LSC Area Percent Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF062119_.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 height area % max. total
1 4.419 417 422 426 rVB 91140 108867 2.51% 0.284%
2 5.189 548 553 556 rBvV 3291007 3061850 70.46% 7.990%
3 6.236 726 731 734 rBV 3518683 3228340 74.29% 8.425%
4 6.266 734 736 739 rVB 86918 74579 1.72% 0.195%
5 6.366 748 753 756 rBV 3776450 3397268 78.18% 8.865%
6 6.595 789 792 796 rBvV 1311377 1077055 24.79% 2.811%
7 6.754 815 819 822 rBV 3351411 2674854 61.55% 6.980%
8 7.160 883 888 891 rBv 2270904 2082477 47.92% 5.434%
9 7.877 1006 1010 1017 rBVY 1752935 1419210 32.66% 3.704%
10 8.954 1189 1193 1196 rBV 4598954 3754280 86.39% 9.797%

11 9.348 1257 1260 1267 rBV 439196 372549 8.57% 0.972%
12 9.624 1303 1307 1315 rVB 1927745 1661840 38.24% 4_337%
13 10.401 1435 1439 1455 rBV 2621809 2619530 60.28% 6.836%
14 11.095 1553 1557 1560 rBV 2248438 1830472 42.12% 4.777%
15 11.648 1647 1651 1673 rVB 596915 690168 15.88% 1.801%

16 12.430 1780 1784 1797 rBV 773322 964444 22.19%% 2.517%
17 12.677 1822 1826 1829 rBV 4730954 4345562 100.00% 11.340%
18 13.677 1988 1996 1998 rBV5 101591 274476 6.32% 0.716%
19 13.712 1998 2002 2009 rVB 2274058 2079418 47.85% 5.426%
20 14.218 2086 2088 2091 rBV 67808 65619 1.51% 0.171%

21 14.512 2135 2138 2142 rBV2 120313 139363 3.21% 0.364%
22 14.577 2146 2149 2152 rVB 145594 140376 3.23% 0.366%
23 14.812 2186 2189 2192 rVB 121671 125765 2.89% 0.328%
24 15.077 2229 2234 2238 rBV 1726394 1882812 43.33% 4.913%
25 15.142 2243 2245 2252 rVB 119390 149057 3.43% 0.389%

26 15.524 2307 2310 2313 rBV 82501 100100 2.30% 0.261%

Sum of corrected areas: 38320331
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115317.D
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotrisiloxane, hexamethyl- Concentration Rank 5

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

4.42 2.02 ng 108867 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid, tris(trimethylsil._. 342 C9H27As03Si13 055429-29-3 78
3 2-Ethylacridine 207 C15H13N 055751-83-2 45
4 4-Cyclohexene-1,2-dicarboximide, ... 207 C12H17NO2 028916-00-9 42
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 422 (4.419 min): BF1151?|)17.D (-417) () m/z 207.00 100.00%
207
5000

96 133 191 4.00 4.20 4.40 4.60 4.80
115 163
S B T - N U S O — m/z 208.00 20.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207
5000 | BNLILINLN LN L L L L B

4.00 4.20 4.40 4.60 4.80
m/z 209.00 11.85%

96
28 45 75 \ 115133 163 1?1 h

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207
A o e e
4.00 420 4.40 4.60 4.80
5000 m/z 190.90 10.06%
73 105 133 191
27 45 149165 239 327

mmmwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66996: 2-Ethylacridine e e
4.00 4.20 4.40 4.60 4.80
m/z 96.00 9.48%

5000

96

76 114 140 166
IR e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.00 4.20 4.40 4.60 4.80

8270-BF062119.M Tue Jul 02 04:09:21 2019 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.37 Concentration Rank 1

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

6.37 63.08 ng 3397270 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 37
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.372 min): BF115317.D (-748) (-) m/z 132.00 100.00%
5000
68
96 TTTTTTTTr T T T T T T T T
40 54 ‘ 75 103 6.00 6.20 6.40 6.60 6.80
....,...:;-:..4.8,::..??:~I'.|,..'..,..5.‘?,..!.,.-:..,.1.1.5.,....,|'...,.. m/z 134.00  33.97%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR RS IARAE AR
69 6.00 6.20 6.40 6.60 6.80
57 m/z 68.00 28.94%
‘ 63 ‘ ® g9 47103 ‘
IIIII""ml"""l"""I""I'"ll'""I""'I'W"I'l'l's'l""l TTrTTT
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
69 NSRBI
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 19.10%
31 g5 ,, 51 8
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e e
132 6.00 6.20 6.40 6.60 6.80
m/z 131.00 13.25%
5000 67
41 97
‘ 53 2 117
s ll| | eyl [0 e | 103110 | 120 |
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 6.00 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 7.54 ng 690168 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1651 (11.648 min): BF115317.D (-1647) (-) m/z 72.95 100.00%
43 607
5000 129
97 213
LA“ S 1 g 107171185 o 227, 256 11.40 11.60 11.80 12.00
41 m/z 59.95  79.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T ---u----u-K\TT‘---- T
umnmnmnm
m/z 43.00 77.79%
ly 143 7 171185 99213
11111 Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

ﬁ

Abundance
60 73
A
43 s b ERAmEES
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 62 .63%
29 185 228
87 101115 143,171 99
157 199713
L R Al B ma B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 L\»‘w
Abundance #72646: Tridecanoic acid R R EaEESee
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 59.05%
5000
29
129
“ T7 o 115 ‘ 7L 214
O 5. . NN | JOUUUR | ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.43 9.28 ng 964444 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1784 (12.430 min): BF115317.D (-1780) (-) m/z 73.00 100.00%
43
57
5000
185 241 NI =
143157171 12.20 12.40 12.60 12.80
S RAREmsd na m/z 43.00 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 HERURR BN SN BN
12.20 12.40 12.60 12.80
m/z 60.00 76.98%
m/z--> 20 40"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 ERIRA SN BN ORI B
12.20 12.40 12.60 12.80
5000 29 256 m/z 57.00 74.91%
129
97 213
115
143717 199 | 207,
wmmmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid ST T T
4 73 12.20 12.40 12.60 12.80
57 m/z 55.00 64.21%
5000 129
29 khwﬁfwwMMﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "iébb'i£40'1£%6 1256'
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_F\DATA\BF062919\
Data File : BF115317.D

Acq On 29 Jun 2019 12:38

Operator : HP/JU

Sample - K3555-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, ... 4.42 2.0 ng 108867 1 6.60 1077060 20.0
unknown6 .37 6.37 63.1 ng 3397270 1 6.60 1077060 20.0
n-Hexadecanoic acid 11.65 7.5 ng 690168 4 11.09 1830470 20.0
Octadecanoic acid 12.43 9.3 ng 964444 5 13.71 2079420 20.0
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