LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM122018\
Data File : BM018347.D
Aca On - 21 Dec 2018 01:24 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6388-15 P001-SS011-0612-01
ALS Vial : 18 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 3.781 148 152 158 rVB 62387 93627 1.25% 0.107%
2 4.681 300 305 311 rVB 88813 122445 1.63% 0.140%
3 5.134 375 382 390 rBVY 2304342 3330499 44.31% 3.810%
4 6.704 642 649 658 rBY 2082889 3423919 45.56% 3.916%
5 7.034 698 705 714 rBY 2363684 3609257 48.02% 4.128%
6 7.487 776 782 790 rBV 544005 850349 11.31% 0.973%
7 7.798 828 835 843 rBVY 1778281 2762846 36.76% 3.160%
8 8.645 970 979 989 rBVY 1254152 2053563 27.32% 2.349%
9 10.251 1242 1252 1261 rBV 598890 1020109 13.57% 1.167%
10 11.969 1537 1544 1560 rBvV 76869 207641 2.76% 0.238%
11 12.098 1560 1566 1576 rvVB2 38091 92485 1.23% 0.106%

12 12.751 1670 1677 1687 rBV 2336432 3394525 45.17% 3.883%
13 13.616 1815 1824 1835 rVB 180846 349063 4.64% 0.399%
14 14.045 1888 1897 1905 rBV3 96388 258880 3.44% 0.296%
15 14.145 1908 1914 1922 rVB2 705467 1106152 14.72% 1.265%

16 15.657 2165 2171 2178 rBV 1659964 2509830 33.39% 2.871%
17 16.915 2379 2385 2390 rBV 840004 1189491 15.83% 1.361%
18 17.098 2411 2416 2421 rBV 1694199 2068823 27.53% 2.366%
19 17.774 2527 2531 2536 rBV3 240533 400418 5.33% 0.458%
20 17.833 2537 2541 2549 rVB 693356 958068 12.75% 1.096%

21 18.004 2565 2570 2574 rVB 803616 1072705 14.27% 1.227%
22 18.845 2710 2713 2720 rVB 702734 1008552 13.42% 1.154%
23 18.980 2733 2736 2738 rBV 232952 256741 3.42% 0.294%
24 19.133 2758 2762 2768 rBV 1515174 1962255 26.11% 2.245%
25 19.568 2831 2836 2844 rBV 3397299 5050874 67.21% 5.777%

26 19.704 2856 2859 2864 rBV 1206663 1523257 20.27% 1.742%
27 19.751 2864 2867 2875 rVB 600122 923397 12.29%% 1.056%
28 19.851 2879 2884 2889 rBV 3881392 5075878 67.54% 5.806%
29 20.056 2916 2919 2922 rVB 599300 652062 8.68% 0.746%
30 20.133 2928 2932 2936 rBV 4794368 5675473 75.52% 6.492%

31 20.186 2937 2941 2944 rBV 1000595 1157895 15.41% 1.324%
32 20.292 2954 2959 2963 rVB3 1815881 2522571 33.56% 2.885%
33 20.451 2979 2986 2992 rBV 2692490 5002669 66.56% 5.722%
34 20.598 3007 3011 3016 rBV 2633224 2899371 38.58% 3.316%
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LSC Area Percent Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

3?22'6 i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 20.662 3019 3022 3027 rVB 1014321 1174331 15.63% 1.343%

36 20.868 3051 3057 3062 rBV2 2608391 4242115 56.44% 4.852%
37 20.921 3063 3066 3072 rVV3 1289860 1741022 23.17% 1.991%
38 21.162 3100 3107 3113 rVB2 5558856 7515617 100.00% 8.597%
39 21.468 3156 3159 3164 rVB2 2163852 2613767 34.78% 2.990%
40 21.521 3166 3168 3172 rVB2 1010391 1041494 13.86% 1.191%

