LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM122018\
Data File : BM018338.D
Aca On : 20 Dec 2018 19:57 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6389-02 P001-SS012-0612-01
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-BM121518 .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 3.364 75 81 85 rBv 51997 84964 1.33% 0.135%
2 4_.676 297 304 312 rVB 106786 154382 2.42% 0.246%
3 5.123 374 380 398 rVB 2683747 3936827 61.63% 6.263%
4 6.693 640 647 657 rBVY 2458785 4116401 64.44% 6.549%
5 7.028 697 704 713 rBVY 2794881 4250649 66.54% 6.762%
6 7.481 775 781 791 rBV 646978 1091354 17.08% 1.736%
7 7.587 791 799 804 rVB3 61850 126116 1.97% 0.201%
8 7.793 827 834 844 rVB 2093612 3334580 52.20% 5.305%
9 8.640 971 978 987 rBVY 1500548 2462859 38.55% 3.918%
10 10.246 1239 1251 1258 rBvV 764697 1425523 22.31% 2.268%
11 10.852 1350 1354 1360 rBvV 43220 87305 1.37% 0.139%

12 11.075 1385 1392 1400 rBV6 61930 168121 2.63% 0.267%
13 11.963 1538 1543 1550 rVB 79794 141496 2.21% 0.225%
14 12.087 1559 1564 1571 rBV2 46664 105873 1.66% 0.168%
15 12.440 1615 1624 1633 rBV2 33691 96658 1.51% 0.154%

16 12.746 1670 1676 1684 rBV 3127632 4648958 T72.77% 7.396%
17 12.922 1695 1706 1710 rBv4 128405 266159 4_.17% 0.423%
18 13.363 1776 1781 1787 rBVS8 39633 79879 1.25% 0.127%
19 13.616 1815 1824 1832 rBV2 362536 743864 11.64% 1.183%
20 13.804 1850 1856 1862 rBV4 141467 326455 5.11% 0.519%

21 13.857 1862 1865 1878 rVB2 85236 237635 3.72% 0.378%
22 14.016 1886 1892 1895 rBV2 155276 335267 5.25% 0.533%
23 14.145 1908 1914 1921 rVB2 831917 1317448 20.62% 2.096%
24 14.598 1988 1991 1999 rBV5 63621 109010 1.71% 0.173%
25 15.651 2165 2170 2177 rBV 2282144 3316810 51.92% 5.277%

26 16.339 2284 2287 2290 rVB2 149074 161856 2.53% 0.257%
27 16.675 2341 2344 2349 rBV 228486 295423 4.62% 0.470%
28 16.910 2379 2384 2388 rBV 1036907 1474093 23.07% 2.345%
29 17.098 2412 2416 2423 rBvV4 338311 583909 9.14% 0.929%
30 17.839 2537 2542 2553 rBV 1734327 2711706 42.45% 4._.314%

31 19.016 2739 2742 2745 rBV2 702488 921029 14.42% 1.465%
32 19.133 2758 2762 2769 rBV3 1240178 1805332 28.26% 2.872%
33 19.569 2831 2836 2842 rBV 4697420 6388326 100.00% 10.163%
34 19.704 2857 2859 2863 rVB 713589 729045 11.41% 1.160%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On : 20 Dec 2018 19:57

Operator : JU/SJ

3?22'6 i J6389-02 P001-55012-0612-01
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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.851 2880 2884 2888 rBV2 2057579 2746700 43.00% 4 _370%

36 20.133 2928 2932 2936 rBV 2271223 2627055 41.12% 4._.179%
37 20.598 3008 3011 3015 rVB 1258503 1431920 22.41% 2.278%
38 20.863 3052 3056 3063 rBV2 2593959 3843887 60.17% 6.115%
39 21.139 3100 3103 3104 rBV 1428182 1558386 24.39% 2.479%
40 21.163 3105 3107 3112 rVB 2539311 2616508 40.96% 4.162%

Sum of corrected areas: 62859768
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abéjgggggg TIC: BM018338.D
6000000
4000000

5.12

7.03
6.69
7.79
2000000 8.64
7.48 10.25
o 3.36 4[.\68 7.59 ‘\ 10.88.08

I I I I I
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance : .
8000000 TIC: BM018338.D
19.57
6000000 013
19.85
4000000
12.75 19.13 19.7
2000000

