LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062019\

Data File : BG041356.D

Acq On : 20 Jun 2019 14:33 Instrument :

Operator : HP/JU ?:'I\:gﬁ(tSSam ol

3§mple : K3163-09 2X SUO&O&JE}A
isc :

ALS Vial : 5 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_G\METHODS\8270-BG061719_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 5.614 424 430 446 rVB 315805 527564 1.42% 0.452%
2 7.230 697 705 716 rBV 341473 628858 1.70% 0.539%
3 7.606 762 769 775 rBV 345961 602090 1.62% 0.516%
4 8.399 897 904 914 rBV 272496 471593 1.27% 0.404%
5 9.257 1043 1050 1061 rVvB 248418 474045 1.28% 0.406%
6 13.334 1738 1744 1752 rVB 568376 871246 2.35% 0.746%
7 13.493 1765 1771 1777 rBV 309746 457734 1.23% 0.392%
8 14.562 1949 1953 1962 rVB 374956 482803 1.30% 0.414%
9 14.715 1974 1979 1984 rVB2 311778 507844 1.37% 0.435%
10 15.514 2104 2115 2120 rBV 439615 680011 1.83% 0.583%

11 16.202 2227 2232 2238 rBV 483421 725676 1.96% 0.622%
12 16.372 2256 2261 2278 rVB 456038 929719 2.51% 0.796%
13 17.165 2392 2396 2400 rBV 380416 457631 1.23% 0.392%
14 17.459 2441 2446 2450 rBV 411218 652350 1.76% 0.559%
15 17.506 2450 2454 2458 rVB 494218 690557 1.86% 0.592%

16 17.905 2518 2522 2528 rBV 318148 408370 1.10% 0.350%
17 18.093 2548 2554 2559 rVB 6888531 9188964 24.78% 7.872%
18 18.328 2589 2594 2599 rBV2 903508 1328136 3.58% 1.138%
19 18.381 2599 2603 2610 rVB 389326 582751 1.57% 0.499%
20 18.522 2622 2627 2632 rBV2 369347 796791 2.15% 0.683%

21 18.593 2636 2639 2643 rVB 334289 406489 1.10% 0.348%
22 19.122 2725 2729 2733 rBV2 260079 402656 1.09% 0.345%
23 19.245 2741 2750 2752 rBV 17803545 29386066 79.26% 25.175%
24 19.286 2752 2757 2764 rVB 22218724 37076487 100.00% 31.764%
25 19.386 2770 2774 2780 rBV 3405856 4199722 11.33% 3.598%

26 19.457 2781 2786 2788 rBV 1032531 1572264 4.24% 1.347%
27 19.492 2788 2792 2794 rBV 1176313 1394699 3.76% 1.195%
28 19.592 2806 2809 2816 rVB4 330720 538818 1.45% 0.462%
29 19.756 2832 2837 2840 rBV3 673122 899255 2.43% 0.770%
30 19.880 2853 2858 2865 rVB 1747199 2744193 7.40% 2.351%

31 19.944 2865 2869 2874 rBV 414977 577291 1.56% 0.495%
32 20.062 2885 2889 2893 rVB 1065988 1278710 3.45% 1.095%
33 20.203 2908 2913 2916 rBV2 301802 546828 1.47% 0.468%
34 20.244 2917 2920 2923 rVV2 442291 460688 1.24% 0.395%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062019\

Data File : BG041356.D

Acq On : 20 Jun 2019 14:33 Instrument :

Operator : HP/JU ?:II\:gﬁ(t;Sam ol

agmple : K3163-09 2X SU@&O&JE%A
isc :

ALS Vial : 5 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
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.326 2930 2934 2936 rBV3 380367 603193 1.63% 0.517%

36 20.361 2937 2940 2947 rVB 981474 1431952 3.86% 1.227%
37 20.467 2954 2958 2962 rBV2 658047 947409 2.56% 0.812%
38 20.526 2963 2968 2975 rvv2 801930 1339453 3.61% 1.148%
39 20.585 2975 2978 2986 rVB3 357865 492200 1.33% 0.422%
40 20.661 2986 2991 2995 rBVY 562036 873937 2.36% 0.749%