41 21.586 3177 3179 3183 rVB2 949721 963035 12.81% 1.102%
42 22.392 3313 3316 3322 rVB6 1126035 1600783 21.30% 1.831%
43 23.480 3499 3501 3508 rVB 1342086 1946601 25.90% 2.227%

Sum of corrected areas: 87424455
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LSC Report - Integrated Chromatogram

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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

Abundance TIC: BM018347.D
8000000

6000000

4000000

5.13 6.70 7.03

2000000 7.80
8.65
7.49 10.25
3.78 4.68

T T T T

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018347.D

8000000

I I I
10.00 10.50 11.00 11.50

6000000

4000000
12.75
2000000
14.15
1119710 1362 1405
e i R S R e I e e e o o et o S e o B
Time-->  12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018347.D
8000000 2116
6000000
.680-87
20.92
40000004 «
2000000
O T e e i S B e et e i R e e ot S
Time--> 21.00 21.50 22.00 22.50 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
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 unknown7.03 Concentration Rank 1

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

7.03 84.89 ng 3609260 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 704 (7.028 min): BM018347.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %60 6.60 6.80 7.00 7.20 7.40
0 1150 206.9 m/z 68.10 49.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 SRR NSRS S RS A
6.60 6.80 7.00 7.20 7.40
70.0 m/z 66.05 34 .09%
310 510
0 I.. bl ] n 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl-
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 33.22%
67.0
45.0 9.0
[N N H\‘ ‘\ L L
G S S I S S UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole e
132.0 6.60 6.80 7.00 7.20 7.40

m/z 69.10 22 .05%

5000
104.0 ‘

66.0
27.0 500 " | 88.0 \

O b bl S e e e e s = =S

m/z--> 20 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 : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 D-Galactose, 6-deoxy- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.05 4.68 ng 258880 Acenaphthene-d10 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Galactose. 6-deoxv- 164 C6H1205 003615-37-0 59
2 1.6-Anhvdro-_beta.-D-alucopvrano... 162 C6H1005 000498-07-7 58
3 D-Allose 180 C6H1206 002595-97-3 58
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1898 (14.051 min): BM018347.D (-1888) (-) m/z 60.05 100.00%

60.0
5000

13.80 14.00 14.20 14.40

89.1 19011260 15104670 19115070

(o m/z 57.10 55.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32118: D-Galactose, 6-deoxy-
60.0
5000 LA L B L L L LB
43.0 13. 80 14. OO 14. 20 14. 40
m/z 73.10 36.37%
. 21 85.0 10201199 1490
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
I R EREE RS
13.80 14.00 14.20 14.40
5000 m/z 42.05 23.54%
29.0
‘ 98.0
0 L1 ‘ \HH I \ | \‘h ! i
”.,...w. B LA B o e o e B
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #42883: D-Allose S B maa B
60.0 13.80 14.00 14.20 14.40
m/z 43.00 18.92%
5000
43.0 98.0
0 Do 1L piero >0 1150 1440 16301800
...“...,..” e T e e I R EREE RS
m/z--> 20 60 80 100 120 140 160 180 200 13. 80 14. OO 14. 20 14. 40
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 4 unknownl17.10 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.10 34.79 ng 2068820 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-(Dimethvlamino)-1-naphthvl) ... 327 C22H17N02 085808-66-8 22
2 Bicvclol4.1.01hepta-2.4-diene., 2... 356 C27H32 1000158-07-0 14
3 Phosphine oxide. bis(pentamethvl... 342 C22H310P 122085-61-4 12
4 1-Cvclohexvldimethvlsilvloxvocta... 410 C26H540Si 1000281-96-8 10
5 Tridecanoic acid, tripropylsilyl... 370 C22H4602Si 1000279-46-8 10
Abundance Scan 2416 (17.098 min): BM018347.D (-2411) (-) m/z 327.05 100.00%
327.1
155.9 405.1
5000