14.15

13.
111960912.44 ||12.92 13.36 Ofermn
P e T T T T o [T T T [T T[T T ]

Time--> 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 : .
8000000 TIC: BM018338.D

6000000

4000000

2000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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-Pentanol, 2,4-dimethyl- Concentration Rank 17

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

4.68 2.83 ng 154382 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Allvidimethvlisilane 100 C5H12Si 003937-30-2 17
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 16

Abundance Scan 305 (4.681 min): BM018338.D (-297) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
o 830 440 460 480 500
Ol rrr il ettt 200 Sl Tm/z 59.10 74.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
54.0
5000 R L L R L
4.40 4.60 4.80 5.00
43.0 101.0 m/z 101.10 32.86%
31.0 | 83.0 '
0"'l}ﬁql"*ﬁh'“H'J'w'”"V"7ﬁq"|“"|'“'|"“|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
440 460 480 500
5000 5.0 m/z 58.10 21.58%
15.0 101.0
a0 ‘ 80 |
e S S UL SULIULS SUSRL IS IULILS SIS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
54.0 4.40 4.60 4.80 5.00
m/z 41.05 12.13%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 1

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

7.03 77.90 ng 4250650 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 704 (7.028 min): BM018338.D (-697) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 IS U L
40.0 1150 2071 6.60 6.80 7.00 7.20 7.40
o} : R e B T m/z 68.10 46.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 SREDE RN LR RS R
6.60 6.80 7.00 7.20 7.40
70.0 m/z 134.00 33.18%
310 510
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
B0 650 680 700 720 740
5000 m/z 66.05 30.48%
31.0 510
0 ‘ [l 1 H Il ‘ ‘ 1
L I SURL LS S S I B S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- s B L
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.04%
5000
15.0 3%0 1l 639 79'0 I 10‘\1.0 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.59 Concentration Rank 19

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

7.59 2.31 ng 126116 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 40
2 3-Nonen-5-one 140 C9H160 082456-34-6 38
3 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 38
4 Cvclohexanamine. N-cvclooctvlidene- 207 C14H25N 054699-42-2 33
5 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 27

Abundance Scan 799 (7.587 min): BM018338.D (-791) (-) m/z 83.05 100.00%
83.0
5000 55.1
*} ‘I ggilol 12‘|39 206.8 720 7.40 7.60 7.80 8.00
0.,.”.,JH"””".!h..,.”.I...w....,”..,..”,.... m/z 55.10 48.91%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #3281: Cyclohexane, methyl-
55.0 83.0
5000 GRS R

7.20 7.40 7.60 7.80 8.00

| QTO m/z 43.10 44.52%
24.
0 ""'l”M"J""|""|""| D R SRS S

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #17954: 3-Nonen-5-one
83.0
A B R
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.05 33.66%
55.0 98.0
29.0
A T O Y-S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1259: 1-Methyl-1H-1,2,4-triazole B
83.0 7.20 7.40 7.60 7.80 8.00
m/z 56.05 28.56%
28.0
5000 56.0
ot et e e e e R w2 SR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknownl1l1l.08 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.08 2.36 ng 168121 Naphthalene-d8 10.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borneol .heptafluorobutvrate (ester) 350 C14H17F702 1000245-88-4 43
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 38
3 Bicvclol3.2.17loct-3-en-2-one. 4-... 136 C9H120 062702-89-0 38
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 38
5 4-Methyl-1,3-heptadiene (c,t) 110 C8H14 017603-57-5 38
Abundance Scan 1393 (11.081 min): BM018338.D (-1385) (-) m/z 95.10 100.00%
95.1
60.0
5000
121.1
170.0 e R
I|] | | 070 10.80 11.00 11.20 11.40
o e m/z 72.95 80.35%
m/z--> 50 100 150 200 250 300 350
Abundance #140959: Borneol,heptafluorobutyrate (ester)
95.0
5000 AU SUNILE SR SRR
41.0 10.80 11.00 11.20 11.40
69.0 136.0 m/z 60.00 72.15%
o J | || 16901970 307.0335.0
m/z--> 50 100 150 200 250 300 350
Abundance #5825: 5,5-Dimethyl-1,3-hexadiene
95.0
67.0
10.80 11.00 11.20 11.40
5000 m/z 91.00 71.36%
39.0
0..J'.J‘|“‘.“.l.‘.|l...l....l....l.... ————
m/z--> 50 100 150 200 250 300 350
Abundance #15936: Bicyclo[3.2.1]oct-3-en-2-one, 4-methyl- A Bma RS eE
95.0 10.80 11.00 11.20 11.40
m/z 41.05 65.15%
5000
136.0
39.0 67.0
0""uw'm”'”5“' L UL WU SRR UL B RN SUNILE SRR SRR
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Benzene, 1,2,3,4-tetrachloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.92 4.04 ng 266159 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetrachloro- 214 C6H2CI14 000634-66-2 98
2 Benzene. 1.2.4.5-tetrachloro- 214 C6H2CI14 000095-94-3 98
3 Benzene. 1.2.3.5-tetrachloro- 214 C6H2CI14 000634-90-2 97
4 2.2-Dichloro-1-oxa-2-sila-1.2-di... 216 C8H6CI20Si 064749-19-5 47
5 3-[p-Chlorophenylmercapto]propio... 216 C9H9CI02S 006310-27-6 38

