LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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 5.042 524 528 543 rBV 190042 364774 12.65% 1.636%
2 5.672 630 635 663 rBVY 1536875 2284313 79.23% 10.246%
3 7.266 900 906 921 rBV 1580326 2240978 77.72% 10.051%
4 7.383 921 926 935 rVvB 1950008 2519751 87.39% 11.302%
5 7.725 979 984 996 rVB 403593 490942 17.03% 2.202%

7.960 1019 1024 1034 rBV 1749300 2027696 70.33% 9.095%
8.619 1131 1136 1152 rBV 1151810 1537923 53.34% 6.898%
485607 674758 23.40% 3.026%
11.519 1623 1629 1647 rBV 2163022 2883316 100.00% 12.932%
12.207 1743 1746 1755 rBV 112181 156370 5.42% 0.701%

=
QOO ~NO®
©
\l
N
N
=
w
N
w
=
w
N
\l
=
w
N
\l
=
<
os]

11 12.571 1803 1808 1821 rBV2 526930 746587 25.89% 3.349%
12 13.865 2022 2028 2042 rBV 1132284 1686830 58.50% 7.566%
13 14.189 2079 2083 2085 rBvV 29407 34731 1.20% 0.156%
14 14.971 2211 2216 2228 rVV 513903 730757 25.34% 3.278%
15 15.936 2375 2380 2387 rBV2 78276 108573 3.77% 0.487%

16 17.300 2606 2612 2615 rBV 2077325 2519806 87.39% 11.302%

17 18.577 2818 2829 2835 rBV6 11677 36756 1.27% 0.165%
18 18.636 2835 2839 2857 rVB 467430 644274 22.34% 2.890%
19 18.824 2864 2871 2876 rVB 44071 46902 1.63% 0.210%
20 19.771 3028 3032 3036 rBvV 75822 73930 2.56% 0.332%

21 20.306 3118 3123 3135 rBV 323382 485636 16.84% 2.178%

Sum of corrected areas: 22295603
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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

Abundance TIC: BF094931.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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.

5.04 14.86 ng 364774 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 47
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.042 min): BF094931.D (-524) (-) m/z 43.00 100.00%
43
59
5000
101 T T T
| s 83 | 480 500 520 5.40
R e L B o e B R m/z 59.00 59.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 h
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 520 5.40
m/z 101.10 21.09%
15 31 ‘ 101
'”PL'P”H“”Wm'ﬁ%hl“”P'“ﬁaﬁ'“WL'W“'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 a1 m/z 58.00 14 .96%
68
50 126 14
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- O Ea L AREam e
59 480 500 520 5.40
31 m/z 41.10 8.43%
5000 41 }\km
73
15 \\\51“ |87 102
mz> 10 20 30 40 50 60 70 80 60 100 110 130 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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.

7.38 102.65 ng 2519750 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.378 min): BF094931.D (-921) (-) m/z 132.00 100.00%
5000 68
0 st |l 5 108 s Th 7o 740 Tk 7o
Obrrprrrr e e e e b e bt e e e m/z 68.05 38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 I UL I R
a1 97 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 31.93%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 L UL I R
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 23.43%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L AL BLEL A LA B
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.65%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.97 ng 108573 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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64
Abundance Scan 2381 (15.942 min): BF094931.D (-2375) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 L B e
115 157171 165 256 1560 1580 1600 1620
SN ” .,Ul...h,-. Lo e ] a0 | 27 26 1 e0.00 83,750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 AR AU AR
mmmmmmmm
m/z 43.10 76.86%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15.60 15.80 16.00 16.20
5000 129 m/z 57.10 67.54%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid
60 73 15.60 15.80 16.00 16.20
43 m/z 41.10 61.43%
5000 129
29
15 oh 214
T } ‘ 143157 ‘ 185
Il‘lll‘l‘l\llulml‘lh IH \H |‘ ‘:: ”“ A I NES— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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 Squalene Concentration Rank 4

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

19.77 3.04 ng 73930 Perylene-di12 20.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 .psi.,.psi.-Carotene, 7,7",8,8",... 547 C40H66 000502-62-5 83
5

Propanoic acid, 2,2-dimethyl-, [...

306 C20H3402

1000164-38-8 72

Abundance Scan 3032 (19.771 min): BF094931.D (-3028) (-) m/z 69.10 100.00%
69
5000
41 P A P e
| 9||5 137 101 - 19.40 19.60 19.80 20.00
e by ey A+ m/z 81.00 53.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
a1 19.40 19.60 19.80 20.00
5 m/z 41.10 23.50%
‘ || 17 ] 161 101 231 273299 341 367
A L. LBl
mz--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00
5000 m/z 95.10 14.06%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
R T LR U L A=
mz--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... T e
69 19.40 19.60 19.80 20.00
m/z 137.10 12.22%
5000 41
93
136
gl sy ) 161 192 231 273 315341 384
R . T ¢ A .
mz--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094931.D

Acq On : 5 May 2017 22:51

Operator : SJ/MA

Sample : 12949-01

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 14.9 ng 364774 1 7.72 490942 20.0
unknown? .38 7.38 102.7 ng 2519750 1 7.72 490942 20.0
n-Hexadecanoic acid 15.94 3.0 ng 108573 4 14.97 730757 20.0
Squalene 19.77 3.0 ng 73930 6 20.31 485636 20.0
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