41 20.708 2995 2999 3006 rVB2 547026 960054 2.59% 0.822%
42 20.790 3009 3013 3016 rBVZ2 491965 704102 1.90% 0.603%
43 21.125 3065 3070 3077 rVB4 347451 709397 1.91% 0.608%
44 21.490 3129 3132 3142 rVB3 411275 637179 1.72% 0.546%
45 21.725 3167 3172 3180 rBV2 770843 2140673 5.77% 1.834%

46 21.789 3180 3183 3193 rVV 717675 1147143 3.09% 0.983%
47 21.877 3195 3198 3204 rVB2 261267 394756 1.06% 0.338%

48 22.488 3298 3302 3310 rVB4 436697 837855 2.26% 0.718%
49 24.010 3556 3561 3567 rBV2 244694 558266 1.51% 0.478%

Sum of corrected areas: 116726468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041356.D

2e+07

1.5e+07

1e+07

5000000

5.61 7.23 7.61 8.40 9.26

T T T T T T T T T T T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG041356.D

1929

2e+07
1925

1.5e+07

1e+07
18.09

5000000 39

»)

PO\ PN

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041356.D

1343849 1418672 1551 160837 17177 46117.9 19.

2e+07

1.5e+07

1e+07

5000000

24.01

T T o e T T T T T T T T T T e T e e e e

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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 unknown7.61 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.61 25.53 ng 602090 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
Abundance Scan 770 (7.612 min): BG041356.D (-762) (-) m/z 132.00 100.00%

132
5000

720 740 760 780 800

01 m/z 68.00 47 _.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRAARBRARARARRARARSS R

720 7.40 7.60 7.80 8.00
m/z 134.00 31.65%

31
o 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 IR e e e R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.28%
78
31 4 51
0 ‘ 1 ‘ N |
T R R T R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole . P T
132 720 740 760 780 800

m/z 69.00 21.77%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘
S MRS - S SO 1PN 00 - S .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 3 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.49 18.03 ng 457734 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 59

Abundance Scan 1770 (13.487 min): BG041356.D (-1765) (-) m/z 57.05 100.00%

57
43
5000 il

| 99 112 127 141 155 169 198210 71320 13140 1360 1380
w..”,.ul,u. m/z 43.10 77.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43

5000 LI e B
13 20 13. 40 13 60 13. 80

29 m/z 71.10 51.01%

. 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43

13.20 13.40 13.60 13.80

o

5000 7 m/z 41.00 46.84%
85
29
0 1 ‘L L w 99 113 127 141 155 169 183 197 226
e e R e -
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- e e R A
57 13.20 13.40 13.60 13.80

m/z 85.05 36.30%

43
71
5000 85
141
99
\\ 1l Il \‘ al 113 \‘ 169
L B B L e e e e B SRR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .56 19.01 ng 482803 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
Abundance Scan 1953 (14.562 min): BG041356.D (-1949) (-) m/z 57.05 100.00%
a3 ¥
71
5000 85
UL BN B B
99 14.20 14.40 14.60 14.80
113
Ol el elle b 7 127 141195169182 212 gz 43,10 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57
43
71 g5
5000 LR SRR B SR SR
14.20 14.40 14.60 14.80
29 99 m/z 71.05 55.69%
oL 15 | andfmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r
14.20 14.40 14.60 14.80
5000 1 m/z 41.00 47.07%
85
29
o ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester R B e o
57 14.20 14.40 14.60 14.80
43 m/z 85.05 39.26%
71 g5
5000
29 113
I N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.51 26.78 ng 680011 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Dodecane 170 C12H26 000112-40-3 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2114 (15.508 min): BG041356.D (-2104) (-) m/z 57.05 100.00%
43 7
71
5000
UL N SUN SRR
113 127 155 170 15.20 15.40 15.60 15.80
Ob el 141 183196 209 226 n/z 43.05 81 _75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 UL N B SULRLSE RO
15.20 15.40 15.60 15.80
29 m/z 71.05 59.18%
o I 99 113 127 141 155 169 183
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
o, 15.20 15.40 15.60 15.80
5000 m/z 41.00 48.21%
85
29
olts Ll Mgy B YO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane I mmm B A
43 57 15.20 15.40 15.60 15.80
m/z 85.10 41.63%
71
5000
85
29
das [ e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 1550 1540 1560 15%0 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 6 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.37 28.50 ng 929719 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 2261 (16.372 min): BG041356.D (-2256) (-) m/z 57.05 100.00%
57
43
71
5000 85
IUNNUBUNSSUABSUURRRE
99 113197 16.00 16.20 16.40 16.60
o...,....',:..‘,..“..,'!...-',....,...?‘,‘.1.1.“????.9.15?:?.1.97.2]1.1.2.2?.2.‘,‘9...,..2.7.5.. m/z 43.05 77.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
43 | 41
85
5000 AU BARRR RN &

