LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11619\

Data File : BM018588.D

Aca On - 16 Jan 2019 18:02 Instrument :

Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol

3‘?”‘0'6 : K1149-02 SW002-1901p14-01
isc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 heiaht area % max. total
1 3.705 101 105 121 rBvV 53298 150721 5.21% 1.182%
2 5.340 376 383 394 rVB 245710 442444 15.30% 3.470%
3 6.922 646 652 662 rVB 218316 380370 13.15% 2.983%
4 7.281 704 713 724 rBV 517097 875505 30.27% 6.866%
5 7.746 787 792 802 rVB 119421 203890 7.05% 1.599%
6 8.063 839 846 853 rBV 420559 700341 24.21% 5.492%
7 8.910 984 990 999 rBV 319701 565512 19.55% 4 .435%
8 10.539 1260 1267 1273 rBV 167927 275994 9.54% 2.164%
9 11.398 1405 1413 1420 rVB2 33689 73709 2.55% 0.578%
10 13.010 1680 1687 1697 rBvV 983456 1421980 49.16% 11.151%
11 13.269 1727 1731 1737 rVB4 26906 44000 1.52% 0.345%

12 14.127 1868 1877 1881 rBV 56808 100098 3.46% 0.785%
13 14.257 1894 1899 1914 rVB 72694 178749 6.18% 1.402%
14 14.392 1917 1922 1930 rVB2 232451 373273 12.90% 2.927%
15 15.886 2169 2176 2188 rBV 846182 1223327 42.29% 9.593%

16 17.145 2385 2390 2395 rBV 350611 488130 16.88% 3.828%
17 18.027 2536 2540 2549 rBV2 141179 235347 8.14% 1.846%
18 18.562 2629 2631 2636 rBV5 17966 30001 1.04% 0.235%
19 19.209 2736 2741 2745 rBV6 24137 46607 1.61% 0.365%
20 19.309 2753 2758 2766 rBV2 109022 218793 7.56% 1.716%

21 19.774 2832 2837 2843 rBV 2531924 2892612 100.00% 22.684%
22 21.333 3098 3102 3108 rBV 609684 781803 27.03% 6.131%

23 22.509 3299 3302 3308 rVB 286171 380689 13.16% 2.985%
24 23.609 3486 3489 3498 rVB 357995 668035 23.09% 5.239%

Sum of corrected areas: 12751930
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018588.D
2500000

2000000
1500000

1000000

7.28

500000 8.06
5.34 6.92 8.91
i 7.75 10.54

il L A

T T T T T T T T e e

T T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850
Abundance TIC: BM018588.D

2500000

11.40

I T I T
10.00 10.50 11.00 11.50

I I
9.00 9.50

1977

2000000

1500000

13.01
1000000 15.89

500000 17.14

14.39
18.03 19.31 L_//»/
13.27 14}5@& 1856  19.

R e L E REL Lo L EEEE——

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018588.D

2500000

2000000

1500000

21.33 2251 23.61
1000000

500000

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.28 Concentration Rank 1

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

7.28 85.88 ng 875505 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Benzene., 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 713 (7.281 min): BM018588.D (-704) (-) m/z 132.00 100.00%
5000 o8
0 54 [f e %o ” 700 7.20 7.40 7.60
ol ! m/z 68.10 36.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.00 7.20 7.40 7.60
m/z 134.00  33.90%

0 I L B e e e e o o e o e e
m/z--> 20 40 60 80 100 120 14|10 1é0 18|O 2(|)O
Abundance #13917: Benzene, 1,2 4-trifluoro-
132
R S R
7.00 7.20 7.40 7.60
5000 m/z 66.10 24 .68%
63 81
3\1 " I | S O 1 191\1:}\2 Jl
Ot e A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine e o AL ST
132 7.00 7.20 7.40 7.60
m/z 69.10 15.54%
5000 104

39 52 g 78
92 | 117

iy \H\ “M “
LI L L L B 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

3 Quinoline Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.40 5.34 ng 73709 Naphthalene-d8 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ouinoline 129 C9H7N 000091-22-5 94
2 lIsoauinoline 129 C9H7N 000119-65-3 91
3 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 91
4 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 90
5 2-Quinolinecarboxylic acid 173 C10OH7NO2 000093-10-7 90