Abundance Scan 1706 (12.922 min): BM018338.D (-1695) (-) m/z 73.00 100.00%

0 215.8

5000

142.9 178.9 12.60 12.80 13.00 13.20

0! m/z 43.10 91.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65859: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 LA L L L L L LB B |
12.60 12.80 13.00 13.20
74.0 1080 1430 179.0 m/z 55.10 88.61%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65868: Benzene, 1,2,4,5-tetrachloro-
216.0
R RS
12.60 12.80 13.00 13.20
5000 m/z 215.80 83.98%
4.0 108.0 143.0 179.0
stoso feeo |0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65863: Benzene, 1,2,3,5-tetrachloro- s e E RAR
216.0 12.60 12.80 13.00 13.20
m/z 41.10 78.24%
5000
74.0 108.0 143.0 179.0
o Fosao oo |y oW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 7 unknownl13.80 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.80 4.96 ng 326455 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecene. (E)- 196 C14H28 041446-63-3 30
2 2-Dodecene. (2)- 168 C12H24 007206-26-0 30
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 27
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 27
5 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 25

Abundance Scan 1855 (13.798 min): BM018338.D (-1850) (-) m/z 55.05 100.00%

.0

5000
1921 2200 13.40 13.60 13.80 14.00 14.20
0 m/z 69.10 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53633: 7-Tetradecene, (E)-
55.0

29.0 13.40 13.60 13.80 14.00 14.20
m/z 70.05 83.90%

5000

111.0
140.0 168.0 196.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34714: 2-Dodecene, (2)-
55.0
R BA RS R
13.40 13.60 13.80 14.00 14.20
5000| 0, 83.0 m/z 41.10 80.90%
111.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89786: 9-Octadecene, (E)- A e o
55.0 13.40 13.60 13.80 14.00 14.20
83.0 m/z 83.10 73.12%
5000
29.0
111.0
ol Ll I »\‘ 1 \‘ | 1390 1680 1960 2240 2520
REARE RS R R S e e e e RN A ot S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 8 Biphenylene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.61 ng 237635 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 70
2 Acenaphthvlene 152 C12H8 000208-96-8 62
3 5.6-Dihvdro-4-methvlthieno(2.3-d... 152 C7H8N2S 092204-06-3 50
4 Benzoic acid. 3.5-diamino- 152 C7H8N202 000535-87-5 50
5 Benzoic acid, 3-methoxy- 152 C8H803 000586-38-9 47
Abundance Scan 1865 (13.857 min): BM018338.D (-1862) (-) m/z 152.00 100.00%
.0
5000
63.0 8L1 : 13.60 13.80 14.00 14.20
Ol el 1180 ' m/z 151.10 15.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24339: Biphenylene
152.0
5000 LR B B B SR
13.60 13.80 14.00 14.20
6.0 m/z 153.00 13.63%
270 500 | 980 1260 ||
G N UL L I WL B B L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24340: Acenaphthylene
152.0
13160 13.80 14.00 14.20
5000 m/z 150.00 12.49%
76.0
ol 14.0 510 | 98.0 126.0 Il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24601: 5,6-Dihydro-4-methylthieno(2,3-d)pyrimidine
152.0 13.60 13.80 14.00 14.20
m/z 135.10 11.53%
5000
84.0 110.0
o150 390 650 | 1m0 ||
m/z--> 20 40 60 8|0 100 12'0 140 160 180 200 13.60 13.80 14.00 14.20