16.80 17.00 17.20 17.40
m/z 405.10 60.44%

o 373.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #131376: 2-(4-(Dimethylamino)-1-naphthyl)naphthoquinone
327.0

5000 LIS L L L L L LB L L LB B
76.0 16.80 17.00 17.20 17.40
’ 152.0 6.0 m/z 155.95 55.70%
. 113.0 Y 194,05 283.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143604: Bicyclo[4.1.0]hepta-2,4-diene, 2,3,4,5-tetraethyl...
327.0
R R Raa
16.80 17.00 17.20 17.40
5000 m/z 328.00 33.20%
200 910 ;11650 5y 2690 5580
o+ttt
m/z--> 50 100 150 200 250 300 350 400
Abundance #138147: Phosphine oxide, bis(pentamethylphenyl)- R e
327.0 16.80 17.00 17.20 17.40
m/z 252 .95 28.92%
5000
ol 410 910 1470 1930 531026302040 |
—— et e e R EREEREEE L
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1-Cyclohexyl-2-methyl-prop-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.77 6.73 ng 400418 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 64
2 2-Propenoic acid. 2-methvl-., dod... 254 C16H3002 000142-90-5 49
3 2-sec-Butvl-3-methvl-1-pentene 140 C10H20 075144-24-0 49
4 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 45
5 2,6-Octadienal, 3,7-dimethyl- 152 C10H160 005392-40-5 45
Abundance Scan 2530 (17.768 min): BM018347.D (-2527) (-) m/z 55.10 100.00%
54.1
151 oy 22 170 17150 1780 1800
o pab o 2080 3412 m/z 41.10 64.29%
m/z--> 50 100 150 200 250 300 350
Abundance #24064: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41.0 64.0
152.0
5000 110.0 S DU BB SR SO B
17.40 17.60 17.80 18.00
\ m/z 69.10 59.82%
o M l.. S
m/z--> 50 100 150 200 250 300 350
Abundance #90932: 2-Propenoic acid, 2-methyl-, dodecy! ester
41.0 69.0
17.40 17.60 17.80 18.00
5000 m/z 97.10 39.19%
7.0
oaol || | i } | 14001680 2110 2540
m/z--> 50 100 150 200 250 300 350
Abundance #17354: 2-sec-Butyl-3-methyl-1-pentene A BT o e
69.0 17.40 17.60 17.80 18.00
m/z 83.10 38.80%
5000 41.0
112.0
01.4..9.‘.{“.\“ .".].-4.00....|.... ——— N ; R EAREEEEmema
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.83 16.11 ng 958068 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 30
Abundance Scan 2540 (17.827 min): BM018347.D (-2537) (-) m/z 73.05 100.00%
73.0
[ _JLwﬁﬂwJJ\wJ\wmwr«
5000
129.1
97.1 213.2 R DR SO SN B
157.1 185.1 2561 50,1 aopo 17.60 17.80 18.00 18.20
Ol : 2 "m/z 60.00 74.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
17.60 17.80 18.00 18.20
m/z 43.10 66.64%
. CULL T B0 1o 230 2P0
m/z--> 26"20"65 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75071: Tetradecanoic acid
73.0
43.0 "' 17.60 17.80 18.00 18.20
m/ 55.10 61.99Y%
5000 129.0 z 0
185.0 228.0
e |
0 ,J”.\M.sykh“‘MLuMM.NL,ur” 50 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65562: Tridecanoic acid R mEEEE RS S
430 | 730 17.60 17.80 18.00 18.20
: m/z 41.10 58.52%
5000
129.0
‘ 970 ‘ 171.0 214.0
0 |"""|""""‘ ‘ Il “J"'JH""I"" PR ...‘. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 unknownl18.00 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.00 18.04 ng 1072710 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octvlidenebicvclol4.1.01heptane 206 C15H26 082253-11-0 38
2 Glvcine. N-(2-methoxvbenzovl)-. ... 223 C11H13NO4 027796-49-2 35
