LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033085.D

Aca On : 12 Mar 2018 12:23

Operator : SJ/JU

Sample = J1873-06

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.512 33 38 50 rvB2 33883 70877 2.78% 0.468%
2 5.815 425 430 439 rBV 20221 33448 1.31% 0.221%
3 6.320 509 516 529 rBV 690094 1206142 47.28% 7.968%
4 8.006 794 803 819 rBV 703292 1335378 52.35% 8.822%
5 8.417 863 873 884 rBV 700874 1266562 49.65% 8.367%

8.911 950 957 965 rBV 161070 289362 11.34% 1.912%
9.245 1006 1014 1023 rBV 497687 912390 35.76% 6.027%
10.103 1153 1160 1170 rBV 411609 794850 31.16% 5.251%
1440 1448 1456 rBV 238554 442160 17.33% 2.921%
14.151 1842 1849 1861 rVB 1125815 1788744 70.12% 11.816%
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=
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11 14.938 1977 1983 1989 rBV 67477 101665 3.99% 0.672%

12 15.349 2048 2053 2059 rVB 24268 31840 1.25% 0.210%
13 15.525 2076 2083 2091 rBV2 365505 595830 23.36% 3.936%
14 16.289 2209 2213 2218 rVB 29401 37804 1.48% 0.250%
15 16.994 2326 2333 2343 rBV2 804671 1253839 49.15% 8.283%
16 17.141 2354 2358 2369 rVB 25450 42460 1.66% 0.280%
17 18.251 2541 2547 2554 rBV2 448529 719166 28.19% 4_.751%
18 19.044 2677 2682 2691 rBV2 38744 67452 2.64% 0.446%

19 20.765 2969 2975 2987 rBV 1912267 2551081 100.00% 16.853%
20 22.134 3201 3208 3223 rBV5 28968 117563 4.61% 0.777%

21 22.604 3280 3288 3302 rBV2 370318 763459 29.93% 5.043%
22 24.507 3605 3612 3622 rVB4 14226 33250 1.30% 0.220%
23 26.399 3922 3934 3954 rBV2 175254 682363 26.75% 4._.508%

Sum of corrected areas: 15137685
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

: Z:\HPCHEMI\BNA G\DATA\BG031218\
: BG033085.D

: 12 Mar 2018 12:23

: SJ/JU

: J1873-06

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033085.D
1500000
1000000
6.32 8.01 8.42
500000 9.25 1010
11.79
8.91
3.51 5 81
S I S R i B I L e e_-hc i iivi
Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033085.D
20.77
1500000
14.15
1000000
16.99
500000 18.25
15.53 22.60
1494153 16.29 7.14 19.04 22.13
LR e B e o e L A e R BN e e S
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033085.D
1500000
1000000
500000
26.40
0 24.51
B L L S B B i B B S L S L L B B
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033085.D

Aca On : 12 Mar 2018 12:23

Operator : SJ/JU

Sample = J1873-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.81 2.31 ng 33448 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 1.2-Butanediol 90 C4H1002 000584-03-2 9
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 9

Abundance Scan 429 (5.809 min): BG033085.D (-425) (-) m/z 43.05 100.00%
43
59
5000
101 USRI R S SRS R
51| 83 | 540 5.60 5.80 6.00 6.20
o)A 11U 1| DS MM WS m/z 59.05 56.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI SRR S AR
59 5.40 5.60 5.80 6.00 6.20
m/z 101.05 17.74%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
31 59
540 560 580 6.00 6.20
5000 m/z 58.00 14.27%
41
NI ANSANR - MU - M R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #800: Silane, trimethyl-
50 540 5.60 5.80 6.00 6.20
m/z 41.05 8.94%
73
5000
43
0 21 3137 || 53 | 65
m/z--> 10 20 3'0 4'0 50 6|O 7'0 80 90 100 110 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033085.D

Aca On : 12 Mar 2018 12:23

Operator : SJ/JU

Sample = J1873-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 87.54 ng 1266560 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 873 (8.417 min): BG033085.D (-863) (-) m/z 131.95 100.00%
132
5000 68
96 I I I I
40 54 -8 | 06 J 8.00 820 8.40 8.60 8.80
o AN N N | N m/z 68.05 43.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 P
o7 8.00 820 8.40 8.60 8.80
117 m/z 133.95 32.22%
0....|....|.... ‘ — %C).?..‘,..H.l....l....,....
m/z--> 20 80 100 120 140 160 180
Abundance
132
800 820 840 860 8.80
5000 36 76 m/z 66.05 28.23%
89
15 a7 6l 103
26
e R L L SO B L UL B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R RS s e
57 132 8.00 820 8.40 8.60 8.80
24 m/z 69.05 17 .44%
5000 98 116
A IIW‘JII ﬁ“- N |m“ -Lq 198 ..,.1??. SRR 5 W
m/z--> 20 40 100 120 140 160 180 8.00 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033085.D

Aca On : 12 Mar 2018 12:23

Operator : SJ/JU

Sample = J1873-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Acetic acid, chloro-, octad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.13 3.08 ng 117563 Chrysene-di12 22 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 91
2 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 1-Octadecene 252 C18H36 000112-88-9 90
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 3207 (22.128 min): BG033085.D (-3201) (-) m/z 55.05 100.00%
5000 11
| \ 147 101 221 278 355 21.80 22.00 22.20 22.40
0! L R I et S S m/z 57.05 99.96%
m/z--> 50 100 150 200 250 300 350
Abundance #181284: Acetic acid, chloro-, octadecyl ester
57 83
5000
111 21.80 22.00 22.20 22.40
m/z 43.05 85.12%
0! 3 M‘ ‘\H\ ‘\‘\ ‘\I‘ ]ﬂo L 169 2(\)7224 2?0 297
m/z--> 50 160 1éo 200 2éo 360 3éo
Abundance
43
69 LN NN SRR SRR
97 21.80 22.00 22.20 22.40
5000 m/z 69.05 82.80%
119
S EL N R e -1 AR~ R
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83 21.80 22.00 22.20 22.40
m/z 83.05 82 .65%
5000 111
29
oL { L1159 s67 106 gm 2s oo
m/z--> éo 160 150 200 2éo 360 3éo 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033085.D

Acq On : 12 Mar 2018 12:23

Operator : SJ/JU

Sample - J1873-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 5.81 2.3 ng 33448 1 8.90 289362 20.0
unknown8 .42 8.42 87.5 ng 1266560 1 8.90 289362 20.0
Acetic acid, chlo... 22.13 3.1 ng 117563 5 22.60 763459 20.0
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