8270-BM121518_.M Fri Dec 21 16:17:50 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 9 1-Propanol, 2-methyl-1-[1-(... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.02 5.09 ng 335267 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-methvl-1-T1-(hvdro... 144 C8H1602 108546-80-1 50
2 6-Pentadecanol 228 C15H320 006836-40-4 50
3 2-Butenoic acid. 2-methvl-. 2-me... 156 C9H1602 061692-84-0 50
4 1-l1sopropenvl-3.3-dimethvl-5-(3-... 220 C15H240 152481-77-1 43
5 3-Octanol, 2,2-dimethyl- 158 C10H220 019841-72-6 40
Abundance Scan 1893 (14.022 min): BM018338.D (-1886) (-) m/z 83.10 100.00%
83.1
41 101.0 1510 R R R e EEE
128.9 . 13.80 14.00 14.20 14.40
ol Wiz 2032 m/z 60.00 47.31%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #20156: 1-Propanol, 2-methyl-1-[1-(hydroxymethyl)cyclopropyl]
83.0
5000 55.0 LR IS B SULRURN B
101.0 13.80 14.00 14.20 14.40
20.0 m/z 55.10 46.09%
o ' 127.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #75199: 6-Pentadecanol
83.0
55.0 R AR SR SO B
13.80 14.00 14.20 14.40
5000 m/z 43.05 35.54%
29.0
101.0
ola0 Ll h‘m Ll 150 170 450 o100
m/z--> 0 20 40 65 80 100 120 140 160 180 200 220
Abundance #27774: 2-Butenoic acid, 2-methyl-, 2-methylpropy! ester, (E) A BREmEEEs
83.0 13.80 14.00 14.20 14.40
m/z 57.05 30.36%
101.0
5000 55.0
29.0
o w I L, | 123.0141.0
m/z--> 0 20 45 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40

8270-BM121518_.M Fri Dec 21 16:17:51 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 10 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.20 ng 161856 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 43
Abundance Scan 2287 (16.339 min): BM018338.D (-2284) (-) m/z 73.00 100.00%
73.0
411
5000 129.1
16.00 16,20 16.40 16.60
0! m/z 55.10 79.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 AU BN ARES
16. oo 16. 20 16 40 16.60
m/z 60.00 78.79%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0 IUNNBUNSSUABURE
16.00 16.20 16.40 16.60
5000 129.0 m/z 41.10 73.90%
0l15.0 : '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37189: n-Decanoic acid R AREaEEEEE
60.0 16.00 16.20 16.40 16.60
m/z 43.10 73.79%
5000
9.0 129.0
870
172.0
obo L A porg | Y I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 11 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.67 4.01 ng 295423 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-ol. 2.3.3... 154 C10H180 000465-31-6 53
2 2.6-Dimethvldecane 170 C12H26 013150-81-7 46
N-I3-IN-Aziridvllpropvlideneltet... 182 C10H18N20 1000256-63-4 43
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 38
5 Z-(13,14-Epoxy)tetradec-11-en-1-... 268 C16H2803 1000131-33-2 25
Abundance Scan 2343 (16.669 min): BM018338.D (-2341) (-) m/z 57.10 100.00%

1

5000

16.40 16.60 16.80 17.00
m/z 41.10 99.29%

135.1157.1177.1 50712292 604

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25620: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethy!l-
43.0 710

5000 LA L L L L L L
16. 40 16. 60 16. 80 17. OO
\ ‘ m/z 43.10 89.58%
ophm,nW'n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36163: 2,6-Dimethyldecane
43.0
71.0 L L L B B B
16.40 16.60 16.80 17.00
5000 m/z 71.10 81.62%
H 113.0
A 0 1. 31—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43812: N-[3-[N-Aziridyl]propylidene]tetrahydrofurfurylamine L e  EMLNLELE E i e
43.0 16.40 16.60 16.80 17.00
m/z 55.10 66.11%
71.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16. 60 16. 80 17. 00