3 1.3-Benzodioxin-4-one., 2-(1.1-di... 238 C14H2203 1000197-46-5 35
4 Benzamide. N-(2"-acetvl-4" ,5"-di... 329 C18H19NO5 156785-66-9 32
5 1-Adamantanecarboxylic acid, 2-c... 290 C17H19CIl02 1000293-75-4 25
Abundance Scan 2569 (17.998 min): BM018347.D (-2565) (-) m/z 135.10 100.00%
136.1
5000 197.1
73.1
329.0 479.2 O 1olen 1al0n 12190 124
251.0 17.60 17.80 18.00 18.20 18.40
291.9 417.1
Ol bttt 120 L8730 B Tm/z 197.10 43.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60309: 7-Octylidenebicyclo[4.1.0]heptane
36.0
5000 U SR BRI I I
17.60 17.80 18.00 18.20 18.40
m/z 73.10 27 .97%
206.0
0 B B e I I B
m/z--> 100 150 200 250 300 350 400 450
Abundance #71460: Glycine, N-(2-methoxybenzoyl)-, methyl ester
136.0
17.60 17.80 18.00 18.20 18.40
5000 m/z 136.10 13.52%
90.0
0 SJR.OA l \‘ 1 + l 2213.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80966: 1,3-Benzodioxin-4-one, 2-(1,1-dimethylethyl)-5-eth... R R
79.0 135.0 17.60 17.80 18.00 18.20 18.40
m/z 329.00 12.61%
5000
41.0
181.0
o 238.0 4AA
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1,1"-Biphenyl, 2,2%,4,4",5-__._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.84 16.96 ng 1008550 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4" .5-penta... 324 C12H5CI5 038380-01-7 99
2 1.17-Biphenvl., 2.2".3".4.5-Penta... 324 C12H5CI5 041464-51-1 98
3 1.1°-Biphenvl., 2.2".4.5.6"-penta... 324 C12H5CI5 068194-06-9 96
4 1.1"-Biphenvl. 2.27.3".4.6-Penta... 324 C12H5CI5 060233-25-2 95
5 1,1"-Biphenyl, 2,2",4,4% ,6-Penta... 324 C12H5CI5 039485-83-1 95
Abundance Scan 2712 (18.839 min): BM018347.D (-2710) (-) m/z 325.90 100.00%
254.0 326.9
5000 260.9
“‘ 356.1 18.60 18.80 19.00 19.20
o el el m/z 254 .00 94 _85%
m/z--> 50 100 150 200 250 300 350
Abundance #129508: 1,1-Biphenyl, 2,2',4,4',5-pentachloro-
254.0 32.0
5000
1270 184.0 18.60 18.80 19.00 19.20
0,
60 740 218.0 291.0 m/z 256.00 86.74%
o .-"--'-.-"!-----“‘.----.-
m/z--> 50 100 150 200 250 300 350
Abundance #129510: 1,1'-Biphenyl, 2,2',3',4,5-Pentachloro-
256.0 326.0
18.60 18.80 19.00 19.20
5000 127.0 184.0 291.0 m/z 323.90 59.62%
74.0 219.0 ‘
) VI T N N |
m/z--> 50 100 150 200 250 300 350
Abundance #129489: 1,1'-Biphenyl, 2,2',4,5,6'-pentachloro-
326.0 18.60 18.80 19.00 19.20
254.0 m/z 327.90 56.98%
127.0
5000 184.0 291.0
74.0
36.0 } ‘ 219.0 ‘ ‘
0.‘.“.;.“..“.“". .”.”.”l .‘I..i.l.”!..l .‘ ..l‘. i
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 unknownl18.98 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.98 4.32 ng 256741 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-(4-methoxvbenzoy... 271 C15H13N04 028547-11-7 35
2 Thienol3.2-clopvridine 135 C7H5NS 000272-14-0 35
3 2-Methoxvbenzovlformic acid. TMS 252 C12H1604Si 1000071-87-1 35
4 p-Methvlphenol. 2-T4-chlorobutvr... 386 C14H14Cl1404 1000132-71-0 35
5 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 35
Abundance Scan 2736 (18.980 min): BM018347.D (-2733) (-) m/z 135.10 100.00%
135.1
5000 3l 197.1 403.1
il 18.60 18.80 19.00 19.20
251.0 465.1 - : : :
o 2922 5401 Tz 73.10  41.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101114: Benzoic acid, 3-(4-methoxybenzoylamino)-
135.0
5000 RS RS R

