.59% 0.372%

21 12.921 1838 1842 1846 rBV 2152074 1915895 61.58% 6.391%
22 13.121 1873 1876 1881 rVB4 41872 69376 2.23% 0.231%
23 13.474 1933 1936 1938 rBV2 42174 43590 1.40% 0.145%
24 13.804 1989 1992 2006 rBV 380034 471626 15.16% 1.573%
25 13.992 2019 2024 2027 rBV 789256 864131 27.77% 2.883%

26 14.439 2095 2100 2106 rBV2 220177 403268 12.96% 1.345%
27 14.874 2171 2174 2182 rVB 176970 178133 5.73% 0.594%
28 15.062 2202 2206 2209 rVvVv 647870 721842 23.20% 2.408%
29 15.092 2209 2211 2217 rVB 116525 155875 5.01% 0.520%
30 15.462 2270 2274 2282 rVB 563727 745133 23.95% 2.486%

31 15.633 2299 2303 2310 rVB 252580 343220 11.03% 1.145%
32 15.856 2336 2341 2346 rVB 465386 653777 21.01% 2.181%
33 15.915 2348 2351 2357 rVB2 77917 140570 4._.52% 0.469%
34 16.639 2469 2474 2484 rVB 241785 451771 14.52% 1.507%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 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 - 0 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-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 29976921
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101490.D
3000000 6,58
5.43

6.45

2500000 6.96

2000000

7.37
1500000

1000000 6.81

5.03
500000

e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF101490.D
3000000 9|16

2500000
12.92

2000000

1500000
10.64

8.09

1000000 11.34
500000
L 9 5697 1026 0.74 1186 125642.79| 1312 1347

o A e e

Time-->  8.00 8.50 9.00 10 00 10 50 11. OO 11.50 12. OO 12. 50 13.00 13. 50

Abundance TIC: BF101490.D
3000000

2500000

2000000

1500000

1000000 13.99 15.06

500000

o T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 4

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

5.03 17.70 ng 769932 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF101490.D (-496) (-) m/z 43.00 100.00%
43
59
5000
0 460 4.80 500 520 5.40
O3l B3 e 8| e 00 55, 99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S R
460 4.80 500 520 5.40
m/z 101.10 17.02%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 540
5000 41 m/z 58.00 14 .92%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 460 4.80 500 520 5.40
m/z 41.00 8.72%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.58 Concentration Rank 1

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

6.58 65.09 ng 2831860 1,4-Dichlorobenzene-d4 6.81
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 764 (6.581 min): BF101490.D (-760) (-) m/z 132.00 100.00%
132
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 . . . :
0 A8l Wiz 68.05 42.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR S IR LS
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.02%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26 .58%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #52379: Tranylcypromine- proplonyl A e R m
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.85%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 14
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.21 ng 100986 Phenanthrene-d10 11.34
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 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 1662 (11.863 min): BF101490.D (-1657) (-) m/z 73.00 100.00%
60 73
5000 129
213
98 115 157 185
| 143, | 171 11.60 11.80 12.00 12.20
0 LB m/z 43.00 99.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B B SULR AU
umnmnmnm
m/ 60.00 93.80%
7Ji 143157171185, 213 ‘ 0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
0
11feo 11!80 12foo 12.20
5000 129 m/z 57.05 76.53%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #61117: Dodecanoic acid e  RRRaE Bam s
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 76.34%
5000
29 129 157 200
7 101115
143 | 171
ok |........liT...l....l....l........1.8.5......  RARRRRRRR T ATt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.80 10.92 ng 471626 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1991 (13.798 min): BF101490.D (-1989) (-) m/z 57.10 100.00%
57
83
41
5000
LRI AN DAL SN B
140 182 202 226 13.40 13.60 13.80 14.00 14.20
I 163 245 265281 329 n/z 4310 94 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 LRI AN SRR SN B
13.40 13.60 13.80 14.00 14.20
125 m/z 55.10 88.92%
oL15 Ll 154170 196 224 951269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 75 .46%
29 111
139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecyl ester N B A R e
13.40 13.60 13.80 14.00 14.20
m/z 69.10 68.60%
- ‘_MJ\,‘/M
ol 2 139 168 191210 238 266 205