8270-BM121518_.M Fri Dec 21 16:17:52 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018338.D

Aca On : 20 Dec 2018 19:57

Operator : JU/SJ

Sample : J6389-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.10 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.10 7.92 ng 583909 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-(Dimethvlamino)-1-naphthvl) ... 327 C22H17N02 085808-66-8 27
2 1-Cvclohexvildimethvlsilvloxvocta... 410 C26H540Si 1000281-96-8 27
3 3-(6-Methv1-3-pvridvl)-1-phenvl-.__. 327 C22H21N3 010040-74-1 27
4 1H-Indole. 5.6-dimethoxv-2-(3.5-... 327 C19H21NO4 156785-69-2 16
5 Bicyclo[4.1.0]hepta-2,4-diene, 2... 356 C27H32 1000158-07-0 16
Abundance Scan 2416 (17.098 min): BM018338.D (-2412) (-) m/z 327.05 100.00%
327.1
405.1
5000 156.0
. 1680 17100 17120 1740
o} : m/z 405.15 62 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131376: 2-(4-(Dimethylamino)-1-naphthyl)naphthoguinone
327.0
5000 L AL S BN B
16.80 17.00 17.20 17.40
152.0 26.0 m/z 156.00 51.21%
. 13.0 0 1940228 283.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158445: 1-Cyclohexyldimethylsilyloxyoctadecane
327.0
16.80 17.00 17.20 17.40
5000 m/z 328.05 35.74%
75.0
Lo, | 0 18502150 2550 395.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #131383: 3-(6-Methyl-3-pyridyl)-1-phenyl-5-(p-tolyl)-2-pyr... e e
327.0 16.80 17.00 17.20 17.40
m/z 253.00 29.30%
5000 91.0
236.0
oL 20 | | 130016301930 , 2820 |
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BM121518_.M Fri Dec 21 16:17:52 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 13 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.84 36.79 ng 2711710 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 2542 (17.839 min): BM018338.D (-2537) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
101.0 15|7-1|185-2 256.3 il 3410 17.60 17.80 18.00 18.20
o pbpe L b | 2911 3410 m/z 60.00 75.96%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
430
73.0
5000 U B SRR BN IR
17.60 17.80 18.00 18.20
m/z 43.10 68.00%
41910 12?'0 1710 2130 25?'0
0 S S A S L L L L S WL
m/z--> 50 100 150 200 250 300 350
Abundance #65562: Tridecanoic acid
430 | 730
17.|60 17.|80 18.|00 18.|20
5000 m/z 41.10 66.09%
129.0 10 2140
0! i 't“.mil(ﬂﬂ-(.)‘. ‘; S A ' ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance #37192: n-Decanoic acid Rm e R
60.0 17.60 17.80 18.00 18.20
m/z 55.10 62.51%
5000{ 29.0 129.0 M»¢MW~WHHUAJ\M\WAMAh/MMW
87.0
\ \ 172.0
0‘ |”".‘.‘h.“|‘lH.l.‘ ..{.. —— T : T REER A
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 14 Octadec-9-enoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.02 12.50 ng 921029 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 98
2 Oleic Acid 282 C18H3402 000112-80-1 93
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 87
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 55
5 Erucic acid 338 C22H4202 000112-86-7 52
Abundance Scan 2743 (19.022 min): BM018338.D (-2739) (-) m/z 55.10 100.00%
T W
5000
37.1 2221 264.3 - I:I.éiBIOI I].IQOIOI IZI.I92IOI IZI.I94I0I I
177.1
o 3003 340.1 4010 757 69.10  82.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107520: Octadec-9-enoic acid
54.0
5000 R SN SRR SRR B
18.80 19.00 19.20 19.40
m/z 83.10 73.14%
38.0 180.0 222.0
0‘
m/z--> 50 100 150 200 250 300 350 400 /ij\AMMkNMp\NAJ\MﬂwwM,ﬁ
Abundance #107517: Oleic Acid
55.0
"' 18/80 19.00 19.20 19.40
5000 m/z 41.10 67.90%
264.0
Lied | 1290 1ec 0 2920 KthAJ\fMWN/p\WAJ\JMAMVM~
m/z--> B "éol 100 150 200 250 300 350 400
Abundance #107524: 9-Octadecenoic acid, (E)- BEEmEEEs
55.0 18.80 19.00 19.20 19.40
m/z 43.10 45 .82%
o289 1k | .
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40