18:60 18.80 19.00 19.20
m/z 197.05  35.09%

77.0
o360, || 162.0226.0 271.0
e e B L B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14928: Thieno[3,2-c]pyridine
135.0
A R AR S
18.60 18.80 19.00 19.20
5000 m/z 403.10 32.08%
63.0
0...‘f'.“..*.i,l....,....,.... S —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89302: 2-Methoxybenzoylformic acid, TMS R ERmam e
135.0 18.60 18.80 19.00 19.20
m/z 136.05 17.84%
5000
73.0
ou.u.”!,.”.,.ﬁ.,.”u L R A a s R,
m/z--> 50 100 150 200 250 300 350 400 450 500 18 60 18. 80 19. 00 19.20
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1,1°-Biphenyl, 2,3,3",4",6-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.13 5.22 ng 1962260 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 99
2 1.17-Biphenvl., 2.2".4.4" .5-penta... 324 C12H5CI5 038380-01-7 99
3 1.1°-Biphenvl., 2.3%.4.4" .5-penta... 324 C12H5CI5 031508-00-6 97
4 1.1"-Biphenvl. 2.3.3".4.6-Pentac... 324 C12H5CI5 074472-35-8 96
5 1,1"-Biphenyl, 2,2",3,5,5"-penta... 324 C12H5CI5 052663-61-3 96

Abundance Scan 2761 (19.127 min): BM018347.D (-2758) (-) m/z 325.90 100.00%

254.0 326.9

5000 184.0
73.1  109.1

18.80 19.00 19.20 19.40

0 m/z 254 .00 93.61%
m/z--> 20 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 255.95 92.72%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129505: 1,1'-Biphenyl, 2,2',4,4',5-pentachloro-

326.0

18.80 19.00 19.20 19.40
m/z 327.90 59.33%

5000
44.0
127.0 184.0
o 91.0 158.0 218.0
m/z--> 20 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-
326.0 18.80 19.00 19.20 19.40
m/z 323.85 57 .90%
254.0
5000

m/z--> 20 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 16:20:26 2018 Page: 12



Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1,1°-Biphenyl, 2,27,3,4,4",... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.85 13.51 ng 5075880 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., 3.3%.4.4".5.5"-he. .. 358 C12H4CI6 032774-16-6 99
3 1.1°-Biphenvl., 2.27.3.3".4.47-he. .. 358 C12H4CI6 038380-07-3 99
4 1.1"-Biphenvl. 2.27.4.4".6.6"-he... 358 C12H4CI6 033979-03-2 99
5 1,1"-Biphenyl, 2,3,3",4,4",5-hex... 358 C12H4CI6 038380-08-4 99
Abundance Scan 2884 (19.851 min): BM018347.D (-2879) (-) m/z 359.85 100.00%
289.9 359.9
5000
324.9
431 4011 19.60 19.80 20.00 20.20
o il m/z 289.90 97 .24%
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 79 .35%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0

19.60 19.80 20.00 20.20
m/z 287.90 75 .94%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #143895: 1,1-Biphenyl, 2,2',3,3',4,4-hexachloro-
1450 360.0 19.60 19.80 20.00 20.20
' 290.0 m/z 357.90 52.56%
5000
325.0
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20

8270-BM121518_.M Fri Dec 21 16:20:27 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM122018\
Data File : BM018347.D