Abundance Scan 1413 (11.398 min): BM018588.D (-1405) (-) m/z 129.10 100.00%
29
5000
102 Y I VU I N
8 o 63 1 o 191 11.00 11.20 11.40 11.60 11.80
o} e T B e S S m/z 102.10 22.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12648: Quinoline
129
5000 U PRI BRI SRR B
102 11.00 11.20 11.40 11.60 11.80
m/z 128.00 20.84%
51 76
ol 27 39 63 . 87 L 114 M
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #12651: Isoquinoline
129
11.00 11.20 11.40 11.60 11.80
5000 m/z 51.00 12.26%
102
51
76
T ??, ??' Jt' ﬁ?' JWW ,?9 '”t T |""'| S SN N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12655: 2-Propenenitrile, 3-phenyl-, (E)-
129 11.00 11.20 11.40 11.60 11.80
m/z 76.10 11.25%
5000
102
51
39 63 6
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Metacetamol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.36 ng 44000 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 64
2 Acetamide. N-(2-hvdroxvphenvl)- 151 C8H9NO2 000614-80-2 64
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 59
4 Diacetamate 193 C10H11NO3 002623-33-8 59
5 Acetaminophen 151 C8H9NO2 000103-90-2 59
Abundance Scan 1731 (13.269 min): BM018588.D (-1727) (-) m/z 43.00 100.00%
43 109
151
5000
I ror 208 00 152 1940 1360
0...,....Il'l.”.“!lll.'l.l..llllll.l.l.ll!'l.'.'..,.'...,..!.,....,..'.'.,.'!.. m/z 109.10 80.08%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #23671: Metacetamol
109
5000 151 A AR RARAA BB RAR
13.00 13.20 13.40 13.60
43 80 m/z 151.10 58.91%
0 15 27 || 54 65 | 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23759: Acetamide, N-(2-hydroxyphenyl)-
109
| 13.00 13.20 13.40 13.60
5000 m/z 41.00 19.06%
43 80 151
27 1l 64 ‘\ 92 | 133
e L S S UL B B B LA L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #23822: m-Isopropoxyaniline R EEEEE S
109 13.00 13.20 13.40 13.60
m/z 95.00 16.59%
5000
151
80
oL 1527 4158 6 | 92 | 122136 |
m/z--> 25 45 éo 85 160 150 1&0 1éo 1§o 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1H-Isoindole-1,3(2H)-dione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.13 5.36 ng 100098 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Isoindole-1.3(2H)-dione 147 C8H5NO02 000085-41-6 94
2 Phthalic anhvdride 148 C8H403 000085-44-9 64
N-T2-Acetamidoethvithiolphthalimide 264 C12H12N203S 025158-14-9 64
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 64
5 2-Sulfobenzoic acid cyclic anhyd... 184 C7H404S 000081-08-3 64
Abundance Scan 1877 (14.127 min): BM018588.D (-1868) (-) m/z 147.00 100.00%
147
76 104
5000 50
20 126 191 207 13.80 14.00 14.20 14.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21522: 1H-Isoindole-1,3(2H)-dione
76 147
104
5000 50 A R UL LS
13.80 14.00 14.20 14.40
m/z 104.00 77 .95%
o 37 9 | 119
miz--> % 40 oo 80 100 120 150 160 150 200 250 240 260
Abundance #22148: Phthalic anhydride
104
& UV AR RARRARARES
13.80 14.00 14.20 14.40
5000 50 148 m/z 103.00 47 .83%
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96416: N-[2-Acetamidoethylthio]phthalimide
76 147 13.80 14.00 14.20 14.40
m/z 50.00 46.77%
5000
0! 179 197 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.26 9.58 ng 178749 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 78
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 D-Allose 180 C6H1206 002595-97-3 58
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Heptanoic acid 130 C7H1402 000111-14-8 50
Abundance Scan 1900 (14.263 min): BM018588.D (-1894) (-) m/z 60.00 100.00%
6o
5000 wﬂ“~M-~4,ﬂ//\\MM\~Www~V*‘v
73
z 14.00 14.20 14.40 14.60
98 . . . .
o L B s LT nyz 57.05 42.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 L UL B BULLA I
73 14.00 14.20 14.40 14.60
29 m/z 73.00 28.82%
43
oL 20 & %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7851: Hexanoic acid
60
14,00 14.20 14.40 14.60
5000 b7 41 73 m/z 42.00 18.58%
‘ 87
0 ‘ ‘ ‘ Il ‘ 99
”'I"'W""""I”"I"”I"'W""I”"I'”'I"”
m/z--> 60 80 100 120 140 160 180 200
Abundance #42883: D-Allose LI L L L B
60 14.00 14.20 14.40 14.60
m/z 43.00 16.61%
5000 73
98
0 wHuwHSw%%so
m/z--> 20 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 9.64 ng 235347 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35
Abundance Scan 2540 (18.027 min): BM018588.D (-2536) (-) m/z 73.00 100.00%
43 73
5000 i J\W\
165 213
43157171 199 283 17.80 18.00 18.20 18.40
01 m/z 43.05 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 LR B SULILLN UL B
ﬂmmmmmmm
21 m/z 60.05 84.71%
; 143157171185, 5o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
43 51 17.80 18.00 18.20 18.40
5000 m/z 41.05 73.28%
129
29 ‘ 115 171 214
0 .}ﬁ.d.ﬂﬂuaww \ ,T”ﬁf}.h,.....%?.,”..,..%99...........,.”.,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e AN EREEE B
73 17.80 18.00 18.20 18.40
43 m/z 55.00 71.07%
5
5000 129
185 228
115
1 143,:7171
0 ‘ M el .{..1.9??.1.3.1..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011619\

