LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM082919\
Data File : BM022427.D
Aca On : 30 Aug 2019 02:51 Instrument :
Operator : HP/JU gyAﬁg el

- _ lentosampleld :
3?22'6 : K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 5.140 361 366 381 rBV 410973 612115 43.42% 7.315%
2 6.722 629 635 653 rBvV 413630 683117 48.46% 8.163%
3 7.057 686 692 705 rBB 460162 710010 50.37% 8.485%
4 7.522 765 771 778 rBB 76651 117152 8.31% 1.400%
5 7.834 817 824 832 rVB 296797 475008 33.70% 5.676%
6 8.692 964 970 987 rBV 209625 379088 26.89% 4 _.530%
7 10.292 1236 1242 1255 rBB 75915 136834 9.71% 1.635%
8 12.786 1660 1666 1683 rBV 470410 694347 49.26% 8.297%
9 13.663 1810 1815 1822 rBV 53248 76117 5.40% 0.910%
10 14.186 1898 1904 1912 rBB 123501 181794 12.90% 2.172%

11 15.698 2155 2161 2173 rBV 608370 839759 59.57% 10.035%
12 16.951 2369 2374 2379 rBV 164242 234556 16.64% 2.803%

13 16.998 2379 2382 2387 rVB 23803 28803 2.04% 0.344%
14 17.845 2519 2526 2530 rBV2 42238 55994 3.97% 0.669%
15 19.027 2722 2727 2732 rBV 69088 90258 6.40% 1.079%
16 19.139 2742 2746 2750 rBV3 14575 20322 1.44% 0.243%
17 19.368 2780 2785 2786 rBV3 8998 14543 1.03% 0.174%
18 19.392 2786 2789 2795 rVB 63426 81522 5.78% 0.974%
19 19.598 2819 2824 2830 rBV 1281180 1409629 100.00% 16.845%
20 19.898 2864 2875 2880 rBV2 15087 39073 2.77% 0.467%
21 20.056 2897 2902 2906 rBV3 9101 17190 1.22% 0.205%
22 20.445 2965 2968 2973 rVB5 27214 32457 2.30% 0.388%
23 20.621 2994 2998 3001 rBV6 14077 22086 1.57% 0.264%
24 20.733 3014 3017 3021 rBV5 23022 29544 2.10% 0.353%
25 20.792 3023 3027 3034 rVV6 19678 46218 3.28% 0.552%
26 20.862 3035 3039 3051 rVvB4 82545 139087 9.87% 1.662%
27 20.992 3058 3061 3066 rVB3 39002 47507 3.37% 0.568%
28 21.068 3069 3074 3077 rBV2 36715 57108 4._.05% 0.682%
29 21.168 3085 3091 3095 rBV2 334995 470224 33.36% 5.619%
30 21.203 3095 3097 3102 rVB 50288 58962 4.18% 0.705%
31 21.903 3213 3216 3222 rBV2 37985 59582 4.23% 0.712%
32 22.709 3349 3353 3357 rBV 51856 88524 6.28% 1.058%

33 23.356 3457 3463 3469 rBV 234634 419749 29.78% 5.016%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Method
Title

Sum of corrected areas: 8368279
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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:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO082919\
BM022427 .D

30 Aug 2019 02:51

HP/JuU

K4514-14

17 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

S301A-J-2.0-2.5-082319

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BM022427.D

7.06
5.14 6.72

7.83

7.52

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

1200000

1000000

800000

600000

400000

200000

TIC: BM022427.D

15.70

12.79

14.19 16.95
13.66 1.00

17.84

19.0319.39
*9.3]49 37

19,60

198006 20,44

by

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1200000

1000000

800000

600000

400000

200000

(e

TIC: BM022427.D

21.17 23.36

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\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 unknown7.06 Concentration Rank 1