Aca On : 21 Dec 2018 01:24

Operator : JU/SJ

Sample : J6388-15

Misc :

ALS Vial : 18 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 12 1,1°-Biphenyl, 2,3%,4,4",5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.13 15.10 ng 5675470 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.37.4.4".5.5"-he... 358 C12H4CI6 052663-72-6 99
2 1.17-Biphenvl., 3.3%.4.4".5.5"-he. .. 358 C12H4CI6 032774-16-6 99
3 1.1°-Biphenvl., 2.3.3".4.47 .5-hex... 358 C12H4CI6 038380-08-4 99
4 1.1"-Biphenvl. 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 98
5 1,1"-Biphenyl, 2,2",3,4%,5",6-he... 358 C12H4CI6 038380-04-0 96

Abundance Scan 2932 (20.133 min): BM018347.D (-2928) (-) m/z 359.85 100.00%

289.9 .9

5000

19.80 20.00 20.20 20.40

0 369 81810 Th/z 289.90  87.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143901: 1,1-Biphenyl, 2,3',4,4',5,5-hexachloro-
360.0
290.0
5000 145.0
218.0 19.80 20.00 20.20 20.40
m/z 361.90 79.25%
98.
o RMEMEEL |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0
19.80 20.00 20.20 20.40
290.0 m/z 287.90 68.26%
5000 1450
74.0 J [ 218.0 h
0%&%!Jﬁﬂl%hwﬁu!.“h..p”..,.”.,*.”,...w....“.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360.0 19.80 20.00 20.20 20.40
m/z 357.90 52_.53%
5000 1450 =
218.0
o NSNS S —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40

8270-BM121518_.M Fri Dec 21 16:20:28 2018
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1,1°-Biphenyl, 2,3,3",4,5,6... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.29 6.71 ng 2522570 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 97
2 1.17-Biphenvl., 3.3%.4.4".5.5"-he. .. 358 C12H4CI6 032774-16-6 97
3 1.1°-Biphenvl., 2.27.3.3".4.6"-he... 358 C12H4CI6 038380-05-1 97
4 1.1"-Biphenvl. 2.27.3.4".5".6-he... 358 C12H4CI6 038380-04-0 97
5 1,1"-Biphenyl, 2,2",3,3",4,5"-he... 358 C12H4CI6 052663-66-8 97

Abundance Scan 2959 (20.292 min): BM018347.D (-2954) (-) m/z 289.90 100.00%

28 .9

5000

20.00 20.20 20.40 20.60
m/z 359.90 98 .50%

o 513.1

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143880: 1,1-Biphenyl, 2,3,3',4,5,6-hexachloro-

5000
20.00 20.20 20.40 20.60

m/z 393.90 89.12%

o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0
20.00 20.20 20.40 20.60
290.0 m/z 361.85 83.89%
5000 1450
74.0 l 218.0
ALSTIRWY PN S TP R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143893: 1,1'-Biphenyl, 2,2',3,3',4,6'-hexachloro-
290.0 360.0 20.00 20.20 20.40 20.60
145.0 m/z 323.90 82.31%
5000 218.0
61.
NI I 1 4 T AT O T
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.20 20.40 20.60

8270-BM121518_.M Fri Dec 21 16:20:28 2018 Page: 15



Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 1,1°-Biphenyl, 3,3%,4,4",5,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.45 13.31 ng 5002670 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 3.3".4.4".5.5"-he... 358 C12H4CI6 032774-16-6 99
2 1.17-Biphenvl., 2.3.3".4.47 .5-hex... 358 C12H4CI6 038380-08-4 99
3 1.1°-Biphenvl., 2.27.3.4.47 .6-Hex... 358 C12H4CI6 056030-56-9 98
4 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CI6 035065-28-2 98
5 1,1"-Biphenyl, 2,2",3,3",6,6"-he... 358 C12H4CI6 038411-22-2 96