T T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .44 9.33 ng 403268 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
3 1-Docosene 308 C22H44 001599-67-3 93
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2100 (14.439 min): BF101490.D (-2095) (-) m/z 57.10 100.00%
g7
83
5000
111
HREUR BAULIL B BRI SR
139 14.20 14.40 14.60 14.80
I l l 1P 12 200230 265 209 3wseadsr oLt G g oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LR B I IR I
111 14.20 14.40 14.60 14.80
29 m/z 43.10 80.99%
0 I “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
m/z--> 50 260 250 300 350 400
Abundance
57 83
' 14.20 14.40 14,60 14.80
5000 111 m/z 83.10 70.77%
. 139 167 106 220 266 294 327 \hf,vﬂhwfvﬂmmj\\«NWVAf“~«j\ﬂ
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene b RREmE EE e
57 97 14.20 14.40 14.60 14.80
m/z 97.10 60.82%
5000
29 308
153
ol ..‘,.L ..J \h | A 11?%.?09|2%8 280 N S .
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .87 4.78 ng 178133 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 16-Heptadecenal 252 C17H320 1000144-57-9 89
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87
Abundance Scan 2173 (14.868 min): BF101490.D (-2171) (-) m/z 57.10 100.00%
57
82
5000
109 T e
144 178 203 228 256276297316 14,60 14.80 15.00 15.20
(o} m/z 43.10 89.70%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43 82
5000 L L BULELL BRI UL
mmmmmmmm
109 m/z 82.05 72.70%
o | ‘ h H\ |17 166 194 222 25068
m/z--> 50 1% 200 250 360 3éo
Abundance
43 82
' 14.60 14.80 15.00 15.20
5000 m/z 55.00 70.20%
110
137 166 196 222
O T L e T R S T T
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #104155: 16-Heptadecenal AR EEEEE RS
57 82 14.60 14.80 15.00 15.20
m/z 96.10 52.76%
5000
110
0... - : ...H.‘.... ‘..‘H..‘.... ———t ———t R B E e e
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3éo 14|60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 19.37 ng 721842 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2206 (15.062 min): BF101490.D (-2202) (-) m/z 57.10 100.00%
57
5000 85
R = S SR
113 14.80 15.00 15.20 15.40
141
ol ,I. b T T 169 107 225 267288309 344 375 pnt 7110 67.21%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L B B BUMR BN
Mmmmmmmm
113 m/z 43.10 58.70%
ol_39 LT 160 197 225 253 28 00 3%
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance
57
| 14.80 15.00 15.20 1540
5000 a5 m/z 85.10 47 .29%
0 39 13 141 169 197 239 567 204 323 352
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane T T T
57 14.80 15.00 15.20 15.40
m/z 55.00 20.84Y%
. 29| I‘J‘ | (M2 141 169 197 225 253 295 323 367
m/z--> 5'0 1(')0 1%0 2(')0 251,0 300 3%0 14 I80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 11 Z-5-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.18 ng 155875 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2211 (15.092 min): BF101490.D (-2209) (-) m/z 97.10 100.00%

7

i

5000
125

14.80 15.00 15.20 15.40

182 207 30 264,95 313 338357376

0! m/z 57.10 97 .15%
m/z--> 50 100 150 200 250 300 350
Abundance #115907: Z-5-Nonadecene
55 83
5000 11 ||||||||||||||||||||
14.80 15.00 15.20 15.40
266 m/z 83.10 94 .83%
0 L ‘\‘ || 1 6810210 238 |
T e B e S B I e e o A
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
N B N A
14.80 15.00 15.20 15.40
5000 11 m/z 43.10 89.18%
29 139
o 167 195 222 250 280 308 336
N B e e o B e L B a e o L B A B
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e
5 83 14.80 15.00 15.20 15.40
m/z 55.00 82.69%
- | \J\‘j\v‘}\/\w
29 139
ol bl AL L} “167 196 224 252 280 308
e i ELA B S e o o e e N B N A
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 17.55 ng 653777 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Octadecane, l1l-i1odo- 380 C18H371 000629-93-6 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 74
Abundance Scan 2342 (15.862 min): BF101490.D (-2336) (-) m/z 57.10 100.00%
57
5000 85 .
R SO DU SURIURN SR
113 15.60 15.80 16.00 16.20
141
ol b b L1 109 107 225 253078300323 365387 | gz 71.10  63.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L DU BRI SUMRN B
15. 60 15. 80 16. oo 16. 20
m/z 43.10 53.97%
29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 49 .84%
. 29 113 141 169 107 225 253 295 303 367
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane B R Ea e
57 15.60 15.80 16.00 16.20
m/z 55.05 19.73%
o ] \NJ\‘/A/\N/\/\/
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo @ 250 ﬁo ﬁ)4& 1mmmmmmwo