16.00 16.20 16.40 16.60
99 m/z 71.10 57.68%

29 113
N 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43 e TR
71 16.00 16.20 16.40 16.60
5000 g5 m/z 41.00 46 .40%
29 99
0 15 ‘ ! ‘\ H 1l I 113127141 155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117640: Tridecane, 7-hexyl- A e A R ma

43 57 16.00 16.20 16.40 16.60
m/z 85.05 40.58%

29 71

5000 85
182

%

99
| T M%127141 g8 H 197211225240 266

o) SN R ' S S S et UL L2 2 T =

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 00 16. 20 16 40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 7 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.17 14.03 ng 457631 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2397 (17.171 min): BG041356.D (-2392) (-) m/z 57.10 100.00%

57
5000 4

113 141 169 196 254 16.80 17.00 17.20 17.40
o 222238 274 293 312 m/z 43.05 78.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105886: Octadecane
57
5000 85 T
16 80 17. OO 17. 20 17. 40
m/z 71.05 60.04%
29 13 141
| 169 197 225 254
Ot e b et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane
57
T T T T T
16.80 17.00 17.20 17.40
5000 85 m/z 85.10 48.90%
29
0 ‘ \ ‘ Il \J 1:\I\-3 A 141 L 169 197 225 2(?8
Puq”upuquupn.””.”.””.”.u”.u.u”.u.”upu.”wu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e e AL
57 16.80 17.00 17.20 17.40
m/z 41.00 45_.13%
5000 85
29 113
0 T ‘141 169 197 225 253 281 309 338
Puq”upuquupn.””.”.””.”.u”.u.u”.u.”u.u.”up. R e e N EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 80 17. OO 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 8 Nonadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.91 12.52 ng 408370 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 98
2 Pentadecane 212 C15H32 000629-62-9 95
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2523 (17.911 min): BG041356.D (-2518) (-) m/z 57.05 100.00%
g7
5000 85 .
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v-r
3 113 155 17.60 17.80 18.00 18.20
ol S L | A | 7133195 183200 224242 268 306327 385 | 7T 43 05 73.78%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
g7
85
5000
17.60 17.80 18.00 18.20
29 m/z 71.05 62.50%
o |8 l|113 141 160 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #71396: Pentadecane
g7
o 17.60 17.80 18.00 18.20
5000 m/z 85.05 47 .47%
29
ool s e e
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane LS WE B S e ot
57 17.60 17.80 18.00 18.20
m/z 41.00 40.99%
5000 85
29
Lt e 169 197 g5 254
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

8270-BG061719.M Fri

Jun 21 18:24:25 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.09 281.72 ng 9188960 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86
Abundance Scan 2553 (18.088 min): BG041356.D (-2548) (-) m/z 74.00 100.00%
7
5000 43
97 15 | . 185 17.80 18.00 18,20 18.40
115 270 : : : :
ol M B el I 63 1209 | A4 296 38032 sz 87.00 79.58%
m/z--> 50 100 150 200 250 300 350
Abundance #119407: Hexadecanoic acid, methyl ester
74
5000 43 R DN RN SR A
17.80 18.00 18.20 18.40
143 m/z 43.10 42 .78%
|97 s 185 227 ZTO
oL2 0 7 Y Ml < 28 N SN
m/z--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester
74
17.80 18.00 18.20 18.40
5000 43 m/z 55.00 38.17%

143
185
! LH i 97 115\ ‘ | 228

ob—H Ay
m/z--> 50 100 150 200 250 300 350
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 17.80 18.00 18.20 18.40
m/z 41.05 36.41%
5000 43
97 143
da Ll ios 0 ez aw
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40