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

7.06 121.21 ng 710010 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 692 (7.057 min): BM022427.D (-686) (-) m/z 132.00 100.00%
32
5000 68
680 7.00 7.20 7.40
m/z 68.00 42 .48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 P
69 6.80 7.00 7.20 7.40
57 76 m/z 66.10 38.26%
” ” 89 103
'“l““|““l“”mm“T““l““lJLl““h“*lm“ yﬁl””l'“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-
56 132
680 7.00 7.20 7.40
5000 m/z 134.00 33.24%
64
15 2\\7 34 42\ \ ‘ | 76 91 99 i
miz--> 5% % 40 5 66 70 8 9 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R A mmam o
132 6.80 7.00 7.20 7.40
m/z 69.10 23.09%
5000
33 44 o 97 105
78
"'l"“|""v"'|'“'?%"?ﬁ"'l“'ll'?ﬁl"ﬂ'l“khl}}ﬁl""|"' T RIS NI R L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.84 4.77 ng 55994 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2525 (17.839 min): BM022427.D (-2519) (-) m/z 73.10 100.00%
73
60
5000
129 192
“ ¥ 157171 213 256 17.60 17.80 18.00 18.20
et L 2 R e M7z 43.00  95.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 7B
43
5000
129 17.60 17.80 18.00 18.20
29 ‘ ‘ 115 185 228 m/z 41.00 85.56%
01 143 1:5171
---.-'-|--.'-'--- ,.,L JTI A e ,|.”1,?9”2}? |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78
43 17.60 17.80 18.00 18.20
5000 m/z 55.10 74.18%
129
29 115 11 214
s |l M w2 | W |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78 17.60 17.80 18.00 18.20
m/z 60.00 68.82%
5000 129
29
199
‘ 143157171185 242
.?'.Sl.‘...‘i‘.‘..”.“ .‘lU. R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.92 ng 139087 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 90
Abundance Scan 3039 (20.862 min): BM022427.D (-3035) (-) m/z 43.05 100.00%
a3
| WL\J‘/L
5000
111
|19 178 207 s 05 - 20,60 20.80 21.00 2120
|”|.I l""'..'.'.',l..'..,'....',....,.. m/z 55.05 90.87%
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
5000 111 LN L L L LB L
20.60 20.80 21.00 21.20
29 m/z 57.10 90.58%
139168 104 224 20 207 360
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 HSR ISR BN SURRA BN
97 20.60 20.80 21.00 21.20
5000 m/z 83.05 77 .79%
‘ 125
.L’.j .J.‘ .J.“ .‘”‘.J“. \;15‘3| . I]I-9I6I2I24I|-I N T
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane R T B B T
57 20.60 20.80 21.00 21.20
97 m/z 41.00 77 .06%
5000
29 125
Ll | L s 196 220 gm0 s
m/z--> 50 100 150 260 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 unknown20.99 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.02 ng 47507 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinolin-2(1H)-one. 3-butvl-6-fl... 235 C13H14FNO2 279691-75-7 27
2 Pvrimidine. 2-amino-4-methoxv-6-... 193 C6H6F3N30 016097-61-3 25
3 Bicvclol4.1.01lhepta-2.4-diene-7-... 193 C14H11N 032777-15-4 18
4 1H-Pvrazole. 1-methvl-4-(4.4.5.5... 208 C10H17BN202 1000319-69-0 18
5 Methanimidamide, N,N-dimethyl-N"___. 193 C9H11N302 002103-47-1 18
Abundance Scan 3061 (20.992 min): BM022427.D (- 3058) ( ) m/z 292.20 100.00%
193
93
41 o 165
5000 133 15
1 251569 827 |""|""|"h'|""|"
| | | || 355 20.60 20.80 21.00 21.20 21.40
o J.,.. ..,. m/z 193.00 87.68%
m/z--> 50 100 150 200 250 300 350
Abundance #89731: Quinolin-2(1H)-one, 3-butyl-6-fluoro-4-hydroxy-
193
5000 BUARSLAABAR AR
20 60 20. 80 21. OO 21 20 21. 40
55 110 138 235 m/z 93.10 70.18%
164
3 8 |2m3 I
m/z--> 50 100 150 200 250 300 350
Abundance #55536: Pyrimidine, 2-amino-4-methoxy-6-(trifluoromethyl)-
193
43 20.60 20.80 21.00 21.20 21.40
5000 163 m/z 178.00 58.78%
136
67
94
Ilwsllxwll‘l\”l“wl‘lulwl IJI‘IHiI\I\‘II‘ ———r ———r T
m/z--> 50 100 150 200 250 300 350
Abundance #55517: Bicyclo[4.1.0]hepta-2,4-diene-7-carbonitrile, 7-ph...
165 193 20.60 20.80 21.00 21.20 21.40
m/z 41.05 58.09%
5000
51 115 \
139
..“‘J ‘ﬁ%“h“.Jﬁl“..i.!\l.... ——— T LA e S
m/z--> 50 100 150 200 250 300 350 20 60 20. 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\

Data File : BM022427.D

Aca On : 30 Aug 2019 02:51

Operator : HP/JU

ﬁ?ggle i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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 6 unknown21.90 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.90 2.53 ng 59582 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 38
2 Naphthalene. 1-(phenvimethvIl)- 218 C17H14 000611-45-0 38
3 3.4-Dihvdro-2-bromo-4.4-dimethvl... 312 C18H17Br 071161-44-9 35
4 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 35
5 Tetrachloro-o-benzoquinone 244 C6C1402 002435-53-2 35
Abundance Scan 3215 (21.897 min): BM022427.D (-3213) (-) m/z 218.05 100.00%
218
5000 274
189 240 A A
39 77 125 155 37 415 21.60 21.80 22.00 22.20
IR M m/z 274.10 40.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75990: Naphthalene, 2-(phenylmethyl)-
218
1
5000 LS DN ORISR BN BN
21.60 21.80 22.00 22.20
115 141 m/z 202.00 30.06%
15 39 63 89 165 189
miz--> 50 100 150 200 250 300 350 400
Abundance #75989: Naphthalene, 1-(phenylmethyl)-
218
21.60 21.80 22.00 22.20
5000 m/z 215.00 28.04%
115914
39 63 89 165 189
miz--> 50 100 150 200 250 300 350 400
Abundance #154467: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnaphthalene
218 21.60 21.80 22.00 22.20
m/z 219.00 27 .49%
5000
314
39 77101 141165189 | ‘
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082919\

Data File : BM022427.D

Acq On : 30 Aug 2019 02:51

Operator : HP/JU

3?22'6 i K4514-14 S301A-J-2.0-2.5-082319
ALS Vial : 17 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? .06 7.06 121.2 ng 710010 1 7.52 117152 20.0
Tetradecanoic acid 17.84 4.8 ng 55994 4 16.95 234556 20.0
2- Chloropropioni... 20.86 5.9 ng 139087 5 21.17 470224 20.0
unknown20.99 20.99 2.0 ng 47507 5 21.17 470224 20.0
unknown21.90 21.90 2.5 ng 59582 5 21.17 470224 20.0
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