LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022510.D

Aca On : 03 Sep 2019 19:33

Operator : HP/JU

Sample : K4555-22

Misc :

ALS Vial : 18 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-BM082919 .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 5.128 359 364 382 rBB 172372 271682 16.61% 4.046%
2 6.704 627 632 649 rBV 87827 170619 10.43% 2.541%
3 7.040 683 689 706 rBB 376272 582539 35.62% 8.676%
4 7.504 763 768 776 rBB 75665 119141 7.28% 1.774%
5 7.810 814 820 831 rBB 351926 558464 34.14% 8.318%

8.681 961 968 992 rBV 184992 395943 24.21% 5.897%
10.286 1234 1241 1258 rBV2 56951 127326 7.78% 1.896%
12.769 1657 1663 1682 rBVY 566783 902296 55.17% 13.438%
14.174 1896 1902 1915 rBB2 98080 158983 9.72% 2.368%
14.292 1916 1922 1943 rBV3 45947 171139 10.46% 2.549%

=
QO ~NO®

11 15.680 2153 2158 2176 rBB 635100 874732 53.48% 13.028%
12 16.939 2366 2372 2386 rBV 102836 173672 10.62% 2.587%

13 17.833 2520 2524 2536 rBV3 19124 32126 1.96% 0.478%
14 19.121 2739 2743 2752 rBV4 10664 19368 1.18% 0.288%
15 19.580 2816 2821 2832 rBV 1434724 1635598 100.00% 24.360%
16 20.850 3032 3037 3041 rBV3 25940 38856 2.38% 0.579%
17 21.162 3085 3090 3098 rBV 136612 221113 13.52% 3.293%
18 22.621 3336 3338 3343 rVB4 16345 21495 1.31% 0.320%

19 23.344 3455 3461 3473 rBvV 105182 239196 14.62% 3.562%

Sum of corrected areas: 6714288
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090319\
BM022510.D

03 Sep 2019 19:33

HP/JU

K4555-22

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM022510.D

7.04 7.81

5.13

6.70 7.50

10.29

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

T T
10.00 10.50 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM022510.D

15.68
12.77

14.17 16.94

4.29

1958

17.83 19.12

O
Time-->

N
LA L N I L L Y L B L

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM022510.D

21.16 23.34

0

20.85

22.62

N

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022510.D

Aca On : 03 Sep 2019 19:33

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.04 Concentration Rank 1

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

7.04 97.79 ng 582539 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 689 (7.040 min): BM022510.D (-683) (-) m/z 132.00 100.00%
132
5000 66 K
|| i | 7|5 o 9|61?3 " 680 7.00 7.20 7.40
Obrrrprrrrprrrer e b bl 87 Ll m/z 66.00 45_28%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RN RS LA A
6.80 7.00 7.20 7.40
2 78 m/z 68.00 43 .59%
38
0'”I”'W'“'l“WP!”JL'W'”!P”'P'”I“'W”'W'”'P'”Ih“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
680 7.00 7.20 7.40
5000 67 m/z 134.00 32.90%
44 59 76 103
0'”I”'W'“'P'”IJMI“'M'LkﬁJ'P'”I“'WM'W'”'P'”Iw“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A L e R
56 132 6.80 7.00 7.20 7.40
m/z 69.10 24 .43%
5000
64
0 15 2\\7 34 42\ \ ‘ ‘ 76 91 99 i
miz--> 5% % 40 50 66 70 8 9 100 110 130 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022510.D