8270-BG061719.M Fri Jun 21 18:24:27 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 10 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.33 40.72 ng 1328140 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
Abundance Scan 2594 (18.328 min): BG041356.D (-2589) (-) m/z 192.00 100.00%
192
5000
213 DEGDNSISUERI f.1 VU WSS
256 18.00 18.20 18.40 18.60
0 by b1 239 | 218301 34l sz 73.00  73.04%
m/z--> 50 100 150 200 250 300
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 RN BN BN BUURRE
18.00 18.20 18.40 18.60
165 m/z 43.05 65.35%
39 63 9% 115 139 | |
m/z--> 50 100 150 200 250 300
Abundance #54735: Anthracene, 2-methyl-
192
18.00 18.20 18.40 18.60
5000 m/z 60.00 61.84%
165
o5 30 63 % 115139
m/z--> 50 100 150 200 250 300
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- T i T
192 18.00 18.20 18.40 18.60
m/z 191.00 59.70%
5000
165
o 39 63 %115 139 |
m/z--> 50 100 150 200 250 300 ' 18.00 18.20 18.40 18.60

8270-BG061719.M Fri Jun 21 18:24:28 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 11 Phenanthrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.38 17.87 ng 582751 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2603 (18.381 min): BG041356.D (-2599) (-) m/z 192.00 100.00%

192

5000

=

94 139 18.00 18.20 18.40 18.60
o 115 207 224241257273 292 312 m/z 191.00 61.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54746: Phenanthrene, 1-methyl-

—

A
TTT T[T T T [TTrrjrrrrpr

18.I00 18!20 18.I40 18.60
m/z 189.00  28.01%

5000

165

o 63 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54750: Phenanthrene, 2-methyl-

=

18.00 18.20 18.40 18.60
m/z 193.00 16.24%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54747: Phenanthrene, 3-methyl- A B e
18.00 18.20 18.40 18.60
m/z 190.00 15.27%

:

5000

-

1 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60

8270-BG061719.M Fri Jun 21 18:24:29 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 12 5H-Dibenzo[a,d]cycloheptene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.52 24 .43 ng 796791 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 60
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
3 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 58
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 55
5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 55
Abundance Scan 2627 (18.522 min): BG041356.D (-2622) (-) m/z 192.00 100.00%
192
5000
165 S I V' WU
94 18.20 18.40 18.60 18.80
74
I s 218 243 2712 291 323 | n/z 191.00  67.58%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192
5000
18.20 18.40 18.60 18.80
165 m/z 189.00 56.94%
% 115 139

28 63
0 44 78

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54739: Anthracene, 1-methyl-

18.20 18.40 18.60 18.80
m/z 190.00  46.49%

5000

44 63 gy 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54762: Benzene, 1,1'-(2-cyclopropen-1-ylidene)bis-
192

18.20 18.40 18.60 18.80
m/z 165.00  24.20%

5000

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

T T I
18.20 18.40 18.60 18.80

8270-BG061719.M Fri Jun 21 18:24:30 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 13 Tridecane, 7-hexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

18.59 12.46 ng 406489 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heptacosane 380 C27H56 000593-49-7 81
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 80

Abundance Scan 2639 (18.593 min): BG041356.D (-2636) (-) m/z 57.10 100.00%

57
5000 85

113 141 169 197 1820 18,40 1860 18.80 19.00
ol A b7 24 109 197 252 261284 327 405430 ns57 43.10  75.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117640: Tridecane, 7-hexyl-
57
29
NN
5000 85 | LALINLILI LI L L LI L L BB
18.20 18.40 18.60 18.80 19.00
182 m/z 71.10 56.11%

oL TP | omosmoes
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57

18 20 18. 40 18. 60 18 80 19.00

5000 g5 m/z 85.10 45 .64%
29 ‘
113
ol b T e 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane A e e
57 18 20 18. 40 18. 60 18 80 19. 00

m/z 41.05 42 _.44%
5000 85

29

| L | M3 141 169 197 225 253 281 309 338

o—ryr At o ........’\ﬁ.......

T
m/z--> 50 100 150 200 250 300 350 400 18 20 18.40 18. 60 18 80 19. 00

8270-BG061719.M Fri Jun 21 18:24:31 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 14 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.25 900.93 ng 29386100 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 2751 (19.251 min): BG041356.D (-2741) (-) m/z 67.05 100.00%

67

-

5000
178 206 263 94 19.00 19.20 19.40 19.60
0 234 315 339363 "m/z 81.05 90.51%
m/z--> 50 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41
95
5000
19.00 19.20 19.40 19.60
123 m/z 55.05 75.10%
150 294
ol Ay W78 28 28 Y
m/z--> 50 100 150 200 250 300 350
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
6/7
19.00 19.20 19.40 19.60
5000 9% m/z 95.05 67.08%
150 294
123
262
b S LB 0 22 |
m/z--> 50 100 150 200 250 300 350
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6/7 19.00 19.20 19.40 19.60
m/z 41.05 61.03%
41 95
5000
123 294
15 150 263
AEIR T N O
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BG061719.M Fri Jun 21 18:24:32 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 15 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.29 1136.71 ng 37076500 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 8-0Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2758 (19.292 min): BG041356.D (-2752) (-) m/z 55.10 100.00%