8270-BM121518_.M Fri Dec 21 16:17:53 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 15 1,1°-Biphenyl, 2,3,3",4",6-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.13 23.17 ng 1805330 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4".6-penta... 324 C12H5CI5 038380-03-9 95
2 1.17-Biphenvl., 2.2".4.4" .5-penta... 324 C12H5CI5 038380-01-7 95
3 1.1°-Biphenvl., 2.3%.4.4" .5-penta... 324 C12H5CI5 031508-00-6 94
4 1.1"-Biphenvl. 2.2 .4.6.6"-Penta... 324 C12H5CI5 056558-16-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 2761 (19.128 min): BM018338.D (-2758) (-) m/z 73.10 100.00%

31 325.9
41.1 254.0

5000

18.80 19.00 19.20 19.40

0 m/z 325.90 82 .58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129488: 1,1'-Biphenyl, 2,3,3',4',6-pentachloro-
326.0
254.0

5000
18.80 19.00 19.20 19.40

m/z 254.00 73 .39%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129508: 1,1-Biphenyl, 2,2',4,4',5-pentachloro-
326.0
254.0 IIIIIIIIIIIIIIIIIIIIIII
18.80 19.00 19.20 19.40
5000 m/z 57.10 72.04%
127.0 184.0
291.0
wo g | i
NI ¢ Y PRV T N |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129500: 1,1'-Biphenyl, 2,3',4,4',5-pentachloro- R R mamEE
326.0 18.80 19.00 19.20 19.40

m/z 256.00 71.51%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 80 19. 00 19 20 19. 40

8270-BM121518_.M Fri Dec 21 16:17:54 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018338.D

Aca On : 20 Dec 2018 19:57

Operator : JU/SJ

Sample : J6389-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 16 1,1°-Biphenyl, 2,27,3,3",4,... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.70 9.36 ng 729045 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.3".4.4"-he... 358 C12H4CI6 038380-07-3 99
2 1.1"-Biphenvl. 2.27.3.4" .57 .6-he... 358 C12H4CI6 038380-04-0 99
3 1.1"-Biphenvl. 2.27.3.3".4.5"-he... 358 C12H4CI6 052663-66-8 98
4 1.1"-Biphenvl. 3.3".4.4" .5.5"-he... 358 C12H4cCIl6 032774-16-6 95
5 1,1"-Biphenyl, 2,2",3,4,47 ,5"-he... 358 C12H4CI6 035065-28-2 95

Abundance Scan 2858 (19.698 min): BM018338.D (-2857) (-) m/z 289.90 100.00%
289.9 359.9
218.0
5000
19.40 19.60 19.80 20.00
0! m/z 359.85 94 .00%
m/z--> 50 100 150 200 250 300 350
Abundance #143906: 1,1'-Biphenyl, 2,2',3,3',4,4'-hexachloro-
290.0 360.0
145.0
109.0
5000 218.0 325.0
6.0 19.40 19.60 19.80 20.00
. 0
74.0 182.0 253.0 m/z 287.90 85.67%
0 T |""Jm "ml" T T T
m/z--> 50 100 150 200 250 300 350
Abundance #143892: 1,1'-Biphenyl, 2,2',3,4',5',6-hexachloro-
290.0 360.0
145.0 19.40 19.60 19.80 20.00
5000 1090 218.0 e m/z 361.90 80.28%
74.0 ‘ 180.0 ‘ 253.0 ‘
0...|.‘.|."ld|‘.l‘.l.il..".l .H”... ‘l..H‘.. “...l
m/z--> 50 100 150 200 250 300 350
Abundance #143891: 1,1'-Biphenyl, 2,2',3,3',4,5'-hexachloro-
290.0 360.0 19.40 19.60 19.80 20.00
m/z 218.00 60.43%
218.0
5000 825.0
183.0 \ 253.0
O "|""|"u' |""m"' | UL U AR B SUARA
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BM121518_.M Fri Dec 21 16:17:54 2018