Abundance Scan 2986 (20.451 min): BM018347.D (-2979) (-) m/z 359.90 100.00%

289. .9

5000

20.20 20.40 20.60 20.80
m/z 289.90 97.07%

m/z--> 50 100 150 200 250 300 350 400

Abundance #143902: 1,1-Biphenyl, 3,3',4,4',5,5-hexachloro-
360.0
5000 290.0
145.0 20.20 20.40 20.60 20.80
m/z 361.90 78.02%
0 37.0 324.0
A I T T 1T I T 1T I T T 1 T
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 20.20 20.40 20.60 20.80
5000 : m/z 287.90 76.44%
109.0 218.0
360 740 | ‘ 180.0 ‘ 2530 ‘
NS NIV | N [N A SRR | E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #143886: 1,1-Biphenyl, 2,2',3,4,4',6-Hexachloro-
360.0 20.20 20.40 20.60 20.80
145.0 290.0 m/z 357.85 52.84%
5000
325.0
o i
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

8270-BM121518_.M Fri Dec 21 16:20:29 2018 Page: 16



Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 19
R.T. EstConc Area Relative to ISTD R.T.
20.92 4.63 ng 1741020 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2.27.3.4.47.5.6"- 392 C12H3CIl7 060145-23-5 99
2 2.27.3.3".4.5" .6-Hepta chloroblph--- 392 C12H3CIl7 040186-70-7 99
3 1.1°-Biphenvl., 2.27.3.4.4"7.5.5"-___. 392 C12H3CI17 035065-29-3 99
4 1.1"-Biphenvl. 2.27.3.3".5.5".6-... 392 C12H3CI7 052663-67-9 99
5 1,1"-Biphenyl, 2,2",3,3%,4,5,5"-_._. 392 C12H3CI7 052663-74-8 99

Abundance Scan 3066 (20.921 min): BM018347.D (-3063) (-) m/z 323.90 100.00%

328.

5000

20.60 20.80 21.00 21.20
m/z 393.90 88.32%

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-
324.0 394.0

5000
20.60 20.80 21.00 21.20

m/z 395.80 80.99%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobiphenyl
394.0
20.60 20.80 21.00 21.20
5000 324.0 m/z 325.90 65.16%
252.0 359.0
217.0 | 289.0 ‘ |
ot e el
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154442: 1,1'-Biphenyl, 2,2',3,4,4',5,5-heptachloro-
162.0 3040  394.0 20.60 20.80 21.00 21.20
' m/z 321.90 63.69%
252.0
5000 127.0
i 73.0 359.0
‘ | ] o 20 )
oLl h hH m h,, i |/
m/z--> 250 300 350 400 450 20.60 20.80 21.00 21.20

8270-BM121518_.M Fri Dec 21 16:20:29 2018 Page: 17



Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 2,27,3,3",4,57,6-Heptachlor... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.47 6.96 ng 2613770 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.3.37.4.5".6-Heptachlorobiph... 392 C12H3CI17 040186-70-7 99
2 1.1°-Biphenvl, 2.27.3.3".5.57.6-... 392 C12H3CI17 052663-67-9 99
3 1.1"-Biphenvl., 2.3.37.4.5.5".6-h.__. 392 C12H3CI17 074472-51-8 99
4 1.1"-Biphenvl. 2.27.3.4.4".5.6"-... 392 C12H3CIl7 060145-23-5 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4",6-... 392 C12H3CI7 052663-71-5 99

Abundance Scan 3159 (21.468 min): BM018347.D (-3156) (-) m/z 323.90 100.00%

9 .9

5000

21.20 21.40 21.60 21.80

431.1

490.2

(o} m/z 393.90 94 .00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154421: 2,2',3,3',4,5',6-Heptachlorobipheny!
394.0

