LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 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-BM082019 .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

5.181 367 373 384 rBV 645527 913237 36.39% 7.219%
6.757 635 641 655 rBvY 645249 1060945 42.27% 8.387%
rBv 709948 1089172 43.40% 8.610%
7.563 773 778 787 rBB 147503 221660 8.83% 1.752%
7.875 825 831 841 rBB 476449 746386 29.74% 5.900%
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8.733 971 977 1000 rBV 360517 644329 25.67% 5.093%
10.339 1244 1250 1267 rBB 155820 284963 11.35% 2.253%
12.833 1667 1674 1690 rBV 937177 1391156 55.43% 10.997%
13.698 1816 1821 1834 rBB 80113 126453 5.04% 1.000%
14.221 1904 1910 1920 rBB 265593 405583 16.16% 3.206%

=
QO ~NO®

11 15.733 2161 2167 2184 rBB 1053645 1497118 59.65% 11.834%
12 16.986 2374 2380 2390 rBV 334440 469783 18.72% 3.714%
13 17.880 2527 2532 2543 rBV 85175 121833 4._.85% 0.963%
14 19.168 2747 2751 2763 rBV 38215 61132 2.44% 0.483%
15 19.627 2824 2829 2834 rBV 2268313 2509739 100.00% 19.839%%

16 20.897 3041 3045 3055 rBV2 77363 132628 5.28% 1.048%
17 21.197 3091 3096 3101 rBV 355939 481041 19.17% 3.803%

18 22.215 3266 3269 3274 rVB4 53992 67230 2.68% 0.531%
19 23.391 3463 3469 3477 rBvV 230798 426207 16.98% 3.369%

Sum of corrected areas: 12650595
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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: BM022227.D
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518 6.76 10

500000 7.87
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022227.D
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2000000

1500000

15.73
1000000 12.83

500000

14.22 16.99

13.70 A 17.88 19.17
0|||||||||||||||||||||||||||||||||||||||||||||||||||||||||_TA||| LN B

Time-->  12.00 1250 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 TIC: BM022227.D

—

2000000
1500000

1000000

500000 21.20 93.39

I

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\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 unknown7.10 Concentration Rank 1

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

7.10 98.27 ng 1089170 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27

Abundance Scan 699 (7.098 min): BM022227.D (-693) (-) m/z 132.00 100.00%
32
5000 68
40 54 % 103 680 7.00 7.20 7.40
0 ...,....,....,...!~,|'!.‘.‘.7i!!..‘,”r|n| oo L MW w/z 68.10 44.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 RN AR AR RARRR RN
6.80 7.00 7.20 7.40
m/z 66.00 38.89%
| ” 103
0 "'|""|""|""|I|” I||I||| || |I|||||!!|||||||I|||I|Ill!llllfl-lllsllllllI T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
680 7.00 7.20 7.40
5000 m/z 134.00 32.52%
33 44 o 97 105
0 “'I"”I""PL"I'”'?%"éﬁ"'l"Tﬁ'?ﬁl"ﬂ'l”khl}}ﬁl""I"'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R EEEmsmEsss s
56 132 6.80 7.00 7.20 7.40
m/z 69.10 23.48%
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\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.88 5.19 ng 121833 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2532 (17.880 min): BM022227.D (-2527) (-) m/z 73.00 100.00%
4 60 7B
5000 129 213
185
43157171 199 17.60 17.80 18.00 18.20
0 m/z 43.10 99.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4 . .
5000 L BASARR L SN SR
17.60 17.80 18.00 18.20
m/z 60.00 89.89%
. B |JL i %01}151291431571711851992132272422?6
m/z--> 25 Jo 60 80 160 150 150 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 7B
43 '17.60 17.80 18.00 18.20
5000 m/z 41.10 89.71%
129
29 ‘ 115 171185 214
0 IEI'ISIIM‘I I‘I‘I\I |”l”‘|‘l“| T”fhll I\I\‘II iy II\]I-SI%I : I‘I M |‘| |1|98| S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid A e o R
43 60 78 17.60 17.80 18.00 18.20
m/z 55.00 84.02%
5000 29 129
87 115 185
| o1 143,171 | 149 228 o
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\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.54 ng 61132 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2751 (19.168 min): BM022227.D (-2747) (-) m/z 43.00 100.00%
43 73
5000 129
| | | J 18.80 19.00 19.20 19.40
Obrrrprerr i m/z 73.00 93.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
7B
43
5000 U R DU B
129 1880 19.00 19.20 1940 |
29 185 228 m/z 55.10 89.49Y%
‘ m %01115 143157171 | 199
0 IIIIIIII|I In"u"lul' ||l I.Il . ||||||'||'||||||||' e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
18.80 19.00 19.20 19.40
5000 29 m/z 41.00 85.07%
129
97 256
. L Fuu 115 | 143157171185 213597
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
78 18.80 19.00 19.20 19.40
m/z 60.10 82.81%
43
5000
129
29 115 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40

8270-BM082019.M Thu Aug 22 11:42:41 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Trichloroacetic acid, penta... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.90 5.51 ng 132628 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 1-Heptadecanol 256 C17H360 001454-85-9 87

Abundance Scan 3045 (20.897 min): BM022227.D (-3041) (-) m/z 57.10 100.00%
57 83
5000 11
3 l | 139 AT a1 e a5 20.60 20.80 21.00 21.20
0 o T o TIENE L L. R m/z 43.10 97 .87%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83
5000
111 20.60 20.80 21.00 21.20
m/z 55.10 94 .53%
0! 2 6 A by |l 1?9 " 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 78.37%
121
139
oL L g e v 220 20 e
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester S N
43 20.60 20.80 21.00 21.20
69 m/z 69.10 74.42%
97
5000
125
0‘ 2 J‘m ‘\ ! 153 196 224
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022227.D

Aca On : 21 Aug 2019 13:53

Operator : HP/JU

Sample : K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Octadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.22 2.80 ng 67230 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 64
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 Dodecanamide 199 C12H25NO 001120-16-7 50
Abundance Scan 3270 (22.221 min): BM022227.D (-3266) (-) m/z 59.05 100.00%
59
5000
HI% 126147 189 pg 49 281 327 415 22.00 22.20 22.40 22.60
olm— T b S e Tm/z 72.00 70.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108159: Octadecanamide
59
5000 IBERARARRARARRRBARRUNAE
22.00 22.20 22.40 22.60
m/z 55.00 38.48%
. 20| || |86 1f8 170 198 240 283
miz--> 50 100 150 200 250 300 350 400
Abundance #106874: 9-Octadecenamide, (2)-
59
2200 22.20 22.40 22.60
5000 m/z 41.00 22.90%
29 83 281
oL ZLUE Moo renaes 220 2P
m/z--> 50 100 150 200 250 300 350 400
Abundance #26840: 7-Nonenamide
59 22.00 22.20 22.40 22.60
m/z 69.05 21.07%
5000
29 i 98 126 155
i —
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082119\
Data File : BM022227.D

Acq On : 21 Aug 2019 13:53

Operator : HP/JU

Sample - K4408-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082019 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?7 .10 7.10 98.3 ng 1089170 1 7.56 221660 20.0
n-Hexadecanoic acid 17.88 5.2 ng 121833 4 16.99 469783 20.0
Tetradecanoic acid 19.17 2.5 ng 61132 5 21.20 481041 20.0
Trichloroacetic a... 20.90 5.5 ng 132628 5 21.20 481041 20.0
Octadecanamide 22.22 2.8 ng 67230 5 21.20 481041 20.0
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