P001-SS012-0612-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 17 1,1"-Biphenyl, 2,27,3,4,4",... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.85 35.25 ng 2746700 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CI6 035065-28-2 99
2 1.17-Biphenvl., 2.3.3".4.47 .5-hex... 358 C12H4CI6 038380-08-4 99
3 1.1°-Biphenvl., 2.27.3.3".4.47-he. .. 358 C12H4CI6 038380-07-3 99
4 1.1"-Biphenvl. 3.37.4.4".5.5"-he... 358 C12H4CI6 032774-16-6 99
5 1,1"-Biphenyl, 2,2",3,4,5,5"-hex... 358 C12H4CI6 052712-04-6 99

Abundance Scan 2884 (19.851 min): BM018338.D (-2880) (-) m/z 359.90 100.00%

289.9 359.9

5000

19.60 19.80 20.00 20.20
m/z 289.90 91.78%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #143904: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-

5000
19.60 19.80 20.00 20.20

m/z 361.90 76 .76%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0
145.0 290.0 19.60 19.80 20.00 20.20
5000 ) m/z 287.90 68.93%
109.0 218.0
36.0 74.0 t 180.0 J 253.0
S T N it N S
m/z--> 50 100 150 200 250 300 350 400
Abundance #143895: 1,1'-Biphenyl, 2,2',3,3',4,4'-hexachloro- L B e
145.0 360.0 19.60 19.80 20.00 20.20
' 290.0 m/z 357.90 50.89%
5000
325.0
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 18 1,1°-Biphenyl, 3,3%,4,4",5,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.13 33.72 ng 2627060 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 3.3".4.47.5.5"-he... 358 C12H4CI6 032774-16-6 99
2 1.1"-Biphenvl. 2.3.3".4.4" .5-hex... 358 C12H4CI6 038380-08-4 99
3 1.1"-Biphenvl. 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 97
4 1.1"-Biphenvl. 2.27.3.3".4.4"-he... 358 C12H4CI6 038380-07-3 97
5 1,1"-Biphenyl, 2,2",3,4",5,5"-he... 358 C12H4CI6 051908-16-8 96
Abundance Scan 2931 (20.127 min): BM018338.D (-2928) (-) m/z 359.85 100.00%
289.9 359.9
5000
324.9 19.80 20.00 20.20 20.40
37.0
o M 3983 1 77589 90  96.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-

5000
19.80 20.00 20.20 20.40

m/z 361.90 80.14%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0
145.0 290.0 19.80 20.00 20.20 20.40
5000 : m/z 287.90 73.48%
109.0 218.0
360 740 | 180.0 J 253.0 ‘
ol L by U 4wl
m/z--> 50 100 150 200 250 300 350 400
Abundance #143880: 1,1'-Biphenyl, 2,3,3',4,5,6-hexachloro-
360.0 19.80 20.00 20.20 20.40
m/z 357.85 52.95%
5000

m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018338.D

Aca On : 20 Dec 2018 19:57

Operator : JU/SJ

Sample : J6389-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 2,27,3,37,4,57,6-Heptachlor... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.60 18.38 ng 1431920 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.3".4.5" .6-Heptachlorobiph... 392 C12H3CI17 040186-70-7 99
2 1.1"-Biphenvl. 2.3.3".4.5.5".6-h... 392 C12H3CI17 074472-51-8 99
3 1.1"-Biphenvl. 2.27.3.4.4".5.6"-... 392 C12H3CIl7 060145-23-5 99
4 1.1°-Biphenvl. 2.27.3.4.5.6.6"-H... 392 C12H3Cl7 074472-49-4 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4" ,5-__. 392 C12H3CI7 035065-30-6 98