NN
TT T[T T T T[T T T T[T T T T TTT

21.20 21.40 21.60 21.80
m/z 395.85  85.80%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154439: 1,1-Biphenyl, 2,2',3,3',5,5',6-heptachloro-
396.0
NBVAR VNS & VS SND S
21.20 21.40 21.60 21.80
5000 324.0 m/z 325.90 63.80%
162.0
108.0 252.0 ‘ |
I T 1 TS (N [ NN N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154425: 1,1'-Biphenyl, 2,3,3',4,5,5',6-heptachloro- R A ER RN
324.0 394.0 21.20 21.40 21.60 21.80
m/z 321.90 62.98%
5000
36.0
0 L e e

m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

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

Data File : BM018347.D

Aca On - 21 Dec 2018 01:24

Operator : JU/SJ

ﬁ?ggle i J6388-15 P001-5S011-0612-01
ALS Vial : 18 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 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.48 20.00 ng 1946600 Perylene-d12 23.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Tetracosanal 352 C24H480 057866-08-7 83
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 78

Abundance Scan 3501 (23.480 min): BM018347.D (-3499) (-) m/z 57.10 100.00%

5000
1521 2052 28113051 23.20 23.40 23.60 23.80
Y — 13733 4283 4018 54941 n/z 82.10  90.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99461: Oxirane, hexadecyl-
82.0
5000 LA L L L L L LB LB
23.20 23.40 23.60 23.80
20. 24.0 m/z 96.10 76.88%
o 166.0211.0 268.0
g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105306: 1,19-Eicosadiene
55.0
AR REAEE RS
23.20 23.40 23.60 23.80
5000 b1 0 m/z 43.10 75.19%
0 | |152.0104.0 250.0 “”*”JI\J\““““N/\“~“v”“~/\~/HJf
R e o L B B R i L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107629: Oxirane, heptadecyl- N B E e
82.0 23.20 23.40 23.60 23.80
m/z 69.10 70.31%
500071 29 g
24.0
0 | ]l | L]166'0 222.026‘}-0
R B B T T A I B o B e AR REAEE RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM122018\
Data File : BM018347.D
Acq On : 21 Dec 2018 01:24 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le : J6388-15 P001-SS011-0612-01
ALS Vial : 18 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]
unknown7 .03 7.03 84.9 ng 3609260 1 7.49 850349 20.0
D-Galactose, 6-de... 14.05 4.7 ng 258880 3 14.15 1106150 20.0
unknownl17.10 17.10 34.8 ng 2068820 4 16.92 1189490 20.0
1-Cyclohexyl-2-me... 17.77 6.7 ng 400418 4 16.92 1189490 20.0
n-Hexadecanoic acid 17.83 16.1 ng 958068 4 16.92 1189490 20.0
unknown18.00 18.00 18.0 ng 1072710 4 16.92 1189490 20.0
1,1*-Biphenyl, 2,... 18.84 17.0 ng 1008550 4 16.92 1189490 20.0
unknown18.98 18.98 4.3 ng 256741 4 16.92 1189490 20.0
1,1*-Biphenyl, 2,_... 19.13 5.2 ng 1962260 5 21.14 7515620 20.0
1,1*-Biphenyl, 2,_... 19.85 13.5 ng 5075880 5 21.14 7515620 20.0
1,1*-Biphenyl, 2,_... 20.13 15.1 ng 5675470 5 21.14 7515620 20.0
1,1*-Biphenyl, 2,_... 20.29 6.7 ng 2522570 5 21.14 7515620 20.0
1,1"-Biphenyl, 3,... 20.45 13.3 ng 5002670 5 21.14 7515620 20.0
1,1*-Biphenyl, 2,_... 20.92 4.6 ng 1741020 5 21.14 7515620 20.0
2,2°,3,3,4,57,6-_... 21.47 7.0 ng 2613770 5 21.14 7515620 20.0
Oxirane, hexadecyl- 23.48 20.0 ng 1946600 6 23.31 1946600 20.0
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