8270-BF121417 .M

Tue Dec 19 12:43:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 13-Tetradecen-1-ol acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.77 ng 140570 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 86
3 1-Docosene 308 C22H44 001599-67-3 83
4 9-Tricosene, (2)- 322 C23H46 027519-02-4 64
5 Cetene 224 C16H32 000629-73-2 56
Abundance Scan 2352 (15.921 min): BF101490.D (-2348) (-) m/z 83.10 100.00%
57
5000
218 2742993 4349 380 15.60 15.80 16.00 16.20
W | Ry, 24 m/z 57.10 91.57%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43
5000 R A BURSR U DU
111 mmmmmmmm
m/z 97.10 85.20%
0 M H \‘ “‘lh167194 224 254
miz--> 0 5 200 2éo 360 3éo 460 4%0 '
Abundance
57
97 U R BN SRR B
15.60 15.80 16.00 16.20
5000 m/z 43.10 74 .46%
. 153 181 200236 267292320 348 376 406 434 462 490
miz--> 0 55 160 1%0 260 2éo 360 3éo 460 4%0 '
Abundance #151537: 1-Docosene e A RERREEESE T
57 97 15.60 15.80 16.00 16.20
m/z 69.10 60.65%
5000
29 125 308
0 | \ llﬁ?3ﬁ§1299238 280
miz--> 0 55 160 150 260 2éo 360 3éo 460 4%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.64 12.13 ng 451771 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
4 Hexadecanal 240 C16H320 000629-80-1 86
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 64
Abundance Scan 2474 (16.639 min): BF101490.D (-2469) (-) m/z 57.10 100.00%
57
82
5000
137 16.40 16.60 16.80 17.00
B — l Lo, 175 209 242204 201 323345307390 418 | "nm/z 43.10 87.90%
m/z--> 50 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82
57
5000 L I BN RO SRR
110 16,40 16.60 16.80 17.00
29 138 m/z 82.05 75.21%
o "“i | |““| “\: I\N]:?IG o Iz%llw : ‘IZ?OI T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 82
16,40 16.60 16.80 17.00
5000 m/z 55.10 61.30%
110
138 166 104 222 20 HWKPHJXﬂAM”W‘/\Mhﬂwwijk/ﬁvw
oy e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194460: (2)-14-Tricosenyl formate T
55 82 16.40 16.60 16.80 17.00
m/z 96.10 55.87%
5000
110
. l |138 166 194 222 250 278 20 gug
m/z--> 5'0 100 1&1,0 2(')0 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101490.D

Acq On : 18 Dec 2017 19:36

Operator : SJ/JU

Sample - 16908-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 17.7 ng 769932 1 6.81 870201 20.0
unknown6 .58 6.58 65.1 ng 2831860 1 6.81 870201 20.0
n-Hexadecanoic acid 11.86 2.2 ng 100986 4 11.34 911943 20.0
Trifluoroacetoxy ... 13.80 10.9 ng 471626 5 13.99 864131 20.0
Heptadecyl heptaf... 14.44 9.3 ng 403268 5 13.99 864131 20.0
Octadecanal 14.87 4.8 ng 178133 6 15.46 745133 20.0
Tetracosane 15.06 19.4 ng 721842 6 15.46 745133 20.0
Z-5-Nonadecene 15.09 4.2 ng 155875 6 15.46 745133 20.0
Heneicosane 15.86 17.6 ng 653777 6 15.46 745133 20.0
13-Tetradecen-1-o... 15.92 3.8 ng 140570 6 15.46 745133 20.0
Oxirane, hexadecyl- 16.64 12.1 ng 451771 6 15.46 745133 20.0
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