4
97

5000

19.00 19.20 19.40 19.60
m/z 69.10 88.18%

o 296 328347

m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

384

4

-

5000
19.00 19.20 19.40 19.60

m/z 74.00 85.24%

04
m/z--> 50 100 150 200 250 300 350
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
55
A R T b e AR
4 19.00 19.20 19.40 19.60
5000 m/z 83.10 77.46%
29 97
‘ ’ 264
123 222
180
LALLM T e o T | 20
m/z--> 50 100 150 200 250 300 350
Abundance #141285: 10-Octadecenoic acid, methyl ester
55 19.00 19.20 19.40 19.60
m/z 97.10 71.72%
5000
29
04
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BG061719.M Fri Jun 21 18:24:33 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 16 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.39 128.76 ng 4199720 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 86
Abundance Scan 2775 (19.392 min): BG041356.D (-2770) (-) m/z 74.00 100.00%
7
5000 43 //\
19.00 19.20 '119 40 19.60 19.80
o} m/z 87.00 81.54%
m/z--> 50 100 150 200 250 300 350
Abundance #143131: Methyl stearate
74
5000 A LRA BN BN B
19.00 19.20 19.40 19.60 19.80
43 m/z 43.10 45_14%
ol15
m/z--> 50 100 150 200 250 300 350
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
19.00 19.20 19.40 19.60 19.80
5000 m/z 55.00 37.63%
28
‘ ‘ 143 o55 298
1m. 199
ol sl | om0 [
m/z--> 50 100 150 200 250 300 350
Abundance #95862: Methyl tetradecanoate
74 19.00 19.20 19.40 19.60 19.80
m/z 41.05 33.00%
5000
a3 199 242
o }ﬁh”lh‘l L‘,‘.,1?1121 \ I
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80

8270-BG061719.M Fri Jun 21 18:24:34 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 17 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.46 48.20 ng 1572260 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 99
2 9-Hexadecyn-1-ol 238 C16H300 1000342-40-3 90
3 7-Tetradecyne 194 C14H26 035216-11-6 89
4 Cyclodecene 138 C10H18 003618-12-0 70
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 64
Abundance Scan 2787 (19.462 min): BG041356.D (-2781) (-) m/z 67.00 100.00%
5000 p
123 280 19.20 19.40 19.60 19.80
150
o i 130168 196 220 2442627 7209318 345 369 | 77 g1.00  85.780%
m/z--> 100 150 200 250 300 350
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
5000
19.20 19.40 19.60 19.80
m/z 55.00 71.71%
oLl lh nlﬁol 182 200 236254 ??0., e
m/z--> 150 200 250 300 350
Abundance #92512: 9-Hexadecyn-1-ol
4 a7

19.20 19.40 19.60 19.80

5000 95 m/z 41.05 66.66%
124
o 19‘ ‘ Ll 149 182 238
T T
m/z--> 50 100 150 200 250 300 350
Abundance #56475: 7-Tetradecyne
67 19.20 19.40 19.60 19.80

m/z 95.00 55.30%

5000
41

o
O
a1
I
l '

123
T 15 a0

m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BG061719.M Fri Jun 21 18:24:35 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 18 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.59 16.52 ng 538818 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46

