LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031319\

Data File : BM019151.D

Aca On : 13 Mar 2019 18:16 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1861-02 BF-07-031119

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-BM031119.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 4.816 307 311 320 rBV 153375 231279 1.37% 0.263%
2 5.257 380 386 401 rBVY 4365439 6302128 37.24% 7.165%
3 6.840 648 655 678 rBY 4581637 7603011 44.92% 8.644%
4 7.192 708 715 733 rBVY 4643711 7317421 43.23% 8.319%
5 7.657 788 794 803 rBV 768378 1196508 7.07% 1.360%
6 7.975 840 848 862 rBY 2988394 4811948 28.43% 5.471%
7 8.828 986 993 1013 rBVY 2536272 4267381 25.21% 4.852%
8 10.445 1260 1268 1287 rBV 946901 1709626 10.10% 1.944%
9 12.927 1682 1690 1713 rBV 7071884 10424177 61.59% 11.851%
10 13.780 1826 1835 1846 rBvV 432733 676189 4 _.00% 0.769%

11 14.310 1915 1925 1941 rBV2 1725220 2692948 15.91% 3.062%
12 15.815 2174 2181 2200 rBV 6944019 10293106 60.82% 11.702%
13 17.068 2388 2394 2410 rBV 2394369 3426685 20.25% 3.896%
14 17.956 2540 2545 2552 rBV 254860 406257 2.40% 0.462%
15 19.709 2836 2843 2858 rBY 13148050 16925050 100.00% 19.242%

16 20.968 3052 3057 3066 rBV 730719 1001116 5.91% 1.138%
17 21.268 3102 3108 3120 rBV 3058956 3996116 23.61% 4.543%
18 21.403 3127 3131 3137 rBV 196250 239793 1.42% 0.273%
19 21.833 3201 3204 3207 rBV 202804 247926 1.46% 0.282%
20 22.291 3279 3282 3287 rVB 229993 257047 1.52% 0.292%

21 22.791 3364 3367 3372 rVB 241590 326248 1.93% 0.371%
22 23.356 3460 3463 3472 rVB 183211 268796 1.59% 0.306%
23 23.503 3481 3488 3500 rBV2 1688648 3338495 19.73% 3.796%

Sum of corrected areas: 87959251

8270-BM031119.M Thu Mar 14 17:45:54 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\

BM019151.D

13 Mar 2019 18:16

JussJ

K1861-02

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM019151.D

5.26 6.84 7.19

7.66
4.82

10.45

O
Time--> 3.00

A
LIS L L L e LI L L L L L Ly L L L L |

350 400 450 500 550 6.00 650 700 750 8.00

8.50 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM019151.D

12.93 15.82

17.07
14.31

13.78

17.96

1971

O
Time-->

P —
LN B B B B

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

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BM019151.D

21.27
23.50

1.40 21.83 22.29 22.79 23A§A

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\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019151.D

Aca On : 13 Mar 2019 18:16

Operator : JU/SJ

Sample : K1861-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.82 3.87 ng 231279 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 312 (4.822 min): BM019151.D (-307) (-) m/z 43.00 100.00%
B
5000
101
| = 207 440 460 4.80 500 520
) S| NS A S m/z 59.10 79.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR LR L SRR
440 4.60 4.80 5.00 5.20
59 m/z 101.00 30.93%
27 o 83 101
O b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29867: Propane, 1,1-dipropoxy-
43 59
440 460 4.80 500 520
5000 101 m/z 58.05 18.81%
31 89
131
0y 'm" J*h' SR 7?|""|' T w"l' "%ﬁg"" rrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R e RAas
50 440 4.60 4.80 5.00 5.20
m/z 41.00 9.80%
5000 101
27 42 116
O'P"'P"'I”T%Fﬁ"l”"l'”'l'”'I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019151.D

Aca On : 13 Mar 2019 18:16

Operator : JU/SJ

Sample : K1861-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2 unknown7.19 Concentration Rank 1

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

7.19 122.31 ng 7317420 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 715 (7.192 min): BM019151.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 - - - - -
ol 82 {tis 207 281 m/z 68.10 49.78%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T
6.80 7.00 7.20 7.40 7.60
2 m/z 134.00 32.29%
0 ,..|..“,!.|!. '|,,, T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.00%
33 105
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE P e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.15%
5000
92
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019151.D

Aca On : 13 Mar 2019 18:16

Operator : JU/SJ

Sample : K1861-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.37 ng 406257 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 50
Abundance Scan 2546 (17.962 min): BM019151.D (-2540) (-) m/z 73.00 100.00%
73
60
43
5000
129
97 8 213 i e e e ——
115 | 143157171185 g9 |, 256 082 17.60 17.80 18.00 18.20
(I m/z 60.00 74.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
4 60 73
5000{ 29 256 L D DU B SR
ﬂmﬂmmmmm
213 m/z 43.10 61.36%
. l L 143157171185, o
NSRS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

o)}
S
~
@

R
43 17.60 17.80 18.00 18.20
5000 129 m/z 55.05 50.58%
29
143157 214
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid B
43 60 73 17.60 17.80 18.00 18.20
m/z 41.05 50.32%
129
ol g e MG et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019151.D

Aca On : 13 Mar 2019 18:16

Operator : JU/SJ

Sample : K1861-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.01 ng 1001120 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
Abundance Scan 3057 (20.968 min): BM019151.D (-3052) (-) m/z 57.10 100.00%

57 83
5000
111

20 60 20.80 21.00 21.20

[ ) 113 167180200 252 281 325 355 401

Oty b T T T T m/z 83.10 87.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 9
97
5000 |||||||||||||||||/|\|"

20.60 20.80 21.00 21.20
m/z 69.10 85.09%

125
.l WP ez
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_

69 20.60 20.80 21.00 21.20
5000 o m/z 43.10  76.36%
o L gt ros a2
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)- B B e B e e e B
55 20.60 20.80 21.00 21.20
83 m/z 55.05  73.52%
5000
29
111
ol { l 1139 168 196 224 252
B - L e B e e e L e O L e e e e e
m/z--> 50 100 150 200 250 300 350 400 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\BMO031319\
Data File : BM019151.D

Acq On : 13 Mar 2019 18:16

Operator : JU/SJ

Sample - K1861-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 3.9 ng 231279 1 7.66 1196510 20.0
unknown7 .19 7.19 122.3 ng 7317420 1 7.66 1196510 20.0
n-Hexadecanoic acid 17.96 2.4 ng 406257 4 17.07 3426690 20.0
3-Octadecene, (E)- 20.97 5.0 ng 1001120 5 21.27 3996120 20.0
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