BM018588.D

16 Jan 2019 18:02

JU/SJ

K1149-02 SW002-190114-01
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 1H-Benz[de]isoquinoline-1,3... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.31 5.60 ng 218793 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzldelisoauinoline-1.3(2H)-... 197 C12H7NO2 000081-83-4 83
2 2.4-Dichloroaquinoline 197 C9H5CI2N 000703-61-7 27
3 9H-Carbazole-3.6-diamine 197 C12H11N3 000086-71-5 25
4 1-Propanone. 2.2-dimethvl-1-(4-p... 254 C17H1802 055814-54-5 22
5 Terephthalonitrile, 2-amino-3,5,... 197 C8H2F3N3 133622-66-9 22

Abundance Scan 2758 (19.309 min): BM018588.D (-2753) (-) m/z 197.00 100.00%
197
153
126
5000 43 73
o 171 241 265284 357 19.00 19.20 19.40 19.60
o} m/z 153.10 68 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #54108: 1H-Benz[de]isoquinoline-1,3(2H)-dione
197
5000
126 153 19.00 19.20 19.40 19.60
63 m/z 126.10 50.88%
ok .?ﬂ ﬂ”giﬁ n.L !J.z T B
m/z--> 50 100 150 200 250 300 350
Abundance #54349: 2,4-Dichloroquinoline
197
162 19.00 19.20 19.40 19.60
5000 m/z 43.00 39.39%
68 127
m/z--> 50 100 150 200 250 300 350
Abundance #54073: 9H-Carbazole-3,6-diamine o B e A
197 19.00 19.20 19.40 19.60
m/z 73.00 35.34%
5000
98
oLz 5270, | 115 143 1
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19,40 19.60

8270-BM010919.

M Thu Jan 17 14:42:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018588.D

Aca On : 16 Jan 2019 18:02

Operator : JU/SJ

ﬁ?ggle i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.51 11.40 ng 380689 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 72
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 3302 (22.509 min): BM018588.D (-3299) (-) m/z 69.10 100.00%

9

5000
41

:

22.20 22.40 22.60 22.80

121
49177 217248 281313341 385 429 477

o! 549 m/z 81.10 48.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 LA L L L L L L LB L |
22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO11619\

Data File : BM018588.D

Acq On : 16 Jan 2019 18:02

Operator : JU/SJ

3?22'6 i K1149-02 SW002-190114-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .28 7.28 85.9 ng 875505 1 7.75 203890 20.0
Quinoline 11.40 5.3 ng 73709 2 10.54 275994 20.0
Metacetamol 13.27 2.4 ng 44000 3 14.39 373273 20.0
1H-1soindole-1,3(... 14.13 5.4 ng 100098 3 14.39 373273 20.0
1,6-Anhydro-.beta... 14.26 9.6 ng 178749 3 14.39 373273 20.0
n-Hexadecanoic acid 18.03 9.6 ng 235347 4 17.14 488130 20.0
1H-Benz[de]isoqui... 19.31 5.6 ng 218793 5 21.33 781803 20.0
Squalene 22.51 11.4 ng 380689 6 23.61 668035 20.0
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