Abundance Scan 2809 (19.592 min): BG041356.D (-2806) (-) m/z 43.05 100.00%

443 73

5000 206

241 284

19.20 19.40 19.60 19.80 20.00
m/z 73.00 83.73%

o 317339 375 402

m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid

5000
19.20 19.40 19.60 19.80 20.00

m/z 55.00 83.10%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
43 | 73
19.20 19.40 19.60 19.80 20.00
5000 129 m/z 57.00 82.29%
97 199
) 15 | T
ot Wl b T L
m/z--> 50 100 150 200 250 300 350 400
Abundance #72648: Tridecanoic acid
73 19.20 19.40 19.60 19.80 20.00
m/z 41.00 75.80%
43
5000
129
111 214
a8 | |0 1m0 |
NI 1 i
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 19 Allopregnane-3.alpha.,20.al... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.36 13.38 ng 1431950 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 52
Abundance Scan 2940 (20.361 min): BG041356.D (-2937) (-) m/z 216.00 100.00%
216
5000
250 2923 8 350376 407430 20.00 20.20 20.40 20.60
ol 18 350376 3074 m/z 215.00 74.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161558: Allopregnane-3.alpha.,20.alpha.-diol
216
93
5000
20.00 20.20 20.40 20.60
269 302 m/z 55.00 45_20%
43
0‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74418: 11H-Benzo[b]fluorene
216
20.00 20.20 20.40 20.60
5000 m/z 69.00 30.30%
107
oL, 27 50 81, ) 139163189 |
m/z--> 50 160 150 260 250 300 350 400 450
Abundance #74421: llH—Benzo[a]quorene L L L L L DL B
216 20.00 20.20 20.40 20.60
m/z 41.10 27 .30%
5000
108
0 50 81, ‘ 137 163 189
m/z--> 5 100 150 260 250 300 350 400 450 2000 20.20 2040 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041356.D

Acq On : 20 Jun 2019 14:33

Operator : HP/JU

Sample - K3163-09 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_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 20 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.53 12.51 ng 1339450 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 86
Abundance Scan 2969 (20.532 min): BG041356.D (-2963) (-) m/z 216.00 100.00%
216
5000
% 8l 189
107 136 20.20 20.40 20.60 20.80
o 164, 1 W, 240 269202 324345368 415 m/z 215.00 58.91%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216
5000 USSRV

20.20 20.|40 20.60 20.80
m/z 55.00 21.02%

95 189
ol14 39 63 | j122 163 |
i B L B o e e e o I L A O A S ML e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74413: Pyrene, 2-methyl-
216
R R S SRR
20.20 20.40 20.60 20.80
5000 95 m/z 81.00 17.95%
189
o 53 ‘[122 163 | |
e e e A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74419: 11H-Benzo[a]fluorene R Ea  EARRREEEEE S
216 20.20 20.40 20.60 20.80
m/z 212.95 15.63%
5000
107
ol14 44 81, | 139163 189 |
T T o T e e e e e e N BN A o o o A o e e
m/z--> 0 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062019\

Data File : BG041356.D

Acq On : 20 Jun 2019 14:33 Instrument :

Operator : HP/JU ?:II\:gﬁ(t;Sam ol

agmple : K3163-09 2X SUO&O&JE%A
isc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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]
unknown7 .61 7.61 25.5 ng 602090 1 8.08 471593 20.0
Tetradecane 13.49 18.0 ng 457734 3 14.72 507844 20.0
Pentadecane 14.56 19.0 ng 482803 3 14.72 507844 20.0
Hexadecane 15.51 26.8 ng 680011 3 14.72 507844 20.0
Heptadecane 16.37 28.5 ng 929719 4 17.46 652350 20.0
Octadecane 17 .17 14.0 ng 457631 4 17.46 652350 20.0
Nonadecane 17.91 12.5 ng 408370 4 17.46 652350 20.0
Hexadecanoic acid... 18.09 281.7 ng 9188960 4 17.46 652350 20.0
Phenanthrene, 1-m... 18.33 40.7 ng 1328140 4 17.46 652350 20.0
Phenanthrene, 2-m... 18.38 17.9 ng 582751 4 17.46 652350 20.0
5H-Dibenzo[a,d]cy... 18.52 24 _4 ng 796791 4 17.46 652350 20.0
Tridecane, 7-hexyl- 18.59 12.5 ng 406489 4 17.46 652350 20.0
9,12-Octadecadien... 19.25 900.9 ng 29386100 4 17.46 652350 20.0
9-Octadecenoic ac... 19.29 1136.7 ng 37076500 4 17.46 652350 20.0
Methyl stearate 19.39 128.8 ng 4199720 4 17.46 652350 20.0
9,12-Octadecadien... 19.46 48.2 ng 1572260 4 17.46 652350 20.0
Octadecanoic acid 19.59 16.5 ng 538818 4 17.46 652350 20.0
Allopregnane-3.al... 20.36 13.4 ng 1431950 5 21.74 2140670 20.0

5

Pyrene, 1l-methyl- 20.53 12.5 ng 1339450 21.74 2140670 20.0
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