Abundance Scan 3011 (20.598 min): BM018338.D (-3008) (-) m/z 393.90 100.00%
328. 9
5000
84.1 127.0 43014750 |20:20 2040 20.60 20.80 21.00
o L1475, m/z 323.90 99.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobipheny!
394.0
5000
324.0 20.20 20.40 20.60 20.80 21.00
2520 350.0 m/z 395.85 97.81%
o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154425: 1,1'-Biphenyl, 2,3,3',4,5,5',6-heptachloro-
324.0 394.0
20.20 20.40 20.60 20.80 21.00
5000 m/z 325.90 65.34%
o - 359.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154427: 1,1-Biphenyl, 2,2',3,4,4',5,6'-Heptachloro- R EE ma e e
324.0 394.0 20.20 20.40 20.60 20.80 21.00
m/z 321.90 63.21%
5000
04
m/z--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\

Data File : BM018338.D

Aca On - 20 Dec 2018 19:57

Operator : JU/SJ

ﬁ?ggle i J6389-02 P001-55012-0612-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 20 9-Tricosene, (2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 49.33 ng 3843890 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 62
2 Tricosane 324 C23H48 000638-67-5 38
3 5-Methvl-Z-5-docosene 322 C23H46 1000131-17-1 35
4 2-Methvl-2-docosene 322 C23H46 1000131-16-9 25
5 4-Methyl-Z-4-docosene 322 C23H46 1000131-17-0 10
Abundance Scan 3056 (20.863 min): BM018338.D (-3052) (-) m/z 57.10 100.00%
571.1
5000 ﬁLA-WA___,"~/\NNAAAwwﬂwvA%
20,60 20.80 21.00 21.20
o/ W X 4303 48L41 m/z 71.10  79.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance i #129064: 9-Tricosene, (2)-
55.0 97.0
5000 HSR ISR BN SUNRA SR
20.60 20.80 21.00 21.20
0
200 3290 m/z 43.10 74.11%
oL ", 182.0222.0 262.0
i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130016: Tricosane
20,60 20.80 21.00 21.20
5000 m/z 55.10 72 .64%

324.0

%

141.0 183.0 2250 267.0

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129068: 5-Methyl-Z-5-docosene e  RRRaE Bam s
69.0 20.60 20.80 21.00 21.20
m/z 83.10 71.21%
11.0
5000
322.0
ol d LA | 43530 205.0241.0 2800
R B B e e e L B e R A
m/z--> 50 100 150 200 250 300 350 400 450 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\BM122018\
Data File : BM018338.D
Acq On : 20 Dec 2018 19:57 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6389-02 P001-SS012-0612-01
ALS Vvial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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-Pentanol, 2,4-d... 4.68 2.8 ng 154382 1 7.48 1091350 20.0
unknown7 .03 7.03 77.9 ng 4250650 1 7.48 1091350 20.0
unknown? .59 7.59 2.3 ng 126116 1 7.48 1091350 20.0
unknownl11.08 11.08 2.4 ng 168121 2 10.25 1425520 20.0
Benzene, 1,2,3,4-_... 12.92 4.0 ng 266159 3 14.14 1317450 20.0
unknown13.80 13.80 5.0 ng 326455 3 14.14 1317450 20.0
Biphenylene 13.86 3.6 ng 237635 3 14.14 1317450 20.0
1-Propanol, 2-met... 14.02 5.1 ng 335267 3 14.14 1317450 20.0
Tridecanoic acid 16.34 2.2 ng 161856 4 16.91 1474090 20.0
Bicyclo[2.2.1]hep... 16.67 4.0 ng 295423 4 16.91 1474090 20.0
unknownl17.10 17.10 7.9 ng 583909 4 16.91 1474090 20.0
n-Hexadecanoic acid 17.84 36.8 ng 2711710 4 16.91 1474090 20.0
Octadec-9-enoic acid 19.02 12.5 ng 921029 4 16.91 1474090 20.0
1,1*-Biphenyl, 2,_... 19.13 23.2 ng 1805330 5 21.14 1558390 20.0
1,1*-Biphenyl, 2,_... 19.70 9.4 ng 729045 5 21.14 1558390 20.0
1,1*-Biphenyl, 2,_... 19.85 35.3 ng 2746700 5 21.14 1558390 20.0
1,1*-Biphenyl, 3,... 20.13 33.7 ng 2627060 5 21.14 1558390 20.0
2,2,3,3",4,5",6-... 20.60 18.4 ng 1431920 5 21.14 1558390 20.0
9-Tricosene, (2)- 20.86 49.3 ng 3843890 5 21.14 1558390 20.0
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