Aca On : 03 Sep 2019 19:33

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzoic acid, 2,4-dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.29 21.53 ng 171139 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4-dichloro- 190 C7H4CI1202 000050-84-0 99
2 Benzoic acid. 2.6-dichloro- 190 C7H4CI1202 000050-30-6 96
3 3.5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 94
4 Benzoic acid. 2.5-dichloro- 190 C7H4CI1202 000050-79-3 93
5 Benzoic acid, 3,4-dichloro- 190 C7H4CI1202 000051-44-5 92
Abundance Scan 1922 (14.292 min): BM022510.D (-1916) (-) m/z 172.90 100.00%
113
190 ﬁ\wkwﬂ
5000
74
45 109 145 S eSO
63 84 99 \ﬂ h 162 14.00 14.20 14.40 14.60
ol SN TS N | | - - m/z 174.90 70.61%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53354: Benzoic acid, 2,4-dichloro-
173
5000 e "TA00 1420 140 1450
o Iy 109 145 m/z 189.90 55.85%
0 37 63 84 99 123133 162
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53357: Benzoic acid, 2,6-dichloro-
173 190
I

14.00 14.20 14.40 14.60

5000 m/z 74.00 37.74%
45
74
109 145
Loml o | ol e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53344: 3,5-Dichlorobenzoic acid e e e
173 190 14.00 14.20 14.40 14.60
m/z 191.90 35.50%
5000
74 145
50 ‘ 109
63 99 |
0 ,?7.?ﬂ A J.,8f...‘,.Jﬂ 2 i 15>164 U UMMM SN |1 NS
m/z--> 20 40 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\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022510.D

Aca On : 03 Sep 2019 19:33

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl17.83 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.83 3.70 ng 32126 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 2524 (17.833 min): BM022510.D (-2520) (-) m/z 73.00 100.00%
43 55 78
5000 213
129 256
> 9% 115 1711g5
| | I || || | | | | | 17.60 17.80 18.00 18.20
O e P o e T e m/z 43.10 94.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000{ 29 R UL UL U B
17.60 17.80 18. 00 18. 20
129 m/z 55.00 85.55%
85 256
o Ll 8 115 | 143157171185 199 %1% 227539
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 7B
43
17.|60 17.I80 18.|00 18.|20
5000 29 m/z 41.00 75.80%
129
‘ 115 ‘ 71 214
) I,\;,,\I\,‘,,‘lu\,}\‘,"W,,,h,,,,,I,,,,l;t%,l?(,,,, o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e EEmas ma
60 78 17.60 17.80 18.00 18.20
43 m/z 59.90 71.14%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| — e —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 17.60 1780 1800 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022510.D

Aca On : 03 Sep 2019 19:33

Operator : HP/JU

Sample = K4555-22

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Eicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.85 3.51 ng 38856 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Eicosanol
2 Octacosanol

3 Triacontvl acetate
4 Heptacosvl acetate

5 Octacosyl acetate

298 C20H420
410 C28H580
480 C32H6402
438 C29H5802
452 C30H6002

000629-96-9 64
000557-61-9 64
041755-58-2 62
1000351-78-2 62
018206-97-8 62

Abundance Scan 3037 (20.850 min): BM022510.D (-3032) (-) m/z 43.00 100.00%
a8
69
97
5000
195 207
| | \ 282 20.60 20.80 21.00 21.20
ot b L L e | m/z 57.00 78.66%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #143256: 1-Eicosanol
a8
83 A
5000 LN L S B I B I N
11 20.60 20.80 21.00 21.20
m/z 55.10 76 .52%
ol 28] ] l 139167106 252
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
o7 | S S |
20.60 20.80 21.00 21.20
5000 m/z 69.10 73.07%
125
29
o1 il \l (153 181 209236 264 292 322 364 392
e A e A R R e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate R
a3 20.60 20.80 21.00 21.20
97 m/z 83.00 68.49%
9
5000
125
ol 15, Ll J Ml (193181 209 250278 306 334 362 392 420 462
A A g R R e T e MMM UM NN—— (-

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022510.D

Acq On : 03 Sep 2019 19:33

Operator : HP/JU

Sample - K4555-22

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .04 7.04 97.8 ng 582539 1 7.50 119141 20.0
Benzoic acid, 2,4... 14.29 21.5 ng 171139 3 14.17 158983 20.0
unknownl17 .83 17.83 3.7 ng 32126 4 16.94 173672 20.0
1-Eicosanol 20.85 3.5 ng 38856 5 21.16 221113 20.0
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